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BB e Abort acquisition with error (C) 64
abOrt ..o Terminate action of calling macro and all higher macros (C) 65
abortallacgs ... Reset acquisition computer in a drastic situation (C) 65
abortoff ... Terminate normal functioning of abort in a macro (C) 66
aborton ... Restore normal functioning of abort in a macro (C) 66
@DS s Find absolute value of a number (C) 66
AC1S-AC1l1lS ... Autocalibration macros (M) 66
ACbackup ... Make backup copy of current probe file (M) 67
ACCt s Writes records for operator login and logoff (M) 67
ACreport ... Print copy of probe file after autocalibration (M) 67
ACOS v Find arc cosine of number (C) 68
QCOSY woereeeererrereereeeereenenees Automatic analysis of COSY data (C) 68
acosyold......nenes Automatic analysis of COSY data, old algorithm (C) 68
aCq EerTOrS ... Acquisition Done and Error Codes 69
acgdequeue.................. Dequeue an acquisition 74
EYTo 1o E =) - Y Display message on the acquisition status line (C) 74
ACL e Interactive acquisition display process (C) 75
acqgmeter.......... Open Acgmeter window (M) 76
Acgmeter......... Open Acgmeter window (U) 77
acqmode .......cceevieinnnnns Acquisition mode (P) 78
acqgreserve.......... Reserve the acquisition console for the current owner 78
acgstat ..oeveenenenn Open Acquisition Status window (M) 79
Acgstat ..o, Open Acquisition Status window (U) 80
acgstatus ... Acquisition status (P) 80
acquire ... Acquire data (M) 83
actionid........ Current study queue node id (P) 83
activestudy ... Active study name (P) 84
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A4 s Add current FID to add/subtract experiment (C) 84

addi e Start interactive add/subtract mode (C) 86
addnucleus............. Add new nucleus to existing probe file (M) 87
addpar........., Add selected parameters to current experiment (M) 88
addparams ............... Add parameter to current probe file (M) 89
addprobe...........cccucuue. Create new probe directory and probe file (M) 90
EYC 1) o1 Automatic DEPT analysis and spectrum editing (C) 91
aexppl.....eneeirerienn. Automatic plot of spectral expansion (M) 91

X R Select absolute-intensity mode (C) 92

Qig s Absolute-intensity group (P) 92
aipDisplay.......... Display images (C) 92

aipLoadSpec............... Load fdf spectra (C) 93

aipMakeMaps ................ Make csimap (C) 93

aipOverlayFrames... Overlay images in selected frames (C) 94

aippars ..., Create parameters for imaging browser (M) 95
aipRemoveSpec........... Remove all or specified spectral data (C) 99
aipRQcommand.............. Load and display images (C) 100

aipsaveColormap ...... Save color map for selected images (C) 101
aipsSetColormap......... Load color map for selected images (C) 102
aipSetTransparencySet transparency for images or text (C) 102

aipShow3PCursors.... Turn on/off cursors for 3-plane extraction 103

aipshowCSIData......... Display CSl spectral data in grid format 103

aipShowSpec ............... Display spectra specified by key(s), in specified layout (C) 104

aipViewLayers ... Get information for overlaid images (C) 105

N R L R Set alfa delay before acquisition (P) 105

210CK ..o Automatic lock control (P) 106

ampmode .........cococreeeneenes Independent control of amplifier mode (P) 107

amptype .....cceveerernnnn. Amplifier type (P) 108

ANalYZ ..o Calculate standard peak height (M) 108

analyze ... Generalized curve fitting (C) 109

annotation.............. Display annotation specified by the parameter template or the
default 111

Y oS Print out all parameters (C) 111

D s All parameters display control (P) 112

Y <X VO Plot parameters automatically (M) 112

QPR Automatic phase adjustment of spectra (C) 112

=1 o) -1 S Automatic phase of zero-order term (C) 114

@PhD ..o Auto phasing for Bruker data (C) 115

aPhX .o Perform optimized automatic phasing (M) 115
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apPAir....cooenrieirenens Application directory information 115

appdirs ..o, Starts Applications Directory Editor (M) 117

appmode .......cccovererenenns Application mode (P) 117

apptype ..o Application type (P) 118

ADt. ot Set up parameters for APT experiment (M) 118

aptaph.......coeeeeerevennne. Automatic processing for APT spectra (M) 118

LR T Easy entry of linearly spaced array values (M) 119

R Parameter order and precedence (P) 119

arraydim............... Dimension of experiment (P) 120

array2cCsv ... Formats Array into Comma Separate Variable 120

array2string...... Formats Array into String 120

array2strsv....... Formats Array into String Separated Variable 121

asSin..e Find arc sine of number (C) 121

asize ... Make plot resolution along f; and f, the same (M) 121

assign...nnen Assign transitions to experimental lines (M) 121

A (e Acquisition time (P) 122

AtAN s Find arc tangent of a number (C) 122

atan2 ... Find arc tangent of two numbers (C) 123

atemd ..o Call a macro at a specified time (M) 124

atext . Append string to current experiment text file (M) 125

attval. ..., Calculate pulse width (M) 125

AtUNE ..o ProTune Present (P) 125

AU .o Submit experiment to acquisition and process data (M) 126

AuCALch3i ... Set up autocalibration with CH3I sample (M) 127

AuCALch3il.............. Get autocalibration with CHsl sample (M) 127

AuCALch3oh................. Set up autocalibration with Autotest sample (M) 127

AuCALch3ohl ... Get autocalibration with Autotest sample (M) 128

Aucalibz0 ... Automatic Hz to DAC calibration for Z0 (M) 128

AUCAEC ..o Carbon decoupler calibration macro (M) 128

AuCgrad ..o Carbon/proton gradient ratio calibration macro (M) 128

AUCODS ...overrererrereeerenes Carbon observe calibration macro (M) 129

audiofilter ... Audio filter board type (P) 129

AufindzO0....coovvrrenee. Automatic adjustment of Z0 (M) 129

Augcal.....nnenes Probe gcal calibration macro (M) 129

AUGMAD  .oooeveereeeeeeeees Automated gradient map generation (M) 130

Augmapz0........ccccuune. Automatic lock gradient map generation and z0 calibration
(M) 130

AUHAEC ..ccocveververerrenns Proton decoupler calibration (M) 130

AUHODS ....oevrereirereeerenes Proton observe calibration macro (M) 131

VnmrJ 4 Command and Parameter Reference Guide



Aumakegmap...........c...... Auto lock gradient map generation (M) 131

AUNUC ..o Get parameters for a given nucleus (M) 131
QUEO o Prepare for an automation run (C) 131
AUEO o Automation mode active (P) 132
autoaad...oeenienenns Abort an automation run with no error 132
auto_au ....cevernenenns Controlling macro for automation (M) 132
EXUE Yo Utility commands for the automation queue 133
Autobackup.........c..... Back up current probe file (M) 134
autodept .....ccocovieennnnes Automated complete analysis of DEPT data (M) 134
autodir ....vicneines Automation directory absolute path (P) 134
AUEOGO ..o Start automation run (C) 135
autolist ..., Set up and start chained acquisition (M) 135
automerge ..........c..... Merges overniteQ with daytimeQ 136
Automkdir ... Creates Data Directory from Template 137
autoname........coeeeenes Create path for data storage (C) 137
autoname.........coeoneenes Prefix for automation data file (P) 140
autora. ..o Resume suspended automation run (C) 140
AULOSA .o Suspend current automation run (C) 140
autoscale................. Resume autoscaling after limits set by scalelimits macro
(M) 140
autostack ... Automatic stacking for processing and plotting arrays (M) 141
autotest ... Open Auto Test Window (C) 141
autotime......cccoeune. Displays approximate time for automation (M) 141
R Set abs. value mode in directly detected dimension (C) 142
AVL.cece s Set abs. value mode in 1st indirectly detected dimension (C) 142
AV2..ceeee s Set abs. value mode in 2nd indirectly detected dimension
(C) 143
AT Y Y Calculate average and standard deviation of input (C) 144
BWC..ereeereree e seseeeeenes Additive weighting const. in directly detected dimension (P) 144
AWCL o Additive weighting const. in 1st indirectly detected dimension
(P) 144
AWC2 ot Additive weighting const. in 2nd indirectly detected dimension
(P) 145
AXiS . Provide axis labels and scaling factors (C) 145
AXiS . Axis label for displays and plots (P) 146
axisf ..o Axis label for FID displays and plots (P) 147
bandinfo........ Shaped pulse information for calibration (M) 149
banner........ns Display message with large characters (C) 150
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o7 1D and 2D baseline correction (C) 150

beepoff .....covvieinenn Turn beeper off (C) 152

beepon........ccoevenieeunennn Turn beeperon (C) 152

bigendian ... Determine system byte order (C) 152

binom......eveercrnnnne. Set up parameters for BINOM pulse sequence (M) 153

bioref ... Bio-NMR Referencing (P) 153

bOOLUD ..ccoveeerererererreneens Macro executed automatically (M) 153

DOX....ooocrerieere e Draw a box on a plotter or graphics display (C) 154

bOXES ..o Draw boxes selected by the mark command (M) 155

bPa. s Plot boxed parameters (M) 155

bph e, Individually phase each trace of arrayed 1D data 156

br24 .. Set up parameters for BR24 pulse sequence (M) 157

DS oo Block size (P) 157

4 C

CL3 e Automated carbon acquisition (M) 162

(<% R Y Process 1D carbon spectra (M) 162

caledim ..., Calculate dimension of experiment (C) 163

CalCECC ...coovveeeriireeenene Calculate ECC corrections (C) 163

calfa .. Recalculate alfa so that first-order phase is zero (M) 163

calibflag ... Correct systematic errors in DOSY experiments (P) 164

calibrate ... Start a dialog for autocalibration routines (M) 164

€allacq ...omeneenenens Utility macro to call Acq command (M) 164

CAPL e Automated carbon and APT acquisition (M) 165

Carbon.....oeeveereeirenns Set up parameters for 13C experiment (M) 165

(ST S Display one or more text files in text window (C) 165

Cattn e Coarse attenuator type (P) 166

(=7 Change working directory (C) 166

CAC e Cancel drift correction (C) 167

(<75 =3 <1 Automated carbon and DEPT acquisition (M) 167

CAUMD ..ot Prints the current graphics screen (M) 167

celem ... Completed FID elements (P) 168

Center......ecrerveenes Set display limits for center of screen (C) 168

centerprobe................ Calculates probe position relative to the ISO-Center 169

Centersw......... Move cursor to center of spectrum (M) 169

centerswl ... Move cursor to center of spectrum in 1st indirect dimension
(M) 169

centersw2 ... Move cursor to center of spectrum in 2nd indirect dimension
(M) 169
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COXD ooovnrieemetreiernirreaeneens Create aVnmr experiment (M) 170

CE s CurrentFID (P) 171
cEfpmult ..o, Calculate first-point multiplier for 2D experiments (M) 171
change.......ccccocvvvernnne. Submit a change sample experiment to acquisition (M) 172
checkstring ... Find and replace unwanted characters (C) 172
chilicConf ... Control flag set by ecc_on and ecc_off (P) 172
chkname ...........cccoevueneee. Parse the template and return substituted strings and lists of
parameters defined by the template 173
Cigar2337 .o Convert the parameter to a CIGAR2j3j experiment (M) 175
ckreslocC.......nn. Macro to Reserve Specific Locations 175
ckstring......ens Utility to Check String Variables for lllegal Characters 176
Cla. e Clear all line assignments (M) 176
Cla e Calculated transition number (P) 176
(SR IEY ! - Calculated transition amplitude (P) 177
cleanexp.......on Remove old files and directories from an experiment (M) 177
Clear ..oevreeeirerenrenenes Clear a window (C) 177
cleardosy ....coouvnnnn. Delete temporarily saved data in current sub experiment
(M) 178
Clfreq. ... Calculated transition frequency (P) 178
clindex ......ceervivirennee Index of experimental frequency of a transition (P) 178
clradd.....nneneeneen. Clear add/subtract experiment (C) 179
cmdlineok ......cccoeoveenee Determine if an operator has a command line 179
coldprobe ... Tells system a coldprobe is present 179
COLOT .o Select plotting colors from a graphical interface (M) 180
combiplate................. View a color map for visual analysis of VAST microtiter plate
(Uy 180
COombishow ......coccvenreneen. Display regions (red, green, and blue) in CombiPlate window
(M) 180
compressfid ... Compress double-precision FID data (M,U) 181
COnfig. .. Display current configuration and possibly change it (M) 181
confirm.......nn. Confirm message using the mouse (C) 183
Console ....renenns System console type (P) 183
contact_time............. MAS cross-polarization spin-lock contact time (M) 183
continflag........... The command ddif creates a CONTIN display if

continflag="y'. 184

continprepare........... Called by the macro dosy to prepare the input file for the CONTIN
programme. 184

continread............. Called by the macro dosy to take the output of the CONTIN
programme and create an input file for ddif. 185

continueMovie........... Continue movie in either forward or backward direction (C) 185
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CONVETL .ooovereeerirenrenenes Convert data set from a VXR-style system (M,U) 185

convertbru................. Convert Bruker data (M,U) 186
CODY cviveietersteeseseen s Copy afile (C) 189
COS ettt Find cosine value of an angle (C) 189
COSY corvrnirreenreeneneineieneins Convert the parameter to a COSY experiment (M) 190
COSYDPS ovevrrereererererneenns Set up parameters for phase-sensitive COSY pulse sequence
(M) 190
o J O Copyafile (C) 190
o < Y Cycle phase (P) 191
cpdone.........ccoceeerveirennes Macro called upon study completion (M) 191
<5 <7 L= YR Macro called when acquisition is started (M) 191
<753 1T 2 = J Set up parameters for CPMGT2 pulse sequence (M) 192
CPOS_CVt .o, Convert data set from a VXR-style system (M,U) 192
COENMD ..ot Copy experiment data into experiment subfile (M) 192
cptmpltdefaults ..... Defaults for Save Data Template 193
o o3 T Create pbox shape file (M) 193
[T (=5 3 < TR Load experiment from protocol (M) 193
cq@findz0....ccoovrnreneen. Run an experiment to find the value of z0 (M) 193
CQIMAD .. eeereeeeeeeeereenens Perform gradient shimming utility functions (M) 194
cq@init .., Initialize liquids study queue (M) 194
(101 S F o - T Create study queue parameters for liquids (M) 194
CAPLOt e Macro to perform generic 2D plot (M) 194
cgprotocol................ Macro to create protocols (M) 195
cqgreset ...niiiennns Reset study queue parameters (M) 195
cgsavestudy ............. Macro to save study queue parameters (M) 195
CQWtmenu.........ccoene... Macro to set weighting functions from a panel (M) 195
o Cursor position in directly detected dimension (P) 196
Lo s Cursor position in 1st indirectly detected dimension (P) 196
Lo Cursor position in 2nd indirectly detected dimension (P) 196
CLCOM ..ot Create user macro without using text editor (M) 197
create....nens Create new parameter in a parameter tree (C) 197
create (P)....... Parameter used for RF transmitter board temperature
compensation (P) 198
createqcomp................ Create qcomp parameter (M) 199
(o F o S Current time-domain cursor position (P) 199
o Clear reference line in directly detected dimension (M) 199
Crll ., Clear reference line in 1st indirectly detected dimension
(M) 200
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LT = - Clear reference line in 2nd indirectly detected dimension

(M) 200
CTrmode ......ccovverereererenen. Current state of the cursors in df, ds, or dconi programs (P) 200
CTOE2 ., Recalculate rof2 so thatlp=0 (M) 201
cryo_noisetest...... Run Cold Probe conditioning experiments (M) 201
cryoclient............. Start the CryoBay Monitor program (M, U) 201
CSschedule................... Generates a NUS schedule 202
CSV2CPQ .oevereeeererenrenens Imports CSV data (M) 203
=1 Completed transients (P) 204
CEEXE o Clear the text of the current experiment (C) 205
CUTEXD .veeeeereretreneeneens Current experiment directory (P) 205
CUTSCAN ..o Scan currently in progress (P) 205
CUTWID..coocvieerrreeine, Current window (P) 205
(11 1CF - Data truncation limit (P) 206
cyclenoe......onne Set up parameters for CYCLENOE pulse sequence (M) 206
cylbr24 ..., Set up parameters for cycled BR24 pulse sequence (M) 206
CYIMrevV ....coceevveerennns Set up parameters for cycled MREVS pulse sequence (M) 206
CZ oottt Clear integral reset points (C) 207
< [ Overhead delay between FIDs (P) 214
< b First delay (P) 215
A2 e Incremented delay in 1st indirectly detected dimension (P) 216
d2pul ..o Set up parameters for D2PUL pulse sequence (M) 216
A3 e Incremented delay for 2nd indirectly detected dimension (P) 216
< V. R Incremented delay for 3rd indirectly detected dimension (P) 217
DAC_tO_G.ovveeeeererrererenns Store gradient calibration value in DOSY sequences (P) 217
(< Display acquisition parameter arrays (C) 217
(S TR 1 - Y Increment for t1 dependent first-order phase correction (P) 218
date. . Date (P) 218
Aaxis s Display horizontal LC axis (M) 219
DbppSte ..covevveeeeee Set up parameters for Dbppste pulse sequence (M) 219
Dbppsteinept.............. Set up parameters for Dbppsteinept pulse sequence (M) 219
dbsetup .....ccceevrereeerenns Set up VnmrJ database (U) 219
dbupdate.......enrenes Update the VnmrJ database (U) 220
AC e Calculate spectral drift correction (C) 220
dAc2d...eesee s Apply drift correction to 2D spectra (C) 221
S 1<T= SR Drift correction group (P) 221
(< 1< - N Display noninteractive color intensity map (C) 222
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(< 173 - A Interactive 2D data display (C) 223

dconi ..o Control display selection for the dconi program (P) 225
dconn .......cevieeernennnn, Display color intensity map without screen erase (C) 226
(ISR Remove dc offsets from FIDs in special cases (P) 226

< 1 £ 3SR Display data file in current experiment (C) 226

(< 1< £ o Display FID file in current experiment (C) 227

(< 1< 2 < Display phase file in current experiment (C) 227

AALiE e Synthesize and show DOSY plot (C) 227

AAXCr .. Direct digital receiver coefficient ratio (P) 228

AALPM ..o Set ddr precession mode (P) 228

AArtC e Set ddr time constant (P) 229

AAS. .o Default display (M) 229

dds_seqfil.......... Sequence-specific default display (M) 229

(S Ty STET- Trace order of macro and command execution (C) 230
decasynctype.............. Decoupler asynchronous scheme (P) 230

decay gen. ... Calculates the form of diffusional attenuation expected for the

measured gradient and signal maps in non-uniform gradient
calibration. 231

deccwarnings............. Control reporting of DECC warnings from PSG (P) 231
decomp ......ccccceererreererinnns Decompose a VXR-style directory (M) 232
def_osfilt....... Default value of osfilt parameter (P) 232
defaultdir............ Default directory for Files menu system (P) 232
delcom.....ccoerrerenerenns Delete a user macro (M) 233

delete...rrrreenenns Delete a file, parameter directory, or FID directory (C) 233
delexp.....rririnenn. Delete an experiment (M) 234

delexpdata............... Delete data from the current experiment 234
deletenucleus ... Removes nucleus entry from current probe file (M) 235

(S L= =R Delete spectra from T or T, analysis (C) 235

delta ...onnnennenenenns Cursor difference in directly detected dimension (P) 235
deltal.....cinnn Cursor difference in 1st indirectly detected dimension (P) 236
delta2.......eene. Cursor difference in 2nd indirectly detected dimension (P) 236
deltaf ... Difference of two time-domain cursors (P) 236

dept .o Set up parameters for DEPT experiment (M) 237
deptgl....ooeeeveerrenne, Set up parameters for DEPTGL pulse sequence (M) 237
deptproc....covvveerennens Process array of DEPT spectra (M) 237

desStroY ..covvrrerreeerenns Destroy a parameter (C) 237

destroygroup............ Destroy parameters of a group in a tree (C) 238

A o Display a single FID (C) 238

Af2d...ceeeeee Display FIDs of 2D experiment (C) 239

1
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Afid.es Display a single FID (C) 240

dfmode......coceerernrrinnnen. Current state of display of imaginary partof a FID (P) 240
(o F i Transmitter frequency of first decoupler (P) 240
AEXQ2 .o Transmitter frequency of second decoupler (P) 241
(o E e ic T Transmitter frequency of third decoupler (P) 241
AfrQl .o Transmitter frequency of fourth decoupler (P) 241
AES s Display stacked FIDs (C) 242
AfSa . Display stacked FIDs automatically (C) 243
AfSan ..., Display stacked FIDs automatically without screen erase

(C) 243
Afsh..cciccecceees Display stacked FIDs horizontally (C) 243
dfshn ....ccoooevevvcevenne, Display stacked FIDs horizontally without screen erase (C) 244
AESD . Display stacked FIDs without screen erase (C) 244
(o B Display FIDs in whitewash mode (C) 244
< 1< Display group of acquisition/processing parameters (C) 245
(<1< S Control dg parameter group display (P) 246
< 1< 3 Display group of display parameters (M) 246
(<1< o IO Control dg1 parameter group display (P) 246
A2 Display group of 3rd and 4th rf channel/3D parameters (M) 246
(< 1< 37 2 Control dg2 parameter group display (P) 247
(< 1o T Display group of spin simulation parameters (M) 247
dgcesteSLi..nnns Set up parameters for DgcsteSL pulse sequence (M) 247
dgcstecosy.....n. Set up parameters for Dgcstecosy pulse sequence (M) 247
dgcstehmgc................... Set up parameters for Dgcstehmqc pulse sequence (M) 248
< 1o 3 = T Display group of LC-NMR parameters (M) 248
(< 1< 3 - Control dglc parameter group display (P) 248
(<1< T < T Display group of linear prediction parameters (C) 249
AgS.viieee e Display group of shims and automation parameters (M) 249
(< 1o £ TR Control dgs parameter group display (P) 249
ARD...coeeeeeeeeee Decoupler high-power control with class C amplifier (P) 249
diagth2d.......cceuuee. Exclude diagonal peaks when peak picking 250
Aialog ..o Display a dialog box from a macro (C) 250
diffparam............. Report differences between parameter sets (UNIX) 251
diffparams............. Report differences between two parameter sets (U) 251
diffshims ..o Compare two sets of shims (M,U) 252
Aigfilt i, Write digitally filtered FIDs to another experiment (M) 252
Qir e List files in directory (C) 253
display ....cooveererennns Display parameters and their attributes (C) 253
Ala..ee s Display spin simulation parameter arrays (M) 254
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dlalong ... Long display of spin simulation parameter arrays (C) 254

ALC...oiiieieee et Display LC detector trace(s) in a horizontal format 255
ALCNMR .......coooererencrernnnns Displays all forms of LC-NMR data 255
Alis Display list of integrals (C) 255

dlivast .., Produce text file and process wells (M) 256
Al Display listed line frequencies and intensities (C) 256

Alni . Display list of normalized integrals (M) 257
AlD...cieeee e Decoupler low-power control with class C amplifier (P) 257
AM..oc e Decoupler mode for first decoupler (P) 258
AM2....o e Decoupler mode for second decoupler (P) 259
AM3...oce Decoupler mode for third decoupler (P) 259

AMA ..o Decoupler mode for fourth decoupler (P) 259
AME...e s Decoupler modulation frequency for first decoupler (P) 260
AME2 ..o Decoupler modulation frequency for second decoupler (P) 260
AmME3 ..o Decoupler modulation frequency for third decoupler (P) 261
AMEL ..o Decoupler modulation frequency for fourth decoupler (P) 261
dmfadi ... Adjusts the parameter 'dmf' 262

dmf2ady ..cocoeeervecrernne, Adjust tip-angle resolution time for second decoupler (M) 262
dmf3ad] ..coocoeerrirnnenns Adjust tip-angle resolution time for third decoupler (M) 263
dmf4ady ..ccoeerrrrnnnnnns Adjust tip-angle resolution time for fourth decoupler (M) 263
Amg....cooovrieee s Data display mode in directly detected dimension (P) 263
dmgl ..o Data display mode in 1st indirectly detected dimension (P) 264
AMG2 ... Data display mode in 2nd indirectly detected dimension (P) 265
AMGE ..o Absolute-value display of FID data or spectrum in acqi (P) 265
QM. Decoupler modulation mode for first decoupler (P) 266

AMIM2 ..o Decoupler modulation mode for second decoupler (P) 266
AMM3 .o Decoupler modulation mode for third decoupler (P) 267

AMMA ... Decoupler modulation mode for fourth decoupler (P) 267
AN Nucleus for first decoupler (P) 268

AN2...ooocree e Nucleus for second decoupler (P) 268
AN3.. s Nucleus for third decoupler (P) 268

ANd...e s Nucleus for fourth decoupler (P) 269
Andfid....ccoernieneinns Retrieve and process fid data from the locator (M) 269
dndjoin ..., Join a work space from the locator (M) 270
Andpar......ens Retrieve a parameter set from the locator (M) 270
dndshims......cccccovvrnnnee. Retrieve a shimset set from the locator (M) 270
doautodialog.............. Start a dialog window using def file (M) 270
dodialog.....nnn. Start a dialog window with dialoglib file (M) 271
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AOE...iiieee s Frequency offset for first decoupler (P) 271

AOE2 ... Frequency offset for second decoupler (P) 271
(< 13 5c T Frequency offset for third decoupler (P) 272
(< 13 7 N Frequency offset for fourth decoupler (P) 272
doneshot........ccceuunee. Set up parameters for Doneshot pulse sequence (M) 272
dopardialog................ Start a dialog with dialoglib/experiment def file (M) 272
dO_DCSS oo Calculate proton chemical shifts spectrum (C) 273
AOSY e Process DOSY experiments (M) 273
dosy2d.....cceveevierernnns Apptype macro for dosy 2D experiments (M) 274
dosy3Dflag......cceuun. Used by the dosy macro to determine whether to use 2D or 3D
DOSY processing 274
dosy3DProc.......... Used by the dosy macro to determine whether to use 2D or 3D
processing 274
dosybypoints............ Determines whether peak picking is used by the dosy
macro 275
dosSYEit i fits 2D or 3D DOSY data to obtain diffusion coefficients, amplitudes
and statistics 275
dosyfrq ...ccoevevieirernnnnn. Larmor frequency of phase encoded nucleus in DOSY (P) 275
dosygamma ..................... Gyromagnetic constant of phase encoded nucleus in DOSY
(P) 276
dosypeaks .......cooeuune. Determines whether peak picking is used by the dosy
macro 276
doSYPIoC....cerererrne. Determines the type of processing performed by the dosy
macro 276
dosytimecubed........... Gyromagnetic constant of phase encoded nucleus in DOSY
(P) 277
5 121 -5 AU Setup a Ty experiment (M) 277
dotflag .....cccoovnrrerennens Display FID as connected dots (P) 278
dousermacro............. Mechanism to provide customization to VnmrJ operations 278
downsamp.........coceeeeurenns Downsampling factor applied after digital filtering (P) 279
AD et Double precision (P) 279
dpCon .....ccvvvieeriereees Display plotted contours (C) 280
dpconn.........coeeeereennn. Display plotted contours without screen erase (C) 280
APE . Display peak frequencies over spectrum (C) 280
APiT s Display integral amplitudes below spectrum (C) 281
Apirn ..., Display normalized integral amplitudes below spectrum (M) 282
APiV e Display integral values below spectrum (M) 282
APiVA s Display normalized integral values below spectrum (M) 283
APL.ece s Default plot (M) 283
dpl_seqfil ... Sequence-specific default plot (M) 284
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dplane.......enenn. Display a 3D plane (M) 284

(S o S Default process (M) 285

dpr_seqfil ........................ Sequence-specific default process (M) 285

dprofile......veene. Display pulse excitation profile (M) 285

APXOT ot Display a 3D plane projection (M) 286

APS.ooeeeeeeeee e Display pulse sequence (C) 286

ADWE oot Power level for first decoupler with linear amplifier (P) 287

APWI2 ..o Power level for second decoupler with linear amplifier (P) 288

APWI3 ..o Power level for third decoupler with linear amplifier (P) 288

APWEL .o Power level for fourth decoupler amplifier (P) 289

APWEE ..o First decoupler fine power (P) 290

APWEE2 ..o Second decoupler fine power (P) 290

ApWIrE3 ... Third decoupler fine power (P) 290

APWET ...ocveeireneieenes First decoupler linear modulator power (P) 291

APWEM2 ... Second decoupler linear modulator power (P) 291

APWIM3 ..o Third decoupler linear modulator power (P) 291

DQCOSY e.evevrieeesieterieieninns Convert the parameter to a DQCOSY experiment (M) 291

o B Draw line from current location to another location (C) 292

ALES .o Measure linewidth and digital resolution (C) 292

ALeS .o Tip-angle resolution for first decoupler (P) 293

Ares2 .....oeeveeeveerennne, Tip-angle resolution for second decoupler (P) 293

Ares3 .. Tip-angle resolution for third decoupler (P) 294

Aresd .. Tip-angle resolution for fourth decoupler (P) 294

AS e Display a spectrum (C) 294

AS2d.cer s Display 2D spectra in whitewash mode (C) 296

ds2dn ..., Display 2D spectra in whitewash mode without screen erase
(C) 297

dscale.....nnnnnns Display scale below spectrum or FID (C) 297

dsnarray............ Report statistical signal-to-noise for Cold Probes (M) 298

dscoef ....nienennes Digital filter coefficients for downsampling (P) 298

(< =T S Decoupler sequence for first decoupler (P) 298

dseq2 ....ccooeeereeeeerernnnn Decoupler sequence for second decoupler (P) 299

dseq3 ..o Decoupler sequence for third decoupler (P) 299

dseqd .o Decoupler sequence for fourth decoupler (P) 299

ASED .o Digital filter bandwidth for downsampling (P) 300

dshape......ccccovveerrennen, Display pulse shape or modulation pattern (M) 300

dshapef ......cccovvvrernnnen. Display last generated pulse shape (M) 301

dshapei .....cceeeereunee. Display pulse shape or modulation pattern interactively (M) 301

dshim....ccoovvennicnnnnnns Display a shim method string (M) 301
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Aslsfrq .., Bandpass filter offset for downsampling (P) 302

ASD..iicee e Measure signal-to-noise (C) 302

ASAMAK ... Calculate maximum signal-to-noise (M) 303

o 1 <Y Display calculated spectrum (C) 303

o 1 <Y Type of DSP for data acquisition (P) 304
dsplanes................... Display a series of 3D planes (M) 306

ASPEYDE .o Type of DSP (P) 306

ASS.iiee s Display stacked spectra (C) 307

ASSa . Display stacked spectra automatically (C) 309

dssan ..., Display stacked spectra automatically without erasing (C) 310
dssh...ceeeeeeeeenes Display stacked spectra horizontally (C) 311

dsshn .....cooovvcvccnnenens Display stacked spectra horizontally without erasing (C) 312
ASSL . Label a display of stacked spectra (M) 313

ASSD.cceeee e Display stacked spectra without screen erase (C) 314
dsvast ..., Display VAST Data in a stacked 1D-NMR matrix format 314
dsvast2d.......eeene. Display VAST Data in a pseudo-2D format 314

ASWW oottt Display spectra in whitewash mode (C) 315

Atext .. Display a text file in graphics window (M) 315

ALTig s Delay to wait for another trigger or acquire a spectrum (P) 316
AUEYC oo Duty cycle for homodecoupling (optional) (P) 316

€ ittt Eject sample (macro) 320

€CC_ON.rcvieeerrrireernens Turns on eddy current compensation for Cold Probes (M) 320
ecc_Off . Turns off eddy current compensation for Cold Probes (M) 320
€ChO ..o Simple echo command similar to unix echo 320

€dit . Edit file or a macro with user-selectable editor 321
editht....oovveiiveennnnas Create and edit a Hadamard frequency list. 321

editLog ..o, Customize the log details 324

eject ., Eject sample (M) 326

email ...oooieenrinenenes Tool to Send Email 326

eNter ..o Enter sample information for automation run (M,U) 326
enterdialog .......... Start a dialog window using enterexp file (M) 327

€PAJE ... Emails Output 328

€Plot i, Emails PostScript 328

€rNSt oo Calculate the ernst angle 328

€rrlog...eeeeeereeennnenn Display recent Vnmr error messages 328

errloglen ... Number of lines in error message display (P) 329

€XEC ..ottt Execute a VNMR command 329
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€XEeCPATS .....coovererrrrnns Set up the exec parameters (M) 330

execplot ..., Execute plotting macro (P) 330

€XECPIEP ....coeverrrirernnns Execute prepare macro (P) 330

execprescan ... Execute prescan macro (P) 331

€XEeCPLOC ....ouveurvrrrernens Execute processing macro (P) 331

€XeCProCess .............. Execute processing macro (P) 331

execsetuD ..o Execute setup macro (P) 331

eXisStS ., Checks if parameter, file, or macro exists and file type (C) 331

€Xit . Macro to call vnmrexit 334

expactive ... Determine if the experiment has an active acquisition 334

expfit ..., Unix program for making a least squares fit to a polynomial or
exponential curve. 335

€XDL .ot Display data on the screen 337

expladd .......coceeennne. Add another diffusion analysis to current display (M) 338

explib.......oceireeirna, Display experiment library (M) 338

explist ..coocoveeveenna, Display current experiment chain and approx. time for each
(M) 339

€XPLOG ...coereierireeierennns Display an experiment's log file 339

exptime ......ccooviernee Display experiment time 339

7 F

T Set display parameters to full spectrum 343

o T Automated fluorine acquisition (M) 343

1] Y Process 1D fluorine spectra (M) 344

flcoef .., Coefficient to construct F1 interferogram (P) 344

f2coef ..., Coefficient to construct F2 interferogram (P) 345

fastuserlogin Gateway macro for fastuserlogin function (M) 345

fattn o, Fine attenuator (P) 345

ED e, Filter bandwidth (P) 346

EDC.oieeeee e, Applies 'bc' type baseline correction to all the spectra in an
array 346

£AML ..o Set, write 1D FDM parameters, run FDM (M) 347

£fid_scan............ Start up the interactive acquisition display process 347

£idde3d ..o, Flag for 3D time-domain DC correction 348

fiddle.....cooveiinennnn, Perform reference deconvolution 349

fiddle_examples..... llustrates some of the simple ways that fiddle can be used to
extract worthwhile results from poor quality data 352

fiddled .....oomrniennn. Perform reference deconvolution subtracting alternate FIDs
(C) 352
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fiddleu ..., Perform reference deconvolution subtracting successive FIDs

(C) 352
fiddle2d........cou.... Perform 2D reference deconvolution (C) 353
fiddle2D.........ccu.... Perform 2D reference deconvolution (C) 353
£iddle2Dd ..o 2D reference deconvolution subtracting alternate FIDs (C) 353
fidmax.....ccoooeeeeeennnn. Find the maximum pointinan FID 353
fidpar.....iene, Add parameters for FID display in the current experiment 354
fidsave ..., Save data (M) 354
fifolpsize......... FIFO loop size (P) 354
file ., File name of parameter set (P) 354
£iles e, Interactively handle files (C) 355
filesinfo ... Return file information for files display (C) 355
filtfile....oivvnn, File of FIR digital filter coefficients (P) 356
findxmlmenu ................ Find an xml menu (M) 356
£itsSpec .o, Spectrum deconvolution 357
£ixgrd....vveeeiienen, Convert gauss/cm value to DAC (M) 357
o B3 T Correct parameter characteristics in experiment (M) 358
fixpar3rf ... Create parameters for third rf channel (M) 358
fixpardrf ... Create parameters for fourth rf channel (M) 358
fixpar5rf ... Create parameters for fifth rf channel (M) 359
FixvgTAR ..o Converts Gradient Strength to DAC values 359
FARUD oo, Adjust parameter values selected by setup macros (M) 359
£ 513 Y= D Update psg libraries (M) 359
flashC...covievesenn, Convert compressed 2D data to standard 2D format 360
£lipflop..ciiennn. Set up parameters for FLIPFLOP pulse sequence (M) 362
Fluorine........... Set up parameters for 19F experiment (M) 362
£lush .o, Write out data in VNMR memory 362
o5 Fourier number in directly detected dimension (P) 362
Enl.ee, Fourier number in 1st indirectly detected dimension (P) 363
EN2.e e, Fourier number in 2nd indirectly detected dimension (P) 363
FN2D...oiceeee, Fourier number to build up 2D DOSY display in freq. domain
(P) 363
£OCUS oo, Send keyboard focus to input window (C) 364
£0ldCC .o Fold INADEQUATE data about 2-quantum axis 364
£01AT e Fold J-resolved 2D spectrum about the F1=0 axis 364
£OlAt .o, Fold COSY-like spectrum along diagonal axis 364
fontselect............ Open FontSelect window (C) 365
format 365
5 < JOSRUOUT Find peak heights or phases (C) 366
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2 o NS Report integral values from arrayed spectra. 367

fomult ..o, First point multiplier for np FID data (P) 368
fomult ..o, First point multiplier for np FID data 368

fomultl ...coooovvierrinenn, First point multiplier for ni interferogram data 369
fomult2 ....ooooovverrerne, First point multiplier for ni2 interferogram data 369
o5 U Recall all display parameters from setn 370
framecmd.........ccccerunnee. Create a new frame 370

fread......eveeeneen, Read in variables from a file and load them in atree 370
fsave ...ovveeeeieenen, Save parameters from a tree to a file (C) 371

=T O Frequency-shifted quadrature detection (P) 372
oL Fourier transform 1D data (C) 372

o I Fourier transform along f, dimension (C) 377

wftld(coefficients) Weight and Fourier transform F2 of 2D data 379
ftlda .o, Fourier transform phase-sensitive data (M) 379
ftldac....ereneen, Combine arrayed 2D FID matrices (M) 380

ftldac and wftldac Help file for wftldc macro used to combine arrayed 2D FID
matrices 380

FE2d e Fourier transform 2D data (C) 380

wft2d (coefficients) Weight and Fourier transform 2D data 384
££2da ., Fourier transform phase-sensitive data (M) 386
ft2dac ..., Combine arrayed 2D FID matrices (M) 387

ft2dac and wft2dac Help file for wft2dc macro used to combine arrayed 2D FID
matrices 388

oL c s R Perform a 3D FT on a 3D FID data set 388
FLATGS .o Macro to create parameters 390
FULL e Set display limits for a full screen (C) 390
fullsq...ocovncceienenen, Display largest square 2D display (M) 391
FULLt e, Set display limits for a full screen with room for traces (C) 391
8 G
g2pul_ecc ... Setup macro for eddy current compensation parameters
(M) 396
e £ U Submit experiment to acquisition and FT the result (M) 396
gain... Receiver gain (P) 397
< -1 < R Find gap in the current spectrum (M) 398
gaussian......... Set up unshifted Gaussian window function (M) 398
F< T=1- % R Local value of the conversion factor between gradient in DAC
points and gradientin G/cm 399
gCal . Gradient calibration constant (P) 399
o 1oToF 1 A Current gradient coil (P) 400
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GCOSY wovverereereererseresnnnens Convert the parameter to a gradient COSY experiment (M) 401

GALEE .o Diffusion gradient level (P) 401

GAQCOSY oot Convert the parameter to a gradient DQCOSY experiment
(M) 401

getld ..o Select a 1D experiment for processing (M) 401

get2d ... Select a 2D experiment for processing (M) 402

getdim......oceveviernnnne, Return dimensionality of experiment (M) 402

getemailaddr Get email addresses from a file 403

geterror......... Return or display an acquisition error 403
getfile ..ivenennes Get information about directories and files (C) 404
getgamma.........ccocvrnenee Retrieves Gamma from /vnmr/nuctabref 405
getht.ceccece Retrieve/Save a Hadamard frequency list from a file. 405
getlcdata ..., An LC-NMR communications macro 406
getlimit...ovvrrnnnn, get the limits of a variable in a tree (C) 407
getll . Get intensity and line frequency of line (C) 407
getmodule........cccunnee. Gets module (C) 408
getoffset ... Sets offset based on current reference parameters 408
getparam..........cooeuene. Retrieve parameter from probe file (M) 408
getplane......unn. Extract planes from a 3D spectral data set (M) 409
getplottertype......... The getplottertype command retrieves plotter information. 410
getPPM....cveverreieines Returns Cursor Value in ppm 411
getreg...riniieneenes Get frequency limits of a specified region (C) 411
getsampglobal ........... Loads sample global parameters 412
getshimmethods......... Get proshim methods list (M) 412
getSN oo Get signal-to-noise estimate of a spectrum (M) 412
gettoken.......cevenen. Utility macro to separate a string into tokens (M) 413
gettxt . Get text file from VnmrJ data file (C) 413
gettyDpe e Get the type of a variable (C) 413
getvalue.......e. Get value of parameterin atree (C) 414
o £ T Prepare parameters for FID/spectrum display in acqgi (M) 415
GE s Gaussian function in directly detected dimension (P) 416
GEL .o Gaussian function in 1st indirectly detected dimension (P) 416
FE2 s Gaussian function in 2nd indirectly detected dimension (P) 416
FELOW oo Flow encoding gradient level (P) 417
IES s Gaussian shift const. in directly detected dimension (P) 417
GESL .o Gaussian shift const. in 1st indirectly detected dimension

(P) 417
GES2 i Gaussian shift const. in 2nd indirectly detected dimension

(P) 417
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GhmbeC .....covererreerees Convert the parameter to a gradient HMBC experiment (M) 418

ghmgc ..o, Set up a PFG HMQC pulse sequence (M) 418
Ghmgc ..o, Convert the parameter to a gradient HMQC experiment (M) 418
gHMQC15 ..o Set up parameters for 15y gHMQC experiment (M) 418
gHMQC_d2....ccccvvvrrrrnnen Set up parameters for 15y gHMQC experiment using dec. 2

(M) 418
gHMQC_d213......ccccernee. Set up parameters for 13¢ gHMAQC experiment using dec. 2

(M) 419
ghmgeps ..o, Set up a PFG HMQC phase-sensitive pulse sequence (M) 419
ghsqc .o Set up a PFG HSQC pulse sequence (M) 419
GhSQC .o Convert the parameter to a gradient HSQC experiment (M) 419
gHSQCL5S ..o, Set up parameters for 15y gHSQC experiment (M) 419
gHSQC_d2....cccoevverrrne. Set up parameters for 15y gHSQC experiment using dec. 2

(M) 420
gHSQC_d213.................. Set up parameters for 13¢ gHSQC experiment using dec. 2

(M) 420
Ghsqgctoxy ..cccovervrrinne, Convert parameters for gradient HSQCTOXY experiment

(M) 420
gilson....nnenn, Open the Gilson Liquid Handler window (C) 420
gilsSOn...iiiiiiinns Allow starting the Gilson Liquid Handler GUI 420
= £ - VORI Return current mouse position and button values (C) 421
globalauto............ Automation directory name (P) 422
GlUE .o Create a pseudo-2D dataset (M) 422
gmapshim.......cccceeunenee. Start gradient autoshimming (M) 422
gmapshim_au ... Start acquisition with gradient shimming (M) 423
gMaPSPin...ooiricineenes Enable or disable spinning during gradient shimming (P) 423
gMADSYS .oovvverererere e Run gradient autoshimming, set parameters, map shims

(M) 423
e 11T o3 Get parameters and files for gmapz pulse sequence (M) 424
gmap_ findtof.......... Gradient shimming flag to first find tof (P) 425
gmap_zlz4 .....ceenee. Gradient shimming flag to first shim z1-z4 (P) 425
o 111 Maximum gradient strength (P) 426
o Te [ToT=) VN Set up PFG absolute-value MQF COSY parameter set (M) 426
GNOESY ...ovrieeeetereesieiias Set up a PFG NOESY parameter set (M) 426
go_<pslabels>........ Experiment-Specific Runtime Macro 426
= L= YO Submit experiment to acquisition (M) 426
o 1 T Pulse sequence setup macro called by go, ga, and au (M) 428
gpat-gpat3........... Gradient shape (P) 429
gPlan .....cvenninininenns Start interactive image planning (C) 429
Kootieeeetes ettt enae Multiplier for gradient pulses on alternating scans (P) 429
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gradfit ... calculates fit coefficients describing the variation of gradient
strength with position in calibration of non-uniform pulsed field
gradients 429

gradientdisable ...Disable PFG gradients (P) 430
gradientshaping ...... Activate shaping on the gradient pulses (P) 430

gradstepsz............ Gradient step size (P) 431

gradtype.....iienas Gradients for X, Y, and Z axes (P) 431

graphis ... Return the current graphics display status (C) 431
FTaYCET coovveeeeereereenn Gray level window adjustment (P) 432
graysl...nnns Gray level slope (contrast) adjustment (P) 432
greCOVerY ...oovnerennn Eddy current testing (M) 433

ITid . Draw a grid on a 2D display (M) 433

gTOUDCODY ..cocvevreireririnas Copy parameters of group from one tree to another (C) 434
gSPOil ., Spoiler gradient level (P) 434

gSSPAL oot Slice-select gradient shape (P) 434
gtnnoesy.....covvverenn. Set up a PFG TNNOESY parameter set (M) 434

gtnroesy ... Set up a PFG absolute-value ROESY parameter set (M) 435
gtotlimit ..cocorvrinnnes Gradient total limit (P) 435

gErim .., Trim gradient level (P) 435

gxmax, gymax, gzmax . Maximum gradient strength for each axis (P) 435

FZ1IVI s Pulsed field gradient strength (P) 436

gZSizZe . Number of z-axis shims used by gradient shimming (P) 436
FZWIn (e Spectral width percentage used for gradient shimming (P) 436
Bl Automated proton acquisition (M) 441
hlfreq.....nn Proton frequency of spectrometer (P) 442
RID.ee e Process 1D proton spectra (M) 442

h2cal ... Calculate strength of the decoupler field (C) 442

halt . Abort acquisition with no error (C) 443

RC s Automated proton and carbon acquisition (M) 444

S TSEY o3 Automated proton, carbon, and APT acquisition (M) 444
hcchtocsy .o, Set up parameters for HCCHTOCSY pulse sequence (M) 444
| ToToToY = Automated proton, carbon, and HETCOR acquisition (M) 445
hcedept ..oovvvevevercereeens Automated proton, carbon, and DEPT acquisition (M) 445
RCOSY vt Automated proton and COSY acquisition (M) 445

hAME ..o Modulation frequency for homonuclear decoupling (P) 446
hemult.....cciecicne, Execute protocol actions of apptype hcmult (M) 446

51 1% S Frequency offset for homodecoupling (P) 447
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hAPWE ..o Power level for homodecoupling (P) 447

hdpwrf.....ccooeeerveirerne, Homodecoupling fine power (optional) (P) 448
hdres ....covvnineeenens Sets the tip angle resolution (P) 449
hdseq ...ccoeverneereenireenens Waveform filename for band selective decoupling (P) 449
hdwshim.....ccocovvervennee. Hardware shimming (P) 450
hdwshimlist ............ List of shims for hardware shimming (P) 450
V=N < S Display current help file 451
HELP ...cooovrerereererreere e Help File for this Tool 451
het2dj ..o Set up parameters for HET2DJ pulse sequence (M) 452
HETCOR .....ooovvrenererrereeneens Change parameters for HETCOR experiment (M) 452
hetcor....ceeecrnne. Set up parameters for HETCOR pulse sequence (M) 452
hetcorcpl ... Set up parameters for solids HETCOR pulse sequence (M) 452
hetcorps....oonenenn. Set up parameters for HETCORPS pulse sequence (M) 452
hetero2d................. Execute protocol actions of apptype hetero2d (M) 453
hidecommand................ Execute macro instead of command with same name (C) 453
hipwrampenable......... High Power Amplifier Enable (P) 453
HIMDC ..o Convert the parameter to a HVIBC experiment (M) 454
HIMQC coovevcveeeeeneervssenens Convert the parameter to a HMQC experiment (M) 454
2117 (o] o 3O Set up parameters for 15\ HMaQC experiment (M) 454
HMQC_d2 ...ccovererenrrerene. Set up parameters for 15N Hmac experiment using dec. 2

(M) 454
HMQC_d213 .....cccoevernee. Set up parameters for 3¢ Hmac experiment using dec. 2

(M) 454
51 1Y Lo Set up parameters for HMQCR pulse sequence (M) 455
HMQCEOXY ..vvvererercrernnes Convert the parameter to a HMQCTOXY experiment (M) 455
HMQCTOXY15.......ccevnee. Set up parameters for 15N HMQCTOXY experiment (M) 455
HMQCTOXY d2.............. Set up parameters for 15N HMQCTOXY using decoupler 2

(M) 455
HMQCTOXY d213 ... Set up parameters for 13¢ HMQCTOXY using decoupler 2

(M) 455
hmgctoxy3d.....ccccuue. Set up parameters for HMQC-TOCSY 3D pulse sequence

(M) 455
RO s Horizontal offset (P) 456
hom2dF ...cccoevvvererricrerne, Set up parameters for HOM2DJ pulse sequence (M) 456
hOMO ... Homodecoupling control for the observe channel (P) 456
HOMODEC .......cccovverererennenes Change parameters for HOMODEC experiment (M) 457
homo2d........cccoeeevererernnne. Execute protocol actions of apptype homo2d (M) 457
homorofl.....enenee. Delay before turning on homo decoupling rf (P) 457
homorof2.....ccccveeeuneenee. Delay after blanking the amp and setting T/R switch to recv

(P) 458
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Hprescan...........ooceeennnns

hregions......ccccveenneee.

HSQCL5 oo,
HSQC A2 oo,

HSQC d213 oo

JsX=To (o3 - &

HsSQCtOXY .....oocevvvniiirnnnnnns

HSQCTOXY15 ..o

HSQCTOXY d2 ...

HSQCTOXY d213 ...

hsgctoxySE...................

hsrotor .......ccccovvvvvveeeens

Delay between setting T/R to receive and gating the recvr on
(P) 458

Set parameters alfa and rof2 according to Hoult (M) 459
Plot parameters on special preprinted chart paper (C) 459
Proton prescan (P)) 459

Select integral regions in proton spectrum (M) 460
Homospoil pulses (P) 460

Convert the parameter to a HSQC experiment (M) 460
Set up parameters for 15\ Hsac experiment (M) 460

Set up parameters for 15\ Hsac experiment using dec. 2
(M) 461

Set up parameters for 13¢ Hsac experiment using dec. 2
(M) 461

Set up the hsqcHT experiment (M) 461
Convert parameters to a HSQCTOXY experiment (M) 461
Set up parameters for '°N HSQCTOXY experiment (M) 461

Set up parameters for 15\ HSQCTOXY using decoupler 2
(M) 462

Set up parameters for 13¢ HSacToXY using decoupler 2
(M) 462

Set up parameters for HSQC-TOCSY 3D pulse sequence (M)
Display rotor speed for solids operation (P) 462
Homospoil time (P) 462

Setting up and processing Hadamard experiments. 463
Hadamard bit reversal flag (P) 464

Hadamard pulse excitation bandwidth in ni (P) 465

RF calibration flag for Hadamard waveforms in ni (P) 465
Hadamard frequency listin ni (P) 465

Read, write, and display Hadamard frequencies. 466
Hadamard offsetin ni (P) 466

Power level for RF calibration of Hadamard waveforms in ni
(P) 466

Stepsize for Hadamard waveforms inni (P) 467
Scaling factor for plots (P) 467
Convert locations from Hz or ppm to plotter units (C) 467

Insert sample (M) 470
Hardware status of console (U) 470
Interleave arrayed and 2D experiments (P) 471

462
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A1EAA e, Interleave FIDs during data processing (C) 471

imagefile ..o Display an image file (M) 472

imagemath ... Fit images to an specified function (M) 472

imageprint........... Plot non interactive gray scale image (M) 473

imconi...icieeiennee. Display 2D data in interactive grayscale mode (M) 474

importilDspec.............. Import ASCII Spectrum into Vnmrd / VNMR (M) 474

importlDspec........... Create phasefile and data from ASCII spectrum (U) 475

< Lock and spin interlock (P) 476

inadqt....coceieiienenn, Set up parameters for INADEQUATE pulse sequence (M) 477

index2.....onrineeneen. Projection or 3D plane index selected (P) 477

inept ..oovveeeeerereeennn, Set up parameters for INEPT pulse sequence (M) 477

initialize_iterateSet iterate string to contain relevant parameters (M) 478

input Receive input from keyboard (C) 478

ANS. e Integral normalization scale (P) 478

Ins2 ., 2D volume value (P) 479

insref....nnn. Fourier number scaled value of an integral (P) 479

ins2ref ..., Fourier number scaled volume of a peak (P) 479

insert.....nnn, Insert sample (M) 480

inset ., Display an inset spectrum (C) 480

integ . Find largest integral in a specified region (C) 480

integrate ................. Automatically integrate 1D spectrum (M) 481

int_£1g ... Determine integrals or peak heights for DOSY 481

intmod.....coveenierenenen. Integral display mode (P) 481

intvast ..., Produce a text file of integral regions (M) 482

intvast ..., Produce a text file containing the integral of the partial
regions 482

£ 3 =) R Print a hard copy of graphics content 483

10 e Integral offset (P) 483

LIS e Integral scale (P) 483

18ad7 e Automatic integral scale adjustment (M) 484

18adF2 e Automatic integral scale adjustment by powers of two (M) 484

isCSIMode .......coovmnnn. Determine if graphics area is split for CSI mode 485

isiin System global parameter for ISl interlock 485

isreal.....einns Utility macro to determine a parameter type (M) 485

isstring........ Utility macro to determine a parameter type (M) 486

isvamry ..., Identifies the interface is use, either Vnmr or Vnmrd 487

iterate ... Parameters to be iterated (P) 487
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J
jaddsub ......cccoeereennene. Join the add/subtract experiment 489
JOUrwin ..ocevevivieennas Work space numbers of all viewports (P) 490
jdesign ... Start Plot Designer Program (M) 491
i 1513 - J Join existing experiment (C) 491
jexpl-jexp9999........ Join existing experiment and display new parameters (M) 492
FEEDI oo Join experiment n, where n is a number between 1and 9 492
FNEeWeXD ....ccoceeveverrrenne Creates and Joins a New Experiment 492
FPLOL o Plot from Plot Designer program (C) 493
jplotscale............ Scale plot parameters (M) 493
jplotunscale............ Restore current experiment parameters (M) 493
FPTINt oo Prints the selected images to a printer or file (M) 494
jpublish.....ccvnnnae Macro to archive and/or copy to system a local protocol

(M) 494

jumpret ......ccceevenee. Set up parameters for JUMPRET pulse sequence (M) 494
Jviewport ... Work space numbers of the current viewports (P) 494
jviewportlabel....... Work space labels for all viewport buttons (P) 495
jviewports........... Viewport layout (P) 495
FWAD oo, Activate and record activity in current window (M) 495

K
killft3d..n Terminate any ft3d process started in an experiment (M,U) 497
killplot ... Stop plot jobs and remove from plot queue (M) 497
killprint ... Stop print jobs and remove from print queue (M) 498
kind ..o Kinetics analysis, decreasing intensity (M) 499
kinds .o Kinetics analysis, decreasing intensity, short form (M) 499
Kini e, Kinetics analysis, increasing intensity (M) 499
kinis .o Kinetics analysis, increasing intensity, short form (M) 499

L
laser .. SVS adiabatic localization 504
lastlk...iinn, Last lock solvent used (P) 504
lastmenu.......... Menu to display when Return button is selected (P) 504
latch . Frequency synthesizer latching (P) 505
3 S Line broadening in directly detected dimension (P) 505
s T Line broadening in 1st indirectly detected dimension (P) 506
Y Line broadening in 2nd indirectly detected dimension (P) 506
=% - Pulse sequence for LC-NMR (M) 506
lcdatast......n... An LC-NMR plotting and display macro 507
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lepar2d ..., Create 2D LC-NMR acquisition parameters (M) 507

lecpeak...inneeen. Peak number (P) 507

1ePlot ., Plot LC-NMR data (M) 508

lcpsgset...n.. Set up parameters for various LC-NMR pulse sequences
(M) 508

leset2d .. General setup for 2D LC-NMR experiments (M) 508

left e, Set display limits to left half of screen (C) 509

legrelay............ Independent control of magnet leg relay (P) 509

length....eeenee. Determine length of a string (C) 509

3 List files in directory (C) 510

- 73 - S X Lee-Goldburg cross polarization (CP) between protons and X
with a choice of SPINAL or TPPM decoupling 510

liamp ..o, Amplitudes of integral reset points (P) 513

Lifrq ., Frequencies of integral reset points (P) 513

I U U2 S Calculate csi map of integrals for a specified peak (C) 513

ligbear ..., Liquids Bearing Air Level (P) 514

listenoff ... Disable receipt of messages from send2Vnmr (M) 514

listenon........ Enable receipt of messages from send2Vnmr (M) 514

listparam........... List parameters in simple format (UNIX) 515

1ROE oo Track changes in lock frequency (P) 516

i T Automatic and interactive 2D peak picking (C) 516

1l1l2dbackup............... Copy current l12d peak file to another file (M) 519

11l2dmode.....cccovvmrerrnnn. Control display of peaks picked by l12d (P) 519

11amp .o List of line amplitudes (P) 520

I T List of line frequencies (P) 520

11MMap....coorrerieeenne Calculate csi map of peak height for a peak defined by cs
(C) 520

In ., Find natural logarithm of a number (C) 521

=Y R Load status of displayed shims (P) 521

loadcolors.............. Load colors for graphics window and plotters (M) 522

loaduserprefs ... Load Operator Preferences 522

L1OC et Location of sample in tray (P) 523

locaction................ Locator action (M) 523

L1OCK oo Submit an Autolock experiment to acquisition (C) 523

lockacqte ...ccouveeenen. Lock loop time constant during acquisition (P) 524

lockfreq.....n. Lock frequency (P) 524

lockgain........ Lock gain (P) 525

lockphase ..., Lock phase (P) 525

lockpower ................ Lock power (P) 526
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1pfiltl ..o,
1pEilt2 .
lpnupts .......cceeeevvvevennnen

Lock time constant (P) 526

Logarithm base 10 526

Transmitter local oscillator gate (P) 527

Look up words and lines from a text file (C) 527

Execute a protocol from the locator (M) 532

First-order phase in directly detected dimension (P) 532
First-order phase in 1st indirectly detected dimension (P) 533
First-order phase in 2nd indirectly detected dimension (P) 533
LP algorithm in np dimension (P) 533

LP algorithm in ni dimension (P) 534

LP algorithm in ni2 dimension (P) 535

LP data extension in np dimension (P) 535

LP data extension in ni dimension (P) 535

LP data extension in ni2 dimension (P) 536

LP coefficients to calculate in np dimension (P) 536

LP coefficients to calculate in ni dimension (P) 536

LP coefficients to calculate in ni2 dimension (P) 537

LP number of data points in np dimension (P) 537

LP number of data points in ni dimension (P) 537

LP number of data points in ni2 dimension (P) 538

LP algorithm data extension in np dimension (P) 538

LP algorithm data extension in ni dimension (P) 539

LP algorithm data extension in ni2 dimension (P) 539

LP print output for np dimension (P) 539

LP print output for ni dimension (P) 540

LP print output for ni2 dimension (P) 540

LP output spectrum in np dimension (P) 541

LP output spectrum in ni dimension (P) 541

LP output spectrum in ni2 dimension (P) 541

List files in directory (C) 542

Number of complex points to left-shift the np FID (P) 542
Number of complex points to left-shift ni interferogram (P) 543
Number of complex points to left-shift ni2 interferogram (P) 543
Frequency shift of the fn spectrum (P) 544

Frequency shift of the fn1 spectrum (P) 545

Frequency shift of the fn2 spectrum (P) 545

Zero-order baseline correction (P) 546

Control sensitivity of Ivl and tIt adjustments (P) 546
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MACTO w.oovrrrrrerreerrereseenens Macro name (P) 549

Macrocat ... Display a user macro file in text window (C) 549

MACTOCP ..oveeerrerrerrenenns Copy a user macro file (C) 549

macrodir............... List user macro files (C) 550

macroedit ... Edit a macro with user-selectable editor (M) 550

macrold ..., Load a macro into memory (C) 550

MACTOXIM ....covrrrrnrerrrrnens Remove a user macro (C) 551

macrosyscat ............ Display a system macro file in text window (C) 552

MACTOSYSCP...coovverrnnenn. Copy a system macro to become a user macro (C) 552

macrosysdir ... List system macros (C) 552

MACTOSYSIM.....ocerennneen. Remove a system macro (C) 553

MACTOV .coovecrrrercrrriennens Edit a user macro with the vi text editor (M) 553

make3dcoef............. Make a 3D coefficients file from 2D coefficients (M) 553

makedosyparams......... Create parameters for DOSY processing (M) 555

makefid ..., Make a FID element using numeric text input (C) 555

makeeccglobals......... Create global parameters for ECC control (M) 556

makeslice ... Synthesize 2D projection of 3D DOSY experiment (C) 556

makeStudy ..o, Create and manage Study Clones. 557

makeuser................ Add a new Vnmr user account or update an existing Vnmr user
account (U) 557

makeuserpsg ............ Compiles the user PSG sources and constructs the user PSG
object library 559

MATL......oovrereereererreererenaen. Display online description of command or macro (M) 559

managedb....................... Update user files (U) 560

manualpath................ Path to user’'s manual directory (P) 560

MANVI .o, Edit online description of a command or macro (M) 560

Y L7 1 List of experiment numbers (P) 560

T ) Determine intensity of spectrum at a point (C) 561

MASVE .o, Type of variable temperature system (P) 563

maxattenchl-4 ... Maximum limit for attenuator setting for rf channel 1-4 (P) 564

D 1= - Maximum number of pens to use (P) 564

MA ..o Move display parameters between experiments (C) 564

Y=Y o1 Change status of menu system (C) 565

MENUVA ..o Edit a menu with vi text editor (M) 565

method......cccceeverrrneunnn. Autoshim method (P) 565

ME oo Move FIDs between experiments (C) 566

1% = o3 Copy FID block (C) 566

mfclose ..orvvieiennas Close memory map FID (C) 567
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movesw...

movetof

mvsampglobal..............

mxconst

Move FID data (C) 567
Memory map open FID file (C) 569
Move FID trace (C) 569

Move Hadamard parameters from one workspace to
another 570

Reduce spectral width to minimum required (M) 571
Make checksum(s) for a given directory or file 571
Make Protocol 572

Create new directory (C) 572

Menu label (P) 573

Move to an absolute location to start a line (C) 573

Set downsampling parameters for selected spectral region
(M) 574

Set oversampling parameters for selected spectral region
(M) 574

Move spectral window according to cursors (M) 574
Move transmitter offset (M) 575

Move parameters between experiments (C) 575

Moves a Paramter Value Between Experiments 576

Set up parameters for MQCOSY pulse sequence (M) 576

Set referencing based on a existing spectrum of the sample
(M) 576

Set up parameters for MREVS pulse sequence (M) 578
Set the filter bandwidths for multiple receivers (P) 578
Set the gain for multiple receivers (P) 579

Select multiple spectra to display (C) 579

Display memory usage statistics (C) 581

Menu string (P) 581

Tune probe using swept-tune graphical display (M) 581
Move and/or rename a file (C) 582

Moves sample global parameters 582

Maximum scaling constant (P) 582

Move Integral Reset Points to specified experiment 583

Name storage for macros (P) 586

The number of components to be used in discrete DOSY
fitting 586

Create a new VNMR experiment (M) 587
Select a menu without immediate activation (C) 587
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newshm........cccooveverunnnns Interactively create a shim method with options (M) 587

NEXLEXD ..oovvvveerirrennas Value of Next Experiment 588
nextlocQ......enns Next Available Location 588
nextpl......veennnnns Display the next 3D plane (M) 589
nfni ..., Number of increments in 1st indirectly detected dimension
(P) 589
NI, Number of increments in 2nd indirectly detected dimension
(P) 590
Ni3. e, Number of increments in 3rd indirectly detected dimension
(P) 590
Diter .. Number of iterations (P) 590
DAMAX .o Maximum limit of ni (P) 591
<10 Position cursor at the nearest line (C) 591
Nl Find integral values (C) 591
nlivast ... Produces a text file of integral regions without a sum region
(M) 592
nlivast2............. Produces a text file with normalized integral regions (M) 592
nlivast3 ... Produces a text file with normalized integral regions (M) 592
N1l Find line frequencies and intensities (C) 593
NIni .. Find normalized integral values 593
DM Select normalized intensity mode (C) 593
AML.....ooiireeeeeeeeereenaens Returns the current transmitter corresponding to the nucleus in
argument1. 594
411111 R Select Automatic 2D normalization (M) 594
NOESY «eeveerereereerereeresnenees Convert the parameter to a NOESY experiment (M) 595
Noesyld ......ovennne. Convert the parameter set to a Noesy1d experiment (M) 595
s VoY =TS Measure noise level of FID (C) 595
noisemult ... Control noise multiplier for automatic 2D processing (M) 596
noislm......veerernnee. Limit noise in spectrum (M) 596
notebook.......ccoeevreurenee. Notebook name (P) 597
Y o SR Number of data points (P) 597
NPOint ......veeennes Number of points for fp peak search (P) 598
Nrecords ... Determine number of lines in a file (M) 598
DE s Number of transients (P) 598
NEXig ., Number of trigger signals to wait before acquisition (P) 598
ntype3d ......ererennne. Specify whether f; or f, display expected to be N-type (P) 599
nuctable.........ccccuunee. Display VNMR style nucleus table for a given H1 frequency
(M) 599
nugcal.....in. A parameter array containing calibration information from

calibration of non-uniform field gradients 600
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operator..........cceeeveunneee.

operatorlogin...........

overrange .....................

oversamp.........cceerererananns

The nugcalib macro calculates the probe/pulse sequence specific

coefficients from an experiment designed to map the
non-uniformity (NUG) of the pulsed field gradients. 600

Tells the macro dosy to use processing with correction for
non-uniform field gradients 601

Number of receivers in the system (P) 602
Return the number of regions in a spectrum (C) 602
Number of rf channels (P) 602

Make a parameter inactive (C) 605
Make a parameter active or test its state (C) 606

Specify special functions and labels for the Cancel Command
button 607

Operator name (P) 609

Sets workspace and parameters for the operator (M) 609
Open shape definition file for Pbox (M) 609

Digital filter coefficients for over sampling (P) 610

Digital filter bandwidth for oversampling (P) 610
Oversampling filter for real-time DSP (P) 611

Bandpass filter offset for oversampling (P) 611
Frequency synthesizer overrange (P) 612

Oversampling factor for acquisition (P) 612

Operating system account owner (P) 613

Enter pulse width for p1in degrees (C) 622
First pulse width (P) 622

Shape of excitation pulse (P) 622

Set up sequence for PFG testing (M) 623
Automated phosphorus acquisition (M) 623
Process 1D phosphorus spectra (M) 623
Set phase angle mode in directly detected dimension (C) 624

Set phase angle mode in 1st indirectly detected dimension
(C) 625

Plot automatic COSY analysis (C) 625

Preacquisition delay (P) 626

Perform adept analysis and plot resulting spectra (C) 626
Submit plot and change plotter page (C) 627

Name of page (P) 628
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panellevel.............. Display level for VnmrJ interface pages (P) 628

31 < YT Plot out all parameters (C) 628
PAr2d ..ccoeereeerieereraes Create 2D acquisition, processing, and display parameters
(M) 629
PAr3d ..o Create 3D acquisition, processing, and display parameters
(M) 629
par3rf.....eenne. Get display templates for 3rd rf channel parameters (M) 630
Pardd ..o Create 4D acquisition parameters (M) 630
paramedit ............... Edit a parameter and its attributes with user-selected editor
(C) 631
paramgroup............... Create a set of new parameters in a workspace and optionally add
a display string to the dg and ap parameters. 631
paramvi ... Edit a parameter and its attributes with vi editor (M) 634
pardiff ... Report differences between parameter sets (M) 635
PATAS ..cooveereeeee Create additional parameters used by downsampling (M) 636
parfidss........... Create parameters for time-domain solvent subtraction (M) 636
parfix.....vennnn. Update parameter sets (M) 637
S E 1 N < T Create parameters for LC-NMR experiments (M) 638
parlist ... List complete parameters in simple format (M) 638
parll2d ... Create parameters for 2D peak picking (M) 639
PATLD .o Create parameters for linear prediction (M) 639
PATMAK ....vererrererereeerennes Parameter maximum values (P) 640
PArmMin.....oevnreeenennns Parameter minimum values (P) 640
S E = oY - S Create additional parameters used by oversampling (M) 641
parside ..., Sets Up Parameters for Plotting Reference on Side 641
PATSEED oo Parameter step size values (P) 641
PATEOD .o Sets Up Parameters for Plotting Reference on Top 642
parversion......... Version of parameter set (P) 642
patchinstall......... Install a Vnmrd patch 642
patchmake ................... Build a custom Vnmr patch 644
patchuninstall......... Uninstall a Vnmrd patch 644
path3d.....ccoeveeerernne. Path to currently displayed 2D planes from a 3D data set (P) 645
PAXiS s Plot horizontal LC axis (M) 646
23 oo S Pulse shaping software (U) 646
PbOX_ bW ..o Define excitation band (M) 647
pbox_bws.....cccooevrernne. Define excitation band for solvent suppression (notch) pulses
(M) 648
pbox_dmf .......ccccocvnenee. Extract dmf value from pbox.cal or Pbox shape file (M) 648
pbox_dres ..o Extract dres value from pbox.cal or Pbox shape file (M) 648
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pbox_name..................... Extract name of last shape generated by Pbox from pbox.cal

(M) 649
PDOX_DW ..o Extract pulse length from pbox.cal or Pbox shape file (M) 649
PbOX_PWE ..o Extract power level from Phox.cal or Pbox shape file (M) 650
pbox_pwrf ......cccueeee. Extract fine power level from pbox.cal or Pbox shape file

(M) 650
pbox_rst...covieneen Reset temporary Pbox/Vnmr variables (M) 650
pbox_shapeinfo......... Returns Pbox Shape Information 651
DPDOXGEL ..oovovveeeverrnnn Extract Pbox calibration data (M) 651
pboxget .......cccceureune. Extract Pbox calibration data from pbox.cal or Pbox shapefile

(M) 651
PbOXpAT ..o Add parameter definition to the Pbox.inp file (M) 652
PbOXISE ..o Reset temporary Pbox variables (M) 653
pboxunits ..o Converts to Pbox default units (M) 653
pCcmapapply ... Apply Phase Correction Map to Data (C) 653
PCMADGEN ... Generate Phase Correction Map (C) 654
pcmapclose............ Phase Correction Map Close (C) 655
PCON.....ovirerretereeeerernaens Plot contours on a plotter (C) 655
PCSS e Calculate and show proton chemical shifts spectrum (M) 656
PeaK ..ot Find tallest peak in specified region (C) 657
peak2d.....oerinneens Return information about maximum in 2D data (C) 657
peakmin .......cooevrennnnn, Find the minimum point 658
o1 - VO Select a pen or color for drawing (C) 658
PEXPL ..o Plot exponential or polynomial curves (C) 659
pexpladd................... Add another diffusion analysis to current plot (M) 660
PEGON ..o Pulsed field gradient amplifiers on/off control (P) 660
PEWW oo Plot FIDs in whitewash mode (C) 661
o L= Convert parameter set to PGE pulse sequence (M) 661
pge_calib............ Calibrate gradient strengths for PGE pulse sequence (M) 662
pge_data............... Extract data from single element of PGE pulse sequence

(M) 662
pge_output............. Output results from PGE pulse sequence (M) 662
pge_process ... Automated processing of data from PGE pulse sequence

(M) 663
pge_results ... Calculate diffusion constant for integral region (M) 663
pge_setup ... Set up gradient control parameters for PGE pulse sequence

(M) 663
=) < W Set phased mode in directly detected dimension (C) 664
Phl..eieeeiees Set phased mode in Tst indirectly detected dimension (C) 665
Ph2..eres Set phased mode in 2nd indirectly detected dimension (C) 665
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phase .....ccooeeeveccrerenne, Change frequency-independent phase rp (M) 666

phase ... Phase selection (P) 666
phasel. ... Phase of first pulse (P) 667
phase2 ..., Phase selection for 3D acquisition (P) 667
phase3.....cvevvnienns Phase selection for 4D acquisition (P) 667
phasing ... Control update region during interactive phasing (P) 668
Phfid ..o, Zero-order phasing constant for the np FID (P) 668
Phfidl....onninnnn Zero-order phasing constant for ni interferogram (P) 669
Phfid2....oricene Zero-order phasing constant for ni2 interferogram (P) 669
Phosphorus................. Set up parameters for 31p experiment (M) 670
Pi3ssbsq..ccnennns Set up pi/3 shifted sinebell-squared window function (M) 670
Pidssbsq...covnennnn. Set up pi/4 shifted sinebell-squared window function (M) 670
o3 1 T Pneumatics Router Interlock ((P) 671
pintvast............ Plot VAST Intergral Data in a stacked 1D-NMR matrix

format 671
o3 1 S Plot integral amplitudes below spectrum (C) 672
Pirn.s Plot normalized integral amplitudes below spectrum (M) 672
PiVeccee e Plot integral values below spectrum (M) 672
Pivh . Plot normalized integral values below spectrum (M) 673
o RO Plot spectra (C) 673
P12d..reeenes Plot 2D spectra in whitewash mode (C) 674
plane .....nnnnenns Currently displayed 3D plane type (P) 675
Plapt .o Plot APT-type spectra automatically (M) 676
Plarray ... Plotting macro for arrayed 1D spectra (M) 676
plate_glue........... Define a glue order for plotting and display (U) 677
o3 X =T Plot a carbon spectrum (M) 677
o3 ed 1 1 S Plot all forms of LC-NMR data (M) 677
PLlCOSY o Plot COSY- and NOESY-type spectra automatically (M) 678
pldept ..., Plot DEPT data, edited or unedited (M) 679
plexpinfo ... Plots Experiment Information 679
PLEid ., Plot FIDs (C) 679
PLELt e Plot deconvolution analysis (M) 680
plgrid.....ieeerene, Plot a grid on a 2D plot (M) 680
Plh.eereeeeees Plot proton spectrum (M) 681
plhet2dj...cccovvecnnne. Plot heteronuclear J-resolved 2D spectra automatically (M) 681
plhom2dj.....cccoveennnne. Plot homonuclear J-resolved 2D spectra automatically (M) 682
PlhxCOT ..o Plot X,H-correlation 2D spectrum (M) 683
o3 B Plot a line list (M) 684
PLllOgo...ieeeeieiennas Plots Logo 684
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P1ll2d ..o, Plot results of 2D peak picking (C) 685

PlOCK oot Sets Protection Bit for a Parameter 685

plockport ... Port number to use to lock out multiple ProTune processes
(P) 685

PLOot .o Automatically plot spectra (M) 685

Plotld....ocneninn, Plotting macro for simple (non-arrayed) 1D spectra (M) 686

Plot2D...ccvieereiereis Plot 2D spectra (M) 687

plotfile....comimnnn. Plot to a file (M) 687

plothiresprep......... High resolution plot output preparation (M) 688

plotlcomr ... An LC-NMR plotting macro (M) 688

plotmanual.............. Plot manually (M) 688

Plotlogo....meeneenens Plots a logo (M) 688

plotpreview............... Creates temporary plots of the current plot output (M) 689

plotside......oueune. Plot spectrum on side (M) 689

plotter ... Plotter device (P) 689

PlOttop ..o Plot spectrum on top (M) 689

plottopside............. Plot spectrum on top and side (M) 690

o3 1 < S Plot phosphorus spectrum (M) 690

plplanes.....o. Plot a series of 3D planes (M) 690

plt2Darg....... Plot 2D arguments (P) 691

Pltext ..riinreennns Plot text file (M) 691

PLltmod.....coovrriiriene Plotter display mode (P) 692

Plvast ... Plot VAST Data in a stacked 1D-NMR matrix format 692

plvastget ..., Plot VAST spectral data in a vertical stacked plot mode 693

plvast_replot. ... Replot VAST spectral data one spectrum per page of paper
(M) 693

plvast2d........ Plot VAST data in a stacked pseudo-2D format (M) 694

3 A Plot spectra in whitewash mode (C) 694

PMOAE .....ocvrrerereerereees Processing mode for 2D data (P) 695

POLYO oo Display mean of the data in regression.inp file (M) 696

POW.ooovieiiieteieee st Find the value of a number raised to a power 696

powerfit ... Fits the diffusional attenuation calcuated by decay_gen to the

exponential of a power series in the calibration of the
non-uniformity of pulsed field gradients. 697

PP et snes Decoupler pulse length (P) 697

o5 o1 VO Plot a parameter list in plain English (M) 698
PDCAL .o Proton decoupler pulse calibration (M) 698
o5 < SR Plot peak frequencies over spectrum (C) 698
PP Print pulse header (M) 699
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o5 o511 S Resolution on printers and plotters (P) 700

pprofile.......ee. Plot pulse excitation profile (M) 700

o) o= T Plot pulse sequence (C) 700

prealfa ... Specify a delay for longer ring down (P) 701

preAmpConfig.............. Set the band of the preamp, high or low, connected to each
transmitter channel. 701

o3 =Y < JOT T Run prepare acquisition macro (M) 703

Presat.......ene. Set up parameters for presat H experiment (M) 703

Prevpl. ..., Display the previous 3D plane (M) 703

Prescan ... Study queue prescan (P) 703

prescan_CoilTable.Read or update the CoilTable File (M) 704

prescan_tn.......... Return tn string for a given atomic number (M) 704

Presig....eennn. Preamp Signal Level Selection Parameter (parameter) 704

printer ... Printer device (P) 705

printfile ... Path to the print-to-file image (P) 705

printformat ... Format of saved-to-file image (P) 705

printlayout .............. Layout of printed image (P) 705

printoff.....e. Stop sending text to printer and start print operation (C) 705

printon ... Direct text output to printer (C) 706

printregion........ Screen region to be printed (P) 706

printsize ... Size of printed image (P) 706

printsend............ Defines where image will print (P) 707

PTODE ..o Probe type (P) 707

probeConnect.............. Specify which nucleus can be acquired on each RF channel
(P) 707

Probe_edit........... Edit probe for specific nucleus (U) 708

probe_edit............ Edit probe for specific nucleus (M) 708

probe_protection... Probe protection control (P) 708

o o oY SN Type of processing on np FID (P) 708

 oF o Yo i E Type of processing on ni interferogram (P) 709

Procld.....oneinninenen. Processing macro for simple (non-arrayed) 1D spectra (M) 710

o3 = o<1 J Type of processing on ni2 interferogram (P) 710

ProC2d....cconiereeireeneneeees Process 2D spectra (M) 711

Procarray ... Process arrayed 1D spectra (M) 711

 oF Yo T-Y-7- S Generic automatic processing (M) 712

procplot......cvnrcenenne. Automatically process FIDs (M) 713

profile ... Set up pulse sequence for gradient calibration (M) 713

profile_int ... Normalise the experimental signal profile during calibration of

non-uniform pulsed gradients. 714
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o3 >3 S Project 2D data (C) 714

proshimhelp................ Proshim help (C) 715

Protomn......oceiveernnnns Set up parameters for H experiment (M) 715

protune ...t Macro to start ProTune (M) 715

protune ... Shell script for start ProTune operation (U) 716
protunegui.......... Macro to start ProTune in graphical user interface (M) 717
 oF o b 1= Prune extra parameters from current tree (C) 717
pscale.....neinen. Plot scale below spectrum or FID (C) 717

PSeUdO ..o Set default parameters for pseudo-echo weighting (M) 718
oY= [H R T Display pulse sequence generation errors (M) 719
FY=Te 1o 1=} « WOTTTUNUN Compile a user PSG object library (M,U) 719

pPSgset s Set up parameters for various pulse sequences (M) 719
psgupdateon ................ Enable update of acquisition parameters (C) 719
psgupdateoff.......... Prevent update of acquisition parameters (C) 720
pshape.......covverennne, Plot pulse shape or modulation pattern (M) 720

pshapef .....cocovviennas Plot the last created pulse shape (M) 720

PShY .o PostScript High Resolution plotting control (P) 721
pslabel ... Pulse sequence label (P) 721

<pslabel>_setup Experiment-Specific Setup Macro (M) 721

PSLIW e PostScript Line Width control (P) 721
psMain........eeene. Prescan controlling macro 722

PSSL . Plot Arrayed Numbers (C) 722

ptcal . Show ProTune GUI for calibration (M) 723

Ptext ..o Print out a text file (M) 723

ptspec3d......venene. Region-selective 3D processing (P) 724
ptsval.....erennnn, PTS frequency synthesizer value (P) 725

pulseinfo ... Shaped pulse information for calibration (M) 725
pulsetool ............... RF pulse shape analysis (U) 726

DULGE woooeeeeereeeeeeererenans Remove macro from memory (C) 726

PULEXE o Put text file into a data file (C) 726

PULWAVE ..ccvveeeereceeeenes Write a wave into Pbox.inp file (M) 727

= Enter pulse width pw in degrees (C) 727

PWoitotiteeeeeie et seesenns Pulse width (P) 728

PWIO0 .o 90° pulse width (P) 728

PWA. .o Display current working directory (C) 728

PWDAE .o Shape of refocusing pulse (P) 729

o S Set power mode in directly detected dimension (C) 729
PWEL ..o Set power mode in Tst indirectly detected dimension (C) 730
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o1 . O Set power mode in 2nd indirectly detected dimension (C) 730

pPwsadj oo, Adjust pulse interval time (M) 731

pwxcal.....ieirernnn, Decoupler pulse calibration (M) 732

PxbSS Bloch-Siegert shift correction during Pbox pulse generation
(P) 732

o312 - < S Flag to set the level of Pbox reports (P) 732

PXSet .o, Assign Pbox calibration data to experimental parameters
(M) 733

DPXShape ....cccooecvevvevrrnnns Generates a single-band shape file (M) 733

PXSIM oo, Simulate Bloch profile for a shaped pulse (U) 734

5137 oL Create shape definition using Fourier coefficients (U) 734

<pslabel>_plot....... Experiment-Specific Plot Macro 735

<pslabel>_process . Experiment-Specific Processing Macro 735
<pslabel>_setup ..... Experiment-Specific Setup Macro 735

18 Q
QCOMP ...t Longer dead time for longer ring down (P) 737
(0] =313 - TS Set up quick experiment (M) 737
QtUNe ...ccooveveerrereeees Tune probe using swept-tune graphical tool (C) 738
P e Display the value of an individual parameter (C) 738
quadtt.....cceeieieinas Prints differences in wideline receiver channels 739

19 R
Lot Recall display parameter set (M) 743
E2X € -1 IS Recall some display parameters (C) 744
b2 I = Real-value storage for macros (P) 744
LA .o Resume acquisition stopped with sa command (C) 745
random.......coeerrennnns Return a random number 745
LOVEWE oo, Weighting for different receivers (P) 746
E Y-V ) Recover from error conditions during werr processing (M) 746
readallshims............. Read all shims from hardware (M) 747
readbrutape. .............. Read Bruker data files from 9-track tape (U) 747
readfile........... Read the contents of a text file into two parameters (C) 748
readhw.......ccoeveereneeneen. Read current values of acquisition hardware (C) 749
readlk......rneneen. Read current lock level (C) 752
readparam.................. Read one or more parameters from a file (C) 752
readultra ... Read shim coil setting for Ultrasnmr shim system (M) 754
real....ncnnennens Create a real variable without a value (C) 754
recon_all ... Reconstruct images from 2D MRI fid data (C) 755
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record......ieeerennns Record keyboard entries as a macro (M) 758

redorl......eeeeeernne. Set up parameters for REDOR1 pulse sequence (M) 759

b= Yo [oY=)" SR Restore 2D DOSY display from sub experiment (M) 759

reffl ., Reference f1 Indirect Dimension from Observe Dimension
(M) 759

reff2 e, Reference 2 Indirect Dimension from Observe Dimension
(M) 760

reffrq. s Reference frequency of reference line (P) 761

reffrgl i, Reference freq. of reference line in 1st indirect dimension
(P) 762

reffrg2 o, Reference freq. of reference line in 2nd indirect dimension
(P) 762

refPoS ..o, Position of reference frequency (P) 763

refposl ......ennne. Position of reference frequency in 1st indirect dimension
(P) 763

refpos2 ......ceeeenne. Position of reference frequency in 2nd indirect dimension
(P) 764

refsourcel........... Center frequency in 1st indirect dimension (P) 764

refsource2.......... Center frequency in 2nd indirect dimension (P) 764

region......eeen, Divide spectrum into regions (C) 765

relayh......enne. Set up parameters for RELAYH pulse sequence (M) 766

rename............ Move and/or rename a file (C) 766

reorder3D......... Reorders array elements in arrayed phase sensitive 2D
experiment 766

regparcheck.............. Flag which enables/disables required parameters (P) 767

regparclear ... Clears the parameters in required parameter list (M) 767

regparlist......... List of required parameters (P) 768

regpartest ... Tests whether required parameters are set (M) 768

resetf3 ..., Reset parameters after a partial 3D Fourier transform (M) 769

resetplotter.............. Reset plotter to system plotter (M) 770

resetsampglobal ..... Clears sample global parameters 770
TeSOLV ..o Set resolution enhancement parameters (M) 770
restorenuctable ..... Calculate & store accurate nuctable for current system (M) 771

TeSUme......ccccooeerrvenernas Resume paused acquisition queue (C) 771
return.....eeneen. Terminate execution of a macro (C) 771

b =0 System software revision level (P) 772

revdate ... System software preparation date (P) 772
rfband......ccoeorrrnnnns RF band inuse (P) 772

TEDLK oo Reverse FID block (C) 772

rfchannel .................. Independent control of rf channel selection (P) 773
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rfchnuclei............. Nucleus spin names assigned to physical RF channels 775

rfchtype.....cone. Type of rf channel (P) 776
rfdata...on. Reverse FID data (C) 776
TEL oo Reference peak position in directly detected dimension (P) 777
rEll e, Reference peak position in 1st indirectly detected dimension
(P) 778
rfl2 e, Reference peak position in 2nd indirectly detected dimension
(P) 778
TED. i Reference peak frequency in directly detected dimension
(P) 779
EPL e Reference peak freq. in 1st indirectly detected dimension
(P) 779
£ 54 o 7 J S Reference peak freq. in 2nd indirectly detected dimension
(P) 779
rftempcomp................. RF Transmitter Board Temperature Compensation (P) 780
rftrace ..., Reverse FID trace (C) 780
£ 4 1 o Y=Y Type of rf generation (P) 781
£ 27 SRR RF waveform generator (P) 782
right .o, Set display limits to right half of screen (C) 782
rights ... Determine an operator’s specified right (C) 782
Tinput ., Input data for a regression analysis (M) 783
3 ST Set reference line in directly detected dimension (M) 783
2 I S Set reference line in 1st indirectly detected dimension (M) 784
£ 12 Set reference line in 2nd indirectly detected dimension (M) 784
£ O Delete file (C) 785
IMALL o, Remove directory (C) 786
rmsAddData.............. Add transformed data files with weighting (U) 786
ROESY orvvvververenetnnsenennns Convert the parameter to a ROESY experiment (M) 786
RoesY1d ...ccoovvreerennens Convert the parameter set to a Roesy1d experiment (M) 786
E oY 5 IR Receiver gating time preceding pulse (P) 786
TOE2 e, Receiver gating time following pulse (P) 787
TOE3 e Receiver gating time following T/R switch (P) 787
rotate ..., Rotate 2D data (C) 787
rotorsync ... Rotor synchronization (P) 788
5 o JTS Zero-order phase in directly detected dimension (P) 788
5 o) I Zero-order phase in 1st indirectly detected dimension (P) 788
D2 .o Zero-order phase in 2nd indirectly detected dimension (P) 789
TE e Retrieve FIDs (M) 789
TECMX .o Return Spinsight data into current experiment (C) 790
% = < SO Retrieve parameters (M) 790
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TES e Retrieve shim coil settings (C) 790

TEEMD oo Retrieve experiment data from experiment subfile (M) 791
b2 = Retrieve individual parameters (C) 791
L ob S Retrieve parameters based on rtx rules (C) 793
S i Save display parameters as a set (M) 801
=X € 1) Save display parameters (C) 802
S2PUL .o, Set up parameters for standard two-pulse sequence (M) 802
T Stop acquisition (C) 802
sample......vrinennns Submit change sample, Autoshim experiment to acquisition
(M) 803
sampleChange.............. Automation utility 804
samplename.................. Sample name (P) 804
sampling........cceennne Parameter to control elliptical k-space sampling 804
SAVE ..o, Save data (M) 805
savefdfspec ... Save 1D or arrayed 1D spectra as fdf file (C) 805
savefid ... Save fid 806
savefile......... Base file name for saving files (P) 807
saveglobal............. Save selected parameters from global tree (P) 807
savemodule................... Save module 807
savesampglobal......... Saves Sample Global Parameters 808
SD i Sinebell constant in directly detected dimension (P) 808
Sbl. e Sinebell constant in 1st indirectly detected dimension (P) 808
SD2.. e Sinebell constant in 2nd indirectly detected dimension (P) 809
SDS.iee e, Sinebell shift in directly detected dimension (P) 809
Sbsl e Sinebell shift in 1st indirectly detected dimension (P) 810
SbS2 . Sinebell shift in 2nd indirectly detected dimension (P) 810
L= Start of chart (P) 810
SC2.eee e Start of chart in second direction (P) 811
scalelimits ............. Set limits for scales in regression (M) 811
scaleSW.......enee. Set scaling factor for multipulse experiments (M) 811
scalesw ..., Scale spectral width in directly detected dimension (P) 811
scaleswl.....oinnn. Set f; scaling factor for 2D multipulse experiments (M) 812
scaleswWl............ Scale spectral width in 1st indirectly detected dimension
(P) 812
scalesw2.......ee. Scale spectral width in 2nd indirectly detected dimension
(P) 813

schedulerhelp Proshim Maintenance Scheduler help(C) 813
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SA e Set first decoupler frequency to cursor position (M) 813
SA2..ieee e Set second decoupler frequency to cursor position (M) 813
SA2a ..o, Set second decoupler frequency array (M) 814
SA3. s Set third decoupler frequency to cursor position (M) 814
=T - VO Set first decoupler frequency array (M) 814

SA3a ., Set third decoupler frequency array (M) 815

=TS« T Show diffusion projection (M) 815
selld.....viinennne, Apptype macro for Selective 1D experiments (M) 815
selecCt....ieieeennnn, Select spectrum, FID, trace, or 2D plane without display (C)
S€leX ..o Defines excitation band (M) 817
selexcit.....nee.. Set up PFG selective excitation pulse sequence (M) 817
selexHT ......ccoouovrrernnn. Set up a selective Hadamard experiment (M) 817
send2vnmr ................... Send a command to VnmrJ (U) 818
seqfil.....innnnnn. Pulse sequence name (P) 818

Seqgen......cccveeerierennn. Initiate compilation of user’s pulse sequence (M,U) 818
seggenupdate.............. Update compilation of user’s pulse sequence 819
Serverport.......... Returns the Vnmrd network listening port value (C) 820
Set2D .o, General setup for 2D experiments (M) 820

set2d .. General setup for 2D experiments (M) 820

set3dproc ..o, Set 3D processing (C) 821

setallshims ............. Set all shims into hardware (M) 821
Setcolor.....een. Set colors for graphics window and for plotters (C) 822
SetDECpAars............. Sets Decoupler Parameters 823

setdec2pars .............. Set decoupler 2 parameter values from probe file (M) 823
setdgroup ....ceverrnnen. Set the Dgroup of a parameter in a tree (C) 824
setenumeral ................ Set values of a string parameter in a tree (C) 824
setether.......... Connect or reconnect host computer to Ethernet (U) 824
Setexport ... Set parameter bits for use with protocols (M) 825
Setfrg...rireeen. Set frequency of rf channels (C) 825
setgauss......n. Set a Gaussian fraction for lineshape (M) 826

setgcal ..., Set the gradient calibration constant (M) 826
setgcoil....cnnnne Assign sysgcoil configuration parameter (M) 826
setgrid ..., Divide graphics window into rows and columns (C) 827
Setgroup...coenrreeenen. Set group of a parameter in a tree (C) 827

sethtfrqgl ... Set a Hadamard frequency list from a line list (M) 828
SethW ..o, Set values for hardware in acquisition system (C) 828
sethwshim ..o, Special case of sethw for setting shims (C) 831

setint ...cviiirnnnnn. Set value of an integral (M) 831
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setlimit....oorrnn. Set limits of a parameter in a tree (C) 831

SEtlK .o, Set up lock parameters (M) 833

setlockfreq.......... Set lock frequency (M) 833

SEtLP oo, Set up linear prediction in the direct dimension (M) 833
SetLPl....ieicriennnn, Set F1 linear prediction parameters (M) 834
Setlp0...ovrreriennn, Set parameters for zero linear phase (M) 834
setnoether............. Disconnect host computer from Ethernet (U) 834
setobspars........... Sets Observe Parameters 835

setoffset ..o, Calculate offset frequency for given nucleus and ppm (M) 835
setparams .............. Write parameter to current probe file (M) 835
setpen.......iiennnn, Set maximum number of HP plotter pens (M) 836
setplotdev................. Return characteristics of a named plotter (C) 836
setpower................. Set power and pulsewidth for a given yB1 value (M) 836
setprotect........... Set the protection bits of a variable in a tree (C) 837
setpwl80ad......ccoon. Creates and sets observe adiabatic pulse shapes (M) 839

setpwx180ad Creates and sets decoupler adiabatic pulse shapes (M) 840

SEtIC e, Set receiver constants (M) 840

setref ..., Set frequency referencing (M) 841

setrefl ..., Set freq. referencing for 1st indirectly detected dimension
(M) 842

setref2 ..., Set freq. referencing for 2nd indirect detected dimension
(M) 843

setscout....ccevvnenne. Setup ascoutrun (M) 844

setssfilter ... Set sslsfrq to the frequencies of each suppressed solvents
(M) 844

SEESW o Set spectral width (M) 844

setsWl...eccieinennnn, Set spectral width in evolution dimension (M) 845

SEtSW2 .o, Set spectral width in 2nd evolution dimension (M) 845

setselfrqgc............. Set selective frequency and width (M) 845

setselinv........... Set up selective inversion (M) 846

settcldefault ... Select default display templates for pulse sequence (M) 846

settune ..., Opens the Auto Tune Setup dialog (M) 846

settype ...coceveerrinenenn, Set the type of a parameter (C) 846

SetuUD oo, Set up parameters for basic experiments (M) 847

setup_dosy................. Set up gradient levels for DOSY experiments (M) 848

setuserpsg........... Creates/initializes user PSG directory 848

setvalue......men. Set value of any parameter in a tree (C) 849

setwave ..., Write a wave definition string into Pbox.inp file (M) 849

setwell ..., Adjust the label of the "t1" axis for VAST contour maps 850
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setwin....covveeerienee, Activate selected window (C) 850

SE oo, Start of FID (P) 850
SEL e Start of interferogram in 1st indirectly detected dimension

(P) 851
SE2 e Start of interferogram in 2nd indirectly detected dimension

(P) 851
SEXQ .o, Transmitter frequency of observe nucleus (P) 852
sh2pul.....ccovveeviennnn, Set up for a shaped observe excitation sequence (M) 852
shdec .....ccooeeereveerereeennn. Set up for shaped observe excitation sequence (M) 852
shell ..., Start a UNIX shell (C) 853
shelli.....enee. Start an interactive UNIX shell (C) 853
shim.....ccoovveiicireieenn, Submit an Autoshim experiment to acquisition (C) 854
shimamp .........cccoeunee. Return shim current as a percentage of the safety maximum 854
shimmult.......... Multiple the shim dacs of the current shimset 854
shimnames .........coo.... Returns shim names 855
shimset .....ccoovevvnnnnnn. Type of shim set (P) 855
showconfig.....ccoun.... Show system configuration settings (M) 857
showconsole ................ Show system configuration settings (U) 857
ShowdoSY .....cccceveurenrunene. Show DOSY Plot (M) 858
showdosy£fit ............... Plots the experimental signal attenuation, fitted attenuation and

residual for one peak from a 2D or 3D DOSY experiment 858

showdosyresidual.... Plots the residual for one peak from a 2D or 3D DOSY
experiment 858

showgradfit .............. Plots the experimental gradient variation with position and the
power series fit in non-uniform gradient calibration. 859
ShowEfit .o, Display numerical results of deconvolution (M) 859
showloginbox.............. Shows operator login dialog (M) 859
shownugfit......ov... Plots the logarithm of the calculated diffusional attenuation and of
the power series fit in non-uniform gradient calibration 859
ShownumX........ccccovvnrvnen. Show x position of number (P) 860
shownumy ..........c.cccou...... Show y position of number (P) 860
showoriginal.............. Restore first 2D spectrum in 3D DOSY experiment (M) 860
showplotter .............. Show list of currently defined plotters and printers (M) 860
showplotq .....cccovueneen. Display plot jobs in plot queue (M) 861
showprintq............. Display print jobs in print queue (M) 861
showprotunegui......... Show the graphical interface while tuning (P) 861
showrfmon ........ccoou..... Show RF Monitor Button in Hardware Bar (P) 862
showsampglobal......... Shows sample global parameters 862
showstat.............. Display information about status of acquisition (M,U) 862
SAML.iiicce e Sample in magnet (For systems equipped with a robot) 862
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SiNle Find sine value of an angle (C) 863

Sine ., Find values for a sine window function (M) 863
sinebell........... Select default parameters for sinebell weighting (M) 864
Sinesq...iiiennn, Find values for a sine-squared window function (M) 864
SiZe ., Returns the number of elements in an arrayed parameter
(0) 865
Slfreq.....iniennnn, Measured line frequencies (P) 865
SLIW.oiieiieeeeeereeete e Spin simulation linewidth (P) 865
smaxf .....coocoevereeereenennn, Maximum frequency of any transition (P) 866
sminf ....coocoeverieieriinen, Minimum frequency of any transition (P) 866
SMSPOTL ..ooveeeererieerenene Sample Management System serial port connection (P) 866
E=3 Signal-to-noise ratio (P) 867
SOLDPM....cvvrcrceeriereenes Return ppm and peak width of solvent resonances (M) 867
solvent ..., Lock solvent (P) 867
solvinfo........... Retrieve information from solvent table (C) 868
SOTE o, Sort real values of a parameter (M) 868
=) < S Start of plot in directly detected dimension (P) 869
=3 < 3 Start of plot in 1st indirectly detected dimension (P) 869
=) o3 1 Start of plotin 2nd indirectly detected dimension (P) 869
sPadd ..o, Add current spectrum to add/subtract experiment (C) 870
SPCEXQ e, Display frequencies of rf channels (M) 872
specdc3d....evnnnnen. 3D spectral drift correction (P) 872
SPil . Submit a spin setup experiment to acquisition (C) 873
SPAN e Sample spin rate (P) 873
SPinll....oviiieieiine, Set up a slfreq array (M) 874
Spinner ... Open the Spinner Control window (C) 874
SPiNS e Perform spin simulation calculation (C) 875
SPLit e, Split difference between two cursors (M) 877
Spintype......n Spinner Type ((P) 878
splmodprepare ........... Used by the dosy macro to prepare data for the program
SPLMOD 878
splmodread................. Used by the dosy macro to convert the output of the SPLMOD
program into a form suitable for ddif 878
SPIMAX ...oeovvrenereenereereneeneens Take the maximum of two spectra (C) 879
SPMAN ..o Take minimum of two spectra in add/subtract experiment
(C) 879
) oX=7 Y Enter spin system (M) 879
SPSUD ..o, Subtract current spectrum from add/subtract experiment
(C) 880
sqgcosine.......een, Set up unshifted cosine-squared window function (M) 881
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SQALT e, Study queue directory (P) 881

S@end ......cooeveeenrireneneen. End a study queue (M) 882

F=Te 1=314 < SRR Load experiment from protocol (M) 882

sqfilemenu............... Study queue file menu commands (M) 882

SQLOG vt Records specific events from a study queue 882

SQMOAe ......coerrerrirrrraen, Study queue mode (P) 885

sgname.........ccoceeveveene. Study queue parameter template (P) 885

=Te ) o1 o= S Create study queue parameters for imaging (M) 885

s@protocol................. Macro to create protocols (M) 886

sgreset ..., Reset study queue parameters for imaging (M) 886

=T ¢ % Return square root of a real number (0) 886

sgsavestudy ............ Macro to save study parameters for imaging (M) 886

sgsinebell.............. Set up unshifted sinebell-squared window function (M) 887

STrate . Spinning rate for magic angle spinning (P) 887

sread ......eieieeennn, Read converted data into VnmrJ (C) 887

STOE2 .o, Calculate exact rof2 value for Cold Probes (M) 888

S i Steady-state transients (P) 888

ssecho.....eeecreene, Set up solid-state echo pulse sequence (M) 888

ssechol ..., Set up parameters for SSECHO1 pulse sequence (M) 889

ssfilter......... Full bandwidth of digital filter to yield a filtered FID (P) 889

sslsfrq..iiennee. Center of solvent-suppressed region of spectrum (P) 889

SSNLADPS .o Number of coefficients in digital filter (P) 890

ssorder ... Order of polynomial to fit digitally filtered FID (P) 890

Stack ., Stacking mode for processing and plotting arrayed spectra
(M) 891

stackmode ..................... Stacking control for processing arrayed 1D spectra (P) 892

startq....cnieinnnnen, Start a chained study queue (M) 892

status .., Display status of sample changer (C,U) 892

stdld ..o, Apptype macro for Standard 1D experiments (M) 893

stdshm......ccoocoenrrenrenn. Interactively create a method string for autoshimming (M) 893

Sthe e, Minimum intensity threshold (P) 894

String.....in, Create a string variable (C) 894

string2array.......... Formats a String Variable into an Array 894

SEXSEL ., Sets ret to the starting position of the first occurrence of string2 in
stringl 895

strsv2array ... Formats a String Separated Variable into an Array 896

strtext ..., Starting point for LP data extension in np dimension (P) 896

strtextl...... Starting point for LP data extension in ni dimension (P) 896

strtext2....enn. Starting point for LP data extension in ni2 dimension (P) 897
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SEXtlp ., Starting point for LP calculation in np dimension (P) 897

strtlpl ., Starting point for LP calculation in ni dimension (P) 898
SETEIP2 .o, Starting point for LP calculation in ni2 dimension (P) 898
studyid ..o, Study identification (P) 898
studypar............... Study parameters (P) 899
studystatus ............... Study status (P) 899
studytime .................. Determine start and end times for studies (P) 899
SU .o Submit a setup experiment to acquisition (M) 900
SUD... e Subtract current FID from add/subtract experiment (C) 900
SUbStT .o Select a substring from a string (C) 901
suselfrq......... Select peak, continue selective excitation experiment (M) 908
svdat ..o, Save data (C) 909
SVE oo Save FIDs in current experiment (M) 909
SVEQE e Save FID data in FDF format (M) 910
SVEALIT e Directory for non-study data (P) 911
SVET v, Save FID in JCAMP-DX format (M) 911
SvEname ........cooceveneuneen. Create path for data storage (C) 912
svEname .......cccoeeevnnnns Filename parameter template for non-study data (P) 914
SVIMG oo Generate and Save images as FDF files. (macro) 914
SVILT i Save peak listing in JCAMP-DX X)Y or XYM format (M) 915
SVIST o Save large dynamic range spectrum in JCAMP-DX format

(M) 916
=1 < ST Save parameters from current experiment (M) 917
SVDAD .o, Compare workspace parameters to parameter file 918
SVT oot Save secured REC data for Vnmrd SE 918
SVS et Save shim coil settings (C) 919
SVS et Spin simulation vertical scale (P) 919
SVSLS v Generate and Save images as FDF files. (macro) 919
=N =T Save spectrum in JCAMP-DX format (M) 920
SVEMD oo Move experiment data into experiment subfile (M) 922
SVEYT coevevereeeereessesenns Save spectrum in JCAMP-DX XY format (M) 922
=1 Spectral width in directly detected dimension (P) 923
£=2" Spectral width in 1st indirectly detected dimension (P) 923
SW2..iiieiieeee et Spectral width in 2nd indirectly detected dimension (P) 924
£ J Spectral width in 3rd indirectly detected dimension (P) 924
SYysSgcoil...nnn. System gradient coil (P) 925
system....cooeeverernnne. System type (P) 925
systemdir ... VnmrdJ system directory (P) 925
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o T; exponential analysis (M) 929

o0 = S T; exponential analysis with short output table (M) 929

=5 T, exponential analysis (M) 930

E2S. et T, exponential analysis with short output table (M) 930

£aDC e Convert data in table order to linear order (M) 930

Lo W Find tangent value of an angle (C) 932

Lo Y- DR Read tapes from VXR-style system (M,U) 932

oY oY= D Control tape options of files program (P) 933

target_bval ... Adjust gdiff to achieve target b-value (M) 933

£CAPPLY - Apply Table Conversion Reformatting to Data (C) 934

tchan ..o, RF channel number used for tuning (P) 934

T < T Send Tcl script to Tcl version of dg window (C) 935

tcclose ., Table Convert Close (C) 935

L= 1 < Y Open the Temperature Control window (C) 935

L= 1 < YU Sample temperature (P) 936

tempcal ........oovierenas Temperature calculation (C) 936

tempcalc......oirennn. Measure approximate sample temperature in Cold Probes
(M) 937

testacquire ............ Test acquire mode (P) 937

testet ., Check ct for resuming signal-to-noise testing (M) 937

testsn..cniiienn, Test signal-to-noise of a spectrum (M) 938

teststr ..., Find which array matches a string M) 938

L oT=0 "3 U Display text or set new text for current experiment (C) 939

teXtis e, Return the current text display status (C) 940

teXEVL e, Edit text file of current experiment (M) 940

ER e Threshold (P) 940

Eh2d...oceeeceeee Threshold for integrating peaks in 2D spectra (P) 941

thadj ..o Adjust threshold for peak printout (M) 941

time ..o, Display experiment time or recalculate number of transients
(M) 942

LoF: £ - T Temperature interlock (P) 943

ELE e First-order baseline correction (P) 943

EMOVE ..oeeieeereireeeene Left-shift FID to time-domain cursor (M) 943

tmsref ..., Reference 1D proton or carbon spectrum to TMS (M) 944

L T Nucleus for observe transmitter (P) 944

ENCOSYDS vveeerrererrerenns Set up parameters for TNCOSYPS pulse sequence (M) 944

tNAQCOSY oo Set up parameters for TNDQCOSY pulse sequence (M) 945

ENMJCOSY ...cvvrcrrircrnas Set up parameters for TNMQCOSY pulse sequence (M) 945
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22

tuneResult................

tunerp ........

ultra8....
ultrals8 ..

undospins ..o,

undosy.....

Set up parameters for TNNOESY pulse sequence (M) 945
Set up parameters for TNROESY pulse sequence (M) 945
Set up parameters for TNTOCSY pulse sequence (M) 945
Convert the parameters to a TOCSY experiment (M) 946
Convert the parameter set to a Tocsyld experiment (M) 946
Set up the tocsyHT experiment (M) 946

Frequency offset for observe transmitter (P) 946

Observe transmitter power level with linear amplifiers (P) 947
Observe transmitter fine power (P) 948

Observe transmitter linear modulator power (P) 948

Mode for n-dimensional data display (P) 948

Sample changer tray slots (P) 949

Translates screen co-ordinates 949

Translates a screen distance 949

Set up parameters for TROESY pulse sequence (M) 949
Truncate real numbers (0) 950

Allows the user to view multiple tuning traces apparently
simultaneously 950

Adjust tau2 to current cursor position (M) 950

Receiver gain used in tuning (P) 951

Assign a frequency to a channel for probe tuning (C) 951
Tune both H1 and F19 on an HFX probe (M) 952

Default match target, in percent of optimum (P) 953
Method to use for tuning (P) 953

Message indicating how well the tuning succeeded (P) 953

A pulse sequence for pulse tuning through the directional couplers
in the VNMRJ display 954

Width of the tuning sweep in Hz (P) 957
Transmitter power used in tuning (P) 957
Return identifier for argument type (0) 957

selects the Ultra 8 shim configuration (M) 959

Select 18 shim configuration for Ultra 18 shim power supply
(M) 960

Restore spin system as before last iterative run (M) 960
Restore original 1D NMR data from sub experiment (M) 960
Define conversion units (C) 961

Return marker for current time to a Magical variable 962

VnmrJ 4 Command and Parameter Reference Guide



UnlocK.....eererennn. Remove inactive lock and join experiment (C) 963

updatepars.......... Update all parameter sets saved in a directory (M) 963

updateprobe ................ Update probe file (M) 964

updaterev ... Update after installing new VnmrJ version (M) 964

updtgcoil ....covvrennnns Update gradient coil (M) 964

updtparam.................. Update specified acquisition parameters (C) 965

usemark ..o, Use “mark” output as deconvolution starting point (M) 965

userdir ... VnmrJ user directory (P) 966

LET-T= e 1S Experiment setup macro called by go, ga, and au (M) 966

userfixpar.......... Macro called by fixpar (M) 966

23 V

vastld.....eennnn. Set up initial parameters for VAST experiments (M) 968

vastget ......eeenne. Selects and displays VAST spectra (M) 968

vastglue........cun.... Assemble 1D datasets into a 2D (or pseudo-2D) datasets
(M) 969

vastglue2 ... Assemble 1D datasets into a 2D (or pseudo-2D) datasets
(M) 969

VaSEGO ot Turn off LC stop flow automation, start VAST automation
(M) 970

77 =T (RS Run VNMR processing in background (U) 970

22 S Vertical scale of FID (P) 971

Vi e Edit text file with vi text editor (M) 971

vibradd ... Display relative amplitudes of Cold Probe vibrations (M) 974

VIhelp. ... Display VnmrJ help (U) 974

2 < W Start VNMR directly (U) 974

VINT ..o ireeesesesneneens Starts Vnmrd (U) 975

vnmr_accounting..... Open Accounting window (U) 975

vamremail ... Utility to Send Files via Email 975

vomrexit ... Exit from the VNMR system (C) 976

T2 1t Start Vnmrd (U) 976

vamricemd () ..o Commands to invoke the GUl popup (C) 976

vnmrjOptions........... Installer for passworded Vnmrd options (C) 977

vamrplot ... Plot files (U) 977

vnmrprint ... Print text files (U) 977

2 T Vertical offset (P) 978

87 > T Vertical position of spectrum (P) 978

vpaction....... Set initial state for multiple viewports (M) 979

272 < S Current vertical position of FID (P) 979
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VDEL Current vertical position of imaginary FID (P) 979

vpset3def ..o Set the viewport state to three default viewports (M) 980
VDSEtUD oo Set new viewports (M) 980
R T Vertical scale (P) 980
VS2A.ieere et Vertical scale for 2D displays (P) 981
VSAAT s Automatic vertical scale adjustment (M) 981
vSadF2 s Automatic vertical scale adjustment by powers of 2 (M) 982
vsadjC . Automatic vertical scale adjustment for 13C spectra (M) 982
vsadjh. .. Automatic vertical scale adjustment for H spectra (M) 983
725 o7 = o3 IO Vertical scale for projections and traces (P) 983
vtairflow........... Variable Temperature Air Flow (P) 984
vtairlimits ... Variable Temperature Air Flow Limits (P) 984
2 L= Variable temperature cutoff point (P) 984
vtcomplvl ... Variable temperature compensation for gradient shimming

(P) 985
VEEYDE .o Variable temperature controller present (P) 985
VEWALL oo Variable temperature wait time (P) 986
VEE_UNix.... Convert VXR-style text files to UNIX format (M, U) 986
Wirrereeeeeeteesaetesessesesssesesensenas Who is using system (C) 989
Walkup....oocoooererereerennnnne. Walkup automation (M) 989
walkupQ_ runtime..... Macro to Control Study Queue 989
WALEZ o WALTZ decoupling present (P) 991
warmprobe ................. Tells the system a warm probe is present 992
WDS oo Specify action when bs transients accumulate (C) 992
WDS oo When block size (P) 992
= O Counts Words in a String 993
L= T Width of chart in second direction (P) 993
WOIMAX ..eoeovrceereeneneereseeneens Maximum width of chart (P) 993
WCE2MAX «...vreerrerencereaeenens Maximum width of chart in second direction (P) 994
WAORE ....oocvvrerrerrerreren, Specify action when experiment is done (C) 994
WAORNE ....ovvrereererreeereneens Specify action when experiment is done (P) 994
LT CF 7 Specify action when error occurs (C) 995
A= F 2= When error (P) 995
A= T Flag to turn on or off wet solvent suppression ((P) 996
Wetld ..o, Set up parameters for wet H experiment (M) 996
wetdgcosy ....cococevvennee. Set up parameters for a WETDQCOSY pulse sequence (M) 996
WetgCOSY .ot Set up parameters for a WETGCOSY pulse sequence (M) 996
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wetghmgceps................... Set up parameters for a WETGHMAQCPS pulse sequence

(M) 996
wetghsgc....ccovvvereeennn, Set up parameters for a WETGHSQC pulse sequence (M) 997
Wetgmgeosy ...cccovvenrennn. Set up parameters for a WETGHSQC pulse sequence (M) 997
Wetit ., Set up and create pulse shapes for Wet1d experiment (M) 997
Wetnoesy ..., Set up parameters for a WETNOESY pulse sequence (M) 997
wetpeaks......ccoeuvenen. Number of peaks for wet solvent suppression (P) 997
wetpwxcal ................ Set up parameters for a WETPWXCAL pulse sequence (M) 998
wettntocsy............... Set up parameters for a WETTNTOCSY pulse sequence (M) 998
wetshape.........ccoouu..... Shape for pwwet pulses (P) 998
WEXD ...vverrerieeteresssesssansenns Specify action when experiment completes (C) 998
A =P13 < S When experiment completes (P) 999
L Width of FID (P) 999
WEL oo Width of interferogram in 1st indirectly detected dimension
(P) 1000
WE2 e, Width of interferogram in 2nd indirectly detected dimension
(P) 1000
wEgtest ..covrvencvnennn, Waveform generator test (M) 1001
WEE e Weight and Fourier transform 1D data (C) 1001
WEELA o Weight and Fourier transform f, for 2D data (C) 1001
72 2 - s E N Weight and Fourier transform phase-sensitive data (M) 1002
WEE1dac .o, Combine arrayed 2D FID matrices (M) 1002
WEE2d e Weight and Fourier transform 2D data (C) 1002
WEE2da ., Weight and Fourier transform phase-sensitive data (M) 1003
wEt2dac ..o Combine arrayed 2D FID matrices (M) 1003
WEEES e Process f3 dimension during 3D acquisition (M) 1004
Which .o, Display which command or macro is used (M) 1005
WILE et Specify action when nt transients accumulate (C) 1005
WILE et When number of transients (P) 1006
L < Width of plot in directly detected dimension (P) 1006
L7 3 ES Width of plot in 1st indirectly detected dimension (P) 1006
WD2.oieeeeereeereseeeesensesssesnsens Width of plot in 2nd indirectly detected dimension (P) 1006
15 = & L= Write formatted text to a device (C) 1007
writefid.....n Write numeric text file using a FID element (C) 1009
WritedXy .o, Create x,y ascii file from phasefile for JCAMP-DX conversion
(M) 1009
writeparam.............. Write one of more parameters to a file (C) 1010
writespectrum ... write a spectrum to a binary file (C) 1011
writetrace............ Create ascii file from phasefile (f1 or f2) trace (M) 1011
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Create x,y ascii file from phasefile (f1 or f2) trace (M) 1012
Command string executed after rtp command (P) 1012

Send hardware configuration to acquisition console (C) 1013
Conditions when shimming is performed (P) 1013

User-defined weighting in directly detected dimension (P) 1014

User-defined weighting in 1st indirectly detected dimension
(P) 1014

User-defined weighting in 2nd indirectly detected dimension
(P) 1014

Compile user-written weighting functions (M,U) 1015
Interactive weighting (C) 1015

Interactive weighting for 2D absorptive data (M) 1016
Specify when to tune (P) 1017

What to do after ProTune tuning is done (P) 1017

Set plot display or full display (P) 1018

X-zero position of HP pen plotter or Postscript device (P) 1020
X1 shim gradient (P) 1020

X2Y2 shim gradient (P) 1021

X3 shim gradient (P) 1021

X4 shim gradient (P) 1021

Threshold for excluding diagonal peaks when peak picking
(P) 1021

Load time counter (M) 1022

Utility macro for study queue experiment manager (M) 1022
Perform study queue action (M) 1022

Perform study queue action for walkup (M) 1023

Add a required protocol before the main protocol (M) 1023
Check required protocol name (M) 1023

Convert a temporarily stored study into a submitted study
(M) 1023

Copy protocols in a study queue (M) 1024

Delete nodes in a study queue (M) 1024

Enable or disable a parameter panel (M) 1024
End a chained study queue (M) 1024

Get study queue attributes (M) 1024

Set up and process Proton prescans (M) 1025
Initialize an imaging study queue (M) 1025

Move a study queue node up and lock it (M) 1025
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Xxmprescan .............oeeeees

xmreact ...

Make a new study queue node (M) 1025

Find next prescan or next experiment in study queue (M) 1026

Run prescans in study queue (M) 1026

Recover from error conditions during automation study
(M) 1026

Read attributes from a study queue node (M) 1027

Retrieve parameters from a study queue node (M) 1027

Write enterQ entry for a sample for study queue — liquids

(M) 1027

Write enterQ entry for a sample for study queue — imaging

(M) 1027

Processing for Presat experiment (M) 1028

Action when study queue node is selected (M) 1028
Set an attribute for a study queue node (M) 1028
Set an attribute for a study queue node (M) 1028
Show data from a study queue node (M) 1029

Start the night queue (M) 1029

Submit sample(s) to the study queue (M) 1029
Update the study queue time (M) 1029

Check tune parameter during automation (M) 1030

Recover from acquisition error in study queue (M) 1030

Processing macro for end of acquisition in study queue
(M) 1030

Write study queue node attributes (M) 1031
Write study queue node order (M) 1031
Cross-polarization (P) 1031

Set up parameters for XPOLAR1 pulse sequence (M)
XY shim gradient (P) 1032

XZ shim gradient (P) 1032

XZ2 shim gradient (P) 1032

Y-zero position of HP pen plotter or Postscript device (P)
Y1 shim gradient (P) 1033

Y3 shim gradient (P) 1034

Y4 shim gradient (P) 1034

YZ shim gradient (P) 1034

YZ2 shim gradient (P) 1034
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Zorerrre et Add integral reset point at cursor position (C) 1036
Z0 e Z0 field position (P) 1036

ZL e Z1 shim gradient (P) 1036

ZLC e eeenees Z1C shim gradient (P) 1037

Z2 s Z2 shim gradient (P) 1037
Z2C it Z2C shim gradient (P) 1037
Z2H2Y2 e Z2X2Y2 shim gradient (P) 1037
Z233 e Z2X3 shim gradient (P) 1038
b Z2XY shim gradient (P) 1038
Z2Y3 e Z2Y3 shim gradient (P) 1038
Z3 e Z3 shim gradient (P) 1038
Z3Cunrnne s Z3C shim gradient (P) 1038
E3c D Z3X shim gradient (P) 1038
Z3H2Y2 e Z3X2Y2 shim gradient (P) 1039
Z333 e Z3X3 shim gradient (P) 1039
Z3HY e Z3XY shim gradient (P) 1039
3 Z3Y shim gradient (P) 1039
Z3Y3 s Z3Y3 shim gradient (P) 1039
Z4 o Z4 shim gradient (P) 1040
ZAC s Z4C shim gradient (P) 1040
ZAXK e Z4X shim gradient (P) 1040
ZAR2Y2 oo Z4X2Y2 shim gradient (P) 1040
ZAXY o Z4XY shim gradient (P) 1040
ZAY o Z4Y shim gradient (P) 1040

Z5 e Z5 shim gradient (P) 1041

Z53K e Z5X shim gradient (P) 1041
Z5Y e Z5Y shim gradient (P) 1041

Z6 e Z6 shim gradient (P) 1041

oy A Z7 shim gradient (P) 1041

Z8 s Z8 shim gradient (P) 1042
ZEeXONeg .....cceeererrvnnnn. Set all negative intensities of 2D spectra to zero (C)
ZOOM...oonrerrereeererseeerenenens Adjust display to given width (M) 1042
ZH2Y2 oo ZX2Y2 shim gradient (P) 1042
I J ZX3 shim gradient (P) 1042
D S ZXY shim gradient (P) 1043
ZY 3t ZY3 shim gradient (P) 1043
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® Agilent VnmrJ 4 Command and Parameter
Y Reference Guide

o0 @ @ o o - Notational Conventions

o o
° ® o
(] [ )
[
° The Vamrd Command and Parameter Reference describes in
detail the commands, macros, and parameters in VnmrJ
software.

Title line codes

Each entry has a letter in parentheses in the title line that
identifies the type of entry:

© VnmrJ command

(M) VnmrJ macro command (from the maclib directory)
(0)) MAGICAL programming operator

P) VnmrJ parameter

q0)) UNIX command (not executable within VnmrlJ)

(C,U) (M,U) Executable from UNIX or VnmrJ (note that syntax is
different)

Applicability

An entry with applicability information applies only to the
system or accessory listed. If the entry does not include
applicability information, the entry applies to all systems.
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Notational Conventions

Command and macro syntax

Each command and macro entry includes the syntax used
when entering it into the system. The following examples
illustrate this syntax:

halt If no parentheses are shown, enter the
command or macro exactly as shown, e.g.,
enter halt.

delexp (exp_num) If parentheses are shown, enter the command
or macro name as shown, but replace
arguments with a value, e.g., if exp_num is 5,
enter delexp (5).

rttmp (file) Arguments can be a string (e.g., name of file
or solvent), number, variable, or parameter
(e.g., pw),. If a string, enclose it with single
quote marks, e.g., if file is samp02, enter
rttmp ('samp02').
If number, variable, or parameter, do not use
marks.

rl< (frequency) > Angle brackets (< and >) indicate optional
input, e.g., if frequency not needed or the
default value of freguency is acceptable,
enter rl, but if frequency has a value such
as 10, enter r1(10).

md (<from_exp, >to_exp) Arguments can also be optional. Use a comma
to separate arguments, e.g., md (2, 3). Unless
stated otherwise, the order of arguments is
often important.

nll<('pos')> A keyword is frequently used as an argument.
In the syntax, keywords are shown in single
quotes and are entered exactly as shown, e.g.,
to use the optional keyword 'pos' for nll,
enter nll ('pos').

dc2d('£1'|'£2") A vertical bar indicates an OR condition, e.g.,
either 'f1' or 'f2' can be an argument to
dc2d.
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sin(angle)<:n>

z (resetl, reset2, ..

VnmrJ 4 Command and Parameter Reference Guide

)

Notational Conventions

Some commands return values to a calling
macro. This is shown by a colon followed by
one or more variables, e.g., if angle is
variable x and n is variable rt, then

sin(x) :rt returns the value of sin(x) to the
calling macro via the variable rt.

Three dots indicate the sequence of
arguments continues. Unless a limit is given,
you can enter one argument, two, three, or as
many as needed.
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Notational Conventions

Parameter Syntax

Parameter syntax is always in the form
parameter_name=value. If value is a string, enclose it in
single quote marks; otherwise, no marks are used, e.g.,
auto='y', plotter='ThinkJet', spin=5. Note that some
parameters are not user-enterable.

Notational Conventions

Throughout all Agilent NMR manuals, typewriter-1like
characters identify commands, parameters, directories, file
names, and text displayed on the screen.

Because pressing the Return key is required at the end of
almost every command or line of text you type on the
keyboard, assume this use of the Return key unless stated
otherwise.

Other Sources of Information

For further information about an entry, refer to the manual
listed under “See also.” For general coverage on VnmrJ, refer
to the following manuals (each manual is also online):

Vnmrd Administration Guide
Vanmrd Spectroscopy User Guide

Vrnmrd Imaging User Guide
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aa

abort

abortallacgs

abortoff

aborton
abs
AClS-ACl11sS
ACbackup
acct
ACreport
acos

acosy

acosyold

acqg_errors
acgdequeue
acgdisp
acqi
acgmeter
Acgmeter
acgmode

acgreserve

acgstat
Acgstat
acgstatus
acquire
actionid
activestudy
add

addi

addnucleus

Abort acquisition with error (C)

Terminate action of calling macro and all higher
macros (C)

Reset acquisition computer in a drastic situation
(C)

Terminate normal functioning of abort in a macro
(C)

Restore normal functioning of abort in a macro (C)
Find absolute value of a number (C)
Autocalibration macros (M)

Make backup copy of current probe file (M)
Writes records for operator login and logoff (M)
Print copy of probe file after autocalibration (M)
Find arc cosine of number (C)

Automatic analysis of COSY data (C)

Automatic analysis of COSY data, old algorithm
(C)

Acquisition Done and Error Codes

Dequeue an acquisition

Display message on the acquisition status line (C)
Interactive acquisition display process (C)

Open Acgmeter window (M)

Open Acgmeter window (U)
Acquisition mode (P)

Reserve the acquisition console for the current
owner

Open Acquisition Status window (M)

Open Acquisition Status window (U)
Acquisition status (P)

Acquire data (M)

Current study queue node id (P)

Active study name (P)

Add current FID to add/subtract experiment (C)
Start interactive add/subtract mode (C)

Add new nucleus to existing probe file (M)
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addpar

addparams
addprobe
adept

aexppl

ai

aig

aipDisplay
aipLoadSpec
aipMakeMaps
aipOverlayFrames
aippars
aipRemoveSpec
aipRQcommand
aipSaveColormap
aipSetColormap
aipSetTransparency
aipShow3PCursors
aipShowCSIData
aipShowSpec

aipViewLayers
alfa

alock

ampmode
amptype
analyz
analyze

annotation

ap

ap

apa

aph
aphO0
aphb
aphx
appdir
appdirs
appmode

Add selected parameters to current experiment
(M)

Add parameter to current probe file (M)
Create new probe directory and probe file (M)
Automatic DEPT analysis and spectrum editing
(C)

Automatic plot of spectral expansion (M)
Select absolute-intensity mode (C)
Absolute-intensity group (P)

Display images (C)

Load fdf spectra (C)

Make csi map (C)

Overlay images in selected frames (C)

Create parameters for imaging browser (M)
Remove all or specified spectral data (C)
Load and display images (C)

Save color map for selected images (C)

Load color map for selected images (C)

Set transparency for images or text (C)

Turn on/off cursors for 3-plane extraction (C)
Display CSI spectral data in grid layout (C)
Display spectra specified by key(s), in specified
layout (C)

Get information for overlaid images (C)

Set alfa delay before acquisition (P)
Automatic lock control (P)
Independent control of amplifier mode (P)
Amplifier type (P)

Calculate standard peak height (M)
Generalized curve fitting (C)

Display annotation specified by the parameter
"template" or the default.

Print out “all” parameters (C)

“All" parameters display control (P)

Plot parameters automatically (M)
Automatic phase adjustment of spectra (C)
Automatic phase of zero-order term (C)
Auto phasing for Bruker data (C)

Perform optimized automatic phasing (M)
Application directory information

Starts Applications Directory Editor (M)
Application mode (P)
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apptype

Apt

aptaph
array

array
arraydim
array2csv
array2string
array2strsv
asin

asize
assign

at

atan

atan2

atcmd

atext
attval
atune

au

AuCALch3i
AuCALch3il
AuCALch3oh
AuCALch3ohl
Aucalibz0
AuCdec
AuCgrad

AuCobs
audiofilter
Aufindz0
Augcal
Augmap
Augmapz0

AuHdec
AuHobs
Aumakegmap
AuNuc

auto

auto
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Application type (P)

Set up parameters for APT experiment (M)
Automatic processing for APT spectra (M)

Easy entry of linearly spaced array values (M)
Parameter order and precedence (P)

Dimension of experiment (P)

Formats Array into Comma Separate Variable
Formats Array into String

Formats Array into String Separated Variable
Find arc sine of number (C)

Make plot resolution along f; and f, the same (M)
Assign transitions to experimental lines (M)
Acquisition time (P)

Find arc tangent of a number (C)

Find arc tangent of two numbers (C)

Call a macro at a specified time (M)

Append string to current experiment text file (M)
Calculate pulse width (M)

ProTune Present (P)

Submit experiment to acquisition and process
data (M)

Set up autocalibration with CH3I sample (M)
Get autocalibration with CHsl sample (M)

Set up autocalibration with Autotest sample (M)
Get autocalibration with Autotest sample (M)
Automatic Hz to DAC calibration for Z0 (M)
Carbon decoupler calibration macro (M)
Carbon/proton gradient ratio calibration macro
(M)

Carbon observe calibration macro (M)

Audio filter board type (P)

Automatic adjustment of Z0 (M)

Probe gcal calibration macro (M)

Automated gradient map generation (M)

Automatic lock gradient map generation and z0
calibration (M)

Proton decoupler calibration (M)
Proton observe calibration macro (M)
Auto lock gradient map generation (M)
Get parameters for a given nucleus (M)
Prepare for an automation run (C)
Automation mode active (P)
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auto_au
autoaa
Autobackup
autodept
autodir
autogo
autolist
automerge
Automkdir
autoname
autoname
autoqg
autora
autosa

autoscale

autostack

autotest
autotime

av

avl

av2

averag

awc

awcl

awc?2

axis

axis

axisf

Controlling macro for automation (M)
Abort an automation run with no error
Back up current probe file (M)

Automated complete analysis of DEPT data (M)
Automation directory absolute path (P)
Start automation run (C)

Set up and start chained acquisition (M)
Merges overniteQ with daytimeQ

Creates Data Directory from Template
Create path for data storage (C)

Prefix for automation data file (P)

Utility commands for the automation queue
Resume suspended automation run (C)
Suspend current automation run (C)

Resume autoscaling after limits set by scalelimits
macro (M)

Automatic stacking for processing and plotting
arrays (M)

Open Auto Test Window (C)
Displays approximate time for automation (M)

Set abs. value mode in directly detected
dimension (C)

Set abs. value mode in 1st indirectly detected
dimension (C)

Set abs. value mode in 2nd indirectly detected
dimension (C)

Calculate average and standard deviation of input
(C)

Additive weighting const. in directly detected
dimension (P)

Additive weighting const. in st indirectly
detected dimension (P)

Additive weighting const. in 2nd indirectly
detected dimension (P)

Provide axis labels and scaling factors (C)
Axis label for displays and plots (P)
Axis label for FID displays and plots (P)

Abort acquisition with error (C)
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Description

See also

Related

abort

Syntax

Description

See also
Related
abortallacgs
Syntax

Description

See also

Aborts an experiment that has been submitted to acquisition. If the
experiment is active, it is aborted immediately, all data is discarded,
and the experiment is interpreted as an error. Any data collected from
an earlier block size transfer is retained. If any werr processing is
defined, that processing occurs, followed by any queued experiments.
The 1ogin name, and the FID directory path in £ile are used as keys
to find the proper experiment to abort.

In some circumstances, there is a delay between the time go is entered
and the acquisition is started. During this time, instructions based on
the selected pulse sequence are being generated. This is signified by
the letters “PSG” appearing in the upper left corner of the status
window. An aa command issued under these circumstances reports
that no acquisition is active but it instead stops the instruction
generation process and the message “PSG aborted” appears.

NMR Spectroscopy User Guide

file File name of a parameter set (P)

go Submit experiment to acquisition (C)
halt Abort acquisition with no error (C)
werr Specify action when error occurs (C)
werr When error (P)

Terminate action of calling macro and all higher macros

(C)

abort

Terminates the action of the calling macro and all higher levels of
nested macros. abort is used only in macros and not entered from
the keyboard. It generates an error condition, which is the reason why
the calling macro and any parent (nested) macros above will also be
aborted. To exit from the execution of a macro without generating an
error, use return.

Vanmrd User Programming
abortoff Terminate normal functioning of abort in a macro (C)

aborton  Restore normal functioning of abort in a macro (C)
return Terminate execution of a macro (C)

Reset acquisition computer in a drastic situation (C)

abortallacgs

Reboots the acquisition system from the host computer. Wait at least
30 seconds before attempting new acquisitions.

NMR Spectroscopy User Guide
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abortoff

Syntax
Description

See also

Related

aborton

Syntax
Description

See also

Related

abs

Syntax

Description

Arguments

Examples

See also

ACls-ACl1s

Syntax

Terminate normal functioning of abort in a macro (C)

abortoff

Changes the action of an abort command in a macro. Normally, abort
(or any command aborting with an error condition) terminates the
action of the calling macro and all higher levels of nested macros;
however if the abortoff command is executed prior to a macro
containing the abort command, only the macro containing abort
terminates and execution continues to the next macro. The operation
of the abortoff command is nullified by the aborton command.
abortoff is used only in macros and not entered from the keyboard.

Vamrd User Programming

Terminate action of calling macro and all higher macros (C)
Restore normal functioning of abort in a macro (C)

abort
aborton

Restore normal functioning of abort in a macro (C)

aborton

Nullifies the operation of a abortoff command and restores the
normal functioning of the abort command. aborton is used only in
macros and not entered from the keyboard.

Vanmrd User Programming

abortoff Terminate normal functioning of abort in a macro (C)

Find absolute value of a number (C)

abs (number) <:value>

Finds the absolute value of a number. Absolute value is a nonnegative
number equal in numerical value to the given number (e.g., abs (-6.5)
is 6.5).

number is the given real number.

value is the return value with the absolute value of the given number.
The default is to display the value in the status window.

abs (-25)
abs (n) :abs_val

Vanmrd User Programming

Autocalibration macros (M)

ACnS, where n is a number from 1 to 11.
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Description

See also

ACbackup

Syntax
Description

See also

Related

acct

Applicability
Syntax

Description

See also

Related

ACreport

Syntax

Description

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

Performs automatic system calibration. When finished with the
calibration routines, the current probe file is updated. If the probe is
new to the system (i.e., all values in the probe file are zero), system
power levels are determined followed by calibration. If power levels are
listed in the current probe file, these values are used. The macro AC1S
determines 'H pw90, AC5S begins B¢ calibration, including decoupler
power calibrations. AC10S performs g calibration, and AC11S
performs 31p calibration.

NMR Spectroscopy User Guide

Make backup copy of current probe file (M)

ACbackup

Called by the autocalibration macros AC1S-AC11S to back up the
probe file after calibration ends. This macro is not usually called by
the user.

NMR Spectroscopy User Guide
AC1S-AC11S Autocalibration macros (M)

Writes records for operator login and logoff (M)

VnmrJ
acct('start'|'done')

acct writes operator login and logoff records to the system
adm/tmp/macrorecords. txt file used by the accounting package.

Vumrd Installation and Administration manual

operator name (P)
Sets work space and parameters for the operator

(M)

vnmr_accounting Open Accounting window (U)

operator
operatorlogin

Print copy of probe file after autocalibration (M)

ACreport

Called by the autocalibration macros AC1S-AC11S to print a copy of
the probe file before beginning a new autocalibration run.

NMR Spectroscopy User Guide
AC1S-AC11S Autocalibration macros (M)
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acos

Syntax
Description

Arguments

Examples

See also

Related

acosy

Syntax

Description

See also

Related

acosyold

Syntax
Description

See also

Related

Find arc cosine of number (C)

acos (value)<:n>
Finds the arc cosine (also called the inverse cosine) of a number.
value is a number in the range of +1.0 to +1.0.

n is a return argument giving the arc cosine, in radians, of value. The
default is to display the arc cosine value in the status window.

acos(.5)
acos (value) :acos_val

VnmrJd User Programming

sin Find sine value of an angle (C)

Automatic analysis of COSY data (C)

acosy

Automatically analyzes a 2D COSY data set with fn=fnl and sw=swl.
In this algorithm, a fuzzy pattern recognition technique is used to
detect peaks and cluster the cross peaks into groups. Symmetry
measures and chemical shifts for all cross peaks are calculated.
Connectivities and the correlation table are displayed on the computer
screen. This method is less sensitive to the threshold and rejects most
artifacts in the peak list.

NMR Spectroscopy User Guide
acosyold Automatic analysis of COSY data (C)

fn Fourier number in 1st indirectly detected dimension (P)
fnl Fourier number in directly detected dimension (P)
1124 Automatic and interactive 2D peak picking (C)

sw Spectral width in directly detected dimension (P)

swl Spectral width in 1st indirectly detected dimension (P)

Automatic analysis of COSY data, old algorithm (C)

acosyold
Analyzes COSY data using an old algorithm.
NMR Spectroscopy User Guide

acosy Automatic analysis of COSY data (C)

fn Fourier number in 1st indirectly detected dimension
®)

fnl Fourier number in directly detected dimension (P)

1124 Automatic and interactive 2D peak picking (C)
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SW Spectral width in directly detected dimension (P)
swl Spectral width in 1st indirectly detected dimension (P)

acqg _errors Acquisition Done and Error Codes

Applicability VnmrJ 3.1

Description Whenever wbs, wnt, wexp, or werr processing occurs, the
acquisition condition which initiated that processing is available from
the parameter acgstatus. This acquisition condition is represented by
two numbers, a "done" code and an "error" code. The done code is
set in acgstatus[1] and the error code is set in acgstatus[2].
Macros may take different action depending on the acquisition
condition. The done codes and error codes are listed below. As an
example, a

werr macro could specify special processing if the maximum number
of transients of accumulated. The appropriate test in the macro would
be:
if (acgstatus([2] = 200) then

"do special processing, e.g. dp='y' au"
endif
The acquisition error messages printed by Vnmr may be modified by
creating an "acgerrmsgs" file with substitute messages. Each line in
the file contains an error code followed by the text of the desired
message. Error codes that do not occur in the acgerrmsgs file will
continue to produce the standard messages. Vnmr first searches for
the acgerrmsgs file in the user's "Svnmruser/templates" directory;
if the file is not there Vnmr looks the the system directory
"Svnmrsystem/user_templates". Entries are taken only from one
file or the other, their contents are not "merged". A typical entry in
the file would be:

301Can't spin the spinner

Error codes marked with an asterisk (*) are not used on Mercury and
GEMINI 2000

Done Codes:
11. FID Complete.
12. Block Size Complete. (error code indicates BS # completed)
13. Soft Error.
14. Warning.
15. Hard Error.
16. Experiment Aborted.

17. Setup Completed. (error code indicates type of setup
completed)

101. Experiment Complete.
102. Experiment Started.
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Error codes:
Note: WARNINGS - Experiment acquisition continues.
SOFTERRORS - Experiment acquisition is stopped.

WARNINGS:

101. Low Noise Signal.

102. High Noise Signal.

103. ADC overflow occurred.

104. Receiver overflow occurred.*
SOFTERROR:

200. Maximum Transient Completed for Single Precision Data.
WARNINGS or SOFTERRORS: (User selectable)

201. Lost Lock during experiment. (LOCKLOST)
Spinner Errors:

301. Sample failing to spin after three attempts of repositioning.

(BUMPFAIL)

302. Spinner did not regulate in the allowed time period.
(RSPINFAIL)*

303. Spinner went out of regulation during the experiment.
(SPINOUT)*

395. Unknown Spinner device specified. (SPINUNKNOWN)*
396. Spinner device is not powered up. (SPINNOPOWER)*

397. RS232 Cable not connected between console and Spinner
device.

(SPINRS232)*
398. Spinner does not acknowledge commands. (SPINTIMEOUT)*
VT Errors:
400. VT did not regulate in the given time 'vttime' after being set.
401. VT went out of regulation during the experiment. (VTOUT)

402. VT is in manual mode after the automatic command given.
(see oxford manual)*

403. VT Safety Sensor has reached limit. (see oxford manual)*
404. VT can not turn on cooling gas. (see oxford manual)*
405. VT main sensor on bottom limit. (see oxford manual)*
406. VT main sensor on top limit. (see oxford manual)*

407. VT sc/ss error. (see oxford manual)*

408. VT oc/ss error. (see oxford manual)*

495. Unknown VT device specified. (VTUNKNOWN)*

496. VT device is not powered up. (VINOPOWER)*
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497. RS232 Cable not connected between console and VT device.
(VTRS232)*

498.

VT does not acknowledge commands. (VITIMEOUT)

SOFTERROR:

Sample Changer Errors:

501.
502.
503.

Sample changer has no sample to retrieve.
Sample changer arm unable to move up during retrieve.

Sample changer arm unable to move down during retrieve.

504. Sample changer arm unable to move sideways during retrieve.

505.
506.
507.
508.
509.
510.
511.
512.
513.
514.
515.
525.
526.
527.
528.
529.
530.
531.
532.
533.
534.
535.
593.
594.
595.
596.
597.
598.
Shimming
601.

Invalid sample number during retrieve.

Invalid temperature during retrieve.

Gripper abort during retrieve.

Sample out of range during automatic retrieve.
Illegal command character during retrieve.*

Robot arm failed to find home position during retrieve.*
Sample tray size is not consistent.*

Sample changer power failure during retrieve.*
Illegal sample changer command during retrieve.*
Gripper failed to open during retrieve.*

Air supply to sample changer failed during retrieve.*
Tried to insert invalid sample number.*

Invalid temperature during sample changer insert.*
Gripper abort during insert.*

Sample out of range during automatic insert.

Illegal command character during insert.*

Robot arm failed to find home position during insert.*
Sample tray size is not consistent.*

Sample changer power failure during insert.*

Illegal sample changer command during insert.*
Gripper failed to open during insert.*

Air supply to sample changer failed during insert.*
Failed to remove sample from the magnet.*

Sample failed to spin after automatic insert.

Sample failed to insert properly.

Sample changer not turned on.

Sample changer not connected to RS-232 interface.
Sample changer not responding.*

Errors:

Shimming User Aborted.*
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602. Lost Lock while Shimming.*

604. Lock Saturation while Shimming.*

608. A Shim Coil DAC limit hit while Shimming.*
Auto- Lock Errors:

701. User Aborted.(ALKABORT)*

702. Auto Lock Failure in finding resonance of sample.
(ALKRESFATIL)

703. Auto Lock Failure in lock power adjustment.
(ALKPOWERFAIL)*

704. Auto Lock Failure in lock phase adjustment. (ALKPHASFATIL)*
705. Auto Lock Failure, lock lost in finial gain adjustment.
(ALKGAINFAIL)*
Auto- Gain Errors:
801. Auto- Gain failure, gain driven to zero, reduce pulse width
(pw).
(AGAINFAIL)
HARDERRORS:
901. Incorrect PSG version for Acquisition.

902. Sum-to- Memory Error, Number of points acquired not equal
to np.

903. Fifo Underflow Error. (A delay too small?). *
904. Requested number of data points (np) to acquire is too large
for acquisition.*
905. Acquisition Bus Trap (Experiment maybe lost). *
SCSI Errors
1001. Recoverable SCSI read transfer from Console Occurred. *
1002. Recoverable SCSI write transfer from Console Occurred. *
1003. Unrecoverable SCSI read transfer Error. *
1004. Unrecoverable SCSI write transfer Error. *
Host disk errors

1101. Error opening disk file. (most likely a Unix premission
problem.)*

1102. Error on closing disk file.*
1103. Error on reading from disk file.*
1104. Error on writing to disk file.*
RF Monitor errors (only on Inova systems with RF monitor)
1400. An RF monitor trip occurred but the error status is OK
1401. Reserved RF monitor trip A occurred
1402. Reserved RF monitor trip B occurred

1404. Excessive reflected power at quad hybrid
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1405. STOP button pressed at operator station

1406. Power for RF Monitor board (RFM) failed

1407. Attenuator control or readback failed

1408. Quad reflected power monitor bypassed (Warning)

1409. Power supply monitor for RF Monitor board (RFM) bypassed
(Warning)

1410. Ran out of memory to report RF monitor errors

1411. No communication with RF monitor system

1421. Reserved RF monitor trip Al occurred on observe channel
1422. Reserved RF monitor trip B1 occurred on observe channel
1423. Reserved RF monitor trip C1 occurred on observe channel

1424. RF Monitor board (PALI/TUSUPI) missing on observe
channel

1425. Excessive reflected power on observe channel
1426. RF amplifier gating disconnected on observe channel
1427. Excessive power detected by PALI on observe channel

1428. RF Monitor system (TUSUPI) heartbeat stopped on observe
channel

1429. Power supply for PALI/TUSUPI failed on observe channel

1430. PALI asserted REQ_ERROR on observe channel (should
never occur)

1431. Excessive power detected by TUSUPI on observe channel
1432. RF power amp: overdrive on observe channel
1433. RF power amp: excessive pulse width on observe channel

1434. RF power amp: maximum duty cycle exceeded on observe
channel

1435. RF power amp: overheated on observe channel
1436. RF power amp: power supply failed on observe channel
1437. RF power monitoring disabled on observe channel (Warning)

1438. Reflected power monitoring disabled on observe channel
(Warning)

1439. RF power amp monitoring disabled on observe channel
(Warning)

1461. Reserved RF monitor trip A2 occurred on decouple channel
1462. Reserved RF monitor trip B2 occurred on decouple channel
1463. Reserved RF monitor trip C2 occurred on decouple channel

1464. RF Monitor board (PALI/TUSUPI) missing on decouple
channel

1465. Excessive reflected power on decouple channel
1466. RF amplifier gating disconnected on decouple channel

1467. Excessive power detected by PALI on decouple channel
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acgdequeue
Syntax

Applicability
Description

Arguments

acqgdisp

Syntax

1468. RF Monitor system (TUSUPI) heartbeat stopped on decouple
channel

1469. Power supply for PALI/TUSUPI failed on decouple channel

1470. PALI asserted REQ_ERROR on decouple channel (should
never occur)

1471. Excessive power detected by TUSUPI on decouple channel
1472. RF power amp: overdrive on decouple channel
1473. RF power amp: excessive pulse width on decouple channel

1474. RF power amp: maximum duty cycle exceeded on decouple
channel

1475. RF power amp: overheated on decouple channel
1476. RF power amp: power supply failed on decouple channel

1477. RF power monitoring disabled on decouple channel
(Warning)

1478. Reflected power monitoring disabled on decouple channel
(Warning)

1479. RF power amp monitoring disabled on decouple channel
(Warning)

Dequeue an acquisition

acgdequeue<: Sret> - dequeue acquisition from current experiment
acgdequeue< ('go_id')><:Sret> - dequeue an acquisition
VnmrdJ 3.1

When a go, ga, or au command is issued, instructions are sent to the
acquisition system to run that experiment. If another experiment is
already running, the request is queued. When the prior experiment
finishes, the queued acquisition will start. The acgqdequeue command
will remove an experiment from this queue. The acgdequeue
command will not stop an experiment that is already started. An
optional return argument will be set to 1 if the experiment is
successfully dequeued; otherwise it will be set to 0.

When a go, ga, or au command is issued, a unique identifier is added
to the parameter set, in the processed tree. This parameter is named
'go_id'. This parameter can be used as an argument for the
acagdequeue command. If no argument is given, the value of this
parameter in the current experiment's processed tree is used.

Display message on the acquisition status line (C)

acgdisp (message)
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acqi

Description

Arguments
See also

Syntax

Description

Arguments

Displays the message specified on the acquisition status line. acgdisp
is used primarily by the acquisition process to update the screen.

message is a text string, up to 8 characters long.
NMR Spectroscopy User Guide

Interactive acquisition display process (C)

acgi<('par'|'disconnect'|'exit'|'standby')><:$ret>
Opens the Acquisition window for interactive locking and shimming on
the lock signal, FID, or spectrum. When using a spectrometer, acgi
normally automatically starts. On all systems, if the console has been
recently rebooted, enter su before running acqgi.

If acgi is connected to the console and you start an acquisition
(su/go/au), acgi automatically disconnects.

The pulse sequence and parameter set for the FID/spectrum display
can be selected by entering gf. Note that if clicking the FID button in
acqgi causes acgi to “disconnect,” the common cause is that gf had
not been executed.

The FID display is controlled by the parameters 1sfid, phfid, and
dmgf. These display parameters are automatically sent to acgi when
acqi is first invoked. These parameters may subsequently be changed
and sent again to acgi with the command acqgi ('par'). If phfid is
not set to “Not Used” for the FID display in acqgi, a slide control will
be available in acgi for the interactive adjustment of the phfid
parameter. The slide will be in the IPA set of adjustments. If the
parameter dmgf exists and is set to 'av', the FID display in acgi
displays the square root of the sum of the squares of the real and
imaginary channels.

The spectrum display is controlled by parameters sp, wp, dmg, rp,
lp, rfl, rfp, vs, vp, sw, and fn. These parameters are
automatically sent to acqgi when acqgi is first invoked. These
parameters can subsequently be changed and sent again to acgi with
the command acqgi ('par'). The preparation macro gf also calls
acqi ('par'), thereby causing these parameters to be sent to acqgi.
If fn is greater than 64K, it is lowered to 64K.

A convenient method of setting these parameters is to acquire a
spectrum with go, then ft and adjust the display with the ds
command options. Once the display is set the way you want, enter gf.
The same display should then appear when the spectrum display is
selected from acgi. Note that weighting parameters are not used in
the acqi spectrum display.

The manual NMR Spectroscopy User Guide has a step-by-step
description of using acqgi.

'par' causes the current values of parameters 1sfid, phfid,
dmgf, sp, wp, dmg, rp, lp, rfl, rfp, vs, sw, and fn to be
sent to acqgi.
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Examples

See also

Related

acgmeter

Syntax

'disconnect' causes acgi to be disconnected. Clicking the Close
button in acqi is equivalent, and puts acgi in the standby mode. Lock
parameters, the spin parameter, and the shim values are sent back to
the current experiment when acgi is “disconnected.” If the experiment
has the 1oad parameter set to 'y', then the shim values are not
delivered to the experiment.

'exit' causes an exit from acgi. Clicking the exit button in the
Acquisition window is equivalent.

Sret is a return value with the success or failure of running acqi.
The default is a warning displayed in the status window if acqgi fails.
'standby' starts acgi and puts it into the standby mode.

acgi

acqgi('par')

acgi ('disconnect')

acgi('exit")

acqgi:sok

NMR Spectroscopy User Guide

Acgstat Bring up the acquisition status display (U)

dmg Display mode in directly detected dimension (P)

dmgf Absolute-value display of FID data or spectrum in acgi
P)

ds Display a spectrum (C)

fn Fourier number in directly detected dimension (P)

ft Fourier transform 1D data (C)

gf Prepare parameters for FID/spectrum display in acgi
(M)

go Submit an experiment to acquisition (C)

load Load status of displayed shims (P)

lkof Track changes in lock frequency (P)

1p First- order phase in directly detected dimension (P)

lsfid Number of complex points to left-shift the np FID (P)
phfid Zero-order phasing constant for np FID (P)

rfl Ref. peak position in 1st indirectly detected dimension
P)

rfp Ref. peak frequency in directly detected dimension (P)

rp Zero-order phase in directly detected dimension (P)

sp Start of plot in directly detected dimension (P)

spin Sample spin rate (P)

sw Spectral width in directly detected dimension (P)

vp Vertical position of the spectrum (P)

vs Vertical scale (P)

wp Width of plot in directly detected dimension (P)

Open Acqmeter window (M)

acgmeter< (remote_system) >
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Description Opens the Acqmeter window and shows a time line of lock level,
temperature (VT), and/or spinner speed. When first opened, only lock
level is displayed. By clicking anywhere in the lock level window with
the right mouse button, a menu pops up with choices to close the lock
level window, show a temperature (VT) window, show a spinner
window, open a properties window, or close the Acqgmeter window.
Click on the choice desired in the menu with either the left or right
mouse button. In the properties window, the host, font, color, and
graphical mode can be changed. Continue to click in any Acqmeter
window with the right mouse button to open the menu and then open
or close windows, or close the Acqmeter window, as desired.

Arguments remote_system is the host name of a remote machine on the same
network. The default is the local machine. To activate the remote
feature, the local and remote machines must be on the same Ethernet
LAN (local area network) and the local machine must be able to get
the Internet address of the remote machine (usually in the
/etc/hosts file).

Examples acgmeter
acgmeter ( 'nmr500")

See also NMR Spectroscopy User Guide

Related acqgi Interactive acquisition display (C)
Acgmeter Open Acqgmeter window (U)

Acgmeter Open Acqmeter window (U)

Syntax Acgmeter <remote_system> <-f file> <&>

Description Opens the Acqmeter window and shows a time line of lock level,
temperature (VT), and/or spinner speed. When first opened, only lock
level is displayed. By clicking anywhere in the lock level window with
the right mouse button, a menu pops up with choices to close the lock
level window, show a temperature (VT) window, show a spinner
window, open a properties window, or close the Acqmeter window.
Click on the choice desired in the menu with either the left or right
mouse button. In the properties window, the host, font, color, and
graphical mode can be changed. Continue to click in any Acqmeter
window with the right mouse button to open the menu and then open
or close windows, or close the Acqmeter window, as desired.

Arguments remote_system is the host name of a remote machine on the same
network. The default is the local machine. To activate the remote
feature, the local and remote machines must be on the same Ethernet
LAN (local area network) and the local machine must be able to get
the Internet address of the remote machine (usually in the
/etc/hosts file).

-f file is the name of a template file in the directory
Svnmruser/vnmrsys/templates/acgstat used to set the attributes
of the Acqmeter window when it opens. This allows customizing the
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Examples

See also

Related

acgmode

Description

Values

See also

acgreserve

Syntax
Applicability
Description

Acgmeter window for different users and experiments. The default
name of the file is default.

& (ampersand) character added to the command makes Acgmeter into
a background process. For example, if “lab” is the remote machine host
name, entering the command Acgmeter lab & displays the acquisition
status of the “lab” remote machine as a background process. To
activate the remote feature, the local and remote machines must be on
the same Ethernet LAN (local area network) and the local machine
must be able to get the Internet address of the remote machine (usually
in the /etc/hosts file).

Acgmeter &
Acgmeter nmr400 &
Acgmeter gem300 -f inovab500.lisa &

NMR Spectroscopy User Guide

acqgi Interactive acquisition display (C)
acgmeter Open Acqgmeter window (M)

Acquisition mode (P)

A global parameter specifying the normal acquisition mode for
acquiring, locking, fid shimming, and prescan in VnmrJ.

"' (empty string) normal acquisition

'lock' lock acquisition

'fidscan' fid shimming acquisition

'prescan' prescan acquisition

Vamrd Imaging, User Guide, NMR Spectroscopy User Guide

Reserve the acquisition console for the current owner

acgreserve
VnmrdJ 3.1

acgreserve controls reservation of the NMR acquisition console,
allowing a user sole access. It reserves the console for the current user,
as specified by the owner parameter. This user / owner will have access
to the acquisition commands to acquire data, lock, shim, set
temperature, etc. If the console is reserved, any VnmrJ session with a
different user / owner will be forced into a datastation mode. Access
to acquisition related commands and acquisition related panels will be
prevented in this datastation mode.

By default, a console reservation will be removed when the user /
owner exits from the current VnmrJ session. Using the
acgreserve('on',/noAutoOff") option causes the reservation to remain
intact, even after the user / owner exits. For example, they will
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maintain the console reservation while they travel and start a new
session at a remote site. If they do not exit from the first VnmrJ
session and start a second session somewhere else, that second session
will share the reservation. The reservation does not need to be turned
off from the VnmrJ that started it. The capitalization in the second
argument is ignored. The argument 'noautooff' also works. The
invocation acgreserve ('autooff') is used when the user exits.
This will turn off the reservation, as long as it was not turned on with
the 'noAutoOff' option.

A force option will turn the reservation on or off, even if the current
user / owner is not the one that made the original reservation. A
record will be kept of forced reservation events.

If acgreserve is never used, or after acqgreserve ('off') is issued,
access to the console will be available on a first come first served basis.
As soon as the console becomes "Idle", any user not in datastation
mode will be able to access it.

Arguments acgreserve takes up to three optional arguments. The first argument
is 'on', 'off', or 'autooff'. If no argument is given, the default is 'on'.
acgreserve ('on') makes the reservation. acgreserve('off')
removes the reservation. acgreserve('autooff') is described
below. The other optional arguments are noAutoOff' and 'force'.
They can be provided in either order, following the 'on', 'off', or
'autooff' argument.

acgstat Open Acquisition Status window (M)

Syntax acgstat<(remote_system)>

Description Opens the Acquisition Status window, which displays acquisition
information such as the current acquisition task, experiment number,
spinner status, and temperature status. When the host computer is
attached to a spectrometer, this window should open automatically
when VnmrJ is started. In the properties window, the host, font, color,
and graphical mode can be changed. For a complete description of
these windows, refer to the manual NMR Spectroscopy User Guide.

Arguments remote_system is the host name of a remote machine on the same
network. The default is the local machine. To activate the remote
feature, the local and remote machines must be on the same Ethernet
LAN (local area network) and the local machine must be able to get
the Internet address of the remote machine (usually in the
/etc/hosts file).

Examples acgstat
acgstat ('u500"')

See also NMR Spectroscopy User Guide

Related Acgstat Open the Acquisition Status window (U)
showstat Display information about status of acquisition
(GU)
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Acgstat

Syntax
Description

Arguments

Examples

See also

Related

acgstatus

Description

Open Acquisition Status window (U)

Acgstat <remote_system> <-f file> <&>

Opens the Acquisition Status window, which displays acquisition
information such as the current acquisition task, experiment number,
spinner status, and temperature status. When the host computer is
attached to a spectrometer, this window should open automatically
when VnmrJ is started. In the properties window, the host, font, color,
and graphical mode can be changed. For a complete description of
these windows, refer to the manual NMR Spectroscopy User Guide.

remote_system is the host name of a remote machine on the same
network. The default is the local machine. To activate the remote
feature, the local and remote machines must be on the same Ethernet
LAN (local area network) and the local machine must be able to get
the Internet address of the remote machine (usually in the
/etc/hosts file).

-f file is the name of a template file in the directory
Svnmruser/vnmrsys/templates/acgstat used to set the attributes
of the Acquisition Status window when it opens. This allows
customizing the Acquisition Status window for different users and
experiments. The default name of the file is default.

& (ampersand) character added to the command makes Acgstat into
a background process. For example, if “lab” is the remote machine host
name, entering the command Acgstat lab & displays the acquisition
status of the “lab” remote machine as a background process. To
activate the remote feature, the local and remote machines must be on
the same Ethernet LAN (local area network) and the local machine
must be able to get the Internet address of the remote machine (usually
in the /etc/hosts file).

Acgstat &
Acgstat nmr400 &
Acgstat gem300 -f inovab500.lisa &

NMR Spectroscopy User Guide

Acgstat Open the Acquisition Status window (U)
showstat Display information about status of acquisition
(C,U)

Acquisition status (P)

Whenever wbs, wnt, wexp, or werr processing occurs, the acquisition
condition that initiated that processing is available from the parameter
acgstatus. This acquisition condition is represented by two numbers,
a “done” code and an “error” code. The done code is set in
acgstatus[1] and the error code is set in acgstatus[2]. Macros
can take different actions depending on the acquisition condition.
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The done codes and error codes are listed below and in the file
acg_errors in /vnmr/manual. For example, a werr macro could
specify special processing if the maximum number of transients is
accumulated. The appropriate test in the macro would be:

if (acgstatus([2] = 200) then
“do special processing, e.g. dp='y' au”
endif

Done codes:

11. FID complete

12. Block size complete (error code indicates bs number completed)
13. Soft error

14. Warning

15. Hard error

16. Experiment aborted

17. Setup completed (error code indicates type of setup completed)
101. Experiment complete

102. Experiment started

Error codes:

Warnings

101. Low-noise signal

102. High-noise signal

103. ADC overflow occurred
104. Receiver overflow occurred*

Soft errors
200. Maximum transient completed for single-precision data
201. Lost lock during experiment (LOCKLOST)

300. Spinner errors:

301. Sample fails to spin after three attempts at repositioning

302. Spinner did not regulate in the allowed time period (RSPINFAIL)*
303. Spinner went out of regulation during the experiment (SPINOUT)*
395. Unknown spinner device specified (SPINUNKNOWN)*

396. Spinner device is not powered up (SPINNOPOWER)*

397. RS-232 cable not connected from console to spinner (SPINRS232)*
398. Spinner does not acknowledge commands (SPINTIMEOUT)*

400. VT (variable temperature) errors:

400. VT did not regulate in the given time vttime after being set
401. VT went out of regulation during the experiment (VTOUT)
402. VT in manual mode after automatic command (see Oxford
manual)*

403. VT safety sensor has reached limit (see Oxford manual)*

404. VT cannot turn on cooling gas (see Oxford manual)*

405. VT main sensor on bottom limit (see Oxford manual)*

406. VT main sensor on top limit (see Oxford manual)*

407. VT sc/ss error (see Oxford manual)*

408. VT oc/ss error (see Oxford manual)*

495. Unknown VT device specified (VTUNKNOWN)*

496. VT device not powered up (VINOPOWER)*

497. RS-232 cable not connected between console and VT (VTRS232)*
498. VT does not acknowledge commands (VITIMEOUT)
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500.
501.
502.
503.
504.
505.
506.
507.
508.
509.
510.
511.
512.
513.
514.
515.
525.
526.
527.
528.
529.
530.
531.
532.
533.
534.
535.
593.
594.
595.
596.
597.
598.

600.
601.
602.
604.
608.

700.
701.
702.
703.
704.
705.

Sample changer errors:

Sample changer has no sample to retrieve

Sample changer arm unable to move up during retrieve
Sample changer arm unable to move down during retrieve
Sample changer arm unable to move sideways during retrieve
Invalid sample number during retrieve

Invalid temperature during retrieve

Gripper abort during retrieve

Sample out of range during automatic retrieve

Illegal command character during retrieve*

Robot arm failed to find home position during retrieve*
Sample tray size is not consistent*

Sample changer power failure during retrieve*

Illegal sample changer command during retrieve*
Gripper failed to open during retrieve*

Air supply to sample changer failed during retrieve*
Tried to insert invalid sample number*

Invalid temperature during sample changer insert*
Gripper abort during insert*

Sample out of range during automatic insert

Illegal command character during insert*

Robot arm failed to find home position during insert*
Sample tray size is not consistent*

Sample changer power failure during insert*

Illegal sample changer command during insert*

Gripper failed to open during insert*

Air supply to sample changer failed during insert*
Failed to remove sample from magnet*

Sample failed to spin after automatic insert

Sample failed to insert properly

Sample changer not turned on

Sample changer not connected to RS-232 interface
Sample changer not responding*

Shimming errors:

Shimming user aborted*

Lost lock while shimming*

Lock saturation while shimming*

A shim coil DAC limit hit while shimming*

Autolock errors:

User aborted (ALKABORT)*

Autolock failure in finding resonance of sample (ALKRESFAIL)
Autolock failure in lock power adjustment (ALKPOWERFAIL)*
Autolock failure in lock phase adjustment (ALKPHASFAIL)*
Autolock failure, lock lost in final gain adjustment

(ALKGAINFAIL)*

800.
801.

Autogain errors.
Autogain failure, gain driven to 0, reduce pw (AGAINFAIL)

Hard errors

901.
902.
903.

Incorrect PSG version for acquisition
Sum- to- memory error, number of points acquired not equal to np
FIFO underflow error (a delay too small?)*
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904. Requested number of data points (np) too large for acquisition*
905. Acquisition bus trap (experiment may be lost)*

1000. SCSI errors:

1001. Recoverable SCSI read transfer from console*
1002. Recoverable SCSI write transfer from console**
1003. Unrecoverable SCSI read transfer error*

1004. Unrecoverable SCSI write transfer error*

1100. Host disk errors:

1101. Error opening disk file (most likely a UNIX permission problem)*
1102. Error on closing disk file*

1103. Error on reading from disk file*

1104. Error on writing to disk file*

See also NMR Spectroscopy User Guide

Related react Recover from error conditions during werr processing (M)
werr  Specify action when error occurs (C)
werr  When error (P)

acquire Acquire data (M)

Description Macro to acquire data. It uses execpars to select the prep and
prescan method, executes them, and then begins acquisition.

See also NMR Spectroscopy User Guide

Related execpars Set up the exec parameters (M)
execprescan Execute prescan macro (P)
Xxmnext Find next prescan or next experiment in study queue
(M)
Xmwexp Processing macro for end of acquisition in study
queue (M)
actionid Current study queue node id (P)

Applicability Liquids, Imaging
Description Specifies the currently selected study queue node id.
See also VnmrJ Imaging, User Guide, NMR Spectroscopy User Guide

Related xmaction Perform study queue action (M)
xmnext Find next prescan or next experiment in study queue
(M)
xmselect Action when study queue node is selected (M)
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activestudy Active study name (P)

add

Applicability
Description

Values

See also

Related

Syntax

Description

Liquids, Imaging

A global parameter that specifies the currently active study name. In
the Walkup interface, it specifies the currently active automation run.

's_20050601' active study name

'auto_2005.06.01"' active automation run name

'null' no active study or automation run

VnmrJ Imaging, User Guide and NMR Spectroscopy User Guide

acquire Acquire data (M)

autodir EApu)tomation directory absolute pathname

cginit Initialize liquids study queue (M)

studyid Study identification (P)

xmaction Perform study queue action (M)

xmselect Action when study queue node is selected
(M)

Add current FID to add/subtract experiment (C)

clradd<:$stat,$message> — clear the add/subtract experiment
jaddsub — join the add/subtract experiment

add<(multiplier <,'new')> — add the current FID to the add/subtract
experiment

sub<(multiplier <,'new'>)> — subtract the current FID from the
add/subtract experiment

add<(multiplier <,'trace'.index>)> — add the current FID to the "index"
element in the add/subtract experiment

sub<(multiplier <,'trace'.index>)> — subtract the current FID from the
"index" element in the add/subtract

addsubexp — global integer identifying the add/subtract experiment.
The default is 5

Adds the last displayed or selected FID to the current contents of the
add/subtract experiment (exp5). An optional argument allows the FID
to be first multiplied by a 'multiplier'.

The FID data are divided by the number of time averages of the data,
reflected in the parameter ct. To get unscaled data, use a multiplier of
ct.

The add and sub commands use the cexp command to create the
add- subtract experiment. They take the same return values as the cexp
command. These can be used to suppress messages. See “cexp Create
aVnmr experiment (M)” on page 170 for a description of the return
values.
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The parameters 1sfid and phfid can be used to shift or phase rotate
the selected FID before it is combined with the data in the
add/subtract experiment. A multi- FID add/subtract experiment can be
created by using the 'new' keyword. Individual FIDs in a multi- FID
add/subtract experiment can subsequently be added to using the
'trace' keyword followed by the index number of the FID.

"clradd" deletes the add-subtract experiment. The add-subtract
experiment number is defined by the global addsubexp parameter. The
clradd program uses the delexp command to delete the add-subtract
experiment. It takes the same return values as the delexp command.
These are used to suppress messages. See “delexp Delete an
experiment (M)” on page 234 for a description of the return values.

"jaddsub" joins the add-subtract experiment, as defined by the global
addsubexp parameter. jaddsub creates this parameter if it does not
exist, and sets it to a default value of 5. jaddsub with an argument,
as in jaddsub('silent') will not clear the graphics, text window,
or menu system. It does not matter what the argument is.

A multi- fid add/subtract experiment can be created with the add or
sub command. The optional argument 'new' will create a new FID
element in the add/subtract experiment. For example, the commands
clradd select(l) add from some experiment will create the
add/subtract experiment with a single FID in it.

If the next commands typed are select (2) add, then a single FID
which is the sum of the original FIDs one and two will be made in the
add/subtract experiment. If the commands select (2) add('new')
were typed, then the add/subtract experiment will contain an array of
two FIDs corresponding to the original FIDs one and two, respectively.

The arraydim parameter may need to be updated after constructing
a multi- fid add/subtract experiment. To do this, join the add/subtract
experiment (jaddsub) and enter

setvalue ('arraydim', <num>, 'processed')
where <num> is replaced by the number of FIDs in that experiment.

For example, if twelve FIDs were put into the add/subtract experiment,
enter

setvalue('arraydim', 12, 'processed')

Individual FIDs in a multi-fid add/subtract experiment may
subsequently be added to and subtracted from. The add and sub
command without a 'trace' argument will add or subtract from the
first FID in the add/subtract experiment.

Adding the 'trace' argument followed by a required index number will
select another FID to be the target of the add/subtract.For example,
select (4) add('trace',6) will take the fourth FID from the
current experiment and add it to the sixth FID in the add/subtract
experiment When using the 'trace' argument, that FID must already
exist in the add/subtract experiment by using an appropriate number
of add('new') or sub('new') commands.
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addi

Arguments

Examples

See also

Related

Syntax

Description

multiplier is a value that the FID is to be multiplied by before being
added to the add/subtract experiment (exp5). The default is 1.0.

'new' is a keyword to create a new FID element in a add/subtract
experiment.

"trace' is a keyword to use the next argument (index) as the
number of the FID to add to in an add/subtract experiment. The
default is to add to the first FID in a multi- FID add/subtract
experiment.

index is the index number of the FID to be used as a target in a
multi- FID add/subtract experiment.

add
clradd:$stat, Smessage

add:s$stat, Smessage

add(0.75)
add('new')
add('trace',2)

NMR Spectroscopy User Guide

clradd Clear add/subtract experiment (C)

1sfid Number of complex points to left-shift ni interferogram (P)
phfid Zero-order phasing constant for np FID (P)

select Select a spectrum without displaying it (C)

spadd Add current spectrum to add/subtract experiment (C)

sub Subtract current FID from add/subtract experiment (C)

Start interactive add/subtract mode (C)

addi

Starts the interactive add/subtract mode. Before entering addi, start
the process with clradd and spadd, then display a second spectrum
on the screen. This may involve changing experiments, selecting a
second member of an array of spectra, a different trace of a 2D
spectrum, or displaying a spin simulated spectrum. The Fourier
numbers (fn) must be the same in the two spectra to be manipulated.
The width (sw) of the two spectra need not be identical, although
adding spectra of different widths will probably not be meaningful.
Having selected the second spectrum and ensuring it is in nm mode,
enter addi to begin the interactive process.

After addi is invoked, spectrum 1, the spectrum selected by the spadd
command, appears in the center of the display. Spectrum 2, the
spectrum that was active when addi was entered, appears on the
bottom. The sum or difference of these spectra appears on top of the
screen. When addi is first entered, this spectrum will be the sum (1
+ 2) by default. The spectra is manipulated using the mouse.

The select button toggles between different modes of control.
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e When the label at the screen bottom reads “active: current”, all of
the parameters (except wp) control spectrum 2, and spectrum 2 can
be phased, scaled, or shifted relative to spectrum 1.

¢ After clicking on select, the label at the screen bottom reads
“active: addsub”, and now all of the parameters except wp control
spectrum 1.

* Clicking select again toggles the label to read “active: result”, and
now parameter changes affect only the sum or difference spectrum.

Note that wp always controls all spectra, because differential
expansions of the two spectra are not supported. Note also that the
colors of the labels change to match the colors of the different spectra.

The sum/difference spectrum displayed on the screen while addi is
active is strictly a temporary display. Once all manipulations have been
performed, and assuming the sum/difference is something you wish to
perform further operations with (such as plotting), it must be saved
into the add/subtract experiment (exp5) by clicking on save. At this
point, spectrum 1, which was in the add/subtract experiment, is
overwritten by the sum or difference spectrum, and addi ceases
operation. In most cases, you will next want to enter jexp5 ds to
display the difference spectrum on the screen, ready for further
manipulation (expansion, line listing, etc.) and plotting. If you wish to
continue with the add/subtract process by adding in a third spectrum,
display that spectrum in the usual way and enter addi again.

See also NMR Spectroscopy User Guide

Related clradd Clear add/subtract experiment (C)
jexp Join existing experiment (C)
nm Select normalized intensity mode (C)
spadd  Add current spectrum to add/subtract experiment (C)
spmin  Take minimum of two spectra in add/subtract experiment

©

spsub  Subtract current spectrum from add/subtract experiment
©

wp Width of plot in directly detected dimension (P)

addnucleus Add new nucleus to existing probe file (M)

Applicability ALL

Description Entries for nuclei not in the default probe file are appended to the
end of the file. The argument should correspond to a nucleus in the
nuctable.

Syntax addnucleus ('nucleus')
Arguments nucleus — name followed by atomic number, e.g. C13 not 13C.

Examples addnucleus('Si29"')
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See also NMR Spectroscopy User Guide

Related addprobe Create new probe directory and probe file (M)
deletenucleus Removes nucleus entry to probe file (M)
getparam Receive parameter from probe file (M)
probe Probe type (P)
setparams Write parameter to current probe file (M)
addpar Add selected parameters to current experiment (M)

Syntax addpar<('2d'|'3d'|'3rf'|'4d' | 'downsamp'|'£fid" |
‘image'|'112d'|'lp'<,dim>|'oversamp'|'ss"')>
Applicability The '34d', '3rf', '4d', 'fid', and 'image' arguments work on all
systems but are only useful if system has the proper hardware.
Description Creates selected parameters in the current experiment.
Arguments If no argument is entered, addpar displays instructions for its use.
'2d', '3d', '3rf', '44', 'downsamp’', 'fid', 'image', '1124d"',
'lp', 'oversamp', and 'ss' are keywords (only one keyword is used
at a time) specifying the parameters to be created:

e '2d"' specifies creating ni, phase, and swl, which can be used to
acquire a 2D data set (functions the same as macro par2d).

e '3d"' specifies creating d3, ni2, phase2, and sw2, which can used
to acquire a 3D data set (functions the same as macro par3d).

e '3rf"' specifies retrieving the ap and dg2 display templates for third
rf channel and 3D parameters (functions the same as macro par3rf).

* '4d"' specifies creating the acquisition parameters d4, ni3,
phase3, and sw3, which can be used to acquire a 4D data set
(functions the same as macro par4d).

¢ 'downsamp' specifies creating the parameters downsamp, dscoef,
dslsfrqg, dsfb, and filtfile for digital filtering and
downsampling (functions the same as macro pards).

e 'fid' specifies creating FID display parameters axisf, crf,
deltaf, dotflag, vpf, and vpfi if the parameter set is older and
lacks these parameters (functions the same as macro fidpar).

e '112d" specifies creating th2d and xdiag for the 1124 2D peak
picking program (functions the same as macro parl12d).

e '1p' specifies creating 1palg, lpopt, lpfilt, lpnupts,
strtlp, lpext, strtext, lptrace, and lpprint for linear
prediction in the acquisition dimension (functions the same as macro
parlp). The display template for the dglp macro is also created if
necessary.

e 'oversamp' specifies creating parameters def_osfilt, filtfile,
oscoef, osfb, osfilt, oslsfrqg, and oversamp for oversampling
and digital filtering (functions the same as macro paros).
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Examples

See also

Related

addparams

Syntax
Description

Arguments

* 'ss' specifies adding parameters ssorder,ssfilter, ssntaps,

and sslsfrg for time-domain solvent subtraction (functions the
same as macro parfidss).

dim specifies the dimension when adding linear prediction parameters:
1 for the first implicit dimension or 2 for the second implicit
dimension. Default is the acquisition dimension. Therefore,

addpar ('lp') creates the parameters listed above; addpar ('lp',1)
creates 1lpalgl, lpoptl, 1lpfiltl, lpnuptsl, strtlpl,
lpextl, strtextl, lptracel, and lpprintl; and

addpar ('lp',2) creates 1lpalg2, lpopt2, 1pfilt2, lpnupts?2,
strtlp2, lpext2, strtext2, lptrace2, and lpprint2. Each
separate dimension of a multidimensional data set can have its own
unique parameters.

addpar

addpar ('3d")

addpar('lp',1)

NMR Spectroscopy User Guide; Vnmrd Imaging NMR

def_osfi Default value of osfilt (P)

1t

fidpar Add parameters for FID display in current experiment (M)
osfilt Oversampling filter for real-time DSP (P)

par2d Create 2D acquisition parameters (M)

par3d Create 3D acquisition parameters (M)

par3rf Get display templates for 3rd rf channel parameters (M)

pardd Create 4D acquisition parameters (M)

pards Create digital filtering and downsampling parameters (M)

parfidss Set up parameters for time-domain solvent subtraction
M)

paros Create oversampling and digital filtering parameters (M)

parl12d Create parameters for 2D peak picking (M)

parlp Create parameters for linear prediction (M)

Add parameter to current probe file (M)

addparams (param,value,nucleus<, 'tmplt'><, 'system'>)

Adds a new parameter and its value for a specified nucleus to the
probe file or to the probe template.

param is the name of the parameter to be added.
value is a string with the value to be written for the parameter.
nucleus is the nucleus to add in the probe file.

"tmplt' is a keyword to add the parameter to the local template. The
default is the probe file.

'system' is a keyword to add the parameter to the system-level
template or probe file, provided that you have write permission to that
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file. The default is to add the parameter to the local template or probe
file.
Examples addparams ('ref_pwr', '53"',tn)
addparams ('ref_pwx', '00',dn, 'tmplt"')
addparams ('ref_pwx2','00',dn2, 'tmplt', 'system')
See also NMR Spectroscopy User Guide

Related getparam Receive parameter from probe file (M)
setparams Write parameter to current probe file (M)
updateprobe Update probe file (M)

addprobe Create new probe directory and probe file (M)

Syntax addprobe (probe_name<, 'stdar' | 'system'><, 'stdpar'>)
Description Creates a new probe directory and a probe file. Default nuclei included
in this file are IH, 19F, 130, and '°N. The information is saved in the
user’s directory vnmrsys/probes.

Arguments probe_name is the name to be given to the probe directory and probe
file.

'stdpar' and 'system' are keywords for the second and third
arguments:

o If the second argument is 'stdpar', calibration values from the
standard parameter sets (stdpar/Hl.par, stdpar/C1l3.par, etc.)
will be read and written into the probe file.

o If the second argument is 'system' and the user has write
permission into the VnmrJ system probes directory (typically
/vnmr /probes), then a system-level probe directory will be made.

o If the second argument is 'system' and the third argument is
'stdpar', then both actions in the preceding bullets will occur.

* The default is the probe file is created with all parameters initialized
to zero.
Examples addprobe ('idpfg')
addprobe ('idpfg', 'stdpar')
addprobe ('idpfg', 'system', 'stdpar')
See also NMR Spectroscopy User Guide

Related addnucleus Add new nucleus to existing probe file (M)
deletenucleus Removes nucleus entry to probe file (M)
getparam Receive parameter from probe file (M)
probe Probe type (P)
setparams Write parameter to current probe file (M)
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adept

Syntax
Description

Arguments

Examples

See also

Related

aexppl

Syntax

Description

Arguments

Examples

VnmrJ 4 Command and Parameter Reference Guide

Automatic DEPT analysis and spectrum editing (C)

adept<(<'noll'><, 'coef'><, "'theory'>)>

Automatically analyzes a set of four DEPT spectra and edits the spectra
so that the spectra is arrayed as follows:

*#4 is CHg carbons only
*#3 is CHy carbons only
*#2 is CH carbons only
e #1 is all protonated carbons

Because adept modifies the transformed data, it should not be
repeated without retransforming the data between calls. adept
produces a text file dept.out in the current experiment directory,
which contains the result of the analysis.

The following keyword arguments can be supplied in any order:

'noll' causes the line listing to be skipped. If 'noll"' is not supplied
as an argument, adept first performs a line listing. In that case, the
threshold parameter th must be set properly before starting adept.

'‘coef' causes the combination coefficients to be printed.

'theory' causes theoretical coefficients to be used. The default is
optimized coefficients.

adept
adept ('coef ')
adept ('theory', 'noll")

NMR Spectroscopy User Guide

autodept Automated complete analysis of DEPT data (M)

Dept Set up parameters for DEPT experiment

deptproc Process DEPT data (M)

padept Perform adept analysis and plot resulting spectra
©)

pldept Plot DEPT data, edited or unedited (M)

th Threshold (P)

Automatic plot of spectral expansion (M)

aexppl< (expansion_factor) >

Plots automatically expansions of given regions. Regions have to be
defined first by using the region command or by using the cursors
in ds.

expansion_ factor is a spectral expansion factor in units of Hz/mm.
The default is 2 Hz/mm.

aexppl

aexppl (20)
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See also

Related

Syntax

Description

See also

Related

Description

Values

See also

Related

aipDisplay

Syntax

Arguments

NMR Spectroscopy User Guide

ds Display a spectrum (C)

region Divide spectrum into regions (C)

Select absolute-intensity mode (C)

ai

Selects the absolute- intensity display mode in which the scale is kept
constant from spectrum to spectrum to allow comparison of peak
heights from one spectrum to another. The alternative is the
normalized- intensity display mode (nm) in which spectra are scaled so
that the largest peak in the spectrum is vs mm high. The modes are
mutually exclusive—the system is always in either nm or ai mode. Enter
aig? to determine which mode is currently active.

NMR Spectroscopy User Guide

aig Absolute intensity group (P)
nm Select normalized- intensity mode (C)
vs Vertical scale (P)

Absolute-intensity group (P)

Contains the result of the ai or nm command. aig is not set in the
usual way but can be queried (aig?) to determine which display mode
is active.

'ai' indicates the absolute-intensity display mode is active.
'nm' indicates the normalized-intensity display mode is active.

NMR Spectroscopy User Guide

ai Select absolute intensity mode (C)

dmg Display mode in directly detected dimension (P)
nm Select normalized-intensity mode (C)

? Display individual parameter value (C)

Display images (C)
aipDisplay<('all'/'sel'/'redisplay'/'reset')>

aipDisplay('batch', 'first'/'next'/'previous'/'last')

If first argument is not given, 'redisplay' is used.

'redisplay' - display/redisplay currently displayed or selected images.
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aipLoadSpec

Syntax

aipMakeMaps

Syntax

Arguments

'all' - display all images currently loaded (in Review viewport, display
all images selected in RQ).

'sel' - display images in selected frames.

'reset' - clear frame cache (without clear graphics area). This will
cause next display use fresh frames.

'batch' - When more images are loaded than current frame layout,
images are displayed as batches. This argument selects a batch to
display (‘first', 'next', 'previous', or 'last").

Load fdf spectra (C)

aipLoadSpec (fullpath<, key>)
path - full path of fdf file (ends with ".fdf").
key - a name to identify the data. The following
are special keys reserved for data already in
vnmrbg memory:

'FID' - data in vnmrbg fid buffer,
'SPEC' - data in vnmrbg phasefile buffer,
'BASE' - data in vnmrbg baseline buffer.

If key is not specified, fdf file base name (not including ".fdf") will be
the key.

Make csi map (C)

aipMakeMaps<('li'/'1l1l'<,mapName<, specKey>>) >

If first argument is not given, 'li' is used.

'1i' - make map of peak integrals. Peak is selected by cursor (cr).
Integral region is defined by lifrq parameter.

'11' - make map of peak height. Peak is selected by cursor (cr).

mapName - is a full path including file name, but not suffix .fdf.
Default is xxx.csi/maps/li_<chem_shift_ppm>.

specKey - is the key of spectral data. If not specified, 'spec' is
assumed. If 'spec' data is not loaded, phasefile buffer 'SPEC' is used.

The major difference between aipMakeMaps and 1iMMap or 11MMap
is that aipMakeMaps can make maps for ROIs. If ROI of types box,
oval, polygon or polyline exists (graphically displayed), aipMakeMaps
will make CSI map for the ROI(s). The FOV and position of a csi map
for a ROI will be calculated properly.
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This command exclusively uses Cr' and 1ifrqg parameters to determine
peak position and integral region. Whereas 1iMMap and 11MMap allow
user to pass frequencies as arguments explicitly.

This command allows selecting spectral data explicitly if one or more
fdf spectral data are loaded.

aipOverlayFrames Overlay images in selected frames (C)

Syntax

Arguments

aipOverlayFrames ('overlay'<, frameIDl, frameID2,...>)
overlay images in selected frames.

aipOverlayFrames ('unoverlay') unoverlay images.

aipOverlayFrames ('overlaid') :$Sret - return whether multiple
images are overlaid

aipOverlayFrames ('canOverlay') : $Sret - return whether more
than one frame are selected

'overlay' - overlay images in selected frames. Frames can be selected
by mouse, or passing as arguments. Frame layout will be changed to
1x1. The first selected image will be displayed as the base image. Other
selected image(s) will be overlaid on the base image. If the overlaid
image has the same orientation as the base image (determined by Euler
angles), images will be overlaid with proper scaling and translation to
match the physical size and position. Otherwise the image will be
overlaid without the consideration of FOV, position and data size.

'unoverlay' - unoverlay the images and return to the original frame
layout.

Note, aipOverlayFrames ('unoverlay') is different from
aipViewLayers ('remove'), which simply removes overlaid images
(without changing frame layout).

'overlaid' - query whether images are overlaid as a result of
aipOverlayFrames ('overlay') command. Note, frame layout is
changed to 1x1 temporarily and can be recoved by
aipOverlayFrames ('unoverlay') command.

Note, images can be overlaid by aipRQcommand command (loading
image to a frame where an image already displayed). That does not
change the layout.

aipOverlayFrames ('overlaid') :$n is true only if images are
overlaid by aipOverlayFrames ('overlay') command. Whereas
aipViewLayers ('hasOverlay') is true as long as any frame has an
overlaid image.

'canOverlay' - query whether images are selected to overlay. More
than one image frame should be selected. Multiple frames can be
selected by clicking near to border of the frame while holding ctrl key.
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aippars

Description

Create parameters for imaging browser (M)

aippars is a macro that creates global parameters used by imaging
browser. These parameters may have different values in different
viewports (parameter value is not shared by viewports, but is shared
by all data in a viewport).

Parameters:

aipLayoutPolicy - 0 no effect, 1 rows=array_ dim,
cols=slices, 2 rows=slices, cols=array_dim.

where array_dim and slices are from fdf header

aipStatUserVar - user selected variable for X-axis of ROI
scatterplot. Default is "

aipVsHistFile=""
aipVsFunctionFile="'/tmp/VjCltFunction’
aipVsFunction=""
aipWriteFmtConvert='FDF'
aipProfileLengthMsg=""
aipProfileFile=""
aipProfileMaxMsg=""
aipPointIntensityMsg=""
aipPointLabCoordsMsg=""
aipPointSeparationMsg=""
aipPointProjSeparationMsg=""
aipProfileDataCoordsStartMsg=""
aipProfileDataCoordsEndMsg=""
aipStatMinMsg=""
aipStatMaxMsg=""
aipStatAreaMsg=""
aipStatMeanMsg=""
aipStatMedianMsg=""
aipStatsdvMsg=""
aipStatvolumeMsg=""
aipStatClipped=""
aipStatGraphFile=""
aipFrameDefaul tMax=3
aipVsBind=0
aipVsMode="'individual'
aipzoomBind=0
aipZoomBindOnDrag=0
aipPrintScale=100
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aipInfoUpdateOnMove=0
aipProfileMIP=0
aipzZoomFactor=1.41421

aipRoiMaxActiveSlaves

356
=-1

aipRoiSelectOnCreation=1

aipStatNumBins=100
aipStatHistRangeType=
aipStatUpdateOnMove=0
aipStatCursMin=0
aipStatCursMax=1
aipStatHistMin=0
aipStatHistMax=1
aipStatOrdinate=0
aipStatAbscissa=0
aipVsDataMin=0
aipVsDataMax=0.01
aipVsTailPercentile=0
aipWriteFmtBits=32
aipWriteFmtFloat=1
aipMode=1
aipMovieRate=2
aipMselect=""
aip2JdExp=""
aip2CExp=""
aip2JCaret=0
aip2CCaret=0

0

1

aipProfileDataCoordsEndY=0

aipProfileDataCoordsEndX=0

enableExtractPanel=0
showObliguePlanesPane
aipOrient=""
aipXyfirst

aipXzZfirst

aipYzfirst

aipXYlast

aipXZlast

aipYzlast

aipXYincr

aipXzZincr

1=0
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aipY¥zZincr

aipStatNumRois=0

aipPrevMode=1

aipRoiBind=1
aipRoiSelectSlavesOnCreation=1
aipRotationPolicy="neurological'
aipDisplay[l]=1 aipDisplay[2]1=0 aipDisplay[3]1=1
aipWindowSplit[1]1=0 aipWindowSplit[2]1=0
aipFrameResplitOnResize=0
aipPointDataCoordsMsg=""
aipStatUpdateCount=0
aipUserProfileFile="'1lineProfile’
aipUserStatGraphFile="'statGraph'
aipUserStatListFile='statList"'
aipInterpolationQuality=0
aipVsBindOnLoad=1
aipGrayFilename="'/tmp/VjComm'
aipVsDynamicBinding=1
aipVsViewportBinding=1
aipzoomViewportBinding=1
aipProfileShowZero="y'
aipStatCursEnable=0
aipSegmentationType="'r"'
aipNumberFrames=0
aipNameFrames=2

aipNumberRois=0
aipPointInfoNumber=0, 0
aipLineInfoNumber=0
aipAnnotation=""
aipClickedFrame=""
aipCurrentKey=""
aipMoviePath=userdir+'/data/images.mov'
aipMovieSpec="'50"

aipMovieSettings[1l]=1 aipMovieSettings[2]=1
aipMovieSettings[3]=1 aipMovieSettings[4]1=100
aipMovieSettings[5]=100

aipAutoLayout = 1
aipDisplayMode = 1
aipMovieMode = 1

framelayoutName
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framelayout
aipBatch = 1
aipBatches = 0
rgsort = 0
rgsort2 = 1
rgfull = 0
userselection=""
aipIOMode = 1
aipROIname_sel=""
aipROIname=""
aipROIpath=""
reconIn=""
reconOut=""
reconMode=1
rgImageNodes=100

aipShowFOV = 0 not to show border of FOV when image is displayed,
1 show border of FOV

aipLayerSel = 0 base image is selected, 1 first overlaid image is
selected, ...

aipShowPosition = 0 not to display position, distance, or intensity

1 show display position, distance or intensity according to
aipShowROIOpt.

aipShowROIPos= 0 show position, distance, or intensity when cursor
is over ROI. = 1 show position, distance, or intensity statically.

aipShowROIOpt = 0 show position or distance
1 show mean intensity.
2 show sum of intensity.
aipShowCenter= 0 hide center lines
1 show center of magnet
2 show center of FOV
aipAxis = 0,1,1,1,1,0,1,1 (default)
aipAxis[1l] = 0 or 1, hide or show axes.
If 0, the rest of aipAxis values are ignored.
aipAxis[2] = 0 or 1, hide or show axis on west
aipAxis[3] = 0 or 1, hide or show axis on east

aipAxis[4] = or 1, hide or show axis on south

or 1, ticks in or out

1

0 1
aipAxis[5] = 0 or 1, hide or show axis on north

aipAxis[6] = 0 1

0 1

aipAxis[7] = or 1, show or hide crosshair in Point mode
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aipAxis[8] = 0 use frame borders as boundary, 1 use image FOV
as boundary

aipAxisGeom = 1,1,0,0,0,0,0,0,0,0 (default)

aipAxisGeom[1l] = 0.0 to 1.0, fraction of image or frame
width as size of horizontal axis

aipAxisGeom[2] = 0.0 to 1.0, fraction of image or frame
height as size of vertical axis

aipAxisGeom[3] = 0.0 to 1.0, fraction of image or frame
width as X offset of west axis

aipAxisGeom[4] = 0.0 to 1.0, fraction of image or frame
height as Y offset of west axis

aipAxisGeom[5] = 0.0 to 1.0, fraction of image or frame
width as X offset of east axis

aipAxisGeom[6] = 0.0 to 1.0, fraction of image or frame
height as Y offset of east axis

aipAxisGeom[7] = 0.0 to 1.0, fraction of image or frame
width as X offset of south axis

aipAxisGeom[8] = 0.0 to 1.0, fraction of image or frame
height as Y offset of south axis

aipAxisGeom[9] = 0.0 to 1.0, fraction of image or frame
width as X offset of north axis

aipAxisGeom[10] = 0.0 to 1.0, fraction of image or frame
height as Y offset of north axis

aipAxisTransparency=0.0 total opaque for axis, and other text
display, 1.0 total transparent.

aipUnits='mm', 'cm', or 'pix'
aipbDefaultWindowSplit=1,1
aipAxisRef='logical’
planDecimal = 3

csiSpecVS - csi map scaling
aipRemoveSpec Remove all or specified spectral data (C)
Syntax aipRemoveSpec('all'/key)

'all' - remove all spectral data loaded with aipLoadSpec command

key - remove spectral data specified by the key (given when loading
the spectra, see aipLoadSpec details)
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aipRQcommand Load and display images (C)

Syntax
Examples

aipRQcommand ('read'/'loadImage'/'load'/....)

aipRQcommand ('load', fullpath) - load images in a given
fullpath (a directory or a fdf file). Do not display images.

aipRQcommand ('load', fullpath, frameID) - load images in a
given fullpath, and display images according to frameID. If
fullpath is an image file, display the image in the frame specified
by frameID. If there is already an image in the frame, the new image
will be overlaid on existing image. If fullpath is a directory and
frameID < 0, then currently displayed images will be cleared, and new
images will be display starting from frame 1. If frameID > 0, then new
images will be appended to currently displayed images (enough frames
will be laid out to display all images).

aipRQcommand('load', fullpath, '', x, y) - same as
aipRQcommand ('load', fullpath, framelID), but frameID will be
determined by dropping location x,y (dropping to the graphics area).
This command appends images because frameID is always > 0.

aipRQcommand ('loadImage', fullpath<, frameID>) - same as
aipRQcommand ('load', fullpath<, frameID>), but fullpath is
an image file, and images will be displayed in frame 1 if frameID is
not specified.

aipRQcommand ('display',path<, frameID>) - same as
aipRQcommand ('load', fullpath<, frameID>), but images will
be displayed even when frameID is not supplied.

aipRQcommand ('display'<,selection<, sortOption<, layoutOp

tion>>>) - display selected images. selection=1,2,3,4,or 5 for
"all""group","selected in RQ","selected frames", or "select...".
Or selection='all', 'group', 'rq', 'frames', or 'images'. If

selection is not given, parameter aipDisplayMode will be used.
sortOption is meaningful only if images of multiple scans are loaded.
Images will be sorted by scan if sortOption=0 or 1, and sorted by
slices if sortOption=2. layoutOption = 0 to use current layout, 1
to do auto layout.

aipRQcommand ('display', key<, sortOption<, layoutOption>>)
- similar to

aipRQcommand ('display'<,selection<, sortOption<, layoutOp
tion>>>), but images are selected by key (key=parentDir+"
'+name+'0', where name can be a directory name or file name).

aipRQcommand ('displayBatch'<, 'first'/'next'/'prev'/'las
t') - similar to

aipDisplay('batch', 'first'/'next'/'previous'/'last').
Display current batch if the second argument is not given.
aipRQcommand ('unselectDisplay') - unselect groups in RQ.

aipRQcommand ('delete', 'all'/Spath/Skey) - delete image data
specified by the second argument. This command does not remove
images from Review Queue.
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aipRQcommand ('remove', 'all'/Spath/Skey) - delete image data
specified by the second argument. This command also removes images
from Review Queue.

aipRQcommand ('reload'<,selection>) - reload selected images.
selection can be 1,2,3,4,5 for "all", "group","selected in
RQ""selected frames","select...". If selection is not supplied,
parameter reconMode will be used.

aipRQcommand ('read',xmlfile) - build "Review Queue" by reading
a xml file (see userdir+'/persistence/RQtree3.xml' for example).

aipRQcommand ('set', key, columnName, value) - set value for a
RQ node specified by the key.

aipRQcommand ('get', key, columnName) :value - get value for a
RQ node specified by the key.

aipRQcommand ('setvalue', key, columnName, value) - similar to
'set!, but will not notify UI (java code) to update.

aipRQcommand ( 'move',keyl, key2) - move nodel (keyl) above
node2 (key?2).

aipRQcommand ('copy',keyl, key2) - copy nodel (keyl) and insert
above node2 (key?2).

aipSaveColormap Save color map for selected images (C)

Syntax aipSaveColormap<('all'/'dis'/'sel')>
Description Color map(s) are saved in image directory. If color map file(s) exist
for individual image(s) or for a group of images (all images in a
directory), they will be used to display the images, otherwise default
color map will be used.

Arguments 'all' - save a single color map file named "image.cmap", to be used
for all images in the directory (all images in a directory is a "group").

'dis' - save a color map file for each displayed image. Color map files
have the same name as image file, but the suffix .fdf is replaced by
.cmap.

'sel' - the same as 'dis', but for images selected by mouse click.

If no argument is given, aipColormapOpt parameter will be used
(value 0 is 'all', 1 is 'dis', 2 is 'sel'). Default value is 0.

Normally a color map is saved in a directory. The directory name is
used to uniquely identify the color map. There is a color map file
named image.cmap in this directory.

color map has the following format:
# Number of Colors
size 64
# Translucency, range from 0.0 to 1.0
translucency 0.0
# Color 0 is the color of below minimum
scale threshold
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# Color 65 is the color of above maximum
scale threshold
# index Red Green Blue Transparent

Translucent

begin

0O 0.0 0.0 0.0 1 1

1 0.0 0.0 1.0 0 1

2 0.0157 0.0 0.9804 0 1
3 0.0314 0.0 0.9608 0 1
4 0.0471 0.0 0.9451 0 1
5 0.0549 0.0 0.9255 0 1
6 0.0706 0.0 0.9098 0 1
7 0.0902 0.0 0.902 0 1

8 0.1059 0.0 0.8863 0 1
9 0.1255 0.0 0.8706 0 1
10 0.1412 0.0 0.851 0 1
11 0.1608 0.0 0.8353 0 1
12 0.1765 0.0 0.8157 0 1
13 0.1922 0.0 0.8 0 1

14 0.2 0.0 0.7804 0 1

aipSetColormap Load color map for selected images (C)

Syntax aipSetColormap (colorMapName<, 'all'/'dis'/'sel'>)

Arguments ColorMapName is the name of the color map directory, such as
'default', 'blue.purple.red’', etc...

'all' - apply color map to all images in the directory (a group of
images).

'dis' - apply color map all displayed images.
'sel' - apply color map all selected images.

If the second argument is not given, aipColormapOpt parameter will
be used (value O is 'all', 1 is 'dis', 2 is 'sel'). Default value is 0.

aipSetTransparency Settransparency for images or text (C)

Syntax aipSetTransparency (transparency<, 'all'/'dis'/'sel'/'text'>)
Arguments transparency = 0 to 1.0 for text, 0 to 100 for images. Default is 0.
Total opaque is 0, and total transparent is 1.0 or 100.

'all' - set transparency for all images in the directory (a group of
images).

'dis' - set transparency for all displayed images.

'sel' - set transparency for all selected images.
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'text' - set transparency for annotation, axis, text, etc...

If the second argument is not given, aipColormapOpt parameter will
be used (value O is 'all', 1 is 'dis', 2 is 'sel'). Default value is 0.

aipShow3PCursors Turn on/off cursors for 3-plane extraction

Syntax aipShow3PCursors<(1/0)>

Description This command turns on/off cursors for 3-plane extraction. Without the
argument, this command toggles on/off cursor display.

aipShowCSIData Display CSl spectral data in grid format

Description aipShowCSIData (key/comboKey<, 'grid'<, 'num'<, 'frame:n'<'sli
ce:l'>>>>>)

Arguments key - a name given when loading the spectra. The following are special
keys reserved for data already in vnmrbg memory:

'FID' - data in vnmrbg fid buffer,
'SPEC' - data in vnmrbg phasefile buffer,
'BASE' - data in vnmrbg baseline buffer.
comboKey - a string to combine (add/subtract/scale) spectra.
Examples keyl='SPEC'
key2="spec'
comboKeyl="'specl-spec2'

comboKey2="'specl*0.5"

'grid' - keyword to display grid
'3dgrid' - keyword to display 3D grid
‘num' - keyword to display index

'frame:n' - display spectra in frame n. Default is to display in first
frame or frame(s) selected by mouse.

'frame:all' - display spectra in all frames.

'slice:i' - display ith slice or ith xy-plane of 3D data. Default is to
display first slice (index starts from 1).

This command is implement for visualizing CSI data with the following
features:

1. Always in grid layout defined by fnv, fnv2, fnv3 parameters (see
savefdfspec command for more info about fnv, fnv2, fnv3).

2. If base image is loaded, the position, size, orientation are properly
adjusted based on the base image. Grid and data will be displayed only
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aipShowSpec

Syntax

Description

Arguments

if CSI data intersects with the base image. The slice selection (by
'slice:n') is ignored if base image is displayed.

3. '3dgrid' option can be used to show grid when CSI data not
intersecting base image.

4. If base image is not displayed, nv, nv2 plane will be displayed, grid
will occupy max area while maintaining aspect ratio defined by lpe
and 1pe2.

5. If ROIs of type box, oval, polygon, polyline are defined (displayed),
spectral data n ROIs will be shown. But spectral data outside the ROIs
will not be shown.

To enter interactive mode, use jFunc(88,1) aipSetSate(1l1l)
commands.

To exit interactive mode, use jFunc (88,0) aipSetSate(1l).

Display spectra specified by key(s), in specified layout (C)

aipShowSpec (key/comboKey<, 'grid/vert/horiz'<, 'rows:n', 'cols:n
'<,'num'<, 'frame:n'<, 'sel'>>>>>) - display spectra specified
by key(s), in specified layout.

aipShowSpec is an "alias" of aipShowCSIData command (or vice
versa). It differs from aipShowCSIData by not imposing features
specific for CSI data (see aipShowCSIData), and it supports
horizontal and vertical layout in addition to grid layout. It also has an
option to select traces with "dsSelect" parameter.

This command requires to run aippars macro to create necessary
parameters.

To enter interactive mode, use jFunc (88,1) aipSetSate(11)
commands.

To exit interactive mode, use jFunc(88,0) aipSetSate(l).

key - a name given when loading the spectra. The following are special
keys reserved for data already in vhmrbg memory:

'FID' - data in vnmrbg fid buffer,
'SPEC' - data in vhmrbg phasefile buffer,
'BASE' - data in vnmrbg baseline buffer.
comboKey - a string to combine (add/subtract/scale) spectra.
For example:
keyl="'SPEC"'
key2="spec'
comboKeyl="'specl-spec2'

comboKey2="'specl*0.5"

'grid' - keyword to display grid
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'vert' - keyword for vertical layout
'horiz' - keyword for horizontal layout
'rows:n' - rows for grid layout
‘cols:n' - columns for grid layout
'num' - keyword to display index

'frame:n' - display spectra in frame n. Default is to display in first
frame or frame(s) selected by mouse.

'frame:all' - display spectra in all frames.
'sel' - to display traces specified by "dsSelect" parameter.
Examples aipShowSpec('SPEC', 'vert')

aipLoadSpec('....', 'spec')
aipShowSpec ('spec', 'rows:3', 'cols:4")

aipViewLayers Get information for overlaid images (C)

Syntax aipViewLayers ('names'<, frameID>) :$n, Snames - get names for
overlaid images

aipViewLayers ('keys'<, frameID>) :$n, Skeys - get keys for
overlaid images.

aipViewLayers ('hasOverlay'<, frameID>) : $Sn - get number of
layers for overlaid images

aipViewLayers ('remove'<, frameID>) - remove overlaid images
Arguments 'names' - keyword to query image names.
'keys' - keyword to query image keys

'hasOverlay' - keyword to query number of layers over the base
image. If no overlaid image, 0 is returned.

'remove' - remove all overlaid images.

frameID - an integer to select a frame. If not specified, first selected
frame (with mouse) is used. If no frame is selected, then first frame
is used.

alfa Set alfa delay before acquisition (P)

Description After the final event in the pulse sequence, including any receiver gate
times occurring following the final pulse, acquisition occurs after a
delay. This delay includes a fixed part, alfa, and a variable part,
1/ (beta*fb).
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Values
See also

Related

alock

Description

Values

¢ On systems with 4-pole Butterworth filters, beta is 2.
* On systems with 8-pole Butterworth (200-kHz) filters, beta is 3.8.
*On systems with 8-pole elliptical filters, beta is 1.29.

*On Systems with 4-pole Bessel filters, beta is 2.3 (only systems
with 2-MHz and 5-MHz Analog-to- Digital Converter boards use this
filter).

Because the total delay before acquisition is the sum of alfa and
1/ (beta*fb), it is possible to shorten the delay beyond “normal”
values by setting alfa negative (to a maximum of 1/ (beta*fb)). The
macros hoult and calfa frequently result in such negative values of
alfa.

To set alfa to a negative number, use either the setvalue command
to enter a specific value of alfa, or use the setlimit command to
allow entry of negative values of alfa directly from the keyboard.

0 to 100,000,000; in ps.
NMR Spectroscopy User Guide

calfa Recalculate alfa so that first-order phase is zero (M)
fb Filter bandwidth (P)

hoult Set parameters alfa and rof2 according to Hoult (M)
rof2 Receiver gating time following pulse (P)

setlimit Set limits of a parameter in a tree (C)

setlpO Set parameters for zero linear phase (M)

setvalue Set value of any parameter in a tree (C)

Automatic lock control (P)

Governs Autolock control following the insertion of a sample with
change or sample, and following initiation of an acquisition with the
go, ga, or au. Manual adjustment of lock power, gain, and phase is
possible using the acgi command.

Possible values are 'a', 'auto', 'n', 's', 'samp', 'u', or 'y',
where:

'a' or 'auto' selects the optimizing Autolock function, which
performs a lock capture and an automatic lock power and gain
adjustment before data acquisition begins (lock phase is not optimized).

'n' leaves the lock in its current state.

's' or 'samp' selects the optimizing Autolock function, which
performs a lock capture and an automatic lock power and gain
adjustment before data acquisition begins (lock phase is not optimized)
but only if the sample has just been changed.

'u' turns lock off so that the experiment runs unlocked.

'y' turns on the software Autolock function, which searches for the
correct Z0 value only.
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See also NMR Spectroscopy User Guide

Related acgi Interactive acquisition display process (C)
au Submit experiment to acquisition and process data (C)
change Submit a change sample experiment to acquisition (M)
ga Submit experiment to acquisition and FT the result (C)
gf Prepare parameters for FID/spectrum display in acgi (M)
go Submit experiment to acquisition (C)

lock Submit an Autolock experiment to acquisition (C)
sample Submit change sample, Autoshim experiment to acquisition

(M)

ampmode Independent control of amplifier mode (P)

Description Gives override capability over the default selection of amplifier modes.
Unless overridden, the usage of rf channels determines whether the
amplifier for a channel is in pulse, CW (continuous wave), or idle
mode:

¢ Observe channel is set to the pulse mode.
* Other used channels are set to the CW mode.
* Any unused channels are set to the idle mode.
The ampmode parameter can be used to override this selection.

ampmode does not normally exist but can be created by the user with
the command create ('ampmode', 'flag').

Values List of characters in which the mode of the first amplifier is
determined by the first character, the mode of the second amplifier by
the second character, and so on. For each amplifier, one of the
following characters is used:

e 'c' selects CW mode.

*'i' selects idle mode.

e 'p' selects pulse mode.

e 'd"' selects default behavior.

For example, ampmode="ddp"' selects default behavior for the first two
amplifiers and forces the third channel amplifier into pulse mode.
Additional filtering is usually required when an amplifier in the same
band as the observe amplifier is placed in the CW mode.

See also VnmrJ User Programming

Related create Create new parameter in a parameter tree (C)
dn Nucleus for the first decoupler (P)
tn Nucleus for observe transmitter (P)
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amptype Amplifier type (P)

Description Specifies the type of amplifier on each rf channel of the spectrometer.
The value is set in the Spectrometer Configuration window (opened
from config) using the label Type of Amplifier.

For each channel, the types are Class C, Linear Full Band, Linear Low
Band, Linear Broadband, or, for the fourth channel only, Shared.
Selecting Shared means that the amplifier is fully configured for the
third channel, and that the fourth channel shares this amplifier with
the third channel.

When a type is selected for a channel, a letter (one of the values
described below) is added to the value of amptype. For example, a
system already set to Linear Full Band on the observe transmitter
channel and the first decoupler channel would have amptype="'aa"’.
Selecting the third channel as Linear Low Band would set
amptype="'aal'. Finally, selecting Shared for the fourth channel
would set amptype='aaln'.

Values 'a' indicates the channel uses a linear full-band amplifier. A full-band
amplifier has two outputs: 12 MHz to 31P, and 19F/1H.

'b' indicates the system uses a linear broadband amplifier.
'c' indicates the system uses a class C amplifier.

'1' indicates the channel uses a linear low-band amplifier. A low-band
amplifier has one output from 12 MHz to 3lp only.

'n' indicates the fourth channel shares a linear amplifier with the
third.

See also NMR Spectroscopy User Guide, VnmrJ User Programming

Related config Display current configuration and possibly change it (M)

analyz Calculate standard peak height (M)

Syntax analyz(Soption,S$title)
Description Macro to calculate average peak height and standard deviation and/or
average phase and standard deviation.

Arguments $option ='n' for amplitude and phase, 'a' for amplitude only, and 'p' for
phase only. The $title option puts a title on the plot.
Examples analyz - Does analysis for both amplitude and phase
analyz('p') - Does analysis for phase only
analyz('n', 'Stability') - Does analysis for amplitude and phase
and puts title “Stability” on the plot.
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analyze Generalized curve fitting (C)

Syntax (curve fitting) analyze ('expfit',6 xarray<,options>)
(regression) analyze('expfit', 'regression'<,options>)
Description Provides interface to curve fitting program expfit (using the curve
fitting syntax), supplying expfit with input data in the form of the
text file analyze.inp in the current experiment. expfit can be
called from UNIX with the syntax:

expfit options <analyze.inp >analyze.list

expfit does a least-squares curve fitting to the data supplied in
analyze.inp. Macros are available for the specialized uses of
analyze, such as the 'T1' and 'kinetics' options. These macros
avoid the need to select options and get the correct file format.

In the regression mode (using the regression syntax above), the type
of curve fitting, ('polyl', ...) must be selected. The regression
section in the manual NMR Spectroscopy User Guide gives the input
file format and describes the menus that permit choices indirectly
through menu buttons.

The text file analyze.inp for the options 'T1', 'T2"', 'kinetics",
'contact_time', and 'regression' contains the following lines
(note that (1), (2), (3), etc. do not appear in the file but are used to
identify lines in the explanation):

(1) <text line>
(2) <text line>
(3) npeaks npairs <xscale> <yscale>
(4) <NEXT npairsl>
(5) peaks

(6) Xy

(6) Xy

(4) <NEXT npairs2>
(5) peaks

(6) Xy

(6) Xy

Line- by-line explanation:

(1) Optional descriptive text line, for regression only. Omit line
otherwise.

(2) Optional y-axis title, for regression only. Omit line otherwise.

(3) Line containing an integer for the number of peaks (npeaks)
followed by another integer for the number of (x,y) pairs per peak

(npairs). If regression, the x-scale type and y-scale type are also
listed.

(4) In the regression mode, a line beginning with the keyword NEXT
is inserted at the start of each data set when the number of pairs per
peak is variable. In this case, the number of (x,y) pairs for the peak
(npairl, npair2, etc.) is also given on the line.
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Arguments

(5) Peak index.
(6) Data pairs, one to a line, are listed by peak in the following order:

x y  (first peak, first pair)
x y  (first peak, second pair)

x y  (second peak, first pair)
x y  (second peak, second pair)

In the regression mode, the line beginning with NEXT is inserted at the
start of the data for each peak when the number of pairs per peak is
variable. In this case, the header contains the maximum number of
pairs for any peak.

For 'T1', 'T2', 'kinetics"', and 'contact_time', information from
the file fp.out and values of the arrayed parameter xarray are used
to construct the file; thus, it is necessary to run fp prior to analyze.

For regression, analyze.inp is made by running
expl ('regression'). If the regression mode is not selected,
analyze.inp may be slightly different.

In addition to output to the standard output, which is usually directed
to analyze.list, expfit makes a file analyze.out, which is used
by expl to display the results of the analysis.

User-supplied analysis programs can be called by analyze in place of
expfit. Such programs should read their input from stdin and write
the output listing to stdout. No analyze.out file needs to be
generated unless display by expl is desired. Use the program expfit
as a model.

'expfit' is a required first argument.

xarray is the name of the parameter array holding x-values in 'T1",
'T2', 'kinetics', and 'contact_time', and is used only with
these options.

'regression' sets regression mode and signifies generalized curve
fitting with choices 'polyl', 'poly2', 'poly3', and 'exp"'.

options are any of the following keywords:
e 'T1' sets T analysis (the default).
* 'T2"' sets Ty analysis.
* 'kinetics' sets kinetics analysis, with decreasing peak height.
e 'increment' sets kinetics analysis, with increasing peak height.
e 'list' makes an extended listing for each peak.
e'diffusion' sets a special analysis for diffusion experiments.

e 'contact_time' sets a special analysis for solids cross-polarization
spin-lock experiments.

e 'polyl' sets a linear fitting. It is used in regression mode only.
* 'poly2' sets a quadratic fitting. It is used in regression mode only.

* 'poly3' sets a cubic fitting It is used in regression mode only.
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Examples

See also

Related

annotation

Syntax

Applicability
Description

Arguments

ap
Applicability

Syntax
Description

Arguments

* 'exp' sets exponential curve fitting. It is used in regression mode

only.

analyze('expfit','d2','T1', 'list")
analyze('expfit', 'pad', kinetics', 'list"')
analyze('expfit', 'p2', 'contact_time', 'list"')
analyze('expfit', 'regression', 'polyl', 'list"')

NMR Spectroscopy User Guide

contact_time MAS cross-polarization spin-lock contact time

D
expl Display exponential or polynomial curves (C)
pexpl Plot exponential or polynomial curves (C)
kini Kinetics analysis, increasing intensity (M)
tl T, exponential analysis (M)
t2 T, exponential analysis (M)

Display annotation specified by the parameter template or
the default

annotation (<template>, <x, y, width, height>)
pannotation(<template>, <x, y, width, height>)
VnmrJ 3.1

"annotation" and "pannotation" will display or plot annotation
specified by the parameter "template" or the default.

template: The name of template of annotation to be displayed. The
default name is 'default'.

X, ¥: The origin point on the screen or plotter, in mm.
width: The width on the screen or plotter, in mm.

height: The height on the screen or plotter, in mm.

Print out all parameters (C)

VnmrJ

ap('template_name',<'filename'>)

Print a parameter list. The User Programming Manual describes the
rules for building a template for the ap commands. The string
parameter ap normally controls how the command, ap, displays the
parameters. Use command paramvi ('ap') to modify the ap
parameter. The ap command writes the parameter list to a file if
filename is provided as the second argument.

template_name template name must be the first argument.

filename optional, name of file to which the parameters are written.
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Examples

See also

Related

ap
Description

See also

Related

apa

Syntax
Description

See also

Related

aph

Syntax

ap('ap', 'apout') — writes the parameter list using defined by the
ap parameter to the file apout.

ap ('newap')
NMR Spectroscopy User Guide; VnmrJ User Programming

addpar  Add selected parameters to the current experiment (M)

ap “All” parameters display control (P)

dg Display group of acquisition/processing parameters (C)
hpa Plot parameters on special preprinted chart paper (C)
pap Plot out “all” parameters (C)

paramvi Edit a variable and its attributes with vi text editor (C)
ppa Plot a parameter list in “English” (M)

All parameters display control (P)

Controls the display of the ap and pap commands to print and plot a
parameter list. Use paramvi ('ap') to modify the string value of ap.

NMR Spectroscopy User Guide; Vnmrd User Programming

ap Print out “all” parameters (C)
dg Display group of acquisition/processing parameters (C)
pap Plot out “all” parameters (C)

paramvi Edit a variable and its attributes with vi text editor (C)

Plot parameters automatically (M)

apa
Selects automatically the appropriate command on different plotter
devices to plot the parameter list.

Vnmrd User Programming

hpa Plot parameters on special preprinted chart paper
©)
ppa Plot a parameter list in “English” (M)

Automatic phase adjustment of spectra (C)

aph<(arguments):$ok,$rp,$lp>- Automatic Phase of "rp" and "lp"
aph<('lp',arguments):$ok,$rp,$lp> - Automatic Phase of "rp" and "Ip"

aph<('peakmax',arguments):$ok,$rp,$lp> - Automatic Phase of "rp" and
Illpll
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aphO<(arguments):$ok,$rp,$lp>- Automatic Phase Zero-Order Term
(Ilrpll Only)

Description Automatically calculates the phase parameters 1p and rp required to
produce an absorption mode spectrum. The values of 1p and rp
calculated by aph do not depend on the initial values of these
parameters.

The aph0 (aph-zero) command calculates only the zero-order
frequency-independent term rp, and does not rely on the
frequency-dependent term 1lp being previously adjusted. The three
return values are:

Arguments $ok - success of aph or aph0 = 1 (successful) or 0 (failed)
Srp - calculated value of rp
$1lp - calculated value of 1p (aph) or current value of 1p (aphO)

The optional arguments are the same as those listed for the region
command.

For systems with a direct digital receiver, such as the vnmrs system,
the correct value of 1p is generally 0.0. Using aph on data collected
by one of these systems will set 1p=0.0 and optimize rp. Providing
the '1p' argument to aph, as in aph('1lp'), causes aph to optimize
the 1p parameter, rather than simply setting it to 0.0. If the '1p'
argument is given, it must preceed any 'select', 'ignore', or "region"
arguments as described below. On non-direct digital receiver systems,
such as the Inova or Mercury systems, aph and aph('1lp') both
optimize the 1p parameter.

The argument 'peakmax' instructs aph and aph0O to optimize the rp
parameter to maximize the height of the largest peak. The '1p' and
'peakmax' arguments must preceed any other parameters such as
'select' or 'ignore', as described below.

aph and aph0O can select or ignore portions of the spectrum during
optimization.

For water suppressed data, the center region is often distorted and it
could be ignored. aph and aph0O accept an 'ignore' argument followed
by pairs of frequencies which define regions to ignore. aph and aphO
also accept a 'select' argument, followed by pairs of frequencies. The
'ignore' or 'select' argument must follow any optional "region"
arguments. The 'ignore' and 'select' arguments can be intermixed.
If the first one encountered is 'ignore', an implicit 'select' is done
to select the entire spectrum. If the first one encountered is 'select/,
an implicit 'ignore' is done to ignore the entire spectrum. Some
examples include:

aph('select',10p, 7p, 5p, 3p, 'ignore',4p,4.5p)
aph('ignore',4p,4.5p)

Note that the order of calling 'select' and 'ignore' is important.
Assume a spectrum from 10 ppm to 0 ppm. The following two calls
are not the same.

aph('select', 8p,2p, 'ignore',4.5p,5.5p)
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aphO

See also

Related

Syntax

Description

Arguments

See also

Related

aph('ignore',4.5p,5.5p, 'select"', 8p, 2p)

In the first case, an implicit 'ignore' ignores all data. The 'select'
selects data from 8 ppm to 2 ppm. The 'ignore' ignores data from
4.5 ppm to 5.5 ppm. The net result is that data from 8 ppm to 5.5
ppm and 4.5 ppm to 2 ppm are selected for phase optimization.

In the second case, an implicit 'select' selects all data. The 'ignore'
ignores data from 4.5 ppm to 5.5 ppm. The 'select' selects data from
8 ppm to 2 ppm, negating the effect of the 'ignore' The net result is
that all data from 10 ppm to O ppm are selected for phase optimization.

The action of aph or aphO depends on the number of return values
requested. If O or 1 return values are requested, the parameters rp
and 1lp are set to the values calculated by aph or aphO. If 2 or 3
return values are requested, aph or aphO returns the calculated values
of rp and 1p, but does not change the values of the parameters rp
and 1p.

NMR Spectroscopy User Guide

aph0 Automatic phase of zero-order term (C)

aphx Perform optimized automatic phasing (M)

1p First- order phase in directly detected dimension (P)
rp Zero-order phase in directly detected dimension (P)

Automatic phase of zero-order term (C)

aphO<:$ok, $Srp, $1p>

Automatically adjusts only the zero-order frequency-independent term
rp and does not rely on the frequency-dependent term 1lp being
previously adjusted. In favorable circumstances, spectra may be
obtained in such a way that only rp is expected to change. In these
cases, if 1p has been determined for one spectrum, then rp only can
be computer-adjusted for subsequent spectra by aph0 (“aph-zero”).
Note that aph0 does not correctly phase an exactly on-resonance peak.
Sok is 1 if the phase adjustment succeeds, or O if the adjustment fails.
Srp is the calculated value of rp.

S1lp is the current value of 1p.

NMR Spectroscopy User Guide

aph Automatic phase adjustment of spectra (C)

aphx Perform optimized automatic phasing (M)

1p First- order phase in directly detected dimension (P)
rp Zero- order phase in directly detected dimension (P)
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aphb

Syntax
Description

Arguments

Examples

See also

Related

Syntax
Description

See also

Related

appdir

Syntax

Applicability
Description

Arguments

VnmrJ 4 Command and Parameter Reference Guide

Auto phasing for Bruker data (C)

aphb< (threshold) >
Phases Bruker data using the autophasing program.

threshold determines if a data point is large enough to qualify it as
part of a peak. If no argument is given, or if the value is equal to or
less than 0, the threshold is calculated from the spectrum.

aphb

aphb (2)

NMR Spectroscopy User Guide

Automatic phase adjustment of spectra (C)
Automatic phase of zero-order term only (C)

aph
aph0

Perform optimized automatic phasing (M)

aphx

Optimizes parameters and arguments for the aph command. aphx first
performs an aph then calculates a theoretical value for 1p. If 1p set
by the aph is different from the calculated value by 10 per cent, the
calculated value is used and an aphO is performed.

NMR Spectroscopy User Guide

aph Automatic phase adjustment of spectra (C)
aph0 Automatic phase of zero-order term only (C)
1p First order phase along directly detected dimension (P)

Application directory information

appdir ('info') :$Snum - Applications directories information

appdir('info',n) :$label, Spath - Application directory

information
VnmrJ 3.1

An application directory is a directory where VnmrJ can look for
templates, maclib, manual, menujlib, parlib, probes, psg,
psglib, seglib, shims, tablib, shapelib, gshimlib, and
mollib directories. It will not look for expN directories, global, or
other files or directories. The exists command has been enhanced to
search for other files and directories in the applications directories,
allowing users flexibility to customize their applications. The appdirs
macro starts an editor to set applications directories.

The appdir('info') command will tell you the number of
application directories that are currently enabled. This value can be
returned to a parameter as in appdir('info') :$num
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Examples

See also

The label and path of a specific application directory can be returned

by supplying a number after the 'info' keyword. The number must be
between

1 and the total number of applications directories ($num from above).

The following macro lists the current applications directories:
clear

write('alpha', 'Applications Directories')

appdir ('info') : $num
$i =0
while ($i < S$num) do
$i=%$i+1
appdir('info',$i) :$Slabel, Spath
if ($label = '') then
write('alpha', '%d: "appdir %d" has path
"$s"',$1,$1, Spath)
else
write('alpha', '%d: "%s" has path

"%s"',$1,Slabel, Spath)
endif
endwhile

The "which" macro for another example of the use of the appdir
command
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appdirs Starts Applications Directory Editor (M)

Applicability ALL
Syntax appdirs

Description The appdirs macro brings up an editor to set the applications
directories. The top section of the editor has rows consisting of a menu
and two entry boxes.

Values Menu selections:
Enabled — enable an application directory.
Disabled — disable an application directory.

Remove(d) — initial setting for other row and the and empty entry
boxes.

Set an application directory menu to Remove(d) to completely remove
it.

Fields in each row:

Applications directory path.

A comment can be added to the second entry box.
Radio- button choices:

Save as private applications directories — sets the applications
directories for the current operator only.

Reset to system default applications directories — removes any private
applications directories and return to the standard default set.

Save the applications directories for global use — available only to users
with write permission for VnmrJ system files. A name must be
provided for this choice. This will affect all users the administrator has
set that name as their appdirs setting. The Agilent default names are
Experimental, Walkup, Imaging, and LcNmrMs.

Buttons:
OK — exit the editor and apply the selections made in the editor.

Cancel — exit the editor and abort the editor session, making no
changes to the applications directories.

See also Vwnmrd Installation and Administration

Related exists  Checks if parameter, file, or macro exists and file type (C)

appmode Application mode (P)

Description A global parameter that allows selection of specialized system
applications modes, such as imaging, by setting the global parameters
sysmaclibpath, sysmenulipath, and syshelppath.

For example, in /vnmr/maclib is a subdirectory maclib.imaging
that contains macros used primarily with imaging applications.
Similarly, in /vnmr/menulib is a subdirectory menulib.imaging for
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Values

apptype

Description

Values

See also

Related

Apt
Description

See also

Related

aptaph

Syntax
Description

imaging- related menus. By separating the imaging macros and menus
into subdirectories, access to imaging-specific macros and menus is

more convenient. This separation also allows minor modifications to
some macros and menus while retaining the names that are in common
use or required by other VnmrJ commands.

The value of appmode are set from either the System settings dialog
in the Utilities menu or the VnmrJ Admin interface.

'standard' sets standard application mode.
'imaging' sets imaging application mode.
'autotest' sets autotest application mode

Application type (P)

Specifies the application type, the group of pulse sequences to which
a pulse sequence belongs. It is used by the execpars macros to specify
the actions executed by the protocol for a pulse sequence. The actions
are common to the group of pulse sequences specified by the apptype.
See the execpars directory in /vnmr.

Vamrd Imaging, User Guide and NMR Spectroscopy User Guide

cgexp Load experiment from protocol (M)
execpars Set up the exec parameters (M)
execsetup Execute setup macro (P)
execprep Execute prepare macro (P)
execprescan Execute prescan macro (P)
execpreocess Execute processing macro (P)
execplot Execute plotting macro (P)

sgexp Load experiment from protocol (M)

Set up parameters for APT experiment (M)

Converts a parameter set to the APT (attached proton test) experiment.

NMR Spectroscopy User Guide

aptaph Automatic processing for APT spectra (M)
capt Automated carbon and APT acquisition (M)
hcapt Automated proton, carbon, and APT acquisition (M)

Automatic processing for APT spectra (M)

aptaph
Automatically phases APT spectra.
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See also NMR Spectroscopy User Guide
Related 2pt Set up parameters for APT pulse sequence (M)

array Easy entry of linearly spaced array values (M)

Syntax array< (parameter<,number_steps, start,step_size)>

Description Arrays a parameter to the number of steps, starting value and step
size given by the user. All values of the array will satisfy the limits of
the parameter.

If array is typed with none or only some of its arguments, you enter
an interactive mode in which you are asked for the missing values.

Arguments parameter is the name of the parameter to be arrayed. The default
is an interactive mode in which you are prompted for the parameter.
Only numeric parameters can be arrayed.

number_steps is the number of values of the parameter. The default
is an interactive mode in which you are prompted for the number of
steps.

start is the starting value of the parameter array. The default is an
interactive mode in which you are prompted for the starting value.

step_size is the magnitude of the difference between elements in the
array. The default is an interactive mode in which you are prompted
for the step size.

Examples array
array ('pw')
array('tof',40,1400,-50)

See also NMR Spectroscopy User Guide

array Parameter order and precedence (P)

Description Whenever an array of one or more parameters is set up, the string
parameter array tells the system the name of the parameter or
parameters that are arrayed and the order and precedence in which
the arraying is to take place. The parameter array is automatically
updated when acquisition parameters are set. “Diagonal arrays” (those
corresponding to using parentheses in the parameter array) must be
entered by hand.

Values '' (two single quotes with no space between) indicates no parameter
is arrayed.

A

%' indicates the parameter x is arrayed.

'x,y"' indicates the parameters x and y are arrayed, with y taking
precedence. That is, the order of the experiments is x{yq, X1yo,-...
X{Yp X2Y1s X2¥V 9, Xo¥p,er XV, With a total of m X n experiments
being performed.
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See also

Related

arraydim

Description

See also

Related

array2csv

Description
Syntax

Examples

Related

'y, x' indicates the parameters x and y are arrayed, with x taking
precedence. That is, the order of the experiments is x1y1, Xov1,...
XnY1) X1Y2) XYy XYy Xp¥Yp, With total of m X n experiments
being performed.

' (x,y) ' indicates the parameters x and y are jointly arrayed. The
number of elements of the parameters x and y must be identical, and

the order of experiments is xqyq, X9¥9,... X ¥, With n experiments
being performed.

Joint arrays can have up to 10 parameters. Regular multiple arrays can
have up to 20 parameters, with each parameter being either a simple
parameter or a diagonal array. The total number of elements in all
arrays can be 232_1.

NMR Spectroscopy User Guide

array Easy entry of linearly spaced array values (M)

Dimension of experiment (P)

After calcdim calculates the dimension of an experiment, the result
is put into the parameter arraydim. If an experiment is arrayed,
arraydim is the product of the size of the arrays.

NMR Spectroscopy User Guide

Calculate dimension of experiment (C)
Completed FID elements (P)

calcdim
celem

Formats Array into Comma Separate Variable

This macro converts an array into a comma separated variable.
array2csv ('parameter') :$Scsv
array2csv('ni"):$increments

array2strsv, array2string, stringl2array,
strsv2array, csv2array

array2stringFormats Array into String

Description
Syntax

Examples

This macro converts an array into a string variable.
array2string ('parameter') :$string

array2string (‘d3"):$delay
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array2strsv

Description
Syntax
Examples

asin
Syntax

Description

Arguments

Examples

See also

Related

asize
Syntax

Description

See also

Related

assign

Syntax

Description

VnmrJ 4 Command and Parameter Reference Guide

Formats Array into String Separated Variable

This macro formats an array into a string separated variable.
array2strsv('parameter') :$Sstrsv

array2strsv (‘ni'):$increments

Find arc sine of number (C)

asin(value)<:n>
Finds the arc sine (also called the inverse sine) of a number.
value is a number in the range of +1.0.

n is a return argument giving the arc sine, in radians, of value. The
default is to display the arc sine value in the status window.

asin(.5)
asin(val) :asin_val

Vnmrd User Programming

sin Find sine value of an angle (C)

Make plot resolution along f; and f, the same (M)

asize

Adjusts the 2D display parameters (sc, wc, sc2, and wc2) so that
the displayed resolution along both f; and f5 is the same. It is not
suggested for heteronuclear experiments where the chemical shift
spread of one nucleus is much greater than that of the other.

NMR Spectroscopy User Guide

sc Start of chart (P)
sc2 Start of chart in second direction (P)
wC Width of chart (P)
wc2 Width of chart in second direction (P)

Assign transitions to experimental lines (M)

(1) assign<('mark')>

(2) assign(transistion_number, line_number)

Assigns the nearest calculated transition to the lines from a d11 or
nll listing after spinll has placed them in slfreq. All lines may
not be assigned and transitions must be greater than sth. The next
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at

atan

Arguments

Examples

See also

Related

Description

Values

See also

Related

Syntax
Description

Arguments

spins ('iterate') determines new parameters to minimize the
differences in position of the assigned pairs.

'mark' makes assign use the lines selected with the mark button in
place of d11. The results of the mark operation are stored in the file
markld.out, which is cleared by the command mark ('reset').
transition_number is a single calculated transition number that is
assigned to a line from the dl11 listing.

line_number is the index of the line from the dl1l listing. Setting
line_number=0 removes an assignment from a calculated transition.
assign

assign('mark')

assign(4,0)

NMR Spectroscopy User Guide

dll Display listed line frequencies and intensities (C)
mark Determine intensity of the spectrum at a point (C)
nll Find line frequencies and intensities (C)

slfreg Measured line frequencies (P)

spinll Set up slfreq array (M)

spins Perform spin simulation calculation (C)

sth Minimum intensity threshold (P)

Acquisition time (P)

Length of time during which each FID is acquired. Since the sampling
rate is determined by the spectral width sw, the total number of data
points to be acquired (2*sw*at) is automatically determined and
displayed as the parameter np. at can be entered indirectly by using
the parameter np.

Number, in seconds. A value that gives a number of data points that
is not a multiple of 2 is readjusted automatically to be a multiple of 2.

NMR Spectroscopy User Guide; Vnmrd User Programming

np Number of data points (P)
sw Spectral width in directly detected dimension (P)

Find arc tangent of a number (C)

atan(value)<:n>
Finds the arc tangent (also called the inverse tangent) of a number.
value is a number between 1/2 and -m/2.

n is a return argument giving the arc tangent, in radians, of value.
The default is to display the arc tangent value in the status window.
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Examples

See also

Related

atan2

Syntax
Description

Arguments

Examples

See also

Related

atan(.5)
atan(val) :atan_val

Vnmrd User Programming

sin Find sine value of an angle (C)

Find arc tangent of two numbers (C)

atan2 (y,x)<:n>

Finds the arc tangent (also called the inverse tangent) of the quotient
of two numbers.

v and x are two numbers, where the quotient y/x is between /2 and
-1t/2 and x is not equal to zero.

n is a return argument giving the arc tangent, in radians, of y/x. The
default is to display the arc tangent value in the status window.

atan2(1,2)
atan2 (val) :atan2_val

VnmrJ User Programming

sin Find sine value of an angle (C)
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atcmd

Syntax

Description

Arguments

Examples

Call a macro at a specified time (M)

atcmd ('macro', 'timespec')

atcmd ('macro', 'timespec', 'active')

atcmd ('macro', 'timespec', 'start')

atcmd ('macro', 'timespec', 'active', 'start')
atcmd ('macro', 'cancel')

atcmd ('macro', 'list")

atcmd

atcmd will call a macro at the specified time. It only functions on a
spectrometer. If the 'active' argument is given, the macro will be
executed by the Vnmr process that specified atcmd. If that process is
no longer active, the macro will be removed from the database. If the
'active' argument is not give, then a background Vnmr will be started
to execute the macro. This background Vnmr will not be started in an
experiment. Therefore, the macro will need to execute jexp or run
commands or macros which do not need experiment parameters. It
will have access to global and systemglobal parameters. The
bootup macro will not be executed automatically. It can be called from
the atcmd macro.

When called with arguments, atcmd updates the database with the
supplied information. It does not start the process that calls the macros
at the specified times. atcmd with no arguments starts the program
that calls the macros at the specified times.

timespec -- has the format hh:mm <mon tue wed thur fri sat
sun> A 24 hour clock is used -- midnight is 0:0, noon is 12:00.

day -- If the optional day field is used, the command will be repeated
on that day at the appointed time. The day fields are case insensitive.
For monday, wednesday, and friday only a single character is
needed. More can be used. For tuesday, thursday, saturday, and
sunday, at least two characters must be given.

cancel -- If the cancel argument is given, it will cancel all the
commands that match the supplied macro. For example, if you specify
cmda to be run at 8:00 on mon and 9:00 on tue, then
atcmd('cancel', 'cmda') will cancel both of them. If the macro is
' ', the cancel option will cancel all atcmd macros.

list -- The list argument lists the timespec for all the atcmds that
match the supplied macro. If the macro is '', the 1ist option lists
all of the atcmd macros and their timespecs. Optional arguments can
be returned. The first is the number of atcmds. The macro and
timespec for each atcmd can be returned.

When the command specified by atcmd is executed in background, it
will be executed using the environment of the user who requested the
atcemd. Also, the background VnmrJ will initially not be joined to a
specific experiment.

atcmd ('echo ( good morning ) ', '8:00 mon tue wed thu fri')
Displays a welcome message every weekday at 8:00 am.
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atext

Syntax
Description
Arguments
Examples
See also

Related

attval

Syntax

Description

Arguments

Examples

atune

Description

VnmrJ 4 Command and Parameter Reference Guide

atcmd ('echo ("What are you doing here on a
weekend? ) ', '8:00 Sat Sun')
Questions your intentions on the weekend.

atcemd ('startNightQueue', '22:00")
Runs the macro startNightQueue at 22 hr. (10:00pm).

atcmd ('startNightQueue', 'cancel')
Cancels the scheduled startNightQueue cmd

atcmd('', 'cancel')
Cancels all scheduled commands

atemd('', 'list")
Lists all scheduled commands

Append string to current experiment text file (M)

atext (string)

Adds a line of text to the current experiment text file.
string is a single line of text.

atext ('Tl Experiment')

NMR Spectroscopy User Guide

ctext Clear the text of the current experiment (C)

text Display text or set new text for current experiment
©

write Write formatted text to a device (C)

Calculate pulse width (M)

attval (pw, tpwr)

Calculates the pulse width and B; field at every transmitter power. A
low transmitter power should be used where the amplifier is not in
compression. Calculation is not valid where amplifier is in
compression.

pw is the pulse width.
tpwr is the transmitter power.

attval(7.0,59)

ProTune Present (P)

Hardware configuration parameter specifying if ProTune is or is not
present. Parameter is set in the System Configuration window.
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Arguments 'y' ProTune is present
'n' ProTune not is present

See also VnmrJ Installation and Administration

Related wtune Specify when to tune (P)
tupwr Transmitter power used in tuning (P)
au Submit experiment to acquisition and process data (M)

Syntax au<(<'nocheck'><, 'next'><, 'wait'>)>

Description Performs the experiment described by the current acquisition
parameters, checking the parameters loc, spin, gain, wshim,
load, and method to determine the necessity to perform various
actions in addition to simple data acquisition. This may involve a single
FID or multiple FIDs, as in the case of arrays or 2D experiments. au
causes the data to automatically be processed according to the
following parameters:

*wbs specifies what happens after each block.
*wnt specifies what happens after each FID is collected.

*wexp specifies what happens when the entire acquisition is complete
(which may involve several complete FIDs in the case of 1D arrays or
2D experiments).

Before starting the experiment, au executes the two user-created
macros if they exist. The first is usergo, a macro that allows the user
to set up general conditions for the experiment. The second is a macro
whose name is formed by go_ followed by the name of the pulse
sequence (from segfil) to be used (e.g., go_s2pul, go_dept). This
macro allows a user to set up experiment conditions suited to a
particular sequence.

Arguments 'nocheck' is a keyword to override checking if there is insufficient
free disk space for the complete 1D or 2D FID data set to be acquired.

'next ' is a keyword to put the experiment started with au ( 'next"')
at the head of the queue of experiments to be submitted to acquisition.

'wait' is a keyword to stop submission of experiments to acquisition
until wexp processing of the experiment, started with au('wait'), is

finished.
Examples au
au('wait')

See also NMR Spectroscopy User Guide

Related auto_au Controlling macro for automation (M)
change  Submit a change sample experiment to acquisition (M)

ga Submit experiment to acquisition and FT the result (M)
gain Receiver gain (P)

go Submit experiment to acquisition (M)

go_ Pulse sequence setup macro called by go, ga, and au (M)
load Load status of displayed shims (P)

126 VnmrJ 4 Command and Parameter Reference Guide



loc
lock
method
sample

segfil
shim
spin
spin
su
usergo
wbs
wexp
wnt

wshim

Location of sample in tray (P)

Submit an Autolock experiment to acquisition (C)
Autoshim method (P)

Submit change sample, Autoshim experiment to
acquisition (M)

Pulse sequence name (P)

Submit an Autoshim experiment to acquisition (C)
Submit a spin setup experiment to acquisition (C)
Sample spin rate (P)

Submit a setup experiment to acquisition (M)
Experiment setup macro called by go, ga, and au (M)
Specify action when bs transients accumulate (C)
Specify action when experiment completes (C)
Specify action when nt transients accumulate (C)
Conditions when shimming is performed (P)

AuCALch3i Set up autocalibration with CH3l sample (M)

Syntax AuCALch3i
Description Retrieves standard proton parameter set and setup for automatic

calibration of proton (observe and decouple), carbon (observe and

decouple), gcal, and C/H gradient ratio. The AuCALch3i macro is the
same as the AuCALch3il macro.

AuCALch3il Get autocalibration with CH3l sample (M)

Syntax AuCALch3il

Description Retrieves standard proton parameter set and setup for automatic

calibration of proton (observe and decouple), carbon (observe and

decouple), gcal, and C/H gradient ratio. The AuCALch3il macro is
the same as the AuCALch3i macro.

AuCALch3oh Set up autocalibration with Autotest sample (M)

Syntax AuCALch3oh

Description Retrieves standard proton parameter set and setup for automatic

calibration of proton (observe), carbon (decouple), gcal and C/H

gradient ratio. The AuCALch30h macro is the same as the
AuCALch30hl macro.

VnmrJ 4 Command and Parameter Reference Guide
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AuCALch3ohl

Syntax
Description

Aucalibz0

Applicability
Syntax
Description

See also

Related

AuCdec

Syntax

Description

See also

Related

AuCgrad

Syntax
Description

See also

Related

Get autocalibration with Autotest sample (M)

AuCALch3ohl

Retrieves standard proton parameter set and setup for automatic
calibration of proton (observe), carbon (decouple), gcal and C/H
gradient ratio. The AuCALch30hl macro is the same as the
AuCALch30h macro.

Automatic Hz to DAC calibration for Z0 (M)

Autocalibration routine
Called by Augmapz0 calibration routine.

Called by Augmapz0 calibration routine. Automatically calibrates lock
frequency change per Z0 DAC unit change. The calibrated value is
written out in the probe file as 1khzdac parameter

System Administration.

Augmapz0 Automatic lock gradient map generation and ZO
calibration (M)
Aufindz0 Automatic adjustment of Z0 (M)

Carbon decoupler calibration macro (M)

AuCdec

Used by AuCALch3i and AuCALch3oh autocalibration routines to do
carbon decoupler calibrations. Calibrates high- power pulse widths and
dmf.

System Administration
AuCALch3i  Get autocalibration with CHgl sample (M)

AuCALch3oh Get autocalibration with Autotest sample (M)
dmf Decoupler modulation frequency for first decoupler (P)

Carbon/proton gradient ratio calibration macro (M)

AuCgrad

Used by AuCALch3il and AuCALch3ohl autocalibration routines for
C/H gradient ratio calibrations.

System Administration

AuCALch3il
AuCALch3ohl

Get autocalibration with CHgl sample (M)
Get autocalibration with Autotest sample (M)
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AuCobs

Syntax
Description

See also

Related

audiofilter

Description

Values

See also

Related

Aufindz0

Syntax

Description

See also

Related

Augcal

Syntax

VnmrJ 4 Command and Parameter Reference Guide

Carbon observe calibration macro (M)

AuCobs

Used by AuCALch3il autocalibration routines for carbon observe
calibrations.

System Administration

AuCALch3il Get autocalibration with CHgl sample (M)

Audio filter board type (P)

Sets the type of audio filter board used where the spectral width (sw)
is less than 100 kHz. The filter type is set in the Spectrometer
Configuration window (opened from config) using the label Audio
Filter Type.

'b' indicates the system has a 100-kHz Butterworth filter board (100
kHz Butterworth choice in the Spectrometer Configuration window.).

'e' indicates the system has a 100-kHz elliptical filter board (100 kHz
Elliptical choice in the Spectrometer Configuration window).

'2"' indicates the system has a 200-kHz Butterworth filter board (200
kHz Butterworth choice in the Spectrometer Configuration window).

'5' indicates the system has a 500-kHz elliptical filter board (500 kHz
Elliptical choice in the Spectrometer Configuration window).

System Administration

config Display current configuration and possibly change it (M)

sw Spectral width in directly detected dimension (P)

Automatic adjustment of Z0 (M)

Aufindz0

Finds z0 by doing lock 1D spectrum. The frequency is then used along
with the 1khzdac value in the probe file to calculate the z0 value for
a given solvent and autolocking is done. This requires previous
calibration of the hzdac value done using the Aucalibz0 macro.

System Administration

Aucalibz0 Automatic Hz to DAC calibration for Z0 (M)

Probe gcal calibration macro (M)

Augcal
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Description

See also

Related

Augmap

Syntax
Description

See also

Related

Augmapz0

Syntax

Description

See also

Related

AuHdec

Syntax

Description

See also

Related

Used by AuCALch3il and AuCALch3ohl autocalibration routines for
probe gcal calibrations.

System Administration

AuCALch3il Get autocalibration with CHgl sample (M)
AuCALch3ohl  Get autocalibration with Autotest sample (M)
gcal Gradient calibration constant (P)

Automated gradient map generation (M)

Augmap

Automatically adjusts gradient level, offset, window, and pulse width
to generate a z1-z4 gradient map using a 2- Hz D,O sample. This macro
is used by the Aumakegmap auto gradient map generation macro and
is applicable only for a lock gradient map.

System Administration

Aumakegmap Auto lock gradient map generation (M)
Number of z-axis shims used by gradient shimming

P)

gzsize

Automatic lock gradient map generation and z0 calibration
(M)

Augmapz0

Using the 2-Hz D50 sample, the augmapz0 macro automatically creates
a lock gradient map, followed by Hz to DAC calibration of Z0O for the
autolocking procedure.

System Administration

Automatic Hz to DAC calibration for Z0 (M)
Automatic adjustment of Z0 (M)

Aucalibz0
AufindzO0

Proton decoupler calibration (M)

AuHdec

Used by AuCALch3i autocalibration routine to do proton decoupler
calibrations. Calibrates high-power pulse widths and dmf.

System Administration

AuCALch31i  Get autocalibration with CH3I sample (M)
dmf Decoupler modulation frequency for first decoupler (P)
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AuHobs

Syntax
Description

Aumakegmap

Syntax
Description

AuNuc

Syntax
Description

auto

Applicability
Syntax
Description

Arguments

Examples

Proton observe calibration macro (M)

AuHobs

Used by AuCALch3i and AuCALch3oh autocalibration routines for
proton observe calibrations.

Auto lock gradient map generation (M)

Aumakegmap (<1lk or hs or H1>)

Generates z1-z4 lock gradient (' 1k' argument), lock homospoil ('hs"
argument), or I gradient map ('H1' argument). If no argument is
given, the defaults is 'lk', if gradtype='nnh' to 'hs'. The doped
2-Hz D50 should be used for hs and 1k maps. H1 map is typically
done on the sample. Automatically adjusts gradient level, offset,
window, and pulse width. The map name is automatically stored in the
probe file.

Get parameters for a given nucleus (M)

AuNuc (nucleus, solvent)

Retrieves standard parameter set for a given nucleus and adds all
required parameters for Tcl/dg driven parameters. If no parameter set
exists in stdpar, then carbon parameters are retrieved and tn
changed.

Prepare for an automation run (C)

Systems with an automatic sample changer.
auto< (automation_directory)>

Prepares the automation directory for an automation run. auto aborts
if the spectrometer is already in automation mode.

automation_directory is the name of the automation directory,
either an absolute UNIX path (i.e.the first character is a “/”) or a
relative path (the first character is not a “/”). The default is the value
of the parameter autodir. If for some reason autodir is not defined,
you are prompted to provide the location of the automation directory.
If not given as an argument, you are prompted for the path. If the
automation directory is not present, it is created with full access for
all users. auto aborts if it fails to create this directory.

auto
auto (' /home/vnmrl/autorun_620")
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See also

Related

auto

Applicability
Description

Values

See also

Related

autoaa

Syntax
Applicability
Description

Arguments

See also

Related

auto au

Applicability
Syntax

NMR Spectroscopy User Guide, Vnmrd User Programming

auto_au Controlling macro for automation (M)
autodir Automation directory absolute pathname (P)
autogo Start an automation run (C)

autoname Prefix for automation data file (P)

Automation mode active (P)

Systems with an automatic sample changer.

A global variable that shows whether or not an automation run is in
progress. Macros typically test this parameter because actions can
differ between the automation and non-automation modes. The value
of auto is not enterable by the user. An automation experiment is
initiated with the autogo command. The auto parameter is only set
to 'y' for those macros and commands that are run as part of an
automation experiment.

'y' indicates automation mode is active.
'n' indicates automation mode is inactive

NMR Spectroscopy User Guide, Vnmrd User Programming

auto_au Controlling macro for automation (M)
autogo Start an automation run (C)

autora Resume suspended automation run (C)
autosa Suspend current automation run (C)

Abort an automation run with no error

autoaa
Vnmrd 3.1

This command is used to abort an experiment that has been submitted
to automation. The currently running experiment will not be
interrupted, but when it is over, the automation run will be terminated.

The macro consists of autosa and aa, run sequentially.

For further information on autosa or aa, see the manual.

halt halt acquisition with no error
autora resume the interrupted automation run

Controlling macro for automation (M)

Systems with an automatic sample changer.
auto_au
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Description Reads sampleinfo file (defines an automation experiment) using the
lookup facility, sets the solvent and loc parameters based on the
SOLVENT and SAMPLE# fields of sampleinfo, runs exec on the entry
in the MACRO field, and writes the experiment text based on the TEXT
field. After that, auto_au examines the value of the wexp parameter:

o If wexp is set to 'procplot', then auto_au calls au.

o If wexp is set to 'autolist', then auto_au inserts 'auto' as the
first argument to autolist and calls au('wait').

o If wexp is set to anything else, auto_au does not call au.

If no data is generated from the requested MACRO field, due to an error
or some other reason, auto_au sets the STATUS field to “No Data
Requested.”

auto_au is used only during automation and should not be called
directly. It provides a starting point for all automation experiments. As
such, it is a convenient point for user customization of automation.

See also NMR Spectroscopy User Guide, VnmrJ User Programming

Related au Submit experiment to acquisition and process data (M)
auto Prepare for an automation run (C)
autolist Set up and start chained acquisition (M)
exec Execute a VnmrJ command (C)
loc Location of sample in tray (P)
lookup Look up words and lines from a text file (C)
solvent Lock solvent (P)
wexp When experiment completes (P)
autog Utility commands for the automation queue

Syntax autoqg
Applicability VnmrJ 3.1
Arguments This command can contain the following arguments:

e autoq('add',pathname): adds the sampleinfo file at pathname to the
automation queue (enterQ). The pathname may contain multiple
sampleinfo entries. An implicit lock is placed on the queue. An
autosa / autora pair is not needed.

e autoq('add',pathname,'priority'): adds the sampleinfo file at pathname
to the automation queue (enterQ) with queue name 'priority'. The
pathname may contain multiple sampleinfo entries. For the enterQ,
'priority' is interpreted as adding it to the top of the file. An implicit
lock is placed on the queue. An autosa / autora pair is not needed.

e autoq('lock"): locks the automation queue (enterQ) so other processes
can not access it.
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Autobackup

Syntax
Description

autodept

Syntax

Description

See also

Related

autodir

Applicability

e autoq('lock',seconds): locks the automation queue (enterQ) so other
processes will not access it. By default, all locks expire after 5
seconds. A second argument can set the expiration time between 1
and 15 seconds.

e autoq('unlock'): removes the lock.

e autoq('get',pathname): gets the next sampleinfo file from the
automation queue (enterQ) and places it at pathname. An implicit
lock is placed on the queue. An autosa / autora pair is not needed.
This option will generally not be needed by user macros. This
function is currently performed by Autoproc.

e autoq('sendmsg',message): Send "message" to whatever Vnmr session
is listening. This is often used by background automation if it wants
to send a message to a foreground Vnmr.

e autoq('recvimsg','on"): Turn on receiving messages from an
autog('sendmsg',message) command.

e autoq('recvmsg','off"): Turn off receiving messages from an
autoqg('sendmsg',message) command.

Back up current probe file (M)

Autobackup

Makes a copy of the probe file before starting the calibrations and
prints the current calibration file. Autobackup is called by the
autocalibration routines AuCALch3il and AuCALch3ohl

Automated complete analysis of DEPT data (M)

autodept

Processes DEPT spectra, plots the unedited spectra, edits the spectra,
plots the edited spectra, and prints outs editing information.

NMR Spectroscopy User Guide

adept Automatic DEPT analysis and spectrum editing (C)

Dept Set up parameters for DEPT experiment

deptproc Process DEPT data (M)

padept Perform adept analysis and plot resulting spectra
©

pldept Plot DEPT data, edited or unedited (M)

Automation directory absolute path (P)

Systems with an automatic sample changer or LC-NMR accessory.
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Description When using a sample changer, autodir is a global variable that holds
the absolute path of the currently active automation directory. When
VnmrJ is started, autodir is set to the absolute path of the last
automation run.

When using the LC-NMR accessory, autodir specifies a directory in
which experiments using a stored queue are saved.

See also NMR Spectroscopy User Guide

Related auto Set up an automation directory (C)
autoname Prefix for automation data file (P)
globalauto Automation directory name (P)
walkup Walkup automation (M)
autogo Start automation run (C)

Applicability Systems with an automatic sample changer.
Syntax autogo<(file<,automation_directory>)>

Description Starts an automation run. The autogo parameter cannot be entered
while the spectrometer is in automation mode. You must have an
enter queue prepared to start an automation run. The queue is
checked to verify that it was prepared using the enter command
(autogo aborts if an error in the format is found.) Your automation
directory is also checked for the presence of a non-empty enter queue
(autogo aborts if the current queue in the automation directory is
present and not empty). Finally, autogo checks the automation
directory and runs the auto command if this directory is not present
or another problem is found. When autogo completes, the system is
in automation mode and your automation run starts.

Arguments file is the file name of your enter queue. The default is that the
system prompts you for the location of the enter queue.
automation_directory is the pathname of the automation directory.
The default is the current value of the parameter autodir.

Examples autogo
autogo ('MySamples')
autogo ('MySamples', ' /home/vnmrl/AutoRun_621")
See also NMR Spectroscopy User Guide

Related auto Set up an automation directory (C)
autodir Automation directory absolute path (P)
autoname Prefix for automation data file (P)
enter Enter sample information for automation run (C)
autolist Set up and start chained acquisition (M)
Syntax autolist (<options,>experimentl<,experiment2<,...>)
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Description Sets up parameters for chained experiments by executing the
experiments given as arguments and then starting a chained
acquisition. Note that the macro au is executed as part of autolist
and should not be included in the arguments to autolist.

Arguments options is one or more of the following keywords:

e 'auto' is a keyword to add 'wait' to the au call (e.g,
au('wait', 'next')).

e 'start' is a keyword to make the first experiment in the list as one
that needs to be acquired rather than processed.

experimentl, experiment2, ... are experiments written as strings
(e.g.,, 'dept"' or 'cl3"'). experimentl is the current experiment and,
when it finishes, the macro procplot is called to process the data. If
experiment?2 is listed, that experiment is executed and then the
macro au ('next') is performed. For subsequent experiments, the
text, solvent and temp are used from the preceding experiment. Also,
the wexp parameter is reset to 'autolist' with the first experiment
removed.

Examples autolist('hl','cl3', 'dept')
autolist('hl', 'hcosy')

See also NMR Spectroscopy User Guide

Related auto_au Controlling macro for automation (M)
au Submit experiment to acquisition and process data (M)
hc Automated proton and carbon acquisition (M)
hcapt Automated proton, carbon, and APT acquisition (M)
hccorr Automated proton, carbon, and HETCOR acquisition

oY)

hcosy Automated proton and COSY acquisition (M)
procplot Automatically process FIDs (M)
solvent Lock solvent (P)
temp Sample temperature (P)
wexp When experiment completes (P)

automerge Merges overniteQ with daytimeQ

Description This option is useful for sorting the short runs from longruns and
merging the longruns at the back of short runs before doing autogo
on an existing enter file.  Alterntively, this macro can be used in a
cron job to merge overniteQ with daytimeQ in a current automation
run at a specified time. An optional 2nd argument will suppress
autosa/autora. Optional argument allows one to merge overniteQ
with daytimeQ for an enter file - i.e., non walkup mode.

Arguments add Arguments
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Automkdir Creates Data Directory from Template

See also This macro is executed by automation at runtime to create the
directory path specified in the Preferences/Templates panel.

autoname Create path for data storage (C)

Applicability Automation

Syntax autoname:Spath
autoname (name_template) : Spath
autoname (name_template, sample_info_file) :$path
autoname (name_template,sample_info_file,
<'keepspaces' | 'replacespaces'>) : $path
autoname (name_template, sample_info_file,
<, 'excluded_suffixes'<, 'keepspaces'| 'replace
spaces'>) :$path

Svfname: $path

Svfname (name_template) : $Spath

Svfname (name_template, suffix):S$path

Svfname (name_template, suffix,
'excluded_suffixes') :Spath Svfname (name_template,

suffix, 'excluded suffixes',
'keepspaces'|'replacespaces'):$path

chkname (name_template, 'characters', 'par or tmpl or
str', 'replacechar') :$sl, $s2, Spar, Sreq

chkname ('fileChars', 'characters')

Description The autoname command determines the path for data storage during
an automation run and uses the value of a naming template (the
autoname parameter by default) and the contents of a sample info file
(default is sampleinfo in the current experiment) to determine this
path. The path name is stored in the return argument or displayed on
line 3 if no return argument is present.

The name is prefaced with using the value of the parameter autodir
or userdir+'/data/"' if autodir is equal to ".

The default excluded suffix is.fid.

Arguments No argument provided. The command uses the default autoname
parameter and sampleinfo in the current experiment directory for
the path to the sample info file. If the autoname parameter does not
exist or is set to ", the default template is3SAMPLE# : $3PEAK# : %.

name_template (no quotes) is string that contains keywords
separated by substitution specifiers to represent the data storage path.
Substitution specifiers in this template are either a percent sign (%) or
a dollar sign ($). The keywords are obtained from the
sample_info_file file, if it exists, using % substitution specifiers or
VNMR parameters using $ substitution specifiers.
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A template is passed directly using:
autoname (' SownerS$/SsampleS') : Spath.

Percent sign (%) substitution specifier is used with the autoname
command to scan the sample_info_file for the text specific by
keyword between the first percent sign in the template string and the
next percent sign. The text specified by the keyword between the %
substitution specifiers is passed to Spath.

The following percent substitutions (% keywords) for time and date are
obtained from the system clock, not from the sample info file:

Keyword Format Description

$DATES YYYYMMDD 4 digit year 2 digit month 2 digit day

$TIMES HHMMSS 2 digit each for hours, minutes, and
seconds

%YR% YYYY 4-digit year

$YR2% YY 2-digit year

$MO% MM 2-digit month

%DAY% DD 2-digit day

$HR% HH 2-digit hour

$MINS MM 2-digit month

%SEC% Ss 2-digit second

The following are some of the percent substitutions (% keywords) are
obtained from the second argument, sample_info_file.

Keyword Description
SUSER% user name
$MACRO% macro name
$SAMPLE% sample name

$SOLVENT%  solvent name
String parameters cannot not contain any of the following characters:
1 |, |!|7 HII, l$|7 l&l, I\l’ ||, |(|7 I)I, I*!’ I;I, |<|, |>|’ |?|, |\\|’ |[|, 1 |y l/\ly I\I, 1 17 1 l) |||,
I)I’ |\0|
Version number is specified by $Rn% where n is an integer from 0 to
9 (default 2), as follows:

Description

no revision digits are appended (all names must be
uniquely constructed without these revision digits).

1t09 revision number is padded with leading zeroes to form

>9

an n-digit number. If more places are needed than

specified, more zeroes are used.
Rnn is still used as a search string in the sampleinfo

(more than one digit) file. 8 Rn% must be specified at the end of the

name_template string. The revision digits are
always appended except if ¥R0% is used.

no %Rn% default of $R2% is used

Specify the starting number to be used when constructing the version
number by appending a colon : and start number after Rn.

The default starting value is 1. A zero is not allowed.
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Dollar sign ($) substitution specifiers works in manner analogous to
the percent substitution specifier, except that the text between the
dollar signs is interpreted as the name of a VNMR parameter. The value
of this parameter is substituted for the substitution specifier.

Numeric parameters are represented as a string and truncated to an
integer value. The template, pw=SpwSusec, with vnmr parameter pw
having a value of 12.3 produces pw=12usec01 which is appended
to.fid and passed to $path. The 01 following usec is added by the
%R2% default setting.

sample_info_file (no quotes) is the name of a text file to read for
the % substitutions passed to autoname. The file must exist.

Using the keyword 'replacespaces' uses underscores (_) in place
of spaces ' ' in the resulting path name or the keyword
'keepspaces' retains spaces in the resulting path name.

The keyword, 'keepspaces’ or 'replacespaces’ is an optional
argument (includes quotes). The argument is accepted as the third or
fourth argument.

Solaris and Linux operating systems default to replacespaces.

A comma separated list of excluded suffixes the new path name will
not use or match is specified if the third keyword is not
'keepspaces' or 'replacespaces’'.

Examples Using a $ substitution specifier:
autoname (pw=$SpwSusec) : $Spath

A $ substitution specifier, pw=$pwSusec, is the name_template and
a relative path. The vnmr parameter, pw, has a value of 12.3 and the
resulting filename is: pw=12usec01l.fid. The path name is prefaced
with the value of the parameter autodir if the name template
generates a relative pathname.

Examples Using $ substitution specifiers and a comma separated list of suffixes:
autoname ('Ssegfils$_S$tnS$_','/vnmr/conpar','.img') :Spath

The $ substitution specifier is; Ssegfils_stn$_ the dummy info
filename is; '/vnmr/conpar', and the comma separated list of
excluded suffixes is .img. The path name is prefaced with
seqgfil_tn_index. Each time a file is written to the directory the
command changes the index by one (see %Rn% above). The suffix is
both .fid and .img. The file is named gems_H1_03.img if target
directory contains gems_H1_01.fid and gems_H1_02.img.

See also NMR Spectroscopy User Guide, Vnmrd User Programming

Related autoname Temple determining the path where is data stored
P)
Svfname Determines the name used to store data (C)
svfname Specifies the filename template (P)
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autoname

Applicability
Description

See also

Related

autora
Applicability

Syntax
Description

See also

Related

autosa

Applicability
Syntax

Description

See also

Related

autoscale

Syntax

Prefix for automation data file (P)

Automation

The autoname temple determines the resulting path where the data is
stored for an entry in the automation run and uses the contents of a
sample info file (the name by default is "sampleinfo" in the current
experiment) to determine this path. The path name is stored in the
return argument and displayed on line 3 if no return argument is
present.

NMR Spectroscopy User Guide, Vnmrd User Programming

Determines path for data storage during an
automation run (C).

autoname

Resume suspended automation run (C)

Systems with an automatic sample changer.
autora

Resumes a previously suspended automation run. No matter what
caused the interruption (including autosa, power failure, or system
boot-up), the system examines the condition of the automation file and
resumes acquisition for all experiments that have not finished. If
autora is executed while an automation run is in progress, it has no
effect.

NMR Spectroscopy User Guide

autosa Suspend current automation run (C)

Suspend current automation run (C)

Systems with an automatic sample changer.
autosa

Suspends the automation mode at the conclusion of the current
experiment and changes the system to the manual mode. The currently
running experiment is not interrupted.

NMR Spectroscopy User Guide

autora Resume suspended automation run (C)

Resume autoscaling after limits set by scalelimits macro
(M)

autoscale
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Description

See also

Related

autostack

Syntax
Description

See also

Related

autotest
Syntax
Description
See also

autotime

Syntax
Description

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

Returns to autoscaling in which the scale limits are determined by the
expl command such that all the data in the expl input file is
displayed.

NMR Spectroscopy User Guide

expl Display exponential or polynomial curves (C)
scalelimits Set limits for scales in regression (M)

Automatic stacking for processing and plotting arrays (M)

autostack

When processing and plotting arrayed 1D spectra, VnmrJ automatically
determines whether the stacking mode is horizontal, vertical or
diagonal from the number of traces and the number of lines in the
spectrum. If this automatic function is not desirable (or makes an
undesirable decision), it can be overridden by placing the stack macro
in the experiment startup macro or by calling stack before processing
(or reprocessing) a spectrum. autostack switches back to automatic
determination of the stack mode by destroying the stackmode
parameter.

NMR Spectroscopy User Guide

procarray Process arrayed 1D spectra (M)

plarray Plot arrayed 1D spectra (M)

stack Fix stacking mode for processing / plotting arrayed
spectra (M)

stackmode Stacking control for processing (P)

Open Auto Test Window (C)

autotest
Opens the Auto Test window.
AutoTest Software manual.

Displays approximate time for automation (M)

autotime (<automation directory>)

Displays approximate time for each experiment and for each location
in an automation run. If no argument is given, time is calculated for
the current automation run (enterQ).

NMR Spectroscopy User Guide

explist Display approximate time for current experiment

chain (M)
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av

avl

Syntax
Description

See also

Related

Syntax

Description

Set abs. value mode in directly detected dimension (C)

av
Selects the absolute-value spectra display mode by setting the
parameter dmg to the string value 'av'. In the absolute-value display
mode, each real point in the displayed spectrum is calculated as the
square root of the sum of the squares of the real and imaginary points
comprising each respective complex data point. All information,
including noise, is always positive, and the relationship between signal
and noise is linear.

For multidimensional data, av has no effect on data prior to the
second Fourier transform. If pmode='full', av acts in concert with
commands phl, avl, or pwrl to yield the resultant contour display
for the 2D data.

NMR Spectroscopy User Guide

avl Set abs. value mode in 1st indirectly detected dimension (C)
av2 Set abs. value mode in 2nd indirectly detected dimension (C)
dmg Display mode in directly detected dimension (C)

dmgf  Absolute-value display of FID data or spectrum in acgi (P)
ft Fourier transform 1D data (C)

ftld Fourier transform along f; dimension (C)

ft2d Fourier transform 2D data (C)

pa Set phase angle mode in directly detected dimension (C)

pal Set phase angle mode in 1st indirectly detected dimension
©)

ph Set phased mode in directly detected dimension (C)

phl Set phased mode in 1st indirectly detected dimension (C)
pmode Processing mode for 2D data (P)

pwrl Set power mode in 1st indirectly detected dimension (C)
wft Weigh and Fourier transform 1D data (C)

wftld Weigh and Fourier transform of 2D data (C)

wft2d Weigh and Fourier transform 2D data (C)

Set abs. value mode in 1st indirectly detected dimension (C)

avl

Selects the absolute-value spectra display mode along the first
indirectly detected dimension by setting the parameter dmgl to the
value 'avl'. If the parameter dmgl does not exist, avl creates it and
set it to 'avl’'.

In the absolute-value display mode, each real point in the displayed
trace is calculated as the square root of the sum of the squares of the
real and imaginary points comprising each respective complex data
point. For hypercomplex data, the real-real and imaginary-real points
from each respective hypercomplex data point are used in the
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summation. In this mode, all information, including noise, is always
positive; and the relationship between signal and noise is linear.

The avl command is only needed if mixed- mode display is desired. If
the parameter dmgl does not exist or is set to the null string, the
display mode along the first indirectly detected dimension defaults to
the display mode of the directly detected dimension (characterized by
the parameter dmg). For the contour display of multidimensional data,
the result of avl is the same as for traces provided that
pmode='partial' or pmode='"' (two single quotes with no space
between).

See also NMR Spectroscopy User Guide

Related av Set abs. value mode in directly detected dimension
©
dmgl Data display mode in 1st indirectly detected

dimension (P)

av2 Set abs. value mode in 2nd indirectly detected dimension

(C)

Syntax av2

Description Selects absolute-value spectra display mode for the second indirectly
detected dimension by setting the parameter dmg2 to the value 'av2'.
If dmg2 does not exist or is set to the null string, av2 creates dmg2
and set it equal to 'av2'.

In the absolute- value display mode, all information, including noise,
is positive; and the relationship between signal and noise is linear.
Each real point in the displayed trace is calculated as the square root
of the sum of the squares of the real and imaginary points comprising
each respective complex data point. For hypercomplex data, the
real-real and imaginary-real points from each respective hypercomplex
data point are used in the summation.

The av2 command is only needed if mixed-mode display is desired. If
the parameter dmg2 does not exist or is set to the null string, the
display mode along the second indirectly detected dimension defaults
to the display mode of the directly detected dimension (characterized
by the parameter dmg). For the contour display of multidimensional
data, the result of av2 is the same as for traces provided that

pmode='partial' or pmode="'"' (two single quotes with no space
between).
See also NMR Spectroscopy User Guide
Related av Set abs. value mode in directly detected dimension
©
dmg?2 Data display mode in 2nd indirectly detected

dimension (P)
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averag

awc

awcl

Syntax

Description

Arguments

Examples

See also

Description

See also

Related

Description

Calculate average and standard deviation of input (C)

averag (numberl, number?2, ...) :average, sd,
number_arguments, sum_numbers, sum_squares

Finds average, standard deviation, and other characteristics of a set of
numbers.

numberl, number2, ... is a finite set of numbers.
average is the average of the numbers.
sd is the standard deviation of the numbers.

number_arguments is the number of numberl, number2,...
arguments.

sum_numbers is the sum of the numbers
sum_squares is the sum of squares of the numbers.
averag(3.4,4.3,3.5,5.4):rl1,r2

Vaumrd User Programming

Additive weighting const. in directly detected dimension

(P)

Adds the current value of awc to each value of the weighting function
along the directly detected dimension. This dimension is often referred
to as the fy dimension in 2D data sets, the f3 dimension in 3D data
sets, and so forth. awc is applied after the sinebell and exponential
function, but before the Gaussian function. This allows using gf as a
Gaussian apodization even when awc is non-zero. Typical value of awc
is n'".

NMR Spectroscopy User Guide

awcl Additive weighting const. in 1st indirectly detected dimension

P)
awc?2 Additive weighting const. in 2nd indirectly detected dim. (P)
gf Gaussian function in directly detected dimension (P)

Additive weighting const. in 1st indirectly detected
dimension (P)

Adds the current value of awcl to each value of the weighting function
along the first indirectly detected dimension This dimension is often
referred to as the f; dimension of a multidimensional data set. awcl
is analogous to the parameter awc. The “conventional” parameters (1b,
gf, etc.) operate on the detected FIDs, while this “2D” parameter is
used during processing of the interferograms.
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See also NMR Spectroscopy User Guide

Related awc Additive weighting const. in directly detected dimension (P)

awc2 Additive weighting const. in 2nd indirectly detected
dimension (P)

Description Adds the current value of awc2 to each value of the weighting function
along the second indirectly detected dimension This dimension is often
referred to as the f; dimension of a multidimensional data set. awc2
is analogous to the parameter awc. The value of awc2 can be set with
wti on the 2D interferogram data.

See also NMR Spectroscopy User Guide

Related awc Additive weighting const. in directly detected dimension (P)
wti Interactive weighting (C)
axis Provide axis labels and scaling factors (C)

Syntax axis('fn'|'fnl'|'fn2")
<:Saxis_label, Sfreqg scaling, $Sscaling_factor>
Description Displays or returns values of the axis labels and scaling factors to the
calling macro. See the macro r1 for an example of using this command.

Arguments 'fn'|'fnl'|'£fn2' is the Fourier number parameter for the axis of
interest.

Saxis_label is the axis label (e.g., ppm, kHz, cm, or ppm(sc)).

Sfreq scaling is the divisor needed to convert from units of Hz to
the units defined by the axis parameter with any scaling. axis uses
the current value of the axis parameter for that dimension and also

checks for axis scaling using the corresponding scalesw, scaleswl,
or scalesw2 parameter.

Sscaling_factor is a second scaling factor, determined solely by the
scalesw type of parameter. This last scaling factor is independent of
the value of the axis parameter.
Examples axis('fn')
axis('fnl'):$lab, $fr,$scl
See also VnmrJ User Programming

Related axis Axis label for displays and plots (P)
rl Set reference line (M)
scalesw Scale spectral width in directly detected dimension (P)
scaleswl Scale spectral width in 1st indirectly detected dimension
P
scalesw2 Scale spectral width in 2nd indirectly detected dimension

P
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axis Axis label for displays and plots (P)

Applicability Certain arguments work only if system has the proper hardware.
Description Specifies the units for the axis display and plot.

For 1D experiments, axis uses a single letter that includes 'h' for
Hz, 'p' for ppm, and 'k' for kHz (e.g.,, axis='h").

For 2D experiments, axis uses two letters, with the first letter
describing the detected spectral axis (fy), and the second letter
describing the indirectly detected axis (fj). Thus axis='ph' is
appropriate for a homonuclear 2D-J experiment, with a referenced
ppm scale along the spectral axis and an axis in Hz ('h') along the
J-axis. axis="'pp' is appropriate for COSY or NOESY experiments.

For 3D experiments, axis uses three letters with the first letter
describing the detected spectral axis (f3), the second letter describing
the first indirectly detected axis (f;), and the third letter specifying the
second indirectly detected axis (fy).

The special letter d is used to reference the indirectly detected axis to
the parts per million of the decoupler channel, as appropriate for
heteronuclear chemical shift correlation experiments, which would
typically have axis="'pd'. The letter n is used to suppress the axis
display on one or both axes (e.g., axis='nn', axis="'pn').

For systems with multiple decouplers, the characters '1', '2', and
'3' can be used to reference an axis relative to the frequency of that
decoupler. Setting axis="pl' is effectively the same as axis='pd"

Values '1' sets the axis label for units of ppm relative to the first decoupler.
'2' sets the axis label for units of ppm relative to the second
decoupler.

'3' sets the axis label for units of ppm relative to the third decoupler.

'c' sets the axis label for units of centimeters.
'd' sets the axis label for units of ppm relative to the first decoupler.
'h' sets the axis label for units of hertz.

'k' sets the axis label for units of kilohertz.

'm' sets the axis label for units of millimeters.

'n' sets no axis label display.

'p' sets the axis label for units of ppm relative to the observe
transmitter.

'u' sets the axis label for units of micrometers.

See also NMR Spectroscopy User Guide

Related axis Provide axis labels and scaling factors (C)
axisf Axis label for FID displays and plots (P)
dscale Display scale below spectrum or FID (C)
pscale Plot scale below spectrum or FID (C)
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axisf Axis label for FID displays and plots (P)

Description Specifies the units for the FID axis display and plot. To create the FID
display parameters axisf, dotflag, vpf, vpfi, crf, and deltaf (if
the parameter set is older and lacks these parameters), enter
addpar ('fid").

Values 's' sets the axis label for units of seconds.
'm' sets the axis label for units of ms.
'u' sets the axis label for units of ps.
'n' sets no axis label display.

See also NMR Spectroscopy User Guide

Related addpar Add selected parameters to the current experiment (M)
axis Axis label for displays and plots (P)
dscale Display scale below spectrum or FID (C)
pscale Plot scale below spectrum or FID (C)
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bandinfo

Applicability
Syntax
Description

Arguments

Agilent VnmrJ 4 Command and Parameter

Reference Guide

bandinfo Shaped pulse information for calibration (M)
banner Display message with large characters (C)

bc 1D and 2D baseline correction (C)

beepoff Turn beeper off (C)

beepon Turn beeper on (C)

bigendian Determine system byte order (C)

binom Set up parameters for BINOM pulse sequence (M)
bioref Bio-NMR Referencing (P)

bootup Macro executed automatically (M)

box Draw a box on a plotter or graphics display (C)
boxes Draw boxes selected by the mark command (M)
bpa Plot boxed parameters (M)

bph Individually phase each trace of arrayed 1D data (C)
br24 Set up parameters for BR24 pulse sequence (M)
bs Block size (P)

Shaped pulse information for calibration (M)

Information only useful on systems capable of shaped pulse generation.
bandinfo< (shape,width<, ref_power>)>:duration, power

Displays a table containing the duration and the predicted 90° pulse
power setting for the pulse shape and bandwidth given by the
arguments. No parameter settings are changed. The necessary data is
contained in the shapeinfo file in the shapelib subdirectory.

If bandinfo is run without arguments, prompts operator for input

shape is the name of the shape. The default is system prompts for a
name.

width is the bandwidth, in Hz, desired for the pulse.

ref_power is value of tpwr to which pw90 is set. The default is 55
dB.

duration is the duration, in us, of the pulse.

power is the predicted 90° pulse power setting.
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Examples

See also

Related

banner

bc

Syntax
Description

Arguments

Examples

See also

Description

Arguments

bandinfo
bandinfo('sinc',10) :pw, tpwr

User Programming

pulseinfo Shaped pulse information for calibration (M)

pw90 90° pulse width (P)
tpwr Observe transmitter power level with linear amplifiers
®)

Display message with large characters (C)

banner (message<, color>)
Displays text as large-size characters on the graphics windows.

message is the text to be displayed. If the text includes a single
quotation mark ('), it must be preceded by a backslash (\ '). Multiline
displays are available by inserting two backslashes (\\) between lines.
Any undefined characters are displayed as a “bug” shape.

color is the color of text on a color display: 'red', 'yvellow’,
'green', 'cyan’', 'blue', 'magenta’', and 'white'. The default is
'vellow'.

banner ( 'banner sample')
banner ('Don\'t Touch', 'blue')

User Programming

1D and 2D baseline correction (C)

Makes 1D or 2D baseline correction using a spline or a second to
twentieth order polynomial fitting of predefined baseline regions. bc
defines every odd-numbered integral (those integrals that disappear
when intmod='partial') as baseline and attempts to correct these
points to zero.

<> indicates that an argument is optional; the absence therefore
indicates that an argument is mandatory.

The optional argument 'i fnotddr' will skip the baseline correction if
the data were acquired with a system with a direct-digital receiver. On
these systems, the baseline is usually flat enough not to warrant
additional corrections. If the data were not acquired with a system
with a direct-digital receiver, the argument is ignored. The 'i fnotddr'
argument must follow the '£1' or '£2' arguments if they are used. It
must precede all other arguments.

The bc command will return to the calling macro its status. It returns
a 0 if it failed. It returns a 1 if it succeeds. If the 'i fnotddr' argument
is given and the bc operation is skipped, because the data were
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acquired with a direct-digital receiver system, it returns a 2. If the bc
command fails and a return value is not requested, it will abort the
calling macro.

1D
bc (<argl>):

argl - (A) order of the polynomial used in the fitting procedure;
the default value is 1, which obtains a spline fit; ranges from 1 to 20.
(B) 'unbc'; does not require that the order is specified; BC reads in
the order and the coefficients used in the previous BC operation and
reverses the BC operation; only functional for 1D baseline correction
operations on either 1D spectra or individual 2D traces.

bc('alt'<scale<, smooth>>) - An alternative automatic baseline
correction method developed by Carlos Cobas, etc... This method
automatically finds signal-free regions using CWT (Continuous Wavelet
Transform derivatives), and models the baseline using uses Whittaker
smoother algorithm. This method should be used with proper selection
of "scale" and "smooth" parameters, in order to avoid "over
correction" (resulting in an unrealistically flat baseline).

scale - A scaling factor for calculating derivatives for CWT.
Increasing "scale" reduces noise, but broadens the signals. "scale"
may be calculated as a proportional function of the broadest signal. If
scale is too small, the broad peaks will be treated as baseline instead
of peaks. The value of "scale" may range from 1 to a few hundreds.
The default is 200 (a relatively large value to avoid losing broad peaks).

smooth - A smooth factor for baseline modeling. It increases
smoothness at the expense of spectral fidelity (worse fitting of the
data). The value of "smooth" may range from 100 to tens of thousands.
The default value is 10000.

bc('dis') -calculate baseline of displayed 1D trace according to
parameter bcmode,and display the baseline with spectrum (without
correction).

bc('all') - calculate and apply baseline correction for each trace of

arrayed 1D spectra, and save baseline(s) in
curexp+'/datdir/bc. fdf".

bc ('apply',name) - apply baseline correction according to baseline
file *.fdf. The baseline file needs to be loaded prior to calling this
command. The command to load baseline file

isaipLoadSpec (fdfFile, name).

bc ('cancel') - undo baseline correction.
2D

bc (argl, <arg2>,<arg3>,<argéd>):

argl - 'f1'or '£2'; specifies the direction along which the
2D BC is to take place.

arg2 - order of the polynomial used in the fitting

procedure; the default value is 1,which obtains a spline fit;
ranges from 1to 20.
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See also

Related

beepoff

Description

See also

Related

beepon

Syntax
Description

See also

Related

bigendian

Syntax
Description

Description

arg3 - trace number for the spectrum on which the 2D
BC is to commence; must lie within the appropriate range or
an error will result.

arg4 - trace number for the spectrum on which the 2D
BC is to terminate; must lie within the appropriate range or
an error will result.

NMR Spectroscopy User Guide

dc Calculate spectral drift correction (C)

fn Fourier number in directly detected dimension (P)
intmod Integral display mode (P)

trace Mode for 2D data display (P)

wftlda Weight and Fourier transform phase-sensitive data (M)
wft2da Weight and Fourier transform phase-sensitive data (M)
Turn beeper off (C)

Turns off the beeper sound so that the system does not use sound to
warn the user when errors occur. The default is the beeper is turned
on.

User Programming

beepon Turn beeper on (C)

Turn beeper on (C)

beepon

Turns on the beeper sound so that the user hears a sound when errors
occur. The default is the beeper is turned on.

User Programming

beepoff Turn beeper off (C)

Determine system hyte order (C)

bigendian:S$Stype
The bigendian

command determines the system byte order for storing numbers. One
architecture is Big Endian, used by Sun computers with the “Sparc”
CPU’S. The other architecture is Little Endian, used by most PCs.

Return values to argument Stype:

1 if it is a “Big Endian” system.
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0 if it is a “Little Endian” system.

This command should rarely be used. Its only current use is when
imaging .fdf files are created. The .£df file headers can specify
whether the data is stored as big or little endian.

binom Set up parameters for BINOM pulse sequence (M)

Description Sets up a binomial water suppression pulse sequence.
See also NMR Spectroscopy User Guide

bioref Bio-NMR Referencing (P)

Applicability All
Syntax Dbioref='<y or n>'

Description Flag, global or local, for Bio-NMR Referencing. Setting the flag
(bioref='y"') sets the system to bio-NMR referencing (based on
nuctables/nuctabrefBio) rather than standard IUPAC / organic
chemistry referencing (based on nuctables/nuctabref). Bio-NMR
referencing uses DSS for nuclei such as 13G and liquid NHg for 15N,

Creating bioref as a local parameter (create('bioref', 'flag')
creates a local flag) permits its use for a specific case. The parameter
can be created as a local parameter and saved with a standard
parameter set (stdpar/N15) to enable bio-NMR referencing for a
specific nucleus. The local value of the parameter takes precedence
over the global parameter.

create('bioref', 'flag', 'global') — creates a global flag.
setenumeral ('bioref',2,'y', 'n', 'global') — sets the possible
values of a string parameter in a parameter tree.

Examples bioref='y' sets referencing to use nuctables/nuctabrefBio

Related create Create new parameter in a parameter tree
©
bootup Macro executed automatically (M)

Syntax bootup< (foreground) >

Description Executed automatically when VnmrJ is started up. The bootup macro
displays a message, looks for a macro 1ogin in the user’s local maclib
directory and executes it (if found), starts Acgstat and acqgi (acgi
is not run if system is configured as a workstation), and then starts
the menu system. This set of actions can be modified on a per user
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basis by constructing custom bootup or login macros in the user’s
maclib directory. A custom login macro is preferred because all
custom bootup macros are overridden whenever a new VnmrJ release
is installed.

Arguments foreground is 0 if VnmrJ is being run in the foreground or nonzero
if being run in the background. This argument is passed to the login
macro.

See also User Programming

Related acgi Interactive acquisition display process (C)
Acgstat Bring up the acquisition status display (U)
box Draw a box on a plotter or graphics display (C)

Syntax box (<'keywords', >x1lmm,x2mm, ylmm, y2mm
<, 'nolimit'>)<:rl,r2>

Description Draws a box on a plotter or a graphics display.

Arguments 'keywords' identifies the output device ('graphics'|'plotter'),
drawing mode ('xor'|'normal'), and drawing capability
('newovly'|'ovly'|'ovlyC").

e 'graphics'|'plotter' is a keyword for the output device. The
default is 'plotter'. The output selected is passed to subsequent
pen, move, or draw commands and remains active until a different
output is specified.

* 'xor','normal' is a keyword for the drawing mode when using the
'graphics' output device. The default is 'normal'. In the 'xor’
mode, if a line is drawn such that one or more points of the line are
in common with a previous 'xor' line, the common points are
erased. In the normal mode, the common points remain. The mode
selected is passed to subsequent pen, move, and draw commands
and remains active until a different mode is specified.

* 'newovly', 'ovly' and 'ovlyC' are keywords that specify an
interactive drawing capability that is slightly slower than the 'xor'
mode but more consistent in color. 'newovly' clears any previous
draws, boxes, and writes made with the 'ovly' modes and draws
the figure. 'ovly' draws without clearing so that multi- segment
figures can be created. 'ov1lyC' clears without drawing.

x1mm is the left edge of the box, x2mm is the right edge, ylmm is the
bottom, and y2mm is the top. The location of the edges are given in
plotter units (mm on most plots) and are scaled in mm for the graphics
display. (If units are in Hz or ppm, you can use the hztomm command
to convert units.)

'nolimit' allows the box to extend outside the limits determined by
the parameters sc, wc, sc2, and wc2.

rl, r2 return the location of the upper left corner of the box.
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Examples

See also

Related

boxes

Syntax
Description

Arguments
Examples

See also

Related

bpa

Syntax

Description

Arguments

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

box('plotter',20,100,40,150)
box(25,105,45,155, 'nolimit") :xl, x2

NMR Spectroscopy User Guide

gin Return current mouse position and button values
©

hztomm Convert positions from Hz or ppm to plotter units
©

sc Start of chart (P)

sc2 Start of chart in second direction (P)

wC Width of chart (P)

wc2 Width of chart in second direction (P)

wcmax Maximum width of chart (P)

Draw boxes selected by the mark command (M)

boxes<('graphics'|'plotter')>

Draws boxes on a plotter or a graphics display with the location of the
edges given in Hz. The data to make the boxes is stored in the
mark2d.out file produced by the mark command. If there is no data
in mark2d.out, a box is drawn from the current cursor positions. The
boxes command also numbers the boxes above the upper left corner.

'graphics' | 'plotter' is a keyword to send output to the graphics
display or to the plotter, respectively. The default is 'graphics’'.
boxes

boxes ('plotter')

NMR Spectroscopy User Guide

mark Determine intensity of spectrum at a point (C)

Plot boxed parameters (M)

bpa:$sc2_minimum

Plots a box around the entire chart (assuming blank paper) and then
plots “chemist-style” parameters in boxes along the lower edge of the
chart. bpa is the same as ppa, but with a different layout. Both ppa
and bpa behave somewhat naively if the pulse sequence is more
complex, but they were designed primarily for chemists, not for
spectroscopists.

sc2_minimum returns the minimum value for sc2 to plot a scale
properly. To use the command pir, vp has to be set to a non-zero
value.

NMR Spectroscopy User Guide

Plot parameters automatically (M)
Plot out “all” parameters (C)

apa
pap
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pir Plot integral amplitudes below spectrum (C)
ppa Plot a parameter list in “English” (M)
sc2 Start of chart in second direction (P)
vp Vertical position of spectrum (P)
bph Individually phase each trace of arrayed 1D data

Syntax bph< (trace)> - auto phase a given trace, or each trace of an arrayed
1D data.

bphO< (trace) > - zero-order auto phase a given trace, or each trace
of an arrayed 1D data.

bph('write'<,path>) - save phase parameters in a text file. Default
path is curexp/datdir/bph.txt

bph('read'<,path>) - read phase parameters from a text file.
bph('on') - turn on bph mode.
bph('off') - turn off bph mode.

Description This command is implemented to individually phase each trace of
arrayed 1D data.

Phase parameters are stored in block headers (each block contains a
single trace).

All bph commands, except bph('off'), automatically turn on bph
mode. In bph mode, phase parameters in block headers will be used.
User may interactively phase a selected trace.

When bph mode is off, rp, 1p parameters will be used for all blocks
(traces).

bph< (trace)> or bphO< (trace)> automatically write out
curexp/datdir/bph. txt.

phase file format is (for example):
# comment
# trace-index bph-flag rp Ip
01-138.523163 0.000000
11-138.406555 0.000000
21-138.799194 0.000000
3 1-138.848038 0.000000
41 39.744347 0.000000
5140.512058 0.000000
6 140.141430 0.000000

bph-flag is 1 if aph algorithm returns successfully, O if failed. This flag
only serve informative purpose.

If phase file is written with bph ('write'<,path>) command,
bph-flag is zero for all traces.
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br24 Set up parameters for BR24 pulse sequence (M)

Applicability Systems with solids hardware.
Description Converts a FLIPFLOP, MREVS, or S2PUL parameter set into a BR24
solids line- narrowing multiple- pulse sequence.

See also User Guide: Solid-State NMR

Related cylbr24 Set up parameters for cycled BR24 pulse sequence
M)
flipflop Set up parameters for FLIPFLOP pulse sequence
oY)
mrev8 Set up parameters for MREVS8 pulse sequence (M)
s2pul Set up standard two-pulse sequence (M)
bs Block size (P)

Description Directs the acquisition computer, as data are acquired, to periodically
store a block of data on the disk, from where it can be read by the
host computer.

If bs="n", block size storage is disabled and data are stored on disk only at
the end of the experiment. If the experiment is aborted prior to termination,
data will be lost.

Values 1 to 32767 transients, 'n’

See also NMR Spectroscopy User Guide

Related wbs Specify action when bs transients accumulate (C)
wbs When block size (P)
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Agilent VnmrJ 4 Command and Parameter

Reference Guide

cl3

cl3p
calcECC
calcdim
calfa
calibflag
calibrate
callacqg
capt
Carbon
cat

cattn

cd

cdc

cdept
cdump
celem
center
centerprobe
centersw

centerswl

centersw2

cexp
cf

chkname

cfpmult
change
checkstring
chiliConf
Cigar23j3j

ckresloc

Automated carbon acquisition (M)

Process 1D carbon spectra (M)

Calculate ECC corrections (C)

Calculate dimension of experiment (C)

Recalculate alfa so that first-order phase is zero (M)
Correct systematic errors in DOSY experiments (P)
Start a dialog for autocalibration routines (M)
Utility macro to call Acq command (M)

Automated carbon and APT acquisition (M)

Set up parameters for 13C experiment (M)

Display one or more text files in text window (C)
Coarse attenuator type (P)

Change working directory (C)

Cancel drift correction (C)

Automated carbon and DEPT acquisition (M)

Prints the current graphics screen (M)

Completed FID elements (P)

Set display limits for center of screen (C)

Calculates probe position relative to the ISO-Center.
Move cursor to center of spectrum (M)

Move cursor to center of spectrum in 1st indirect
dimension (M)
Move cursor to center of spectrum in 2nd indirect
dimension (M)

Create an experiment (M)
Current FID (P)

Parse the template and return substituted strings and
lists of parameters defined by the template

Calculate first-point multiplier for 2D experiments (M)
Submit a change sample experiment to acquisition (M)
Find and replace unwanted characters (C)

Control flag set by ecc_on and ecc_off (P)

Convert the parameter to a CIGAR2j3j experiment (M)
Macro to Reserve Specific Locations
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ckstring
cla

cla
clamp

cleanexp

clear

cleardosy

clfreq
clindex
clradd
color
cmdlineOK
coldprobe

combiplate

combishow

compressfid

config

confirm

Console

contact_time

continflag

continprepare

continread

continueMovie

convert
convertbru
copy

cos

Cosy

cosyps

cp
cp

cpdone

Utility to Check String Variables for llleagal Characters
Clear all line assignments (M)

Calculated transition number (P)

Calculated transition amplitude (P)

Remove old files and directories from an experiment
(M)

Clear a window (C)

Delete temporarily saved data in current sub
experiment (M)

Calculated transition frequency (P)

Index of experimental frequency of a transition (P)
Clear add/subtract experiment (C)

Select plotting colors from a graphical interface (M)
Determine if an operator has a command line

Tells system a coldprobe is present.

View a color map for visual analysis of VAST microtiter
plate (U)

Display regions (red, green, and blue) in CombiPlate
window (M)

Compress double-precision FID data (M,U)

Display current configuration and possibly change it
(M)

Confirm message using the mouse (C)

System console type (P)

MAS cross-polarization spin-lock contact time (M)

The command ddif creates a CONTIN display if
continflag="y".

Called by the macro dosy to prepare the input file for
the CONTIN programme.

Called by the macro dosy to take the output of the
CONTIN programme and create an input file for ddif.

Continue movie in either forward or backward direction
(C)

Convert data set from a VXR-style system (M,U)
Convert Bruker data (M,U)

Copy a file (C)

Find cosine value of an angle (C)

Convert the parameter to a COSY experiment (M)

Set up parameters for phase-sensitive COSY pulse
sequence (M)

Copy a file (C)
Cycle phase (P)
Macro called upon study completion (M)
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cpgo
cpmgt?2
cpos_cvt

cptmp

cptmpltdefaults

cpx
cgexp
cgfindz0
cggmap
cginit
cgpars
cgplot
cgprotocol
cgreset
cgsavestudy
cgwtmenu

cr

crl

cr2

crcom
create

create (P)

creategcomp
crf

crl

crll

crl2

crmode

crof2

cryo_noisetest

cryoclient
CSschedule
csv2cpQ

ct

ctext
curexp

curscan

VnmrJ 4 Command and Parameter Reference Guide

Macro called upon study completion (M)

Set up parameters for CPMGT2 pulse sequence (M)
Convert data set from a VXR-style system (M,U)
Copy experiment data into experiment subfile (M)
Defaults for Save Data Template

Create pbox shape file (M)

Load experiment from protocol (M)

Run an experiment to find the value of z0 (M)
Perform gradient shimming utility functions (M)
Initialize liquids study queue (M)

Create study queue parameters for liquids (M)
Macro to perform generic 2D plot (M)

Macro to create protocols (M)

Reset study queue parameters (M)

Macro to save study queue parameters (M

Macro to set weighting functions from a panel (M)
Cursor position in directly detected dimension (P)
Cursor position in 1st indirectly detected dimension (P)
Cursor position in 2nd indirectly detected dimension
(P)

Create user macro without using text editor (M)
Create new parameter in a parameter tree (C)

Parameter used for RF transmitter board temperature
compensation

Create qcomp parameter (M)
Current time-domain cursor position (P)
Clear reference line in directly detected dimension (M)

Clear reference line in 1st indirectly detected
dimension (M)

Clear reference line in 2nd indirectly detected
dimension (M)

Current state of the cursors in df, ds, or dconi programs
(P)

Recalculate rof2 so that lp = 0 (M)

Run Cold Probe conditioning experiments (M)
Start the CryoBay Monitor program (M, U)
Generates a NUS schedule

Imports CSV Data (M)

Completed transients (P)

Clear the text of the current experiment (C)
Current experiment directory (P)

Scan currently in progress (P)
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cl3

cl3p

Syntax

Description

Arguments

Examples

See also

Related

Syntax

Description

curwin Current window (P)

cutoff Data truncation limit (P)

cyclenoe Set up parameters for CYCLENOE pulse sequence (M)

cylbr24 Set up parameters for cycled BR24 pulse sequence (M)

cylmrev Set up parameters for cycled MREV8 pulse sequence
(M)

cz Clear integral reset points (C)

Automated carbon acquisition (M)

cl3<(solvent) >

Prepares parameters for automatically acquiring a standard 13¢
spectrum. The parameter wexp is set to 'procplot' for standard
processing. If c13 is used as the command for automation via the
enter command, the au is supplied automatically and should not be
entered on the MACRO line of the enter program. However, it is
possible to customize the standard c13 macro on the MACRO line by
following it with additional commands and parameters. For example,
cl3 nt=1 uses the standard cl3 setup but with only one transient.

solvent is the name of the solvent. In automation mode the solvent
is supplied by the enter program. The default is 'CDC13".

cl3
cl3 ('DMSO"')

NMR Spectroscopy User Guide

au Submit experiment to acquisition and process data (M)
cl3p Process of 1D carbon spectra (M)
enter Enter sample information for automation run (C)

procld Processing macro for simple (non-arrayed) 1D spectra (M)
procplot Automatically process FIDs (M)
wexp When experiment completes (P)

Process 1D carbon spectra (M)

cl3p

Processes non-arrayed 1D carbon spectra using a set of standard
macros. c13p is called by the procld macro, but can also be used
directly. Fully automatic processing (up to a point where a spectrum
could be plotted) is provided: Fourier transformation (using pre-set
weighting functions), automatic phasing (aphx macro), automatic
integration (integrate macro if required only), vertical scale
adjustment (vsadjc macro), avoiding excessive noise (noislm macro),
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threshold adjustment (thadj macro), and referencing to the TMS signal
if present (setref macro then tmsref macro).

See also NMR Spectroscopy User Guide

Related aphx Perform optimized automatic phasing (M)
cl3 Automated carbon acquisition (M)
integrate Automatically integrate 1D spectrum (M)
noislm Limit noise in spectrum (M)
procld Processing macro for simple (non-arrayed) 1D spectra (M)
setref Set frequency referencing for proton spectra (M)
thadj Adjust threshold (M)
tmsref Reference spectrum to TMS line (M)
vsadjc Adjust vertical scale for carbon spectra (M)

calcdim Calculate dimension of experiment (C)

Syntax calcdim

Description Calculates the dimension of an experiment and puts the result into the
parameter arraydim. If an experiment is arrayed, arraydim is the
product of the size of the arrays.

See also NMR Spectroscopy User Guide

Related arraydim Dimension of experiment (P)

calcECC Calculate ECC corrections (C)

Syntax calcECC(infile, outfile)

The calcECC command requires two arguments. The first is a

pathname to a reference data set to be used to do the ECC corrections.
The first argument should be the name of a ".fid" directory, containing
a data set saved by VnmrJ. The second argument is a filename where
to place the results. A typical value would be curexp+'/eccref', as in

calcECC (userdir+'/data/waterref.fid', curexp+'/ecc
ref')

In this case, the parameter fidecc=curexp+'/eccref' accesses this
information for the ft('ftargs') and wft('ftargs') commands.
The calcECC commands calculated the phase angle for each data point
in the FID and writes it to the output file.

calfa Recalculate alfa so that first-order phase is zero (M)

Syntax calfa
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Description

See also

Related

calibflag

Syntax
Description
Values

See also
Related
calibrate
Syntax
Description
callacq

Syntax

Description

164

Based upon the current alfa and 1lp values, calfa calculates a new
value for alfa so that the first-order phase parameter 1p is rendered
approximately 0. When digital filtering is active (dsp='r' or
dsp='1i"'), calfa also adjusts rof2 as well as alfa. For calfa to
work properly, a trial spectrum must be obtained and phased to pure
absorption. This spectrum provides calfa with the current alfa and
1p values. calfa pertains to processing 2D data. Unless 1p is
approximately 0, fpmult will affect both the dc offset and the
curvature of the spectrum.

NMR Spectroscopy User Guide

alfa Set alfa delay before acquisition (P)

cfpmult Calculate first-point multiplier for 2D experiments
(M)

crof2 Recalculate rof2 so that lIp = 0 (M)

dc Calculate spectral drift correction (C)

dsp Type of DSP for data acquisition (P)

fpmult First- point multiplier for np FID data (P)

hoult Set parameters alfa and rof2 according to Hoult
oy

1p First- order phase in directly detected dimension (P)

rof2 Receiver gating time following pulse (P)

Correct systematic errors in DOSY experiments (P)

calibflag

Corrects systematic errors in DOSY experiments.

'y' corrects systematic deviations in DOSY analysis.
'n' omits gradient correction in DOSY analysis.

NMR Spectroscopy User Guide
dosy Process DOSY experiments (M)

Start a dialog for autocalibration routines (M)

calibrate

Starts a dialog for autocalibration routines.

Utility macro to call Acq command (M)

callacqg(arg_string)

Utility macro to construct a string to pass to psg via the Acqg()
command.This macro should be used only by users with advanced
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knowledge. A well-constructed argument string is required. The
motivation for this macro is to make the 'go' macro re-entrant, while
still synchronizing with VnmrJ.

Arguments arg_string is a character string constructed from a macro.

Examples callacg(Scallback)

Related go Submit experiment to acquisition (M)
regparcheck  Flag which enables/disables required parameters (P)
regparclear  Clears the parameters in required parameter list

(M)
regparlist List of required parameters (P)
regpartest Tests whether required parameters are set (M)
capt Automated carbon and APT acquisition (M)

Syntax capt<(solvent)>

Description Prepares parameters for automatically acquiring a standard 3¢
spectrum, followed by an APT experiment. In non-automation mode,
the carbon and APT spectra are acquired in the experiment in which
capt is entered. Following acquisition completes, the commands
rttmp ('C13') and rttmp('apt') can be used for further
processing of the carbon and APT spectra, respectively.

Arguments solvent is name of the solvent used. In automation mode, the enter
program supplies name. In non-automation mode, the default is

'cdcl3 .

Syntax capt au
capt ('dmso')

See also NMR Spectroscopy User Guide

Related Apt Prepare parameters for APT experiment (M)
cl3 Automated carbon acquisition (M)
enter Enter sample information for automation run (C)
rttmp Retrieve experiment subfile (M)

Carbon Set up parameters for 13C experiment (M)

Description Set up parameters for 13¢ experiment

cat Display one or more text files in text window (C)

Syntax cat(filel<,file2,...>)
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Description

Arguments

Examples

See also

cattn

Applicability
Description

Values

See also

Related

cd

Syntax
Description

Arguments

Examples

See also

Related

Displays the contents of one or more text files on the text window. It
pauses after the window has filled and waits for the user to indicate
whether it should display more or should terminate.

filel, file2, ...

cat ('/vnmr/manual/cat')
cat ('/vnmr/manual/cat', '/vnmr/manual/cattn')

are the names of the files to be displayed.

NMR Spectroscopy User Guide

Coarse attenuator type (P)

Systems with a coarse attenuator.

Identifies the type of coarse attenuator if this attenuator is present on
the current rf channel. The value of cattn is set in the Spectrometer
Configuration window (opened by entering config) using the label
Coarse Attenuator.

0 for no coarse attenuator, as in the case with class C amplifiers (Not
Present choice in Spectrometer Configuration window).

79 for standard systems (79 dB choice in Spectrometer Configuration
window).

127 for imaging attenuator (63.5 dB SIS choice in Spectrometer
Configuration window).

63 for deuterium decoupler channel.

Vrnmrd Installation and Administration

config Display current configuration and possibly change it (M)

fattn Fine attenuator (P)
tpwr Observe transmitter power level with linear amplifiers (P)

Change working directory (C)

cd< (directory) >

Changes current working directory to another directory.

directory is the name of the directory that becomes the new current
working directory. The change is made only if the directory name
already exists and the user has permission to be in the directory. If
no argument is included, cd changes the current working directory to
the user's home directory.

cd
cd(userdir+'/expl')
cd('/home/george/vnmrsys"')

NMR Spectroscopy User Guide
pwd Display current working directory (C)
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cdc Cancel drift correction (C)

Syntax cdc

Description Turns off the drift correction started by the dc command and resets
the spectral drift correction parameters 1v1l (level) and tlt (tilt) to
Zero.

See also NMR Spectroscopy User Guide

Related dc Calculate spectral drift correction (C)
dcg Drift correction group (P)
1vl Zero- order baseline correction (P)
tlt First- order baseline correction (P)
cdept Automated carbon and DEPT acquisition (M)

Syntax cdept<(solvent)>

Description Prepares parameters for automatically acquiring a standard 13¢
spectrum, followed by a DEPT experiment. In non-automation mode,
the carbon and DEPT spectra are acquired in the experiment in which
cdept was entered. Following the completion of the acquisition, the
rttmp ('Cl3') and rttmp('dept') commands can be used for
further processing of the carbon and DEPT spectra, respectively.

Arguments solvent is name of the solvent used. In automation mode, the enter
program supplies name. In non-automation mode, the default is
'cdel3 .

Examples cdept au
cdept ('DMSO")

See also NMR Spectroscopy User Guide

Related adept Automatic DEPT analysis and spectrum editing (C)
cl3 Automated carbon acquisition (M)
dept Prepare parameters for DEPT experiment (M)
enter Enter sample information for automation run (C)
rttmp Retrieve experiment subfile (M)
cdump Prints the current graphics screen (M)

Syntax cdump ('filename’)

Description cdump takes the current display and sends it to the current printer. If
an optional filename is passed as an argument, the current display
will be saved in the print subdirectory of the user's vnmrsys directory.
This directory will be created if is does not already exist. If the
filename passed to the cdump macro is an absolute pathname, i.e.,
it starts with a '/' character, that pathname will be used.
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celem

Description

See also

Related

center

Description

See also

Related

If the current display is saved as a file, the format of the file is
specified by the printformat parameter. It can be set to the following
values. as for PostScript formatted output.

japed for Joint Photographic Experts Group JFIF formatted output.
nag for Portable Network Graphics formatted output.

Completed FID elements (P)

Indicates the current number of completed FIDs in an experiment.
When go or au is entered, celem is set to 0. As each FID acquisition
is completed, celem is updated to reflect this. This parameter is most
useful in conjunction with wbs, wnt, wexp, and werr processing
commands.

NMR Spectroscopy User Guide

arraydim Dimension of experiment (P)

au Submit experiment to acquisition and process data (C)

go Submit experiment to acquisition (C)

ni Number of increments in 1st indirectly detected dimension
P

wbs Specify action when bs transients accumulate (C)

werr Specify action when error occurs (C)

wexp Specify action when experiment completes (C)

wnt Specify action when nt transients accumulate (C)

Set display limits for center of screen (C)

Sets parameters sc and wc (horizontal control) and parameters sc2
and wc2 (vertical control) to produce a display (and subsequent plot)
in the center portion of the screen (and page). For 2D data, space is
left for the scales.

NMR Spectroscopy User Guide

full Set display limits for a full screen (C)

fullt Set display limits for full screen with room for traces (C)
left Set display limits for left half of screen (C)

right Set display limits for right half of screen (C)

sc Start of chart (P)

sc2 Start of chart in second direction (P)

wcC Width of chart (P)

wc2 Width of chart in second direction (P)
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centerprobe
Syntax

Applicability

Description

Arguments

centersw

Description

See also

Related

centerswl

Description

See also

Related

centersw2

Description

See also

Related

Calculates probe position relative to the ISO-Center

centerprobe
VnmrJ 3.1

A macro that calculates the rf probe position relative to the ISO- center.
Using the Z2 plot from the current gradient map this macro calculates
how far out of center the probe is.

centerprobe will display the results on the graphics screen.

centerprobe ('plot') will plot the results on the selected plotter.

Move cursor to center of spectrum (M)

Sets cursor position parameter cr in the directly detected dimension
for the center of the spectrum.

NMR Spectroscopy User Guide

centerswl Move cursor to center of spectrum in 1st indirect
dimension (M)

centersw2 Move cursor to center of spectrum in 2nd indirect
dimension (M)

cr Cursor position in directly detected dimension (P)

Move cursor to center of spectrum in 1stindirect dimension
(M)

Sets cursor position parameter crl in the first indirectly detected
dimension to the center of the spectrum.

NMR Spectroscopy User Guide

centersw Move cursor to center of spectrum (M)
crl Cursor position in 1st indirectly detected dimension (P)

Move cursor to center of spectrum in 2nd indirect dimension
(M)

Sets cursor position parameter cr2 in the second indirectly detected
dimension to the center of the spectrum.

NMR Spectroscopy User Guide

centersw Move cursor to center of spectrum (M)
cr2 Cursor position in 2nd indirectly detected dimension (P)
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cexp Create aVnmr experiment (M)

Syntax cexp (<exp_dir,>exp_no) :Sstat, Smessage

Description cexp creates a VNMR experiment which is used as a temporary work
space and can hold a complete 1D, 2D, or 3D data set. The cexp macro
will copy the "current" and "processed" parameter trees to the newly
created experiment's curpar and procpar files. If the current
experiment is exp0, or experiments 1-4 are being created as part of
the "auto" command, the curpar and procpar files for the newly
created experiment are copied from the procpar file in
/vnmr/fidlib/fidld. fid.

The cexp macro calls the CEXP command to create the experiment and
copy the parameters. The cexp macro then does the additional step of
creating an appropriate jexp<N> macro in the user's maclib, where
the <N> is the exp_no and if exp_no is greater than 9. The macros
jexpl to jexp9 do not need to be created since they exist as standard
VnmrJ macros.

Both the CEXP command and cexp macro will return two optional
values to the calling macro. The first (Sstat) is set to 0 if the
command / macro fails and it is set to 1 if the command / macro
succeeds. The second return value is a text message that can be used.

exp_no specifies the VNMR experiment number and must be between
1 and 9999. exp_dir is an optional argument which specifies the path
of the directory in which the particular experiment is to be created.
If exp_dir is not entered, the default directory is the VNMR user
directory (userdir).

Examples cexp(3)
cexp('/data',2)

cexp(32):$stat,Smsg // silently create exp32 and the
//jexp32 macro. $stat reports
//success or failure. The Smsg
//message could be displayed.

CEXP(33) :$stat,Smsg // silently create exp33, but do not
//make the jexp33 macro. S$stat
//reports success or failure. The
//Smsg message could be displayed.

See also NMR Spectroscopy User Guide

Related delexp Delete an experiment (C)
jexp Join existing experiment (C)
userdir User directory (P)
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cf Current FID (P)

Description Specifies which FID to operate on when working with multi- FID data.
All subsequent operations such as Fourier transformation are applied
to the selected data block.

When an experiment acquires nf number of data segments through
explicit acquisition, cf indicates the cfth FID to use. For example, in
the COSY-NOESY experiment with nf=2, cf=1 would select the COSY
part of the experiment, and cf=2 would select the NOESY part.

Values 1 through the value of parameter nf.
See also NMR Spectroscopy User Guide

Related nf Number of FIDs (P)

cfpmult Calculate first-point multiplier for 2D experiments (M)

Description Calculates an fpmult value for the dataset, which is then used by
wft2da. For 2D experiments, such as NOESY, run cfpmult on the
transformed first increment, prior to entering wft2da, to minimize “fo
ridges” in the final 2D spectrum. To do this manually for a 2D dataset,
enter fpmult=1.0 wft (1) cdc in the command line and note whether
the spectrum (essentially the baseline) moves up or down when dc is
typed. Vary the value of fpmult until the dc correction (jump in the
baseline) is as small as possible. With care, fpmult can be set to two
decimal places. Typical values for fpmult range from 1.00 to 2.00. The
default value is 1.0.

This calculation only needs to be performed for cosine-type
experiments, such as NOESY, where both the to FID and the t;
interferogram decay. cfpmult might give incorrect values for first
increments of experiments having baseline distortions (e.g., water
suppression with 11-echo or 1331); in such cases, manual optimization
of fpmult is more suitable.

When processing 2D data, unless the parameter 1p is approximately O,
fpmult affects both the dc offset and the curvature of the spectrum.
See the entries for alfa and calfa for more information.

See also NMR Spectroscopy User Guide
Related alfa Set alfa delay before acquisition (P)

calfa Recalculate alfa so that first-order phase is zero (M)
crof2  Recalculate rof2 so that Ip = 0 (M)

dc Calculate spectral drift correction (C)
fpmult First point multiplier for np FID data (P)
1p First- order phase in directly detected dimension (P)

wft2da Weight and Fourier transform phase-sensitive data (M)
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change
Applicability

Description

See also

Related

checkstring

Syntax

Description

chiliConf

Applicability
Description

Submit a change sample experiment to acquisition (V)

Systems with automatic sample changer.

Removes the sample currently in the probe and loads the sample
currently in sample location 1oc. change runs in the acquisition
computer and is inoperative if loc is 0 and/or traymax is 'n' or 0.
change also sets all hardware according to the current parameters.

NMR Spectroscopy User Guide

au Submit experiment to acquisition and process data (C)

ga Submit experiment to acquisition and FT the result (C)

go Submit experiment to acquisition (C)

loc Location of sample in tray (P)

lock Submit an autolock experiment to acquisition (C)

sample Submit change sample, Autoshim experiment to acquisition
(M)

shim Submit an Autoshim experiment to acquisition (C)

spin Submit a spin setup experiment to acquisition (C)

su Submit a setup experiment to acquisition (M)

traymax Sample changer tray size (P)

Find and replace unwanted characters (C)

checkstring ('SVALUE',variable) :variable

checkstring is used panel to check and replace user-entered strings
like samplename, notebook, or page for Unix-unfriendly characters:

L (blank Space) , 3 * 107 ( "o ) [ noon ] { non } < ons # $ & /

Data may be saved to unexpected directories (or not at all) with Save
Data Setup (used for automatic saving of NMR data) if operating
system special characters are used within a filename.

An error/warning message is issued and the respective character(s)
is/are replaced with an underscore, _. Multiple consecutive characters
are replaced by one single underscore. Example: samplename = 'special
type of (new) sample' becomes 'special_type_of_new_sample'

Control flag set by ecc_on and ecc_off (P)

Systems with Varian, Inc. Cold Probes

Control flag set by ecc_on and ecc_off macros
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Values E — enable PSG control of ECC
n — disable PSG control of ECC

Related ecc_on Turns on eddy current compensation for Cold
Probes (M)
ecc_off Turns off eddy current compensation for Cold
Probes (M)
chkname Parse the template and return substituted strings and lists

of parameters defined by the template

Syntax chkname (name_template, 'characters', 'par or tmpl or
str', 'replacechar') :$sl,S$s2, $par, Sreg
chkname ('fileChars', 'characters')

Applicability VnmrJ 3.1

Description The chkname command takes an argument that is a template type of
the form used by the Svfname command. It parses the template and
returns substituted strings and lists of parameters defined by the
template. The chkname command will substitute parameters enclosed
in the "$" substitution parameters. If the string of characters
between the "$ pair" does not correspond to an existing parameter,
the first $ character will be treated as a simple character. The
chkname command will also substitute the time and date "$ pairs"
described above. It does this for all "$ pairs" except the $Rn% or
%Rn:number% specifiers. Like the Svfname command, the
chkname command does not read a sample info file.

Arguments Following any substitutions, the chkname command will substitute
characters in the resulting string, based on specified rules. The second
argument to chkname specifies the characters that are allowed in the
resulting string, or those that are disallowed in the resulting string.
This is done because certain characters in filenames are either not
allowed or they may make tools that use filenames difficult to use.
Characters that often cause problems are:

P - R A T Y T G B PR S S
D N R AL (LIS S (L
1 \O 1

This second optional argument is either a keyword, a keyword plus
modifiers, or a list of disallowed characters. Below are the keywords
and the subset of characters they allow. The default is the keyword
'dir'".

'file' allows all alphanumeric characters [a-z, A-Z, and 0-9] and _
and . characters. These are typically used for file names.

'dir' allows all characters allowed by the 'file' keyword plus the
directory specifier '/'.

'alnum' allows all alphanumeric characters [a-z, A-Z, and 0-9]

The alnum keyword can be followed by a list of other allowable
characters.

'alnum_.' is identical to 'file'.

'alnum_. /' is identical to 'dir'
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'alnum_./:@%?=-&' might be used for email or web addresses.
'none' disables the character substitutions.

Supplying a list of characters is interpreted as disallowed characters.
An example may be ' .,;:*!?2 () [1{}<>~#3$%&/"

A special incantation of the chkname command will set the allowed
characters selected by the 'file' and 'dir' keywords. The command
chkname ('fileChars', '_') specifies the _ character in addition
to alphanumerics as allowed characters for the 'file' keyword. The
'dir' keyword adds the '/' character to the 'file' set.

The third optional argument is the keyword 'par' or 'tmpl' or 'str'
Actually, only the initial 'p', 't', or 's' is required, the longer name
suggests the usage. The 'tmpl' (or 't', or 'template’) keyword will do the
"% pair" and "$ pair" substitutions before replacing disallowed
characters. The 'str' (or 's', or 'string') keyword does not give any
special meaning to the '%' or '$' characters. If they are found and they
are in the disallowed list, they will be replaced with the replacement
character. The 'par' (or 'p' or 'parameter’) keyword is identical to the
‘tmpl' keyword with respect to the first returned string. However, for
the optional second returned string, it does not do any "$ pair" or "%
pair" substitutions. It also does not replace the '$' characters with '#'
characters (see below) as is the case with the 'tmpl' keyword. The 'par’
keyword is the default.

A fourth and final optional argument specifies the replacement
character for any disallowed characters . The default is an underscore
("_". A null string will remove any disallowed characters from the
string.

The chkname command returns up to four values to the calling macro.

The first value returned is the expanded template. All places where a
parameter is defined are substituted with the value of that parameter.
If a used string parameter is an empty string, an empty string will be
substituted for the template parameter. All "$ pairs", except the $Rn%
pairs will be substituted.

The second returned value depends on the value of the fourth optional
argument to chkname. In the case of the 'tmpl' fourth argument, the
second returned value is the same as the first returned value, except
for the way in which empty string parameters are handled. In this case,
instead of replacing the Sparname$ with an empty string, it is
replaced with the parameter name enclosed in # symbols. In the case
of the 'str' fourth argument, the second returned value is identical to
the first returned value. In the case of the default 'par' fourth
argument, the second returned valued has no "$ pair" nor "$ pair"
substitutions.

The third returned value is a list of parameters defined by the
template.

The fourth returned value is a subset all the defined parameters that
are set to an empty string. This can be used to identify parameters
that must be set before a template can be fully expanded.

In summary, the chkname command with a single argument will do
the "$ pair" and "$ pair" substitutions (except for the %$Rn% pairs)
and replace any characters other than alphanumerics [a-zA-Z0-9] and
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_', ', and '/'. The chkname command should always be called before
the Svfname command, which will do the final $Rn% pair substitution.
The default values for the second, third, and fourth arguments will
often be correct.

Examples operator='vnmrl'
comment='A special compound'
samplename="'C17H21NO4"'
ident=""
Sval='local'

chkname (' $samplename$ $$vals
Sident$S/SoperatorsS_ScommentS$S_%R2%') :$sl, $s2, Sp, St

sets $sl1 =
"C17H21NO4_local_/vnmrl_A_special_compound_%R2%'
$s2 =
'"C17H21NO4_local_#ident#/vnmrl_A_special_compound_%R2%'
Sp = 'samplename $val ident operator comment'
Sr = 'ident'

chkname (' $samplename$

Sident$/Soperator$_Scomment$_%R2%', 'file', 'par','.') :$s
1,$s2,$p, ST
sets $sl = 'C1l7H21INO4.vnmrl_A.special.compound $%R2%'
$s2 =
'Ssamplenames$. Sident$. SoperatorsS_ScommentS$S_%R2%!'
Sp = 'samplename ident operator comment'
Sr = 'ident'

Cigar2j3j Convert the parameter to a CIGAR2j3j experiment (M)

Syntax Convert the parameter to a CIGAR2j3j experiment.

ckresloc Macro to Reserve Specific Locations

Description This macro checks the automation.conf file for any reserved locations.
$ Operator specific reservations are in the following format:
cppref_reserveloc_operator: 1 2 4. Similarly, dayQ and nightQ specific
reservations are in the format: cppref_ DAYQ ONLY: 1 2 3 4 and
cppref_NIGHTQ_ONLY: 41 42 43 neitherQ (i.e., blocked), respectively.
Specific reservations are in the format: cppref NEITHERQ: 23 38. Any
location not specifically assigned are always allowed. If
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Syntax

ckstring

Description
Syntax
Examples

Arguments

cla

Syntax

Description

See also

Related

cla

Description

See also

Related

cppref_SMSLOCATION: is set to next, all locations except NEITHERQ
are allowed.

ckresloc

Utility to Check String Variables for lllegal Characters

This macro tests string variables for illegal characters.
ckstring ('SVALUE', <argument2>) : Sreturn.
ckstring('samplename’,2):$samplename

arg2=1 - Remove all special characters (default); arg2=2 - Removes all
but forward slash; arg2=3 - Removes all but blank space: arg2=4 -
Removes selected character.

Clear all line assignments (M)

cla
Clears the line assignment parameters clindex and slfreq for spin
simulation iteration, which matches simulated spectra to actual data.

NMR Spectroscopy User Guide

assign Assign transitions to experimental lines (M)

dla Display line assignments (M)

Index of experimental frequency of a transition (P)
Measured line frequencies (P)

clindex
slfreq

Calculated transition number (P)

A global arrayed parameter that stores the transition number of
calculated transitions of the spin simulation program when they are
above a threshold set by sth. In the iterative mode, the cla value of
an assigned transition is associated with an experimental frequency
whose index is the clindex value.

NMR Spectroscopy User Guide

clamp Calculated transition amplitude (P)

clfreqg Calculated transition frequency (P)

clindex Index of experimental frequency of a transition (P)
sth Minimum intensity threshold (P)
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clamp Calculated transition amplitude (P)

Description A global arrayed parameter that stores the transition amplitude of
calculated transitions of the spin simulation program when they are
above a threshold set by the parameter sth. Enter dla('long') to
display clamp.

See also NMR Spectroscopy User Guide

Related cla Calculated transition number (P)
clfreg Calculated transition frequency (P)
clindex Index of experimental frequency of a transition (P)
dla Display line assignments (C)
sth Minimum intensity threshold (P)
cleanexp Remove old files and directories from an experiment (M)
Syntax cleanexp<(filel<,file2<,...>>)>

Description Removes experiment subfiles from chained experiments that exist in
an experiment directory. cleanexp only cleans the currently active
experiment.

Arguments filel, file2, ... are specific experiment subfiles to be removed.
If no argument is given, all files in curexp/subexp are removed.

Examples cleanexp
cleanexp('H1l', 'relayh')

See also NMR Spectroscopy User Guide

Related curexp Current experiment directory (P)
hccorr Automated proton, carbon, and HETCOR acquisition (M)
hcosy  Automated proton and COSY acquisition (M)

clear Clear a window (C)

Syntax clear< (window_number) >
Description Clears one of the four windows on the GraphOn terminal (status, input,
graphics, text) or one of the two windows on the Sun (text and
graphics).
Arguments window_number is the number (1 to 4) of the window to be cleared:
*1 clears the status window (GraphOn only)
¢ 2 clears the graphics window
* 3 clears the input window (GraphOn only)
¢4 clears the text window (the default value).

Examples clear
clear (2)
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See also

cleardosy

Syntax

Description

See also

Related

clfreq

Description

See also

Related

clindex

Description

See also

Related

User Programming

Delete temporarily saved data in current sub experiment
(M)

cleardosy

Deletes any copies of DOSY data temporarily saved in the current sub
experiment.

NMR Spectroscopy User Guide
dosy Process DOSY experiments (M)

Calculated transition frequency (P)

A global arrayed parameter that stores the transition frequency of
calculated transitions of the spin simulation program when they are
above a threshold set by the parameter sth. Enter dla to display
clfreq.

NMR Spectroscopy User Guide

cla Calculated transition number (P)

clamp Calculated transition amplitude (P)

clindex Index of experimental frequency of a transition (P)
dla Display line assignments (M)

sth Minimum intensity threshold (P)

Index of experimental frequency of a transition (P)

A global arrayed parameter where each value contains the index of an
experimental frequency assigned to the associated calculated transition
for use in iterative spin simulation. Use assign to make the
assignments. A value of zero indicates no assignment.

NMR Spectroscopy User Guide

assign Assign transitions to experimental lines (M)
cla Clear line assignments (M)

cla Calculated transition number (P)

dla Display line assignments (M)
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clradd Clear add/subtract experiment (C)

Description Deletes the add/subtract experiment (exp5). The add-subtract
experiment number is defined by the global addsubexp parameter. The
clradd program uses the delexp command to delete the add-subtract
experiment. It takes the same return values as the delexp command.
These can be used to suppress messages. See “delexp Delete an
experiment (M)” on page 234 for a description of the return values.

See also NMR Spectroscopy User Guide

Related add Add current FID to add/subtract experiment (C)
sub Subtract current FID from add/subtract experiment (C)

cmdlineOK Determine if an operator has a command line

Applicability VnmrJ 3.1

Description The cmdlineOK program queries whether the current operator has the
command line enabled. This command is not typically used directly by
an operator. It is used by the interface designer to determine if and
how certain options should be presented.

The VnmrJ administrator interface is used to grant access to the
command line.

If the operator has access to the command line, the cmdlineOK
program will return a 1 to the calling macro.

In the example below, Sok will be set to 1. It will be set to 0 if the
command line is not available.

cmdlineOK: Sok

An optional argument can be provided. This will be the return value
if command line access is not granted. For example,

cmdlineOK (-1) : Sok will set Sok to -1 if command line access is not
granted. This can be used by the interface designed so that a button
may be either "grayed out" or removed if command line access is not
granted.

coldprobe Tells system a coldprobe is present

Applicability VnmrJ 3.1

Description The coldprobe macro tells the system that a coldprobe is present so
that the rof2 rule is enforced.

Arguments If a C13 observe coldprobe is being used, the value of rof2 should not
be less than 350 usec.
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color
Description
See also
Related
combiplate
Syntax
Description
See also
Related
combishow
Syntax
Description
See also
Related

Select plotting colors from a graphical interface (M)

Displays a window with color palettes for selecting colors for plotting
the background of the display screen, spectrum, integral, FID, etc.

NMR Spectroscopy User Guide

pl Plot spectra (C)
setcolor Set colors for graphics window and for plotters (C)

View a color map for visual analysis of VAST microtiter plate

(U)

(From UNIX) combiplate

Opens the CombiPlate window, which provides a map of microtiter
plate, allowing data to be viewed from individual sample wells. The
window enables viewing integral region intensities by colors and color
densities.

NMR Spectroscopy User Guide
combishow Display regions as red, green, and blue in

CombiPlate window (M)
dlivast Produce text file and process last wells (M)

Display regions (red, green, and blue) in CombiPlate
window (M)

combishow(r, g, b)

Displays integral regions shown on the spectrum as red (r), green (g),
and blue (b) in the CombiPlate window. CombiPlate reads the regions
automatically. 1, 2, or 3 integral regions can be designated. At least
one integral region must be specified. Combishow displays spectra
associated with individual wells.

NMR Spectroscopy User Guide

combiplate View a color map for visual analysis of VAST
microtiter plate (U)
dlivast Produce text file and process last wells (M)
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compressfid Compress double-precision FID data (M,U)

Syntax compressfid(<inFIDdir,>outFIDdir)
(From UNIX) compressfid -i inFIDdir -o outFIDdir -f
(From UNIX) compressfid -e exp_number -o outFIDdir -f

Description Compresses double- precision FID data to single- precision and updates
the parameter dp in the file propcar. compressfid can be run
through a macro interface in VnmrJ or directly at the UNIX level. In
entering FID directory names, leave off the .fid directory extension.

Arguments inFIDdir is the double-precision FID directory to be compressed. If
inFIDdir is not entered, the default FID directory is
curexp/acqgfil.

outFIDdir is the FID directory to receive the output.

exp_number is the number of the experiment that contains the FID
data.

-1 specifies that the next argument is the input FID directory.
-o specifies that the next argument is the output FID directory.

-e specifies that the next argument is the number of the experiment
that contains the FID data. The -e and the -i options are mutually
exclusive.

-f specifies that any existing directory with the name
outFIDdir.fid is to be overwritten. Note that the macro interface
always overwrites any preexisting directory with the name specified by
outFIDdir.fid.

Examples compressfid('/vnmr/fidlib/fidld’,
'testfidld')compressfid('testfidld")
(From UNIX) compressfid -e 5 -o testfidld -£
(From UNIX) compressfid -i /vnmr/fidlib/fidld -o
testfidld -f

See also NMR Spectroscopy User Guide
Related dp Double precision (P)

config Display current configuration and possibly change it (M)

Syntax config <('display')>
Applicability VnmrJ 3.2

Description The "config" command displays the current configuration. The
configuration can be changed if the console is in use and the user has
write access to the following:

e system global parameter file

e the “stdpar” link in the VNMR system directory
e the file that the “stdpark” link points to

*the “tests” link" in the VNMR system directory,
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Arguments

Examples

See also

Related

e the file that the “tests” link points to
*the VNMR system directory

In this situation, a window will appear on top of the VNMR windows.
The single argument 'display' will PREVENT the interactive mode from
operating.

Usually, the VNMR system manager will configure the system once, and
the set the protection on the parameter file to permit read access only
by other users.

In interactive mode, a separate panel appears. In non-interactive
mode, the current choices are displayed in the text window. See the
installation manual for details on the choices.

'display' is a keyword that the system administrator can use to
make config run in the display mode rather than the interactive

mode.

config

config('display’')

Vnmrd Installation and Administration

amptype Amplifier type (P)

audiofilter Audio filter type (P)

cattn Coarse attenuator (P)

Console System console type (P)

fattn Fine attenuator (P)

fifolpsize FIFO loop size (P)

gradtype Gradients for X, Y, and Z axes (P)
hlfreq Proton frequency of spectrometer (P)
latch Frequency synthesizer latching (P)
lockfreqg Lock frequency (P)

numr fch Number of rf channels (P)
overrange Frequency synthesizer overrange (P)
parmax Parameter maximum values (P)
parmin Parameter minimum values (P)
parstep Parameter step size values (P)
ptsval PTS frequency synthesizer value (P)
rfchtype Type of rf channel (P)

rftype Type of rf generation (P)

rfwg RF waveform generator (P)
rotorsync Rotor synchronization (P)

shimset Type of shim set (P)

sysgcoil System gradient coil (P)

system System type (P)

traymax Sample changer tray slots (P)
vttype Variable temperature controller present (P)
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confirm Confirm message using the mouse (C)

Syntax confirm(message) :response
Description Displays a dialog box with the specified message and two buttons:
Confirm and Cancel. Clicking on the buttons with the mouse produces
a return value.

Arguments message is a single-line muticharacter string to be shown in the dialog
box.

response is 1 if the user clicks the left button of the mouse on the
Confirm button or presses the Return key; response is 0 if the user
clicks the mouse on the Cancel button.

Examples confirm('Are you sure you want pw>1007?') :Sresponse

See also User Programming

Console System console type (P)

Description A global parameter that sets the type of system console The value is
usually set using the Console label in the Spectrometer Configuration
window (opened from config).

When go, au, or ga is entered, the value of the Console parameter
is copied from the systemglobal parameter tree to the current
experiment and named as the console parameter (lowercase c). If
console does not exist in an old parameter set, rt via fixpar creates
it and sets it to ' '. Both console and Console are type acquisition.
Macros can use Console and console to take conditional action
based on spectrometer type.

See also VnmrdJ Installation and Administration
Related au Submit experiment to acquisition and process data (M)

config Display current configuration and possibly change it (M)
fixpar Correct parameter characteristics in experiment (M)

ga Submit experiment to acquisition and FT the results (M)
rt Retrieve FIDs (M)
go Submit experiment to acquisition (M)

system System type (P)

contact_timeMAS cross-polarization spin-lock contact time (M)

Applicability Systems with solids module.

Description Processes data obtained using an array of values for a pulse-length
parameter. It runs the UNIX program expfit, which does an
exponential curve fitting that determines the value of Tch and TIrho
The output is matched to the equation
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See also

Related

continflag

Syntax
Applicability
Description

Arguments

See also

I =[S0 - (SO - S_inf)*exp(-T/Tch))*exp(-T/T1rho)) + S_inf

where Tch is the time constant of a spin-locked cross-polarization
process, and TIrho is relaxation time of C polarization in the proton
rotating field.

The required input is file fp.out from the program fp and the values
of the arrayed parameter. The output table is file analyze.list in
the current experiment. The file analyze.out is used by the expl to
display the results.

User Guide: Solid- State NMR
expfit Least-squares fit to polynomial or exponential curve (U)

expl Display polynomial/exponential curves (C)
fp Find peak heights (C)

The command ddif creates a CONTIN display if
continflag="y'.

continflag
VnmrJ 3.1

Tells the command ddif to create a 2D display using data produced
by the CONTIN program. Set by the dosy macros, does not normally
need to be set manually.

continflag = ‘y’
continflag = ‘n’

dosyproc

continprepareCalled by the macro dosy to prepare the input file for the

Syntax
Applicability
Description

See also

CONTIN programme.

continprepare
VnmrJ 3.1

continprepare takes the dosy_in file created in dosy and creates
the file dosy_contin.in the format required by the CONTIN programme
(http://s- provencher.com/index.shtml).

continread
dosy

splmodprepare
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continread

Syntax
Applicability
Description

Arguments

See also

Called by the macro dosy to take the output of the CONTIN
programme and create an input file for ddif.

continread
VnmrdJ 3.1

continread takes a file dosy_contin.out as created by CONTIN
programme, run by the continrun shell script from the dosy macro,
and creates the files diffusion_display. contin and diffusion_spectrum
used by ddif and sdp to display DOSY results.

continread takes no arguments
ddif
dosy

continueMovie Continue movie in either forward or backward direction

Syntax

Description

Arguments

See also

convert

Syntax

Description

Arguments

See also

Related
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(C)

continueMovie (rate)

Like startMovie, but can continueMovie can play a movie forward or
back ward, and, instead of always starting from the beginning, it starts
from the beginning if movie has not started yet, or continues from
where it was stopped (by stopMovie). Movie direction is controlled
by parameter aipMovieSetting[3]1=1 or -1.

aipMovieRate, or a number for the rate

startMovie, stopMovie, resetMovie.

Convert data set from a VXR-style system (M,U)

convert (VXR_file)

(From UNIX) cpos_cvt VXR_file

Converts data stored on a VXR-style system (VXR, XL, or Gemini) to
the format used in software. The macro convert loads the data from
VXR_file into the current experiment and converts it to the new
format. The UNIX command cpos_cvt writes the converted data in a
subdirectory of the current working directory, using the original name
of the data set.

VXR_file is the name of a VXR-style file to be converted to VnmrJ
style
NMR Spectroscopy User Guide

Convert data set from a VXR-style system (C,U)
Decompose a VXR-style directory (C)

Ccpos_cvt
decomp
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convertbru

Syntax

Description

Convert Bruker data (M,U)

(From UNIX) convertbru file <options>
convertbru(file<, options>)

A C-language program for converting 32-bit Bruker AMX data and 24-
and 32-bit Bruker AM data into a 32-bit format compatible with the
Varian sread program. After converting the Bruker data into the new
format, the converted data can be read into VnmrJ using sread and
can then be processed normally. The parameters proc and procl are
set appropriately by sread, so that wft or wft2da correctly processes
the data.

Bruker AM parameters are converted to Varian parameters as shown
in the table “AM Parameter Conversion.” Bruker parameter names that
do not conflict with a Varian parameter name are converted under the
original name: td, fw, ds, ol, 02, ns, te, id, sfol, sfo2, and ro.
Parameters proc and procl are set to 'rft' for all spectra (assuming
TPPI data in both dimensions).

Table 1 AM Parameter Conversion

Bruker Varian Bruker Varian
sweeps completed ct sp satdly
td np dp dpwr
dw dw te temp=te-273
fw fb=1.1*sw/2 id swl=1/id
ds Ss sfol sfrg=sfol+ol
sSwW sw sfo2 dfrg=sfo2+o02
experiments done ni p# p#
ol tof d# d#
o2 dof s# s#
rd (or d1 if ra=0) rd ro spin
pw (or p0 if pw=0) pw rg gain
pl pw90 date date
de de time time
ns nt

Bruker AMX parameters are converted to Varian parameters as shown
in the table “AMX Parameter Conversion.” All Bruker parameters are
converted under their original names if the name doesn't conflict with
the name of a Varian parameter. Arrayed Bruker parameters like P and
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D are converted to the names P# and D#, where # is the index into
the array.

Because sread is limited to 8-character parameter names, the
parameters routwdl# and routwd2# are converted to rtwdl# and
rtwd2#.

The parameter proc is set to 'ft' when the Bruker parameter
ag _mod is 1, and proc is set to 'rft' when ag mod is 2. procl is
always set to rft, assuming TPPI in t1.

If there is a file named info in the directory with the Bruker data,
it is read in and put into the text file for the converted data set.

Table 2 AMX Parameter Conversion

Bruker Varian Bruker Varian
ns (from acqu) nt te temp=te-273
ns (fromacqus) ct sfol sfrg=sfol
td (fromacqus) np sfo2 dfrg=sfo?2
td (from acqu2s) ni ol tof
sw_h sw 02 dof
sw_h dw=1.0e6/sw ro spin
sw_h (from swil rg gain
acqu2s)
fw fb=1.1*sw/2 date date
ds SS date time
rd(ordlifrd=0) rd nucleus tn
de de decnuc dn
pw (orp0 if pw=0) pw pulprog pslabel
pl pw90 pulprog seqgfil

Arguments file is the input file name. For AMX data, file should be the name
of the directory that contains the acqus, acqu2s, and fid or ser
files. For AM data, £ile should be the name of the file containing the
AM data. The file argument is not required to have a .bru
extension, but if it does, the .bru extension is removed before
creating the output file. Unless the —cfile option is present, the
output file will have the same name as the input file, but with a .cv
extension, and will be written into the current working directory.

options for AMX and AM data are the following, which can be
entered in any order as long as file comes first (options are usually
not necessary, but can be used to override the default actions of
convertbru):

VnmrJ 4 Command and Parameter Reference Guide 187



e -bam or -bamx specifies whether input is AM or AMX data. The
default is determined from name of the input file given.

e —cfile specifies that the output file is given the name specified by
file and is written with .cv appended to the name

* —dxxx, where xxx is the decoupler frequency (it must be a value
between 10.0 and 640.0 MHz). The default is to read from data set.

e —f specifies that old output file is to be overwritten. The default is to
not overwrite old files.

*-0lsb or -omsb specifies whether the data has the least- or most-
significant byte first. For AM data, the default is determined from
data set. For AMX data, the default is —olsb.

e —pxxx, where xxx is the number of 24- or 32-bit words to skip
before converting data. This option is for use with -t option to skip
the header in AM data without converting it. Typical header sizes are
216 or 256 words. The default is O.

e —-s3 or —-s4 specifies if AM data is 24-bit (3-byte) or 32-bit (4-byte).
All AMX data is 32-bit. The default is determined from the data set.

e—tall, -thdr, or -tdata specifies whether convertbru should
convert the header and the data, just the header, or just the data. The
default is -tall.

Examples Convert AM data from a UNIX shell (in all these examples, the file
name is arbitrarily named br_data):

e convertbru br_ data determines the file format and converts the
header and data in the file br_data.

econvertbru br_data -d250.0 -cout determines the file format,
converts the header and data in the br_data, sets the decoupler
frequency to 250.0 MHz, and writes to an output file named out.cv
in the current working directory.

e convertbru br_data -thdr determines file format and converts
only the header in the file br_data.

econvertbru br_data -tdata -p256 —-s3 -—-omsb converts only the
data in br_data after skipping the 256-word header. The data is
converted assuming it is 24-bit AM data words with the
most- significant byte first.

Convert AM data from VnmrJ:
econvertbru('br_data', '-tdata', '-p256', '-s3"',
'—omsb') converts only the data in br_data after skipping the

256-word header. The data is converted assuming it is 24-bit AM data
words with the most-significant byte first.

Convert AMX data from a UNIX shell:

econvertbru br_data -f converts acqus and acqu2s files to
ASCII, if needed, and then converts data and overwrites the existing
br_data.cv file.

Convert AMX data from Vnmrd:
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econvertbru('br_data', '-f') converts acqus and acqu2s files to
ASCII, if needed, and then converts data and overwrites the existing
br_ data.cv file.

e convertbru('br_data', '-c/home/vnmrl/bdata/datal')
converts acqus and acqu2s files to ASCII, if needed, and then
converts the data and writes it to /home/vnmrl/bdata/datal.cv.

See also NMR Spectroscopy User Guide
Related readbrutape Read Bruker data files from 9-track tape (U)

sread Read converted data into VnmrJ (C)
wft2da Weight and Fourier transform phase-sensitive data
(M)
copy Copy afile (C)

Syntax copy(<'-r',>from file,to_file)<:Sres>

Description Makes a copy of a file and is identical to the cp command. All
arguments are passed. Command will abort with no return value if an
illegal file name is used.

Arguments '-r' — keyword requesting a recursive copy (i.e., copy a directory).
from_file — name of the file (or directory if '-r' used) to be copied.

to_file — name of the copy of the file (or directory). If the
from_file argument has an extension (e.g., .fid), be sure the
to_file argument has the same extension.

:Sres — variable to hold the result of the copy process.
1 is returned if the copy is successful.
0 is returned if the copy failed.
Examples copy('-r','/home/vnmrl/vnmrsys/seqlib','/vnmr/seqglib")

copy (' /home/vnmrl/vnmrsys/seqglib/d2pul', \

'/vnmr/seqglib/d2pul’')
See also NMR Spectroscopy User Guide
Related cp Copy a file (C)
cos Find cosine value of an angle (C)

Syntax cos(angle)<:n>
Description Finds the cosine of an angle.
Arguments angle is the angle, given in radians.

n is the return value with the cosine of angle. The default is to display
the cosine value in the status window.

Examples cos(.5)
cos(val) :cos_val
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Cosy

See also

Related

Description

See also

Related

cosyps

cp

Description

See also

Related

Syntax
Description

Arguments

Examples

User Programming

sin Find sine value of an angle (C)

Convert the parameter to a COSY experiment (M)

Convert the parameter to a COSY experiment.
NMR Spectroscopy User Guide

cosyps Set up parameters for phase-sensitive COSY pulse
sequence (M)

Dgcosy  Set up parameters for double-quantum filtered COSY (M)

relayh Set up parameters for RELAYH pulse sequence (M)

Set up parameters for phase-sensitive COSY pulse
sequence (M)

Sets up a phase-sensitive COSY (homonuclear correlation) experiment.
NMR Spectroscopy User Guide
Cosy Set up parameters for COSY pulse sequence (M)

Dgcosy  Set up parameters for double-quantum filtered COSY (M)
relayh  Set up parameters for RELAYH pulse sequence (M)

Copy afile (C)

cp(<'-r',>from_file,to_file)<:Sres>

Makes a copy of a file and is identical to the copy command. All
arguments are passed. Command will abort with no return value if an
illegal file name is used.

'—-r' is a keyword requesting a recursive copy (i.e., copy a directory).

from_file is the name of the file (or directory if '-r' used) to be
copied.

to_file is the name of the copy of the file (or directory). If the
from_file argument has an extension (e.g., .fid), be sure the
to_file argument has the same extension.

: Sres variable to hold the result of the copy process.
1 is returned if the copy is successfully

0 is returned if the copy failed

cp('/home/vnmrl/vnmrsys/seqlib/d2pul’, \
'/vnmr/seqglib/d2pul ')
cp('-r',"'/home/vnmrl/vnmrsys/seqglib', '/vonmr/seqglib')
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See also

Related

cp

Description

Values

See also

Related

cpdone
Syntax

Applicability

Description

See also

Related

cpgo
Syntax

Applicability
Description

Examples

VnmrJ 4 Command and Parameter Reference Guide

NMR Spectroscopy User Guide

copy Copy a file (C)

Cycle phase (P)

Sets the values that real-time variable oph is calculated as, either
0,1,2,3 (cp='y"') or 0 (cp='n"). The only circumstance where setting
cp='n"' may be useful is when displaying an FID with acgi. If there
is an imbalance between the two receiver channels, the FID displayed
for acqgi may show alternating dc levels. The standard gf macro that
prepares parameters for the FID display in acgi automatically handles
this issue.

'v' makes oph calculate as 0,1,2,3; this is the typical value.
'n' makes oph calculate as 0.

User Programming

acqgi Interactive acquisition display process (C)
go Submit experiment to acquisition (C)
gf Prepare parameters for FID/spectrum display in acgi (M)

Macro called upon study completion (M)

VnmrJ 3.1

This macro is called when a study is completed or paused. This system
macro should never be edited. Changes should be implemented in the
usercpdone macro.

User Guide: Automation-User Space Customization

usercpdone
(m)

Macro called when acquisition is started (M)

VnmrJ 3.1

This macro is called when an acquisition is started.
This system macro should never be edited.

Changes should be implemented in the usergo macro.
User Guide: Automation-User Space Customization
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See also

Related

cpmgt2
Description

See also

Related

cpos_cvt

Syntax

Description

Arguments

Related

cptmp

Syntax
Description

Arguments

Examples

Related

usercpgo (m)

Set up parameters for CPMGT2 pulse sequence (M)

Macro to set up a CPMGT2 (Carr-Purcell Meiboom- Gill 79) experiment.
NMR Spectroscopy User Guide

t2 T, exponential analysis (M)

Convert data set from a VXR-style system (M,U)

(From UNIX) cpos_cvt VXR_file
convert (VXR_file)

Converts data stored on a VXR-style system (Gemini, VXR, or XL) to
the format used in VnmrJ software. cpos_cvt writes the converted
data in a subdirectory of the current working directory, using the
original name of the data set. The command convert loads the data
from VXR_file into the current experiment and converts it to the new
format.

VXR_file is the file name in the VXR-style format to be converted to
the VnmrJ style.

convert Convert data set from a VXR-style system (C,U)
decomp Decompose a VXR-style directory (C)
rt Retrieve FIDs (C)

Copy experiment data into experiment subfile (M)

cptmp< (file) >

Copies the data (parameters, FID, and transformed spectrum) from the
current experiment into a subdirectory inside curexp+'/subexp'.
file is the name of the subfile to receive the data. The default is to
take the name from the transmitter nucleus (if seqfil="'s2pul') or
to use the pulse sequence name.

cptmp

cptmp ('cosy ')

curexp Current experiment directory (P)

rttmp Retrieve experiment data from experiment subfile
oY)

segfil Pulse sequence name (P)

svtmp Move experiment data into experiment subfile (M)
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cptmpltdefaultsDefaults for Save Data Template

Examples

cpx

Syntax
Description

Arguments

Examples

See also

Related

cgexp
Applicability

Description
Syntax

Examples

Related

cqfindz0

Applicability

VnmrJ 4 Command and Parameter Reference Guide

This macro sets the default values used for creating the save-data
template in the Preferences/Templates popup. It is called when the
"Restore to Defaults" button on the Preferences/Templates popup is
clicked.

Create pbox shape file (M)

cpx< (ref_pw90,ref_pwr)> or cpx<('g')>

Calls UNIX command Pbox, which generates the specified pulse shape
or decoupling/spin locking pattern, as defined by the
shapelib/Pbox. inp file.

ref_pw90 is the reference 90° pulse width
ref_pwr is the reference power level.

'g' is a keyword that is required only when generating gradient
shapes and if the file type is not specified otherwise.

cpx
cpx('g')

cpxX (pw90*compH, tpwr)

NMR Spectroscopy User Guide

Pbox Pulse shaping software (U)

Load experiment from protocol (M)

Liquids
Macro to load an experiment from a protocol.
apptype>)

The first argument is the experiment name, and the second argument
is the apptype. If the apptype is not specified, the previous apptype is
used.

cgexp (experiment <,

cgexp ('Proton', 'stdld')

Application type (P)
Set up the exec parameters (M)

apptype
execpars

Run an experiment to find the value of z0 (M)

Liquids
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Description

Related

cqggmap
Applicability

Description

Related

cqginit
Applicability

Description

Related

cgpars
Applicability

Description
See also

Related

cgplot

Applicability
Description

Related

A macro to run a deuterium experiment to find the correct value of
z0 for a given solvent. It requires an entry in the probe file for the
number of deuterium Hz per DAC. Run the appropriate probe
calibration for lk Hz per DAC to set the value in the probe file. The
macro may be accessed through the Find z0 button available on several
panels.

solvent Lock solvent (P)
z0 Z0 field position (P)

Perform gradient shimming utility functions (M)

Liquids
Macro runs gradient shimming utility functions.

Run gradient autoshimming, set parameters,
map shims (M)

gmapshim

Initialize liquids study queue (M)

Liquids
Initializes the liquids study queue.

Reset study queue parameters (M)
Study queue file menu commands (M)

cgreset
sgfilemenu

Create study queue parameters for liquids (M)

Liquids
A macro to create study queue parameters for the Walkup interface.
VnmrJ Walkup

fixpar Correct parameter characteristics in experiment (M)

Macro to perform generic 2D plot (M)

Liquids

A macro to perform generic 2D plotting, including 1D experiment
traces. Usually called by other macros, and not used from the command
line.

plot Automatically plot spectra (M)
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cgprotocol

Applicability
Description

cgreset

Applicability
Description

Related

cgsavestudy

Applicability

Description

Related

cgwtmenu

Applicability
Description

plot2D Plot results of 2D peak picking (C)
plt2Darg Plot 2D arguments (P)

Macro to create protocols (M)

Liquids
A macro to create protocols for liquids applications. Called by the
Make protocols dialogs in the Utilities menu.

Reset study queue parameters (M)

Liquids
Reset liquids study queue parameters. Usually called by other macros
when starting a new study.

cginit Initialize liquids study queue (M)
sgfilemenu Study queue file menu commands (M)

Macro to save study queue parameters (M)

Liquids
A macro to save study parameters in the liquids study queue. Usually
called by other macros when starting a new study.

studypar Study parameters (P)
xmsubmit Submit sample(s) to the study queue (M)
xmendq End a chained study queue (M)

Macro to set weighting functions from a panel (M)

Liquids, Imaging

A macro to set weighting functions from a panel. It is used for both
1D and 2D weighting parameters. Called by processing parameter
panels.
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cr

crl

cr2

Description

See also

Related

Description

See also

Related

Description

See also

Related

Cursor position in directly detected dimension (P)

Contains the current cursor position. The r1l macro uses cr to set the
reference line.

NMR Spectroscopy User Guide

centersw Move cursor to center of spectrum (M)

crf Current time-domain cursor position (P)

crl Clear ref. line in directly detected dimension (M)

delta Difference of two frequency cursors (P)

rl Set reference line in directly detected dimension
(M)

Cursor position in 1st indirectly detected dimension (P)

Contains the current cursor position along the first indirectly detected
dimension. Analogous to the cr parameter except that crl applies to
the first indirectly detected dimension of a multidimensional data set.
The r11 macro uses crl to set the reference line along this dimension.

NMR Spectroscopy User Guide

centerswl Move cursor to center of spectrum in 1st indirect
dimension (M)

cr Cursor position in directly detected dimension (P)

cr2 Cursor position in 2nd indirectly detected
dimension (P)

rll Set ref. line in 1st indirectly detected dimension
D

Cursor position in 2nd indirectly detected dimension (P)

Contains the current cursor position along the second indirectly
detected dimension. Analogous to the cr parameter except that cr2
applies to the second indirectly detected dimension of a
multidimensional data set. The r12 macro uses cr2 to set the
reference line along this dimension.

NMR Spectroscopy User Guide

centersw2 Move cursor to center of spectrum in 2nd indirect
dimension (M)

cr Cursor position in directly detected dimension (P)
crl Cursor position in 1st indirectly detected dimension (P)
rl2 Set ref. line in 2nd indirectly detected dimension (M)
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crcom Create user macro without using text editor (M)

Syntax crcom(file,actions)

Description Creates a macro file in the user’s macro library (maclib) with the
contents given in the actions argument.

Arguments file is the file name of the user macro to be created. If a macro of
the same name already exists, the user is asked whether or not to
overwrite it.

actions is a string containing the actions making up the user macro.
The string cannot include a carriage return. If a single quote is needed
within the string, it must be preceded by a backslash (see second
example below).

Examples crcom('plot', 'pl pscale pap page')
crcom('lds', 'load=\'y\' su load=\'n\'")
See also User Programming

create Create new parameter in a parameter tree (C)

Syntax create(parameter<, type<, tree>>)

Description Creates a parameter in one of the parameter trees. A parameter tree
is a UNIX file containing the attributes of parameters as formatted text.
Refer to the command paramvi for a description of the file contents.

Arguments parameter is the name of the parameter to be created.

type is the type of values in the parameter to be created and can be
one of the following values (default is 'real'):

*'real’is a value with no limits on range and can be positive or
negative.

e 'string' is a value composed of characters. Entry of strings can be
limited to selected words by enumerating the possible values with the
command setenumeral. For example, the enumerated values of
intmod are 'off', 'partial’', and 'full'. Therefore, intmod can
be set only to one of these three string values, such as
intmod="'full".

e 'delay' is a value from 0 to 8190, in unit of seconds.
e 'frequency' is a positive real number value.

e 'flag', like 'string', is a value composed of characters. Entry of
flags can be limited to selected characters by enumerating the
possible values with the command setenumeral. For example, the
enumerated values of dmm are 'c', 'f', 'g', 'm', 'p', 'r', 'u’,
'w', and 'x'. Therefore, dmm can only be set to a combinations of
these nine characters, such as dmm='ccw'. If enumerated values are
not set, the 'string' and 'flag' types are identical.

* 'pulse’' is a value from 0 to 8190, in units of us.

e 'integer' is a value composed of integers (0,1,2,3,...).
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tree is one of the following types of parameter trees (default is
'current'):

e 'current' contains parameters that are adjusted to set up an
experiment. The parameters are from the file curpar in the current
experiment.

* 'global' contains user-specific parameters from the file global in
the vnmrsys directory of the present UNIX user.

e 'processed' contains parameters with which the data was obtained.
These parameters are from the file procpar in the current
experiment.

* 'systemglobal' contains instrument-specific parameters from the
text file /vnmr/conpar. Most of these parameters are defined using
the config program. All users have the same systemglobal tree.
Note that conpar is not written out when you exit; the only time
conpar is ever modified is by the config program. Thus, any
changes you make to conpar using create (or destroy, setvalue,
etc.) are not permanent. To permanently create a parameter in
conpar, you must use a text editor to change /vnmr/conpar.

Examples create('a')
create('b', 'string')
create('c', 'real', 'global')

See also User Programming

Related destroy Destroy a parameter (C)

display Display parameters and their attributes (C)

fread Read parameters from file and load them into a tree
©

fsave Save parameters from a tree to a file (C)

paramvi Edit a parameter and its attributes using vi text
editor (M)

prune Prune extra parameters from current tree (C)

setenumeral Set values of a string variable in a tree (C)

setgroup Set group of a parameter in a tree (C)

setprotect  Set protection mode of a parameter (C)

create (P) Parameter used for RF transmitter board temperature
compensation (P)

Syntax create('rftempcomp', 'string', 'global')
Applicability VnmrJ 3.1

Arguments If rftempcomp='n' temperature compensation on the RF transmitter
board is turned off.

If rftempcomp="y"' temperature compensation on the RF transmitter
board is turned on and will make a single compensation.
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If rftempcomp="c' temperature compensation on the RF transmitter
board is turned on continuously and will continuously update until it
is turned off.

createqgcomp Create gcomp parameter (M)

Applicability Systems with Varian, Inc. Cold Probes

Description Macro to create the gcomp parameter with the appropriate attributes.
gcomp is created as a flag parameter in the global tree.

crf Current time-domain cursor position (P)

Description Contains current time-domain cursor position. To create crf and the
other FID display parameters axisf, dotflag, vpf, vpfi, and
deltaf (if the parameter set is older and lacks these parameters),
enter addpar ('fid').

Values Number, in seconds.
See also NMR Spectroscopy User Guide
Related addpar Add selected parameters to the current experiment (M)
crll Clear ref. line in 1st indirectly detected dimension (C)
deltaf Difference of two time cursors (P)
fidpar Add parameters for FID display in current experiment

M)

crl Clear reference line in directly detected dimension (M)

Description Clears frequency referencing along the directly detected dimension by
setting the reference parameters rfl and rfp to zero. crl also resets
the referencing parameters refpos and reffrq.

See also NMR Spectroscopy User Guide

Related crll Clear ref. line in 1st indirectly detected dimension (C)
crl2 Clear ref. line in 2nd indirectly detected dimension (C)
rl Set ref. line in directly detected dimension (M)

reffrg Reference frequency of reference line (P)

refpos Position of reference frequency (P)

rfl Ref. peak position in directly detected dimension (P)
rfp Ref. peak frequency in directly detected dimension (P)
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crll

Description

See also

Related

crl2

Description

See also

Related

crmode

Description

Values

Clear reference line in 1st indirectly detected dimension
(M)

Clears frequency referencing along the first indirectly detected
dimension by setting the reference parameters rf11 and rfpl to zero.
crll also resets the referencing parameters refposl and reffrgl.

NMR Spectroscopy User Guide

crl Clear ref. line in directly detected dimension (C)

rll Set ref. line in 1st indirectly detected dimension (M)

reffrgl Ref. frequency of reference line in 1st indirect dimension
€9

refposl Position of reference frequency in 1st indirect dimension
P

rfll Ref. peak position in 1st indirectly detected dimension (P)

rfpl Ref. peak frequency in 1st indirectly detected dimension
€9

Clear reference line in 2nd indirectly detected dimension
(M)

Clears frequency referencing along the second indirectly detected
dimension by setting the reference parameters r£12 and rfp2 to zero.
crl2 also resets the referencing parameters refpos2 and reffrqg?.

NMR Spectroscopy User Guide

crl Clear ref. line in directly detected dimension (C)

rl2 Set ref. line in 2nd indirectly detected dimension (M)

reffrg2 Ref. frequency of reference line in 2nd indirect dimension
P

refpos2 Position of reference frequency in 2nd indirect dimension
P)

rfl2 Ref. peak position in 2nd indirectly detected dimension
P)

rfp2 Ref. peak frequency in 2nd indirectly detected dimension
P)

Current state of the cursors in df, ds, or dconi programs (P)

Stores the current state (box mode or cursor mode) of cursors in the
df, ds, or dconi interactive display programs. crmode is mostly used
by programmable menus to determine the status of the cursors. It is
stored in the file vnmrsys/global.

'b' signifies the box mode, 'c¢' signifies the cursor mode.
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See also
Related
crof2
Syntax
Description
Arguments
Related

User Programming

dconi Interactive 2D data display (C)
art Display a single FID (C)
ds Display a spectrum (C)

Recalculate rof2 so that Ip = 0 (M)

crof2<(alfa)>

Recalculates a new value for rof2 (receiver gating time following a
pulse) based upon the current rof2 and 1p (first- order phase) values,
so that 1p is rendered approximately 0. For crof2 to work properly,
a trial spectrum must be obtained and phased to pure absorption. This
spectrum provides the current rof2 and 1lp values for crof2. The
value of the alfa delay is left constant, provided rof2 does not
become less than 1 ps.

crof2 pertains to processing 2D data. Unless 1p is approximately O,
fpmult affects both the dc offset and the curvature of the spectrum.

alfa specifies a value for the alfa delay before acquisition.

alfa Set alfa delay before acquisition (P)

cfpmult Calculate first point multiplier for 2D experiments (P)
fpmult First point multiplier for np FID data (P)

1p First- order phase along directly detected dimension (P)
rof2 Receiver gating time following a pulse (P)

cryo_noisetestRun Cold Probe conditioning experiments (M)

Applicability
Description

Values

cryoclient

Applicability
Description

See also

Systems with Varian, Inc. Cold Probes

Runs the probe conditioning experiments and analyzes the noise using
the cnd macro. Measures the hydrogen-induced noise and provides an
efficient remedy.

NOBURN - waits the operator input period of time between tests.
No arguments — macro will prompt for a time in minutes.

Start the CryoBay Monitor program (M, U)

Systems with Cold Probes and CryoBay Monitor software.

Starts the CryoBay Monitor software in a separate window. This
program is a CORBA client that requires an active CORBA server
running on the CryoBay PC.

Cryogenic Systems Installation and Operation
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CSschedule

Description

Generates a NUS schedule

The CSschedule command will generate a schedule for non-uniform
sampling.

With no arguments, it uses the following parameters.

ni, ni2, and ni3 are used to define the total size of the data matrix.
If they exist, are greater than 1 and not set to "Not used", they will
beused to define the matrix.

Csdensity is the percentage of points in the data matrix that are
acquired. All other points will be treated as zeros. Default is 100.0,
that is, use uniform sampling.

The CSpars parameter will override the default selection of the
indirect dimensions. For example, if the parameter set is a 3D
parameter set with both ni and ni2 set, the CSpars parameter can
be set to make just the first or second or both indirect dimensions
sparse by setting CSpars='d2"' or CSpars='d3"' or

CSpars='d2"', 'd3"', respectively. If the CSpars parameterdoes not
exist or is set to the empty string (CSpars="), the default behavior with
ni, ni2, etc. will be used.

CSseed parameter (integer) containing the seed for the random
number generator used to create the sampling schedules. A positive
number indicates that the sampling schedule is executed sequentially.
A negative number indicates that the sampling schedule is applied
randomly. Default value is 169.

It writes the schedule as a text file in the current experiment directory
as sampling.sch.

Arguments can be supplied to the CSsampling command to override
the defaults.

If an argument starts with 'seed ', then the number in the 'seed ' string
will override the CSseed parameter. This will also set the value of the
CSseed parameter.

Any string parameter that does not start with 'seed' will be used as
the filename of the schedule as it is stored in the current experiment.

The first real number overrides the CSdensity parameter. Its range
is 0 < densitiy <= 100.0.

If it falls outside this range, it will be set to 100.0. This will also set
the value of the CSdensity parameter.

Subsequent real numbers define the sizes of the first, second, etc
indirect dimensions. They override the values of ni, ni2, etc.
respectively.

Acquisition related parameters

The sampling parameter is used to select sparse sampling.
sampling='sparse' selects sparse data sampling. sampling="'e"
selects ellipitical data sampling, used by imaging applications.

Any other value of sampling selects standard uniform data sampling.
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The CStype parameter specifies the type of sampling schedule that
will be used by acquisition.

Sampling schedules are of two types. One contains a list of indexes of
the increments in the indirect dimensions. For the first indirect
dimension, these indexes would fall between 0 and ni- 1. Each index is
multiplied by the dwell time in the indirect dimension (1/swl).

The second type of schedule is a list of the actual delay times for the
indirect dimension.

CStype='a' to automatically generate an index schedule.
CStype='i"' to use a pre-existing index schedule.
CStype='d' to use a pre-existing delay schedule.

CStype='pl' to automatically generate a Poisson distribution
weighted gap index schedule with sine weighting from 0 to 180
degrees. This weights the sampling schedule so as to have more
sampling points in the beginning and at the end of the uniform
grid.

CStype="'p2' to automatically generate a Poisson distribution
weighted gap index schedule with sine weighting from 0 to 90
degrees. This weights the sampling schedule so as to have more
sampling points in the beginning of the uniform grid.

The default is CStype="'a"'. If CStype="'a', the above parameters
(CSdensity, CDpars, CSseed) will be used to generate the
sampling schedule.

Examples
CSschedule
CSschedule('seed 33"')
CSschedule('seed 33',10.0, 512, 256)
CSschedule('seed -78")
csv2cpQ Imports CSV data (M)
Syntax

Applicability VnmrJ 3.1

Description The csv2cpQ macro will translate a CSV (Comma Separated Values)
file into actions for VnmrJ. The file name must be supplied as the first
required argument. The file name may be an absolute path name or
relative to userdir/data.

The CSV file used by the csv2cpQ macro is an ASCII text file
containing, as the name implies, text values separated by commas. The
first line of this file defines how the comma separated values in
subsequent lines are to be interpreted. The first line can contain VnmrJ
parameter names or keywords. There are no required fields. Any field
that does not correspond to a VnmrJ parameter name is considered a
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ct

Arguments

Examples

Description

See also

Related

keyword. Keywords are looked up in a synonym table to see if they
should be re-interpreted as a VnmrJ parameter or value. This synonym
translation file is in an appdir directory with the name
<appdir>/adm/walkupadm/csv2cpQ_synonym.

These CSV files may be generated manually, or they may be exported
from a spread-sheet. Often, the values available to the spread-sheet do
not correspond directly to a VnmrJ parameter. The synonym feature
allows VnmrdJ to translate the spread-sheet value to something VnmrJ
can use. For example, the spread-sheet might define a solvent as
MeOH. The synonym table allows csv2cpQ to translate that into
'cd3od'. Any field that is not a vhmr parameter or keyword will be
ignored.

The actions can be submitted to an automation run, to a file for use
in a future automation run, or directly to the foreground Vnmrd.

This selection is controlled by the optional argument 'auto', 'enter', or
'acq', respectively. The default is 'auto’. Another optional argument is
'print' or 'moprint'. This controls whether submission information is
printed or not. The default is 'noprint'.

"SAMPLE""DAY","NIGHT","solvent","operator","samplename","notebook","page",
"Comments"

1,"PROTON",,"CDCI13","John","johnstuff","Johns book","p32","csv2cpQ test
location 1"

2,"PROTON gCOSY","¢sHMBCAD","DMSO","Paul","paulstuff","Pauls
book","p42""csv2cpQ test location 2"

3,"PROTON- HSQCAD",,"D20","George","Georges book","Georges
book","p23","csv2cpQ test sample 3"

4,"PROTON gHSQCAD","CARBON","DMSO","Ringo","ringostuff", "Ringos
book","p38","Ringos Sample 4"

Completed transients (P)

Stores a nonuser-enterable informational parameter that changes

during the course of an experiment to reflect the number of completed
transients. During most experiments, an accurate transient counter is
displayed in the acquisition status window, updated every five seconds.

The value of ct is displayed in the acquisition parameter group by the
dg command and is only updated when data processing occurs on the
FID. In an experiment that is accumulating and not processed until the
acquisition is complete, ct always indicates 0 until the end of the
acquisition.

NMR Spectroscopy User Guide

dg Display parameters of acquisition/processing group (C)
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ctext

Description

See also

Related

curexp

Description

See also

Related

curscan

Applicability

Description

See also

Related

curwin

Description

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

Clear the text of the current experiment (C)

Clears the text from the current experiment text file (a block of text
that may be used to describe the sample and experiment).

NMR Spectroscopy User Guide

Append string to the current experiment text (M)
Display text or set new text for current experiment

©

atext
text

Current experiment directory (P)

Contains the full UNIX path to the currently active experiment. This
parameter is useful when accessing text files generated by various
commands (e.g., cat (curexp+'/fp.out')).

NMR Spectroscopy User Guide

VnmrJ system directory (P)
VnmrJ user directory (P)

systemdir
userdir

Scan currently in progress (P)

Systems with LC-NMR accessory.

Keeps track of which “scan” is currently in progress. If curscan does
not exist, the parlc macro can create it.

NMR Spectroscopy User Guide

parlc Create LC-NMR parameters (M)

Current window (P)

An arrayed global parameter. The first value is the index of the
selected window pane in the graphics window. The second value is the
number of window pane rows. The third value is the number of
columns.

NMR Spectroscopy User Guide

fontselect Open FontSelect window (C)
jwin Activate current window (M)
mapwin List of experiment numbers (P)
setgrid Activate selected window (M)
setwin Activate selected window (C)
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cutoff

Description

Values

See also

Related

cyclenoe

Applicability

Description

cylbr24

Applicability
Description

See also

Related

cylmrev

Applicability
Description

Data truncation limit (P)

Defines the distance above and below the current vertical position vp
at which spectra and integrals are truncated. By arraying cutoff to
have two different values, the truncation limits above and below the
current vertical position can be controlled independently (e.g.,
cutoff=50 truncates data at vp+50 mm and vp-50 mm, and
cutoff=50,10 truncates data at vp+50 mm and vp-10 mm).
cutoff='n"' disables the action of cutoff.

cutoff is not active during interactive spectral displays (i.e., for the
ds command), but is active during non-interactive spectral displays
and plots (for the dss and pl commands).

'n', number in mm.
NMR Spectroscopy User Guide

ds Display a spectrum (C)

dss Display stacked spectra (C)

pl Plot spectra (C)

vp Vertical position of spectrum (P)

Set up parameters for CYCLENOE pulse sequence (M)

Systems in which the observe channel is equipped with direct synthesis
rf and a linear amplifier.

Sets up a difference NOE experiment.

Set up parameters for cycled BR24 pulse sequence (M)

Systems with solids module.

Sets up a BR24 sequence with quadrature detection and prepulse for
solids multiple-pulse line narrowing.

User Guide: Solid- State NMR
br24 Set up parameters for BR24 pulse sequence (M)

Set up parameters for cycled MREV8 pulse sequence (M)

Systems with a solids module.

Sets up a MREVS sequence with quadrature detection and prepulse for
solids multiple-pulse line narrowing.
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See also User Guide: Solid-State NMR

Related mrev8 Set up parameters for MREVS8 pulse sequence (M)
cz Clear integral reset points (C)
Syntax cz<(frequencyl, frequency?2,...)>

Description Removes currently defined integral reset points.

Arguments frequencyl, frequency?2, ... are reset points corresponding to
specified frequencies to be removed. The default is remove all reset
points.

Examples cz
cz (800,600,250,60)

See also NMR Spectroscopy User Guide

Related dli Display listed integral values (C)
dlni Display listed normalized integral values (C)
nli Find normalized integral values (C)
z Add integral reset point at the cursor position (C)
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Agilent VnmrJ 4 Command and Parameter
Reference Guide

ao Overhead delay between FIDs (P)

di First delay (P)

dz2 Incremented delay in 1st indirectly detected dimension (P)

d2pul Set up parameters for D2PUL pulse sequence (M)

as Incremented delay for 2nd indirectly detected dimension
(P)

d4 Incremented delay for 3rd indirectly detected dimension
(P)

DAC_to_G Store gradient calibration value in DOSY sequences (P)

da Display acquisition parameter arrays (C)

daslp Increment for t1 dependent first-order phase correction (P)

date Date (P)

daxis Display horizontal LC axis (M)

Dbppste Set up parameters for Dbppste pulse sequence (M)

Dbppsteinept Set up parameters for Dbppsteinept pulse sequence (M)

dbsetup Set up VnmrdJ database (U)

dbupdate Update the VnmrJ database (U)

dc Calculate spectral drift correction (C)

dc2d Apply drift correction to 2D spectra (C)

dcg Drift correction group (P)

dcon Display non interactive color intensity map (C)

dconi Interactive 2D data display (C)

dconi Control display selection for the dconi program (P)

dconn Display color intensity map without screen erase (C)

dcrmv Remove dc offsets from FIDs in special cases (P)

ddf Display data file in current experiment (C)

ddff Display FID file in current experiment (C)

ddfp Display phase file in current experiment (C)

dadif Synthesize and show DOSY plot (C)

ddrcr Direct digital receiver coefficient ratio (P)

ddrpm Set ddr precession mode (P)

ddrtc Set ddr time constant (P)

dds Default display (M)

dds_seqgfil Sequence-specific default display (M)
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debug
decasynctype

decay_gen

deccwarnings
decomp

def osfilt
defaultdir
delcom
delete
delexp
delexpdata

deletenucleus

dels
delta
deltal
delta2
deltatf
Dept
deptgl
deptproc
destroy
destroygroup
df

df2d
dfid
dfmode
dfrg2
dfrg3
dfrqg4d
dfs

dfsa

dfsan

dfsh
dfshn
dfsn
dfww
dg

dg
dgl

Trace order of macro and command execution (C)
Select the type of decoupler asynchronous mode (P)

Calculates the form of diffusional attenuation expected for
the measured gradient and signal maps in non-uniform
gradient calibration.

Control reporting of DECC warnings from PSG (P)
Decompose a VXR-style directory (M)

Default value of osfilt parameter (P)

Default directory for Files menu system (P)

Delete a user macro (M)

Delete a file, parameter directory, or FID directory (C)
Delete an experiment (M)

Delete data from the current experiment

Removes nucleus entry to probe file (M)

Delete spectra from T; or T, analysis (C)

Cursor difference in directly detected dimension (P)
Cursor difference in 1st indirectly detected dimension (P)
Cursor difference in 2nd indirectly detected dimension (P)
Difference of two time-domain cursors (P)

Set up parameters for DEPT experiment (M)

Set up parameters for DEPTGL pulse sequence (M)
Process array of DEPT spectra (M)

Destroy a parameter (C)

Destroy parameters of a group in a tree (C)

Display a single FID (C)

Display FIDs of 2D experiment (C)

Display a single FID (C)

Current state of display of imaginary part of a FID (P)
Transmitter frequency of second decoupler (P)
Transmitter frequency of third decoupler (P)

Transmitter frequency of fourth decoupler (P)

Display stacked FIDs (C)

Display stacked FIDs automatically (C)

Display stacked FIDs automatically without screen erase
(C)

Display stacked FIDs horizontally (C)

Display stacked FIDs horizontally without screen erase (C)
Display stacked FIDs without screen erase (C)

Display FIDs in whitewash mode (C)

Display group of acquisition/processing parameters (C)
Control dg parameter group display (P)

Display group of display parameters (M)
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dgl

dg2

dg2

dga
DgcsteSL
Dgcstecosy
Dgcstehmgc
dglc

dglc

dglp

dgs

dgs

dhp
diagth2d
dialog
diffparam
diffparams
diffshims
digfilt
dir
display
dla
dlalong
dlc
d1CNMR
dli
dlivast
dll

dlni

dlp

VnmrJ 4 Command and Parameter Reference Guide

Control dg1 parameter group display (P)

Display group of 3rd and 4th rf channel/3D parameters (M)
Control dg2 parameter group display (P)

Display group of spin simulation parameters (M)

Set up parameters for DgcsteSL pulse sequence (M)

Set up parameters for Dgcstecosy pulse sequence (M)

Set up parameters for Dgcstehmqc pulse sequence (M)
Display group of LC-NMR parameters (M)

Control dglc parameter group display (P)

Control dglp parameter group of linear prediction
parameters (P)

Display group of shims and automation parameters (M)
Control dgs parameter group display (P)

Decoupler high-power control with class C amplifier (P)
Exclude diagonal peaks when peak picking

Display a dialog box from a macro (C)

Report differences between parameter sets (U)

Report differences between two parameter sets (U)
Compare two sets of shims (IV,U)

Write digitally filtered FIDs to another experiment (M)
List files in directory (C)

Display parameters and their attributes (C)

Display spin simulation parameter arrays (M)

Long display of spin simulation parameter arrays (C)
Display LC detector trace(s) in a horizontal format.
Display all forms of LC-NMR data

Display list of integrals (C)

Produce text file and process wells (M)

Display listed line frequencies and intensities (C)
Display list of normalized integrals (M)

Decoupler low-power control with class C amplifier (P)
Decoupler mode for first decoupler (P)

Decoupler mode for second decoupler (P)

Decoupler mode for third decoupler (P)

Decoupler mode for fourth decoupler (P)

Decoupler modulation frequency for first decoupler (P)
Decoupler modulation frequency for second decoupler (P)
Decoupler modulation frequency for third decoupler (P)
Decoupler modulation frequency for fourth decoupler (P)
Adjust tip-angle resolution time for first decoupler (M)
Adjust tip-angle resolution time for second decoupler (M)
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dmf3adj
dmfdadj

dmgl
dmg?2
dmgf

dmm

dmm?2
dmm3
dmm4

dn

dn2

dn3

dn4
dndfid
dndjoin
dndpar
dndshims
doautodialog
dodialog
dof

dof2
dof3
dof4
Doneshot

dopardialog

do_pcss
dosy
dosy2d
dosy3Dflag

dosy3Dproc

dosybypoints

dosyfit

dosyfrqg

dosygamma

dosyproc

Adjust tip-angle resolution time for third decoupler (M)
Adjust tip-angle resolution time for fourth decoupler (M)
Data display mode in directly detected dimension (P)

Data display mode in 1st indirectly detected dimension (P)
Data display mode in 2nd indirectly detected dimension (P)
Absolute-value display of FID data or spectrum in acqi (P)
Decoupler modulation mode for first decoupler (P)
Decoupler modulation mode for second decoupler (P)
Decoupler modulation mode for third decoupler (P)
Decoupler modulation mode for fourth decoupler (P)
Nucleus for first decoupler (P)

Nucleus for second decoupler (P)

Nucleus for third decoupler (P)

Nucleus for fourth decoupler (P)

Retrieve and process fid data from the locator (M)

Join a work space from the locator (M)

Retrieve a parameter set from the locator (M)

Retrieve a shimset set from the locator (M)

Start a dialog window using def file (M)

Start a dialog window with dialoglib file (M)
Frequency offset for first decoupler (P)

Frequency offset for second decoupler (P)

Frequency offset for third decoupler (P)

Frequency offset for fourth decoupler (P)

Set up parameters for Doneshot pulse sequence (M)
Startadialogwithdialoglib/experiment def file
(M)

Calculate proton chemical shifts spectrum (C)

Process DOSY experiments (M)

Apptype macro for dosy 2D experiments (M)

Used by the dosy macro to determine whether to use 2D or
3D DOSY processing

Used by the dosy macro to determine whether to use 2D or
3D processing

Determines whether peak picking is used by the dosy
macro

Fits 2D or 3D DOSY data to obtain diffusion coefficients,
amplitudes and statistics

Larmor frequency of phase encoded nucleus in DOSY (P)
Gyromagnetic constant of phase encoded nucleus in DOSY

(P)
Determines the type of processing performed by the dosy
macro

VnmrJ 4 Command and Parameter Reference Guide



dosytimecubed Gyromagnetic constant of phase encoded nucleus in DOSY

dotl
dotflag
downsamp
dp
dpcon
dpconn
dpf

dpir
dpirn

dpiv
dpirn

dpl
dpl_seqgfil
dplane
dpr
dpr_seqfil
dprofile
dproj
dps

dpwr
dpwr2
dpwr3
dpwrd
dpwr £
dpwrf2
dpwrf3
dpwrm
dpwrm2
dpwrm3
Dgcosy
draw
dres
dres
dres?
dres3
dresd

ds

ds2d

VnmrJ 4 Command and Parameter Reference Guide

(P)

Set up a T; experiment (M)

Display FID as connected dots (P)

Downsampling factor applied after digital filtering (P)
Double precision (P)

Display plotted contours (C)

Display plotted contours without screen erase (C)
Display peak frequencies over spectrum (C)

Display integral amplitudes below spectrum (C)
Display normalized integral amplitudes below spectrum
(M)

Display integral amplitudes below spectrum (M)
Display normalized integral amplitudes below spectrum
(C)

Default plot (M)

Sequence-specific default plot (M)

Display a 3D plane (M)

Default process (M)

Sequence-specific default process (M)

Display pulse excitation profile (M)

Display a 3D plane projection (M)

Display pulse sequence (C)

Power level for first decoupler with linear amplifier (P)
Power level for second decoupler with linear amplifier (P)
Power level for third decoupler with linear amplifier (P)
Power level for fourth decoupler amplifier (P)

First decoupler fine power (P)

Second decoupler fine power (P)

Third decoupler fine power (P)

First decoupler linear modulator power (P)

Second decoupler linear modulator power (P)

Third decoupler linear modulator power (P)

Convert the parameter to a DQCOSY experiment (M)
Draw line from current location to another location (C)
Measure linewidth and digital resolution (C)

Tip-angle resolution for first decoupler (P)

Tip-angle resolution for second decoupler (P)
Tip-angle resolution for third decoupler (P)

Tip-angle resolution for fourth decoupler (P)

Display a spectrum (C)

Display 2D spectra in whitewash mode (C)

213



214

dao

Description

ds2dn

dscale
dsnarray
dscoef
dseq
dseg?2
dseq3
dseqg4d
dsfb
dshape
dshapef
dshapei

dshim
dslsfrg
dsn
dsnmax
dsplanes
dsptype
dss

dssa
dssan
dssh
dsshn
dssl
dssn
dsvast
dsvast2d
dsww
dtext
dtrig
dutyc

Display 2D spectra in whitewash mode without screen
erase (C)

Display scale below spectrum or FID (C)

Report statistical signal-to-noise for Cold Probes (M)
Digital filter coefficients for downsampling (P)
Decoupler sequence for first decoupler (P)

Decoupler sequence for second decoupler (P)
Decoupler sequence for third decoupler (P)

Decoupler sequence for fourth decoupler (P)

Digital filter bandwidth for downsampling (P)

Display pulse shape or modulation pattern (M)

Display last generated pulse shape (M)

Display pulse shape or modulation pattern interactively
(M)

Display a shim “method” string (M)

Bandpass filter offset for downsampling (P)

Measure signal-to-noise (C)

Calculate maximum signal-to-noise (M)

Display a series of 3D planes (M)

Type of DSP (P)

Display stacked spectra (C)

Display stacked spectra automatically (C)

Display stacked spectra automatically without erasing (C)
Display stacked spectra horizontally (C)

Display stacked spectra horizontally without erasing (C)
Label a display of stacked spectra (M)

Display stacked spectra without screen erase (C)
Display VAST Data in a stacked 1D-NMR matrix format
Display VAST data in a pseudo-2D format

Display spectra in whitewash mode (C)

Display a text file in graphics window (M)

Delay to wait for another trigger or acquire a spectrum (P)
Duty cycle for homodecoupling (optional) (P)

Overhead delay between FIDs (P)

Defines the extra overhead delay at the start of each FID or array
element. Overhead times between increments and transients are
deterministic, i.e., both known and constant. However, the time
between increments (typically x) is longer than the time between
transients (y, not including times that are actually part of the pulse
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sequence, such as dl). Some experiments may benefit if it is ensured
that these two times are not only constant but equal. To ensure that
the times are constant and equal, insert the time d0 at the start of
each transient (before the pulse sequence actually starts); the actual
delay is then y+d0. However, the overhead time may differ with
different system configurations. To keep the A0 delay consistent across
systems, set d0 greater than the overhead delay. The inter-FID delay
x is then padded so that y+d0=x+ (d0- (x-vy)).

Currently, A0 only takes into account the extra delay at the start of
each array element. It does not take into account the overhead delays
at the start and end of each scan. It also does not take into account
delays when arraying status statements, shims, or spinner speeds.

The d0 parameter does not exist in any parameter set and must be
created by the user. To create d0, enter create('d0', 'delay"'). If
d0 is nonexistent, do not insert a delay between transients.

Values 'n', 'y', or 0 to the maximum delay time (in seconds).

If d0="n", the software calculates the overhead time for an array
element and then delays that length of time at the beginning of
subsequent transients for every array element. The calculated value of
dO can be viewed by entering dO='y' in the input window.

If A0 is set to a value, that value is the length of delay time at the
beginning of subsequent transients for every array element. If the value
is greater than the array overhead time, the array overhead time is
padded to 4o.

See also User Programming

Related create Create new parameter in parameter tree (C)

d1 First delay (P)

Description Length of the first delay in the standard two-pulse sequence and most
other pulse sequences. This delay is used to allow recovery of
magnetization back to equilibrium, if such a delay is desired.

Values 0.1 us to 8190 sec, smallest value possible is 0.1 us, finest increment
possible is 12.5 ns.

See also NMR Spectroscopy User Guide
Related alfa Set alfa delay before acquisition (P)

d2 Incremented delay in 1st indirectly detected dimension (P)
a3 Incremented delay in 2nd indirectly detected dimension (P)
d4 Incremented delay in 3rd indirectly detected dimension (P)

pad Preacquisition delay (P)
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d2

Description

Values

See also

Related

d2pul

a3

Description

See also

Related

Description

Values

See also

Related

Incremented delay in 1st indirectly detected dimension (P)

Length of the second delay in the standard two-pulse sequence. The
delay is controlled by the parameters ni and swl in a 2D experiment.

0.1 us to 8190 sec, smallest value possible is 0.1 s, finest increment
possible is 12.5 ns.

NMR Spectroscopy User Guide

dl First delay (P)

ni Number of increments in 1st indirectly detected dimension
®)

swl Spectral width in 1st indirectly detected dimension (P)

Set up parameters for D2PUL pulse sequence (M)

Sets up a standard two-pulse sequence using the decoupler as
transmitter.

NMR Spectroscopy User Guide

dhp Decoupler high power with class C amplifier (P)

dn Nucleus for the first decoupler (P)

dof Frequency offset for first decoupler (P)

dpwr Power level for first decoupler with linear amplifiers (P)
s2pul  Set up parameters for standard two-pulse sequence (M)

tn Nucleus for the observe transmitter (P)

tof Frequency offset for observe transmitter (P)

tpwr Power level of observe transmitter with linear amplifiers (P)

Incremented delay for 2nd indirectly detected dimension (P)

Length of a delay controlled by the parameters ni2 and sw2 in a 3D
experiment. The d2 delay, which is controlled by ni and swil, is
incremented through its entire implicit array first before d3 is
incremented. To create parameters d3, ni2, phase2, and sw2 to
acquire a 3D data set in the current experiment, enter addpar ('3d"').
0.1 us to 8190 sec, smallest value possible is 0.1 us, finest increment
possible is 12.5 ns.

NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)

di First delay (P)

ni2 Number of increments in 2nd indirectly detected
dimension (P)

par3d Create 3D acquisition, processing, display parameters (C)
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d4

Description

Values

See also

Related

DAC to G

Description

See also

Related

da

Syntax
Description

Arguments

phase2 Phase selection for 3D acquisition (P)
sw2 Spectral width in 2nd indirectly detected dimension (P)

Incremented delay for 3rd indirectly detected dimension (P)

Length of a delay controlled by the parameters ni3 and sw3 in a 4D
experiment. The d3 delay, which is controlled by ni2 and sw2, is
incremented through its entire implicit array first before d4 is
incremented. To create parameters d4, ni3, phase3, and sw3 to
acquire a 4D data set in the current experiment, enter

addpar ('44d') .

0.1 us to 8190 sec, smallest value possible is 0.1 s, finest increment
possible is 12.5 ns.

NMR Spectroscopy User Guide

addpar  Add selected parameters to the current experiment (M)

di First delay (P)

ni3 Number of increments in 3rd indirectly detected
dimension (P)

par4d Create 4D acquisition parameters (C)

phase3  Phase selection for 4D acquisition (P)

sw3 Spectral width in 3rd indirectly detected dimension (P)

Store gradient calibration value in DOSY sequences (P)

DAG_to_G is automatically set by the setup_dosy macro by retrieving
the gradient strength from the probe calibration file if probe<>"'"' and
storing it in DAC_to_G. If probe=" "' (i.e., the probe is not defined),
then DAC_to_G is set to the current value of the global parameter
gcal

NMR Spectroscopy User Guide.

dosy Process DOSY experiments (M)
setup_dosy Set up gradient levels for DOSY experiments (M)
setgcal Set the gradient calibration constant (M)

Display acquisition parameter arrays (C)

da< (parl<,par2><,par3...>)>
Displays arrayed acquisition parameters.

parl,par2,par3, ... are names of parameters to be displayed.The
default is to display all such parameters.
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Examples

See also

Related

daslp

date

Description

Values

See also

Related

Description

See also

da
da('d2"')
NMR Spectroscopy User Guide

dg Display parameters of acquisition/processing group (C)

Increment for t1 dependent first-order phase correction (P)

Causes “shearing” of f; traces of a 2D dataset and is used to rotate
the narrow projection of some solids correlations into the f; dimension.
Several solids experiments for Dynamic Angle Spinning (DAS) and a
triple- quantum filtered 2D MAS experiment require the use of daslp.
(Note that the command rotate shears two traces and is inapplicable
for these experiments.)

When created, the value of 1p for each increment of a 2D experiment
is incremented by the value of daslp after the first Fourier
transformation. The incremented phase correction is applied to the
interferogram created from the coefficient table by ft1d, ft2d, wftld
and wft2d, when coefficients are present. daslp is also used with
ftlda, ft2da, wftlda and wft2da.

Real values, typically similar in size to the value of parameter 1p.

NMR Spectroscopy User Guide

ftld Fourier transform along f; dimension (C)

ftlda Fourier transform phase-sensitive data (M)

ft2d Fourier transform 2D data (C)

ft2da Fourier transform phase-sensitive data (M)

1p First- order phase in directly detected dimension (P)
rotate Rotate 2D data (C)

witld Weight and Fourier transform {2 for 2D data (C)
witlda Weight and Fourier transform phase-sensitive data (M)
wft2d Weight and Fourier transform 2D data (C)

wft2da Weight and Fourier transform phase-sensitive data (M)

Date (P)

An informational parameter taken from the UNIX-level calendar (which
is set by the UNIX system operator only and cannot be entered by the
user). Whenever data are acquired, the date is copied from UNIX and
written into the acquisition parameters, thus maintaining a record of
the date of acquisition.

NMR Spectroscopy User Guide
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daxis

Applicability
Syntax
Description

Arguments

See also

Related

Dbppste

Description

See also

Related

Display horizontal LC axis (M)

Systems with LC-NMR accessory.
daxis (time,major_tic,minor_tic)

Displays a horizontal LC axis. Horizontal axes are assumed to be used
with “LC plots” of an entire LC run and are labeled accordingly.

time is the time scale, in minutes (decimal values are fine), of the axis.

major_tic is spacing, in minutes (decimal values are fine), of major
tics.

minor_tic is spacing, in minutes (decimal values are fine), of minor
tics.

NMR Spectroscopy User Guide
paxis Display horizontal LC axis (M)

Set up parameters for Dbppste pulse sequence (M)

Converts a parameter set to Dbppste experiment; replaces the macro
bppste.

NMR Spectroscopy User Guide
dosy Process DOSY experiments (M)

fiddle Perform reference deconvolution (M)
setup_dosy Set up gradient levels for DOSY experiments (M)

DbppsteineptSet up parameters for Dbppsteinept pulse sequence (M)

Description

See also

Related

dbsetup

Syntax

Arguments

Converts a parameter set to Dbppsteinept experiment.
NMR Spectroscopy User Guide
dosy Process DOSY experiments (M)

fiddle Perform reference deconvolution (M)
setup_dosy Set up gradient levels for DOSY experiments (M)

Set up VnmrJ database (U)

dbsetup <vnmr_adm|remove |standard|imaging>

dbsetup vnmr_adm <remove |standard|imaging>

As Root:

dbsetup vnmr_adm VnmrJ_Home_dir <standard|imaging>

vnmr_adm is the login ID of the VnmrJ system administrator.
remove only removes the data-database; does not recreate a database.

VnmrJ 4 Command and Parameter Reference Guide 219



220

Description

Examples

See also

dbupdate

dc

Applicability
Syntax

Arguments

Description

Description

standard creates the database for standard use.
imaging creates the database for imaging spectroscopy.

The UNIX script dbsetup is used during the installation of VnmrJ
software and can only be run by the VnmrJ administrator (vnmr_adm)
or the UNIX administrator (root). Normally it is never used again.
dbsetup creates and deletes the data-database in /vnmr /pgsqgl/data
and the user information in /vnmr/adm/users.

When run as root at least two arguments must be supplied, the login
ID of the VnmrJ administrator and the VnmrJ home directory. When
run as root dbsetup will delete and recreate the data-database in
/vnmr /pgsqgl /data for all users in /vnmr/adm/users. If no user list
exists yet, the list is created with the VnmrJ administrator as the only
user. The mode can be specified with the third argument as
'standard' or 'imaging'; if neither is specified the mode is taken
from the global file of the VnmrJ administrator. It defaults to
standard. The VnmrJ administrator does not need to supply any of the
arguments.

Note that additional users are created using vnmrj adm.

dbsetup
dbsetup vnmrl

NMR Spectroscopy User Guide

Vamrd Imaging NMR
Vumrd Installation and Administration

Update the VnmrJ database (U)

Systems with the VnmrJ software.
dbsupdate stop|once [slow_ms] |forever [slow_ms]

slow_ms is an optional argument used to slow down the database
update so as not to use all of the available CPU time. slow_ms=0 is
full speed. slow_ms=1000 uses about 2-5% of the CPU.

The dbupdate command is runs under nice so that any other process
will be able to take the CPU away from this update anyway. The default
slow_ms for forever is 1000. The default slow_ms for once is 0.

A UNIX command to start and stop a program to update the VnmrJ
database used by the Locator. This command might be needed at a
data station to view newly acquired data. The database at the
spectrometer will automatically be updated.

Calculate spectral drift correction (C)

Turns on a linear baseline correction. The beginning and end of the
straight line to be used for baseline correction are determined from
the display parameters sp and wp. dc applies this correction to the
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See also

Related

dc2d4

Syntax
Description
Arguments

Examples

See also

Related

dcg

Description

Values

See also

Related

spectrum and stores the definition of the straight line in the
parameters 1v1l (level) and tlt (tilt). The correction is turned off by
the command cdc.

Care must be taken to ensure that a resonance does not appear too
close to either end of the spectrum, or dc can produce the opposite
effect from that intended; namely, it induces a sloping baseline where
none was present!

NMR Spectroscopy User Guide

bc 1D and 2D baseline correction (C)
cdc Cancel drift correction (C)

dc Drift correction group (P)

1vl Zero- order baseline correction (P)
sp Start of plot (P)

tlt First- order baseline correction (P)
wp Width of plot (P)

Apply drift correction to 2D spectra (C)

de2d('f1'| ' f2")
Computes a drift correction and applies it to each individual trace.
"f1' is a keyword to apply drift correction in the f; axis direction.

"f£2' is a keyword to apply drift correction in the fy axis direction.

dc2d('f1")

dc2d('f2")

NMR Spectroscopy User Guide

axis Axis label for displays and plots (P)
bc 1D and 2D baseline correction (C)

Drift correction group (P)

Contains the results of the dc or cdc command. This parameter cannot
be set in the usual way but it can be queried by entering dcg? to
determine whether drift correction is active.

'de' indicates drift correction is active.
'cde!' indicates drift correction is inactive.

NMR Spectroscopy User Guide

cdc Cancel drift correction (C)
dc Calculate spectral drift correction (C)

VnmrJ 4 Command and Parameter Reference Guide 221



222

dcon

Syntax
Description

Arguments

Examples

See also

Display noninteractive color intensity map (C)

dcon< (options) >

Produces a “contour plot,” actually a color intensity map, in the
graphics window. The parameters sp and wp, spl and wpl, and sp2
and wp2 control which portion of the spectrum is displayed. The
parameters sf and wf, sfl and wfl, and sf2 and wf2 control which
portion of time-domain data (FIDs and interferograms) is displayed.
The parameter trace selects which dimension is displayed along the
horizontal axis. The parameters sc, wc, sc2, and wc2 control where
on the screen the display occurs. The parameter th is active as a
threshold to black out all contours whose intensity is below th. That
is, if th=7, the colors 1 to 6 are not used for the display. The
parameter vs controls the vertical scale of the spectrum.

dcon displays either absolute-value mode or phase-sensitive 2D data.
In av mode, data are shown in 15 different colors (starting with black),
with each color representing a factor of two in intensity (a single color
is used on monochrome screens). In the ph mode, the normal display
of colors ranges from -6 to +6, each representing a factor of two in
intensity, with the color black representing intensity O in the center.

options can be any of the following:

e 'linear' is a keyword to use linear instead of logarithmic
increments.

* 'phcolor' is a keyword to use a phased color set with positive and
negative peaks.

* 'avcolor' is a keyword to use an absolute-value color set with
positive peaks. Negative contours only cannot be displayed, but if the
data can be rephased, 180° added to rpl, and dcon('avcolor')
entered again, the same thing is accomplished by inverting the phase
of all peaks. Alternatively, dpcon can display negative peaks only.

e 'gray' is a keyword to use a gray scale color set.

* 'noaxis' is a keyword to omit the display outline and any
horizontal or vertical axis.

e 'plot' causes the dcon display to be sent to the plotter instead of
being drawn on the graphics window.

dcon

dcon('gray')

dcon('linear', 'phcolor', 'plot"')

NMR Spectroscopy User Guide

Related dconi Interactive 2D data display (C)

dconi Control display selection for the dconi program (P)

dconn Display color intensity map without screen erase
©

dpcon Display plotted contours (C)

imageprint Plot noninteractive gray scale image (M)

sc Start of chart (P)

sc2 Start of chart in second direction (P)
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sf Start of FID (P)

sp Start of plot (P)

spl Start of plot in 1st indirectly detected dimension
®)

sSp2 Start of plot in 2nd indirectly detected dimension
®)

th Threshold (P)

trace Mode for n-dimensional data display (P)

wcC Width of chart (P)

wc2 Width of chart in second direction (P)

wif Width of FID (P)

wp Width of plot (P)

wpl Width of plot in 1st indirectly detected dimension
®

wp2 Width of plot in 2nd indirectly detected dimension
®)

dconi Interactive 2D data display (C)

Syntax dconi< (options)>

Description Opens a 2D data display that can be interactively adjusted. The dconi
program can accommodate any data set that can be displayed by dcon,
dpcon, and ds2d, including 2D FIDs, interferograms, 2D spectra,
planes from 3D data sets, and images. These data sets are generated
by the commands df2d, ftld, £t2d, and f£t3d.

Arguments options can be any of the following (note that the dconi parameter
is also available to control the dconi program display):

e 'dcon' is a keyword to display a color intensity map; this is the
default mode, but 'dcon' is provided for compatibility with certain
macros. If 'dcon' is the first argument, it can be followed by any of
the keywords 'linear', 'phcolor', 'avcolor', 'gray', and
'noaxis"'; all of these keywords have the same meaning as when
used with dcon.

e 'dpcon' is a keyword to display a true contour plot. If 'dpcon' is
the first argument, it can be followed by any of the keywords 'pos’,
'neg', and 'noaxis’', and then followed by values for levels and
spacing. All of these options have the same meaning as when used
with dpcon.

¢ 'ds2d' is a keyword to display a stacked plot in whitewash mode
(after the first spectra, each spectra is blanked out in regions in
which it is behind an earlier spectra). If 'ds2d' is the first
argument, it can be followed by any of the keywords 'nobase’,
"£i11l', 'fillnb', and 'noaxis'. All of these keywords have the
same meaning as used with ds2d.

* 'again' is a keyword to make dconi identify which display mode is
currently being used and redraw the screen in that mode.
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Examples

See also

Related

e 'restart' is a keyword to activate dconi without redrawing the 2D
data set. This action causes dconi to make sure that 2D data is
already displayed.

* 'toggle' is a keyword to toggle between the cursor and box modes.
* 'trace' is a keyword to draw a trace above the spectrum.

* 'expand' is a keyword to toggle between the expand and full views
of the spectrum.

* 'plot' is a keyword to plot a projection or a trace.

* 'hproj_max' is a keyword to do a horizontal projection of the
maximum trace.

* 'hproj_sum' is a keyword to do a horizontal projection of the sum
of all traces.

* 'vproj_max' is a keyword to do a vertical projection of the
maximum trace.

e 'vproj_sum' is a keyword to do a vertical projection of the sum of
all traces.

dconi
dconi('dcon', 'gray', 'linear')
dconi ('dpcon')

NMR Spectroscopy User Guide

boxes Draw boxes selected by the mark command (C)

crmode Current state of cursors in dfid, ds, or dconi (P)

dcon Display noninteractive color intensity map (C)

dconi Control display selection for the dconi program (P)

dconn Display color intensity map without screen erase (C)

deltal Cursor difference in 1st indirectly detected dimension (P)

dfad Display FIDs of 2D experiment (C)

dpcon Display plotted contours (C)

ds2d Display 2D spectra in whitewash mode (C)

ftild Fourier transform along f; dimension (C)

ft2d Fourier transform 2D data (C)

ft3d Perform a 3D Fourier transform on a 3D FID data set
M,U)

imconi Display 2D data in interactive gray-scale mode (M)

is Integral scale (P)

1124 Automatic and interactive 2D peak picking (C)

proj Project 2D data (C)

sf Start of FID (P)

sp Start of plot (P)

spl Start of plot in 1st indirectly detected dimension (P)

th Threshold (P)

vs2d Vertical scale for 2D displays (P)

vsadj Automatic vertical scale adjustment (M)

\ Width of FID (P)

wp Width of plot (P)

wpl Width of plot in 1st indirectly detected dimension (P)
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dconi Control display selection for the dconi program (P)

Description Controls the selection of the 2D display that follows entering the dconi
command. Because dconi is implicitly executed by ft2d, the dconi
parameter also controls the display that follows the ft2d or wft2d
command.

dconi can be a string parameter in the “current” parameter set. Its
syntax is similar to an argument string passed to the dconi program.
For example, if dconi ='dpcon,pos,12,1.2"', the dconi command
displays twelve positive contours with dpcon, using a spacing of 1.2.
The first component of the dconi string must be the name of the
display program, such as dcon, dconn, dpcon, dpconn, ds2d, or
ds2dn. Subsequent components of the string are arguments
appropriate for that display program. Because the entire dconi
parameter is a string, single quotes around words are not necessary
and mixing words and numbers is not a problem, as the example above
shows.

If the dconi parameter does not exist or is set to the null string (' "),
the dconi program uses its normal default. If the dconi parameter is
set to a string (e.g., dconi="'dcon, gray, linear' for image display),
and arguments are supplied to the dconi program, (e.g.,
dconi ('dpcon')), the supplied arguments to the command take
precedence. In the case of the examples above, a contour map, not an
image, is displayed.
If the dconi parameter does not exist in the current experiment, it
can be created by the commands create('dconi', 'string')
setgroup('dconi', 'display"')

Values '' (two single quotes) indicates that this parameter is ignored.

String 'display_program' selects the named program for 2D
displays.

String 'display_program,optionl, option2' selects the named
program for 2D displays with options appropriate to the program.

Examples dconi='dpcon' selects contour drawing rather than default color map
dconi="'dcon, gray, linear' selects image display mode.

See also NMR Spectroscopy User Guide; VnmyrJd Imaging NMR

Related dcon Display noninteractive color intensity map (C)
dconi  Interactive 2D data display (C)
dconn  Display color intensity map without screen erase (C)
dpcon  Display plotted contours (C)
dpconn Display plotted contours without screen erase (C)
ds2d Display 2D spectra in whitewash mode (C)
ds2dn  Display 2D spectra in whitewash mode without screen erase

©)

ft2d Fourier transform 2D data (C)
imconi Display 2D data in interactive gray-scale mode (M)
wft2d  Weight and Fourier transform 2D data (C)
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dconn
Syntax
Description
See also
Related

dcrmv
Description
See also
Related

ddaf

Syntax
Description
Arguments
See also
Related

226

Display color intensity map without screen erase (C)

dconn< (options) >

Produces a “contour plot,” actually a color intensity map, on the screen
the same as the dcon command, but without erasing the screen before
starting the plot. The options available are the same as the dcon
command.

NMR Spectroscopy User Guide

Display noninteractive color intensity map (C)
Control display selection for the dconi program (P)

dcon
dconi

Remove dc offsets from FIDs in special cases (P)

If dcrmv exists and is set to 'y', hardware information is used to
remove the dc offset from the FID providing ct=1. This only works on
systems with sw less than 100 kHz. If this feature is desired for a
particular experiment, create dcrmv in that experiment by entering
create('dcrmv', 'string')

setgroup ('dcrmv', 'processing') dcrmv='y'

To create image parameters dcrmv, grayctr and graysl in the
current experiment, enter addpar ('image') .

NMR Spectroscopy User Guide; VnmyrJ Imaging NMR

addpar Add selected parameters to the current experiment (M)
create Create new parameter in a parameter tree (C)

ct Completed transients (P)

dc Calculate spectral drift correction (C)

setgroup Set group of a variable in a tree (C)

Display data file in current experiment (C)

ddf< (block number, trace_number, first_ number) >

Displays the file header of the data file in the current experiment. If
entered with arguments, it also displays a block header and part of
the data file of that block.

block number is the block number. Default is 1.
trace_number is the trace number within the block. Default is 1.

first_number is the first data element number within the trace.
Default is 1.

User Programming

ddff
ddfp

Display FID file in current experiment (C)
Display phase file in current experiment (C)
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daff

Syntax
Description

Arguments

See also

Related

ddfp

Syntax
Description

Arguments

See also

Related

ddif

Syntax
Description

Arguments

VnmrJ 4 Command and Parameter Reference Guide

Display FID file in current experiment (C)

ddff< (block_number, trace_number, first_number) >

Displays the file header of the FID file in the current experiment. If
entered with arguments, it also displays a block header and part of
the FID data of the block.

block _number is the block number. Default is 1.
trace_number is the trace number within the block. Default is 1.

first_ number is the first data element number within the trace.
Default is 1.

User Programming

ddf
ddfp

Display data file in current experiment (C)
Display phase file in current experiment (C)

Display phase file in current experiment (C)

ddfp< (block_number, trace_number, first_number) >

Displays the file header of the phase file in the current experiment.
With arguments, it also display a block header and part of the phase
file data of that block.

block _number is the block number. Default is 1.
trace_number is the trace number within the block. Default is 1.

first_number is the first data element number within the trace.
Default is 1.

User Programming

ddf
ddff

Display data file in current experiment (C)
Display FID file in current experiment (C)

Synthesize and show DOSY plot (C)

ddif (<option>,lowerlimit, upperlimit)

Synthesizes a 2D spectrum from 1D spectra using the information
produced by the dosy macro. ddif takes the 1D spectrum and a table
of diffusion data stored in the file diffusion_display.inp in the current
experiment and synthesizes a 2D DOSY spectrum. It is normally run
by dosy, but can be directly run, for example, to recalculate a 2D DOSY
spectrum with different digitization.

option is either 'i' or 'c'.

'i' is for a display in which the 2D peak volume is proportional to
1D peak height.

'c' is for a display in which the 2D peak height equals the 1D.
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See also

Related

ddrcr

Applicability
Syntax
Description

Examples

Values

See also

Related

ddrpm

Applicability
Syntax
Values

lowerlimit is the lower diffusion limit (in units of 10719 m?%/s).
upperlimit is the upper diffusion limit (in units of 10° 10 mz/s).

If arguments are not supplied, ddif defaults to showing the full range
of diffusion coefficients in the file diffusion_display.inp in the current
experiment. Make sure that the first increment of the DOSY data set
has been transformed with the desired fn2D before using ddif.
Digitization of the resultant spectrum is determined by fn2D in the
spectral (F2) domain and fnl in the diffusion (F1) domain. Make sure
that the product fn2D*fnl is not too large, or memory and processing
time problems might result. Typical values are fn2D=16384 (max: 64k)
and fnl1=512. After dosy or ddif, 1D data is overwritten by the 2D
(the dosy macro keeps a copy of the 1D data, which can be retrieved
with the command undosy). Similarly, after a DOSY spectrum has been
calculated, it can be retrieved with the command redosy.

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)
fn2D Fourier number to build up 2D DOSY display in frequency
domain (P)

redosy Restore the previous 2D DOSY display from the
subexperiment (M)
undosy  Restore original 1D NMR data from the subexperiment (M)

Direct digital receiver coefficient ratio (P)

VNMRS systems and 400 - MR systems
ddrcr=<value>

Sets the filter sharpness or filter coefficient ratio. The default value of
75 is used if the parameter does not exist.

create('ddrce', 'integer"')
setlimit('ddrcr',1000,2,1)
ddrcr=300

Integer values between 2 and 1000
NMR Spectroscopy User Guide and VanmrJd User Programming.

sw Spectral width in directly detected dimension (P)

Set ddr precession mode (P)
VNMRS systems

ddrpm=< 'mode’ >

mode can be either of following:
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Mode  Description

D Pulse — default if no argument is supplied.
The value is calculated as follows if ddrpm does not exist or
ddrpm="'p"':
ddrtc = alfa + rof2 + 2 * pw[l] / T

e Echo — The value is calculated as follows: ddrtc = alfa.

See also Vwmrd User Programming
Related setrc Set frequency referencing based upon lock signal shift
(M)
ddrtc Set ddr precession mode (P)
ddrtc Set ddr time constant (P)

Applicability VNMRS systems
Syntax ddrtc=<'value’>

Description The value of ddrtc is set in the setrc macro and is determined by
the ddrpm parameter.

A value of ddrtc = alfa is used by psg if the ddrtc parameter does
not exist.

Values wvalue 0 to 1000 psec.
See also VnmrJ User Programming

Related setrc Set frequency referencing based upon lock signal shift
(M)
setlp0 Set parameters for zero linear phase (M)
ddrpm Set ddr precession mode (P)
dds Default display (M)

Description Looks for sequence-specific default display macro (dds_seqfil) and
executes if one is found. If not, the dds macro displays 1D, 2D, or
array spectrum as the case may be.

Related dds_segfil Sequence-specific default display (M)
dpl Default plot (M)
dpr Default process (M)

dds_seqfil Sequence-specific default display (M)

Description Sequence-specific default display. These macros are called by the dds
macro.
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Examples

Related

debug

Syntax

Description

Arguments

Examples

See also

decasynctype

Applicability

Description

Values

dds_NOESY1D
dds_TOCSY1D

dds Default display (M)
dpl Default plot (M)
dpr Default process (M)

Trace order of macro and command execution (C)

debug('c'|'C")

Controls VnmrJ command and macro tracing. When turned on, debug
displays a list of each command and macro in the shell tool from which
VnmrJ was started. If VnmrJ is started when the user logs in, or if it
was started from a drop-down menu or the CDE tool, the output goes
to a Console window. If no Console window is present, the output goes
into a file in the /var/tmp directory. This last option is not
recommended. Nesting of the calls is indicated by indentation of the
output. This feature is primarily a debugging tool for MAGICAL
programming.

To associate the debut('c') output with a particular terminal, enter tty.
The system responds with /dev/pts/yyy, where yyy is a numerical
value. On the VnmrJ command line, enter jFunc (55,
'/dev/pts/yyy'), substituting the numerical value for the yyy.

'c' is a keyword to turn on command and macro tracing.
'C' is a keyword to turn off command and macro tracing.
debug('c")

debug('C")

User Programming

Decoupler asynchronous scheme (P)

VnmrdJ 3.1

Specifies the decoupler asynchronous scheme. This flag parameter is
optional, and can be used to select between different schemes to
implement asynchronous decoupling. This parameter will be applicable
to decoupling on all of the RF channels. If the decoupling mode (dm),
's' is selected, the decoupling is synchronous and this parameter has
no effect.

'p' selects the "progressive offset" scheme, which is the default. This
simulates a free running decoupler modulation with respect to the
acquisition window.

'b' selects the "bit reversal" scheme. This scheme uses the bit reversal
algorithm to implement asynchronous decoupling. It attempts to
efficiently sample various phases of the decoupling cycle and hence
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may be more appropriate when number of transients (nt) is a small
number that is a power of two.

'T' selects a random scheme for implementing asynchronous decoupling.

decay gen Calculates the form of diffusional attenuation expected for
the measured gradient and signal maps in non-uniform
gradient calibration.

Syntax decay_gen (D,ngrads)
Applicability VnmrJ 3.1

Description decay_gen takes the measured signal profile and gradient map as a
function of position and calculates the predicted signal attenuation as
a function of gradient strength.

Arguments decay_gen takes two arguments: the diffusion coefficient (D) of the
calibrant, and the number of gradient levels (ngrads) for which the
attenuation is to be calculated. decay_gen is normally run only by
the nugcalib macro.

See also nugcalib
gradfit

powerfit

deccwarningsControl reporting of DECC warnings from PSG (P)

Applicability Systems with DECC (Digital Eddy Current Compensation) boards for
gradient compensation.

Description A global parameter that controls whether PSG will warn the user when
the ECC corrections are large enough that they could exceed the
capabilities of the DECC board. By default, this parameter does not
exist, and a warning is printed whenever an experiment is started if
the ECC amplitudes are possibly too large. The warning does indicate
a definite be a problem, only that not enough ECC drive capability is
available to compensate for an instantaneous gradient swing from
minus the maximum gradient strength to the maximum positive
gradient.

To disable the warnings, create this global string parameter and set it
to 'n'.

Values 'n' or 'N' to suppress warnings. If the value starts with any other
character, the normal warnings are printed.
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decomp

Syntax
Description

Arguments

See also

Related

def osfilt

Description

Values

See also

Related

defaultdir

Description

Decompose a VXR-style directory (M)

decomp< (VXR_file)>

Takes a library, as loaded from a VXR-style system (VXR, XL, or
Gemini), and extracts each entry into a separate UNIX file. The file
can be obtained from a magnetic tape or over imNET. decomp creates
a UNIX subdirectory in the current working directory and uses that to
write each entry as a UNIX file. The name of the UNIX subdirectory
is derived from the library name.

VXR_file is the name of the original file. It must have an extension
in the form .NNN, where NNN is the number of entries in the original
library. A limit of 432 entries is imposed.

NMR Spectroscopy User Guide

convert Convert data set from a VXR-style system (C,U)

Default value of osfilt parameter (P)

A global parameter that establishes the default type of digital filter,
AnalogPlus™ or brickwall, when DSP is configured. The actual filter
used in any experiment is set by the local parameter osfilt. Usually,
def_osfilt is set to the value for normal use, and then osfilt is
changed within a given experiment if different filter characteristics are
desired.

'a' or 'A' for the AnalogPlus digital filter. This filter is flatter in the
passband and drops off somewhat more sharply than analog filters.

'b' or 'B' for the brickwall digital filter. This filter is extremely flat
across the passband and drops off sharply on the edge; however, the
enhanced filtering comes at the expense of somewhat reduced baseline
performance.

NMR Spectroscopy User Guide

dsp Type of DSP for data acquisition (P)
osfilt Oversampling filter for real-time DSP (P)

Default directory for Files menu system (P)

Stores the name to the default directory for use with the Directory

Menu in the Files menu system. Initial value for defaultdir is the
home or login directory of the user. Selecting the Default button in the
Directory Menu sets the current directory to the value of defaultdir.
The opposite action, setting the value of defaultdir to the current
directory, occurs when the Set Default button in the Directory Menu
is selected. If the entry for a directory is marked and the Set Default
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button is selected, the directory marked becomes the new value of
defaultdir.

See also NMR Spectroscopy User Guide

delcom Delete a user macro (M)

Syntax delcom(file)

Description Deletes a macro file in a user’s macro library (maclib). Note that
delcom will not delete a macro in the VnmrJ system macro library.

Arguments file is the file name of the user’s macro to be deleted.
Examples delcom('lds")

See also User Programming

Related crcom Create user macro without using a text editor (C)
macrorm Remove a user macro (C)
delete Delete a file, parameter directory, or FID directory (C)
Syntax delete(filel<,file2,...>)

Description Delete files and directories in a somewhat safer manner than the rm
command. Using rm is not recommended in VnmrJ because rm allows
wildcard characters (* and ?) in the file description and recursive file
deletion with the —r option. The delete command does not allow
wildcard characters or the —r option, but you can still use the delete
command to delete a file as well as remove .fid and .par directories,
normally the only directories that need to be removed (experiment
directories are deleted with the delexp macro).

Arguments filel, file2, ... are the names of one or more files or directories
to be deleted. When the delete command is entered, it first searches
for filel. If it finds that file and it is not a directory, filel is
deleted. If filel is not found, .fid is appended to the file name and
delete searches for the file in that .fid directory. If the file is found,
it is removed; otherwise, .par is appended to the file name and
delete searches for the file in that .par directory. If the file is found,
it is removed; otherwise, the command takes no action and continues
to the next file name. The process is repeated for each file name given
as an argument.

Examples delete('/home/vnmrl/memo"')
delete('/vnmr/fidlib/fidld")

See also NMR Spectroscopy User Guide

Related delexp Delete an experiment (M)
rm Delete file (C)
rmdir Remove directory (C)
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delexp

Syntax
Description

Arguments

Examples

See also

Related

delexpdata

Syntax
Applicability

234

Delete an experiment (M)

delexp (exp_no) :Sstat, Smessage

Deletes an experiment. Only experiments 2-9999 can be deleted;
experiment 1 cannot be deleted by delexp.

The delexp macro calls the DELEXP command to delete the
experiment The delexp macro then does the additional step of
deleting an appropriate jexp<N> macro from the user's maclib, where
the <N> is the exp_no and if exp_no is greater than 9.

Both the DELEXP command and delexp macro will return two optional
values to the calling macro. The first (Sstat) is set to 0 if the
command / macro fails and it is set to 1 if the command / macro
succeeds. The second return value is text message that can be used.
The DELEXP command has one special syntax, DELEXP ('auto'). This
schedules the current experiment to be deleted when the current
background Vnmrbg finishes executing its command. This is only
available from a background Vnmrbg. A typical usage would be for a
foreground macro to assign a task to a background Vnmrbg in a
separate experiment. For example,

nextexp:Se // find number for a new experiment

CEXP(Se) :$stat // silently create the experiment

write('line3', "Vnmrbg -mback -n%d "DELEXP('auto')
doMyMacro" &, $e) :$cmd shell ($cmd) :$e // run

doMyMacro in background and delete
experiment when done

exp)no is the number (from 2 through 9999) of the experiment to be
deleted (experiment 1 cannot be deleted). delexp also deletes the
corresponding jexpXXX macro if necessary.

delexp(2)

delexp(75) : $Sstat,Smsg // Silently delete exp75. If the
//deletion is successful, also
delete //the jexp75 macro.

DELEXP(77) : Sstat,Smsg // Silently delete exp77, but do
//not delete the jexp77 macro.

NMR Spectroscopy User Guide

cexp Create an experiment (M)
jexp Join existing experiment (C)

Delete data from the current experiment

delexpdata
VnmrJ 3.1
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Description

The delexpdata command will remove data from the current
experiment. It will delete 3D data, if present. This command will not
execute if an acquisition is active or queued in the current experiment.

deletenucleus Removes nucleus entry from current probe file (M)

Applicability

Description

Syntax
Arguments
Examples

Related

dels

Syntax

Description

Arguments

Examples

See also

Related

delta

Description

Values

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

ALL

All lines for the specified nucleus are removed from the current probe
file. The argument should correspond to an entry in the probe file.

deletenucleus ('nucleus')
nucleus — name followed by atomic number, e.g. ¢13 not 13C.
deletenucleus('Si29"')

addnucleus Adds nucleus entry to probe file (M)

addprobe Create new probe directory and probe file (M)

Delete spectra from T, or T, analysis (C)

dels (indexl<, index2, ...>)

Deletes the spectra selected from the file fp.out (the output file of
fp) used by the tl or t2 analysis. Spectra may be restored by
rerunning fp.

indexl, index2, ... are the indexes of the spectra to be deleted.

dels (7)

dels(2,5)

NMR Spectroscopy User Guide

dll Display listed line frequencies and intensities (C)
fp Find peak heights or phases (C)

getll Get frequency and intensity of a line (C)

tl T1 exponential analysis (M)

t2 To exponential analysis (M)

Cursor difference in directly detected dimension (P)

Difference between two frequency cursors along the directly detected
dimension. The value is changed by moving the right cursor, relative
to the left, in the ds or dconi display.

Positive number, in Hz.
NMR Spectroscopy User Guide

Interactive 2D data display (C)
Cursor difference in 1st indirectly detected dimension (P)

dconi
deltal
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deltal

Description

Values

See also

Related

delta2

Description

Values
See also

Related

deltaf

Description

Values

See also

Related

delta?2 Cursor difference in 2nd indirectly detected dimension
®)

ds Display a spectrum (C)

split Split difference between two cursors (M)

Cursor difference in 1st indirectly detected dimension (P)

Difference of two frequency cursors along the first indirectly detected
dimension. Analogous to the delta parameter except that deltal
applies to the first indirectly detected dimension of a multidimensional
data set.

Positive number, in Hz.
NMR Spectroscopy User Guide

delta Cursor difference in directly detected dimension (P)

Cursor difference in 2nd indirectly detected dimension (P)

Difference of two frequency cursors along the second indirectly
detected dimension. Analogous to the delta parameter except that
delta?2 applies to the second indirectly detected dimension of a
multidimensional data set.

Positive number, in Hz.

NMR Spectroscopy User Guide

delta Cursor difference in directly detected dimension (P)

Difference of two time-domain cursors (P)

Difference between the two time-domain cursors of the df (or dfid)
display. To create this parameter and the other FID display parameters
axisf, dotflag, vpf, vpfi, and crf (if the parameter set is older
and lacks these parameters), enter addpar ('fid').

Number, in seconds.

NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)
crf Current time-domain cursor position (P)

daf Display a single FID (C)

dfid Display a single FID (C)
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dept Set up parameters for DEPT experiment (M)

Description Set up parameters for DEPT experiment
See also NMR Spectroscopy User Guide

Related adept Automatic DEPT analysis and spectrum editing (C)
autodept Automated complete analysis of DEPT data (M)
deptgl Set up parameters for DEPTGL pulse sequence (M)
deptproc Process array of DEPT spectra (M)
padept Plot automatic DEPT analysis (C)
ppcal Proton decoupler pulse calibration (M)
deptgl Set up parameters for DEPTGL pulse sequence (M)

Description Macro for the DEPTGL pulse sequence for spectral editing and
polarization transfer experiments.

See also NMR Spectroscopy User Guide
Related Dept Set up parameters for DEPT pulse sequence (M)

deptproc Process array of DEPT spectra (M)

Description Automatically processes arrays of DEPT-type spectra. The FIDs are
transformed (using 1b=2.5), phased, and scaled. In foreground
operation, a stacked display is produced. By default, an automatic
DEPT analysis (adept) is performed.

See also NMR Spectroscopy User Guide

Related adept Automatically edit DEPT spectra (C)
Dept Set up parameters for DEPT experiment
1b Line broadening along the directly detected dimension
P)
pldept Plot DEPT type spectra (M)

procplot  Automatically process FIDs (M)

destroy Destroy a parameter (C)

Syntax destroy(parameter<, tree>)

Description Removes a parameter from one of the parameter trees. If the destroyed
parameter was an array, the array parameter is automatically
updated.
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Arguments

Examples

See also

Related

If destroy is called for a non-existent parameter, the command will
abort with a message. If an optional return value is given, it will
indicate success (1) or failure (0) and the command will not abort.
parameter is the name of the parameter to be destroyed.

tree is a keyword for the type of parameter tree: 'global’,
'current', 'processed', or 'systemglobal'. The default is
'current'. Refer to the create command for more information on
types of trees.

destroy('a')

destroy('c', 'global')

User Programming

array Parameter order and precedence (P)

create Create new parameter in a parameter tree (C)

display Display parameters and their attributes (C)

paramvi Edit a variable and its attributes using vi text editor (C)
prune Prune extra parameters from current tree (C)

destroygroupDestroy parameters of a group in a tree (C)

daf

Syntax
Description

Arguments

Examples

See also

Related

Syntax

Description

destroygroup (group<, tree>)

Removes parameters of a group from one of the parameters trees.
group is a keyword for the type of parameter group: 'all’,
'sample', 'acquisition', 'processing', 'display’', or 'spin'.
tree is a keyword for the type of parameter tree: 'global’,

'current', or 'processed’'. The default is 'current'. Refer to the
create command for more information on trees.

destroygroup ('sample')
destroygroup('all', 'global')

User Programming

create Create new parameter in a parameter tree (C)

destroy Destroy a parameter (C)

display Display parameters and their attributes (C)

groupcopy Copy parameters of group from one tree to another
©

setgroup Set group of a variable in a tree (C)

Display a single FID (C)

(1) df< (index) >
(2) df (options)

Displays a single FID. Parameter entry after an FID has been displayed
causes the display to be updated. The FID is left- shifted by the number
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of complex data points specified by the parameter 1sfid. The FID is
also phase-rotated (zero-order only) by the number of degrees
specified by the parameter phfid. Left shifting and phasing can be
avoided by setting 1sfid and phfid to 'n'. df is identical in function
to the dfid command.

Arguments index (used with syntax 1) is the number of a particular FID for
arrayed 1D experiments or for 2D experiments. Default is 1.

options (used with syntax 2) is any of the following:
* 'toggle' is a keyword to switch between box and cursor modes.

* 'restart' is a keyword to redraw the cursor if it has been turned
off.

* 'expand' is a keyword to switch between expanded and full views of
the FID.

* 'imaginary' is a keyword to switch on and off the display of the
imaginary FID.

e 'sfwf' is a keyword to interactively adjust the start and width of
the FID display.

* 'phase' is a keyword to enter an interactive phasing mode.
* 'dscale' is a keyword to toggle the scale below the FID on and off.

Examples df
df (4)
df ('restart')

See also NMR Spectroscopy User Guide

Related crmode Current state of cursors in dfid, ds, or dconi (P)

dfid Display a single FID (C)

dfad Display FIDs of 2D experiment (C)

dfmode Current state of display of imaginary part of a FID
®)

1sfid Number of complex points to left-shift the np FID
®

phfid Zero-order phasing constant for the np FID (P)

df2d Display FIDs of 2D experiment (C)

Syntax df2d<(<'nf',><array_index>)>

Description Produces a color intensity map of the raw 2D FIDs as a function of t;
and ty. The display can be modified by subsequent display commands,
for example, df2d dconn will display the 2D FIDs without clearing the
graphics screen.

Arguments 'nf' is a keyword specifying that the data has been collected in the
compressed form using nf. In other words, each array element is
collected as one 2D FID or image comprised of nf FIDs or traces.

array_index is the index of the array to be displayed.
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Examples

See also

Related

dfid
Syntax

Description

See also

Related

dfmode

Description

Values

See also

dfrq

Description

Values

See also

Related

df2d
df2d (1)

NMR Spectroscopy User Guide

dconi Interactive 2D data display (C)
daf Display a single FID (C)

Display a single FID (C)

(1) dfid< (index) >
(2) dfid< (options) >
Functions the same as the df command. See df for information.

NMR Spectroscopy User Guide
af Display a single FID (C)

Current state of display of imaginary part of a FID (P)

Holds a string variable that reflects the state of display of the
imaginary part of a FID. dfmode is primarily used by the
programmable menu dfid to determine the status of the display of
the imaginary part of a FID.

'r' indicates the current display is real only.
'i' indicates the current display is imaginary.
'z ' indicates the display is zero imaginary.

User Programming

Transmitter frequency of first decoupler (P)

Contains the transmitter frequency for the first decoupler. dfrqg is
automatically set when the parameter dn is changed and should not
be necessary for the user to manually set.

Frequency, in MHz. The value is limited by synthesizer used with the
channel.

NMR Spectroscopy User Guide

dfrg2 Transmitter frequency of second decoupler (P)
dfraqg3 Transmitter frequency of third decoupler (P)
dfrg4 Transmitter frequency of fourth decoupler (P)
dn Nucleus for first decoupler (P)

dof Frequency offset for first decoupler (P)

sfrqg Transmitter frequency of observe nucleus (P)
spcfrg Display frequencies of rf channels (M)
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dfrqg2

Applicability
Description

Values

See also

Related

dfrqg3

Applicability
Description

Values

See also

Related

dfrg4

Applicability
Description

Values

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

Transmitter frequency of second decoupler (P)

Systems with a second decoupler.

Contains the transmitter frequency for the second decoupler. dfrg2 is
automatically set when parameter dn2 is changed and should not be
necessary for the user to manually set.

Frequency, in MHz. Value is limited by synthesizer used with the
channel. If dn2="" (two single quotes with no space in between) and
a second decoupler is present in the console, dfrg2 is internally set
to 1 MHz.

NMR Spectroscopy User Guide

dn2
dof2

Nucleus for second decoupler (P)
Frequency offset for second decoupler (P)

Transmitter frequency of third decoupler (P)

Systems with a third decoupler.

Contains the transmitter frequency for the third decoupler. dfrg3 is
automatically set when the parameter dn3 is changed and should not
be necessary for the user to manually set.

Frequency, in MHz. Value is limited by synthesizer used with the
channel. If dn3="" (two single quotes with no space in between) and
a third decoupler is present in the console, dfrg3 is internally set to
1 MHz.

NMR Spectroscopy User Guide

dn3
dof3

Nucleus for third decoupler (P)
Frequency offset for third decoupler (P)

Transmitter frequency of fourth decoupler (P)

Systems with a deuterium decoupler channel as the fourth decoupler.
Contains the transmitter frequency for the fourth decoupler. dfrqg4 is
automatically set when the parameter dn4 is changed and should not
be necessary for the user to manually set.

Frequency, in MHz. Value is limited by a synthesizer used with the
channel. If dn4="" (two single quotes with no space in between) and
a fourth decoupler is present in the console, dfrg4 is internally set to
1 MHz.

NMR Spectroscopy User Guide

dn4
dof4

Nucleus for fourth decoupler (P)
Frequency offset for fourth decoupler (P)
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spcfrg Display frequencies of rf channels (M)
rftype type of rf generation
dfs Display stacked FIDs (C)
Syntax dfs<(<start><, finish><,step><, 'all'|'imag'><,color>)>

Description Displays one or more FIDs. The position of the first FIDs is governed
by the parameters wc, sc, and vpf. A subsequent FID is positioned
relative to the preceding FID by the parameters vo and ho.

Arguments start is the index number of the first FID for multiple FIDs. It can
also be the index number of a particular FID for arrayed 1D or 2D
data sets.

finish is the index number of the last FID for multiple FIDs. To
include all FIDs, set start to 1 and finish to arraydim (see
example below).

step is the increment for the FID index. The default is 1.
'all' is a keyword to display all of the FIDs. This is the default.
"imag' is a keyword to display only the imaginary FID channel.

color is the color of the display: 'red', 'green', 'blue', 'cyan',
'magenta’, 'vellow', 'black', or 'white'.
Examples dfs(1,arraydim, 3)
dfs('imag"')
See also NMR Spectroscopy User Guide

Related arraydim Dimension of experiment (P)

dfsa Display stacked FIDs automatically (C)

dfsan Display stacked FIDs automatically without screen erase
©)

dfsh Display stacked FIDs horizontally (C)

dfshn Display stacked FIDs horizontally without screen erase
©)

dfsn Display stacked FIDs without screen erase (C)

dfww Display FIDs in whitewash mode (C)

ho Horizontal offset (P)

plfid Plot FID (C)

pfww Plot FIDs in whitewash mode (C)

sc Start of chart (P)

Vo Vertical offset (P)

vpt Current vertical position of FID (P)

wC Width of chart (P)
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dfsa Display stacked FIDs automatically (C)

Syntax dfsa<(<start><, finish><, step><, 'all'|'imag'><,color>)>

Description Displays one or more FIDs automatically by adjusting the parameters
vo and ho to fill the screen in a lower left to upper right presentation
(wc must be set to less than full screen width for this to work). The
position of the first FID is governed by parameters wc, sc, and vpf.

Arguments start is the index number of the first FID for multiple FIDs. It can
also be the index number of a particular FID for arrayed 1D or 2D
data sets.

finish is the index number of the last FID for multiple FIDs.
step is the increment for the FID index. The default is 1.

'all' is a keyword to display all of the FIDs. This is the default.
"imag' is a keyword to display only the imaginary FID channel.

color is the color of the display: 'red', 'green', 'blue', 'cyan’',
'magenta', 'vellow', 'black', or 'white'.

See also NMR Spectroscopy User Guide

Related dfs Display stacked FIDs (C)
dfsan Display stacked FIDs automatically without screen erase
©
dfsan Display stacked FIDs automatically without screen erase

(C)

Syntax dfsan<(<start><, finish><, step><, 'all'|'imag'><,color>)>

Description Functions the same as the command dfsa except the graphics window
is not erased before starting the display. This allows composite displays
of many FIDs to be created. The arguments are the same as dfsa.

See also NMR Spectroscopy User Guide

Related dfsa Display stacked FIDs automatically (C)
dfsh Display stacked FIDs horizontally (C)
Syntax dfsh<(<start><, finish><,step><,'all'|'imag'><,color>)>

Description Displays one or more FIDs horizontally by setting vo to zero and
adjusting ho, sc, and wc to fill the screen from left to right with the
entire array. The position of the first FID is governed by parameters
wc, sc, and vpf.

Arguments start is the index number of the first FID for multiple FIDs. It can
also be the index number of a particular FID for arrayed 1D or 2D
data sets.
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See also

Related

dfshn

Syntax

Description

See also

Related

dfsn

Syntax
Description

See also

Related

dfww

Syntax
Description

Arguments

finish is the index number of the last FID for multiple FIDs. To
display all FIDs, set finish to the parameter arraydim.

step is the increment for the FID index. The default is 1.
'all' is a keyword to display all of the FIDs. This is the default.
'imag' is a keyword to display only the imaginary FID channel.

color is the color of the display: 'red', 'green', 'blue', 'cyan’',
'magenta’', 'vellow', 'black', or 'white'.

NMR Spectroscopy User Guide

dfs Display stacked FIDs (C)
dfshn Display stacked FIDs horizontally without screen erase (C)

Display stacked FIDs horizontally without screen erase (C)

dfshn<(<start><,finish><,step><,'all'|'imag'><,color>)>

Functions the same as the command dfsh except the graphics window
is not erased before starting the display. This allows composite displays
of many FIDs to be created. The arguments are the same as dfsh.

NMR Spectroscopy User Guide

dfsh Display stacked FIDs horizontally (C)

Display stacked FIDs without screen erase (C)

dfsn< (<start><, finish><, step><, 'all' | 'imag'><,color>)>

Functions the same as the command dfs except the graphics window
is not erased before starting the display. This allows composite displays
of many FIDs to be created. The arguments are the same as dfs.

NMR Spectroscopy User Guide
dfs Display stacked FIDs (C)

Display FIDs in whitewash mode (C)

dfww< (<start><, finish><, step><, 'all'| 'imag'><,color>)>

Displays FIDs in whitewash mode (after the first FID, each FID is
blanked out in regions in which it is behind an earlier FID). The
position of the first FIDs is governed by parameters wc, sc, and vpf.

start is the index number of the first FID for multiple FIDs. It can
also be the index number of a particular FID for arrayed 1D or 2D
data sets.

finish is the index number of the last FID for multiple FIDs.
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See also

Related

dg

Syntax
Description

Arguments

Examples

See also

Related

step is the increment for the FID index. The default is 1.

'all' is a keyword to display all of the FIDs. This is the default.
"imag' is a keyword to display only the imaginary FID channel.
color is the color of the display: 'red', 'green', 'blue’', 'cyan’',
'magenta', 'vellow', 'black', or 'white'.

NMR Spectroscopy User Guide

dfs Display stacked FIDs (C)
pfww Plot FIDs in whitewash mode (C)

Display group of acquisition/processing parameters (C)

dg('template',<'file_name'>)

Displays the group of acquisition and 1D/2D processing parameters. To
display an individual parameter, enter the name of the parameter
followed by a question mark (e.g., sw?). Parameters do not have to be
displayed in order to be entered or changed. The dg display is
controlled by the string parameter dg.

template is the name of the template parameter. The default is 'dg'.
See the manual User Programming for rules on constructing a
template. The macros dg dgl, dg2, dglp, and dgs activate dg with
a template argument such as 'dg','dgl', 'dg2', 'dglp', 'dgs’,
etc. or a user defined template.

file_name is the name of the file to which the dg command will
write the parameters specified by template.

dg

dg('dgexp')

dg('dg', 'dgout"')

NMR Spectroscopy User Guide; User Programming

? Display the value of an individual parameter (C)
da Display acquisition parameter arrays (C)
dglp Display group of linear prediction parameters (C)
da Display acquisition parameter arrays (P)

dg Control dg parameter group display (P)

dglp Control dglp parameter group of linear prediction parameters
€9

dgl Display group of display parameters (M)

dg?2 Display group of 3rd and 4th rf channel/3D parameters (M)

dgs Display group of special/automation parameters (M)
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dg

dgl

dgl

Description

See also

Related

Description

See also

Related

Description

See also

Related

Description

Control dg parameter group display (P)

Controls the display of the dg command for the group of acquisition
and 1D/2D processing parameters. dg, a string parameter, can be
modified with the command paramvi('dg').

NMR Spectroscopy User Guide

dg Display group of acquisition/processing parameters (C)
paramvi Edit a parameter and its attributes with vi text editor
©

Display group of display parameters (M)

Displays the group of display parameters. To display an individual
parameter, enter the name of the parameter followed by a question
mark (e.g., sp?). Parameters do not have to be displayed in order to
be entered or changed. The dgl display is controlled by the string
parameter dgl.

NMR Spectroscopy User Guide

? Display individual parameter value (C)
dgl Control dgl parameter group display (P)
dg Display group of acquisition/processing parameters (C)

Control dg1 parameter group display (P)

Controls the display of the dgl command for the group of display
parameters. dgl, a string parameter, can be modified with
paramvi ('dgl').

NMR Spectroscopy User Guide

dgl Display group of display parameters (M)
paramvi  Edit a parameter and its attributes with vi text editor
©

Display group of 3rd and 4th rf channel/3D parameters (M)

Displays the group of acquisition parameters associated with a second
decoupler channel on a system with a third rf channel. It also displays
the group of parameters associated with selective 2D processing of 3D
data sets. To display an individual parameter, enter the name of the
parameter followed by a question mark (e.g., sw?). Parameters do not
have to be displayed in order to be entered or changed. The dg2
display is controlled by the string parameter dg2.
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See also

Related

Description

See also

Related

dga

Description

See also

Related

dgcsteSL
Description

See also

Related

dgcstecosy

Description

VnmrJ 4 Command and Parameter Reference Guide
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dg
dg2

Display group of acquisition/processing parameters (C)
Control dg2 parameter group display (P)

Control dg2 parameter group display (P)

Controls the display of the dg2 command for the group of 3rd and 4th
rf channel/3D parameters. dg2, a string parameter, can be modified
with the command paramvi ('dg2'). To retrieve the dg2 and ap
display templates for the current experiment, enter addpar ('3rf').

NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)

dg2 Display group of 3rd and 4th rf channel/3D parameters
D)

paramvi Edit a parameter and its attributes with vi text editor
oy

Display group of spin simulation parameters (M)

Displays the file of spin simulation parameters (Group A). There is one
such group of parameters in the data system, not one per experiment
as with normal NMR parameters.

NMR Spectroscopy User Guide

dg
dla

Display group of acquisition/processing parameters (C)
Display spin simulation parameter arrays (C)

Set up parameters for DgcsteSL pulse sequence (M)
Converts a parameter set to DgcsteSL experiment.

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)
fiddle Perform reference deconvolution (M)
setup_dosy Set up gradient levels for DOSY experiments (M)

Set up parameters for Dgcstecosy pulse sequence (M)

Converts a parameter set to Dgcstecosy experiment
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See also

Related

dgcstehmgc

Description
See also

Related

dglc

Applicability
Description

See also

Related

dglc

Applicability
Description

See also

Related

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)

makeslice Synthesize 2D projection of a 3D DOSY spectrum
©

setup_dosy Set up gradient levels for DOSY experiments (M)

showoriginal Restore first 2D spectrum in 3D DOSY spectrum
M)

Set up parameters for Dgcstehmgqc pulse sequence (M)

Converts a parameter set to Dgcstehmqe experiment
NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)

makeslice Synthesize 2D projection of 3D DOSY spectrum (C)

setup_dosy Set up gradient levels for DOSY experiments (M)

showoriginal Restore first 2D spectrum in 3D DOSY spectrum
oy

Display group of LC-NMR parameters (M)

Systems with LC-NMR accessory.

Displays parameters related to LC-NMR on a separate screen. This
macro is equivalent to the command dg('dglc').

NMR Spectroscopy User Guide
dglc Control LC-NMR parameter display (P)

Control dglc parameter group display (P)

Systems with LC-NMR accessory.

Controls the display of the LC-NMR parameters by the macro dglc
and the equivalent command dg('dglc'). If this parameter does not
exist, the parlc macro can create it.

NMR Spectroscopy User Guide

dglc Display LC-NMR parameters (M)
parlc Create LC-NMR parameters (M)
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dglp

Syntax
Description

Examples

See also

Related

dgs

Description

See also

Related

dgs

Description

See also

Related

dhp

Applicability
Description

VnmrJ 4 Command and Parameter Reference Guide

Display group of linear prediction parameters (C)

dglp

Displays the linear prediction parameters group. Parameters do not
have to be displayed in order to be entered or changed. The dglp
display is controlled by the string parameter dglp.

dglp

NMR Spectroscopy User Guide; User Programming

dg Control dg parameter group display (P)

Display group of shims and automation parameters (M)

Displays the group of shims and automation parameters. To display an
individual parameter, enter name of the parameter followed by a
question mark (e.g., sw?). Parameters do not have to be displayed in
order to be entered or changed. The dgs display is controlled by the
parameter dgs.

NMR Spectroscopy User Guide

dg
dgs

Display group of acquisition/processing parameters (C)
Control dgs parameter group display (P)

Control dgs parameter group display (P)

Controls display of the dgs command for the group of shims and
automation parameters. dgs, a string parameter, can be modified by
paramvi ('dgs').

NMR Spectroscopy User Guide

Display group of special/automation parameters (M)
Edit a parameter and its attributes with vi text editor

©

dgs
paramvi

Decoupler high-power control with class C amplifier (P)

System with a class C amplifier.

dhp selects a decoupler high-power level for systems with class C
amplifiers on the decoupler channel. Specific values of dhp should be
calibrated periodically for any particular instrument and probe
combination. As a rough guide, dhp=75 corresponds to approximately
2 watts at 200 MHz.

249



250

Values

See also

Related

diagth2d
Applicability

Description

Related

dialog

Syntax

Description

Arguments

Examples

Decoupler power greater than 2 watts in a switchable probe will damage
the probe. Always carefully calibrate high-power decoupling to avoid
exceeding 2 watts of power.

For systems equipped with a linear amplifier on the decoupler channel,
dhp is nonfunctional and is replaced by the parameter dpwr.

Note that dhp runs in the opposite direction from dlp (i.e., for dhp a
higher number means more power, for d1p a higher number means less
power).

0 to 255 (where 255 is maximum power) in uncalibrated, non-linear
units.

'n' selects low-power decoupling under the control of the parameter
dlp.

NMR Spectroscopy User Guide

dlp Decoupler low power with class C amplifier (P)
dpwr Power level for first decoupler with linear amplifier (P)
tn Nucleus for observe transmitter (P)

Exclude diagonal peaks when peak picking

VnmrJ 3.1

This parameter is used by 112d to exclude diagonal peaks when peak
picking. Peaks within diagth2d Hertz of the diagonal will not be picked
by 112d. Setting diagth2d to 0.0 will cause 112d to pick all peaks
including diagonal peaks.

1124

Display a dialog box from a macro (C)

dialog(definition_file, output_file<, 'nowait'>)

Opens a dialog box from a macro. The output is written to a file that
can be read by the macro using the lookup command.

definition_file is the name of the file (specified by an absolute
path) that defines the layout of the dialog box.

output_file is the name of the file (specified by an absolute path)
where the results of the dialog box are written.

'nowait' is a keyword to return immediately, without waiting for
input into the dialog box.

dialog(userdir+'/dialoglib/array, '/tmp/array"')
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See also User Programming

Related 1lookup Look up words and lines from a text file (C)

diffparam Report differences between parameter sets (UNIX)

Syntax diffparam filel file2 <parametergroup>
Applicability VnmrJ 3.1

Description Reports differences between VNMR parameter sets, based on the output
of the 1istparam command.

Arguments filel and file2 are VNMR parameter files, like
SHOME/vnmrsys/expl/procpar
SHOME/vnmrsys/expl/curpar
SHOME/vnmrsys/global
/vnmr /conpar
xyz.fid/procpar
filel and file2 can also be directories (xyz.fid or xyz.par, or a local
experiment like ~/vnmrsys/expl); in this case diffpar will look for a
subfile procpar in these directories. parametergroup is an optional
argument that permits specifying the parameter type. By default, only
acquisition parameters are compared. The following options exist (only
the first two characters are relevant):

e acquisition - compare acquisition parameters (default)
* processing - compare processing parameters only

e display - compare display parameters only

e spsim - compare spin simulation parameters only

e sample - compare sample parameters only

eall - compare ALL parameters (output indicates group for) for each
parameter

¢ JCAMP - compare acquisition and processing parameters in
JCAMP-DX compatible format. Inactive parameters are suppressed.

Examples diffparam abc.fid xyz.fid
diffparam ~/vnmrsys/exp[13] processing
diffparam ~/vnmrsys/exp[12]/curpar

Related listparam list parameters in simple format (UNIX)

vnmr2jcamp create JCAMP parameters from VNMR parameters
(UNIX)

diffparams Report differences between two parameter sets (U)

Syntax diffparams <-list> filel file2 <macroname>

Description Reports differences between parameter sets. A macro can optionally be
created that will convert filel into file2.
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Arguments

Examples

diffshims

Syntax
Description
Arguments

See also

Related

digfilt

Syntax
Description
Arguments

filel and file2 are parameter files, like

$HOME /vnmrsys/expl/procpar SHOME/vnmrsys/expl/curpar
SHOME/vnmrsys/global /vnmr/conpar xyz.fid/procpar filel
and file2 can also be directories (xyz.fid or xyz.par, or a local
experiment like ~/vnmrsys/expl); in this case diffparams will look
for a subfile procpar in these directories. The optional -1ist
argument will cause a list of the parameters which are different to be
printed. If the -1ist option is used, the macro feature is turned off.
If a parameter exists in filel but not £ile2, it is not listed. If a
parameter exists in £ile2 but not filel, it is listed. If the parameter
exists in both files, it is listed if the values are different. It is not listed
if other information associated with the parameter is different. This
other information is things like protection bits, maximum values,
group, type, etc.

An optional third argument specifies the pathname of a macro to
output. This macro will contain the MAGICAL commands necessary to
convert filel into file2.

diffparams abc.fid xyz.fid

diffparams -list abc.fid xyz.fid
diffparams ~/vnmrsys/expl ~/vnmrsys/exp3
diffparams ~/vnmrsys/expl ~/vnmrsys/exp3
~/vnmrsys/maclib/changelto3

Compare two sets of shims (M,U)

diffshims (shimfilel, shimfile?2)
(From UNIX) diffshims shimfilel shimfile2

Compares values for room-temperature shims stored in two separate
files.

shimfilel and shimfile2 are names of separate files containing
shim values. Both files must have been written using the svs
command.

NMR Spectroscopy User Guide

svs Save shim coil settings (C)

Write digitally filtered FIDs to another experiment (M)

digfilt (exp_number<, option>)
Saves digitally filtered FIDs to another experiment.

exp_number specifies the number of the experiment, from 1 to 9, for
saving the FIDs.

option is one of the keywords 'nodc', 'zero', 'lfs', 'zfs’', or
't2dc'. Use a keyword for an option if the same option was used
when processing the data with ft, wft, £t2d, or wft2d.
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See also NMR Spectroscopy User Guide
Related downsamp Sampling factor applied after digital filtering (P)

ft Fourier transform 1D data (C)

ft2d Fourier transform 2D data (C)

wft Weight and Fourier transform 1D data (C)

wft2d Weight and Fourier transform 2D data (C)
dir List files in directory (C)

Syntax dir<(string)>

Description Displays files in a directory on the text window. The dir command is
identical to the 1s and 1f commands.

Arguments string is a string argument containing the options and/or directory
names used if this were the UNIX 1s command (e.g., dir('-1
* . fid') requests a long listing (-1) of all files ending with .fid
(*.£fid) ). If no argument is entered, dir lists all files in the current
working directory.

Examples dir
dir('data')
dir('-1 *.fid")
See also NMR Spectroscopy User Guide

Related 1f List files in directory (C)
1s List files in directory (C)
display Display parameters and their attributes (C)
Syntax display (parameter|'*'|'**'<, tree>)

Description Displays one or more parameters and their attributes from a parameter
tree.

Arguments Three levels of display are available: parameter, '*', and '**'.

eparameter is the name of a single parameter and the display is of
its attributes (e.g., display ('a') displays the attributes of
parameter a in the (default) current tree).

e '*' s a keyword to display the name and values of all parameters in
a tree (e.g.,, display('*', 'global') displays all parameter names
and values in the global tree).

e '*%' js a keyword to display the attributes of all parameters in a
tree (e.g., display ('**', 'processed') displays the attributes of
all parameters in the processed tree).

tree is the type of parameter tree and can be 'global’', ‘current’,
'processed', or 'systemglobal'. The default is 'current'. Refer
to the create command for more information on types of trees.
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See also

Related

dla

Syntax

Description

Arguments

Examples

See also

Related

dlalong

Syntax
Description

See also

Related
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display('a')
display('*', 'global')
display('**', 'processed')

User Programming

create Create new parameter in a parameter tree (C)

destroy Destroy a parameter (C)

paramvi Edit a parameter and its attributes with the vi text
editor (C)

prune Prune extra parameters from current tree (C)

Display spin simulation parameter arrays (M)

dla<('long')>

Displays the parameters containing the line assignments for spin
simulation iteration (matching simulated spectra to actual data). A
clindex value of a calculated transition gives the index of the
assigned measured line. The value is zero for unassigned transitions.

"long' is a keyword to display the parameters containing the line
assignments for spin simulation iteration (matching simulated spectra
to actual data) and put the line assignments into the file spini.la.
This option is most useful when the dla display is too large to display
all the calculated transitions in the text window. The dlalong
command operates the same as the dla('long') command.

dla
dla('long')

NMR Spectroscopy User Guide

assign Assign transitions to experimental lines (M)
clindex Index of experimental frequency of a transition (P)
dga Display parameters of spin simulation group (C)
dlalong Long display of spin simulation parameter arrays

©

Long display of spin simulation parameter arrays (C)

dlalong

Puts line assignments into the file spini.la in a more complete form,
then displays this file in the text window. It is most useful when the
dla display is too large to display all the calculated transitions in the
text window. The dla ('long') command operates the same as
dlalong.

NMR Spectroscopy User Guide

dla Display spin simulation parameter arrays (M)
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dLc Display LC detector trace(s) in a horizontal format

Applicability VnmrJ 3.1

See also pLC
dLCNMR
PLCNMR

dLCNMR Displays all forms of LC-NMR data

Applicability VnmrJ 3.1

Description This macro is executed with a button on the LC-NMR display pane
(labeled spare). Displays on-flow and stopped-flow 1D LC-NMR data.
With on-flow data, dconi is used to display the NMR data with the
time- aligned LC detector trace(s) along the left side. In the
stopped- flow mode, dLC displays the 1D NMR data for each stop code
at a position that it is time-aligned with the relevant LC peak. If
arguments are supplied, dLCNMR passes the supplied arguments to
dconi and forces a contour plot display. With no arguments, or when
activated by the "Display LC & NMR" button, the dconi display uses
the dconi parameter to determine the default display mode. The
"Contour" check-box can be used to select the contour map (dpcon)
display mode instead of the default color intensity map (dconi)
display.

Examples dLCNMR (<number of contours>,<contour spacing>)

See also dLC
pLC
dLCNMR
PLCNMR

dli Display list of integrals (C)

Description Displays a list of integrals at the integral reset points. The frequency
units of the displayed list of integrals is controlled by the parameter
axis. The reset points may be defined with the z command and these
frequencies are stored in 1ifrg. The calculated amplitudes of the
integral region are stored in liamp. The reset points are stored as
hertz and are not referenced to rfl and rfp. The amplitudes are
stored as the actual value; they are not scaled by ins or by insref.
When the integral blanking mode is used (i.e., intmod="'partial"'),
only the integrals corresponding to the displayed integral regions are
listed.

The displayed integral value can be scaled with the setint macro. The
integral is scaled by the parameters ins and insref.
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See also NMR Spectroscopy User Guide

Related axis Axis label for displays and plots (P)
cz Clear integral reset points (C)
dlni Display list of normalized integrals (M)
ins Integral normalization scale (P)

insref Fourier number scaled value of an integral (P)
liamp Amplitudes of integral reset points (P)

lifrg Frequencies of integral reset points (P)

nli Find integral values (C)

rfl Reference peak position in directly detected dimension (P)

rfp Reference peak frequency in directly detected dimension

P

setint Set value of an integral (M)

z Add integral reset point at cursor position (C)
dlivast Produce text file and process wells (M)

Applicability VAST accessory.
Syntax dlivast<(last)>

Description Produces a text file containing the integral of the partial regions and
processes the wells.

Arguments last is the number of the last well. The default is 96.
See also NMR Spectroscopy User Guide

Related combiplate View a color map for visual analysis of VAST
microtiter plate (U)
combishow Display regions as red, green, and blue in
CombiPlate window (M)

dll Display listed line frequencies and intensities (C)

Syntax dll<('pos'<,noise_mult>)><:number_lines,scale>

Description Displays a list of line frequencies and amplitudes that are above a
threshold defined by th. Frequency units are defined by the parameter
axis. The results of this calculation are stored in 11frg and 1llamp.
The frequencies are stored as Hz and are not referenced to rfl and
rfp. Amplitudes are stored as the actual data point value; they are
not scaled by vs.

Arguments 'pos' is a keyword to list only positive lines.
noise_mult is a numerical value that determines the number of noise
peaks listed for broad, noisy peaks. The default value is 3. A smaller
value results in more peaks, a larger value results in fewer peaks, and

a value of 0.0 results in a line listing containing all peaks above the
threshold th. Negative values of noise_mult are changed to 3.
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number_lines is a return argument with the number of lines above
the threshold.

scale is a return argument with a scaling factor for line amplitudes.
This scaling factor accounts for vs and whether the lines are listed in
absolute intensity mode or normalized mode.

Examples dl1
dll('pos")
dll(2.5)
dll:rl, sc

See also NMR Spectroscopy User Guide

Related axis Axis label for displays and plots (P)
dels Delete spectra from T, or T, analysis (C)
fp Find peak heights (C)
getll Get frequency and intensity of a line (C)
llamp List of line amplitudes (P)
11frg List of line frequencies (P)

nl Position the cursor at the nearest line (C)
nll Find line frequencies and intensities (C)
rfl Reference peak position in directly detected dimension (P)
rfp Reference peak frequency in directly detected dimension (P)
th Threshold (P)
Vs Vertical scale (P)

dlni Display list of normalized integrals (M)

Description Displays integrals in a normalized format. The parameter ins
represents the value of the sum of all the integrals. When the integral
blanking mode is used (i.e., intmod="'partial"'), only the integrals
corresponding to the displayed integral regions are listed and are used
in the summation.

See also NMR Spectroscopy User Guide

cz Clear integral reset points (C)

dli Display list of integrals (C)

ins Integral normalization scale (P)

nli Find integral values (C)

z Add integral reset point at cursor position (C)
dlp Decoupler low-power control with class C amplifier (P)

Applicability Systems with a class C amplifier.

Description dlp controls the decoupler power level for systems with a class C
decoupler amplifier in the low-power mode, generally used for
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Values

See also

Related

Applicability

Description

Values

See also

Related

homonuclear decoupling. dlp specifies dB of attenuation of the
decoupler, below a nominal 1 watt value. dlp is active only if dhp="n".

On systems with a decoupler linear amplifier, d1p is nonfunctional and
dpwr controls decoupler power.

0 to 39 (in dB of attenuation, 0 is maximum power).

NMR Spectroscopy User Guide

dhp Decoupler high-power control with class C amplifier (P)
dm Decoupler mode for first decoupler (P)

dmf Decoupler modulation frequency for first decoupler (P)

dpwr Power level for first decoupler with linear amplifier (P)

Decoupler mode for first decoupler (P)

VNMRS systems

Determines the state of first decoupler during different status periods
within a pulse sequence (refer to the manual User Programming for
a discussion of status periods). Pulse sequences may require one, two,
three, or more different decoupler states. The number of letters that
make up the dm parameter vary appropriately, with each letter
representing a status period (e.g., dm='yny' or dm='ns"'). If the
decoupler status is constant for the entire pulse sequence, it can be
entered as a single letter (e.g., dm='n").

'n', 'y', 'a', or 's' (or a combination of these values), where:
'n' specifies no decoupler rf.

'y' specifies the asynchronous mode. In this mode, the decoupler rf
is gated on and modulation is started at a random places in the
modulation sequence.

On the VNMRS system, the default asynchronous decoupling uses a
"progressive offset" scheme. Other asynchronous schemes are also
implemented on the VNMRS. They can be selected using an optional
flag parameter "decasynctype". Create "decasynctype" as a flag
parameter in the current tree and set the following:

decasynctype ='p' selects the "progressive offset" scheme (default)

= 'b' selects the "bit reversed" scheme, and

15,1

r' selects the random scheme.

'a' specifies the asynchronous mode, the same as 'y'.

's' specifies the synchronous mode in which the decoupler rf is gated
on and modulation is started at the beginning of the modulation
sequence.

NMR Spectroscopy User Guide

dm?2 Decoupler mode for second decoupler (P)
dm3 Decoupler mode for third decoupler (P)
dm4 Decoupler mode for fourth decoupler (P)
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Description
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See also

Related

Applicability
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dmf Decoupler modulation frequency for first decoupler
P)

dmm Decoupler modulation mode for first decoupler (P)

dn Nucleus for first decoupler (P)

decasynctype  Decoupler asynchronous mode (P)

Decoupler mode for second decoupler (P)

Systems with a second decoupler.

Determines the state of second decoupler during different status
periods within a pulse sequence. It functions analogously to dm.

Same as dm, except that if dn2="'" (two single quotes with no space
in between) and a second decoupler is present in the console, dm2
assumes a default value of 'n' when go is executed.

NMR Spectroscopy User Guide

dm Decoupler mode of first decoupler (P)

dmf2 Decoupler modulation frequency for second decoupler (P)
dmm?2 Decoupler modulation mode for second decoupler (P)
dn2 Nucleus for second decoupler (P)

Decoupler mode for third decoupler (P)

Systems with a third decoupler.

Determines the state of third decoupler during different status periods
within a pulse sequence. It functions analogously to dm.

Same as dm, except that if dn3="" (two single quotes with no space
in between) and a third decoupler is present in the console, dm3
assumes a default value of 'n' when go is executed.

NMR Spectroscopy User Guide

dm Decoupler mode of first decoupler (P)

dmf3 Decoupler modulation frequency for third decoupler
P)

dmm3 Decoupler modulation mode for third decoupler (P)

dn3 Nucleus for third decoupler (P)

decasynctype Select the type of decoupler asynchronous mode (P)

Decoupler mode for fourth decoupler (P)

Systems with a deuterium decoupler channel as the fourth decoupler.
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Description

Values

See also

Related

Description

Values

See also

Related

dmf2

Applicability

Determines the state of fourth decoupler during different status
periods within a pulse sequence. It functions analogously to dm.

Same as dm, except that if dn4d="" (two single quotes with no space
in between) and a fourth decoupler is present in the console, dm4
assumes a default value of 'n' when go is executed.

NMR Spectroscopy User Guide

dm Decoupler mode of first decoupler (P)

dmf4 Decoupler modulation frequency for fourth decoupler
®)

dmm4 Decoupler modulation mode for fourth decoupler (P)

dn4 Nucleus for fourth decoupler (P)

decasynctype Select the type of decoupler asynchronous mode (P)

Decoupler modulation frequency for first decoupler (P)

Controls modulation frequency of the first decoupler. It specifies

1/pw90 at the particular power level used. After calibrating the

decoupler field strength yHs (expressed in units of Hz), dmf should be

set equal to 4*yHy for WALTZ, MLEV16, GARP, and XY32 (when

available).

dmf is inactive for CW mode decoupling (dmm="'c").

dmf is also active for square wave mode decoupling (dmm='r"') and

fm-fm mode (dmm="'£f"') decoupling. For dmm="'£f"', the modulation

frequency is swept back and forth between about 0.5% and 5% of the

dmf frequency (e.g., if dmf is 100 kHz, the modulation is swept between

approximately 500 Hz and 5 kHz). A reasonable optimum value for dmf

when dmm='f"' is the decoupler frequency divided by 4000.

5 Hz to 2 MHz in steps of 5 Hz (steps are actually approximately 4.768

Hz).

For GARP modulation, the dmf value is internally multiplied by 45,

making the limit of possible dmf values to 5 Hz to 44.4 kHz when
='g’'.
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dmf2 Decoupler modulation frequency for second decoupler (P)
dmf3 Decoupler modulation frequency for third decoupler (P)
dmf4 Decoupler modulation frequency for fourth decoupler (P)
dmm Decoupler modulation mode for first decoupler (P)

pw90 90° pulse width (P)

Decoupler modulation frequency for second decoupler (P)

Systems with a second decoupler.
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Values

See also

Related

dmf3

Applicability
Description

Values

See also

Related

dmf4

Applicability
Description

Values

See also

Related
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Controls the modulation frequency of the second decoupler. It
functions analogously to the parameter dmf.

Same as dmf except that if dn2="" (two single quotes with no space
in between) and a second decoupler is present in the console (numrfch
greater than 2), dmf2 assumes a default value of 1000 Hz when go is
executed.

NMR Spectroscopy User Guide

dm2 Decoupler mode for second channel (P)

dmf Decoupler modulation frequency for first decoupler (P)
dmm?2 Decoupler modulation mode for second decoupler (P)
dn2 Nucleus for second decoupler (P)

numr fch Number of rf channels (P)

Decoupler modulation frequency for third decoupler (P)

Systems with a third decoupler.
Controls the modulation frequency of the third decoupler. It functions
analogously to the parameter dmf.

Same as dmf except that if dn3="" (two single quotes with no space
in between) and a third decoupler is present in the console (numrfch
equals 4), dmf3 assumes a default value of 1000 Hz when go is
executed.
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dm3 Decoupler mode for third channel (P)

dmf Decoupler modulation frequency for first decoupler (P)
dmm3 Decoupler modulation mode for third decoupler (P)
dn3 Nucleus for third decoupler (P)

numr fch Number of rf channels (P)

Decoupler modulation frequency for fourth decoupler (P)

Systems with a deuterium decoupler channel as the fourth decoupler.
Controls the modulation frequency of the fourth decoupler. It functions
analogously to the parameter dmf.

Same as dmf except that if dn4d="" (two single quotes with no space
in between) and a fourth decoupler is present in the console (numrfch
equals 5), dmf4 assumes a default value of 1000 Hz when go is
executed.

NMR Spectroscopy User Guide

dm4 Decoupler mode for fourth channel (P)
dmf Decoupler modulation frequency for first decoupler (P)
dmm4 Decoupler modulation mode for fourth decoupler (P)
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Syntax
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Arguments

Related

dmf2adj

Applicability
Syntax
Description

Arguments

Examples

See also

Related
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dn4 Nucleus for fourth decoupler (P)
numr fch Number of rf channels (P)

Adjusts the parameter 'dmf’

dmfadj (<tipangle_resoln>)
VnmrJ 3.1

“dmfadj" adjusts the parameter 'dmf' so that the time associated with
the tip-angle resolution is an integral multiple of 100 ns. This insures
that there is no truncation error in time in the execution of the
programmable decoupling or spin-locking sequence by the waveform
generator. The optional argument 'tipangle_resoln' specifies the
necessary tip-angle resolution for the programmable decoupling or
spin-locking sequence which is to be executed. For example, the
tip-angle resolution for an MLEV-16 decoupling sequence should be
90.0 degrees since every pulse in that sequence can be represented as
an integral multiple of 90.0 degrees; the tip-angle resolution for a
GARP decoupling sequence, however, should be 1.0 degrees.

If the argument 'tipangle_resoln' is not specified when the macro
“dmfadj" is called, the default value therefore is taken from the
parameter 'dres'.

dmf2adj adjusts the parameter 'dmf2
pwsadj adjusts 'pulse_parameter

Adjust tip-angle resolution time for second decoupler (M)

Systems with a second decoupler.

dmf2adj< (tipangle_resolution) >

Adjusts the parameter dmf2 to make time associated with the second
decoupler tip-angle resolution an integral multiple of 50 ns. dmf2adj
functions analogously to the macro dmfadj.
tipangle_resolution specifies the necessary tip-angle resolution
for the programmable decoupling or spin-locking sequence to be
executed. The default value is the current value of the parameter
dres?2.

dmf2adj

dmf2adj (90.0)
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dmf2 Decoupler modulation frequency for second
decoupler (P)

dmfadj Adjust decoupler tip-angle resolution time (M)

dres?2 Tip angle resolution for second decoupler (P)
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Applicability
Syntax
Description

Arguments

Examples

See also

Related

dmf4adj

Applicability
Syntax
Description

Arguments

Examples

See also

Related

Description

Values
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Adjust tip-angle resolution time for third decoupler (M)

Systems with a third decoupler.
dmf3adj< (tipangle_resolution) >
Adjusts the parameter dmf3 to make time associated with the third

decoupler tip-angle resolution an integral multiple of 50 ns. dmf3adj
functions analogously to the macro dmfadj.

tipangle_resolution specifies the necessary tip-angle resolution
for the programmable decoupling or spin-locking sequence to be
executed. The default value is the current value of the parameter
dres3.

dmf3adj

dmf3adj (90.0)
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dmf3
dres3

Decoupler modulation frequency for third decoupler (P)
Tip-angle resolution for third decoupler (P)

Adjust tip-angle resolution time for fourth decoupler (M)

Systems with a deuterium decoupler as the fourth decoupler.
dmfd4adj< (tipangle_resolution) >

Adjusts the parameter dmf4 to make time associated with the fourth
decoupler tip-angle resolution an integral multiple of 50 ns. dmf4adj
functions analogously to the macro dmfadj.

tipangle_resolution specifies the necessary tip-angle resolution
for the programmable decoupling or spin-locking sequence to be
executed. The default value is the current value of the parameter
dresd.

dmfdadj
NMR Spectroscopy User Guide

dmf4
dres4

Decoupler modulation frequency for fourth decoupler (P)
Tip-angle resolution for fourth decoupler (P)

Data display mode in directly detected dimension (P)

Controls the mode of data display along the directly detected
dimension. dmg is in the display group and can be set manually or by
executing the commands ph, av, pwr, or pa for the values ph', 'av',
'pwr', or 'pa', respectively.

'ph' sets the phased mode in which each real point in the displayed
spectrum is calculated from a linear combination of real and imaginary
points comprising each respective complex data point.
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See also

Related

dmgl

Description

Values

See also

Related

'av' sets the absolute-value mode in which each real point in the
displayed spectrum is calculated as the square root of the sum of
squares of the real and imaginary points comprising each respective
complex data point.

'pwr ' sets the power mode in which each real point in the displayed
spectrum is calculated as the sum of squares of the real and imaginary
points comprising each respective complex data point.

'pa’' sets the phase angle mode in which each real point in the
displayed spectrum is calculated as the phase angle from the arc
tangent of the real and imaginary points comprising each respective
complex data point.

NMR Spectroscopy User Guide

aig Absolute intensity group (P)

av Set absolute-value mode in directly detected dimension (C)

dcg Drift correction group (P)

dmgl Data display mode in 1st indirectly detected dimension (P)

dmg?2 Data display mode in 2nd indirectly detected dimension
®)

ft Fourier transform 1D data (C)

ftild Fourier transform along f; dimension (C)

ft2d Fourier transform 2D data (C)

pa Set phase angle mode in directly detected dimension (C)

ph Set phased mode in directly detected dimension (C)

pmode Processing mode for 2D data (P)

pwr Set power mode in directly detected dimension (C)

wft Weigh and Fourier transform 1D data (C)

wftld Weigh and Fourier transform of 2D data (C)
wft2d Weigh and Fourier transform 2D data (C)

Data display mode in 1st indirectly detected dimension (P)

Controls the mode of data display along the first indirectly detected
dimension of a multidimensional data set. dmgl is in the display group
and can be set manually or by executing the commands phl, avl,
pwrl, or pal for the values 'phl', 'avl', 'pwrl', or 'pal’,
respectively. If dmgl does not exist or if it is set to the empty string
(dmgl="'"), VnmrJ uses the value of dmg to decide the display mode
along the first indirectly detected dimension.

'phl' sets phased mode.

'avl' sets absolute-value mode.
'pwrl' sets power mode.

'pal' sets phase angle mode.
NMR Spectroscopy User Guide

avl Set absolute-value mode in 1st indirectly det. dim. (C)
dmg Data display mode in directly detected dimension (P)
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pal Set phase angle mode in 1st indirectly detected dimension
©)

phl Set phased mode in 1st indirectly detected dimension (C)

pwrl  Set power mode in 1st indirectly detected dimension (C)

dmg?2 Data display mode in 2nd indirectly detected dimension (P)

Description Controls the mode of data display along the second indirectly detected
dimension of a multidimensional data set. dmg2 is in the display group
and can be set manually or by executing the commands ph2, av2, or
pwr2 for the values 'ph2', 'av2', or 'pwr2', respectively. If dmg2
does not exist or if it is set to the empty string (dmg2="'"), VnmrJ
uses the value of the parameter dmg instead of dmg2 to decide the
display mode along the second indirectly detected dimension.

Values 'ph2' sets phased mode.
'av2' sets absolute-value mode.
'pwr2' sets power mode.
See also NMR Spectroscopy User Guide

Related av2 Set absolute-value mode in 2nd indirectly det. dim.
©
dmg Data display mode in directly detected dimension
€9
ph2 Set phased mode in 2nd indirectly det. dim. (C)
pwr2 Set power mode in 2nd indirectly det. dim. (C)
dmgf Absolute-value display of FID data or spectrum in acqi (P)

Description If the parameter dmgf exists and is set to 'av', the FID display in
the acgi program is set to the absolute-value mode, which displays
the square root of the sum of the squares of the real and imaginary
channels. dmgf has no function outside of the acgi program. This
display mode may cause the displayed FID to exceed the displayed ADC
limits in acgi by as much as a factor of the square root of 2.

See also NMR Spectroscopy User Guide

Related; acqgi Interactive acquisition display process (C)
av Set absolute-value mode in directly detected dimension (C)
gf Prepare parameters for FID/spectrum display in acgi (M)
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dmm Decoupler modulation mode for first decoupler (P)

Description Sets the modulation modes for the first decoupler. In the standard
two-pulse sequence, dmm typically has a single state because the
decoupler modulation is normally not changed during the pulse
sequence, but this is not fixed. For example, dmm="'ccw' gives
single- frequency CW decoupling during the first part of the sequence
and WALTZ-16 decoupling during acquisition.

In pulse sequences using the decoupler for pulsing (INEPT, DEPT,
HETCOR, etc.), decoupler modulation must be set to 'c' during

periods of the pulse

Values 'c', 'f', 'g', 'm’,

sequence when the decoupler is to be pulsed.

'p', 'r', 'u', 'w', and 'x' are available;:

e 'c' sets continuous wave (CW) modulation.

o 'f' sets fm-fm modulation (swept-square wave).

e 'g' sets GARP modulation.
e 'm' sets MLEV-16 modulation.

e 'n' sets noise modulation.

* 'p' sets programmable pulse modulation using the dseqg parameter
to specify the decoupling sequence.

e 'r' sets square-wave modulation.

* 'u' sets user-supplied modulation using external hardware.
e 'w' sets WALTZ- 16 modulation.

e 'x' sets XY32 modulation.

See also NMR Spectroscopy User Guide

Related dm Decoupler
dmf Decoupler
dmm?2 Decoupler
dmm3 Decoupler
dmm4 Decoupler

dseq Decoupler

mode for first decoupler (P)

modulation frequency for first decoupler (P)
modulation mode for second decoupler (P)
modulation mode for third decoupler (P)
modulation mode for fourth decoupler (P)
sequence for the first decoupler (P)

dmm2 Decoupler modulation mode for second decoupler (P)

Applicability Systems with a second decoupler.

Description Sets the type of decoupler modulation for the second decoupler during
different status periods within a pulse sequence. It functions

analogously to dmm.

Values '¢', 'f', 'g', 'm’,

'p', 'r', 'u', 'w', and 'x' are available. Refer

to dmm for the definition of these values (note that if the mode 'p' is
selected, dseqg2 specifies the decoupling sequence). If dn2="" (two
single quotes) and a second decoupler is present in the console

(numrfch greater than 2), dmm2 is internally set to 'c' when go is

executed.

266
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See also NMR Spectroscopy User Guide

Related dm2 Decoupler modulation for the second decoupler (P)
dmf2 Decoupler modulation frequency for the second
decoupler (P)
dmm Decoupler modulation mode for first decoupler (P)
dn2 Nucleus for the second decoupler (P)
dseq?2 Decoupler sequence for the second decoupler (P)

numrfch  Number of rf channels (P)

dmm3 Decoupler modulation mode for third decoupler (P)

Applicability Systems with a third decoupler.

Description Sets type of decoupler modulation for the third decoupler during
different status periods within a pulse sequence. It functions
analogously to dmm.

Values 'c', 'f', 'g', 'm', 'p', 'r', 'u', 'w', and 'x' are available. Refer
to dmm for the definition of these values (note that if the mode 'p' is
selected, dseg3 specifies the decoupling sequence). If dn3="" (two
single quotes) and a third decoupler is present in the console
(numrfch equal to 4), dmm3 is internally set to 'c' when go is
executed.

See also NMR Spectroscopy User Guide

Related dm3 Decoupler modulation for third decoupler (P)
dmf3 Decoupler modulation frequency for third decoupler (P)
dmm Decoupler modulation mode for first decoupler (P)
dn3 Nucleus for the third decoupler (P)
dseq3 Decoupler sequence for the third decoupler (P)
numr fch Number of rf channels (P)
dmm4 Decoupler modulation mode for fourth decoupler (P)

Applicability Systems with a deuterium decoupler channel as the fourth decoupler.

Description Sets type of decoupler modulation for the fourth decoupler during
different status periods within a pulse sequence. It functions
analogously to dmm.
Values '¢', 'f', 'g', 'm', 'r', 'u', 'w', and 'x' are available. Refer to dmm
for the definition of these values. If dn4="'" (two single quotes) and
a fourth decoupler is present in the console (numrfch greater than 4),
dmm4 is internally set to 'c' when go is executed.

See also NMR Spectroscopy User Guide

Related dm4 Decoupler modulation for the fourth decoupler (P)
dmf4 Decoupler modulation frequency for the fourth decoupler
P
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dn

dn2

dn3

Description

Values
See also

Related

Applicability
Description

See also

Related

Applicability

dmm Decoupler modulation mode for first decoupler (P)
dn4 Nucleus for the fourth decoupler (P)

dseqd Decoupler sequence for the fourth decoupler (P)
numrfch Number of rf channels (P)

Nucleus for first decoupler (P)

Changing the value of dn causes a macro (named _dn) to be executed
that extracts values for dfrg and dof from lookup tables. The tables,
stored in the directory /vnmr/nuctables, are coded by atomic
weights.

In the lookup tables, typically 'H1', 'c13', 'P31"', etc.

NMR Spectroscopy User Guide

dfrqg Transmitter frequency of first decoupler (P)
dn2 Nucleus for second decoupler (P)

dn3 Nucleus for third decoupler (P)

dn4 Nucleus for fourth decoupler (P)

dof Frequency offset for first decoupler (C)

tn Nucleus for observe transmitter (P)

Nucleus for second decoupler (P)

Systems with a second decoupler.

Changing the value of dn2 causes a macro (named _dn2) to be

executed that extracts values for dfrg2 and dof2 from lookup tables.
Otherwise, dn2 functions analogously to the parameters tn and dn. If
an experiment does not use the second decoupler channel, the channel

can be disabled by setting dn2='"' (two single quotes with no space
in between). This sets dm2='n"', dmm2="c', dmf2=1000 (in Hz),
dfrg2=1 (in MHz), dof2=0, dpwr2=0, dseg2="", and dres2=1.
NMR Spectroscopy User Guide

dfrag2 Transmitter frequency of second decoupler (P)

dn Nucleus for first decoupler (P)

dof2 Frequency offset for second decoupler (C)

numr fch Number of rf channels (P)

tn Nucleus for observe transmitter (P)

Nucleus for third decoupler (P)

Systems with a third decoupler.
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Description Changing the value of dn3 causes a macro (named _dn3) to be
executed that extracts values for dfrg3 and dof3 from lookup tables.
Otherwise, dn3 functions analogously to the parameters tn and dn. If
an experiment does not use the third decoupler channel, the channel

can be disabled by setting dn3='"' (two single quotes with no space
in between). This sets dm3='n', dmm3="'c', dmf3=1000 (in Hz),
dfrg3=1 (in MHz), dof3=0, dpwr3=0, dseqg3="", and dres3=1.
See also NMR Spectroscopy User Guide
Related dn Nucleus for first decoupler (P)
dfrg3 Transmitter frequency of third decoupler (P)
dof3 Frequency offset for third decoupler (C)
numr fch Number of rf channels (P)
tn Nucleus for observe transmitter (P)
dn4 Nucleus for fourth decoupler (P)

Applicability Systems with a deuterium decoupler channel as the fourth decoupler.

Description Changing the value of dn4 causes a macro (named _dn4) to be
executed that extracts values for dfrg4 and dof4 from lookup tables.
Otherwise, dn4 functions analogously to the parameters tn and dn
except that the only valid value for dn4 is 'H2'. If an experiment does
not use the fourth decoupler channel, the channel can be disabled by

setting dn4="" (two single quotes with no space in between). This sets
dmd4='n"', dmmd4="'c', dmf4=1000 (in Hz), dfrg4=1 (in MHz), dof4=0,
dpwr4=0, dseg4="", and dres4=1.
See also NMR Spectroscopy User Guide
Related dfrg4 Transmitter frequency of fourth decoupler (P)
dn Nucleus for first decoupler (P)
dof4 Frequency offset for fourth decoupler (C)
numr fch Number of rf channels (P)
tn Nucleus for observe transmitter (P)
dndfid Retrieve and process fid data from the locator (M)

Applicability Liquids, Imaging, Solids
Description Retrieve fid data from an item selected in the locator. Data is also

processed if Process data on drag-and-drop from locator is selected in
the System settings dialog in the Utilities menu.

Related dndjoin Join a work space from the locator (M)
dndpar Retrieve a parameter set from the locator (M)
dndshims Retrieve a shimset set from the locator (M)
locaction Locator action (M)
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locprotoexec  Execute a protocol from the locator (M)
xmmakenode Make a new study queue node (M)

dndjoin Join a work space from the locator (M)

Description Join the work space selected by the locator.

Related dndfid Retrieve and process fid data from the locator (M)
dndpar Retrieve a parameter set from the locator (M)
dndshims Retrieve a shimset set from the locator (M)
locaction Locator action (M)
locprotoexec  Execute a protocol from the locator (M)
xmmakenode Make a new study queue node (M)
dndpar Retrieve a parameter set from the locator (M)

Description Retrieve a parameter set selected by the locator.

Related dndfid Retrieve and process fid data from the locator (M)
dndjoin Join a work space from the locator (M)
dndshims Retrieve a shimset set from the locator (M)
locaction Locator action (M)
locprotoexec  Execute a protocol from the locator (M)
xmmakenode Make a new study queue node (M)
dndshims Retrieve a shimset set from the locator (M)

Description Retrieve a shimset set selected by the locator.

Related dndfid Retrieve and process fid data from the locator (M)
dndjoin Join a work space from the locator (M)
dndpar Retrieve a parameter set from the locator (M)
locaction Locator action (M)
locprotoexec  Execute a protocol from the locator (M)
xmmakenode Make a new study queue node (M)

doautodialogStart a dialog window using cer file (M)

Applicability Systems with automation.
Syntax doautodialog
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Description

Related

dodialog

Syntax

Description

dof

Description

Values

See also

Related

dof2

Applicability
Description

Values

See also

Related
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Internal macro used by enter to start a dialog window using the def
file for an experiment in the dialoglib directory.

enter Enter sample information for automation run (M,U)

Start a dialog window with dialog1ib file (M)

dodialog

Internal macro that starts a dialog window using a dialog file in the
dialoglib directory.

Frequency offset for first decoupler (P)

Controls the frequency offset of the first decoupler. Higher numbers
move the decoupler to higher frequency (toward the left side of the
spectrum). The frequency accuracy of the decoupler offset is
generally0.1 Hz. The value is specified in the config program.

-100000 to 100000 Hz (approximate, depends on frequency), in steps
of 0.1 Hz.

NMR Spectroscopy User Guide

config Display current configuration and possible change it
M)

dof2 Frequency offset for second decoupler (P)

dof3 Frequency offset for third decoupler (P)

dof4 Frequency offset for fourth decoupler (P)

tof Frequency offset for observe transmitter (P)

Frequency offset for second decoupler (P)

Systems with a second decoupler.

Controls the frequency offset for the second decoupler. dof2 functions
analogously to the parameters tof and dof.

-100000 to 100000 Hz (approximate, depends on frequency), in steps
of 0.1 Hz. If dn2="" (two single quotes with no space in between) and
a second decoupler channel is present in the console, dof2 assumes a
default value of 0 when go is executed.

NMR Spectroscopy User Guide

dn2 Nucleus for second decoupler (P)
dof Frequency offset for first decoupler (P)
tof Frequency offset for observe transmitter (P)
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dof3

Applicability
Description

Values

See also

Related

dof4

Applicability
Description

Values

See also

Related

doneshot
Description

See also

Related

dopardialog

Description

Frequency offset for third decoupler (P)

Systems with a third decoupler.

Controls the frequency offset for the third decoupler. dof3 functions
analogously to the parameters tof and dof.

-100000 to 100000 Hz (approximate, depends on frequency), in steps
of 0.1 Hz. If dn3="" (two single quotes with no space in between) and
a third decoupler channel is present in the console, dof3 assumes a
default value of 0 when go is executed.

NMR Spectroscopy User Guide

dn3 Nucleus for third decoupler (P)
dof Frequency offset for first decoupler (P)
tof Frequency offset for observe transmitter (P)

Frequency offset for fourth decoupler (P)

Systems with a deuterium decoupler channel as the fourth decoupler.
Controls the frequency offset for the fourth decoupler. dof4 functions
analogously to the parameters tof and dof.

-100000 to 100000 Hz (approximate, depends on frequency), in steps
of 2.384 Hz. If dn4="'" (two single quotes with no space in between)
and a fourth decoupler channel is present in the console, dof4
assumes a default value of 0 when go is executed.

NMR Spectroscopy User Guide

dn4 Nucleus for fourth decoupler (P)
dof Frequency offset for first decoupler (P)
tof Frequency offset for observe transmitter (P)

Set up parameters for Doneshot pulse sequence (M)

Converts a parameter set to Doneshot experiment.
NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)
fiddle Perform reference deconvolution (M)
setup_dosy Set up gradient levels for DOSY experiments (M)

Starta dlalog with dialoglib/experiment def file (M)

Internal macro that starts a dialog window using a def file in the
directory dialoglib/experiment.
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do_pcss Calculate proton chemical shifts spectrum (C)

Syntax do_pcss<(<threshold><,max_cc><,max_width) >

Description Strips a high-resolution proton spectrum down to a list of chemical
shifts. The list is saved in the file pcss.outpar. If no argument is
given, do_pcss automatically calculates the threshold and uses default
values for the maximum allowable coupling constant and the maximum
width of a spin multiplet.

Arguments threshold sets the level whether a point belongs to a peak or is noise.

max_cc is the maximum allowable coupling constant in the spectrum.
Default is 20 Hz.

max_width is the maximum width of a spin multiplet in the spectrum.
Default is 60 Hz.

Examples do_pcss
do_pcss(10)
do_pcss(9,20,80)

See also NMR Spectroscopy User Guide

Related pcss Calculate and show proton chemical shifts spectrum
D
dosy Process DOSY experiments (M)

Syntax dosy(<'prune'>,<lowerlimit,upperlimit>)

Description Performs a DOSY (diffusion ordered spectroscopy) analysis of the data
in an array of spectra.

dosy uses the commands d11 and fp to determine the heights of all
signals above the threshold defined by the parameter th and then fits
the decay curve for each signal to a Gaussian using the program
dosyfit. It stores a summary of all diffusion coefficients and their
estimated standard errors and various other results as follows:

*In the directory $SHOME/vnmrsys/Dosy: diffusion_display.inp,
general_dosy_stats, calibrated_gradients, fit_errors, and
diffusion_spectrum

*In the current experiment: a second copy of diffusion_display.inp.
The command showdosy has been incorporated into dosy.

Arguments prune starts a dialog to allow one or more spectra to be omitted from
the analysis.
lowerlimit is the lower diffusion limit (in units of 10" m2%/s) to be
displayed.
upperlimit is the upper diffusion limit (in units of 10° 10 mz/s) to be
displayed.

Without arguments, dosy uses all the experimental spectra and covers
the whole diffusion range seen in the experimental peaks.
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See also

Related

dosy2d

Applicability
Description

Related

dosy3Dflag

Syntax
Applicability
Description

Arguments

See also

dosy3Dproc

Syntax
Applicability
Description

Arguments

NMR Spectroscopy User Guide

ddif Synthesize and display DOSY plot (C)
fiddle Perform reference deconvolution (M)
setup_dosy Set up gradient levels for DOSY experiments (M)

Apptype macro for dosy 2D experiments (M)

Liquids

Performs the actions for 2D dosy protocols to set up, process, and plot
experiments. It is only available if the Dosy software is installed.
apptype Application type (PM)

execpars Set up the exec parameters (M)

Used by the dosy macro to determine whether to use 2D or
3D DOSY processing

dosy3Dflag
VnmrJ 3.1

dosy3Dflag is a parameter used by the dosy macro to determine
whether to use 2D or 3D processing. It is normally set automatically,
but can also be set manually, e.g. to force 2D processing of one
increment of a 3D dataset.

dosy3Dflag="y'
dosy3Dflag="n'
dosy

Used by the dosy macro to determine whether to use 2D or
3D processing

dosy3Dproc
VnmrJ 3.1

dosy3Dproc is a parameter used by the dosy macro to determine
whether to use 2D or 3D processing, and what type of the latter. It is
normally set automatically, but can also be set manually, e.g. to force
2D processing of an increment extracted from a 3D dataset.

dosy3Dproc="n'
dosy3Dproc='ntype'
dosy3Dproc='ptype'

dosy3Dproc="y
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See also

dosy

dosybypoints Determines whether peak picking is used by the dosy

Syntax
Applicability
Description

Arguments

See also

dosyfit

Syntax

Applicability
Description

Arguments

See also

dosyfrqg

Description

VnmrJ 4 Command and Parameter Reference Guide

macro

dosybypoints
VnmrJ 3.1

Determines whether dosy produces a 2D display based on whole peaks
(the default) or point by point (much slower) in the spectral dimension.

'n' divides the spectrum into individual peaks, creating one cross-peak
for each individual peak found in the 1D spectrum. 'y' performs a
diffusion fit for every point in the displayed region of the spectrum
that lies above the threshold th.

ddif
dosy

fits 2D or 3D DOSY data to obtain diffusion coefficients,
amplitudes and statistics

dosyfit
dosyfit('version")
dosyfit('3D")
dosyfit('3D', avgnoise)
VnmrdJ 3.1

dosyfit performs monoexponential least squares fitting on signal
intensities from 2D and 3D datasets, summarising the results in various
files.

dosyfit takes 0, 1, or 2 arguments: 'version' returns the version
number of the software, '3D' invokes processing of cross-peak volumes
stored in the files peaks.bin.<n> rather than peak heights stored in the
file dosy_in. In the case of 3D processing, the parameter avgnoise
allows correction for the average baseplane noise in absolute value data
ddif

dosy

Larmor frequency of phase encoded nucleus in DOSY (P)

Stores the NMR frequency of the phase encoded nucleus in DOSY
experiments. It is directly set by the DOSY sequences.
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See also

Related

dosygamma

Description

See also

Related
dosypeaks
Syntax

Applicability

Description

Arguments

See also

dosyproc

Syntax
Applicability

Description

Arguments

See also

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)

Gyromagnetic constant of phase encoded nucleus in DOSY

(P)

Stores the gyromagnetic constant of the phase encoded nucleus in
DOSY experiments. It is automatically set by the DOSY sequences and
used by the dosy macro.

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)

Determines whether peak picking is used by the dosy macro

dosypeaks
VnmrJ 3.1

Determines whether dosy produces a 2D display based on whole peaks
(the default) or point by point (much slower) in the spectral dimension.

'y' divides the spectrum into individual peaks, creating one cross-peak
for each individual peak found in the 1D spectrum. 'n' performs a
diffusion fit for every point in the displayed region of the spectrum
that lies above the threshold th.

ddif
dosy

Determines the type of processing performed by the dosy
macro

dosyproc
VnmrJ 3.1

Determines whether dosy produces a discrete or a continuous
diffusion spectrum.

'discrete' invokes monoexponential fitting with dosyfit if ncomp=1,
and multiexponential fitting with the external programme SPLMOD if
ncomp>1. 'continuous' invokes processing with the external programme
CONTIN and gives a continuous distribution in the diffusion domain.

dosy

For information about the programmes SPLMOD and CONTIN please
visit http://s- provencher.com/index.shtml.
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dosytimecubed Gyromagnetic constant of phase encoded nucleus in
DOSY (P)

Description Time cubed factor in the expression for diffusional attenuation. It is
automatically set by the DOSY sequences and used by the dosy macro.

See also NMR Spectroscopy User Guide
Related dosy Process DOSY experiments (M)

dot1l Set up a T; experiment (M)

Syntax dotl<(min_T1_estimate,max_Tl1_estimate, time)>

Description Sets up all parameters to perform a 77 experiment, including dil, pw,
pl, nt, and an array of d2 values, based on information entered you
enter. Make sure that the parameter pw90 is set properly and contains
the correctly calibrated 90° pulse width because dotl uses this
information. If you have not done a pulse width calibration recently,
you may wish to do so now.

Minimum and maximum 77 for the peaks of interest are estimates. Do
the best you can. Your estimates are used to select optimum values of
d2. If the T does not fall between your two guesses, your experiment
may not be optimum, but it should still be usable unless your estimates
are extremely far off. When you are satisfied with the parameters,
enter ga or au to acquire the data.

Arguments min_T1_estimate is the estimated minimum expected 7. The default
is the system prompts the user for the value.

max_T1_estimate is the estimated maximum expected 7. The default
is the system prompts the user for the value.

time is the total time in hours that the experiment should take. The
default is the system prompts the user for the value.

Examples dotl
dotl(1,2,.5)

See also NMR Spectroscopy User Guide

Related di1 First delay (P)
dz2 Incremented delay in 1st indirectly detected dimension (P)
ga Submit experiment to acquisition and FT the result (C)
go Submit experiment to acquisition (C)
nt Number of transients (P)
pl First pulse width (P)
ow Pulse width (P)

pw90  90° pulse width (P)
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dotflag Display FID as connected dots (P)

Description When sparse FID data points are displayed, they are displayed as
unconnected dots. If dotflag exists and is set to 'n', the FID dots
will be connected. To create dotflag, enter
create('dotflag', 'flag'). To create dotflag and the FID display
parameters axisf, vpf, vpfi, crf, and deltaf (if the parameter set
is older and lacks these parameters), enter addpar ('fid').

Values 'n' sets connecting the dots. 'y' sets not connecting the dots.

See also NMR Spectroscopy User Guide

Related addpar Add selected parameters to the current experiment (M)
create Create new parameter in a parameter tree (C)
af Display a single FID (C)

dousermacro Mechanism to provide customization to VnmrJ operations

Syntax dousermacro('rootName' <,args>)
Applicability VnmrJ 3.1

Description Certain VnmrJ operations have software hooks to allow for easy user
customization. For example, the svf operation will call a macro named
usersvf, if it exists. That usersvf macro could copy additional files
into the .fid directory, write a log file, or email a message. It is up to
the user to decide how they may want to customize the operation.

The mechanism we use to provide this customization is dousermacro.
This macro is often called with the syntax dousermacro ($0) where
$0 is the name of the macro being executed (svf in the example above.)
The dousermacro prepends the string 'user' to the first passed
argument and then checks if that macro exists. If it does, it is executed.
If any additional arguments are passed to dousermacro, these are
passed along to the 'user'+rootName macro.

Some of the operations that have these dousermacro hooks include:
*bootup
e calibrate
* operatorlogin
e operatorlogout
e plot
* process
ert
e rtp
* savefid
o svf
e updateprobe
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Creating a local macro named, for example, userplot will allow
customization any time the plot macro is called. There are several
other macros that call dousermacro. They generally require a fairly
good understanding of how these other macros are used in order to
effectively use the dousermacro tool. You can find all the macros that
call dousermacro by executing: grep dousermacro /vnmr/maclib/*
from a shell tool.

downsamp Downsampling factor applied after digital filtering (P)

Description Specifies the downsampling factor applied after digital filtering. The
spectral width of the data set after digital filtering and downsampling
is sw divided by downsamp, where sw is the acquired spectral width.
If downsamp does not exist in the current experiment, enter
addpar ( 'downsamp') to add it. addpar ('downsamp') creates the
digital filtering and downsampling parameters downsamp, dscoef,
dsfb, dslsfrqg, and filtfile.

Values Number for the downsampling factor. 1 sets digital filtering with a filter
bandwidth specified by dsfb without downsampling.

'n' sets normal data processing without digital filtering.

See also NMR Spectroscopy User Guide

Related addpar Add selected parameters to current experiment (M)
digfilt Write digitally filtered FID to another experiment (M)
dscoef Digital filter coefficients for downsampling (P)
dsfb Digital filter bandwidth for downsampling (P)
dslsfrg Bandpass filter offset for downsampling (P)
filtfile File of FIR digital filter coefficients (P)
pards Create additional parameters used by downsampling

oY)
sw Spectral width in directly detected dimension (P)
dp Double precision (P)

Description Sets whether data are acquired in a 16-bit or 32-bit integer format.

Values 'n' sets 16-bit format, 'v' sets 32-bit format. If the 200-kHz receiver
option is installed (Max. Narrowband Width set to 200 kHz in the
Spectrometer Configuration window), dp is forced to 'n' if
120000<sw<=200000. If sw>200000, dp is forced to 'y'. On wideline
systems, dp="'y"' is required when sw>100000.

See also NMR Spectroscopy User Guide
Related sw Spectral width in directly detected dimension (P)
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dpcon Display plotted contours (C)

Syntax dpcon (<options, ><levels, spacing>)
Description Produces a true contour plot display.
Arguments options must precede levels and spacing in the argument list and
can be one or more of the following:
* 'pos' is a keyword to limit the display to positive peaks only in
phased spectra. The default is both positive and negative peaks.
* 'neg' is a keyword to limit the display to negative peaks only in
phased spectra.

* 'noaxis' is a keyword to omit outlining the display and drawing the
horizontal or vertical axis.

levels is the maximum number of contours to be shown. The default
is 4.

spacing is the spacing by relative intensity of successive contour
levels. The default is 2.

Examples dpcon
dpcon('pos', 6)
dpcon(15,1.4)

See also NMR Spectroscopy User Guide

Related dcon Display noninteractive color intensity map (C)
dconi Control display selection for the dconi program (P)
dpconn Display plotted contours without screen erase (C)
pcon Plot contours on plotter (C)
dpconn Display plotted contours without screen erase (C)

Syntax dpconn(<options,><levels, spacing>)

Description Produces a true contour plot display exactly the same as the dpcon
command, but without erasing the screen before drawing. The
arguments are entered the same as dpcon.

See also NMR Spectroscopy User Guide
Related dpcon Display plotted contours (C)

dpf Display peak frequencies over spectrum (C)

Syntax (1) dpf<(<'noll'><, 'pos'><,noise_mult><, 'top'>)>
(2) dpf<(<'noll'><, 'pos'><,noise_mult><, 'leader'>
<,length>)>
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Description Displays peak frequencies in the graphics window, with units specified
by the axis parameter. Only those peaks greater than th high are
selected. If the interactive command ds is active, dpf deactivates it.

Two basic modes of label positioning are available: labels placed at the
top, with long leaders extending down to the tops of the lines (syntax
1 using 'top' keyword) or labels positioned just above each peak, with
short leaders (syntax 2 using 'leader' keyword). The default is short
leaders.

Arguments 'noll' is a keyword to display frequencies using last previous line
listing.

'pos' (or 'moneg') is a keyword to display positive peaks only.

noise_mult is a numerical value that determines the number of noise
peaks displayed for broad, noisy peaks. The default is 3. A smaller
value results in more peaks, a larger value results in fewer peaks, and
a value of 0.0 results in a line listing containing all peaks above the
threshold th. Negative values of noise_mult are changed to a value
of 3. The noise_mult argument is inactive when the 'noll' keyword
is specified.

"top' is a keyword to display peak labels at the top with long leaders.

In this mode, the height of labels is varied by changing the parameter
wc2.

'leader' is a keyword to display labels positioned just above each
peak.

length specifies the leader length, in mm, if labels are positioned just
above each peak. The default is 20.
Examples dpf ('pos')
dpf ('leader',30)
dpf('top', 'noll"')
dpf('pos',0.0, 'leader',30)
See also NMR Spectroscopy User Guide

Related axis Axis label for displays and plots (P)
dpir Display integral amplitudes below spectrum (C)
dpirn Display normalized integral amplitudes below spectrum (M)
pir Plot integral amplitudes below spectrum (C)
pirn Plot normalized integral amplitudes below spectrum (M)
ppf Plot peak frequencies over spectrum (M)
th Threshold (P)
vp Vertical position of spectrum (P)
wc2 Width of chart in second direction (P)
dpir Display integral amplitudes below spectrum (C)

Description Displays integral amplitudes below the appropriate spectral regions.
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See also NMR Spectroscopy User Guide

Related dpf Display peak frequencies over spectrum (C)

dpirn Display normalized integral amplitudes below spectrum
oy
pir Plot integral amplitudes below spectrum (C)
pirn Plot normalized integral amplitudes below spectrum (M)
ppf Plot peak frequencies over spectrum (M)
dpirn Display normalized integral amplitudes below spectrum

(M)

Description Equivalent to the command dpir except that the sum of the integrals
is normalized to the value of the parameter ins.

See also NMR Spectroscopy User Guide

Related dpir Display integral amplitudes below spectrum (C)
ins Integral normalization scale (P)
pirn Plot normalized integral amplitudes below spectrum
D)
dpiv Display integral values below spectrum (M)

Syntax dpiv<(vertical_position)>

Description Labels integrals with a bracket below the spectrum and a vertical
number indicating the integral value.

evertical labels for narrower regions
e avoids label overlap by label shifting
*more flexible vertical positioning

The vertical position defaults to a location just underneath the scale
labels, assuming there is enough room below the scale. If the vertical
position is too low, the vertical position is allowed to approach the
position of the spectrum up to 1 mm. If the spectral position is so low
that the integral labels would overlap with the spectrum, an error
message is produced (indicating the minimum vp), and the command
aborts. No error message is produced in case of overlap with the scale.
The minimum for vp depends on the plotter and the character size,
and in the case of dpiv also on the size of the graphics window.

Use an optional argument to force the vertical position to any value;
no checking is done, and no error message is produced in case of
overlap. piv (vp-2) produces integral labels with the brackets ending
2 mm below the position of the spectrum.
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dpiv follows this convention: the output is controlled by ins and
insref and not by is. Restore the is integration mode by creating a
(local or global) parameter oldint and set oldint= 'y"

create('oldint', 'flag', 'global"')
oldint="y"

oldint='n" (or destroy the parameter) switches back to the default
integration mode.

Examples vp=25 dpiv
vp=50 pl pscale piv(0)

Related dpir Display integral amplitudes below spectrum (C)

dpirn Display normalized integral amplitudes below spectrum
©

dpivn Display normalized integral amplitudes below spectrum
(M)

pirn Plot normalized integral amplitudes below spectrum (C)

pir Plot integral amplitudes below spectrum (C)

piv Plot integral amplitudes below spectrum (M)

pivn Plot normalized integral amplitudes below spectrum (M)

dpivn Display normalized integral values below spectrum (M)

Syntax dpivn<(vertical_position)>
Description Labels integrals with a bracket below the spectrum and a vertical
number indicating the integral value.

See dpiv for description and use.

Related dpir Display integral amplitudes below spectrum (C)
dpirn Display normalized integral amplitudes below spectrum (C)

dpiv Display integral amplitudes below spectrum (M)

pirn Plot normalized integral amplitudes below spectrum (C)

pir Plot integral amplitudes below spectrum (C)

piv Plot integral amplitudes below spectrum (M)

pivn Plot normalized integral amplitudes below spectrum (M)
dpl Default plot (M)

Description Looks for sequence-specific default plot macro (dpl_segfil) and
executes if one is found.

Related dpl_segfil Sequence-specific default plot (M)
dpr Default process (M)
dds Default display (M)
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dpl_segfil Sequence-specific default plot (M)

Description Sequence-specific default plot. These macros are called by the dpl
macro.

Examples dpl_NOESY1D
dpl_TOCSY1D

Related dpl Default plot (M)
dpr Default process (M)
dds Default display (M)
dplane Display a 3D plane (M)

Syntax dplane (<plane_type, >plane_number)

Description Displays the 2D color map of a particular data plane from a 3D
spectral data set. The 3D parameters are loaded into VnmrJ each time
dplane is executed. The parameter path3d specifies the absolute path
to the directory (without the .extr file extension) where the 2D
planes extracted from the 3D spectral data set reside.

Arguments plane_type is one of the keywords 'f1£f3', 'f2f3',and 'f1£f2"' for
the f,f3, f5,f3, and f;f; planes, respectively. If plane_type is specified,
the parameter plane is updated with that new value. plane is then
used to determine the type of 3D plane to be displayed.

plane_number specifies which plane of a particular type is to be
displayed:

* For plane f;fg, the range of plane_number is 1 to fn2/2
* For plane fyf3, the range of plane_number is 1 to fnl/2
e For plane f;fy, the range of plane_number is 1 to fn/2

Examples dplane(3)
dplane('f1f2',2)

See also NMR Spectroscopy User Guide
Related dsplanes  Display a series of 3D planes (M)

dproj Display a 3D plane projection (M)

getplane  Extract planes from a 3D spectral data set (M)

nextpl Display the next 3D plane (M)

path3d Path to currently displayed 2D planes from a 3D data
set (P)

plane Currently displayed 3D plane type (P)

prevpl Display the previous 3D plane (M)

plplanes Plot a series of 3D planes (M)

284 VnmrJ 4 Command and Parameter Reference Guide



dpr Default process (M)

Description Looks for sequence-specific default plot macro (dpr_segfil) and
executes if one is found.

Related dpr_seqgfil Sequence-specific default process (M)

dpl Default plot (M)
dds Default display (M)
dpr_segfil Sequence-specific default process (M)

Description Sequence-specific default plot. These macros are called by the dpr
macro.

Examples dpr_NOESY1D
dpr_TOCSY1D

Related dpr Default process (M)
dpl Default plot (M)
dds Default display (M)
dprofile Display pulse excitation profile (M)

Syntax dprofile<(axisflag<,profile<,shapefile>>)>
Description Displays the X, Y and Z excitation (inversion) profile for a pulse shape
generated by the Pbox software. If shapefile is not provided, the last
simulation data stored in the shapelib/pbox.sim file are displayed.
Arguments The axisflag and profile arguments can be given in any order.

axisflag is 'y' to display the full spectrum and a frequency scale,
or 'n' to suppress the scale and spectrum. The default is 'n'.
profile is a character string identifying the desired profile. 'xyz"
selects X, Y, and Z (inversion) profiles; 'xy' selects only the excitation
(transverse) profiles; 'x' selects only the X transverse excitation
profile; and 'z' selects only the inversion profile. The default is
'xyz"'.
shapefile is the name of a *.RF or *.DEC file, including the
extension.

Examples dprofile
dprofile('y', 'xy"')
dprofile('xy', 'n', 'softpls.RF"')

See also NMR Spectroscopy User Guide

Related pprofile Plot pulse excitation profile (M)
Pbox Pulse shaping software (U)
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dproj

dps

Syntax
Description

Arguments

Examples

See also

Related

Syntax
Description

Arguments

Display a 3D plane projection (M)

dproj<(plane_type) >

Displays 2D color map of the 2D projection plane from a 3D spectral
data set. The projection is a skyline projection. The 3D parameters are
loaded into VnmrJ each time dproj is executed. For this macro, the
parameter path3d specifies the directory (without the .extr
extension) where the 2D projection resides that has been created from
the 3D spectral data set.

plane_type is one of the keywords '£f1£3', '£f2£f3',and '£1£2"' for
the f;f3, f5,f3, and f;f; planes, respectively. If plane_type is specified,
the parameter plane is updated with that value. plane is then used
to determine the type of 2D projection to be displayed.

dproj

dproj ('f1f2")

NMR Spectroscopy User Guide

dplane Display a 3D plane (M)
dsplanes Display a series of 3D planes (M)
getplane Extract planes from a 3D spectral data set (M)

nextpl Display the next 3D plane (M)

path3d Path to currently displayed 2D planes from a 3D data
set (P)

plane Currently displayed 3D plane type (P)

plplanes Plot a series of 3D planes (M)

prevpl Display the previous 3D plane (M)

Display pulse sequence (C)

dps<(file),x,y,width, height>

Displays a picture of pulse sequences consisting of three to five parts.
The top part is the transmitter pulse sequence (Tx). The second part
is the decoupler pulse sequence (Dec). The third part might be the

second or third decoupler (Dec2 or Dec3) pulse sequence or gradients
(X, Y, or Z), depending on the program. The lowest part is the status.

The pulse parameters are displayed if there is enough space an if the
length of the parameter name is less than thirty letters. The value of
each pulse is also displayed. If the value delay or width is less than
zero, a question mark (?) is displayed. The time units are displayed in
color (on a color monitor). The height of pulses is scaled according to
their power level.

dps also displays spin lock, transmitter gating, observe transmitter
power, and other information.

file specifies the name of the file containing the pulse sequences. The
default is the file seqgfil.
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x,y specifies the start of the position with respect to the lower-left
corner of the window.

width, height are in proportion to wcmax and wc2max.
See also NMR Spectroscopy User Guide

Related pps Plot pulse sequence (C)
seqgfil Pulse sequence name (P)
wcC Width of chart (P)
wcmax Maximum width of chart (P)
wc2max Maximum width of chart in second direction (P)
dpwr Power level for first decoupler with linear amplifier (P)

Applicability Systems with a linear amplifier.

Description On systems equipped with a linear amplifier, a 63-dB or 79-dB
attenuator between the decoupler transmitter and the amplifier
controls the power level.

The system value for the attenuator upper safety limit is set fin the
Spectrometer Configuration window (opened by config). The Upper
Limit entry sets this value. For broadband decoupling of 1H nuclei,

typical values range from 36 to 49 dB. For homonuclear decoupling,
typical values range from 5 to 15 dB.

Values 79 dB, -16 to +63, in steps of 1 dB.

Decoupler power greater than 2 watts in a switchable probe will
damage the probe. Always carefully calibrate decoupling to avoid
exceeding 2 watts. The maximum value for dpwr on a 200-, 300-, or
400-MHz system with a linear amplifier on the decoupler channel has
been set to 49, corresponding to about 2 watts of power. Before using
dpwr=49 for continuous decoupling, ensure safe operation by
measuring the output power. This should be done during system
installation and checked periodically by the user.

See also Vwnmrd Installation and Administration

Related cattn Coarse attenuator (P)
config Display current configuration and possible change it (M)
dpwr First decoupler fine power (P)
dpwr?2 Power level for second decoupler (P)
dpwr3 Power level for third decoupler (P)
dpwr4 Power level for fourth decoupler (P)
fattn Fine attenuator (P)
tpwr Power level of observe transmitter with linear amplifiers
®)
tpwrf Observe transmitter fine power (P)
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dpwr2

Applicability
Description

Values

See also

Related

dpwr3

Applicability
Description

Values

Power level for second decoupler with linear amplifier (P)

Systems with a linear amplifier as the second decoupler.

Controls the coarse attenuator (63 dB or 79 dB) that resides between
the transmitter board and the linear amplifier associated with the
second decoupler. The system value for the attenuator upper safety
limit is set in the Spectrometer Configuration window (opened by
config).

79 dB, -16 to +63, in steps of 1 dB.

If dn2="" (two single quotes) and a second decoupler channel is
present in the console, dpwr2 assumes a default value of 0 when go
is executed.

Decoupler power greater than 2 watts in a switchable probe will damage
the probe. Always carefully calibrate decoupling to avoid exceeding 2
watts. The maximum value for dpwr2 on a 200-, 300-, or 400-MHz system
with a linear amplifier on the decoupler channel has been set to 49,
corresponding to about 2 watts of power. Before using dpwr2=49 for
continuous decoupling, ensure safe operation by measuring the output
power. This should be done during system installation and checked
periodically by the user.

NMR Spectroscopy User Guide

cattn Coarse attenuator type (P)

config Display current configuration and possible change it
(M)

dn2 Nucleus for second decoupler (P)

Power level for third decoupler with linear amplifier (P)

Systems with a linear amplifier as the third decoupler.

Controls the coarse attenuator (63 dB or 79 dB) that resides between
the transmitter board and the linear amplifier associated with the third
decoupler. The system value for the attenuator upper safety limit is set
in the Spectrometer Configuration window (opened by config).

If 63-dB attenuator installed: 0 to 63 (63 is max. power), in units of dB.
If 79-dB attenuator installed: -16 to 63 (63 is max. power), in units

of dB. If dn3="" (two single quotes) and a third decoupler channel is
present in the console, dpwr3 assumes a default value of 0 when go

is executed.
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Decoupler power greater than 2 watts in a switchable probe will damage
the probe. Always carefully calibrate decoupling to avoid exceeding 2
watts. The maximum value for dpwr3 on a 200-, 300-, or 400-MHz system
with a linear amplifier on the decoupler channel has been set to 49,
corresponding to about 2 watts of power. Before using dpwr3=49 for
continuous decoupling, ensure safe operation by measuring the output
power. This should be done during system installation and checked
periodically by the user.

See also NMR Spectroscopy User Guide

Related cattn Coarse attenuator type (P)
config Display current configuration and possible change it
D
dn3 Nucleus for third decoupler (P)
dpwr4 Power level for fourth decoupler amplifier (P)

Applicability Systems with deuterium decoupler channel as the fourth decoupler.
Description Controls the coarse attenuator (45 dB range) that resides on the Lock
Transceiver board and the amplifier associated with the fourth
decoupler. The system value for the attenuator upper safety limit is set
in the Spectrometer Configuration window (opened by config).
Values 48-dB attenuator: 15 to 63 (63 is max. power), in units of dB.
If dnd="" (two single quotes) and a third decoupler channel is present

in the console, dpwr4 assumes a default value of 0 when go is
executed.

Decoupling power greater than 5 watts applied to a triple-resonance probe
will damage the probe. The maximum value for dpwr4 is 63, corresponding
to about 35 watts to the probe. A value of dpwr4 equal to 52 corresponds
to about b watts and will produce approximately a 1 kHz decoupling field.
Always carefully calibrate decoupling power to avoid exceeding 5 watts.
Before using dpwrd=52 continuous decoupling, ensure safe operation by
measuring the output power. Measurement should be taken during system
installation and checked periodically by the user.

See also NMR Spectroscopy User Guide

Related cattn Coarse attenuator type (P)
config Display current configuration and possible change it
D)
dn3 Nucleus for third decoupler (P)
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dpwrf

Applicability
Description

Values

See also

Related

dpwrf2

Applicability
Description
Values

See also

Related

dpwrf3

Applicability
Description
Values

See also

Related

First decoupler fine power (P)

Systems with an optional fine attenuator on the decoupler channel.

Controls the first decouple fine attenuator. Systems with this
attenuator are designated within the Spectrometer Configuration
window (opened by config) by the status of the Fine Attenuator
entry. The fine attenuator is linear and spans 6 dB.

0 to 4095 (where 4095 is maximum power). If dpwrf does not exist
in the parameter table, a value of 4095 is assumed.

User Programming, User Guide: Solids;, CP/MAS Installation,

config Display current configuration and possibly change it (M)
dpwr Power level for first decoupler with linear amplifiers (P)

dpwrf2 Second decoupler fine power (P)

dpwrf3 Third decoupler fine power (P)

dpwrm First decoupler linear modulator power (P)

fattn Fine attenuator (P)

tpwr Power level of observe transmitter with linear amplifiers
®)

tpwrf Transmitter fine power (P)

Second decoupler fine power (P)

Systems with an optional fine attenuator on the second decoupler
channel.

Controls the second decoupler fine attenuator, functioning analogously
to dpwrf.

0 to 4095 (where 4095 is maximum power). If dpwrf2 does not exist
in the parameter table, a value of 4095 is assumed.

User Programming

dpwr f First decoupler fine power (P)

Third decoupler fine power (P)

Systems with an optional fine attenuator on the third decoupler
channel.

Controls the third decoupler fine attenuator, functioning analogously
to dpwrf.

0 to 4095 (where 4095 is maximum power). If dpwrf3 does not exist
in the parameter table, a value of 4095 is assumed.

User Programming

dpwrf First decoupler fine power (P)
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dpwrm

Applicability
Values

See also

Related

dpwrm2

Applicability
Description

Values

See also

Related

dpwrm3

Applicability
Description

Values

See also

Related

Dgcosy

Description

See also

Related

VnmrJ 4 Command and Parameter Reference Guide

First decoupler linear modulator power (P)

Systems with a first decoupler linear modulator.
The fine power control is linear and spans 0 to dpwr.

0 to 4095 (where 4095 is maximum power). If dpwrm does not exist
in the parameter table, a value of 4095 is assumed.

User Programming; User Guide: Solids; CP/MAS Installation

dpwrm?2 Second decoupler linear modulator power (P)
dpwrm3 Third decoupler linear modulator power (P)
tpwrm Observe transmitter linear modulator power (P)

Second decoupler linear modulator power (P)

Systems with a second decoupler linear modulator.
Controls the second decoupler linear modulator systems.

0 to 4095 (where 4095 is maximum power). If dpwrm2 does not exist
in the parameter table, a value of 4095 is assumed.

User Programming

dpwrm First decoupler linear modulator power (P)

Third decoupler linear modulator power (P)

Systems with a third decoupler linear modulator.
Controls the third decoupler linear modulator systems.

0 to 4095 (where 4095 is maximum power). If dpwrm3 does not exist
in the parameter table, a value of 4095 is assumed.

User Programming

dpwrm First decoupler linear modulator power (P)

Convert the parameter to a DQCOSY experiment (M)

Convert the parameter to a double-quantum filtered (DQCOSY)
experiment

NMR Spectroscopy User Guide

cosyps Set up parameters for phase-sensitive COSY (M)
Cosy Set up parameters for COSY pulse sequence (M)
relayh Set up parameters for COSY pulse sequence (M)

291



draw Draw line from current location to another location (C)

Syntax draw(<'keywords'>x,Vy)

Description Draws a line from the current location to the absolute location with
coordinates given by the arguments.

Arguments 'keywords' identifies the output device ('graphics'|'plotter’'),
drawing mode ('xor'|'normal'), and drawing capability
('newovly'|'ovly'|'ovlyC").

e 'graphics'|'plotter' is a keyword for the output device. The
default is 'plotter'. The output selected is passed to subsequent
pen, move, or draw commands and remains active until a different
output is specified.

* 'xor','normal' is a keyword for the drawing mode when using the
'graphics' output device. The default is 'normal'. In the 'xor'
mode, if a line is drawn such that one or more points of the line are
in common with a previous 'xor' line, the common points are
erased. In the normal mode, the common points remain. The mode
selected is passed to subsequent draw, pen, and move commands and
remains active until a different mode is specified.

* 'newovly', 'ovly', and 'ovlyC' are keywords that specify an
interactive drawing capability that is slightly slower than the 'xor’
mode but more consistent in color. 'newovly' clears any previous
draws, boxes, and writes made with the 'ovly' modes and draws
the figure. 'ovly' draws without clearing so that multisegment
figures can be created. 'ovlyC' clears without drawing.

x,y are the absolute coordinates, in mm, of the endpoint of the line
to be drawn. The range of x is 0 at the left edge of the chart and
wcmax at the right edge. The range of v is —20 at the bottom of the
chart and wc2max at the top.

Examples draw('graphics', 'Xor'.wcmax—-sc,vp+th)
draw (wcmax—sc-wc* (cr—-delta-sp) /wp, wc2max)

See also NMR Spectroscopy User Guide

Related gin Return current mouse position and button values
©
move Move to an absolute location (C)
pen Select a pen or color for drawing (C)
wcmax Maximum width of chart (P)
wc2max Maximum width of chart in second direction (P))
dres Measure linewidth and digital resolution (C)

Syntax dres<(<freg<, fractional_height>>)>
:linewidth,digital_resolution

Description Analyzes the line defined by the current cursor position for its
linewidth (width at half-height) and digital resolution.
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Arguments

Examples

See also

Related

dres

Applicability
Description

Values

See also

Related

dres2

Applicability
Description

Values

freq is the frequency of the line. The default is the parameter cr.
This overrides using the current cursor position as the frequency.

fractional_height is the linewidth is measured at this height.
linewidth is the value returned for the linewidth of the line.

digital_resolution is the value returned for the digital resolution
of the line.

dres:Swidth, Sres
dres(cr,0.55)

NMR Spectroscopy User Guide; User Programming

cr Current cursor position (P)
dsn Measure signal-to-noise (C)

Tip-angle resolution for first decoupler (P)

Systems with waveform generators.

Controls the tip-angle resolution to be used within a waveform
generator decoupling sequence on the first decoupler. The optimum
value is a function of the decoupling sequence to be used: for
WALTZ- 16, dres=90.0; for MLEV16-240, dres=30.0; and for GARP1,
dres=1.0.

1.0 to 90.0, in units of degrees. In reality, dres can assume values as
small of 0.7 (but no smaller) and can be specified in units of 0.1°. To
use this capability, change the limits of dres by using
destroy('dres') create('dres', 'real')
setlimit('dres',360,0.7,0.1). Making corresponding changes
within the fixpar macro ensures that dres is created in the desired
way with each new parameter set.

NMR Spectroscopy User Guide

dmfadj Adjust decoupler tip-angle resolution time (M)
dres?2 Tip angle resolution for second decoupler (P)
dres3 Tip angle resolution for third decoupler (P)
fixpar Correct parameter characteristics in experiment (M)

Tip-angle resolution for second decoupler (P)

Systems with waveform generators.

Controls the tip-angle resolution to be used within a waveform
generator decoupling sequence on the second decoupler. The optimum
value is a function of the decoupling sequence to be used: for
WALTZ-16, dres2=90.0; for MLEV16-240, dres2=30.0; and for
GARPI1, dres2=1.0.

1.0 to 90.0, in units of degrees.
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See also
Related

dres3
Applicability
Description
Values
See also
Related

dres4
Applicability
Description
Values
See also
Related

ds

Syntax
Description

NMR Spectroscopy User Guide

dmf2adj Adjust second decoupler tip-angle resolution time
D
dres Tip-angle resolution for first decoupler (P)

Tip-angle resolution for third decoupler (P)

Systems with waveform generators.

Controls the tip-angle resolution to be used within a waveform
generator decoupling sequence on the third decoupler. The optimum
value is a function of the decoupling sequence to be used: for
WALTZ-16, dres3=90.0; for MLEV16-240, dres3=30.0; and for
GARPI1, dres3=1.0.

1.0 to 90.0, in units of degrees.
NMR Spectroscopy User Guide

dmf3adj
dres

Adjust third decoupler tip-angle resolution time (M)
Tip-angle resolution for first decoupler (P)

Tip-angle resolution for fourth decoupler (P)

Systems with deuterium decoupler channel as the fourth decoupler.

Controls the tip-angle resolution to be used for the decoupling
sequence on the fourth decoupler. The optimum value is a function of
the decoupling sequence to be used: for WALTZ- 16, dres4=90.0; for
MLEV16-240, dres4=30.0; and for GARP1, dres4=1.0.

1.0 to 90.0, in units of degrees.
NMR Spectroscopy User Guide

dmfdadj Adjust fourth decoupler tip-angle resolution time
oy
dres Tip-angle resolution for first decoupler (P)

Display a spectrum (C)

(1) ds<(index)>
(2) ds< (options)>

Displays a single spectrum. Parameter intmod controls integral
display:

eintmod='off' turns off the integral display
eintmod="'full' displays the entire integral

e intmod="'partial' displays every other integral region
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Parameter entry after a spectrum has been displayed with the ds
command causes the spectrum to be updated.

Two additional parameters control the behavior of the ds command:

*The parameter phasing (in the “global” parameter set) controls the
percentage of the spectrum updated during interactive phasing. This
parameter can be set in the range of 10 to 100. A value of 100 causes
the entire spectrum to be updated. A value of 20 causes the area
between the two horizontal cursors to be updated.

e The parameter 1vltlt (in the “current” parameter set) controls the
sensitivity of the interactive 1vl and tlt adjustments. 1vltlt can
be set to any positive real number. It is basically a multiplier for the
sensitivity. The default value is 1.0. Larger values make the
adjustments larger. Smaller values make the adjustments smaller.

For arrayed 1D spectra or for 2D spectra, a particular trace can be
viewed by supplying the index number as an argument. For 2D data
sets, spectra can be displayed from either the f1 or fo domain by setting
the parameter trace equal to 'f1' or 'f2', respectively. After
entering ftl1d, interferograms can be viewed by setting trace='£f1"
and then typing ds.

Spectra are scaled according to the number of completed transients ct.
If nt is arrayed (nt=1, 2,4, 8), each spectrum is scaled by its own ct.

Arguments index (used with syntax 1) is the index number of a particular trace
to be displayed in arrayed 1D spectra or in 2D spectra (syntax 1).

options (used with syntax 2) is any of the following keywords:
* 'toggle' switches between the box and the cursor modes.
* 'restart' redraws the cursor if it has been turned off.
¢ 'expand' toggles between expanded and full view of the spectrum.
* 'spwp' interactively adjusts start and width of the spectrum display.
* 'phase' enters an interactive phasing mode.
¢ 'thresh' interactively adjusts the threshold.
e 'z' interactively sets integral resets.
* 'dscale' toggles the scale below the spectrum on and off.
e'lvltlt' interactively adjusts the 1vl and tlt parameters.
* 'scwc' interactively adjusts the start and width of chart.

* 'noclear' start or restart the ds display without clearing the
graphics screen

* 'exists' exit the ds display, leaving a non-interactive dss display.

Examples ds
ds (7)
ds ('restart')

See also NMR Spectroscopy User Guide

Related crmode Current state of cursors in dfid, ds, or dconi (P)
ct Completed transients (P)
exists
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ftild Fourier transform along f; dimension (C)

intmod Integral display mode (P)

1p First- order phase in directly detected dimension (P)

1vl Zero- order baseline correction (P)

1vltlt Control sensitivity of 1vl and tlt adjustments (P)

nt Number of transients (P)

phasing Control update region during ds phasing (P)

rp Zero- order phase in directly detected dimension (P)

select Select a spectrum without displaying It (C)

tlt First- order baseline correction (P)

trace Mode for n-dimensional data display (P)

wftld Weight and Fourier transform fo for 2D data (C)
ds2d Display 2D spectra in whitewash mode (C)

Syntax ds2d< (options)>

Description Displays a stacked plot of 2D spectra in whitewash mode (after the

first spectra, each spectra is blanked out in regions in which it is

behind an earlier spectra). Color does not represent intensity (unlike
dcon), because intensity can be seen visually, but instead successive

traces are displayed in different colors so that color represents

frequency.

Arguments options can be any of the following keywords:

* 'nobase' is a keyword to activate the th parameter to suppress all

intensity below the th level.

o' fill"' is a keyword to fill in the peaks. When using 'fill', th

operates linearly and not logarithmically (factors of 2) as it does in

the contour or color intensity displays.

e'fillnb' is a keyword to combine base suppression and peak filling.
When using 'fillnb', th operates linearly and not logarithmically

(factors of 2) as it does in the contour or color intensity displays.

* 'noaxis' is a keyword to omit outlining the display and drawing the

horizontal and vertical axis.

Examples ds2d

ds2d('fillnb"')
See also NMR Spectroscopy User Guide

Related dcon
dconi
ds2dn

pl2d
th

Display noninteractive color intensity map (C)
Control display selection for the dconi program (P)
Display 2D spectra in whitewash mode without screen erase

Plot 2D spectra in whitewash mode (C)
Threshold (P)
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ds2dn Display 2D spectra in whitewash mode without screen
erase (C)

Syntax ds2dn< (options)>

Description Displays a stacked plot of 2D spectra in whitewash mode (after the
first spectra, each spectra is blanked out in regions in which it is
behind an earlier spectra) the same as ds2d but without erasing the
screen before drawing. The arguments are the same as ds2d.

Examples ds2dn
ds2dn('fillnb"')

See also NMR Spectroscopy User Guide
Related ds2d Display 2D spectra in whitewash mode (C)

dscale Display scale below spectrum or FID (C)

Syntax dscale<(<rev><,axis><,label><,vp0><,sp0><,color><,pen>)>
Description Displays a scale under a spectrum or FID.

Arguments rev - reverses the direction of the scale. That is, the smaller numbers
will be at the left side of the scale. If used, 'rev' must be the first
argument.

axis — If the letter p, h, k, etc. is supplied, it will be used instead of
the current value of the parameter axis. For an FID scale, if the letter
s, m, or u is supplied, it will be used instead of the current value of
the parameter axisf.

label - If a string of 2 or more characters is supplied, it will be used
as the axis label.

vpO0 — This is supplied as the first real number. It defines the vertical
position where the scale is drawn. The default is 5 mm below the
current value of the parameter vp.

sp0 - This is supplied as the second real number. It is a modified
start of plot. If, for example, the display is from 347 to 447 hz, but
the scale is desired to read 0 to 100 hz., sp0 would be input as O.

wp0 — This is supplied as the third real number. It is a modified width
of plot. If, for example, the display is from 347 to 447 hz, but the scale
is desired to read 0 to 550 Units. sp0 would be input as 0, wp0 would
be 550, and the label would be 'Units'.

An optional color or pen number can be supplied to dscale or pscale.
The available colors and pens are: 'red', 'green', 'blue', 'cyan',
'magenta'’, 'yvellow', 'black', 'white'
'penl', 'pen2', 'pen3’',.., 'pen8’
Examples dscale
dscale('rev')
dscale('h',0, 'green')
dscale('h',vp-10,0)
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See also

Related

dsnarray

Applicability
Description

dscoef

Description

Values

See also

Related

dseq

Applicability
Description

NMR Spectroscopy User Guide

axis Axis label for displays and plots (P)
axisf Axis label for FID displays and plots (P)
pscale Plot scale below spectrum or FID (C)
vp Vertical position of spectrum (P)

Report statistical signal-to-noise for Cold Probes (M)

Systems with Cold Probes

Report the statistical S/N of a series of repeated gNhsqc data sets
acquired with a labeled protein sample.

Digital filter coefficients for downsampling (P)

Specifies the number of coefficients used in the digital filter. This
parameter does not need to be changed as the parameter downsamp
is changed, because dscoef is automatically adjusted by VnmrdJ to give
filter cutoffs that are the same, regardless of the value of downsamp.
This is done by using dscoef*downsamp/2 coefficients in the digital
filter. VnmrJ always rounds dscoef*downsamp/2 to an odd number.
If dscoef does not exist in the current experiment, enter

addpar ( 'downsamp') to add it. Entering addpar (' downsamp ')
creates the digital filtering and downsampling parameters downsamp,
dscoef, dsfb, dslsfrqg, and filtfile.

Number of digital filter coefficients. The default is 61. A larger number
of coefficients gives a filter with sharper cutoffs; a smaller number
gives a filter with more gradual cutoffs.

NMR Spectroscopy User Guide

addpar Add selected parameters to current experiment (M)
downsamp  Downsampling factor applied after digital filtering (P)
dsfb Digital filter bandwidth for downsampling (P)

dslsfrg Bandpass filter offset for downsampling (P)
filtfile File of FIR digital filter coefficients (P)
pards Create additional parameters used for downsampling

M)

Decoupler sequence for first decoupler (P)

Systems with waveform generators.

Specifies the decoupling sequence (without the .DEC file extension) to
be used during any period of programmable decoupling on the first
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Related

dseqg2

Applicability
Description

See also

Related

dseq3

Applicability

Description

See also

Related

dseqg4

Applicability
Description

VnmrJ 4 Command and Parameter Reference Guide

decoupler under status control (i.e., dmm="p"'). The decoupling
sequence must be located in the user’s shapelib directory or in the
VnmrJ system’s shapelib directory.

NMR Spectroscopy User Guide

dmm Decoupler modulation mode for first decoupler (P)
dseqg?2 Decoupler sequence for second decoupler (P)
dseq3 Decoupler sequence for third decoupler (P)

Decoupler sequence for second decoupler (P)

Systems with waveform generators.

Specifies the decoupling sequence (without the .DEC file extension) to
be used during any period of programmable decoupling on the second
decoupler under status control (i.e., dmm2="'p"'). The decoupling
sequence must be located in the user’s shapelib directory or in the
VnmrJ system shapelib directory.

NMR Spectroscopy User Guide

dmm?2 Decoupler modulation mode for second decoupler
€9
dseqg Decoupler sequence for first decoupler (P)

Decoupler sequence for third decoupler (P)

Systems with waveform generators.

Specifies the decoupling sequence (without the .DEC file extension) to
be used during any period of programmable decoupling on the third
decoupler under status control (i.e., dmm3="'p"'). The decoupling
sequence must be located in the user's shapelib directory or in the
shapelib directory.

NMR Spectroscopy User Guide

dmm3
dseq

Decoupler modulation mode for third decoupler (P)
Decoupler sequence for first decoupler (P)

Decoupler sequence for fourth decoupler (P)

Systems with waveform generators.

Specifies the decoupling sequence (without the .DEC file extension) to
be used during any period of programmable decoupling on the third
decoupler under status control (i.e., dmm4="'p"'). The decoupling
sequence must be located in the user's shapelib directory or in the
system's shapelib directory.
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Related

dsfb

Description

Values

See also

Related

dshape

Syntax

Description

Arguments

Examples

See also

Related
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dmm4
dseq

Decoupler modulation mode for third decoupler (P)
Decoupler sequence for first decoupler (P)

Digital filter bandwidth for downsampling (P)

Specifies the bandwidth of the digital filter used for downsampling. If
dsfb does not exist in the current experiment, enter

addpar ( 'downsamp') to add it. addpar ( 'downsamp') creates the
digital filtering and downsampling parameters downsamp, dscoef,
dsfb, dslsfrqg, and filtfile

Number, in Hz. A smaller value rejects frequencies at the spectrum
edges; a larger value aliases noise and signals at frequencies outside
of Isw/2.

'n' makes dsfb default to the final sw/2.
NMR Spectroscopy User Guide

addpar Add selected parameters to current experiment (M)

downsamp Downsampling factor applied after digital filtering (P)

dscoef Digital filter coefficients for downsampling (P)

dslsfrg Bandpass filter offset for downsampling (P)

filtfile File of FIR digital filter coefficients (P)

pards Create additional parameters used for downsampling
D

SW Spectral width in directly detected dimension (P)

Display pulse shape or modulation pattern (M)

dshape< (pattern.ext) >

Displays the real (X) and imaginary (Y) components of a shaped pulse.
Any type of waveform (.RF, .DEC or .GRD) can be displayed.

pattern is the name of a shape or pattern file specified by an
absolute file name, relative file name, or a simple pattern file name.
ext is a file name extension that specifies the file type. In the case
of a simple file name, dshape searches for the file in the local
directory, then in the user's shapelib, and finally in the directory
/vnmr/shapelib. If pattern.ext is not given, dshape displays the
last created waveform stored in the pbox.fid file.

dshape
dshape ('Pbox.RF"')

NMR Spectroscopy User Guide

Pbox
pshape

Pulse shaping software (U)
Plot pulse shape or modulation pattern (M)
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dshapef

Description

See also

Related

dshapei

Syntax

Description

Arguments

Examples

See also

Related

dshim

Syntax

Description

Arguments

VnmrJ 4 Command and Parameter Reference Guide

Display last generated pulse shape (M)

Displays the real (X) and imaginary (Y) components of last generated
shaped pulse, stored in pbox.fid file.

NMR Spectroscopy User Guide

Pbox
pshapef

Pulse shaping software (U)
Plot last generated pulse shape (M)

Display pulse shape or modulation pattern interactively (M)

dshapei< (pattern.ext)>

Displays the real (X) and imaginary (Y) components of a pulse shape,
modulation pattern or gradient shape interactively. dshapei
overwrites the existing data (FID) after the permission is granted by
the user. It also asks for the duration of the waveform and displays
the timescale.

pattern is the name of a shape or pattern file specified by an
absolute file name, relative file name, or a simple pattern file name.
ext is a file name extension that specifies the file type. In the case
of a simple file name, dshapei searches for the file in the local
directory, then in the user's shapelib, and finally in the directory
/vnmr /shapelib. If no file name is given, dshapei displays the last
created waveform stored in the pbox.fid file.

dshapei
dshapei ('myfile.DEC'")

NMR Spectroscopy User Guide

Pbox Pulse shaping software (U)

Display a shim method string (M)

(1) dshim< (file)>

(2) dshim('method' | 'help"')

Looks in the user's shimmethods directory and then in the system
shimmethods directory for a file and displays the file (syntax 1) or
displays information about method strings (syntax 2).

file is the name of a file to be searched for in the shimmethods
directories. The default is to display the contents of the shimmethods
directories.

'method' is a keyword to explain the structure of method strings.

'help' is a keyword to describe the method strings in the system’s
shimmethods directory.
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Examples

See also

Related

dslsfrqg

dsn

Description

Values

See also

Related

Syntax

Description

dshim
dshim('method')
dshim('help')

NMR Spectroscopy User Guide

method Autoshim method (P)

newshm Interactively create a shim “method” with options
M)

shim Submit an Autoshim experiment to acquisition (C)

stdshm Interactively create a shim “method” (M)

Bandpass filter offset for downsampling (P)

For downsampling, selects a bandpass filter that is not centered about
the transmitter frequency. In this way, dslsfrg works much like
lsfrqg. If dslsfrqg does not exist in the current experiment, add it by
entering addpar ( 'downsamp ' ). The command addpar ( ' downsamp ')
creates the digital filtering and downsampling parameters downsamp,
dscoef, dsfb, dslsfrqg, and filtfile.

A number, in Hz. A positive value selects a region upfield from the
transmitter frequency; a negative value selects a downfield region.

NMR Spectroscopy User Guide

addpar Add selected parameters to current experiment (M)

downsamp Downsampling factor applied after digital filtering (P)

dscoef Digital filter coefficients for downsampling (P)

dsfb Digital filter bandwidth for downsampling (P)

filtfile File of FIR digital filter coefficients (P)

lsfrqg Frequency shift of the fn spectrum in Hz (P)

movedssw Set parameters for digital filtering and downsampling
D

pards Create additional parameters used by downsampling
M)

Measure signal-to-noise (C)

dsn< (low_field,high_field)>:signal_to_noise,noise

Measures the signal-to- noise ratio of the spectrum by first measuring
the intensity of the largest peak in the spectral range defined by sp
and wp, and then measuring the noise in the spectral region defined
by the position of the two cursors. The noise value returned from dsn
is not scaled by vs. The interrelations between the signal-to-noise
ratio, the noise, and peak intensities can be illustrated by comparing
dsn:$sn, Snoise and peak:$signal. In this case, $sn is equal to
(Ssignal /$noise) /vs.
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Examples
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Related

dsnmax

Syntax
Description
Arguments

Examples

See also

Related

dsp

Syntax

Description
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Calculate noise by first doing a drift correction on the noise region.
Noise is defined as:

N1

np
10ise = 2x YZ / n
Sy o
i=1
Y?i values are the square of the drift-corrected amplitude and np is
the number of points in the noise region.

low_field and high_field are the upper and lower frequencies of
the noise region to be measured. The default is the position of the two
cursors.

signal_to_noise is the calculated value of signal-to-noise ratio.
noise is the noise value measured within the defined spectral region.

dsn:S$Sston
dsn (sp+sp, sp+wp-100)
dsn (10000,8000) :rl

User Programming

dres Measure linewidth and digital resolution (C)
peak Find tallest peak in specified region (C)

sp Start of plot (P)

Vs Vertical scale (P)

wp Width of plot (P)

Calculate maximum signal-to-noise (M)

dsnmax< (noise_region) >
Finds the best signal-to-noise in a specified region.

noise_region is the size, in Hz, of the region. The default is the
region between the cursors as defined by the parameter delta.

dsnmax
dsnmax (400)

User Programming

delta Cursor difference in directly detected dimension (P)

Display calculated spectrum (C)

dsp<(file<, 'nods'>)>

Using the current table of transitions and intensities, dsp recalculates
the simulated spectrum (using the current value for the linewidth slw)
and displays the spectrum. dsp can only be used after the spins
program has been run. If only the linewidth slw or vertical scale svs
have been changed, dsp can be used to redisplay the spectrum. If a

303



chemical shift or coupling constant has been changed, however, dsp
will not display a spectrum reflecting the changes in the parameter;
spins must be run again to recalculate the new spectrum.

The number of points in the calculated spectrum is fn/2. To increase
the number of points, change fn and rerun dsp without doing a
transform.

To display a synthetic spectrum, prepare a file in the following format:

Freqgl, Intensl, LineWidthl, GaussFracl
Freqg2, Intens2, LineWidth2, GaussFrac2

FregN, IntensN, LineWidthN, GaussFracN

The units for frequency and line width are Hz. The Gaussian fraction,
which is the percentage of the line shape that is Gaussian (the rest is
Lorentzian) should be between 0 and 1 (i.e., 0 is pure Lorentzian, 1 is
pure Gaussian). Units for intensity are not particularly important.
Given numbers in a file myshape, it is only necessary to enter

dsp ('myshape') to display the synthetic spectrum. This approach is
often preferred over deconvolution for quantifying small shoulders on
large peaks.

Arguments file is the name of a file containing spectral information that displays
the result of a spectrum deconvolution. Any file in the proper format
can be used to generate a display. The default is the file
spins.outdata in the experiment directory. This file contains
information about frequencies, intensities, line widths, and
Gaussian/Lorentzian fractions.

'nods' is a keyword for dsp to recalculate the simulated spectrum
but not to display the spectrum. The spectrum can be displayed with
the ds or dss command.
Examples dsp
dsp('fitspec.outpar')
See also NMR Spectroscopy User Guide

Related ds Display a spectrum (C)
dss Display stacked spectra (C)
fn Fourier number in directly detected dimension (P)
slw Spin simulation linewidth (P)
spins Perform spin simulation calculation (C)
svs Spin simulation vertical scale (P)
dsp Type of DSP for data acquisition (P)

Description Selects the type of DSP (digital signal processing) for data acquisition:
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e Inline DSP performs digital filtering and downsampling on the
workstation immediately after each oversampled FID is transferred
from the console. sw and at should be set to the values desired for
the final spectrum. Only the digital filtered and downsampled data is
written to the disk. Selective detection of a region of a spectrum is
available using the moveossw macro.

* Real-ttme DSP uses optional hardware (not available on all systems)
to filter the data prior to summing to memory. Real-time DSP is not
compatible with pulse sequences that use explicit acquisition to
acquire less than the full number of data points (np) in a single
acquire statement (e.g., solids sequences such as BR24 and

FLIPFLOP).

If either type is active, the filter bandwidth parameter fb is not active.
The actual analog filter ¢s active and is automatically set by the
software to a value that matches (sw/2) *oversamp as closely as

possible.

Another type of DSP is available that allows post-processing of data.
See the description of the pards macro for details.

Values 'i' selects inline DSP and calls addpar ('oversamp') to create the
DSP parameters def_osfilt, filtfile, oscoef, osfb, osfilt,
oslsfrqg, and oversamp. A value of oversamp greater than 1 causes
the next experiment run to be oversampled, digitally filtered, and
downsampled back to the selected sw prior to saving it to disk.

'r' selects real-time DSP and calls the macro addpar ('oversamp')
to create the DSP parameters def_osfilt, filtfile, oscoef, osfb,
osfilt, oslsfrqg, and oversamp (although only oversamp and
osfilt are user adjustable for real-time DSP). Use dsp="'r"' only if
the optional DSP hardware is present in the system. Set fsg='y"' to
use frequency-shifted quadrature detection.

'n' (or parameter dsp is not present) disables both types of DSP. Set
dsp='n"' if you wish to turn off DSP on a permanent or

semi- permanent basis. To turn off DSP within just a single experiment,
set oversamp='n"'.

See also NMR Spectroscopy User Guide

Related addpar
at
def_osfilt
fb
filtfile
fsqg
il
moveossw

np
oscoef
osfb
osfilt
oslsfrqg

VnmrJ 4 Command and Parameter Reference Guide

Add selected parameters to current experiment (M)
Acquisition time (P)

Default value of osfilt (P)

Filter bandwidth (P)

File of FIR digital filter coefficients (P)
Frequency- shifted quadrature detection (P)
Interleave arrayed and 2D experiments (P)

Set oversampling parameters for selected spectral
region (M)

Number of data points (P)

Digital filter coefficients for oversampling (P)
Digital filter bandwidth for oversampling (P)
Oversampling filter for real-time DSP (P)
Bandpass filter offset for oversampling (P)
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oversamp Oversampling factor for acquisition (P)

pards Create additional parameters used by downsampling
D)
paros Create additional parameters used by oversampling (M)
ra Resume acquisition stopped with sa command (C)
sa Stop acquisition (C)
sw Spectral width in the directly detected dimension (P)
dsplanes Display a series of 3D planes (M)

Syntax dsplanes(start_plane, stop_plane)

Description Produces a graphical 2D color or contour map for a subset of 3D
planes. The dconi program is used to display the planes.

Arguments start_plane specifies the number of the 3D plane with which display
is to begin. It must be greater than O.

stop_plane specifies the number of the 3D plane with which the
display is to end. If start_plane is greater than stop_plane, only
the first plane, whose number is start_plane, is plotted. The range
of stop_plane depends on the value of the parameter plane as
follows:

oIf plane='£f1£3"', range of stop_plane is between 0 and fn2/2
*If plane='f2f3"', range of stop_plane is between 0 and fnl/2
oIf plane='£f1£f2"', range of stop_plane is between 0 and fn/2
Examples dsplanes(1,3)
See also NMR Spectroscopy User Guide

Related dconi Interactive 2D data display (C)
dplane Display a 3D plane (M)
dproj Display a 3D plane projection (M)
getplane Extract planes from 3D spectral data set (M)
nextpl Display the next 3D plane (M)
plane Currently displayed 3D plane type (P)
plplanes Plot a series of 3D planes (M)
prevpl Display the previous 3D plane (M)
dsptype Type of DSP (P)

Description Indicates the existence of digital signal processing (DSP).
Values 0 indicates no digital signal processing. 1 indicates DSP exists.
Examples dsptype?=0 dsptype?=1
See also NMR Spectroscopy User Guide
Related dsp Type of DSP for data acquisition (P)
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dss Display stacked spectra (C)

Syntax dss<(<start, finish<, step>><,options>)>
Description Displays one or more spectra on the screen.
The display is not interactive like the command ds. Integral display is
controlled by the parameter intmod when a single spectrum is

displayed (see 'int' option below). The following values are accepted
for intmod:

intmod='off' turns off the integral display.

intmod="'full"' displays the entire integral.

intmod='partial' displays every other integral region.

An individual trace is displayed from and arrayed 1D spectra or 2D
spectra by supplying the index number as an argument. Spectra from
2D data set are displayed from either the f; or fo domain by setting
the parameter trace equal to 'f1' or 'f£2"', respectively. Enter £t1d,
trace='f1l"', and dss to view the interferogram. Multiple spectra are
displayed by supplying indexes of the first and last spectra.

The position of the first spectrum is governed by the parameters wc,
sc, and vp. For 1D data, subsequent spectra are positioned relative to
the preceding spectrum by the parameters vo (vertical offset) and ho
(horizontal offset). For 2D data, ho defines the total horizontal offset
between the first and last spectrum. Also for 2D data, vo is inactive
while the parameter wc2 defines the total vertical offset between the
first and last spectrum.

The parameter cutoff, if it exists and is active, defines the distance
above and below the current vertical position vp at which peaks are
truncated. By arraying cutoff to have two different values, the
truncation limits above and below the current vertical position can be
controlled independently. For example, cutof£f=50 truncates peaks at
vp+50 mm and vp-50 mm. cutoff£=50, 10 truncates peaks at vp+50
mm and vp-10 mm.

Arguments start is the index of the first spectra when displaying multiple
spectra. It is also the index number of a particular trace to be viewed
when displaying arrayed 1D spectra or 2D spectra.

finish is the index of the last spectra when displaying multiple
spectra. Since the parameter arraydim is automatically set to the total
number of spectra, it can be used to set finish to include all spectra
(e.g., dss(1,arraydim, 3)).

step is the increment for the spectral index when displaying multiple
spectra. The default is 1.

options can be any of the following:
e 'all"' is a keyword to display all of the spectra.

e 'int' is a keyword to display only the integral, independently of the
value of the parameter intmod
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Examples

See also

Related

e 'top' or 'side' are keywords that cause the spectrum to be
displayed either above or at the left edge, respectively, of a contour
plot. This assumes that the parameters sc, wc, sc2, and wc2 are
those used to position the contour plot.

* 'dodc' is a keyword for all spectra to be drift corrected
independently.
e 'red', 'green', 'blue', 'cyan', 'magenta', 'yellow', 'black’',

and 'white' are keywords that select a color.
e 'penl', 'pen2', 'pen2’' ... are keywords that pens.

* 'nopars' — prevents the display commands from drawing the
parameters at the bottom of the graphics screen.

* 'custom' — uses the parameters shownumx (x position) and
shownumy (y position), counting from bottom left of every spectrum.

* 'reverse' — rotate the text by 90° - useful if the arrayed parameter
values are long with respect to the width of the individual
sub- spectra.

e 'value' —The values of up to two simultaneous arrays are displayed.

Diagonal arrays are allowed. The second parameter is shown in

different color). The name of the arrayed parameter(s) is also shown.
If used on a one-dimensional array representation of a 2D spectrum,
ni and phase (in case of phase sensitive 2Ds) parameters are shown.

dss(1,3)

dss(1,12,3, 'green')

NMR Spectroscopy User Guide

cutoff Data truncation limit (P)

dssa Display stacked spectra automatically (C

dssan Display stacked spectra automatically without erasing
©

dssh Display stacked spectra horizontally (C)

dsshn Display stacked spectra horizontally without erasing (C)

dssn Display stacked spectra without screen erase (C)

dsww Display spectra in whitewash mode (C)

ftild Fourier transform along f; dimension (C)

ho Horizontal offset (P)

intmod Integral display mode (P)

pl Plot spectra (C)

plww Plot spectra in whitewash mode (C)

sc Start of chart (P)

sc2 Start of chart in second direction (P)

shownumx X position counting from bottom left of every spectrum
P)

shownumy y position counting from bottom left of every spectrum
P)

trace Mode for 2D data display (P)

Vo Vertical offset (P)

vp Vertical position of spectrum (P)
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wcC Width of chart (P)
wc2 Width of chart in second direction (P)
dssa Display stacked spectra automatically (C)

Syntax dssa<(<start, finish<, step>><,options>)>
Description Displays one or more spectra automatically.

Integral display is controlled by the parameter intmod when a single
spectrum is displayed (see 'int' option below). The following values
are accepted for intmod:

eintmod='off' turns off the integral display.
eintmod="'full"' displays the entire integral.
e intmod="'partial' displays every other integral region.

An individual trace is displayed from and arrayed 1D spectra or 2D
spectra by supplying the index number as an argument. Spectra from
2D data set are displayed from either the f; or fo domain by setting
the parameter trace equal to 'f1' or 'f£2', respectively. Enter £t1d,
trace='f1l"', and dss to view the interferogram. Multiple spectra are
displayed by supplying indexes of the first and last spectra.

The position of the first spectrum is governed by the parameters wc,
sc, and vp. For 1D data, subsequent spectra are positioned relative to
the preceding spectrum by the parameters vo (vertical offset) and ho
(horizontal offset). For 2D data, ho defines the total horizontal offset
between the first and last spectrum.

Also for 2D data, vo is inactive while the parameter wc2 defines the
total vertical offset between the first and last spectrum. To display
spectra “automatically,” the command dssa adjusts the parameters vo
and ho to fill the screen in a lower left to upper right presentation
(wc must be set to less than full screen width for this to work)

The parameter cutoff, if it exists and is active, defines the distance
above and below the current vertical position vp at which peaks are
truncated. By arraying cutoff to have two different values, the
truncation limits above and below the current vertical position can be
controlled independently. For example, cutof£f=50 truncates peaks at
vp+50 mm and vp-50 mm. cutoff=50, 10 truncates peaks at vp+50
mm and vp-10 mm.

Arguments start is the index of the first spectra when displaying multiple
spectra. It is also the index number of a particular trace to be viewed
when displaying arrayed 1D spectra or 2D spectra.

finish is the index of the last spectra when displaying multiple
spectra.

step is the increment for the spectral index when displaying multiple
spectra. The default is 1.

options can be any of the following:

*'all' is a keyword to display all of the spectra.
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e 'int' is a keyword to only display the integral, independently of the
value of the parameter intmod

* 'dodc' is a keyword for all spectra to be drift corrected
independently.

e 'red', 'green', 'blue', 'cyan', 'magenta', 'yellow', 'black’',
and 'white' are keywords that select a color.
e 'penl', 'pen2', 'pen2’' ... are keywords that pens.

* 'nopars' — prevents the display commands from drawing the
parameters at the bottom of the graphics screen.

Examples dssa(1,3)
See also NMR Spectroscopy User Guide

Related cutoff Data truncation limit (P)

dss Display stacked spectra (C)

dssan Display stacked spectra automatically without erasing
©)

dssh Display stacked spectra horizontally (C)

dsshn Display stacked spectra horizontally without erasing
©

dssn Display stacked spectra without screen erase (C)

dsww Display spectra in whitewash mode (C)

ftild Fourier transform along f; dimension (C)

ho Horizontal offset (P)

intmod Integral display mode (P)

pl Plot spectra (C)

plww Plot spectra in whitewash mode (C)

sc Start of chart (P)

sc2 Start of chart in second direction (P)

shownumx X position counting from bottom left of every spectrum
®)

shownumy y position counting from bottom left of every spectrum
®)

trace Mode for 2D data display (P)

Vo Vertical offset (P)

vp Vertical position of spectrum (P)

wcC Width of chart (P)

wc2 Width of chart in second direction (P)

dssan Display stacked spectra automatically without erasing (C)

Syntax dssan<(<start, finish<, step>><,options>)>

Description Functions the same as the command dssa except the graphics window
is not erased before starting the display. This allows composite displays
of many spectra to be created. The arguments are the same as dssa.

Examples dssan(1,3)

310 VnmrJ 4 Command and Parameter Reference Guide



See also NMR Spectroscopy User Guide
Related dssa Display stacked spectra automatically (C)

dssh Display stacked spectra horizontally (C)

Syntax dssh<(<start, finish<, step>><,options>)>
Description Displays one or more spectra horizontally.

Integral display is controlled by the parameter intmod when a single
spectrum is displayed (see 'int' option below). The following values
are accepted for intmod:

intmod='off' turns off the integral display.

intmod='full' displays the entire integral.

intmod="'partial' displays every other integral region.

An individual trace is displayed from and arrayed 1D spectra or 2D
spectra by supplying the index number as an argument. Spectra from
2D data set are displayed from either the f{ or fo domain by setting
the parameter trace equal to '£1' or 'f£2', respectively. Enter £t1d,
trace='fl"', and dss to view the interferogram. Multiple spectra are
displayed by supplying indexes of the first and last spectra.

The position of the first spectrum is governed by the parameters wc,
sc, and vp. For 1D data, subsequent spectra are positioned relative to
the preceding spectrum by the parameters vo (vertical offset) and ho
(horizontal offset). For 2D data, ho defines the total horizontal offset
between the first and last spectrum. Also for 2D data, vo is inactive
while the parameter wc2 defines the total vertical offset between the
first and last spectrum. To display spectra horizontally, the command
dssh causes vo to be set to zero and for ho, sc, and wc to be adjusted
to fill the screen from left to right with the entire array.

The parameter cutoff, if it exists and is active, defines the distance
above and below the current vertical position vp at which peaks are
truncated. By arraying cutoff to have two different values, the
truncation limits above and below the current vertical position may be
controlled independently. For example, cutoff=50 truncates peaks at
vp+50 mm and vp-50 mm, and cutoff=50,10 truncates peaks at
vp+50 mm and vp-10 mm.

Arguments start is the index of the first spectra when displaying multiple
spectra. It is also the index number of a particular trace to be viewed
when displaying arrayed 1D spectra or 2D spectra.

finish is the index of the last spectra when displaying multiple
spectra.

step is the increment for the spectral index when displaying multiple
spectra. The default is 1.

options can be any of the following:

e 'all' is a keyword to display all of the spectra.
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Examples

See also

Related

dsshn

Syntax

Description

Examples

e 'int' is a keyword to only display the integral, independently of the
value of the parameter intmod

* 'dodc' is a keyword that causes all spectra to be drift corrected
independently.

e 'red', 'green', 'blue', 'cyan', 'magenta', 'yellow', 'black’',
and 'white' are keywords that select a color.

e 'penl', 'pen2', 'pen2’' ... are keywords that pens.
* 'nopars' — prevents the display commands from drawing the
parameters at the bottom of the graphics screen.
dssh(1,3)
NMR Spectroscopy User Guide
cutoff Data truncation limit (P)
dss Display stacked spectra (C)
dssa Display stacked spectra automatically (C)
dssan Display stacked spectra automatically without erasing
©
dsshn Display stacked spectra horizontally without erasing
©
dssn Display stacked spectra without screen erase (C)
dsww Display spectra in whitewash mode (C)
ftild Fourier transform along f; dimension (C)
ho Horizontal offset (P)
intmod Integral display mode (P)
pl Plot spectra (C)
plww Plot spectra in whitewash mode (C)
sc Start of chart (P)
sc2 Start of chart in second direction (P)
shownumx X position counting from bottom left of every spectrum
®)
shownumy y position counting from bottom left of every spectrum
®)
trace Mode for 2D data display (P)
Vo Vertical offset (P)
vp Vertical position of spectrum (P)
wcC Width of chart (P)
wc2 Width of chart in second direction (P)

Display stacked spectra horizontally without erasing (C)

dsshn< (<start, finish<, step>><, options>) >

Functions the same as the command dssh except the graphics window
is not erased before starting the display. This allows composite displays
of many spectra to be created. The arguments are the same as dssh.

dssh(1, 3)
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See also NMR Spectroscopy User Guide
Related dssh Display stacked spectra horizontally (C)

dssl Label a display of stacked spectra (M)

Syntax dssl (<options>)

Description Displays a label for each element in a set of stacked spectra. The label
is an integer value from 1 up to the number of spectra in the display
or the values of parameters up to 2 dimensions.

Labels can appear at incorrect positions if wysiwyg='n"'. The
positions are empirically determined for a large screen display and are
not guaranteed to be correct for all displays.

Arguments options control the display (more than one option can be entered
as long as the options do not conflict with each other):

e 'center', 'left', 'right', 'top', 'bottom', 'above', and
'below' are keywords setting the position of the displayed index
relative to each spectrum.

e 'custom' — uses the parameters shownumx (x position) and
shownumy (y position), counting from bottom left of every spectrum.

e 'list=xxx"' produces a display of the values contained in the
arrayed parameter xxx.

e 'format=yyy' uses the format yyy to control the display of each
label. See the write command for information about formats.

* 'reverse' — rotate the text by 90° - useful if the arrayed parameter
values are long with respect to the width of the individual
sub- spectra.

e 'value' —The values of up to two simultaneous arrays are displayed.
Diagonal arrays are allowed. The second parameter is shown in
different color). The name of the arrayed parameter(s) is also shown.
If used on a one-dimensional array representation of a 2D spectrum,
ni and phase (in case of phase sensitive 2Ds) parameters are shown.

Examples dssl
dssl('top', 'left")
dssl ('value', 'format=%3.1f') pssl

See also NMR Spectroscopy User Guide

Related dss Display stacked spectra (C)
shownumx X position counting from bottom left of every spectrum
P)
shownumy y position counting from bottom left of every spectrum
P)
write Write formatted text to a device (C)
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dssn

Syntax
Description

Examples
See also

Related

dswvast

Applicability

Description

Examples

See also

dsvast2d

Applicability

Description

Display stacked spectra without screen erase (C)

dssn< (<start, finish<, step>><,options>) >

Functions the same as the command dss except the graphics window
is not erased before starting the display. This allows composite displays
of many spectra to be created. The arguments are the same as dss.

dssn(1,3)
NMR Spectroscopy User Guide

dss Display stacked spectra (C)

Display VAST Data in a stacked 1D-NMR matrix format

VnmrJ 3.1

If an array of 1D spectra have been acquired (in particular if a block
of 96 spectra have been acquired using VAST automation, especially in
a microtiter- plate format), and if these spectra have been glued into a
reconstructed 2D dataset (see vastglue), this macro will arrange and
display them (on the screen) in a convenient 8 x 12 sample format (as
a matrix of 1D spectra).

Uses a file (template) created by plate_glue to display a matrix of data.
The number of spectra displayed, and their order, are controlled by the
template file. Each "little spectrum" is labeled with its respective
alphanumeric coordinates. The modulo number controls how many
spectra appear per row.

dsvast (<display order>, <modulo>)

dsvast
dsvast2d
plvast
plvast2d
intvast
pintvast
plateglue
vastglue
vastget

Display VAST Data in a pseudo-2D format

VnmrJ 3.1

If an array of 1D spectra have been acquired (in particular if a block
of 96 spectra has been acquired using VAST automation, especially in
a microtiter- plate format), and if these spectra have been glued into a
reconstructed 2D dataset (see vastglue), this macro will arrange and
display them (on the screen) in a convenient pseudo-2D format (almost
like an LC-NMR chromatogram).
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The default is to plot all the spectra (from 1 through arraydim). An
optional argument (plvast(##)) allows one to specify that only spectra
from 1 through ## should be plotted.
See also dsvast
dsvast2d
plvast
plvast2d
pintvast

dsww Display spectra in whitewash mode (C)

Syntax dsww< (<start, finish<, step>><, 'int'>)>

Description Displays one or more spectra in whitewash mode (after the first
spectra, each spectra is blanked out in regions in which it is behind a
prior spectra).

Arguments start is the index of the first spectra when displaying multiple
spectra. It is also the index number of a particular trace to be viewed
when displaying arrayed 1D spectra or 2D spectra; default is to display
all spectra.

finish is the index of the last spectra when displaying multiple
spectra.

step is the increment for the spectral index when displaying multiple
spectra. The default is 1.

'int' is a keyword to display only the integral, independently of the
value of the parameter intmod

Examples dsww(1,3)

Related dss Display stacked spectra (C)
dssa Display stacked spectra automatically (C)
dssan Display stacked spectra automatically without erasing (C)
dssh Display stacked spectra horizontally (C)
dsshn Display stacked spectra horizontally without erasing (C)

dssn Display stacked spectra without screen erase (C)
pl Plot spectra (C)
plww Plot spectra in whitewash mode (C)

dtext Display a text file in graphics window (M)

Syntax dtext<(file,x,y)><:$x_next, Sy _next, $increment>
Description Displays a text file in the graphics window.

Arguments file is the name of a text file. The default is the current experiment
text file.
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Examples

Related

dtrig

Applicability
Description

Related

dutyc

Applicability
Syntax

Description

Values

Examples

x and y are coordinates of the first line of text. This positions the
location of the output. The default is the upper left-hand corner of the
screen.

Sx_next and $y_next are the coordinates where the start of the next
line would have been displayed. This is useful for subsequent character
display.

Sincrement is the increment between lines.

dtext

dtext (userdir+'/exp3/text')
dtext (100,100)
dtext:$x, Sy, sdy

pltext Plot a text file (M)

ptext Print out a text file (M)

text Display text or set new text for current experiment
©

write Write formatted text to a device (C)

Delay to wait for another trigger or acquire a spectrum (P)

Systems with LC-NMR accessory.

If ntrig is greater than O after a trigger is detected, a pulse sequence
waits for dtrig seconds before either waiting for another trigger or
acquiring a spectrum. Typically, after the LC has positioned the sample
in the NMR probe and stopped the pump, there is a small time (30

seconds) during which conditions (pressure, etc.) in the NMR probe

are still settling; better NMR performance is obtained if an appropriate
delay is inserted using dtrig. If dtrig does not exist, a value of 0 is
assumed. If dtrig does not exist, the parlc macro can create it.

ntrig Number of trigger signals to wait before acquisition (P)
parlc Create LC-NMR parameters (M)

Duty cycle for homodecoupling (optional) (P)

VNMRS systems, 400 MR

dutyc=<value>

Sets the rf duty cycle fraction (0.0-0.4) for rf on part of homonuclear
decoupling. The duty cycle default is 0.1 (or 10% rf on) if the dutyc
does not exist. Homonuclear decoupling delay before and after the rf
on period. homorofl, homorof2, and homorof3, are equivalent to
rofl, rof2 and rof3 and all default to 2 psec.

0.0 to 0.4 — default is 0.1
dutyc=0.2 sets a 20% duty cycle
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Related homo Homodecoupling control for observe channel (P)

hdof Frequency offset for homodecoupling (P)

hdpwr Sets the rf attenuator to control the power for
homonuclear decoupling (P)

hdmf modulation frequency for the band selective homonuclear
decoupling (P)

hdpwr £ Sets the rf linear modulator fine power for homonuclear
decoupling (P)

hdres Sets the tip angle resolution (P)

hdseg Sets the decoupler waveform filename (P)

homorofl Delay before turning on homo decoupling rf (P)

homorof2 Delay after blanking the amplifier and setting T/R switch
to receive (P)

homorof3 Delay between setting T/R switch to receive gating on the
receiver (P)

tn Nucleus for observe transmitter (P)
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Agilent VnmrJ 4 Command and Parameter

Reference Guide

e

ecc_on

ecc_off

echo

edit
editht
editLog
editparlib

eject

email

enter
enterdialog
epage

eplot

ernst
errlog
errloglen
exec
execpars
execplot
execprep
execprescan
execproc
execprocess
execsetup

exists

exit
exp
expl

expactive

Eject sample (M)

Turns on eddy current compensation for Cold
Probes (M)

Turns off eddy current compensation for Cold
Probes (M)

Simple echo command similar to unix echo
Edit a file with user-selectable editor (M)
Create and edit a Hadamard frequency list
Customize the log details.

This macro has been superseded by the Clone
utilities. (M)

Eject sample (M)

Email address (P)

Enter sample information for automation run (M,U)
Start a dialog window using enterexp file (M)
Emails Qutput

Emails PostScript

Calculate the Ernst angle pulse (C)

Display recent error messages (C)

Number of lines in error message display (P)
Execute a command (C)

Set up the exec parameters (M)

Execute plotting macro (P)

Execute prepare macro (P)

Execute prescan macro (P)

Execute processing macro (P)

Execute processing macro (P)

Execute setup macro (P)

Checks if parameter, file, or macro exists and file
type (C)

Call the vnmrexit command (M)

Find exponential value of a number (C)
Display data on the screen

Determine if the experiment has an active
acquisition

%% Agilent Technologies 319



320

Syntax
Applicability

Description

Arguments

ecc_on

Applicability
Description

Related

ecc_off

Applicability
Description

Related

echo

Syntax
Applicability

expfit Unix program for making a least squares fitto a
polynomial or exponential curve

expladd Add another diffusion analysis to current display
(M)

explib Display experiment library (M)

explist Display current experiment chain and approx. time
for each (M)

Eject sample (macro)

e
VnmrdJ 3.1

Turns on the eject and slow drop air to eject the sample from the
probe.

This command is valid on Mercury and GEMINI 2000 only if the
optional spin control hardware is installed.

Turns on eddy current compensation for Cold Probes (M)

Systems with Varian, Inc. Cold Probes

Turns on eddy current compensation

ecc_off Turns off eddy current compensation for Cold Probes

(M)

Turns off eddy current compensation for Cold Probes (M)

Systems with Varian, Inc. Cold Probes

Turns off eddy current compensation.

ecc_on Turns on eddy current compensation for Cold Probes (M)

Simple echo command similar to unix echo

echo[([-n, largl, arg2, ....)]
VnmrJ 3.1
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Description This command will display strings and variable values on the output
window. The echo command automatically advances to the next line
after displaying (it sends a newline character).

Arguments args can be strings surrounded by single quotes and variables. The -n
option prevents the echo command from sending a newline character.

Examples echo: Advance to next line (send newline)
echo ('hello'): Display string.
echo ('variable a="',a): Display string and variable

echo('-n', 'Please enter a number:'): Display string without a
newline.
edit Edit file or a macro with user-selectable editor
Syntax edit('myfile') - edit a file with user-selectable editor
macroedit ('mycmd') - edit a macro with user-selectable
editor

Applicability VnmrJ 3.1

Description The edit command will edit a file, letting you select the editor
program to be used. Set the environmental parameter "vnmreditor"
to be the desired editor program. The default is "vi".

You must provide a vnmr_<editor> script in the bin subdirectory of
the VNMR system directory. For example, if "emacs" is to be used, a
script named "vnmr_emacs" would need to be present. The major task
for this script is determining if a GUI is in use and making required
adjustments. The scripts "vnmr_vi" and "vnmr_textedit" provide a mode
for non-window and window-based editor interface respectively.

The command macroedit will edit a Magical macro in your personal
macro library. System macros cannot be directly edited with this
command; they must first be copied to your personal library first.

editht Create and edit a Hadamard frequency list.

Syntax
Applicability VnmrJ 3.1

Description The editht macro opens the Edit HT Freq dialog, for interactively
creating and editing a Hadamard frequency line list.

To set up a Hadamard experiment starting from a 1D experiment, do
the following:

1. First run a Proton, Carbon, or other 1D experiment, depending on
the type of Hadamard experiment you wish to run (homonuclear or
heteronuclear).

2. When the acquisition is finished, process and phase the spectrum.

VnmrJ 4 Command and Parameter Reference Guide 321



322

3. Run the editht macro to open the Edit HT Freq dialog. Create a
Hadamard frequency list for the nucleus of interest. Save the frequency
list.

4. For a heteronuclear Hadamard experiment, run a Proton experiment,
and adjust spectral width and decoupling as desired.

5. Load the desired Hadamard experiment. Check the Hadamard
frequency list and other parameters.

6. Start the acquisition of the Hadamard experiment.
7. When acquisition is complete, process with procl="ht' wft2da.
How to use the Edit HT Freq dialog.

To make a Hadamard frequency list from a 1D spectrum (step 3 above),
use the buttons in the Edit HT Freq dialog.

Create Line List: Processes the current spectrum as follows:

Fourier transform with wft. Multiplet structures can be smoothed out
using line broadening.

Create a line list using nl1, greater than the current threshhold.

Keep only frequencies that are the minimum line width apart in the
"Min line width" entry box (e.g. 20 Hz).

Nearest line: Place the cursor on the nearest line.

Select: Adds the current cursor position to the line list. (The cursor
must be more than the minimum line width from an existing frequency
in the line list.)

Remove: Removes the line nearest the cursor position from the line
list.

Display: Display the frequency list. If a 1D spectrum is displayed, show
the frequencies using dpf in units set by the axis parameter.

CLEAR: Clear all frequencies from the frequency list.

Save HT Frequencies: Saves the current frequency list as a Hadamard
line list for the current nucleus (tn). It saves the frequency list, band
width, current nucleus, spectral width, and frequency offset in a
persistence file. The frequencies and other parameters are loaded from
the persistence file when loading a Hadamard experiment (step 5
above).

Line List: The line list is displayed in the text entry window on the
right hand side of the page. You may edit the line list directly from
this window. Click the 'Set list into parameters' button to set the line
list changes into the parameters. The first column of numbers is the
Hadamard frequency list, e.g. htfrgl. If there is a second column of
numbers, it specifies the bandwidth for each frequency in Hz.

Hz/ppm menu: Select Hz or ppm to display the line list in Hz or ppm.
If Hz is selected, the line list is displayed in Hz from the center of the
spectrum.

Move HT pars to exp: Move the Hadamard parameters from the
current workspace to a new workspace. The workspace number is
specified in the entry box.
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Set list into parameters: Sets the changes from the line list text entry
window into the parameters.

Import list curexp / htfrql.ll: Copies a line list file from curexp into
the current line list, and sets the line list into the parameters. The line
list file to be copied is named after the frequency parameter, e.g.

/export/home/vnmrl/vnmrsys/exp2/htfrgl.11
The format of the file is the same as the line list display.

Arguments htfrgl - Hadamard frequency list in indirect dimension, in Hz from
center of spectrum, or ppm.

htbwl - Hadamard band width in indirect dimension, in Hz. It may
be a single value or a list of values for each element in the htfrql list.

tn - nucleus used for frequency list.
Examples Example #1:
freq [Hz from center]
1172.37
327.69
-346.37
-1292.10

In Example #1, the Hadamard frequencies are in Hz from the center
of the spectrum.

Example #2:
freq [ppm] bw [Hz]
7.930 20
5.819 16
4.134 20
1.770 20

In Example #2, the Hadamard frequencies are in ppm, referenced to
the current spectrum. The bandwidth for each frequency is also
specified as 16 Hz for the second frequency, and 20 Hz for the rest. If
htbwl is arrayed to two or more values in the parameter set, the
values are written to the line list file. If the size of the htbwl array
is smaller than the size of the htfrql array, the last value of htbwl is
applied to the remaining frequencies.

In a 2D display, the Edit HT Freq dialog may be used to view the
Hadamard frequency list in F1. Interactive frequency selection and
display from the graphics window may be done. You may also edit
frequencies from the Line List window. In a 2D display, frequencies in
ppm are referenced to F1.

See also ht
HsqgcHT
tocsyHT
getht
mht
sethtfrgl
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editLog

Applicability

Description

Description

Examples

htfrgdisp
dll

Customize the log details

VnmrJ 3.1, VnmrJ 3.2

The sgLog macro records specific events from a study queue. The
messages and details of the logging are customizable with the editLog
utility.

The sgLog macro is very generic. It gets all of its details from a file
written by the editLog utility. This file has the same name as the
macro and is in the <appdir>/templates/vnmrj/loginfo directory.
sgLog saves logging information only for automation runs. The log
editor can handle menus of choices. Files in templates/vnmrj/loginfo
with the same name as the keyword will be used to make menus of
choices to select from within the editLog editor.

Files prefixed with the name of the logging macro, for example sgLog
will make a File menu specific for editLog('sqLog'). The logging macro,
along with the editLog editor are very general and can be used to log
other events. As an example, suppose one wants to monitor access to
the VnmrJ program.

The sqLog facility will record the following events: SampleStart,
SampleEnd, ExpStart, ExpEnd, ExpError. Each event recorded
in the logfile may may be preceded by header information. This may
include things like the date, time, user, etc. This header information is
customizable.

The sqLog macro is very generic. It gets all of its details from a file
written be the editLog utility. This file has the same name as the
macro and is in <appdir>/templates/vnmrj/loginfo directory. For
example, the current sqlLog file is:

# Formatting statements for automation log files.
#

1lHeader Date: %MOC% %DAY% %$YR% at %$HR%:3MIN%:%SEC%,
User: Soperator$, Sample: S$samplename$S,

lSampleStart Start new sample at location $loc$.
1SsampleEnd Finish sample at location S$locS\\###4#
lExpStart Experiment Spslabel$ started.

1ExpEnd Experiment S$pslabel$ complete.

1lExpError Experiment error: $$2$

lExpPrescan Prescan:

1File SautodirS$/logfile

1Ifcondition (auto='y"')

Lines starting with a hash mark (#) are comments. The first character
of each non-comment line is a 1 or 0, indicating enabled or disabled.
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The rest of the first word, following the 1 or 0, is a keyword that is
passed to the sgl.og macro. The remainder of a line is the template
for writing the log file. The template is passed to the chkname
command for translation.

The File keyword defines where the log file will be saved. If this
keyword is disabled, all of the sgLog event logging will be disabled.
Disabling other keywords only disables that specific event or feature.

The Ifcondition keyword allows the logging mechanism to make
decisions as to whether to log the event. For example, in the case of
sqgLog, we only log events during an automation run. Logging will
occur only if the Ifcondition is true.

A special keyword of "None" for the Ifcondition specifies no special
conditions. That is, events are always logged.

The sgl.og macro is called from appropriate places in the software. It
is called with the keyword as the first argument. If the template uses
passed arguments, they can be passed to the sglL.og macro. For
example, the ExpError template includes the second argument in its
templates, which contains the actual error. This would be called as:

geterror:Serr
sqgLog ('ExpError', Serr)

During an automation run, messages written to 'line3', which puts them
into the "acglog". If sgLog is called with no arguments but one
return value, the pathname of the log file, defined by the File
keyword, is returned.

If sgLog is passed an event keyword, with optional additional
arguments, and requests a return value, the message will not be written
into the log file (nor on line3 for automation runs), but will be
returned to the calling macro. An example would be:

sgLog ('SampleStart') : Sres

As defined above, sqgLog saves logging information only for automation
runs. By changing the File attribute to your userdir directory, and
setting the Ifcondition to None, all study queue activities will be
logged, both automation and foreground.

The log editor can handle menus of choices. Files in
templates/vnmrj/loginfo with the same name as the keyword will be
used to make menus of choices to select from within the editLog
editor. Files prefixed with the name of the logging macro, for example
sgLog will make a File menu specific for editLog('sgLog"')

The logging macro, along with the editLog editor are very general
and can be used to log other events. As an example, suppose one wants
to monitor access to the VnmrJ program. A "loginLog" could be made
as follows.

Make a copy of the sgl.og macro called 1oginLog.

Add a loginLog file describing the events to logged to the
<appdir>/templates/vnmrj/loginfo. An example of such a file may be:

# Formatting statements for login log files.
#
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See also

eject
Syntax
Description
See also
Related

email
Description
Syntax
See also

1lHeader Date: %MOC% %DAY% %$YR% at %$HR%:3MIN%:%SEC%,
User: Soperators$

1Login Login

lLogout Logout

1File S$systemdir$/acqqueue/loginLog
1Ifcondition ((auto='n') and (jviewport=1l))

The only remaining task is to place calls to the loginLog macro in
various other macros. In this case, one might call
loginLog('Login') : $res fromthe bootup macro and
loginLog ('Logout') :Sres

from the exit macro. If one wanted to monitor "operator" logins, one
could and additional keywords such as Operatorlogin and
Operatorlogout to the above file and then call

loginLog ('Operatorlogin') : $Sres from the operatorlogin
macro and call loginLog ('Operatorlogout') :Sres from the
operatorlogout macro.

The following are more examples.
sgLog (event<, args>) - log automation events

sqgLog (event<,args>) : Sres - return automation events to calling
macro

sgLog: Spath - return log file path
editLog - Customize the log details.
sqgLog

Eject sample (M)

eject
Ejects the sample from the probe by turning on the eject air and the
slow drop air. The e macro functions the same as the e macro.

NMR Spectroscopy User Guide

e Eject sample (M)
i Insert sample (M)
insert Insert sample (M)

Tool to Send Email

Called on a filename, this utility prompts for email addresses and sends
the specified file.

email (filename)

email ('textfile")
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enter Enter sample information for automation run (M,U)

Applicability Systems with an automatic sample changer.

Syntax enter<(file<,configuration_file>)>
(From UNIX) enter <file> <configuration_file>

Description Enables entry of sample information for automation runs, including the
sample location, user information, solvent used, experiment or
experiments to run, and arbitrary text information. enter ('abc')
creates a directory named abc. In this directory is a file named abc,
which contains experiment information.

Arguments file is the name of the file to be edited. The default is that enter
prompts for this information. If the file already exists, new entries are
appended to it.

configuration_file is the name of a user-supplied file that
customizes enter for local use. Several configuration files are
provided:

eenter.conf is used when defining an experiment when an
automation run is not currently active.

eauto.conf is used when defining an experiment for a current
automation run. The walkup macro is provided for this style of
entering samples.

egilson.conf is used with the VAST accessory.

Examples (From VnmrJ or UNIX) enter
(From VnmrJ) enter ('mysamples')
(From UNIX) enter MySamples
(From VnmrJ) enter ('mysamples', 'auto.conf')

See also NMR Spectroscopy User Guide; User Programming

Related auto Set up an automation directory (C)
autogo Start an automation run (C)
autoname Prefix for automation data file (P)
autora Resume a suspended automation run (C)
autosa Suspend current automation run (C)
printer Printer device (P)
status Display status of all experiments (C)
walkup Walkup automation (M)

enterdialog Start a dialog window using enterexp file (M)

Applicability Systems with automation.
Syntax enterdialog

Description Internal macro used by enter to start a dialog window using the
enterexp file in the dialoglib directory.

VnmrJ 4 Command and Parameter Reference Guide 327



328

See also

Related

epage

Description

Syntax
Related

eplot

Description

See also

Related

ernst
Syntax

Applicability
Description

errlog
Syntax

Applicability
Description

NMR Spectroscopy User Guide; User Programming

Enter sample information for automation run
MU)

enter

Emails Output

Used in place of the page command, this macro directs the output to
email.

epage

page, eplot

Emails PostScript

Used in place of the page command, this macro directs PostScript
output to email.

eplot

page, epage

Calculate the ernst angle

ernst (tl,<90degree>)

VnmrJ 3.1

Calculate the ernst angle pulse with a guess at t1 and the 90-degree
pulse calibration and sets pw. If there is a parameter pw90 and no
second parameter is entered, pw90 is taken as the 90-degree pulse.
An entered 2nd argument resets pw90.

Display recent Vnmr error messages

errlog

errlog:Sstr
VnmrJ 3.1

The errlog command displays the most recent VNMR error messages in
the alphanumeric (dg) window. If supplied with a return value,
errlog:$str will return the last message displayed on line 3. A call
to errlog:S$str will clear the last message. That is, if two sequential
calls are made to errlog:S$str, the second call will always return a
blank string.
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The errlog command displays the most recent VNMR error messages
in the alphanumeric (dg) window.

Arguments Use the global parameter "errloglen" to control the number of lines
that are displayed. If not defined, the program uses a value of 10 by
default.

errloglen Number of lines in error message display (P)

Description Sets the number of lines in the display of error messages by errlog.
Values Integer, default is 10.
See also NMR Spectroscopy User Guide

Related errlog Display recent error messages (P)
exec Execute a VNMR command
Syntax exec('command') - execute a VNMR command

exec ('command') : Sret - execute a VNMR command and report
success or failure

Applicability VnmrJ 3.1

Description The exec command allows an arbitrary VNMR command or macro to
be executed. It lets a macro construct a character string which is a
VNMR command or macro and then execute that command or macro.

Some macros and commands abort. This causes the calling macro to
also abort. By using exec with a return value, whether or not the
called macro aborted or not is returned as a macro variable. The calling
macro is not aborted.

For example, in the simple macro macroB
write('lined','got to here")

If macroB aborts, the write command is not executed and the calling
macro aborts.

If a return argument is given to exec, it will be set to O if the called
macro aborts and it will be set to 1 if the called macro does not abort.
For example, in the following macro

exec('macroB"):$ret
if ($ret = 0) then
write('line3','macroB aborted")
else
write('line3','macroB did not abort")
endif
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Examples

execpars

Description
See also

Related

execplot

Description
See also

Related

one or the other write commands will execute, depending on whether
macroB aborts. The calling macro does not abort, but continues
executing its instructions.

The aborton and abortoff mechanism can also control whether or
not the calling macro aborts if its called macro (macroB in the above
examples) aborts. However, continued execution of the called macro is
not guaranteed. For example,

abortoff

macroB

aborton

write('line3','got to here")

will often execute the write command, whether or not macroB aborts.
However, if macroB calls aborton and subsequently aborts, or if
macroB calls another macro that calls aborton, and one of those
macros aborts, then the calling macro will abort before the write
command is executed. Using the exec command with a return

argument, as in exec ('macro') : Sret , guarantees that execution of
the calling macro will continue.

exec ($cmdstr) : Sret - execute the contents of $cmdstr as a VNMR
command

Set up the exec parameters (M)

Set up the exec parameters as listed in /vnmr/execpars.

User Programming

apptype Application type (P)
execplot Execute plotting macro (P)
execprep Execute prepare macro (P)
execprescan Execute prescan macro (p)
execproc Execute processing macro (P)
execsetup Execute setup macro (P)

Execute plotting macro (P)

Defines which plotting macro to use to plot this experiment.

User Programming

apptype Application type (P)
plot Automatically plot spectra (M)
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execprep
Description

See also

Related

execprescan
Description

See also

Related

execproc
Description

See also

Related

execprocess

Description

See also
execsetup

Description

See also

Related

Execute prepare macro (P)

Defines which prepare macro to use to prescan this experiment.
User Programming

apptype Application type (P)
acquire Acquire data (M)
plot Automatically plot spectra (M)

Execute prescan macro (P)

Defines which prescan macro to use to prescan this experiment.
User Programming

apptype
acquire

Application type (P)
Acquire data (M)

Execute processing macro (P)

Defines which processing macro to use to process this experiment.

User Programming

Application type (P)
Acquire data (M)

apptype
acquire

Execute processing macro (P)

Defines which processing macro to use to process this experiment.

User Programming

Execute setup macro (P)

Defines which setup macro to use to prescan this experiment.

User Programming

apptype Application type (P)
cgexp Load experiment from protocol (M)
sgexp Load experiment from protocol (M)
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exists

Syntax

Applicability

Description

Checks if parameter, file, or macro exists and file type (C)

exists (name, 'parameter' [, tree]) :$x - does a parameter
exist?
exists (name, 'file'<,perm>) :$Sx - does a file exist?

name, 'ascii'):$x - 1s a file an ASCII text file
name, 'directory'):$x - 1s a file a directory
name, 'parlib') :$x,Spath - does a parlib entry

exists
exists

— o~ o~ —

exists
exist
exists (name, 'psglib') :$x, Spath - does a psglib entry
exist

exists (name, 'command') :$x - does a command or macro
exist?

exists (name, 'maclib') :$x - does a macro exist?

exists (name,directory<, 'errval'>):$x - does a file or
directory exist in one of the "applications directories™

VnmrJ 3.1

Allows checking for the existence of a parameter, file, command, parlib
entry, or macro from within a macro. Allows checking if a file is an
ASCII text file or is a directory. Returns 1, if file or parameter exists,
or the query is true; else 0. If the 'parameter' keyword is used, an
optional variable tree name can be supplied. The variable trees are
‘current’, 'global', 'processed’, 'usertree', and 'systemglobal'. The default
tree is 'current'.

If the 'file' keyword is used, an optional permission test can be
supplied. Without the permission test, simple existence of the file is
checked. Access permission can be checked by passing the character r
for read permission, w for write permission, and x for execute
permission. One, two, or three characters can be passed in a single
argument. For example,

exists('/vnmr/conpar' 'file','rw")

checks not only that the file /vnmr/conpar exists, but also that the
current user has read and write access to that file. The ascii option
checks if the named file is an ascii file. The directory option checks if
the named file is a directory.

The parlib name will be searched for. If it is not found, a .par will
be appended and the appended name will be searched for. The parlib
option will also return the absolute path of the parameter set. The
search path for parlib is defined by the VnmrJ administrator
interface, using the "applications directories", or appdirs.

The psglib name will be searched for. If it is not found, a .c will be
appended and the appended name will be searched for. The psglib
option will also return the absolute path of the parameter set. The
search path for psglib is defined by the VnmrJ administrator
interface, using the "applications directories", or appdirs.

Macros may reside in various places, as determined by the
"applications directories", or appdirs. Typical places include the users
vnmrsys/maclib directory and /vnmr/maclib.
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When macros are executed, the appdirs are searched in order. Exists
will return a O if the macro is not found in any of the appdirs. It
will return a 1, 2, or larger integer, depending on if it is found in the
first, second, third, etc appdir.

The command keyword is very similar to the maclib keyword, except
that it firsts checks to see if the name represents a built-in Vnmr
command.

If the name is neither a built-in command nor a macro, exists will
return a 0. If the name represents a built-in command, exists will
return a 1. If name is a macro, exists will return either 2, 3, 4, or 5.
The return value identifies in which directory the macro is located.
The number is 1 greater than the value returned by the maclib
keyword. That is, if the command

exists('macroname','maclib"):r1

sets rl equal to 1, then the command
exists('macroname', 'command') :rl

will set rl equal to 2.

The exists command with the maclib keyword is a specific case of a
general mechanism to search for files and directories in the
"applications directories", or appdirs. The first argument to exists is
a file name and the second argument is any subdirectory in an appdir.
For example, the second argument could be the following:

shapelib - to search for shapes.

manual - to search for manuals
probes - to search for probes
shims - to search for shims

It can be any directory in an appdir. It need not be a standard
directory. For example, it could be bin to search for standalone
executable programs. One could execute these standalone executable
programs using a construction along the following lines.

exists($myprog,'bin"):$e,$myprogPath
if ($e) then
shell($myprogPath):$res
else
write('line3','%s: Program %s has not been installed',$0,$myprog)
endif

The second argument to exists can be set to " to search for files in the
top-level of the appdirs. For example,

exists('pulsecal','")

will search for pulsecal in the top-level of all appdirs. The directory
name can also be multi-level, as in

exists(probename,'probes/'+probe)

The first argument may also be set to ", in which case exists will check
for directories in the appdirs.
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See also

exit
Syntax

Applicability

Description

expactive

Syntax

Applicability
Description

This generic form of exists will return one or two values to the
calling macro. The first return value is an integer indicating in which
appdir the file is found. The exists command will return a 0 if the file
is not found. It will return a 1, 2, or larger integer, depending on if it
is found in the first, second, third, etc appdir. An optional third
argument can be provided. This will be the return value if the file is
not found. For example,

exists ('nomacro', 'maclib',-1) :So0k

will set $ok to -1 if the "nomacro" does not exist in any of the
appdirs. This can be used by the interface designed so that a button
may be either "grayed out" of removed if a macro or some other file
does not exist.

The second optional return value is the absolute path to the found file.
If the file does not exist, the second return value will not be set.

See the which macro for an example on the use of the command
keyword.

Macro to call vnmrexit

exit
vnmrexit
VnmrJ 3.1

The command vnmrexit exits from the vnmr system in a graceful
manner. It writes parameters and data to the disk, removes lock files
and restores the terminals(if on a GraphOn). The macro exit calls the
command vnmrexit to exit from vnmr. As a macro, exit provides a
user some flexibility in defining other things to do when exiting.

Determine if the experiment has an active acquisition

expactive(n)<:$ans> - determine if experiment n has an
active acquisition

expactive('user')<:$ans> - determine if current user has
an active or queued experiment

expactive('auto')<:$ans> - determine if system is in
automation mode

expactive ('current')<:$ans, $dir> - determine current
active experiment number and user

expactive<:S$Sans> - determine if current experiment has
an active acquisition

VnmrJ 3.1

expactive will determine whether an acquisition is active or pending
in the current experiment. An experiment number n, where n is a
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number from 1 to 9999, may be supplied to expactive to determine if
an acquisition is active or pending in experiment n.

Arguments Without a return argument, expactive displays the results on line 3.
If a return argument is appended to the expactive command, it will
be set to the following:

e-1 - acquisition is not possible (for example, it is a data station)
*0 - no acquisition is active in the requested experiment
1 - an acquisition is active in the requested experiment

* 2 or larger if an acquisition is queued in the requested experiment.
Subtract 1 from the value to determine its position in the acquisition
queue.

If the keyword 'user' is supplied as an argument, expactive will
determine if the current user has an active or queued experiment.
Without a return argument, expactive ('user') displays the results
on line 3. If a return argument is appended to the

expactive ('user') command, it will be set as in the case above.

If the keyword 'auto' is supplied as an argument, expactive will
determine if the system is in automation mode. Without a return
argument, expactive ('auto') displays the results on line 3. If a
return argument is appended to the expactive('auto') command,
it will be set to 1 if the system is in automation mode, 0 otherwise.
As a second return value, the path name of the last automation run
will be returned.

If the keyword 'current' is supplied as an argument, expactive will
determine which experiment, if any, has an active acquisition command
running. Without a return argument, expactive ('current')
displays results on line 3. An experiment is still considered active if it
holds up additional acquisitions during its wexp processing by means
of the 'wait' flag. If a return argument is appended to the
expactive('current') : Sexp command, it will be set to the
following:

e-1 - acquisition is not possible (for example, it is a data station)
*(0 - no acquisition is active
en - an acquisition is active in experiment "n"
If a second return argument is appended to the
expactive('current):$exp,$user

command, the second argument will be set to the user that started the
acquisition. If the system is running in automation mode, this second
argument will be set to 'auto'. If no acquisition is running, this second
argument will be set to 'nobody".
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expfit

Syntax
Applicability
Description

Unix program for making a least squares fit to a polynomial
or exponential curve

expfit option(s) <analyze.inp >analyze.list
VnmrJ 3.1

The program expfit does a least-squares curve fitting to the data
supplied in 'analyze.inp'. Macros are available for the specialized uses
of analyze such as 't1l' and 'kinetics'. They avoid the need for the
user to select options and get the correct file format. In the regression
mode, the type of curve fitting, (‘polyl',...) must be selected. For
regression (generalized curve fitting), the regression section in the
Operation Manual gives the input file format and describes the menus
that permit options choices indirectly through menu buttons.
Files
The text file analyze.inp which for t1, t2, kinetics, contact_time, and
regression, contains:
<optional descriptive text line>
<optional y-axis title - regression only>
number of peaks(data sets) number of (x,y) pairs per peak and,
regression only, x scale type y scale type
<NEXT number of (x,y) pairs for this peak >
peak index
xy (first peak,first pair)
Xy (first peak,second pair)
<NEXT number of (x,y) pairs for this peak >
peak index
Xy (second peak, first pair)
In the regression mode the line beginning with 'NEXT' is inserted at
the start of each data set when the number of pairs per peak is
variable. In this case the header contains the maximum number of
pairs per peak. For t1, t2, kinetics, and contact_time, information
from the file 'fp.out' and from the array 'xarray' are used to construct
this file, therefore, it is necessary to run 'fp' prior to 'analyze'. For
regression, this file is made by running "expl('regression")". For
'diffusion’, 'contact_time', and, if not in regression mode, polyl and
poly2, it is slightly different:
List of <number> x-y data pairs (6 strings)
<Descriptive text line>
<X-values> <Y-values> (2 strings without blanks)
Xy (first peak,first pair) (continues as above)
'expfit' also makes a file 'analyze.out', which is used by 'expl' to display
the results of the analysis in addition to output to the standard output
which is usually directed to 'analyze.list'.
Options
The following options are implemented in 'analyze":
t1, ,Perform T1 analysis (default)
t2Perform T2 analysis
kinetics Perform kinetics analysis decreasing peak height
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expl

Syntax

Applicability

Description

increment Perform Kkinetics analysis with increasing peak height
listExtended listing for each peak
diffusion A special analysis for diffusion experiments
contact_time A special analysis for solids cross-polarization
spin-lock experiments
regression Sets regression mode, signifies generalized curve
fitting with choices polyl, poly2, poly3, and exp
polyO0With regression, calculates mean
poly1With regression, a linear fitting
poly2With regression, a quadratic fitting
poly3With regression, a cubic curve fitting
expWith regression, an exponential curve fitting

expfit d2 T1 list <analyze.inp >analyze.out
expfit regression exp list <analyze.inp >analyze.out

Display data on the screen

expl- display the data for all lines on the screen

expl (line#, line#,..)- display selected lines only
expl ('regression',line#,..) - display selected data sets
for regression analysis

VnmrJ 3.1

Display or plot exponential curves resulting from t1, t2, or Kinetics
analysis. Display or plot of Polynomial Curves from Diffusion or other
type of analysis. No argument displays first 8 curves if that many along
with the data points. Otherwise selected curves are plotted.

sc, we, sc2, and wc2 control the size of plot.

Options

'regression' signifies the beginning of generalized curve fitting. Expl
displays the data in 'regression.inp' as unconnected points, and also
uses 'regression.inp' to create the file 'analyze.inp', which serves as
input to 'analyze' for curve fitting.

'linear', 'square', '1og' provide for plotting of the data points against
the square or log of the data. The first keyword controls x-axis scale,
the second keyword controls the y-axis. Default is to 'linear'.

'link' causes the data points to be connected rather than a plot of the
theoretical curve.

'nocurve' produces a plot of data points only.

'tinysymbol' produces a plot with small-scale data point symbols.
'nosymbol' produces a plot of the curve only.

'noclear' does not erase the graphics screen before drawing the plot.
'oldbox' is used to plot an additional curve on an existing plot. Only
the first data set in analyze.out is plotted. It causes the program to
get box and scale description from expl.out in the current experiment.
When the 'oldbox' option is used, a required second argument identifies
the curve number and data point symbol, which will be used to
represent the data.

This second argument is a number from 1 to 8.
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Examples

See also

expladd

Applicability
Syntax
Description

Arguments

Examples

'file' followed by a filename replaces analyze.out as the input to expl.
Files:

'‘analyze.out' file is the data input file except for regression when it is
'regression.inp'.

'‘expl.out' saves certain display/plot parameters.

Format for regression input, 'regression.inp':

Text Line (Optional)

Second text line (Optional) displayed along Y scale

nsets npairs

<NEXT>

xy (first set, first pair)

Xy (first set, second pair)

<NEXT>

Xy (second set, first pair)

The optional text lines must not begin with a digit.

The line beginning with 'NEXT' is inserted at the start of each data set
when the number of pairs per peak is variable. In this case, set 'nsets'
and 'mpairs' to 0.

Limits:

2048 points maximum from a data set.

2048 points maximum from all sets displayed/plotted.

8 data sets maximum displayed/plotted.

128 data sets maximum are read.

expl- display from the first up to the sixth curve with data points
from 'analyze.out'

expl(1,3,6)- display curves with indexes 1, 3, and 6 from 'analyze.out'
with data points

expl(1,3,6)- plot the data

expl('regression')- display the data in the first up to the sixth data
set in 'regression.inp'

expl('regression',4,5)- display the data in the fourth and the fifth data
set in 'regression.inp'

See expl in the Commands Manual for the file format of
analyze.out

Add another diffusion analysis to current display (M)

Systems with the diffusion option.
expladd(integral_region)

Adds results of another diffusion analysis to the currently displayed
results.

integral_region specifies the number of the region whose results
are to be added to the existing graph.

expladd(1l)
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See also

Related

explib
Syntax

Applicability
Description

See also

explist

See also

Related

explog

Applicability
Description

exptime

Syntax

Applicability

NMR Spectroscopy User Guide

expl Display exponential or polynomial curves (C)
pexpl Plot exponential or polynomial curves (C)
pexpladd Add another diffusion analysis to current plot (M)

Display experiment library (M)

explib

VnmrJ 3.1

Displays the currently available experiment files. For each experiment,
explib displays the name of the experiment and its subexperiments,
whether an acquisition is active or its position in the acquisition queue,
the current size of the experiments, the pulse sequence currently active
in the experiments, and the first 50 characters of the text file in the
experiment. explib also displays a message if the system is in
automation mode.

NMR Spectroscopy User Guide

Display current experiment chain and approx. time for each
(M)

Displays approximate time for each experiment in a chained
experiment.

autotime Display approximate time for automation (M)

Display an experiment's log file

VnmrJ 3.1

Each acquisition generates a log file which includes when the
experiment started, any acquisition errors which may have occurred,
and when the experiment finished. This information may be displayed
with the explog macro. This information is stored in the experiment's
acqfil directory in a text file named log.

Display experiment time

exptime
exptime('filename"')

VnmrJ 3.1

VnmrJ 4 Command and Parameter Reference Guide 339



Description exptime estimates the experiment time for the current segfil, using
the parameters in the current experiment. "exptime ('filename')"
estimates the experiment time of the specified filename.

Examples exptime
exptime(‘s2pul’)
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Agilent VnmrJ 4 Command and Parameter

Reference Guide

f

£19

£f19p

flcoef

f2coef
fastuserlogin
fattn

fb

fbc

fdml

fid _scan
fiddc3d

fiddle
fiddle_examples

fiddled

fiddleu

fiddle2d
fiddle2D
fiddle2dd

fiddle2Dd

fidmax

fidpar

fidsave
fifolpsize
file

files

filesinfo

Set display parameters to full spectrum
Automated fluorine acquisition (M)

Process 1D fluorine spectra (M)

Coefficient to construct F1 interferogram (P)
Coefficient to construct F2 interferogram (P)
Gateway macro for fastuserlogin function. (M)
Fine attenuator (P)

Filter bandwidth (P)

Apply baseline correction for each spectrum in an
array (M)

Set, write 1D FDM parameters, run FDM (M)

Start up the interactive acquisition display process
3D time-domain dc correction (P)

Perform reference deconvolution (M)

lllustrates some of the simple ways that fiddle can
be used to extract worthwhile results from poor
quality data

Perform reference deconvolution subtracting
alternate FIDs (C)

Perform reference deconvolution subtracting
successive FIDs (C)

Perform 2D reference deconvolution (C)
Perform 2D reference deconvolution (C)

2D reference deconvolution subtracting alternate
FIDs (C)

2D reference deconvolution subtracting alternate
FIDs (C)

Find the maximum pointin an FID (C)

Add parameters for FID display in current
experiment (M)

Save data (M)

FIFO loop size (P)

File name of parameter set (P)
Interactively handle files (C)

Return file information for files display (C)

Agilent Technologies 3



filtfile
findxmlmenu
fitspec
fixgrd

fixpar

fixpar3rf
fixpardrf
fixparbrf
fixgrdR

fixup

fixpsg
flashc

flipflop

Fluorine
flush

fn

fnl

fn2

fn2D

focus
foldcc
foldj
foldt
fontselect

format

fp

fpi
fpmult
fpmult
fpmultl
fomult?2
fr

framecmd

File of FIR digital filter coefficients (P)
Find an xml menu (M)

Perform spectrum deconvolution (C, U)
Convert gauss/cm value to DAC (M)

Correct parameter characteristics in experiment
(M)

Create parameters for third rf channel (M)

Create parameters for fourth rf channel (M)

Create parameters for fifth rf channel (M)

Converts Gradient Strength to DAC values

Adjust parameter values selected by setup macros
(M)

Update psg libraries (M)

Convert compressed 2D data to standard 2D format
(C)

Set up parameters for FLIPFLOP pulse sequence
(M)

Set up parameters for 19F experiment (M)

Write out data in memory (C)

Fourier number in directly detected dimension (P)
Fourier number in 1st indirectly detected dimension

(P)
Fourier number in 2nd indirectly detected
dimension (P)

Fourier number to build up 2D DOSY display in freq.
domain (P)

Send keyboard focus to input window (C)

Fold INADEQUATE data about two-quantum axis (C)
Fold J-resolved 2D spectrum about f;=0 axis (C)
Fold COSY-like spectrum along diagonal axis (C)
Open FontSelect window (C)

Format a real number or convert a string for output
(C)

Find peak heights or phases (C)

Report integral values from arrayed spectra. (M)
First point multiplier for np FID data (P)

First point multiplier for "np" FID data

First point multiplier for ni interferogram data (P)
First point multiplier for ni2 interferogram data (P)
Full recall of a display parameter set (M)

Create a new frame of image, text, and inset with
'new’ option
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fread Read parameters from file and load them into a tree
(C)

fsave Save parameters from a tree to a file (C)

fsg Frequency-shifted quadrature detection (P)

ft Fourier transform 1D data (C)

ftid Fourier transform along f, dimension (C)

ftlda Fourier transform phase-sensitive data (M)

ftldac Combine arrayed 2D FID matrices (M)

ft2d Fourier transform 2D data (C)

ft2da Fourier transform phase-sensitive data (M)

ft2dac Combine arrayed 2D FID matrices (M)

ft3d Perform a 3D Fourier transform on a 3D FID data set
(M.U)

ftargs Macro to create parameters

full Set display limits for a full screen (C)

fullsqg Display largest square 2D display (M)

fullt Set display limits for a full screen with room for
traces (C)

f Set display parameters to full spectrum

Syntax f
Applicability VnmrJ 3.1

Description This commands sets the display parameters "sp" and "wp" up for a full
display of a 1D spectrum. If an FID is displayed, the parameters "sf"
and "wf" will be set for a full display. In multi- dimensional data sets,
the parameters for both displayed dimensions will be set up. For 2D
data sets, the parameters "sp", "wp", "spl", and "wpl" would be set.
For planes of higher dimensional data sets, the appropriate two groups

of sp wp, spl wpl, and sp2 wp2, parameter pairs will be set.

£19 Automated fluorine acquisition (M)

Syntax f19<(solvent)>

Description Prepares parameters for automatically acquiring a standard 19p
spectrum. The parameter wexp is set to 'procplot' for standard
processing. If £19 is used as the command for automation via the
enter program, then the macro au is supplied automatically and
should not be entered on the MACRO line of the enter program.
However, it is possible to customize the standard £19 macro on the
MACRO line by following it with additional commands and parameters.

VnmrJ 4 Command and Parameter Reference Guide 343



344

Arguments
Examples

See also

Related

£19p

Description

See also

Related

flcoef

Description

For example, £19 nt=1 uses the standard £19 setup but with only
one transient.

solvent is the name of the solvent. In automation mode, the solvent
is supplied by the enter program. The default is 'CDC13"

£19

£f19('DMSO"')

NMR Spectroscopy User Guide

au Submit experiment to acquisition and process data (M)

enter Enter sample information for automation run (C)

f19p Process 1D fluorine spectra (M)

procld Processing macro for simple (non-arrayed) 1D spectra
D)

procplot Automatically process FIDs (M)

wexp When experiment completes (P)

Process 1D fluorine spectra (M)

Processes non-arrayed 1D fluorine spectra using a set of standard
macros. £19p is called by procld, but can also be used directly. Fully
automatic processing (up to a point where a spectrum could be plotted)
is provided: Fourier transformation (using preset weighting functions),
automatic phasing (aphx macro), select integral regions (hregions
macro), adjust integral size (integrate macro), vertical scale
adjustment (vsadjc macro), avoiding excessive noise (noislm macro),
threshold adjustment (if required, thadj macro), and referencing to
the TMS signal, if present (tmsref macro).

NMR Spectroscopy User Guide

aphx Perform optimized automatic phasing (M)

£19 Automated fluorine acquisition (M)

hregions Select integral regions for proton spectra (M)

integrate Automatically integrate 1D spectrum (M)

noislm Avoids excessive noise (M)

procld Processing macro for simple (non-arrayed) 1D spectra
D

thadj Adjust threshold (M)

tmsref Reference spectrum to TMS line (M)

vsadjh Adjust vertical scale for proton spectra (M)

Coefficient to construct F1 interferogram (P)

Holds the coefficient to construct an F1 interferogram for 2D and 3D
transformation. Coefficients are used by the ft2da and ft3d macros.
If flcoef has a null value, ft2da uses the “standard” coefficients.
flcoef is created by the par2d macro.

VnmrJ 4 Command and Parameter Reference Guide



Values

See also

Related

f2coef

Description

Values

Series of coefficients, separated by spaces (not a comma), and stored
as a string variable. For example, the coefficient for standard
States- Hypercomplex data set is flcoef='1 0 0 0 0 0 -1 0'.

NMR Spectroscopy User Guide

f2coef Coefficient to construct F2 interferogram (P)

ft2da Fourier transform phase-sensitive data (M)

ft3d Perform a 3D Fourier transform on a 3D FID data set
MU)

make3dcoef Make 3D coefficients file from 2D coefficients (M)

par2d Create 2D acquisition, processing, display parameters
oY)

Coefficient to construct F2 interferogram (P)

Holds the coefficient to construct an F2 interferogram for 2D and 3D
transformation. Coefficients are used by the ft2da('ni2') and ft3d
macros. If f2coef has a null value, ft2da('ni2') uses the
“standard” coefficients. £2coef is created by the par3d macro.

Series of coefficients, separated by spaces (not a comma), and stored
as a string variable. For example, the coefficient for standard
States- Hypercomplex data set is f2coef='1 0 0 0 0 0 -1 0'.

fastuserlogin Gateway macro for fastuserlogin function (M)

Syntax
Applicability
Description

Arguments
Examples

See also

fattn

Description

Values

VnmrJ 3.1

On systems with VnmrJ 3.1 and above, this macro manages the
FASTuser switch located in VnmrJ-User Preferences. Enabling the
FASTuser switch allows users to quickly login and logout of VnmrJ.

Fine attenuator (P)

Configuration parameter for whether the current rf channel has a fine
attenuator. The value is set using the label Fine Attenuator in the
Spectrometer Configuration window (opened from config).

0 specifies the fine attenuator is not present on the channel (Not
Present choice in Spectrometer Configuration window).
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fb

fbc

See also

Related

Description

Values

See also

Related

Syntax
Applicability
Description

4095 specifies the fine attenuator is present on the channel (Present
choice in Spectrometer Configuration window).

Vamrd Installation and Administration, User Guide: Solids; CP/MAS
Installation

config Display current configuration and possibly change it
M)

dpwrf First decoupler fine power (P)

tpwrf Observe transmitter fine power (P)

Filter bandwidth (P)

Sets the bandwidth of the audio filters, which prevents noise of higher
frequency than the spectral limits from “folding in” to the spectrum.
Because the transmitter is in the center of the spectrum, the range of
audio frequencies that must be filtered out is half the spectral width
sw (e.g., for a spectral width of 4000 Hz, frequencies higher than 22000
Hz should be filtered out). The audio filters have some attenuation at
frequencies lower than their nominal cutoff frequency, which is the
frequency at which signals have been attenuated by 3 dB (50%). This
impacts on quantitative accuracy near the edges of the spectrum so
that the standard value of fb is 10% more than half of sw.

fb is automatically changed whenever the spectral width sw is changed
and thus is normally not a user- entered parameter. For example, typing
sw=4000 automatically sets £b=2200, which is 10% more than 2000
Hz. After changing the value of sw, fb can be changed.

if sw is 500,000 or less: 1000 to 256000 Hz, 1000-Hz steps.
if sw is greater than 500,000: 256 kHz, 1 MHz.
NMR Spectroscopy User Guide

sw Spectral width in directly detected dimension (P)
mrfb Set the filter bandwidths for multiple receivers (P)

Applies 'bc' type baseline correction to all the spectrain an
array

fbc
Vnmrd 3.1

The macro fbc applies 'bc' type baseline correction to all the spectra
in an array. The partial integral mode should be used to set integral
regions to include all significant signals, while leaving as large an area
of baseline as possible blank. This minimises systematic errors in
diffusion coefficient fits caused by baseline errors.
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fdml Set, write 1D FDM parameters, run FDM (M)
Syntax fdml<(filename<,nl, vl<, n2, v2<...>>>)>
or

fdml (i) for the i-th trace

Description Sets 1D Filter Diagonalization Method (FDM) parameters to the default
values, writes the parameters to the curexp/datdir/fdml.inparm
file, and runs a stand-alone C++ program (/vnmr/bin/fdmld).

Arguments filename is the FID file; the default is curexp+'acgfil/fid".

nl, n2... is one or more following variable names (the order is
arbitrary):
axis - (default) to reverse the spec.
cheat No cheat if cheat=1, lines are narrower if cheat<1.
cheatmore No cheatmore if cheatmore=0.
error Error threshold for throwing away poles.
fidfmt FID format: VnmrdJ or ASCII.
fdm 1 for FDM; 4 for Digital or Discrete Fourier Transform.
fn_SplD Spectrum file; default is
curexp/datadir/fdml.parm.
Gamm Smoothing width (line broadening).
Gcut Maximum width for a pole.
idat Data type of ASCII FID file 4 for complex data, ignored if data
is in VnmrJ format.
i_fid The i-th trace of the FID.
kcoef If kcoef > 0,use 'complicated' dk(k). -1lis
always preferred.
Nb Number of basis functions in a single window.
Nbc Number of coarse basis vectors.
Npower Number of spectrum data points.
Nsig Number of points to use.
Nskip Number of points to skip.
par Line list file; default is curexp/datadir/fdml .parm
rho rho=1 is optimal.
specfmt Spec format: Vnmrd or ASCII.
spectyp Spectrum type: complex (default), real imag, or abs.
SSwW A test parameter.
t0 Delay of the first point.
theta Overall phase of FID (rp in radians).
wmax Maximum spectrum frequency in hertz.
wmin Minimum spectrum frequency in hertz.
v1l, v2... is the value for the variable(s).

Examples fdml ('cheat',0.8)
fdml ('Nsig',3000, 'Nb',20,1'Gamm',0.5)

See also NMR Spectroscopy User Guide

fid_scan Start up the interactive acquisition display process

Syntax fid_scan
Applicability VnmrJ 3.1
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Description The interactive acquisition display process allows interactive shimming
on the FID or spectrum. The pulse sequence and parameter set for the
FID / spectrum display is whatever is set in the current experiment /
workspace. The normal interactive tools for FID and spectral displays
(df and ds commands) are available in this interactive mode.
Automatic locking, shimming, steady states, and robot control are
turned off by passing the 'fidscan' argument to the au command.

The mechanism used for this interactive display is based on the au /
wbs tools. The £id_scan macro does an au with the bsclear and
fidscan arguments and sets wbs='fid_display'. The fid_display macro
does the actual data display at block size intervals. The fidscanmode
parameter controls the type of display to use. It is a list of flag
characters to select various options. Possible values for the
"fidscanmode" parameter include:

o'r' - displays the reals (as a trace, not in "filled" mode)

*'i' - displays the imaginaries
*'ri' - displays both the reals and the imaginaries

o'f' - displays the FID in "filled" mode. In this mode, the 'envelope'
and 'dots' mode (see dotflag parameter) are not available.

o'rf' - display the "reals" in "filled" mode.

*'s' - displays the spectrum
e'e' - displays the envelope

By default, a block size of 1 is used for £idscan mode. However, this
can be changed by creating and setting a 'fidshimnt' parameter. Setting
the fidshimnt=1 has the special effect of turning automatic phase
cycling (i.e., oph) off. Setting fidshimnt=8, for example, will average 8
scans before the result is displayed.

Related ft3d Perform a 3D FT on a 3D FID data set

fiddc3d Flag for 3D time-domain DC correction

Syntax fiddc3d
Applicability VnmrJ 3.1

Description fiddc3d is a flag whose default value is 'nnn'. £iddc3d is created by
the macro "par3d’ if the former does not already exist. The first
character of £iddc3d in the 3-character string refers to the F3
dimension (sw,np,fn); the second character, to the F1 dimension
(swl,ni,fnl); and the third character, to the F2 dimension
(sw2,ni2,fn2). Each character may take one of two values: 'n', for no
time-domain DC correction along the relevant dimension, and 'y', for
time-domain DC correction along the relevant dimension.

The time-domain DC correction occurs immediately after any LP
(linear prediction) operations and before all other operations on the
time- domain data.

Related ft3d Perform a 3D FT on a 3D FID data set
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fiddle Perform reference deconvolution
Syntax fiddle('option'[, 'filename',][, 'option', ['filename']][,startn
ol [, finishno] [, increment])

Applicability VnmrJ 3.1

Description This program performs reference deconvolution, using a reference
signal with known characteristics to correct instrumental errors in
experimental 1D or 2D spectra. The commands can take multiple string
and numeric arguments, in the format descibed under OPTIONS below.

Reference deconvolution of 1D spectra

Only spectra that contain a well-resolved reference signal dominated
by a single component (i.e. not a simple multiplet) are suitable for
reference deconvolution. Fourier transform the raw fid with ft,
preferably having zero filled (i.e. set £n >= 2*np). (If there are sinc
wiggles, use wft with gf = at*0.6.) Set the reference line to the chosen
signal using the r1 command, and then use two cursors either side of
the line to define a region of spectrum which includes all of the
reference signal plus a little clear baseline but no other signals. This
reference region will be used to define the instrumental lineshape.

Next, decide what lineshape you would like to convert the instrumental
lineshape to, and set the weighting parameters accordingly. Thus if you
want a 1 Hz wide Lorentzian, set b to 1 and all other weighting
parameters to 'n'. Bear in mind the signal-to-noise ratio penalty for
resolution enhancement: if the experimental line is 2 Hz wide and you
set 1b=0, you get an infinitely sharp line with infinitely poor S/N. For
most purposes a sensible strategy is to set lb to _minus_ the expected
_natural_ linewidth, and choose gf to give reasonable S/N; this should
convert the instrumental lineshape to Gaussian. Where the signals of
interest are broader than those of the reference, resolution
enhancement can easily be obtained by making Ib more negative. Once
you have set the weighting parameters, the command fiddle will
carry out the reference deconvolution and display the corrected
spectrum. The integral should remain unchanged, so any resolution
enhancement will result in an increase in the amplitude of both signal
and noise. To save the corrected data it is necessary to use the option
'writefid' when doing the reference deconvolution, e.g.
fiddle('writefid', 'correctedfid') will store the file
‘correctedfid.fid' in the current working directory.

The options 'writefid','<filename>' and 'readcf','<filename>' will write
and read the correction function respectively. Thus performing
reference deconvolution on one fid using fiddle with the 'writecf'
option and then using fiddle with 'readcf' to process another fid
will use the first correction function to correct the second fid. This
can be useful for heteronuclear lineshape correction (provided that the
spectral widths for the two nuclei are in the ratio of the respective
magnetogyric ratios), or for correcting spectra in which a reference
signal has been suppressed (e.g. an INADEQUATE spectrum could be
corrected for lineshape errors using a correction function derived from
the normal carbon spectrum).
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To correct a series of spectra in an arrayed or 2D experiment, use
numeric arguments just as with ft: fiddle (1) will correct spectrum
1, fiddle(2,3) spectra 2 and 3, and so on.

Many reference signals have satellites; for example as well as the
familiar one-bond carbon- 13 satellites, TMS has singlet satellite signals
from coupling to silicon-29 and quartet satellites (normally unresolved)
from three-bond coupling to carbon-13. For most purposes carbon-13
satellites are small enough to be ignored, but where high accuracy is
required or there are stronger (e.g. silicon-29) satellites, satellite
signals can be included in the specified form of the ideal reference
signal by invoking the 'satellites' option. The directory/vnmr/satellites
contains a file TMS which contains details of the TMS satellite signals;
the command fiddle (‘satellites',TMS") will allow for the satellite
signals when deconvoluting using TMS as a reference. For information
on how to construct satellite files for other reference signals, see the
file /vnmr/satellites/README.

To perform corrected difference spectroscopy, use fiddled to produce
the corrected difference between successive spectra (this will halve
arraydim). Since the main aim of reference deconvolution here is to
optimise the purity of the difference spectrum, the target lineshape
would normally be chosen to give the best possible S/N; this
corresponds to choosing a target lineshape approximately twice the
width of the raw experimental signals of interest. The command
fiddleu produces corrected differences between successive fids and
the first fid.

Reference deconvolution of 2D spectra

The commands fiddle2d/fiddle2D and fiddle2dd/fiddle2Dd
function in just the same way as the parent fiddle program. Since
the principal objective in 2D reference deconvolution is usually the
reduction of t1-noise, ideal lineshape parameters are normally chosen
for optimum S/N ratio rather than resolution enhancement. To perform
2D reference deconvolution, choose fn (preferably >=2*np) and fnl,
then ft the raw data (as mentioned earlier, if there is significant signal
left at the end of at it may be necessary to use wft with gf set).
Display the first increment with ds(1), adjust the phase of the
reference signal, and use rl to select the reference signal. In earlier
versions, it was necessary to create a parameter phinc to anticipate
the changes in the reference signal phase with increasing evolution
time, but the current algorithm adjusts the phase automatically (unless
the option 'moaph' is selected). The deconvolution will set the reference
signal phase as a function of t1 so as to place the reference signal at
frequency rfpl in fl, so remember to set r£11 and rfpl before using
fiddle2D or the fl frequencies may change unexpectedly.

Define the reference region with the two cursors as usual, then type
the command fiddle2D('writefid', '<filename>') (or
fiddle2D if a 2D difference spectrum is required, as with corrected
HMBC). The 'writefid' option is essential, as £idd1e2D on its own does
not store the corrected time-domain data. If phase-sensitive
gradient- enhanced 2D data are to be processed, alternate fids will have
opposite phase modulations (i.e. the experimental array will alternate
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N-type and P-type pathways), and the option 'alternate' should be
used.

Once the deconvolution is complete, the corrected 2D fid data can be
read into an experiment and processed as normal (though if £iddle2D
has been used, arraydim will no longer match the arrays set and it
may be necessary to set the arguments to wft2d explicitly rather than
using wft2da, or adjust the parameters manually).

Arguments The options available are as follows:

e alternate: Alternate reference phase +- (for phase sensitive gradient
2D data)

e autophase: Automatically adjust phase
e displaycf: Stop at display of correction function

e fittedbaseline: Use cubic spline baseline correction defined by the
choice of integral regions

einvert: Invert the corrected difference spectrum/spectra

*noaph: Do not automatically adjust zero order phase of reference
region

*nodc: Do not use dc correction of reference region

e nohilbert: Do not use Hilbert transform algorithm; use extrapolated
dispersion mode reference signal unless option ...

e noextrap: Is also used

e normalise: Keep the corrected spectrum integrals equal to that of the
first spectrum

ereadcf: Read correction function from file '<filename>'; the argument
'filename' must immediately follow 'readcf'

e satellites: Use satellites defined in '<filename>' in ideal reference
region; '<filename>' should be in /vnmr/satellites

estopl: Stop at display of experimental reference fid
e stop2: Stop at display of correction function

e stop3: Stop at display of corrected fid

e stop4: Stop at display of first corrected fid

e verbose: Display information about the course of the processing in the
main window

e writecf: Write correction function to file '<filename>'; the argument
'filename' must immediately follow 'writecf’

e writefid: Write out corrected fid to '<filename>'; if '<filename>' does
not begin with / it is assumed to be in the current working directory

See also J. Taquin, Rev. Physique App., 14 669 (1979).
G.A. Morris, JMR 80 547 (1988).
G.A. Morris & D. Cowburn, MRC 27 1085 (1989).
A. Gibbs & G.A. Morris JMR 91 77 (1991).

A. Gibbs, G.A. Morris, A.G. Swanson and D. Cowburn, J.Magn.Reson.
101, 351-356 (1993).
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Related

G.A. Morris, in Chapter 16 of "Signal Treatment and Signal Analysis in
NMR", ed. D.N. Rutledge, Elsevier, 1997.

G.A. Morris, H. Barjat and T.J. Horne, Prog. NMR Spectrosc., 31, 197
(1997).

fiddled Perform subtracting alternate fids
fiddleu Perform subtracting successive fids from the first
fiddle2D Perform 2D reference deconvolution

fiddle2dd Perform 2D reference deconvolution subtracting
alternate fids

fiddle_ examples llustrates some of the simple ways that fiddle can be

Applicability

Description

fiddled

Description

See also

Related

fiddleu

Description

used to extract worthwhile results from poor quality data

VnmrdJ 3.1

This is a small collection of £ids recorded on an old XL300 and
converted to Vnmr format, and illustrates some of the simple ways that
fiddle can be used to extract worthwhile results from poor quality
data. The three files are:

mixture: a mixture of acetone and ethanol in CDCI3, with very poor
shimming and severe spinning sidebands

ODCB: a (folded) spectrum of a sample containing ODCB and TMS,
again recorded with very poor shimming and severe spinning sidebands
NOED: an arrayed pair of fids for an NOE difference experiment with
gated irradiation [see Magn.Reson. Chem. 27, 1085-1089 (1989)], this
time with OK shimming (but nasty decoupler spikes)

To try out £iddle with these files, simply load them into an
experiment, type text and follow the instructions displayed.

Perform reference deconvolution subtracting alternate FIDs

(C)

Produces the corrected difference between successive spectra. Refer to
the description of £iddle for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

Perform reference deconvolution subtracting successive
FIDs (C)

Produces corrected differences between successive FIDs and the first
FID. Refer to the description of fiddle for details.
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See also

Related

fiddle2d

Description

See also

Related

fiddle2D

Description

See also

Related

fiddle2pd

Description

See also

Related

fidmax

Syntax
Applicability
Description

VnmrJ 4 Command and Parameter Reference Guide
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fiddle Perform reference deconvolution

Perform 2D reference deconvolution (C)

Functions the same as the fiddle program except fiddle2d performs
2D reference deconvolution. Refer to the description of fiddle for
details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

Perform 2D reference deconvolution (C)

Functions the same as the £iddle program except £iddle2D performs
2D reference deconvolution. Refer to the description of fiddle for
details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

2D reference deconvolution subtracting alternate FIDs (C)

Functions the same as the fiddle program except f£iddle2Dd
performs 2D reference deconvolution. Refer to the description of
fiddle for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

Find the maximum pointin an FID

fidmax< (trace)>:Smax
VnmrJ 3.1

fidmax finds the absolute maximum value in an FID. With no
arguments, fidmax uses the currently active FID, selected by df or
select. A FID index may be supplied as an optional argument. For
data collected using nf > 1, if cf is active, then the maximum of only
that cf element will be returned. If the cf parameter is "off", then the
maximum of all cf elements will be returned. Note that the maximum
value returned by fidmax is divided by the value of 'ct'.
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Examples

fidpar

Syntax

Applicability

Description

fidsave

Description

fifolpsize

file

Description

Values

See also

Related

Description

fidmax: Smax
fidmax(1l) : Smax

fidmax (arraydim) : Smax

Add parameters for FID display in the current experiment

fidpar
VnmrdJ 3.1

All new parameter sets have the FID display parameters dotflag,
axisf, vpf, vpfi, crf, and deltaf defined. Old parameter sets may
not have these parameters defined. The macro fidpar is provided to
create all these FID display parameters in the current experiment.

Save data (M)

Macro to save data. It uses svfdir and svfname to construct the data
filename.

FIFO loop size (P)

Configuration parameter for the size of the FIFO loop. The size
depends on which controller board is present on the system—the
Output board, the Acquisition Controller board, or the Pulse Sequence
Controller board (refer to the description of the acquire statement in
the manual User Programming for information on identifying the
boards). The value is set using the label Fifo Loop Size in the
Spectrometer Configuration window (opened by config).

2048
Vumrd Installation and Administration

config Display current configuration and possibly change it

(M)

File name of parameter set (P)

Contains the file name of the parameter set returned by a rt or rtp
command. This parameter is reset when the go command is issued. If
the system is not in automation mode (auto='n"'), file is reset to
the 'exp' value. If the system is in automation mode (auto='y"),
file is set to the path of the directory where the data is stored.
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See also

Related

files

Syntax
Description

Arguments
Examples

See also

Related

filesinfo

Syntax

Description

Arguments

NMR Spectroscopy User Guide

auto Automation mode active (P)

go Submit experiment to acquisition (C)
rt Retrieve FID (C)

rtp Retrieve parameters (C)

Interactively handle files (C)

files<(files_menu) >

Brings up the interactive file handling program. With this program, the
mouse and keyboard are used to copy, delete, rename, change
directories, and load and save experiment data. The files command
uses the graphics window to display file names. A mouse clicked on a
file name selects it and the file name is displayed in reverse video.
Various operations can be conducted on one or more selected files. The
menus used for the files program are placed in the standard
menulib directories. Refer to the manual NMR Spectroscopy User
Guide for more information on using menus, and refer to the manual
User Programming for information on programming menus.

files_menu is the files menu to control the menu buttons; the
default menu is 'files_main' or the last active files menu.
files

files('files_dir"'")

User Programming

filesinfo Return files display information (C)
tape Control tape options of files program (P)

Return file information for files display (C)

(1) filesinfo('number') : $number_files

(2) filesinfo('name'<, file_number>) :$file

(3) filesinfo('redisplay"')

Allows access to the list of files selected from the files interactive
display. filesinfo is normally used only by the macros that
implement the menu functions of the file system and not entered from
the keyboard. The command will not execute unless the files program
is active.

'number' is a keyword to return the number of files selected in the
files display, or O if no files have been selected.

Snumber_files is the return variable when 'number' is used.

'name’' is a keyword to return a list of file names selected in the
files display.
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See also

Related

filtfile

Description

Values

Related

findxmlmenu

Description

file_number is a number following the 'name' keyword to return
only the file name in the list given by file_number.

Sfile is a string variable that returns the file name when 'name’ is
used.

'redisplay' is a keyword that causes the current contents of the
directory to be displayed. This display is useful after making changes
in the directory, such as deleting or creating a file.

User Programming

files Interactively handle files (C)

File of FIR digital filter coefficients (P)

Specifies name of a file of FIR (finite impulse response) digital filter
coefficients. This file is a text file with one real filter coefficient per
line (complex filters are not supported). If the parameter filtfile
does not exist in the current experiment, enter addpar ( ' downsamp ')
or addpar ('oversamp') to add it. Entering addpar ( 'downsamp')
creates the digital filtering and downsampling parameters downsamp,
dscoef, dsfb, dslsfrqg, and filtfile. Similarly, entering
addpar ('oversamp') creates digital filtering and oversampling
parameters def_osfilt, filtfile, oscoef, osfb, osfilt,
oslsfrqg, and oversamp.

File name. The file must be in the user’s vnmrsys/filtlib directory.

addpar Add selected parameters to current experiment (M)
def_osfilt Default value of osfilt (P)
downsamp Downsampling factor applied after digital filtering (P)

dscoef Digital filter coefficients for downsampling (P)

dsfb Digital filter bandwidth for downsampling (P)

dslsfrg Bandpass filter offset for downsampling (P)

oscoef Digital filter coefficients for oversampling (P)

osfb Digital filter bandwidth for oversampling (P)

osfilt Oversampling filter for real-time DSP (P)

oslsfrq Bandpass filter offset for oversampling (P)

oversamp Oversampling factor for acquisition (P)

pards Create additional parameters used for downsampling
M)

paros Create additional parameters used for oversampling
M)

Find an xml menu (M)

Find an xml menu. Used by the menu system to find and display
VnmrJ menus.
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fitspec Spectrum deconvolution

Syntax fitspec<('option')>
Applicability VnmrJ 3.1

Description Fit lorentzian and/or gaussian curves to experimental data. fitspec
uses input from a text file "fitspec.inpar", which describes the
starting values for a number of lines, which should be fitted to an
experimental spectrum, and creates an output file "fitspec.outpar",
which contains the fitted values for these lines. Furthermore, the
resulting line frequencies are also stored in the parameter "slfreq",
and the resulting amplitudes in "sla".

The files "fitspec.inpar" and "fitspec.outpar" contain the following
information for each line:

frequency intensity line width gaussian fraction

A * after any of the numbers indicates, that that parameter should not
be fitted.

The command fitspec in VNMR actually prepares a file
"fitspec.indata", which contains the spectral data (as a text file), to
which the data should be fit, and then executes the external program
"fitspec", which is stored in "/vnmr/bin". This program uses as an
input the files "fitspec.inpar" and "fitspec.indata", and produces after
completion the output file "fitspec.outpar". This file is is then read by
VNMR and uses to set "slfreqg" and "sla".

fitspec('usell")

The file "fitspec.inpar" can be prepared from a line listing automatically
with the command fitspec ('usell'). This option of "fitspec" uses
the information from the last line listing (stored in "11frqg" and

"l1lamp"), and the parameters "s1lw", "vs", "rf1" and "rfp" to prepare
that file. All lines are set to the same line width "s1w" and the gaussian
fraction is set to 0. If other starting values are required, this file should

be edited.
fitspec('setslfreq")

If the output data from a spectrum deconvolution has to be used in a
spin simulation, this can be done automatically, if first the spin system
is defined and then the deconvolution is done, because fitspec saves
it's results in "slfreq" and "slamp", which serve as input for the
iterative spin simulation. If the spin system is defined after the
deconvolution is complete, the contents of "slfreq" and "sla" is lost,
but the result of the deconvolution is still available in "fitspec.outpar".
In this case, the option "fitspec('setslfreq")" just copies the information
from "fitspec.outpar" back into "slfreq" and "sla".

fixgrd Convert gauss/cm value to DAC (M)

Syntax fixgrd(gradient_value) :parameter
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Description

Arguments

Examples
Related
fixpar

Applicability
Description

Related

fixpar3rf

Applicability
Description

fixpardrf

Applicability

Uses the gcal value in the probe table to return the DAC value for a
specified gradient strength.

gradient_value is the required gradient strength in gauss/cm.
parameter is any local variable or VnmrJ variable.
fixgrd(20) :gzlvl

gcal Gradient calibration constant (P)

Correct parameter characteristics in experiment (M)

VnmrJ 3.1

After bringing parameters into the current experiment with convert,
rt, rtp, or rtv, fixpar is automatically executed. fixpar updates
old parameter characteristics and reconciles parameter differences due
to the hardware on the spectrometer. If a macro userfixpar exists,
fixpar runs it also. This allows an easy mechanism to customize
parameter sets.

convert Convert data set from a VXR-style system (C)
fixpar3rf Create parameters for third rf channel (M)
fixpardrf Create parameters for fourth rf channel (M)

parfix Update parameter set (M)
parversion Version of parameter set (P)

rt Retrieve FIDs (C)

rtp Retrieve parameters (C)

rtv Retrieve individual parameters (C)

updatepars Update all parameter sets saved in a directory (M)
userfixpar Macro called by fixpar (M)

Create parameters for third rf channel (M)

Systems with a second decoupler.

Checks for the existence of all acquisition parameters related to the
second decoupler. Any parameters found to be absent are created,
characterized, and initialized by the macro. fixpar3rf is run as a
part of the standard fixpar macro if the system configuration
parameter numrfch is greater than 2 (i.e., the number of rf channels
on the system is set at 3 or more).

Create parameters for fourth rf channel (M)

Systems with a third decoupler.
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Description Checks for the existence of all acquisition parameters related to the
third decoupler. Any parameters found to be absent are created,
characterized, and initialized. fixpar4rf is run as a part of the
standard fixpar macro if the system configuration parameter
numrfch is greater than 3 (i.e., the number of rf channels on the
system is set at 4).

fixpar5rf Create parameters for fifth rf channel (M)

Applicability Systems with a deuterium decoupler channel as the fourth decoupler.

Description Checks for the existence of all acquisition parameters related to the
fourth decoupler. Any parameters found to be absent are created,
characterized, and initialized. fixpar5rf is run as a part of the
standard fixpar macro if the system configuration parameter
numrfch is greater than 4 (i.e., the number of rf channels on the
system is set at b).

fixgrdR Converts Gradient Strength to DAC values

Description Converts a given DAC value to gradient strength based on the value of
gcal in the probe file. This is the reverse of fixrgd.

Syntax fixgrdR(gradientstrength) :$DAC_value
Description fixgrdR(3):$DAC_value

Related fixrgd

fixup Adjust parameter values selected by setup macros (M)

Description Called by the experiment setup macros hl, c13, hc, hcapt, capt, and
hcosy. As provided, the text of fixup is all in quotes so that it does
nothing. It is intended to provide each user with a mechanism to make
adjustments to values selected by the setup macros.

fixpsg Update psg libraries (M)

Description Used by patchinstall to recompile the psg files and create new psg
libraries 1ibpsglib.so in /vnmr/1lib.
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flashc

Syntax
Applicability

Description

Convert compressed 2D data to standard 2D format

flashc<(<'nf'><, 'ms' | 'mi'| 'rare'<, traces><, echoes>)>
VnmrJ 3.1

Rearranges 2D "fid" data files from compressed formats to standard
format or from standard format to compressed format. Compressed
data is taken using the "nf" parameter to specify the number of fids
in the second dimension of a 2D experiment. In other words
compressed data is acquired as one large uninterrupted "multifid"
acquisition.

Before the 6.0 release, arrayed or multislice compressed images
(seqcon='nscnn'), had to be reformatted to a standard 2D format, using
"flashc" before a "ft2d" could be performed on the data. Now using
"ft2d('nf',<index>)" this is no longer necessary, and processing
time may even be enhanced by reformatting data from the standard
format (seqcon='ncsnn') to the compressed format. However for
compressed compressed 2D (seqcon='nccnn'), "flashc(...)" or
"flashc('nf',...)" must be run.

For 3D data sets "flashc" is not needed. The "ft3d" routine will
handle standard, compressed (seqcon='nncsn'), or
compressed- compressed (seqcon='nnccn') 3D data.

The flashc command reads the file "fid" in the "acgfil" subdirectory
of the current experiment. The data is reordered and written back out
to the same "fid" file. Thus, the original "fid" file is lost. Precautions
are taken so that in the event of an error during processing, the
original "fid" file will be preserved. Also, before running a simple check
is done by flashc to prevent it from being executed more than once
in an experiment on the same data set. The simple check against
multiple executions of flashc looks for the parameter
'flash_converted' which flashc creates when it is run. To rerun
flashc the parameter can be removed with the following commands:
destroy('flash_converted')

destroy('flash_converted', 'processed')
Compressed- compressed or Standard to Compressed Format

Using "ft2d ('nf,<index>)", flashc really only has to be used to
convert a completely compressed multislice, multiecho, or multi-image
sequence. However, for a large standard multi-slice experiment
(seqcon='ncsnn') a performance benefit may be achieved in converting
the data to a compressed format. When converting to a compressed
format the first argument must always be 'nf'. When converting
completely compressed or "rare" type sequences, the first argument is
a string defining the type of compression. This string can either be 'ms'
for multislice, 'mi' for multi-image, or 'rare' for multi-echo "rare" type
fast imaging data sets. The second argument defines the number of
images slices or array elements to retain.

The values of four VNMR parameters are changed by flashc.

*'ni" is set to 1 if no argument is provided.
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*'nf" is set to the value of "nf" divided by the multislice "ms" or
multi-image "mi" value.

*"arraydim" is set to the product of its original value and the value of
the "traces" argument.

e "arrayelemts" is set to 1 if no parameters were arrayed during data
acquisition or to 2 if any parameter was arrayed during data
acquisition.

Compressed to Standard Format

flashc can convert a completely compressed multislice, multiecho, or
multi-image sequence. It can also convert a "rare" type sequence with
a compressed phase-encode echo train. When converting completely
compressed or '"rare" type sequences, the first argument is a string
defining the type of compression. This string can either be 'ms' for
multislice, 'mi' for multi-image, or 'rare' for multi-echo "rare" type fast
imaging data sets. The second argument defines the number of
compressed traces to retain for each "ni" and "nf" will be set to this
number after "flashc" has been run.

The values of four VNMR parameters are changed by flashc.

*"'nf" is set to the value of the "traces" argument, or to 1 if no
argument is provided.

*'ni" is set to the value of "nf" divided by the multislice "ms" or
multi-image "mi" value.

*"arraydim" is set to the product of its original value and the original
value of "nf".

*'"arrayelemts" is set to 1 if no parameters were arrayed during data
acquisition or to 2 if any parameter was arrayed during data
acquisition.

Examples Compressed-compressed or Standard to Compressed Format

e flashe('nf"): Standard to compressed

e flashc('nf','ms',ns): Compressed phase-encode and multi-slice

e flashe('nf','mi',ns): Compressed multi-image and phase-encode
Compressed to Standard Format

e flashc: Simple compressed phase-encode

e flashc('ms',;ns): Compressed phase-encode and multi-slice

e flashc('mi',;ns): Compressed multi-image and phase-encode

e flashc('rare',ns,etl)

Related arraydim Dimension of experiment (P)

ft2d Fourier transform 2D data (C)

ft3d Fourier transform 3D data (C)

nf Number of FIDs(P)

ni Number of increments in 1st indirectly detected
dimension(P)

seqgcon Acquisition loop control (P)
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flipflop

Applicability
Description

See also

Fluorine

Description

flush

Applicability

Description

fn

Description

Values

Set up parameters for FLIPFLOP pulse sequence (M)

Systems with solids module.

Sets up a multipulse parameter set for tuning out “phase glitch” in the
probe and pulse amplifier.

User Guide: Solid-State NMR

Set up parameters for 19F experiment (M)

Set Up parameters for 19p experiment.

Write out data in VNMR memory

VnmrdJ 3.1

The VNMR program keeps current data and parameters in memory
buffers. Normally, this information is not written to disk until one exits
VNMR or joins another experiment. Use this command to write out this
information. One application is if you want to access the experimental
data from a program separate from the VNMR program.

Fourier number in directly detected dimension (P)

Selects the Fourier number for the Fourier transformation along the
directly detected dimension. This dimension is often referred to as the
fo dimension in 2D data sets, the f3 dimension in 3D data sets, etc.

'n' or a number equal to a power of 2 (minimum is 32). If fn is not
entered exactly as a power of 2, it is automatically rounded to the
nearest higher power of 2 (e.g., setting fn=32000 gives fn=32768). fn
can be less than, equal to, or greater than np, the number of directly
detected data points:

oIf fn is less than np, only fn points are transformed.

oIf fn is greater than np, fn minus np zeros are added to the data

table (“zero-filling”).

eIf fn="n"', fn is automatically set to the power of 2 greater than or

equal to np.
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fnl Fourier number in 1st indirectly detected dimension (P)

Description Selects the Fourier number for the Fourier transformation along the
first indirectly detected dimension. This dimension is often referred to
as the f; dimension of a multi-dimensional data set. The number of
increments along this dimension is controlled by the parameter ni.

Values fnl is set in a manner analogous to the parameter fn, with np being
substituted by 2*ni.

See also NMR Spectroscopy User Guide

Related fn Fourier number in directly detected dimension (P)
fn2 Fourier number in 2nd indirectly detected dimension (P)
ni Number of increments in 1st indirectly detected dimension
P)
np Number of data points (P)
fn2 Fourier number in 2nd indirectly detected dimension (P)

Description Selects the Fourier number for the Fourier transformation along the
second indirectly detected dimension. This dimension is often referred
to as the fy dimension of a multidimensional data set. The number of
increments along this dimension is controlled by the parameter ni2.
fn2 is set in a manner analogous to the parameter fn, with np being
substituted by 2*ni2.

See also NMR Spectroscopy User Guide

Related fn Fourier number in directly detected dimension (P)
fnl Fourier number in 1st indirectly detected dimension (P)
ni2 Number of increments in 2nd indirectly detected dimension
P)
np Number of data points (P)
fn2D Fourier number to build up 2D DOSY display in freq. domain

(P)

Description In 2D DOSY sequences (Dbppste, DgcsteSL, Doneshot, Dbppsteinept),
replaces fn when setting up the 2D display.

See also NMR Spectroscopy User Guide

Related ddif Synthesize and display DOSY plot (C)
dosy Process DOSY experiments (M)
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focus

Description

See also

foldcc

Syntax
Applicability
Description

foldj

Applicability
Description

foldt

Syntax
Applicability

Description

Arguments

Send keyboard focus to input window (C)

Sends keyboard focus to the input window. This is only useful for
macro programming.

User Programming

Fold INADEQUATE data about 2-quantum axis

foldcc
VnmrdJ 3.1

foldcc symmetrizes 2D INADEQUATE data along the P-type
double- quantum axis and applies an automatic DC baseline correction.
The command foldcc functions for both hypercomplex and comlex 2D
data.

Fold J-resolved 2D spectrum about the F1=0 axis

VnmrJ 3.1

foldj symmetrizes heteronuclear 2D-J or rotated homonuclear 2D-J
experiments about the F1=0 axis and functions with both complex and
hypercomplex 2D data.

Fold COSY-like spectrum along diagonal axis

foldt (<sym_op>)
VnmrdJ 3.1

foldt (<sym_op>) folds COSY-like correlation spectra about the
diagonal. The 2D spectrum must exhibit a P-type diagonal in order for
foldt to work properly. [A P-type diagonal is one which goes from
the bottom left-hand side to the top right-hand side of the contour
display.] The argument sym_op can take three string values: 'symm',
'triang' and 'covar'. The default value is 'symm'.

If sym_op = 'symm', the folding process performs a symmetrization of
the data by replacing every two symmetry-related points with the one
point therein which is the smallest in magnitude. If sym_op = 'triang/,
the folding process performs a triangularization of the data by
replacing every two symmetry-related points with their geometric
mean.

If sym_op = 'covar', for "covariance NMR", the folding process answers
the question of whether the two symmetry-related points are
correlated. If the product of the two points (a and b) is greater than
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0.0, the two points are each replaced with the sqrt(a*b). Otherwise, the
two points are set to 0.0. The command foldt functions for both
hypercomplex and complex 2D data but requires that fn=fnl.

fontselect Open FontSelect window (C)

Description Opens the FontSelect window for defining fonts in window panes
created by setgrid. A different font can be selected for every window
pane combination of rows and columns. Separate fonts can also be
selected for a large or small overall graphic window.

See also NMR Spectroscopy User Guide

Related curwin Current window (P)
jwin Activate current window (M)
mapwin List of experiment numbers (P)
setgrid Activate selected window (M)
setwin Activate selected window (C)

format

Description Formats a real number into a nice string for output/converts a string
into upper case or lower case for output/tests a string to determine if
it can represent a real number/interconverts string representations of
real numbers and real numbers

Syntax Two arguments:
format (stringvar, 'upper') :stringvar
format (stringvar, 'lower') :stringvar
format (stringvar, 'isreal') :ans

Syntax Three arguments:
format (realvar,n,m) : Ssval
format (realvar,n,m) : Srval
format (stringvar,n,m) : Ssval
format (stringvar,n,m) : Srval
where realvar is a variable of real type. n is the length, m is the
precision (number to the right of the decimal point. stringvar is a
string variable. $sval is a string return value. $rval is a real return
value.
Applicability VnmrJ 3.1
Description format can be used for the following:

e formats a real number into a nice string for output

e converts a string into upper case or lower case for output

e tests a string to determine if it can represent a real number

e interconverts string representations of real numbers and real numbers
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fp

Arguments

Examples

Examples

Examples

Syntax
Applicability
Description

Arguments

If the command is given two arguments, the first argument may be a
string or real variable and the action depends on the value of the
second argument. If the second argument is 'upper', this command will
convert the first argument to all upper case characters. If the second
argument is 'lower', this command will convert the first argument to
all lower case characters. If the second argument is 'isreal', this
command will test the first argument to see if it satisfies the rules for
a real number. It will return a 1 in the first argument can represent
a real number and a 0 otherwise.

If the command is given three arguments, the first argument must be
a real number or string holding a real number. If it is a string variable,
it must satisfy the rules for a real number. The 'isreal' option above
can be used for this purpose. This command will format it into either
a string with length n and precision m or another real number of
length n and precision m. If you want to return the value into a string,
if it is a temporary dollar parameter (e.g., $sval), the parameter will
need to be initialized as a string by first setting it to a string (e.g.,
$sval=").

format(a,5,2) :sa If a=24.1264 then string sa='24.13'
format (solvent, 'lower') :nl If solvent='"CDCI3' then nl='cdcl3'
format ($1, 'isreal') :Sa Will set $a to 1 if $1 represents a
number.

Ssval="" "Initialize $sval to a string variable"$snum
= '143.92"

Srnum = 32.75

Format real value S$Srnum = 32.75
format ($rnum, 3,1) : $sval Will set $sval to the string '32.8'
format ($rnum, 3,1) : $rval Will set $rval to the number 32.8

Format string value S$snum = '143.92'
format ($snum, 3,1) : $sval Will set $sval to the string '143.9'
format ($snum, 3,1) : Srval Will set $rval to the number 143.9

Find peak heights or phases (C)

fp<(<'phase', ><indexl, index2,...>)>
VnmrdJ 3.1

Following a line listing (either d11 or nll), fp measures the peak
height of each peak in an array of spectra. The results of the analysis
are written to a text file fp.out in the current experiment directory.
If the npoint parameter is defined in the current parameter set and
this parameter is “on,” it determines the range of data points over
which a maximum is searched when determining peak heights. The
possible values of npoint are 1 to fn/4. The default is 2.

'phase' is a keyword to measure the phase of each peak instead of
height.

indexl, index2, ... restricts measuring peak heights or phases to
the lines listed.
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Examples fp

fp(1,3)
fp ('phase')
See also NMR Spectroscopy User Guide
Related dll Display listed line frequencies and intensities (C)
fn Fourier number in directly detected dimension (P)
getll Get line frequency and intensity from line list (C)
nl Position cursor at the nearest line (C)
nll Find line frequencies and intensities (C)
npoint Number of points for fp peak search (P)
fpi Report integral values from arrayed spectra.

Syntax fpi<('bc')>
fpi<('dc')>
fpi<('tl')>
Applicability VnmrJ 3.1

Description Following the definition of integral regions (either by hand, or using
the region command), "fpi" measures the height of each integral in an
array of spectra. If the keyword 'bc' or 'dc' is specified, one of
commands is used to flatten the baseline or remove any baseline offset
prior to evaluating the integrals. The results of the analysis are written
into the text file "fpi.out " in the current experiment directory.
"fpi" always works on the entire spectrum, i.e., it will produce a report
on all defined integral regions. "fpi" will indicate the integration limits
in ppm units if "axis='p" - if you prefer Hz units, set "axis='h"
prior to calling "fpi".
The resulting output, "curexp+'/fpi.out™ does NOT comply with the
VNMR commands for T1 analysis etc. - however, if an argument 't1'is
used, "fpi" and creates a file "curexp+'/fp.out™ which can be used
for T1, T2 etc. analysis (note that in this case the "line positions"
marked in this file are mid- points of the respective integral region).

Arguments 'bc' - optional baseline correction on each spectrum
'dc' - optional offset/drift correction on each spectrum

'tl' - optional creation of "curexp+'/fp.out'" which is compatible
with "t1" and related commands

The 'bc' and 'dc' arguments cannot be combined.
Examples fpi

axis='h' fpi axis='p'

fpi('dec')
fpi('bc', 'tl")
fpi('tl', 'de")
fpi('tl")
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See also

Related

fpmult

Applicability

Description

Values

See also

Related

fpmult

Applicability

Description

fp Find peak heights or phases (C)

First point multiplier for np FID data (P)

VnmrJ 3.1

Allows error correction if the first point of an FID is misadjusted. In
a 1D experiment, this adjustment influences the overall integral of the
spectrum. For n-dimensional experiments, if the correction is not
made, “ridges” can appear. In 2D experiments, the ridges appear as “f,
ridges.” In 3D experiments, the ridges appear as “f3 ridges.” These
ridges can clearly be seen in the noise region on the top and bottom
of a 2D spectrum (when trace='f1"') as a low-intensity profile of the
diagonal. The sign and intensity of the ridges is controlled by the
magnitude of fpmult.

It has been recognized that the first point of a FID that is sampled at
exactly time equal to zero must be multiplied by 0.5 for the Fourier
transform to function properly. The fpmult parameter gives you a
method to fine-tune the actual correction factor.

Default is 1.0, except that if the processing involves backward
extension of the time-domain data with linear prediction, the default
changes to 0.5. If fpmult is set to 'n', fpmult takes on its default
value.

NMR Spectroscopy User Guide

fpmultl First point multiplier for ni interferogram data (P)
fpmult2 First point multiplier for ni2 interferogram data (P)
np Number of data points (P)

trace Mode for n-dimensional data display (P)

wft2da Weight and Fourier transform phase-sensitive data (M)

First point multiplier for np FID data

VnmrJ 3.1

For 2D experiments such as NOESY, TOCSY, or ROESY, one should run
cfpmult on the transformed first increment, prior to typing wft2da,
to minimize "F2 ridges" in the final 2D spectrum. This macro
calculates an fpmult value for the dataset (which will then be used by
wft2da).

One may do this manually for a 2D dataset by typing

fpmult=1.0 wft(1l) cdc

in the VNMR command line and noting whether the spectrum
(essentially the baseline) moves up or down when "dc" is typed. One
should vary fpmult until the "dc" correction (jump in the baseline) is
as small as possible. With care, one can set fpmult to two decimal
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places. Typical values for fpmult are 1.00-2.00. The default value for
fpmult is 1.0.

This only needs to be performed for cosine-type experiments, such as
NOESY, ROESY, or TOCSY where both the t2 FID and the tl
interferogram decay. The macro (cfpmult) might give incorrect values
for first increments of experiments having baseline distortions (i.e.
water suppression with 11-echo or 1331); in such cases manual
optimization of fpmult is more suitable.

Why should you bother adjusting fpmult? If the first point in t1 of a
2D spectrum is misadjusted, the result will be the appearance of a
series of "F2 ridges". These ridges can clearly be seen in the noise
region on the top and bottom of a 2D spectrum (when trace = 'f1") as
a low-intensity profile of the diagonal. The sign and intensity of the
ridges is controlled by the magnitude of misset of fpmult.

It has been recognised that the first point of a FID which is sampled
at exactly t2 = 0 must be multiplied by 0.5 for the Fourier Transform
to function properly. The first point of a FID influences the overall
integral of the resulting spectrum. The fpmult parameter gives one
a way to fine-tune the actual correction factor.

NOTE: When processing 2D data, unless "1p" is approximately O,
FPMULT will affect both the DC offset and the curvature of the
spectrum.

See also alfa and calfa

fpmultl First point multiplier for ni interferogram data

Applicability VnmrJ 3.1

Description fpmultl and fpmult2 operate on "ni" and "ni2" hypercomplex or
complex interferogram data, respectively, in a manner analogous to
fpmult. In many 2D and 3D experiments, the t1 (ni) and t2 (ni2)
values are adjusted so that there is no first-order phasing in the F1
and F2 dimensions. In this case, fpmultl and fpmult2 should be 0.5,
the default value. If the t1 and t2 values are adjusted so that there
is a 180-degree first-order phase correction, fpmultl and fpmult2
should be 1.0.

fpmult2 First point multiplier for ni2 interferogram data

Applicability VnmrJ 3.1

Description fpmultl and fpmult2 operate on "ni" and "ni2" hypercomplex or
complex interferogram data, respectively, in a manner analogous to
fpmult. In many 2D and 3D experiments, the t1 (ni) and t2 (ni2)
values are adjusted so that there is no first-order phasing in the F1
and F2 dimensions. In this case, fpmultl and fpmult2 should be 0.5,
the default value. If the t1 and t2 values are adjusted so that there
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Syntax

Applicability
Description

Arguments

framecmd

Syntax

Applicability
Description

Arguments

fread

Syntax
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is a 180-degree first-order phase correction, fpmultl and fpmult2
should be 1.0.

Recall all display parameters from set n

fr(n)
n=1..9 (n)
VnmrJ 3.1

fr (n) performs a full recall of the display parameter set, setting all
current display parameters to those values.

A second argument can be given to these commands. It prevents them
from causing the automatic update of interactive programs that may
be displayed.

Create a new frame

framecmd ('new', 'image',x,y,width, height, 'imagefilepath') :$id
framecmd ('new', 'text',x,y,width,height, 'textfilepath'<,
color, font, fontsize>) : $id

framecmd ('new', 'inset',x,y,width,height<, cr,delta<,crl,

deltal>>) :$1id
framecmd ('delete', $1id)
framecmd ('hide', $id)
framecmd ('show', $id)
VnmrJ 3.1

framecmd will create a new frame of image, text, and inset with 'new'
option. The type of image can be GIF, PNG, JPEG, or other image
format supported by 'convert' program.

The range of x is 0 at the left edge of the chart and wcmax at the right
edge of the chart.

The range of y is 0 at the bottom edge of the chart and wc2max at the
top edge of the chart.

The range of width is 0 to wcmax.

The range of height is 0 to wc2max.

The color, font, and fontsize can be adjusted with text editor in VnmrJ
window.

Read in variables from a file and load them in a tree

fread(filename[, treel[, 'reset', 'value', 'mewonly']l]l)
filename is a valid file with proper variable format.
tree can be current, global, processed, systemglobal, or
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usertree. 'reset' keyword can only be used if tree is
specified.

Applicability VnmrJ 3.1

Description This command reads in vnmr variables from a file and loads them into
a tree. The variable trees are 'current', 'global’, 'processed’,
'systemglobal', and 'usertree'. It can read from any file that has
variables stored in the correct vanmr format. The default tree is
‘current’.

Arguments A "reset" option causes the variable tree to first be cleared before the
new variable file is read. Without this option, variables read from a
file are added to the existing preloaded variables. In order to use the
'reset' option, the tree must also be specified. A "value" option causes
only the values of the variables in the file to be loaded. If a preloaded
variable does not already exist, a new one is not created. Parameter
attributes are not changed. Enumerated values are not changed. In
order to use the 'value' option, the tree must also be specified.

A "newonly" option causes only those variables in the file which do not
already exist in the tree to be loaded. In order to use the 'mewonly'
option, the tree must also be specified.

The 'reset, 'newonly', and 'value' options are mutually exclusive.
NOTE: if variables are read into the 'global' tree, certain parameters
will not be loaded. These are important system parameters that should
not be changed. These parameters are: userdir, systemdir, curexp,
autodir, auto, operator, vinmraddr, and acqaddr.

The 'usertree' is available for use. By default, it has no parameters
stored in it. It would typically be used by a macro for temporary
parameter storage. All of the parameter utility commands, such as
setlimit, setprotect, setvalue, getvalue, fsave, etc. will work with
'usertree' as the optional tree argument. A special incantation of fread
with a empty string as the filename will clear parameters from
'usertree'. That is, fread(",'usertree') clears 'usertree'.

Note that passing an empty string as the filename with other parameter
trees generates an error. For example, fread(",'current’) is an error. As
with all the parameter utility commands, the other arguments also
work with 'usertree'. In the case of fread, this means that the 'reset’,
'value', and 'mewonly' options are valid for 'usertree'.

Examples fread('varl'): read in variables from file varl into current tree.
fread('sampvar', 'global'): read in variables from file sampvar
into global tree.

fsave Save parameters from a tree to a file (C)

Syntax fsave(file<, tree>)
Applicability Vvnmrd 3.1
Description Writes parameters from a parameter tree to a file.
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fsq

ft

Arguments

Examples

See also

Related

Description

Values

See also

Related

Syntax

file is the name of the file, which can be any valid file for which the
user has write permission. If the file already exists, it will be
overwritten.

tree is one of the keywords 'global', 'current', 'processed’,
or 'systemglobal'. The default is 'current'. Refer to the create
command for more information on types of trees.

fsave('varl')

fsave ('sampvar', 'global')

User Programming

create Create new parameter in a parameter tree (C)

destroy Destroy a parameter (C)

display Display parameters and their attributes (C)

fread Read parameters from file and load them into a tree
©

SVp Save parameters from current experiment (C)

Frequency-shifted quadrature detection (P)

Selects whether to use frequency-shifted quadrature detection. When
fsqg is turned on, if dsp is on, the observe frequency is offset by
oslsfrqg, and the digital filter is also offset by oslsfrg. The default
value of oslsfrqg is 1.25*sw.

The effect of fsq is to offset only the digital filter by oslsfrqg. The
observe frequency must be offset by oslsfrqg by modifying the pulse
sequence as described in the manual NMR Spectroscopy User Guide.

'n' turns frequency-shifted quadrature detection off. 'y' turns it on.
NMR Spectroscopy User Guide

dsp Type of DSP for data acquisition (P)

oslsfrqg Bandpass filter offset for oversampling (P)
oversamp Oversampling factor for acquisition (P)

SW Spectral width in directly detected dimension (P)

Fourier transform 1D data (C)

(1) ft<(<options,><'nf'><,start><, finish><, step>)>
(2) ft('inverse', exp_number, expansion_factor)

The wft and £t commands perform a Fourier transform on one or
more 1D FID's with or without weighting applied to the FID,
respectively. Both commands execute a left- shift, zero-order phase
rotation, and a frequency shift (first-order phase rotation) according
to the parameters 1sfid, phfid, and 1sfrqg, respectively, on the
time- domain data prior to the weighting (if appropriate) and Fourier
transformation. All string arguments supplied to these two commands
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must precede the numeric arguments, for example,

ft('nodc', 'noft',1,10,2) The type of Fourier transformation is
determined by the parameter "proc" Solvent suppression is turned on
or off with the parameters ssfilter and ssorder.

Arguments String Arguments: options can be any of the following (all string
arguments must precede the numeric arguments):

ft ('acqg') checks if any elements of a multi- FID experiment have
already been transformed. If so, these previously transformed elements
will not be re-transformed.

ft ('nodc') does not perform the fid drift correction. ft ('dodc')
does perform the fid drift correction. The global parameter dcld
determines the default if neither 'nodc' nor 'dodc' is used. If the
global parameter dcld does not exists, or it exists and is set to 'y,
then fid drift correction is performed. If the dcld parameter exists
and is set to 'n', fid drift correction is not performed.

ft ('nods') prevents an automatic spectral display (ds) from
occurring. This is useful for various plotting macros.

ft ('noft') skips the actual ft step, thereby allowing to use all
spectral manipulation and plotting commands on FID's.

ft('zero') zeroes the imaginary channel of the FID prior to the
Fourier transform. This zeroing occurs after any FID phasing. Its use
will be generally limited to wideline solids applications.

ft('nf') allows a single FID element containing 'nf' traces to be
transformed as if it were 'nf' separate FID elements.

ft (' ftargs') provides additional parameter-based FID processing.
These parameters control amplitude, phase, frequency, sampling
window, and frequency shifting corrections of individual FIDs. There
is a mechanism to do ECC correction of the FIDs, based on a reference
FID.

The FIDs can also be combined using a set of coefficients. These are
described in the "FID parameters" section below.

Numeric arguments:

For arrayed data sets, both of these commands will Fourier transform
all of the array elements. To Fourier transform selected elements of
the array, wft and ft can be passed numeric arguments. Passing a
single numeric argument will transform only that element. For
example, wft(3) will transform only array element 3. Passing two
numeric arguments will transform the inclusive array elements. For
example, wft(3,7) will transform array elements 3, 4, 5, 6, and 7.
Passing three numeric arguments is similar to passing two arguments
with the addition that the third argument is used as the increment
between successive elements that are to be transformed. For example,
wift(2,10,2) will transform elements 2, 4, 6, 8, and 10. This use of
numeric parameters is identical to the scheme used for displaying
spectra with the dss command and other related commands.

If the string argument 'nf' precedes the list of numeric arguments, the
rules for interpreting the numeric arguments change slightly. Passing
no numeric arguments results in the transformation of all 'nf' traces
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in the first FID element. Passing a single numeric argument results in
the transformation of all 'nf' traces in the requested FID element. For
example, ft('nf',3) transforms all 'nf' traces for element 3. Regardless
of the requested FID element, the resulting spectra are labeled as 1 to
nf since multiple elements cannot be transformed using ft('nf").

Subsequent numeric arguments are interpreted as previously described.

FID parameters:

There are a set of parameters that are used to process individual FIDs
prior to the FID weighting step. In each case, if the parameter does
not exist or is set to "Not active", the function associated with the
parameter will be omitted. The order of parameter descriptions below
corresponds to the order in which any additional FID processing is
done.

fidinfo

This parameter does not control any processing. It is the
pathname of a file where the details of the following
processing will be written.

fidecc

Pathname of the phase values of a reference data set. These
phase values need to be precalculated using the calcECC
program. The ECC correction involves measuring the phase of
each data point in the FID and adjusting it so that the
difference on phase between that data point and the first data
point is the same as the corresponding phase difference in the
reference data set.

fideccls

The ECC left-shift value. These parameter is ignored if the
fidecc processing is omitted. This may be used to redefine
the "first point" in the reference FID. Its default value is O.

fidfreqg

Frequency shift individual FIDs using the values from this
parameter. The shifts are in Hertz. If the number of elements
of this arrayed parameter is less than the number of FIDs, the
element that will be used for a specific FID will be (FID
number - 1) modulo (parameter array size) + 1.

fidautofreqg

This is a special case of frequency shifting individual FIDs.
Instead of specifying a frequency shift for each FID, this
parameter consists of only two values. The first is an initial
offset and the second is a increment for subsequent FIDs. For
example, if fidautofreqg=10,100, the first FID will be offset
by 10, the second by (10 + 100), the third by (10 + 200), etc.

fidautophase

Phase individual FIDs, relative to the first FID. The
fidautophase parameter consists of four numbers. The first
number specifies the number if FID points to be used to
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determine of phase of that FID. Maximum value is 500. The
second number is the number of points to skip from the
beginning of the FID when determining the phase. The third
number is the number of points at the end of the FID to use
to determine the RMS noise of the FID. Maximum value is
np/8. The fourth and last number is a multiplier for the RMS
noise value. For a point to be considered when determining
the phase, its magnitude (sgrt (re*re + im*im)) must be
greater than the RMS noise time the multiplier.

fidautophasepar

The parameter is used in conjunction with fidautophase. It
will hold the results of the phases calculated when
fidautophase is selected.

fidphase

Phase individual FIDs using the values from this parameter.
The phase angles are in degrees. If the number of elements of
this arrayed parameter is less than the number of FIDs, the
element that will be used for a specific FID will be (FID
number - 1) modulo (parameter array size) + 1.

fidsa

Sampling window adjust individual FIDs using the values from
this parameter. FID data points on either side of the shifted
sampling window will be set to zero. This value is entered as
the number of complex data points in the sampling window. If
the number of elements of this arrayed parameter is less than
the number of FIDs, the element that will be used for a
specific FID will be (FID number - 1) modulo (parameter array
size) + 1.

fidsas

Sampling window shift adjusts the sampling window of
individual FIDs. FID data points on either side of the shifted
sampling window will be set to zero. This value is entered as
the number of complex data points to shift the sampling
window. If the number of elements of this arrayed parameter
is less than the number of FIDs, the element that will be used
for a specific FID will be (FID number - 1) modulo (parameter
array size) + 1.

fidamp
Amplitude adjust individual FIDs using the values from this
parameter. If the number of elements of this arrayed
parameter is less than the number of FIDs, the element that

will be used for a specific FID will be (FID number - 1)
modulo (parameter array size) + 1.

fidshift
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Shift individual FIDs using the values from this parameter. The
shifts are in number of complex points. Positive values shift
data to the right. Negative values shift data to the left. This
can be used with fidadd and fidsa to combine sections of a
set of FIDs into a single FID, as is done when processing
"pureshift" data sets. If the number of elements of this arrayed
parameter is less than the number of FIDs, the element that
will be used for a specific FID will be (FID number 