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Set up parameters for Dgestehmgc pulse sequence (M) ................ 147
Display group of LC-NMR parameters (M) ......ccocoeeeeieieeneeinennee 148
Control dglc parameter group display (P)......cocoveevrieeerieineinicennnns 148
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dglp

dgs

dgs

dhp
dialog
diffparams
diffshims
digfilt
dir
display
dla
dlalong
dli
dlivast
dll

dlni

dlp

dm

dm2

dm3

dm4

dmf

dmf2
dmf3
dmf4
dmfadj
dmf2adj
dmf3adj
dmf4adj
dmg

dmgl
dmg2
dmgf

dmm

dmm2
dmm3
dmm4

dn

dn2

dn3

dn4
dndfid
dndjoin
dndpar
dndshims
dnode
doautodialog
dodialog
dof

dof2
dof3
dof4
Doneshot
dopardialog
do pcss
dosy
dosy2d
dosyfrq
dosygamma

dosytimecubed

dotl
dotflag
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Display group of linear prediction parameters (C) ........ccocevveveennne. 148

Display group of shims and automation parameters (M) ............... 148
Control dgs parameter group display (P) .....coceereieeeiereieieieens 148
Decoupler high-power control with class C amplifier (P).............. 149
Display adialog box from amacro (C) .......cccoeeeerereieieneeeceenes 149

Report differences between two parameter sets (U) ......cccccveveeneee 149
Compare two sets of Shims (M,U) ....ceoveeieiiinie e 150
Write digitally filtered FIDs to another experiment (M) ................ 150
List filesin direCtory (C) ..eeerereie e 150
Display parameters and their attributes (C) .......cccooeveveeieeircnneneees 151
Display spin simulation parameter arrays (M) .....coceeeeeveeneeicennne. 151
Long display of spin simulation parameter arrays (C) .......cccueuee. 152
Display list of integrals (C).....ccuooeruerereeeeireee e 152
Produce text file and process wells (M)......coooeeeieieie e 152
Display listed line frequencies and intensities (C)......cccccveveeveeenne. 153
Display list of normalized integralS (M) ......cccoeveieieiiieineee 153
Decoupler low-power control with class C amplifier (P) ............... 154
Decoupler mode for first decoupler (P) ......ooooveeieniene e 154
Decoupler mode for second decoupler (P) .....cccoeeeeeeieienecieeieennee 154
Decoupler mode for third decoupler (P) .......ccceoereiieneieiciecee 155
Decoupler mode for fourth decoupler (P)......cccooe e ienecice 155
Decoupler modulation frequency for first decoupler (P)................ 155
Decoupler modulation frequency for second decoupler (P) ........... 156
Decoupler modulation frequency for third decoupler (P)............... 156
Decoupler modulation frequency for fourth decoupler (P) ............ 156
Adjust tip-angle resolution time for first decoupler (M) ................ 157
Adjust tip-angle resolution time for second decoupler (M)............ 157
Adjust tip-angle resolution time for third decoupler (M) ............... 157
Adjust tip-angle resolution time for fourth decoupler (M) ............. 158
Data display mode in directly detected dimension (P) ................... 158
Data display mode in 1st indirectly detected dimension (P) .......... 159
Data display mode in 2nd indirectly detected dimension (P) ......... 159
Absolute-value display of FID data or spectrumin acqi (P) .......... 159
Decoupler modulation mode for first decoupler (P) ......ccccvvvveuennee 160
Decoupler modul ation mode for second decoupler (P) .................. 160
Decoupler modul ation mode for third decoupler (P)........ccccccuee..... 161
Decoupler modulation mode for fourth decoupler (P).................... 161
Nucleus for first decoupler (P).......ccocooerierrieee e 161
Nucleus for second decoupler (P) ......cocoeeirieee s 162
Nucleus for third decoupler (P) .......ocooeoeereieee e 162
Nucleus for fourth decoupler (P) .......ccooeerrieee e 162
Retrieve and process fid data from the locator (M) ........ccccveennee 163
Join awork space from the locator (M) ........oceeoeeeiereicienececeeees 163
Retrieve a parameter set from the locator (M)........ocoeeeevvnecicennne. 163
Retrieve a shimset set from the locator (M) .......cooeeeieneeininienene 163
Display list of valid imNET nodes (M,U) ......ccccociviiienencinne. 164
Start adialog window using de £ file (M) ..o 164
Start adialog window with dialoglib file (M) ..o 164
Frequency offset for first decoupler (P).......ccooeoereiienie e 164
Frequency offset for second decoupler (P) ......ccoceeeieieieieenecininnnee 164
Frequency offset for third decoupler (P).......cccooererieneieieicenee 165
Frequency offset for fourth decoupler (P) ......cccoovoieiiiicicieiee 165
Set up parameters for Doneshot pulse sequence (M) .....cccoceeeeeeen. 165
Start adidog with dialoglib/experiment def file(M)....165
Calculate proton chemical shifts spectrum (C)......cccooveveieiiernenss 165
Process DOSY experiments (M).....cccooveeeeerenieee e 166
Apptype macro for dosy 2D experiments (M) ......ccccoeveneeeeeneenne. 166
Larmor frequency of phase encoded nucleus in DOSY (P)............ 166

Gyromagnetic constant of phase encoded nucleusin DOSY (P) ... 167
Gyromagnetic constant of phase encoded nucleusin DOSY (P) ... 167
Setup aTy experiment (M) ..o 167
Display FID as connected dotS (P) .......coveeerereee e 167
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downsamp
dp
dpcon
dpconn
dpf
dpir
dpirn
dpiv
dpivn
dpl

dp1 seqfil
dplane
dpr

dpr seqfil
dprofile
dproj
dps
dpwr
dpwr2
dpwr3
dpwr4
dpwrf
dpwrf2
dpwrf3
dpwrm
dpwrm2
dpwrm3
Dgcosy
draw
dres
dres
dres2
dres3
dres4
ds

ds2d
ds2dn
dsnarray
dscale
dscoef
dseqg
dseqg2
dseqg3
dseg4
dsfb
dshape
dshapef
dshapei
dshim
dslsfrq
dsn
dsnmax
dsp

dsp
dsplanes
dsptype
dss
dssa
dssan
dssh
dsshn
dssl
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Downsampling factor applied after digita filtering (P).................. 168

Double PreciSion (P) ... 168
Display plotted CONtOUrs (C) .....cceoueiereeieieieee e 168
Display plotted contours without screen erase (C) ........ccoceveeveennne. 169
Display peak frequencies over spectrum (C) .......cccoceeevereereeeneenne. 169
Display integral amplitudes below spectrum (C) .......ccoceveveeieennne. 170
Display normalized integral amplitudes below spectrum (M)........ 170
Display integral values below spectrum (M) ......ccccoveieieeininienenee 170
Display normalized integral values below spectrum (M) ............... 171
Default Plot (M) .o e e 171
Sequence-specific default Plot (M) .....cco oo 171
Display @3D plane (M) ...coeeeeeee e 172
Default ProCeSS (IM) ..cee e see et 172
Sequence-specific default Process (M) ......ccoveerereeesenenieieneeenes 172
Display pulse excitation profile (M) ........cocooeoeeoe i 172
Display a3D plane projection (M) .......cc.coereeeeneniene e 173
Display pulse SeqUENCE (C).....ceeereeereeree e eeeeeie e 173
Power level for first decoupler with linear amplifier (P)................ 174
Power level for second decoupler with linear amplifier (P) ........... 174
Power level for third decoupler with linear amplifier (P)............... 175
Power level for fourth decoupler amplifier (P)......c.ccooevoeveieeiennne. 175
First decoupler fing POWES (P) .....cueieeeeieieiere e 176
Second decoupler fing POWEr (P) ......cccueieieeieeineiie e 176
Third decoupler fine POWEr (P).......oooeeireiiie e 176
First decoupler linear modulator power (P) .......ccccvveerereieeneeinennee 177
Second decoupler linear modulator power (P) ......ccocoveeveveennenenee 177
Third decoupler linear modulator power (P) .......ccoccoeeieeineaenens 177
Convert the parameter to a DQCOSY experiment (M) .................. 177
Draw line from current location to another location (C) ................ 177
Measure linewidth and digital resolution (C) ........ccccoveveieiennens 178
Tip-angle resolution for first decoupler (P) ......ccooeeeveieieneieceenn. 178
Tip-angle resolution for second decoupler (P).......cccoveoeieieiecncnnn. 179
Tip-angle resolution for third decoupler (P) ......c.coovveieiennicceeens 179
Tip-angle resolution for fourth decoupler (P) .......cccoerevinecennnee 179
Display aSpectrum (C) ...c.coeeeee et 180
Display 2D spectrain whitewash mode (C) .......ccccovceveieeieinnennne 181
Display 2D spectrain whitewash mode without screen erase (C).. 181
Report statistical signal-to-noise for Cold Probes (M) ........cc......... 182
Display scae below spectrum or FID (C) ...ccooveveeieieiiiecieieens 182
Digital filter coefficients for downsampling (P) .......c.cccoevereevrennne. 182
Decoupler sequence for first decoupler (P) .....ccoeoveveieeieeinenennee 183
Decoupler sequence for second decoupler (P)......cccccoeveveicieennne. 183
Decoupler sequence for third decoupler (P) ......ccoeeeieeieeirencnnee 183
Decoupler sequence for fourth decoupler (P) ........cccoeveveicieinnens 184
Digital filter bandwidth for downsampling (P)........ccccceeevineinnnne. 184
Display pulse shape or modulation pattern (M)........c.cccoevereinennne. 184
Display last generated pulse shape (M) ...ccooeeeereeiieneneeieeieeeeee 184
Display pulse shape or modulation pattern interactively (M)......... 185
Display ashim “method” string (M).......ccocerereneieneeeeeeee e 185
Bandpassfilter offset for downsampling (P) ........ccoceeereiencinnnne. 185
Measure Signal-to-N0ISE (C)....c.eeueueereereeiieiiereee e 186
Calculate maximum signal-to-noise (M) ......cccvvieeeeiinencieieens 186
Display calculated spectrum (C) .....oooveeeeiererieee e 187
Type of DSP for data acquiSition (P) .......cccueeeiereeerence e 188
Display aseriesof 3D planes (M) .....ccceoeeeeiineie e 189
TYPE Of DSP (P) ettt 189
Display stacked SPeCtra (C) .....eoeruerereeririererieeie e 189
Display stacked spectra automatically (C)......cuevveeerineiciieinens 191
Display stacked spectra automatically without erasing (C)............ 192
Display stacked spectra horizontally (C) ......ccceeeeenieicienenccnnes 192
Display stacked spectra horizontally without erasing (C) .............. 194
Label adisplay of stacked spectra (M) .......ccoevveereerineinecineiceenns 194
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dssn
dsvast
dsvast2d
dsww
dtext
dtrig
dutyc

E

e
eaddr
ecc_on

ecc off
echo

edit

eject

elist

email

enter
enterdialog
eread

ernst
errlog
errloglen
ewrite

exec
execpars
execplot
execprep
execprescan
execproc
execprocess
execsetup
exists

exit

exp
expactive
expfit

expl
expladd
explib
explist
explog
exptime

F

£

£19

£19p
flcoef
f2coef
fattn

fb

fbc

fdml
fiddec3d
fiddle
fiddled
fiddleu
fiddle2d
fiddle2D
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Display stacked spectra without screen erase (C).....ccceeeeeeeeeeeeeeenne. 195

Display VAST datain a stacked 1D-NMR matrix format (M)....... 195
Display VAST datain apseudo-2D format (M) ......ccccceeeveeneeeeennnee 196
Display spectrain whitewash mode (C) .......cccooeeerieneiencneciennee 196
Display atext filein graphicswindow (M) .......ccccooeieienenecinnnne. 196
Delay to wait for another trigger or acquire a spectrum (P) ........... 197
Duty cycle for homodecoupling (optional) (P)........cccceeevrererinennne. 197
Eject SAMPIE (M) ..o e 199
Display Ethernet address (M,U) .....coooeieiinieie e 200
Turns on eddy current compensation for Cold Probes (M) ............ 200
Turns off eddy current compensation for Cold Probes (M)............ 200
Display strings and parameter values in text window (C)............... 200
Edit afile with user-selectable editor (M) .....ccuoovoeeiiinenceiees 200
Eject SAMPIE (M) ..o e 201
Display directory on remote VXR-style system (M,U) .................. 201

Email addreSs (P) ....ooecie e 201
Enter sample information for automation run (M,U) ........ccccceene. 202
Start adialog window using enterexp file (M) ....ooeoereveicieinncns 202
Transfer file from remote source (M,U) .......oceoieiiniicieieceenn 202
Calculate the Ernst angle pulSe (C) ....cevevreeeeeereeie e 203
Display recent error meSSages (C) «..eveevereereeeeeereeneeeeseereeieeeseaees 203
Number of linesin error message display (P).....cccceeeeeereerieieinnenns 203
Transfer file to remote destination (M,U) ......ccooooeeerinieienenceenn. 204
Execute acommand (C)......ccurerirere e 204
Set up the exec parameters (M) ....ooooeeieieeie e 204
Execute plotting Macro (P) .......coccoeiereeie e 204
Execute prepare Macro (P)......ceeveeeeeeieieeeee e 205
Execute prescan Macro (P) ...ooeeeeiereeeeeee e 205

Execute processing Macro (P).......ccceeeeeeeeeseereee e seereeiesesseeneens 205
Execute processing MacrO (P)......coueveeeeeeiene e 205
Execute Setup MaCro (P) ..coeeveeeeiee e 205
Checksif parameter, file, or macro exists and filetype (C............. 205
Call the vnmrexit command (M) ......cccoeirieieeinine e 208
Find exponential value of anumber (C) .......cccceoererieneieneciecienee 208
Determine if experiment has active acquisition (C) .........ccceueuene. 208
Make least-squares fit to polynomial or exponentia curve (U) ..... 209
Display exponential or polynomial curves (C) ........cccoeeeevereeinennnee 210
Add another diffusion analysisto current display (M) ......ccccueeee. 211
Display experiment library (M) ....c.coooeeiiece e 212
Display current experiment chain and approx. time for each (M).. 212
Display log file for experiment (M) .......ccoooioeeoeiiniene e 212
Display experiment time (C).......coevereeieieiee e 212
Set display parameters to full spectrum (C).......cceoeeeeiireieieinens 214
Automated fluorine acquisition (M) .....c.coeeoeieieienee e 214
Process 1D fluorine Spectra (M) .......ooeeeeerereee s 215
Coefficient to construct F1 interferogram (P).......ccccoeeeievenecicennn. 215
Coefficient to construct F2 interferogram (P).......cccccoeeeieneiecicenn. 216
Fine @tenUALOr (P) ......cveiereeieeie et 216
Filter bandWidth (P) .....cooe i 216
Apply baseline correction for each spectrum in an array (M) ........ 217
Set, write 1D FDM parameters, run FDM (M) ......cccooiineiciennens 217
3D time-domain dc correction (P) ........ccceeeoereieieenee e 218
Perform reference deconvolution (M) .......ccoceeereieieicieeieeeeee 218

Perform reference deconvolution subtracting aternate FIDs (C)... 219
Perform reference deconvolution subtracting successive FIDs (C) 220
Perform 2D reference deconvolution (C) ........ccoeeevrneriecinenccnene 220
Perform 2D reference deconvolution (C) ........ccoeeeveneeiecincncnene 220
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fiddle2dd
fiddle2Dd
fidmax
fidpar
fidsave
fifolpsize
file
files
filesinfo
filtfile
findxmlmenu
fitspec
fixgrd
fixpar
fixpar3rf
fixpar4rf
fixpar5rf
fixup
fixpsg
flashc
flipflop
Fluorine
flush

fn

fnl

fn2

fn2D
focus
foldcc
foldj
foldt
fontselect
format

fp

fpmult
fpmultl
fpmult2
fr

fread
fsave

fsq

ft

ftld
ftlda
ftldac
ft2d
ft2da
ft2dac
ft3d

full
fullsqg
fullt

G

g2pul ecc
ga

gain

gap
gaussian
gcal
gcoil
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2D reference deconvolution subtracting alternate FIDs (C) ........... 220

2D reference deconvolution subtracting alternate FIDs (C) ........... 220
Find the maximum point in an FID (C) ...cccoeovviviieieeeeeceeee 220
Add parameters for FID display in current experiment (M)........... 221
SAVE AALA (M) .t et 221
FIFO 100D SIZE (P) ettt e 221
File name of parameter Set (P) ....ccoeeerereie e 221
Interactively handle files (C) ....cvoerriieireee e 221
Return file information for filesdisplay (C) ....ccceovenreirnenecinnnne. 222
File of FIR digital filter coefficients (P) .......cocooeeiiiieiriincee 222
Find an Xml Mmenu (M) ..oocoe e 223
Perform spectrum deconvolution (C, U).......ccoceeeriiicieeinineee 223
Convert gauss/cm value to DAC (M) ...ooiiereeeeeeeeee e 224
Correct parameter characteristicsin experiment (M) ......cccoceeeeeee. 224
Create parameters for third rf channel (M) ... 224
Create parameters for fourth rf channel (M).......ccocoeoiiiiiiciiinens 224
Create parameters for fifth rf channel (M)........ccocoooiiiiiinien. 225
Adjust parameter values selected by setup macros (M) ................. 225
Update psg libraries (M) ....ooeeeee e e 225
Convert compressed 2D datato standard 2D format (C)................ 225
Set up parameters for FLIPFLOP pulse sequence (M)......ccccoveeneee. 226
Set up parameters for 19F experiment (M) ........ccooeeeeieneneiennenns 226
Write out datain memory (C) ...ccuceeeereeieeniere e 226
Fourier number in directly detected dimension (P) ..........cccceeveueene. 227
Fourier number in 1st indirectly detected dimension (P) ............... 227
Fourier number in 2nd indirectly detected dimension (P) .............. 227
Fourier number to build up 2D DOSY display in freg. domain (P) 227
Send keyboard focus to input Window (C) .........ccoeeeeererencieinnens 228
Fold INADEQUATE data about two-quantum axis (C)................. 228
Fold Jresolved 2D spectrum about f1=0 axiS (C) .....ccccceevrerrrrennns 228
Fold COSY-like spectrum along diagonal axis (C) .......ccccceeeuveuene. 228
Open FontSelect WindOW (C) ....ooevvereeieieieee e 229
Format areal number or convert a string for output (C) ................ 229
Find peak heights or phases (C)........ccoeueerrieee e 230
First point multiplier for np FID data (P) .....c.occoeeveieieeeicecieene 230
First point multiplier for ni interferogram data (P)........c..ccoeeveuene. 231
First point multiplier for ni2 interferogram data (P) .........ccoceeveuenne. 231
Full recall of adisplay parameter set (M) .....ccceoeeenieneieienecene 231
Read parameters from file and load them into atree (C)................ 231
Save parameters from atreeto afile (C) ..oooeeeriieci e 232
Frequency-shifted quadrature detection (P).........cccooeoereienecinenne. 232
Fourier transform 1D data (C) ..vcveeeereeuirieieee e 233
Fourier transform along fo dimension (C) .......coevveineinceinicennnns 234
Fourier transform phase-sensitive data (M) .......c.ccooeieieveeieciennne. 235
Combine arrayed 2D FID mMatriceS (M) .....cccoeeeereneee e 236
Fourier transform 2D data (C) .....coveveereeerieiereee e 236
Fourier transform phase-sensitive data (M) .......c.ccooeieieicnecicnnne. 239
Combine arrayed 2D FID mMatriceS (M) .....cccoeeereeieeeieireeieie s 240
Perform a 3D Fourier transform on a 3D FID data set (M,U) ........ 240
Set display limitsfor afull screen (C) ....ocooeeeeiriiieeei e 244
Display largest square 2D display (M) ..cccoeeereereieiereeeeeeeee 244
Set display limits for afull screen with room for traces (C)........... 244

Setup macro for eddy current compensation parameters (M)......... 246

Submit experiment to acquisition and FT the result (M)................ 247
RECEIVEr GAIN (P) oot 247
Find gap in the current spectrum (M) ......oooooeeiriie e 248
Set up unshifted Gaussian window function (M) ........ccccccceeeinees 248
Gradient calibration constant (P) .......cooeveieieeininie e 249
Current gradient COil (P) ......coeueieieeee e 249
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Gcosy
gdiff
Gdgcosy
getld
get2d
getdim
getfile
getlimit
getll
getparam
getplane
getreg
getsn
gettoken
gettxt
gettype
getvalue
gf

gf

gfl

gf2

gflow

gfs

gfsl

gfs2
Ghmbc
ghmgc
Ghmgc
gHMQC15
gHMQC d2
gHMQC d213
ghmgcps
ghsqgc
Ghsqgc
gHSQC15
gHSQC d2
gHSQC d213
Ghsgctoxy
gilson
gin
globalauto
glue
gmapshim
gmapshim au
gmapspin
gmapsys
gmapz

gmap findtof

gmap zlz4
gmax
gmgcosy
gnoesy

go

go_
gpat-gpat3
gplan

gradientdisable
gradientshaping

gradstepsz
gradtype
graphis
grayctr
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Convert the parameter to a gradient COSY experiment (M).......... 250

Diffusion gradient 1evel (P) .....ccocoe e 250
Convert the parameter to a gradient DQCOSY experiment (M) .... 250
Select a 1D experiment for processing (M) .......cccooeeeveneeicieennenns 250
Select a2D experiment for processing (M) .......ccooeeereneieiennenns 251
Return dimensionality of experiment (M) ........ccooeeoiiiniieieinens 251
Get information about directories and files (C) .....ccocovevvevrenennee 251
get the limits of avariablein atree (C) ....coceoveveeireieie e 252
Get intensity and line frequency of [in€ (C) ......oceveeeeiireicieieens 252
Retrieve parameter from probe file (M) ..o 253
Extract planes from a 3D spectral dataset (M) ....cooeeeevenecinennne. 253
Get frequency limits of a specified region (C) ......ccccoeeevvicieinncns 254
Get signal-to-noise estimate of a spectrum (M)........ccocveieieincns 254
Utility macro to separate a string into tokens (M) .........cccceeeveeene. 255
Get text file from VnmrJ datafile (C) ....ocoveeeeiriicece e 255
Get the type of avariable (C).......ccoeveieiiiieene e 255
Get value of parameter in atree (C) ..oooveveveeeeeereee e 256
Prepare parameters for FID/spectrum display in acqi (M) ............. 256
Gaussian function in directly detected dimension (P) .........cccc...... 257
Gaussian function in 1st indirectly detected dimension (P) ........... 257
Gaussian function in 2nd indirectly detected dimension (P) .......... 257
Flow encoding gradient 1evel (P) .......ccooeerrieee e 257
Gaussian shift const. in directly detected dimension (P) ................ 257

Gaussian shift const. in 1st indirectly detected dimension (P) ....... 258
Gaussian shift const. in 2nd indirectly detected dimension (P)...... 258
Convert the parameter to a gradient HMBC experiment (M)......... 258

Set up a PFG HMQC pulse sequence (M) .......cccoeeereicieneneceenns 258
Convert the parameter to agradient HMQC experiment (M) ........ 258
Set up parametersfor N gHMQC experiment (M) ...................... 259

Set up parametersfor N gHMQC experiment using dec. 2 (M).. 259
Set up parametersfor 3c gHMQC experiment using dec. 2 (M).. 259

Set up a PFG HM QC phase-sensitive pulse sequence (M) ............ 259
Set up a PFG HSQC pulse sequence (M) ......coeeereeeieeneeieienenenns 259
Convert the parameter to agradient HSQC experiment (M)........... 259
Set up parametersfor N gHSQC experiment (M) ....................... 259

Set up parametersfor N gHSQC expenment using dec. 2 (M)... 259
Set up parametersfor 3c gHSQC experiment using dec. 2 (M) ... 259
Convert parameters for gradient HSQCTOXY experiment (M) .... 259

Open the Gilson Liquid Handler window (C) .......ccoceveveeirenenenee 260
Return current mouse position and button values (C) .........c.c........ 260
Automation directory NAME (P) ......cocooveereeiere e 260
Create a pseudo-2D dataset (M) ......coeoeieieeneeeinise e 261
Start gradient autoshimming (M) .......ccoe e ieieeinine e 261
Start acquisition with gradient shimming (M) .......ccccooeieieiennnens 261
Enable or disable spinning during gradient shimming (P) ............. 261
Run gradient autoshimming, set parameters, map shims (M) ........ 262
Get parameters and files for gmapz pulse sequence (M)................. 263
Gradient shimming flag to first find tof (P)......c.cccooeeoiiiniiiiiies 263
Gradient shimming flag to first shim z1-z4 (P) .....cccccooveieieieens 263
Maximum gradient strength (P) ......ccooveeiiniece e 264
Set up PFG absolute-value MQF COSY parameter set (M)........... 264
Set up a PFG NOESY parameter set (M) ...ccoeveveeieie e 264
Submit experiment to acquiSItion (M) .......ccooeeiriiieee e 264
Pul se sequence setup macro called by go, ga, and au (M).............. 265
Gradient SNAPE (P) ...eoovueeee et 266
Start interactive image planning (C) ......coceveeeeirenieee e 266
Disable PFG gradientS (P) .....ccoeeereereeeieieee e 266
Activate shaping on the gradient pulses (P).......cccccoeereeereeneeieeenne. 266
Gradient StEP SIZE (P) ..cueeueeeereie et e 266
Gradientsfor X, Y, and Z aX€S (P) .....cccoeeeeeereree e 267
Return the current graphics display status (C) .......cooveeeeveereeieennne. 267
Gray level window adjustment (P) ........cccooeeoeririnie e 268
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graysl
grecovery
grid
groupcopy
gspoil
gsspat
gtnnoesy
gtnroesy
gtotlimit
gtrim
gxmax, gymax, gzmax
gzlvl
gzsize
gzwin

H

hl

hlfreq

hlp

h2cal

halt

hc

hcapt
hcchtocsy
hccorr
hcdept
hcosy

hdmf

hcmult

hdof

hdpwr
hdpwrf
hdres

hdseq
hdwshim
hdwshimlist
het2dj
HETCOR
hetcor
hetcorcpl
hetcorps
hetero2d
hidecommand
hipwrampenable
Hmbc

Hmgc

HMQC15

HMQC d2
HMQC d213
hmgcr
Hmgctoxy
HMQCTOXY15
HMQCTOXY d2
HMQCTOXY d213
hmgctoxy3d
ho

hom2dj

homo
HOMODEC
homo2d
homorofl
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Gray level slope (contrast) adjustment (P) ......cccoooeeoeiireieieieens 268

Eddy current testing (M) .....co.eeeeee e 268
Draw agrid on a2D display (M) ....coeeeeeeienneee e 268
Copy parameters of group from one tree to ancther (C)................. 269
Spoiler gradient [eVel (P) .....coooeieiieeee e 269
Slice-select gradient shape (P) .....ooooveieieieee e 269
Set up a PFG TNNOESY parameter Set (M) ....eovveeeeeeereneneie s 269
Set up a PFG absolute-value ROESY parameter set (M) ............... 270
Gradient total lImit (P) .....cccoovoiiiie e 270
Trim gradient 1eVel (P) .....oooeee i 270
Maximum gradient strength for each axis (P) ......cccccooeieveieiicennne. 270
Pulsed field gradient strength (P).........coeoeirieioe i 270
Number of z-axis shims used by gradient shimming (P)................. 270
Spectral width percentage used for gradient shimming (P)............ 271
Automated proton acquiSition (M) .......ccceceiiier i 274
Proton frequency of spectrometer (P) ......coccoeeeriieeeiinecie s 275
Process 1D proton SPECLIa (M) «.c..ooveeeeereeieeie e 275
Calculate strength of the decoupler field (C) .....coooveeiireicieinens 275
Abort acquisition With N0 error (C) .....cceeeereieee e 276
Automated proton and carbon acquisition (M) ........cccceecereneeieennne. 276
Automated proton, carbon, and APT acquisition (M) .........ccc.c...... 277
Set up parameters for HCCHTOCSY pulse sequence (M)............. 277
Automated proton, carbon, and HETCOR acquisition (M)............ 277
Automated proton, carbon, and DEPT acquisition (M) .................. 277
Automated proton and COSY acquisition (M) ........cccceeeveneeirenne. 278
Modulation frequency for homonuclear decoupling (P)................. 278
Execute protocol actions of apptype hcmult (M)......ccccooieiiines 278
Frequency offset for homodecoupling (P) ......ccooeooeeiiineicieiees 279
Power level for homodecoupling (P) .......cooveeeeiiniene e 279
Homodecoupling fine power (optional) (P).......ccccceveieieeirineeee 280
Setsthetip angle resolution (P) ........ccoeoeieeoeeirese e 280
Waveform filename for band selective decoupling (P)........cccue..... 281
Hardware shimming (P) ......ccuoererr e 281
List of shimsfor hardware shimming (P) ........ccocoeeieiineininieee 281
Set up parameters for HET2DJ pulse sequence (M)......cccceveveennee 282
Change parameters for HETCOR experiment (M) ........cccceoeneeenee 282
Set up parameters for HETCOR pulse sequence (M) .....ccccceeveueeeen. 282
Set up parameters for solids HETCOR pulse sequence (M) .......... 282
Set up parameters for HETCORPS pulse sequence (M) ................ 282
Execute protocol actions of apptype hetero2d (M)........ccoceveeeennee 282
Execute macro instead of command with same name (C).............. 283

High Power Amplifier Enable (P) .....coooeieiiieie e 283
Convert the parameter to aHMBC experi ment (M) ...cceeeneeeenns 283
Convert the parameter to aHMQC experiment (M)......c.cccoeeereennn. 283

Set up parametersfor N HMQC experiment (M) ........................ 283

Set up parametersfor N HMQC expenment using dec. 2 (M).... 284
Set up parameters for 13C HMQC experiment using dec. 2 (M).... 284
Set up parameters for HM QCR pulse sequence (M) ...................... 284
Convert the parameter to aHMQCTOXY experr ment (M)............ 284
Set up parameters for 1 N HMQCTOXY exper| ment (M)............. 284
Set up parametersfor N HMQCTOXY using decoupler 2 (M) .. 284
Set up parameters for 13C HMQCTOXY usi ng decoupler 2 (M)... 284

Set up parameters for HMQC-TOCSY 3D pulse sequence (M)..... 284

Horizontal off SEt (P) ......ooveeeiieieeee e e 284
Set up parameters for HOM2DJ pulse sequence (M) .......ccccoeeeeeee. 284
Homodecoupling control for the observe channel (P)..................... 285
Change parameters for HOMODEC experiment (M).........cccceeeeee. 285
Execute protocol actions of apptype homo2d (M).......c.cceeeveuveennne. 285
Delay before turning on homo decoupling rf (P)......cccccoeieiennens 285
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homorof2
homorof3
hoult

hpa
Hprescan
hregions
hs

Hsqgc
HSQC15
HSQC d2
HSQC d213
hsqcHT
Hsqgctoxy
HSQCTOXY15
HSQCTOXY d2
HSQCTOXY d213
hsgctoxySE
hsrotor
hst
htbitrev
htbwl
htcall
htfrql
htofsl
htpwrl
htssl

hzmm
hztomm

I

i

ihwinfo
il

ilfid
imagefile
imageprint
imconi

in

inadgt
index2
inept
initialize iterate
input

ins

ins2
insref
ins2ref
insert
inset
integ
integrate
intmod
intvast
io

is

isadj
isadj2
isreal
isstring
iterate
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Delay after blanking the amp and setting T/R switch to recv (P)... 286
Delay between setting T/R to receive and gating the recvr on (P) . 286

Set parameters alfa and rof2 according to Hoult (M) ......cccceeeeeeeee. 287
Plot parameters on special preprinted chart paper (C)......ccoveveeene. 287
Proton prescan (P)) -.o.eeeeoeeeeereeeeeeee et e 287
Select integral regionsin proton spectrum (M) .......cccoeveieieinens 287
HOMOSPOI | PUISES (P) ...t 287
Convert the parameter to a HSQC experiment (M) .......cccceeeenee. 288
Set up parameters for PN HSQC experiment (M) .........c.coocuenveeee. 288
Set up parameters for N HSQC experiment using dec. 2 (M)..... 288
Set up parameters for Bc HsQc experiment using dec. 2 (M) ..... 288
Set up the hsqcHT experiment (M) .....coooeeeee e 288
Convert parameters to a HSQCTOXY experiment (M) ................. 288
Set up parameters for 15\ HSQCTOXY experiment (M) .............. 288

Set up parameters for N HSQCTOXY using decoupler 2 (M).... 288
Set up parameters for 13C HSQCTOXY using decoupler 2 (M).... 288

Set up parameters for HSQC-TOCSY 3D pulse sequence (M)...... 289
Display rotor speed for solids operation (P) ........cccoererereeneeinnne. 289
HOMOSPOI T tiME (P) .t 289
Hadamard bit reversal flag (P) .....cccoooeieieeiece e 289
Hadamard pulse excitation bandwidth in ni (P)........c.cccceveieeennne. 289
RF calibration flag for Hadamard waveformsin ni (P) .................. 290
Hadamard frequency list in Ni (P)......coooeiiiiie e 290
Hadamard offSet in Ni (P)....cc.ooeiiie e 290
Power level for RF calibration of Hadamard waveformsin ni (P). 290
Stepsize for Hadamard waveformsinni (P) ....ocoooveiccieieicecennn. 291
Scaling factor for PlOtS (P) ......cooveoeeeeieeee e 291
Convert locations from Hz or ppm to plotter units (C)................... 291
INSert SAMPIE (M) ..o e 293
Hardware status of console (U) ......ooooeeinrnieee e 293
Interleave arrayed and 2D experiments (P) .......ccoccooeeiereenecinenne. 294
Interleave FIDs during data processing (C) ......ccoeeeeeereeneeneevnenenee 294
Display an image file (M) ....c.ooeieie e 294
Plot non interactive gray scale image (M) .....cceeveoeeeienencieneeens 295
Display 2D datain interactive grayscale mode (M) .......cccccceeennee 295
Lock and spin interloCk (P).......cooeoereieeeieeeee e 295
Set up parameters for INADEQUATE pulse sequence (M) ........... 296
Projection or 3D plane index selected (P) ....ccovveieeeiineicieieene 296
Set up parameters for INEPT pulse sequence (M)........ccccouevenennenee 296
Set iterate string to contain relevant parameters (M).......cccccceveeneeee 296
Receive input from keyboard (C) ........coeerrneee e 296
Integral normalization SCale (P) ......cccooveuererienie e 297
2D VOIUME VAIUE (P) ..ottt s 297
Fourier number scaled value of an integral (P)........ccccceoevereeieenne. 297
Fourier number scaled volume of apeak (P).....c..ccooeeeieiciccieenne. 297
INSert SAMPIE (M) ..o s 298
Display an inset SPECtrum (C) ......couerereeirieierie e 298
Find largest integral in a specified region (C) ......ccoooeeeevevnecieennne. 298
Automatically integrate 1D spectrum (M) ......cooeeeierenecicieneeens 299
Integral display MOde (P).....c.coeirierieeire e 299
Produces atext file of integral regions (M) ......cccoceeeereiencneeineenne. 299
Integral Off SEt (P) ..o iveeeeee e e 299
INtegral SCaAlE (P) ...c.ooireeee e e 299
Automatic integral scale adjustment (M)........ccooeieieieiencnecinene. 300
Automatic integral scale adjustment by powers of two (M)........... 300
Utility macro to determine a parameter type (M) .....cccceoevereeieennne. 300
Utility macro to determine a parameter type (M) .....cccceoeveereeeeennne. 301
Parametersto be iterated (P) .......ccocevereeieiereeee e 302
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J

jcurwin
jdesign

jexp
jexpl-jexp9999
jplot
jplotscale
jplotunscale
jprint

jumpret
jviewport
jviewportlabel
jviewports
jwin

K

killft3d
killplot
killprint
kind
kinds
kini
kinis

L

lastlk
lastmenu
latch

1b

1bl

1b2

lcld
lcpar2d
lcpeak
lcplot
lcpsgset
lcset2d
left
legrelay
length

1f

liamp
lifrqg
ligbear
listenoff
listenon
lkof

1124
1l12dbackup
112dmode
llamp
l1frqg

1n

load
loadcolors
loc
locaction
lock
lockacgtc
lockfreq
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Work space numbers of all viewports (P) .......cccooeeveiencinieinens 303
Start Plot Designer Program (M) ....coccoueeeieeoeeinenie e 303
Join existing exXperiment (C) ......ooeuriereere e 303
Join existing experiment and display new parameters (M) ............ 304
Plot from Plot Designer program (C) ......cooeeeeeereeneeeseeneeieie e 304
Scale plot PArameters (M) ..o e e e 304
Restore current experiment parameters (M) ......ccoceeereievenecieenne. 305
Prints the selected images to a printer or file (M).....c.ccccevvveiennne. 305
Set up parameters for JUMPRET pulse sequence (M) .......ccccceeuee. 305

Work space numbers of the current viewports (P)........cccccoeveuene. 305

Work space labels for all viewport buttons (P).........ccccoevrerennee. 305

VIEWPOrt [QYOUL (P) ....cueeeeeeeieie ettt 306
Activate and record activity in current window (M) ........c.coceeeee. 306
Terminate any ft3d process started in an experiment (M,U) .......... 307
Stop plot jobs and remove from plot queue (M) .......ccoceveieieincnns 307
Stop print jobs and remove from print queue (M) ........cccoeeereneee 308
Kinetics analysis, decreasing intensity (M) ......ccoccoevvinniniincnnens 308
Kinetics analysis, decreasing intensity, short form (M).................. 308
Kinetics analysis, increasing intensity (M) ........ccocoveeneiniincenns 308
Kinetics analysis, increasing intensity, short form (M) .................. 309
Last lock solvent USed (P) ......coeoeie e 312
Menu to display when Return button is selected (P) .....c.cccoeuveeeee. 313
Frequency synthesizer [atching (P) .......cceoereieeeseniee e 313
Line broadening in directly detected dimension (P) .........cccccueuee. 313
Line broadening in 1st indirectly detected dimension (P)............... 313
Line broadening in 2nd indirectly detected dimension (P)............. 314
Pulse sequence for LC-NMR (M) ...ooiiiiiiiie e 314
Create 2D LC-NMR acquisition parameters (M) ........ccoceeeeereenee 314
Peak NUMDBEr (P) ... s 315
Plot LC-NMR data (M) ....cccueerieeeeeieise e 315
Set up parameters for various LC-NMR pulse sequences (M)........ 315
General setup for 2D LC-NMR experiments (M) .......ccceeeeernene 315
Set display limitsto left half of screen (C) ...cooveveeeeeiiiiiieiees 315
Independent control of magnet leg relay (P) .....ccoceeeeeveieececeineenne. 316
Determine length of astring (C) ..c..ooeeveieiernieee e 316
List filesin direCtory (C) ...eeeeeroere e e 316
Amplitudes of integral reset Points (P) .....ccoocooeevereriene s 316
Frequencies of integral reset points (P) ......cocovveeeeerienene e 317
Liquids Bearing Air LEVE! (P) ...ccoueiereiee e 317
Disable receipt of messages from send2Vnmr (M) .......cccceoeveeenne. 317
Enable receipt of messages from send2Vnmr (M) ........ccccooeneeenne. 317
Track changesin lock frequency (P) .....ccccoveioeneieneneiernece s 317
Automatic and interactive 2D peak picking (C) ......ccocevereieeieeenne. 318
Copy current 112d peak fileto another file (M).....cccocooeeveiiinennene 321
Control display of peaks picked by 12d (P) .......cccooeoiiiiiiiieiens 321
List of line amplitudes (P) ......cceeeiereeiieie et 321
List of liNefrequenCies (P)......coccoeoereeieieieee e 321
Find natural logarithm of anumber (C).......ccooeeoiririni e 321
L oad status of displayed shims (P) .......ccccoeveiereiiniene e 322
L oad colors for graphics window and plotters (M) .......ccccceceeennee 322
Location of sampleintray (P) .....cooeeoeeeeiere e 323

LOCALOr @CHION (M) .t 323
Submit an Autolock experiment to acquisition (C) ........cccceeereennee 323
L ock loop time constant during acquisition (P)........c.cccceveeeieeenne. 323
LOCK FreqUENCY (P) ..ot s 324
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lockgain
lockphase
lockpower
locktc
logate
lookup
locprotoexec
1lp

1pl

1p2
lpalg
lpalgl
lpalg2
lpext
lpextl
lpext2
lpfilt
lpfiltl
lpfilt2
lpnupts
lpnuptsl
lpnupts2
lpopt
lpoptl
lpopt2
lpprint
lpprintl
lpprint2
lptrace
lptracel
lptrace2
1s

1sfid
1sfidl
1sfid2
1sfrqg
1sfrql
1sfrqg2
1vl
lvlitlt

M

macro
macrocat
macrocp
macrodir
macroedit
macrold
macrorm
macrosyscat
macrosyscp
macrosysdir
macrosysrm
macrovi
make3dcoef

makedosyparams

makefid

makeeccglobals

makeslice
man
managedb
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LOCK GaIN (P) et e 325

L OCK PhESE (P) .eeeeueeiietiee ettt et e 325
L OCK POWES (P) ..ttt st et s e 325
Lock time constant (P) .......oceeeerire e 325
Transmitter local oscillator gate (P).......ccoeeveeriere e 325
L ook up words and lines from atext file (C).....c..ccooererereneeinennne. 326
Execute a protocol from the locator (M) .....ccoceeeieieiineicieieee 328
First-order phase in directly detected dimension (P) ...........cccoc...... 328
First-order phase in 1st indirectly detected dimension (P) ............. 328
First-order phase in 2nd indirectly detected dimension (P)............ 329
LPalgorithm in np dimension (P)........ccoeeeirneeoeeinine e 329
LPalgorithm in ni dimension (P) .........ccccoevrneoeeinnene e 330
LPalgorithm in ni2 dimension (P) ......cccccoevineee e 330
LP data extension in np dimension (P) .........cooeeereeieneseseeneeieeene 330
LP dataextension in ni dimension (P) ........cccooeoeeenieneseneenecieeene 330
LP dataextension in ni2 dimension (P) ........cccccoeeernereeeseenecieenene 331
LP coefficientsto calculate in np dimension (P) .........ccccceeeineee 331
LP coefficientsto calculatein ni dimension (P) .......cccocevveeieennne. 331
LP coefficientsto calculatein ni2 dimension (P) ........ccccoceeveeeeenne. 331
LP number of datapointsin np dimension (P) ........cccccecevereeunennne. 331
LP number of datapointsin ni dimension (P) .........ccccceoevenevnnnne. 332
LP number of datapointsin ni2 dimension (P) ........c.cccceveeveieennne. 332
LP algorithm data extension in np dimension (P)..........cccccveeveuenne. 332
LP algorithm data extension in ni dimension (P) .........ccccccveeueeenne. 333
LP algorithm data extension in ni2 dimension (P) ........cccccoceeveuenne. 333
LP print output for np dimension (P)..........cccooeeoerenienene e 333
LP print output for ni dimension (P)........cccooeoeeoereniene e 334
LP print output for ni2 dimension (P).........ccoceereieeeseeneeieseeeens 334
LP output spectrum in np dimension (P) ........cccoeeeeoeneieneeneciene. 335
LP output spectrum in ni dimension (P) ..o e 335
LP output spectrum in ni2 dimension (P) .......cccoceoeoeneieneenecinne. 335
List filesin direCtory (C) ...eeereioere e 335
Number of complex pointsto left-shift the np FID (P) .................. 336
Number of complex pointsto left-shift ni interferogram (P).......... 336
Number of complex pointsto left-shift ni2 interferogram (P)........ 337
Frequency shift of the fn spectrum (P) ... 337
Frequency shift of the fnl spectrum (P) .......cccooeieiiie e 337
Frequency shift of the fn2 spectrum (P) .......cccooereiiic e 338
Zero-order baseline correction (P) .......ccccevrieee i 338
Control sensitivity of vl and tlt adjustments (P) ........ccccoevverennne. 338
MECIO NAIME (P) ..eeeueeuieeiee ettt e e e enee s 342
Display auser macro file in text window (C) ........cceoevereieiennncns 342
Copy auser Macro file (C)....cocevereeeieee e 342
List user macro fileS (C) ..ccueeuirereieeeeieeee e 343
Edit a macro with user-selectable editor (M)........ccoceeieieneiennne. 343
Load amacro intd MEMONY (C).....ccereeuerrieeeeeireese e seereeieee e 343
Remove auser Macro (C) ...oo.eveieie e e 344
Display asystem macro file in text window (C) .........ccoceeeienncnee 344
Copy asystem macro to become a user macro (C)......cccceevrverennene 344
List SysStem MaCroS (C) ...c.eoveeueueieeseeeeie e 345
Remove asystem mMacro (C) .....ccueueeereeieieiere e e 345
Edit a user macro with the vi text editor (M)........ccocooereiinciennne. 345
Make a 3D coefficients file from 2D coefficients (M) ................... 346
Create parameters for DOSY processing (M).......coceveeeeeneneeneenns 347
Make aFID element using numeric text input (C) ........ccoceeveveeenne. 347
Create global parametersfor ECC control (M) .....cccceoeiveveneecennn. 348
Synthesize 2D projection of 3D DOSY experiment (C)................. 348
Display online description of command or macro (M)................... 348
Update USer FIlES (U) ..o e 349
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manualpath
manvi
mapwin
mark
masvt
maxattenchl-4
maxpen
md

menu
menuvi
method
mE

mfblk
mfclose
mfdata
mfopen
mftrace
minsw
mkdir
mlabel
move
movedssw
moveossw
movesw
movetof
mp
mgcosy
mref
mrev$8
mrfb
mrgain
mstat
mstring
mtune

mv
mxconst

N

nl,n2,n3
newmenu
newshm
nextpl
nfni

ni2

ni3
niter
nimax

nl

nli
nlivast
nlivast2
nlivast3
nll

nm

nm2d
Noesy
Noesyld
noise
noisemult
noislm
notebook
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Path to user’s manual directory (P)......ccccoeeeieeeienieie e 349

Edit online description of acommand or macro (M).........ccccueeeee. 349
List of experiment NUMDErS (P) ......coooveieiiiiece e 349
Determine intensity of spectrum at a point (C)......c.ccoceeeveereeeeeenne. 349
Type of variable temperature system (P) ..o 351
Maximum limit for attenuator setting for rf channel 1-4 (P)......... 352
Maximum number of Pensto USE (P)....ccccoereieee i 352
Move display parameters between experiments (C) ........cccceveeene. 352
Change status of menu system (C) .....coooeeeeeerine e 353
Edit amenu with vi text editor (M) .......cccooeeoeiiniie e 353
Autoshim Method (P) .......c.ooiieireieeeee e 353
Move FIDs between experiments (C) ......cccceoerereereeereeneeineeiene 354
Copy FID BIOCK (C) -t 354
Close memory map FID (C) ...cueieiiieieieieee e 355
MOVE FID data (C)...c.eeveeeieeeereeieie et 355
Memory map open FID file (C) ..o 356
MOVE FID traCe (C).ueeeeeeieeeireeeie ettt 356
Reduce spectral width to minimum required (M) .......cccccoeeeveennne. 357
Create NEW dIr€CtOry (C)...co.eiiieeeieeieie et 357
MENU LEDEN (P) ...t e e 358
Move to an absolute location to start aline (C) .......ccccceeevereeveennne. 358
Set downsampling parameters for selected spectral region (M)..... 358
Set oversampling parameters for selected spectral region (M)....... 358
Move spectral window according to cursors (M) ........cccceeeeeeeeenne. 359
Move transmitter offset (M).......ccooeieiiie e 359
Move parameters between experiments (C) ......ccoceverereveeneeeeennee 359
Set up parameters for MQCOSY pulse sequence (M) .....ccccceveeneeee 360
Set referencing based on a existing spectrum of the sample (M) .. 360
Set up parameters for MREV 8 pulse sequence (M) .......ccccoeveneee 361
Set the filter bandwidths for multiple receivers (P)........cccccveeaee. 361
Set the gain for multiple receivers (P) ... 362
Display memory usage StatisticS (C) ....ovevereeieeenieniee e 362
MENU SEHNG (P) ettt s 362
Tune probe using swept-tune graphical display (M) ....ccccceeeveeenen. 363
Move and/or rename afile (C)....cccoerereieniiieee e 363
Maximum scaling CoNStant (P) .........ccevrrereeeeeereee e 363
Name storage for macros (P) .....ccveevreiieiiiesee e 365
Select a menu without immediate activation (C) ........cccccevereeennen. 366
Interactively create a shim method with options (M) .........ccccece..... 366
Display the next 3D plane (M) .....cccoeeiririeee e 367

Number of incrementsin 1st indirectly detected dimension (P) .... 367
Number of incrementsin 2nd indirectly detected dimension (P) ... 367
Number of incrementsin 3rd indirectly detected dimension (P).... 368

Number of iterations (P) .....ccvoeieie e 368
Maximum [imit Of ni (P) .eoeriee e 368
Position cursor at the nearest 11Ne (C) ....coovveeeeerinieee e 368
Find integral ValUES (C) .....ceerereie e 368
Produces atext file of integral regions without a sum region (M) . 369
Produces a text file with normalized integral regions (M) ............. 369
Produces a text file with normalized integral regions (M) ............. 369
Find line frequencies and intensities (C) ......cooeoeeernereeeseenecieienes 369
Select normalized intensity mode (C).....cooveeeneneeereneie e 370
Select Automatic 2D normalization (M) .......cceeveeeeeieneieiiennens 370
Convert the parameter to a NOESY experiment (M) ........ccoceeeeeeee 371
Convert the parameter set to aNoesy1ld experiment (M)............... 371
Measure noise level Of FID (C) ...ooeieieeieieeee e 371
Control noise multiplier for automatic 2D processing (M) ............ 372
Limit noise in SPECLrUM (M) ..o e e 372
NOtEDOOK NAME (P) ...ttt s 372
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np
npoint
nrecords
nt

ntrig
ntype3d
nuctable
numrcvrs
numreg
numrfch

O

off

on
operator
operatorlogin
opx
oscoef
osfb
osfilt
oslsfrq
overrange
oversamp
owner

P

pl

pl

plpat
p2pul
p31

p3lp

pa

pal
pacosy
pad
padept
page
page
panellevel
pap
par2d
par3d
par3rf
par4d
paramedit
paramvi
pards
parfidss
parfix
parlc
parllad
parlp
parmax
parmin
paros
parstep
parversion
path3d
paxis
Pbox
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Number of data POINtS (P)....c.eoereruerereeieie e 373

Number of points for fp peak search (P).......cccceoeverieieieiiiiice 373
Determine number of linesinafile (M) ..o 373
Number of tranSients (P) ......c.coeeee i 373
Number of trigger signals to wait before acquisition (P)................ 374
Specify whether f, or f, display expected to be N-type (P) ........... 374
Display VNMR style nucleus table for a given H1 frequency (M) 374
Number of receiversin the system (P)........cccooeoeeeriene e senecene 374
Return the number of regionsin aspectrum (C) ......ccccoceveeerncns 375
Number of rf channElS (P) ......coueieiieeee e 375
Make aparameter iNaCiVe (C).....cocerereerieierreee e 377
Make aparameter active or test itsstate (C).....cooeervererereneeennne. 377
OpErator NAME (P) ... e e 378
Sets workspace and parameters for the operator (M) ......cccoeeeeeeen. 378
Open shape definition file for PHOX (M) ....cccooeiriiieie e 378
Digital filter coefficients for over sampling (P).......ccccceoevvneieennne. 379
Digital filter bandwidth for oversampling (P) .........ccooeeoeiinciennne. 379
Oversampling filter for real-time DSP (P)......cccooeeerineiesereceeens 380
Bandpassfilter offset for oversampling (P) .....cccoeveveieieicnecenee 380
Frequency synthesizer overrange (P).......cocoooeeererieneseeseereeieeeenes 380
Oversampling factor for acquiSition (P) .......cccccveioeroeieneneieieens 381
Operating system account OWNEr (P) .......cccocieieriicie e 382
Enter pulse width for pLin degrees (C) ...ooveeveeereeeineceineciiecceeens 387
First pulse Width (P).......coe e 387
Shape of excitation PUISE (P) .....coeoveeeieieieee e 387
Set up sequence for PFG testing (M) .......ooeoeeirinieee e 388
Automated phosphorus acquisition (M) .......c.cccceiiieienenceene 388
Process 1D phosphorus spectra (M) .....c.eeeveieeeeeeniene e 388
Set phase angle mode in directly detected dimension (C)............... 389
Set phase angle mode in 1st indirectly detected dimension (C) ..... 389
Plot automatic COSY analysis (C) ....coveeeeerereee e 390
PreacquiSition delay (P) .....ccceeerere e 390
Perform adept analysis and plot resulting spectra (C) ........cccueune. 391
Submit plot and change plotter page (C) .....ccoeevereeeieereeieieieeees 391
NamME Of PAGE (P) <veueeueeeieeee et e 392
Display level for VnmrJinterface pages (P)......cccoveveveneeerennenenee 392
Plot out “al” parameters (C) ....coocoeeereeeeerere e 392

Create 2D acquisition, processing, and display parameters (M) .... 393
Create 3D acquisition, processing, and display parameters (M) .... 393

Get display templates for 3rd rf channel parameters (M)............... 393
Create 4D acquisition parameters (M) ......ocooeeerereeeseeneeeee s 393
Edit a parameter and its attributes with user-selected editor (C) .... 394
Edit a parameter and its attributes with vi editor (M) ........c.cccce.c... 394
Create additional parameters used by downsampling (M) ............. 395
Create parameters for time-domain solvent subtraction (M).......... 395
Update parameter SetS (M) ...oocoerereeeeee e 396
Create parameters for LC-NMR experiments (M) .......cccoceeeneenee 396
Create parameters for 2D peak picking (M) ......ovvoeeeeiineneieinenns 397
Create parameters for linear prediction (M) ......cccoceeeviicicinnenene 397
Parameter maximum VAlUES (P) ......ooooveieieireee e 397
Parameter minimum ValUES (P)........cocoueiriiee e 398
Create additional parameters used by oversampling (M) ............... 398
Parameter step Size ValueS (P) ..c.coveveereeieieeeee e 398
Version of parameter Set (P)......ooveverereeieeee e 399
Path to currently displayed 2D planesfrom a 3D data set (P)........ 399
Plot horizontal LC aXiS (M) ...cvieiiiiieieeeeee e 399
Pulse shaping SOftWare (U) ........occveiiiieieeieeseee e 400
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pbox bw
pbox bws
pbox dmf
pbox dres
pbox name
pbox pw
pbox pwr
pbox pwrf
pboxget
pboxpar
pboxrst
pboxunits
pcon

pcss

peak
peak2d
pen

pexpl
pexpladd
pfgon
pfww

pge

pge calib
pge data
pge output
pge _process
pge results
pge setup
ph

phl

ph2

phase
phase
phasel
phase2
phase3
phasing
phfid
phfidl
phfid2
Phosphorus
pi3ssbsqg
pi4ssbsq
pin
pintvast
pir

pirn

piv

pivn

pl

plad
plane
plapt
plarray
plate glue
plc
plcosy
pldept
plfid
plfit
plgrid
plh
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Define excitation band (M) ... 401
Define excitation band for solvent suppression (notch) pulses (M) 401

Extract dmf value from pbox.cal or Pbox shape file (M) ............... 401
Extract dres value from pbox.cal or Pbox shapefile (M)............... 402
Extract name of last shape generated by Pbox from pbox.cal (M). 402
Extract pulse length from pbox.cal or Pbox shape file (M) ............ 402
Extract power level from Pbox.ca or Pbox shape file (M) ............ 402
Extract fine power level from pbox.cal or Pbox shapefile (M) ..... 403
Extract Pbox calibration data (M) ........cceeeieneeie e 403
Add parameter definition to the Pbox.inp file (M) ...ccoooeviicieeenne. 404
Reset temporary Pbox variables (M) .......cccoveoeeeieniene e 404
Converts to Pbox default units (M) .......coooeie e 404
Plot contours on aplotter (C).......cuerereeieieierie e 404
Calculate and show proton chemical shifts spectrum (M).............. 405
Find tallest peak in specified region (C) .......ccceoeeereeneieiecneeinnes 405
Return information about maximum in 2D data (C).........cceeveuene. 406
Select apen or color for drawing (C) .....ccceereeenerineeie e 406
Plot exponential or polynomial curves (C) ......cccocveeerereneeneeininnne. 407
Add another diffusion analysisto current plot (M) .......cccccoeveuenne. 407
Pulsed field gradient amplifiers on/off control (P) ........ccccoeueene. 407
Plot FIDs in whitewash mode (C).......ccoeiereieee e 408
Convert parameter set to PGE pulse sequence (M) .....cceoveeeennee. 408
Calibrate gradient strengths for PGE pulse sequence (M).............. 408
Extract data from single element of PGE pulse sequence (M) ....... 409
Output results from PGE pulse sequence (M) .......cccooveveiciennens 409
Automated processing of data from PGE pulse sequence (M)....... 409
Calculate diffusion constant for integral region (M) .......c.cccceveneeee 409
Set up gradient control parameters for PGE pulse sequence (M)... 410
Set phased mode in directly detected dimension (C)........ccccceeeneee. 410
Set phased mode in 1st indirectly detected dimension (C)............. 411
Set phased mode in 2nd indirectly detected dimension (C)............ 411
Change frequency-independent phase rp (M) ......ccoeeeeriennneccenns 412
Phase SEleCtioN (P) ......c.uriieeeirieeeie et 412
Phase Of first PUISE (P) ..coeveeeieeeee e 412
Phase selection for 3D acquiSItion (P) ......c.coceoeeeeeriene e 412
Phase selection for 4D acquiSition (P) ......c.cocoeeeeeerienese e 413
Control update region during interactive phasing (P).........ccccceeev.e. 413
Zero-order phasing constant for the np FID (P) ......ccccooeeeieiecenen. 413
Zero-order phasing constant for ni interferogram (P).........ccce...... 414
Zero-order phasing constant for ni2 interferogram (P)................... 414
Set up parameters for 3lp experiment (M) ..o 414
Set up pi/3 shifted sinebell-squared window function (M)............. 414
Set up pi/4 shifted sinebell-squared window function (M)............. 415
Pneumatics Router INterlock ((P) .....ooveveeererieee e 415
Plots of integral regions (M) .......ccoeieiiiee e 415
Plot integral amplitudes below spectrum (C) ......ccoeoeveveiciieincns 416
Plot normalized integral amplitudes below spectrum (M).............. 416
Plot integral values below spectrum (M) ......cooeoeeenienc e 416
Plot normalized integral values below spectrum (M) .......cccceveneeee 416
PLOt SPECLIA (C) neveeieee ettt e 417
Plot 2D spectrain whitewash mode (C) .......ccceeoererieresenecneceeenes 418
Currently displayed 3D plane type (P) ....ccoccoeeerenieeesireeie s 418
Plot APT-type spectra automatically (M)......cccoeoererieieiencneciennee 419
Plotting macro for arrayed 1D spectra(M)......ccccooveeeieienecneciniennes 419
Define aglue order for plotting and display (U) ...ccocoveieicieinens 419
Plot acarbon spectrum (M) ......cocoe e 420
Plot COSY- and NOESY-type spectra automaticaly (M) .............. 420
Plot DEPT data, edited or unedited (M) .......coooeoiiiiiine e 421
PlOt FIDS (C) euvveereireeecie st sesie e et se s s 421
Plot deconvolution analysis (M) .....ccoeeeueiererieee e 422
Plot agrid on a2D plot (M)....c.coce i e 422
Plot proton SPeCtrumM (M) .......coeoce e 422
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plhet2dj
plhom2dj
plhxcor

pll

pllad
plockport
plot

plotld
plot2D
plotfile
plothiresprep
plotmanual
plotlogo
plotpreview
plotside
plotter
plottop
plottopside
plp
plplanes
plt2Darg
pltext
pltmod
plvast
plvast2d
plww

pmode

poly0

pp

ppa

ppcal

ppf

pph

ppmm
pprofile
pps

prealfa
prep

Presat
prevpl
prescan
prescan CoilTable
prescan_ tn
printer
printfile
printformat
printlayout
printoff
printon
printregion
printsize
printsend
probe
probeConnect
Probe edit
probe edit
probe protection
proc

procl
procld
proc2
proc2d
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Plot heteronuclear J-resolved 2D spectra automatically (M).......... 422

Plot homonuclear J-resolved 2D spectra automatically (M) .......... 423
Plot X,H-correlation 2D spectrum (M) .......cocooeeoereniene e 424
PLOt @liNE LISt (M) .o e 425
Plot results of 2D peak picking (C) .....ocoueeerrieee e 425
Port number to use to lock out multiple ProTune processes (P)..... 425
Automatically plot SPECtra (M) ...coeeeeeeeere e 426
Plotting macro for simple (non-arrayed) 1D spectra (M) ............... 426
PLOt 2D SPECLIA (M) ettt et 427
PLOt 0 @I1E (M) e 427
High resolution plot output preparation (M)........ccoeeereveereeieenne. 428
Plot ManUally (M) ..o e 428
PLOtS Q1000 (M) ..ot 428
Creates temporary plots of the current plot output (M) ......cccceee. 428
Plot spectrum 0N Side (M) ... e 428
PlLOttEr deVICE (P) oot 428
Plot spectrum 0N tOP (M) ..o e 428
Plot spectrum on top and Side (M) .....ccueeiieceiice e 429
Plot phosphorus Spectrum (M) ..o 429
Plot aseries of 3D planes (M) .....cceeeeeirieineee e 429
Plot 2D arguments (P)......co.eoee e 430
PLOt tEXE FIl@ (M) et 430
Plotter display Mode (P) .....cc.ooeieieieeeee e 430
Plot VAST datain a stacked 1D-NMR matrix format (M)............. 431
Plot VAST datain a stacked pseudo-2D format (M) ......cccceveuveeene. 431
Plot spectrain whitewash mode (C) .......coceveieeeiiniene e 432
Processing mode for 2D data (P) «.....coveeveeererieee e 432
Display mean of the datain regression.inp file (M) ......coceeeenene. 433
Decoupler pulse [ength (P) ..o 433
Plot a parameter list in plain English (M) .....coooiiiiiiiecnieee 434
Proton decoupler pulse calibration (M) ........coooeoeiiiiiieiiicenee 434
Plot peak frequencies over SPectrum (C) ......ccovvererereeneeeeinneene 434
Print pulse header (M) ... e 435
Resolution on printers and plotters (P) .......cocooveeeerieneseseerecene 435
Plot pulse excitation profile (M) .......cccoeiie i 435
Plot pulse SEQUENCE (C)....veveieiereeieeeeiie et 436
Specify adelay for longer ring down (P)........ccoeioeioeiineieieieens 436
Run prepare acquisition Macro (M) ......oooeeeeerenie e 436
Set up parameters for presat tH experiment (M) .........cooc.ovveeveeneee. 437
Display the previous 3D plane (M).......cccoereneeeeeniene e 437
Study queue Prescan (P).......ooocceeieeeeee e 437
Read or update the Coil Table File (M) ....cooiieeeeeee e 437
Return tn string for a given atomic number (M)........cccceveieieennne. 437
PHNtEr deVICE (P) c.eeeeeee et 438
Path to the print-to-file image (P) .....cccooviie e 438
Format of saved-to-file image (P)......c.ccoeeereneee e 438
Layout of printed image (P) ........coerereeieieieee e 438
Stop sending text to printer and start print operation (C) ............... 438
Direct text output t0 Printer (C) ..oooveeeeerere e 438
Screen region to be printed (P) ......coeeeveeeeirinee e 439
Size of printed IMage (P) ....eooeoe e 439
Defineswhere image Will print (P).......cccooerereeoeieniene e 439
ProDE tYPE (P) ettt s 439
Specify which nucleus can be acquired on each RF channel (P)....439
Edit probe for specific NUCIEUS (U) .......ooveieiineie e 440
Edit probe for specific NUCIEUS (M) ......ooveieiiieie e 440
Probe protection Control (P)........ccoceeereerieiererie e 440
Type of processing on NP FID (P).....ceieeeeirinee e 440
Type of processing on ni interferogram (P) .......ccccooveiieieieicncennn. 441
Processing macro for smple (non-arrayed) 1D spectra (M) .......... 441
Type of processing on ni2 interferogram (P) .......cccccvvioeieneicecennn. 442
Process 2D SPECLIA (M) ...eeieeueie et 442
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procarray
process
procplot
profile
proj
Proton
protune
protune
protunegui
prune
pscale
pseudo
psg
psggen
psgset
psgupdateon
psgupdateoff
pshape
pshapef
pshr
pslabel
pslw

pssl
ptext
ptspec3d
ptsval
pulseinfo
pulsetool
purge
puttxt
putwave
pw

pw

pwo0

pwd

pwpat

pwr

pwrl

pwr2
pwsadj
pwxcal
pxbss
pxrep
pxset
pxshape
Pxsim
Pxspy

Q

gcomp
QKexp

gqtune
?

R

r
r(n)
rl-r7
ra
rcvrwt
react
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Process arrayed 1D SPECEra (M) ...c.eeeeeeeereeeeee e 443

Generic automatic processing (M) ....c.cooveeeerenee e 443
Automatically process FIDS (M) ..o 443
Set up pulse sequence for gradient calibration (M) ........cccccceveeneeee 444
Project 2D data (C) .oeevereereeieieieee ettt 444
Set up parameters for H experiment (M) ... 445
Macro to start ProTuNe (M) ....o.ceee e 445
Shell script for start ProTune operation (U) ........cccoeoevereieieienens 446
Macro to start ProTune in graphical user interface (M).................. 446
Prune extra parameters from current tree (C) ......cccoeeeveveicieinens 446
Plot scale below spectrum or FID (C) ..coovveeeieirieeee e 447
Set default parameters for pseudo-echo weighting (M).................. 447
Display pulse sequence generation errors (M) .....eoeeeeeeveeneeieeenne. 448
Compile auser PSG object library (M,U) ....ccooiiiiniiiieeeceeeen 448
Set up parameters for various pulse sequences (M) .......ccccceveveenee 448
Enable update of acquisition parameters (C) ........ccooererereenerveeene. 448
Prevent update of acquisition parameters (C) ........cccoevereieieennens 449
Plot pulse shape or modulation pattern (M)..........ccooeeievenecinennne. 449
Plot the last created pulse shape (M) ....cc.coevereeeeeniene e 449
PostScript High Resolution plotting control (P) .........cccccveieieeenne. 449
Pulse sequence 18Dl (P) .....cooeiieieeeee e 449
PostScript Line Width control (P).......ccceeeeirieie e 450
Plot Arrayed NUMDErS (C) ...cueueeieieeecieieeee e 450
Print out atext file (M) oo 451
Region-selective 3D processing (P)......c.cvereeeeereeriene e 451
PTS frequency synthesizer value (P) .......cccooooeeoeiiniene e 452
Shaped pulse information for calibration (M) .......cccccooveicieinncne 452
RF pulse shape analysis (U)......ccocoerereieiernieee e 452
Remove macro from memory (C)......ooeveeerrieee e 453
Put text fileinto adatafile (C) ..c.covereieieieeere e 453
Write awave into Phox.inp file (M) ..o 453
Enter pulse width pw in degrees (C) .....cceoevereeeeiriene e 454
PUISE WITEN (P) ..ttt s 454
90° PUISE WA (P) ..ttt 454
Display current working directory (C)......cooeeeeeeeriereseneeneeeeene 454
Shape of refocusing PUISE (P) ....eoveoeeeeeieieeieee e 455
Set power mode in directly detected dimension (C)........ccccceveneeee 455
Set power mode in 1st indirectly detected dimension (C) .............. 455
Set power mode in 2nd indirectly detected dimension (C)............. 456
Adjust pulseinterval time (M) ......cccocooeeriniie e 456
Decoupler pulse calibration (M) .......ccocoeerrieee s 457
Bloch-Siegert shift correction during Pbox pulse generation (P) ... 457
Flag to set the level of PboX reports (P).......ccooeeeeeeiereseeseereeieeene 457
Assign Pbox calibration data to experimental parameters (M)....... 457
Generates a single-band shape file (M) .....cccoeiviiiieiiiicee 458
Simulate Bloch profile for ashaped pulse (U) .....ccoeoeveveicieinens 458
Create shape definition using Fourier coefficients (U)...........c...... 459
Longer dead timefor longer ring down (P) ........cccoevvereniniinenncns 461
Set up quick experiment (M) ... 461
Tune probe using swept-tune graphical tool (C)......ccccoeevevereeenen. 461
Display the value of an individual parameter (C).......cccccooereeueunnne. 462
Recall display parameter set (M) ......ooeieeiiiece e 464
Recall some display parameters (C) .....ooeoevereeeeeeniene e 465
Real-value storage for macros (P) .....ccoeoeieeieeiriene e 465
Resume acquisition stopped with sacommand (C)..........ccceeuennee 465
Weighting for different recelvers (P) .......cccoeooeeieieniene e 466
Recover from error conditions during werr processing (M) ........... 466
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readallshims
readbrutape
readfile
readhw
readlk
readparam
readultra
real
recon_all
record
redorl
redosy
reffl
reff2
reffrq
reffrql
reffrq2
refpos
refposl
refpos2
refsourcel
refsource2
region
relayh
rename
regparcheck
regparclear
regparlist
regpartest
resetf3
resetplotter
resolv
restorenuctable
resume
return

rev
revdate
rfband
rfblk
rfchannel
rfchtype
rfdata

rfl

rfll

rfl2

rfp

rfpl

rfp2
rftrace
rftype
rfwg

right
rights
rinput

rl

rll

rl2

rm

rmdir
rmsAddData
Roesy
Roesyld

22 Command and Parameter Reference for VnmrJ 2.2C

Read all shims from hardware (M) ........cccoooeieeoi i 467

Read Bruker data files from 9-track tape (U) ......cccoeoeveveiciieinncns 467
Read the contents of atext fileinto two parameters (C) ................ 467
Read current values of acquisition hardware (C).........ccoceeeevereeenee 468
Read current 10CK 16VEl (C) .o.vouveiiieiicieee e 470
Read one of more parameters from afile (C) .....ccocoeoeiiveicieincns 470
Read shim coil setting for Ultrasnmr shim system (M) .................. 471
Create areal variable without avalue (C) ......c.ccoceeeviicieneiceeenn. 471
Reconstruct images from 2D MRI fid data (C) .......ccooeeeveereeieennne. 471
Record keyboard entriesas amacro (M) ......c.ccoeeeenrecssenecieene 473
Set up parameters for REDOR1 pulse sequence (M) .....cccoceeeeeeen. 474
Restore 2D DOSY display from sub experiment (M) .........cccce.... 474

Reference f1 Indirect Dimension from Observe Dimension (M) ... 474
Reference f2 Indirect Dimension from Observe Dimension (M) ... 475
Reference frequency of referenceline (P) ......ccocvooeeeiiicicieinees 475
Reference freq. of referencelinein 1st indirect dimension (P) ...... 476
Reference freq. of reference linein 2nd indirect dimension (P)..... 476
Position of reference frequency (P) ......coueeeeieie e 476
Position of reference frequency in 1st indirect dimension (P)........ 477
Position of reference frequency in 2nd indirect dimension (P) ...... 477

Center frequency in 1st indirect dimension (P) ........ccocoeieieinees 477
Center frequency in 2nd indirect dimension (P) ..........cccceovverennee. 477
Divide spectrum into regions (C)......ccoeeueeereneee e 478
Set up parameters for RELAYH pulse sequence (M) .......ccccoeeeeeen. 478
Move and/or rename afile (C)....ccccevereeniiiece e 479
Flag which enableg/disables required parameters (P) ..........cccceu.... 479
Clears the parameters in required parameter list (M) .....ccccceveeeeene 479
List of required parameters (P) .......ccocevereieeie e 480
Tests whether required parameters are set (M) .....ooveeeecieneieceennn. 480
Reset parameters after a partial 3D Fourier transform (M) ............ 481
Reset plotter to system plotter (M) .....oooeeeeieieee e 481
Set resolution enhancement parameters (M) ......coceeeeeereieieieens 481
Calculate & store accurate nuctable for current system (M) .......... 482
Resume paused acquisition qUEUE (C) .....ceereeeeereeniene e 482
Terminate execution of amacro (C) .....oceeeeeeeriereeirenee e 482
System software revision 1eVel (P) .......ccocoveoeirinieee e 483
System software preparation date (P) .......ccoveeeeereeerenieie e 483
RF Band iNUSE (P) ....eeviiiie et 483
Reverse FID BlOCK (C) ..oovveeireeee e 483
Independent control of rf channel selection (P).......ccccovcvvveecinenne. 484
Type of rf chanNel (P) .....ooooeee e 485
ReVErse FID data (C) ..c.ueoeereeeeeieieee et 486
Reference peak position in directly detected dimension (P)........... 487

Reference peak position in 1st indirectly detected dimension (P).. 487
Reference peak position in 2nd indirectly detected dimension (P) 487
Reference peak frequency in directly detected dimension (P) ....... 487
Reference peak freg. in 1st indirectly detected dimension (P) ....... 488
Reference peak freg. in 2nd indirectly detected dimension (P)...... 488

REVEISE FID traCe (C) ..eeeueeeeeeeeie e reeiieiee e 488
Type of rf generation (P) ..o viieiee e 489
RF waveform generator (P) .....coocoeeeveereie e 489
Set display limitsto right half of screen (C) .......ccooveveviieicinnenene 490
Determine an operator’s specified right (C) ......ccooeveieieieinnennee 490
Input datafor aregression analysiS (M) ......ccooeeerenieneneseenecieenne 490
Set reference line in directly detected dimension (M) ........ccccce..e.. 491
Set reference line in 1st indirectly detected dimension (M) ........... 491
Set reference linein 2nd indirectly detected dimension (M).......... 492
D= L= (o 1] [ () ISP 492
REMOVE Ir€CLOrY (C) ...eoueieeeieeeeie ettt 492
Add transformed data files with weighting (U) ........ccccoovierniennnne 493
Convert the parameter to a ROESY experiment (M) .......ccccevveene. 493
Convert the parameter set to a Roesy1d experiment (M) ............... 493
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rofl
rof2
rof3
rotate
rotorsync
rp

rpl
rp2

rt
rtcmx
rtp
rts
rttmp
rtv
rtx

S

s
s (n)

s2pul

sa

sample
samplename
save
savefile
saveglobal
sb

sbl

sb2

sbs

sbsl

sbs2

sc

sc2
scalelimits
scalesw
scalesw
scaleswl
scaleswl
scalesw2
sd

sd2

sd3

sda

sd2a

sd3a

sdp

selld
select
selex
selexcit
selexHT
send2vnmr
seqgfil
seggen
serverport
set2D
set2d
set3dproc
setallshims
setcolor
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Receiver gating time preceding pulse (P) .....ccocooeeeerereeesienecene 493

Receiver gating time following pulse (P) ..o 493
Receiver gating time following T/R switch (P) .......cccccooeveieieeenne. 494
(2001 e=1 (=32 D I = | - Y (@) IR USRS 494
Rotor synchronization (P) .........coocoeieieieie e 494
Zero-order phase in directly detected dimension (P).......cccccceeeee. 494
Zero-order phase in 1st indirectly detected dimension (P) ............. 495
Zero-order phase in 2nd indirectly detected dimension (P)............ 495
REHEVE FIDS (M) ..t 495
Return Spinsight data into current experiment (C) ........coceeeveuenne. 496
Retrieve parameters (M) ..o 496
Retrieve shim coil SettingS (C)....ocoveererere e 496
Retrieve experiment data from experiment subfile (M) ................. 497
Retrieve individual parameters (C) ......ooeeeveneeoeeeenere e 497
Retrieve parameters based on rtX rules (C)......cocveereveeneeircnicnneee 498
Save display parameters as aset (M) .....coooveeeereenieee e 503
Save display parameters (C) ......ooevereeeereeieee e seereeeee e 503
Set up parameters for standard two-pulse sequence (M) ................ 504
Stop aCAUISIEION (C) .eveieeie ettt e 504
Submit change sample, Autoshim experiment to acquisition (M).. 504
SaMPIE NAME (P) ...ttt e 505
SAVE AAEA (M) .t 505
Base file name for saving files (P) .....coeieieoeeiniiece e 505
Save selected parameters from global tree (P).......cccoeveveieieieene 505
Sinebell constant in directly detected dimension (P)...................... 506
Sinebell constant in 1st indirectly detected dimension (P) ............. 506
Sinebell constant in 2nd indirectly detected dimension (P)............ 506
Sinebell shift in directly detected dimension (P) ........c.ccoceveevenennen. 506
Sinebell shift in 1st indirectly detected dimension (P) ..........c.c...... 507
Sinebell shift in 2nd indirectly detected dimension (P).................. 507
Start of Chart (P) .....oeooe e 507
Start of chart in second direction (P) .......cccooeriveie e 508
Set limitsfor scales in regression (M) .......ccoeeereieeesencncie s 508
Set scaling factor for multipulse experiments (M) .......ccccoceeereenes 508
Scale spectral width in directly detected dimension (P).................. 508
Set f, scaling factor for 2D multipulse experiments (M)................ 509
Scale spectral width in 1st indirectly detected dimension (P) ........ 509
Scale spectral width in 2nd indirectly detected dimension (P)........ 509
Set first decoupler frequency to cursor position (M) .......c.cccceveeneee 509
Set second decoupler frequency to cursor position (M) ................. 509
Set third decoupler frequency to cursor position (M) ......c..cceeeeeee. 510
Set first decoupler frequency array (M)......ccceereiceeenineneie s 510
Set second decoupler frequency array (M) ....cc.oeeeeeeeienenciennnens 510
Set third decoupler frequency array (M).....ccoeereiieeeieneieie s 510
Show diffusion projection (M)......c..coeeieieie e 511
Apptype macro for Selective 1D experiments (M)........cooeeveeeuenne. 511
Select spectrum, FID, trace, or 2D plane without display (C)........ 511
Defines excitation band (M) .......ccceoeieiiiennieee e 512
Set up PFG selective excitation pulse sequence (M) ......cccccveveennee 512
Set up a selective Hadamard experiment (M)........ccooeeoeieneieceeenn. 512
Send acommand t0 VNMIJ (U) ....coeooeeieiiiiie e 513
Pulse sequence NAME (P)........coeieieieeeeeiie e 513
Initiate compilation of user’s pulse sequence (M,U) .....cccceoveumeene. 513
Returns the VnmrJ network listening port value (C)........cccceeveue... 514
General setup for 2D experiments (M) ......ccooeeeeeneeerecreeiee e 514
General setup for 2D experiments (M) ..o eeeeeneserecneeieee e 514
Set 3D ProCeSSiNG (C) oueeuervereie e reeeeie e eeeeeseeseeeeseeseeseeneeseeneees 515
Set al shimsinto hardware (M).........coeieiiieiniie e 515
Set colors for graphics window and for plotters (C).......ccccceeuennee. 516
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setdecpars
setdec2pars
setdgroup
setenumeral
setether
setexport
setfrq
setgauss
setgcal
setgcoil
setgrid
setgroup
sethtfrql
sethw
setint
setlimit
setlk
setlockfreq
setLP
setLP1l
setlp0
setnoether
setoffset
setparams
setpen
setplotdev
setpower
setprotect
setrc
setref
setrefl
setref2
setscout
setssfilter
setsw
setswl
setsw2
setselfrqgc
setselinv

settcldefault

settune
settype
setup
setup dosy
setvalue
setwave
setwin

sf

sfl

sf2

sfrq
sh2pul
shdec
shell
shelli
shim
shimset
showconfig
showconsole
showfit
showloginbox
shownumx
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Set decoupler parameter values from probe file (M) ......cccccceveneee 517

Set decoupler 2 parameter values from probe file (M) ......ccccceeneee. 517
Set the Dgroup of a parameter in atree (C) .....cocveveeeevereenicieienens 517
Set values of astring parameter in atree (C)......ccooeeeeveveieieeinens 517
Connect or reconnect host computer to Ethernet (U) .........cccoceeee. 518
Set parameter bits for use with protocols (M) .......cccceooeieieneceennnn. 518
Set frequency of rf channels (C) ......coveeeiiiiiieie e 518
Set a Gaussian fraction for lineshape (M) ......cccooereveieieneieceenns 519
Set the gradient calibration constant (M) .........cccceoeiereneininnenene 519
Assign sysgcoil configuration parameter (M) ......cooeeeeevcnecieenne. 519
Divide graphics window into rows and columns (C) ........ccccceeeueee. 520
Set group of aparameter in atree (C)....ccoeeereeieneeeereeiee e 520
Set a Hadamard frequency list from alinelist (M) ..c..coceoeieiennnes 521
Set values for hardware in acquisition system (C) .......ccccoueveneeenee 521
Set value of anintegral (M) .......cocooeoieeieiee e 523
Set limits of a parameter in atree (C) ....cooveereveenenereiee e 523
Set up 10CK parameters (M) .....coecereeeeee e 524
Set 10cK frequenCy (M) ..o 524
Set up linear prediction in the direct dimension (M) .........ccccccenee. 525
Set F1 linear prediction parameters (M) ......cccoovveeeeeveneeieie e 525
Set parameters for zero linear phase (M) ....cooeeviieie e 525
Disconnect host computer from Ethernet (U) .......ccoooeveieceinens 525
Calculate offset frequency for given nucleus and ppm (M) ........... 526
Write parameter to current probe file (M) ....coooveiiieiiiiieee 526
Set maximum number of HP plotter pens (M) .....cccoooiiveicieieens 526
Return characteristics of anamed plotter (C) ......ccoevevenerieiniennee 527
Set power and pulsewidth for agiven yB1 vaue (M) .......c.cccceeee. 527
Set protection mode of a parameter (C).....oooveererieeeiireee s 527
Set receiver CONSEANS (M) ....ooueieiieiiee e 529
Set frequency referencing (M) ......ooooeeeieieee e 529
Set freg. referencing for 1st indirectly detected dimension (M)..... 530
Set freg. referencing for 2nd indirect detected dimension (M)....... 531
Set UP @ SCOUL FUN (IM) ettt 531
Set sdlsfrq to the frequencies of each suppressed solvents (M) ...... 532
Set spectral Width (IM) ..o 532
Set spectral width in evolution dimension (M).........ccoceoeieieincnes 532
Set spectral width in 2nd evolution dimension (M)........ccccceeieneee 532
Set selective frequency and width (M) .....occooeeiniiiie e 533
Set up selective iNVErsion (M) ..o 533
Select default display templates for pulse sequence (M)................ 533
Opens the Auto Tune Setup dialog (M) ...cceeeeriereeireice e 533
Change type of aparameter (C) ......ccoeuerrieeoeeineiee e 533
Set up parameters for basic experiments (M) ......cccceeeveieieicieenn. 534
Set up gradient levelsfor DOSY experiments (M)........cccceevereeene 534
Set value of any parameter in atree (C) ..ooooeveveieveveeneeiee e 535
Write awave definition string into Pbox.inp file (M)........cccceee. 535
Activate selected Window (C) ......cvereeeirenieie e 536
Start Of FID (P) cveeoeeee ettt 536
Start of interferogram in 1st indirectly detected dimension (P)...... 536
Start of interferogram in 2nd indirectly detected dimension (P) .... 536
Transmitter frequency of observe nucleus (P) ........cccccooeeevereeecennn. 537
Set up for a shaped observe excitation sequence (M) ........ccoceeueeen. 537
Set up for shaped observe excitation sequence (M) .......cccceoeeveennee 537
Start aUNIX Shell (C) ..o 537
Start an interactive UNIX shell (C) .ovoeevrieiieeiniieee e 538
Submit an Autoshim experiment to acquisition (C) ........ccccceeeeneee 538
Type of ShiM SEt (P) ...oviviiieiie i e 538
Show system configuration settings (M) ......ccovveevreincincineen 540
Show system configuration Settings (U) .......cccvveeereinicinceiniciennn 540
Display numerical results of deconvolution (M) ........ccccceveinieennn. 540
Shows operator [0gin didlog (M) .....cooveeeeeeinieeiieeieeee e 540
Show x position of NUMDBEr (P) .....ccvvveiieicce e 540
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shownumy
showoriginal
showplotter
showplotqg
showprintqg
showprotunegui
showr fmon
showstat
sin

sine
sinebell
sinesq
size
slfreq

slw

smaxf
sminf
smsport

sn

solppm
solvent
solvinfo
sort

sp

spl

sp2

spadd
spcfrq
specdc3d
spin

spin
spincad
spingen
spinll
spinner
spins
split
spintype
spmax
spmin

spsm

spsub
sgcosine
sqgdir
sgend
sgexp
sgfilemenu
sgmode
sgname
sgpars
sgprotocol
sgreset
sgrt
sgsavestudy
sgsinebell
srate
sread
srof2

ss

ssecho
ssechol
ssfilter
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Show y position of NUMBEr (P) ......ceeeiieiiiieee e 541

Restore first 2D spectrum in 3D DOSY experiment (M) ............... 541
Show list of currently defined plotters and printers (M) ................ 541
Display plot jobsin plot queue (M) ......cueeiieie e 541
Display print jobsin print queue (M) ......c.cooeeiviie e 541
show the graphical interface while tuning (P) ........ccccooveieinineeees 541
Show RF Monitor Button in Hardware Bar (P) ......ccccocvveieieinene 542
Display information about status of acquisition (M,U) .................. 542
Find sine value of an angle (C) .....ccooeeirieeie e 542
Find values for a sine window function (M)........cccoeeeeienenecininnne. 542
Select default parameters for sinebell weighting (M) ........ccoceeeee. 543
Find values for a sine-squared window function (M) ..........cccc...... 543
Returns the number of elementsin an arrayed parameter (O)......... 544
Measured line frequenCies (P) .......ccocooeeerrieee e 544
Spin simulation [INeWidth (P) ......ccccooeeiiiie e 544
Maximum frequency of any transition (P)..........ccoceeoeiineieieinnens 544
Minimum frequency of any transition (P) ..........cccceeeeieneicieinnens 545
Sample Management System serial port connection (P) ................ 545
SigNal-to-N0ISE Fatio (P) ....eeveririeeeeieeeeeie et 545
Return ppm and peak width of solvent resonances (M) ................. 545
L OCK SOIVENT (P) ...ttt 546
Retrieve information from solvent table (C)........ccooieieienecieennne. 546
Sort real values of aparameter (M) .....c.ooeoeeoeeerinie e 546
Start of plot in directly detected dimension (P) ........ccccvcvieieinnenss 547
Start of plot in 1st indirectly detected dimension (P) .........cccceeee.... 547
Start of plot in 2nd indirectly detected dimension (P) .........cccc....... 547
Add current spectrum to add/subtract experiment (C)..........c.c...... 547
Display frequencies of rf channels (M) ... 548
3D spectral dc correction (P) ......ooeveieieieereeee e 548
Submit a spin setup experiment to acquisition (C) ........cccoeevereeenes 549
SaMPle SPIN TALE (P) .ecve et 549
Run SpinCAD program (C) ....c.eoeoueeereeieie e e 549
Compile SpinCAD pulse sequence (M,U)......ccoooeriniicieneiceennn. 549
Set up asfreqarray (M) ..o e 550
Open the Spinner Control Window (C) .......ccoeureiieeieiereieieieeeens 551
Perform spin simulation calculation (C) .......ccccoeeeriereiesieneciene 552
Split difference between two cursors (M) ......c.ceeeeeeieneiciieieens 553
SPINNEY TYPE ((P) ceeeeeee ettt et 553
Take the maximum of two SPECtra (C).....cccoureroerereereeieierece s 554
Take minimum of two spectrain add/subtract experiment (C)....... 554
Enter spin SyStemM (M) ..o e 554
Subtract current spectrum from add/subtract experiment (C) ........ 555
Set up unshifted cosine-squared window function (M) .................. 555
Study queue direCtory (P) .....ocoeeereereee e 556
End astudy QUEUE (M) .....ccueiiieieeiereeee e 556
Load experiment from protocol (M) ......cccceeereereeneiesecreeeie e 556
Study queue file menu commands (M) .....c.covroererencneie e 556
Study qUEUE MOE (P) ....eueeeee et e 556
Study queue parameter template (P) ......ooooveeeeereere e 557
Create study queue parametersfor imaging (M) .......cccceeeveveeneennn. 557
Macro to create protoColS (M) ....ooeeuerieeeeiiniee e 557
Reset study queue parametersfor imaging (M) .......ccccoceeeennnene 557
Return square root of areal number (O) .......ccceoeeerieieiencnecienee 558
Macro to save study parameters for imaging (M).......cccccoceennene 558
Set up unshifted sinebell-squared window function (M)................ 558
Spinning rate for magic angle spinning (P) .......cccooeeoeviveicieieens 558
Read converted datainto VNMrd (C) .....oooceeerereeieie e 559
Calculate exact rof2 value for Cold Probes (M) .......cooevveinicennnn. 559
Steady-state tranSients (P) ......cooveeeeeieeeiriceire e 559
Set up solid-state echo pulse sequence (M) .......coveveeerieeinieeinicennnns 559
Set up parameters for SSECHOL1 pulse sequence (M) ......ccceeveenee. 559
Full bandwidth of digital filter to yield afiltered FID (P).............. 560
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sslsfrq
ssntaps
ssorder
stack
stackmode
startqg
status
stdld
stdshm
sth
string
strtext
strtextl
strtext2
strtlp
strtlpl
strtlp2
studyid
studypar
studystatus
studytime
su

sub
substr
suselfrqg
svdat
svE
svfdf
svfdir
Svfname
sviname
svVp

svs

svs
svtmp

sw

swl

sw2

sw3
sysgcoil
system
systemdir

T

t1

tls

t2

t2s

tabc

tan

tape
tape
tchan
tecl

temp
temp
tempcal
tempcalc
testacquire
testct
testsn
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Center of solvent-suppressed region of spectrum (P) .......ccccceeeeee. 560

Number of coefficientsin digital filter (P) ......ccccocviereieiiicene. 560
Order of polynomial to fit digitaly filtered FID (P)......cccceeeveenenee 561
Stacking mode for processing and plotting arrayed spectra (M) ... 561
Stacking control for processing arrayed 1D spectra (P) ........c........ 562
Start achained study queue (M) ......ooooeeeiirinee e 562
Display status of sample changer (C,U) ....cccooviveiiiiiiieeeieee 562
Apptype macro for Standard 1D experiments (M) ......cccooeeveeeeenne. 562
Interactively create a method string for autoshimming (M) ........... 563
Minimum intensity threshold (P) ........cccooioerriineie e 563
Create astring variable (C) .....coeoeveereeie e 563
Starting point for LP data extension in np dimension (P)............... 564
Starting point for LP data extension in ni dimension (P)................ 564
Starting point for LP data extension in ni2 dimension (P).............. 564
Starting point for LP calculation in np dimension (P) .................... 564
Starting point for LP calculation in ni dimension (P) .........ccccceee.... 565
Starting point for LP calculation in ni2 dimension (P).................... 565
Study 1dentification (P) ......coeeereeeeeeee e 565
Study ParamELErs (P)......coceveiereeeeeieiee et 565
StUAY SEBEUS (P) .ttt 566
SEUAY tIME (P) ettt et 566
Submit a setup experiment to acquisition (M) .......ccccceeveieieienens 566
Subtract current FID from add/subtract experiment (C)................. 567
Select asubstring from astring (C) ......ooereeeeeerine e 567
Select peak, continue selective excitation experiment (M) ............ 568
SAVE AALA (C) .. eeereeeie ettt sttt et et 569
Save FIDsin current experiment (M) ......ccoeveroene e 569
Save FID datain FDF format (M) .......ooooeeininiene e 570
Directory for non-study data (P) .......coeeveeererieee e 570
Create path for data storage (C) ....eveeereeeeeereeriene e 570
Filename parameter template for non-study data ((P) .........cccveveee. 572
Save parameters from current experiment (M) ......ccccoovveieieinens 572
Save shim Coil SEttingS (C) ..oovoeeerereee e 573
Spin simulation vertical sScale (P) .....cooeviieiiiirie e 573
Move experiment datainto experiment subfile (M) .........cccccce..e.. 573
Spectra width in directly detected dimension (P) .........ccccceeveveneee 574
Spectra width in 1st indirectly detected dimension (P) ................. 574
Spectra width in 2nd indirectly detected dimension (P)................. 575
Spectra width in 3rd indirectly detected dimension (P)................. 575
System gradient COil (P).......cooeieieiiiee e 575
SYSEEM LYPE (P) ettt ettt e e e 575
VNmrJ system direCtory (P) ....ocoeeeeeeeeeee e 576
Tq exponential @analysis (M) .......cccocioiiriiiciiiic e 578
T, exponential analysis with short output table (M)...................... 578
T, exponential analysiS (M) ...covcereeineeeirieeiieeeee e s 579
T, exponential analysis with short output table (M) .........c.cceeenee. 579
Convert datain table order to linear order (M)......ccccoveveiceinens 579
Find tangent value of an angle (C)......ccoeieeieeiriie e 580
Read tapes from VXR-style system (M,U) .....cccoooviiiiiencncennee 580
Control tape options of files program (P) ........ccoceeoeeoerereieiennenns 581
RF channel number used for tuning (P) ......ccccovveieieiiieicieiee 581
Send Tcl script to Tcl version of dg window (C) .......ccccceeeerecenen. 582
Open the Temperature Control Window (C) ........ccceeeevererieieennens 582
Sample temperature (P) ..o e 582
Temperature calculation (C) .....oooeeererieee e 583
M easure approximate sample temperature in Cold Probes (M) ..... 583
Test acqUIre MOAE (P) «..vcueeeeeeieeee ettt 583
Check ct for resuming signal-to-noise testing (M) .........ccccceereeeee 583
Test signal-to-noise of aspectrum (M) ......c..ooeoieiireicie e 584
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teststr
text
textis
textvi
th

th2d
thadj
time

tin

tlt
tmove
tmsref
tn
tncosyps
tndgcosy
tnmgcosy
tnnoesy
tnroesy
tntocsy
Tocsy
Tocsyld
tocsyHT
tof

tpwr
tpwrf
tpwrm
trace
traymax
troesy
trunc
tshift
tugain
tune
tunehf
tunematch
tunemethod
tuneResult
tunesw
tupwr
typeof

U

ultra8
ultrals8
undospins
undosy
unit
unlock
updatepars
updateprobe
updaterev
updtgcoil
updtparam
usemark
userdir
usergo
userfixpar

V

vastld
vastget
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Find which array matches astring M) .......c.ooceoeeoe e e 584

Display text or set new text for current experiment (C) ................. 585
Return the current text display Status (C) .....ooveeeeeerrereensecieeeene 585
Edit text file of current experiment (M).......ccooeoernineiencnceee 586
THrESNOIA (P) ettt e e 586
Threshold for integrating peaks in 2D spectra (P) ......c.ccoceveveeeenen. 586
Adjust threshold for peak printout (M) ........ccooeeeererienesereereeeene 586
Display experiment time or recal culate number of transients (M) . 587
Temperature interloCk (P) ....ooooveoeeieeeee e 587
First-order baseline correction (P) .......cccocooeoeeininie e 588
L eft-shift FID to time-domain cursor (M) .........cccooeeeveneiciennens 588
Reference 1D proton or carbon spectrum to TMS (M) .....coeueneeee. 588
Nucleus for observe transmitter (P) .........cocereieeereniene e 588
Set up parameters for TNCOSY PS pulse sequence (M) ................ 589
Set up parameters for TNDQCOSY pulse sequence (M) ............... 589
Set up parameters for TNMQCOSY pulse sequence (M) .............. 589
Set up parameters for TNNOESY pulse sequence (M) ......cccceeeneee 589
Set up parameters for TNROESY pulse sequence (M) .......ccccee.... 589
Set up parameters for TNTOCSY pulse sequence (M) .....ccceveeneeee 589
Convert the parametersto a TOCSY experiment (M) .......ccceeevee. 589
Convert the parameter set to a Tocsyld experiment (M)................ 590
Set up the tocsyHT experiment (M) ......ooooeeoeierine e 590
Frequency offset for observe transmitter (P) ........ccoooeieiinecicennne. 590
Observe transmitter power level with linear amplifiers (P)............ 590
Observe transmitter fine€ POWEr (P)........oooieoeeiriie e 591
Observe transmitter linear modul ator power (P) ........ccccoeveveeeenen. 591
Mode for n-dimensional datadisplay (P) .....c.cccoeeeenreeenenecinnnes 591
Sample changer tray SIOtS (P) ....ooooveeeieiieee e 592
Set up parameters for TROESY pulse sequence (M) .....ccccceeeeeeen. 592
Truncate real NUMDErS (O) .....ooveuereiiiieeiree e e 592
Adjust tau2 to current cursor position (M) .......cccoceveereneieneeieeene. 592
Receiver gain used in tuning (P) .....cocoveoeieieieee e 593
Assign afrequency to a channel for probe tuning (C)........cccueu..... 593
Tune both H1 and F19 on an HFEX probe (M) ......cocooiieniiieen. 594
Default match target, in percent of optimum (P) ........ccoceieiennenes 594
Method to use for tuniNg (P) .....cocoueieieieieeeee e 594
Message indicating how well the tuning succeeded (P) ................. 595
Width of the tuning sweep in HZ (P).....cueviiieeieiinee e 595
Transmitter power used in tuning (P) ......cccooooeeieieniene e 595
Return identifier for argument type (O) ......coerveeeeriereee e 595
selects the Ultra 8 shim configuration (M) ........coceeevenieneievecneennn. 597
Select 18 shim configuration for Ultra 18 shim power supply (M) 597
Restore spin system as before last iterative run (M)........cccceeeeeee. 597
Restore original 1D NMR data from sub experiment (M).............. 598
Define conversion UNits (C) ......coccouerererieiereeieee e 598
Remove inactive lock and join experiment (C) ........ccoeveeirennennnee 599
Update all parameter sets saved in adirectory (M) ......cccoeeeenee 599
Update probe file (M) ... 600
Update after installing new VnmrJversion (M) .......c.ccoceveveiennne. 600
Update gradient COil (M)........ooiieeieeee e 600
Update specified acquisition parameters (C) .....ccocveveeeveveeneeinennne. 600
Use “mark” output as deconvolution starting point (M)................. 601
VNMEJ USEr AIFECLONY (P)....eeeeeeeieeieieee et 601
Experiment setup macro called by go, ga, and au (M) ........c......... 601
Macro called by fiXpar (M) ..o 601
Set up initial parameters for VAST experiments (M) ......cccceeeeeeee. 604
Selects and displays VAST spectra (M) ...cocveeeeereneee e 604
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vastglue
vastglue2
vastgo
vbg

vE

vi
vibradd
vihelp
vn

vnmr
vnmr2sc

vomr accounting

vanmrjcmd ()
vomrexit
vnmrj
vnmrplot
vomrprint
vo

vp
vpaction
vpf

vpfi
vpset3def
vpsetup
vs

vs2d
vsadj
vsadj2
vsadjc
vsadjh
vsSproj
vtairflow
vtairlimits
vte
vtcomplvl
vttype
vtwait
VXr_ unix

W

\
walkup
waltz

wbs

wbs

wc

wc2

wcmax
wc2max
wdone
wdone

werr

werr

wet

Wetld
wetdgcosy
wetgcosy
wetghmgcps
wetghsgc
wetgmgcosy
wetit
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Assemble 1D datasets into a 2D (or pseudo-2D) datasets (M)....... 604

Assemble 1D datasets into a 2D (or pseudo-2D) datasets (M)....... 604
Turn off LC stop flow automation, start VAST automation (M) .... 605
Run VNMR processing in background (U) .......ccooeieiiieniicnnnee 605
Vertical scale Of FID (P) ..c..ooioiiiiieieeceee e 606
Edit text file with vi text editor (M)........ccoooienio i 606
Display relative amplitudes of Cold Probe vibrations (M)............. 608
Display VNMIIelp (U) .eceeeieeiee e 608
Start VNMR dir€Ctly (U) c.ooveoeeeeeeee e 608
SEAS VNMIT (U) e et s 609
VNMR to SpinCAD pulse sequence translator (M) ........ccccceveuene. 609
Open Accounting WindOW (U) ......coeeeeeieirieee e 610
Commands to invoke the GUI popup (C) ...ccovevereereeeieinieieiereeens 610
Exit fromthe VNMR System (C) ....ccoveeieieirieee e 611
Start VNMEI (U)ot s 611
PLOt FITES (U) vttt e e e 611
Print text flleS (U) oo 611
Vertical OffSEt (P) e eeeeeiee e e 612
Vertical position of SPectrum (P) ........cccoeeeiiieee e 612
Set initial state for multiple viewports (M).......cccccoveieneieneencenn. 612
Current vertical position Of FID (P)....cccoeieoeeiriie e 612
Current vertica position of imaginary FID (P) .....cccccooeveieiennnens 613
Set the viewport state to three default viewports (M)........ccceee.ee. 613
Set NeW VIEWPOIES (M) ... 613
Vertical SCaAle (P) ..cco i s 613
Vertical scale for 2D displays (P) ..cccooveeeeenerieee e 614
Automatic vertical scale adjustment (M) ......cccoeoereerereieneneeieenes 614
Automatic vertical scale adjustment by powers of 2 (M)............... 614
Automatic vertical scale adjustment for 13C spectra (M) .............. 615
Automatic vertical scale adjustment for H spectra (M) ..coeeeneeen. 615
Vertical scale for projections and traces (P).........cccoeeereneeeeeeneenne. 616
Variable Temperature Air FIOW (P)......ccooviiiiiie e 616
Variable Temperature Air Flow LimitS (P) ...ccccooeveeieenenceeieene 616
Variable temperature cutoff point (P) ........ccooeeereie e 617
Variable temperature compensation for gradient shimming (P) ..... 617
Variable temperature controller present (P) .......cccccooeeevereeneeieeene. 617
Variable temperature wait time (P) ........c.ooeveieie e 618
Convert VXR-style text filesto UNIX format (M, U) ......ccceeeeeeee 618
WhO iSUuSING SYStEM (C) .uveeieiieiie e 620
Walkup automation (M) .......o.ooeeeeeieeeee e e 620
WALTZ decoupling present (P) .......ccooceeeeeiereee e seeeeeeeenes 620
Specify action when bstransients accumulate (C) .......c.ccoceeverennee 621
When block SIZ€ (P) ... 621
Width Of Chart (P) ...ooveoeeee e 621
Width of chart in second direction (P) .........ccooeeveieniene e 621
Maximum width of chart (P) ......ccocooeieiie e 622
Maximum width of chart in second direction (P) ........cccoveeeennee 622
Specify action when experiment isdone (C) .......cccevereveeoeeenenne. 622
Specify action when experiment isdone (P) .......cccceoeveieeieeenenne. 622
Specify action when error 0CCUIS (C) ...ceeevereerierieeeereceie e 623
WHEN ETON (P) ettt e e et 623
Flag to turn on or off wet solvent suppression ((P) ......cccoceveeeveennne. 624
Set up parameters for wet H experiment (M).....ccoovereieneneeeenn. 624
Set up parameters for aWETDQCOSY pulse sequence (M)......... 624
Set up parameters for aWETGCOSY pulse sequence (M)............ 624
Set up parameters for a WETGHM QCPS pulse sequence (M) ...... 624
Set up parameters for aWETGHSQC pulse sequence (M)............ 624
Set up parameters for aWETGHSQC pulse sequence (M)............ 624
Set up and create pul se shapes for Wet1ld experiment (M)............ 624
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wetnoesy
wetpeaks
wetpwxcal
wettntocsy
wetshape
wexp

wexp

wt

wfl

w2
wfgtest
wft
wftld
wftlda
wftldac
wftad
wft2da
wft2dac
wftt3
which
wnt

wnt

wp

wpl

wp2

write
writefid
writeparam
writespectrum
wrtp
wsram
wshim
wtfile
wtfilel
wtfile2
wtgen

wti

wtia
wtune
wtunedone

wysiwyg

X

x0

x1

x2y2

x3

x4

xdiag
xgate

xml
xmaction
xmactionw
xmaddreq
xmcheckreq
xmconvert
Xmcopy
xmdelete
xmenablepanel
xmendg
xmgetatts
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Set up parameters for aWETNOESY pulse sequence (M) ............ 625
Number of peaks for wet solvent suppression (P) ........cccccceeeeenee 625
Set up parameters for aWETPWXCAL pulse sequence (M) ........ 625
Set up parameters for aWETTNTOCSY pulse sequence (M) ....... 625

Shape for pWWet PUISES (P) ....cveieieeeeieieeieee e 625
Specify action when experiment completes (C) ......ccooevveveereneee 625
When experiment cOMpPletes (P) ......ccooveererrereee e 626
Width Of FID (P) .eueieeeieiieiiee ittt et 626

Width of interferogram in 1st indirectly detected dimension (P) ... 627
Width of interferogram in 2nd indirectly detected dimension (P).. 627

Waveform generator test (M) ....oveeeeeeeireeeere e 627
Weight and Fourier transform 1D data (C) .....cceoeeverereieneeneeieienes 627
Weight and Fourier transform f, for 2D data (C)......ccocvvvvvvevviennns 627
Weight and Fourier transform phase-sensitive data (M)................. 628
Combine arrayed 2D FID mMatriceS (M) .....cccoeeereeieieneieicie s 628
Weight and Fourier transform 2D data (C) .....ceoevvererieieneeneeieeenee 628
Weight and Fourier transform phase-sensitive data (M)................. 629
Combine arrayed 2D FID mMatriceS (M) .....cccoeeuereiieeeieineeie e 629
Process f3 dimension during 3D acquisition (M)..........ccceeeenieenne. 630
Display which command or macroisused (M) .......ccccovoeveneeiennne. 630
Specify action when nt transients accumulate (C) .........ccceevereenenes 630
When number of transSients (P) .......ccoceeerrieee e 631
Width of plot in directly detected dimension (P).........cccccoevennnees 631
Width of plot in 1st indirectly detected dimension (P) ................... 631
Width of plot in 2nd indirectly detected dimension (P).................. 632
Write formatted text to adevice (C) .oveeeeeveieee e 632
Write numeric text file using aFID element (C) ......cooeveiiieinens 634
Write one of more parametersto afile (C) ...cooooveviieieienecicne 634
write a spectrum to abinary file (C) .....coeeeeeieie e 634
Command string executed after rtp command (P) .........ccccceeeieneee 635
Send hardware configuration to acquisition console (C)................. 635
Conditions when shimming is performed (P) ........cccoceooeiereiecneennn. 635
User-defined weighting in directly detected dimension (P) ........... 636

User-defined weighting in 1st indirectly detected dimension (P)... 636
User-defined weighting in 2nd indirectly detected dimension (P) . 636

Compile user-written weighting functions (M,U) ..o 637
Interactive Weighting (C) ....ooveoveeeeereee e 637
Interactive weighting for 2D absorptive data (M) ....cceeeveeeeeeveennne. 638
Specify When to tUNe (P)......coeoe e 638
What to do after ProTune tuning is done (P) ........ccocoereienecicienne. 639
Set plot display or full display (P) ....c.oveeeeeririeeieee e 639
X-zero position of HP pen plotter or Postscript device (P) ............ 642
XL shim gradient (P) .....c.coeeeeereereeieeie e 642
X2Y 2 shim gradient (P) .....coeeeveereeieie e e 642
X3 8him gradient (P) .......coeeeeereeeeieeie e e 642
X4 shim gradient (P) .......coeeeeeieeeeieee et 642
Threshold for excluding diagona peaks when peak picking (P).... 643
Load time CouNter (M) ....cooouireee e 643
Utility macro for study queue experiment manager (M) ............... 643
Perform study queue action (M) ........cccoeerrieeie e 643
Perform study queue action for walkup (M) ......c.cccooeieienencinnnne. 643
Add arequired protocol before the main protocol (M) ................. 644
Check required protocol NAmMe (M) ........coceveeeerene e 644
Convert atemporarily stored study into a submitted study (M) ..... 644
Copy protocolsin astudy queue (M).......ccceeoerereiereiecreeieeeeee 644
Delete nodesin astudy queue (M) .......cccoereieeeeeniene e 644
Enable or disable a parameter panel (M) ......ccccooeveiieiciencncenee 644
End achained study queue (M) ........cooereinieee e 644
Get study queue attributes (M) .....ccoveeeiineeiieee e 645

29

Command and Parameter Reference for VnmrJ 2.2C



xmHprescan Set up and process Proton prescans (M) .....ccoeeeeeverecieeineceeeee 645
xminit Initialize an imaging study queue (M) ......cooooeeeieniene e 645
xmlockup Move a study queue node up and lock it (M) ......coceeiiiiiicieinens 645
xmmakenode Make anew study queue Node (M) .......c.coereeeeieniee e 645
xmnext Find next prescan or next experiment in study queue (M) ............. 645
xmprescan Run prescans in study queue (M) ..o 646
xmreact Recover from error conditions during automation study (M)......... 646
xmreadnode Read attributes from a study queue node (M)........ccccoveveieieinncns 646
xmrtpar Retrieve parameters from a study queue node (M)........cccceeveene. 646
xmsample Write enterQ entry for asample for study queue — liquids (M)...... 646
xmsara Write enterQ entry for asample for study queue —imaging (M) ... 647
xmsatfrqg Processing for Presat experiment (M) .......coocooeeoeienieneseneeneeene 647
xmselect Action when study queue node is selected (M) .......ccoceveveieeicnnnne. 647
xmsetatts Set an attribute for a study queue node (M).......cccoceeeeiereiciennens 647
xmsetattr Set an attribute for a study queue node (M).......cccooeeeerercicieinens 647
xmshowdata Show data from a study queue NOde (M) ......cccerereeenireneie s 647
xmstartnightqg Start the night qUEUE (M) ....eoie e 648
xmsubmit Submit sample(s) to the study queue (M) ......coooeeeeieiecieeirineee 648
xmtime Update the study queue time (M) ..o 648
xmtune Check tune parameter during automation (M) ........cccceceveneiennnens 648
xXmwerr Recover from acquisition error in study queue (M) ........cccoeveeene. 649
Xmwexp Processing macro for end of acquisition in study queue (M) ......... 649
xmwritenode Write study queue node attributes (M) .......occoeeeiincne e 649
xmwritesq Write study queue node order (M) .........oooeeenerenie e 649
xpol Cross-polarization (P) ......coeeoeieie e 649
xpolarl Set up parameters for XPOLAR1 pulse sequence (M) ......ccceveeneeee 649
xy XY shim gradient (P) ...co.eoeoe e 650
Xz XZ shim gradient (P) ...c..coeoeeeieeeeeeie e 650
xz2 XZ2 shimgradient (P) ....cocoe oo 650
Y

yO0 Y-zero position of HP pen plotter or Postscript device (P)............. 651
yl Y 1 shim gradient (P) .....c.coeoeeereeeeieeee et 651
y3 Y3 shim gradient (P) .......coeoeeereeeeieeie et 651
y4 Y4 shim gradient (P) .......coeoeeereeeeeie e 651
vz YZ shim gradient (P) ...cc.coeoeeeieeeeieie et 651
yz2 YZ2 shimgradient (P) ....coooe oo 652
Z

z Add integral reset point at cursor position (C) ........ccccevcereereeinenne. 653
z0 ZO field POSITION (P) ..eoveieieieeeeieie et e 654
zl Z1shim gradient (P) ....c..coeoeeeeeeeeieie e e 654
zlc Z1C shim gradient (P)......ocoeeereereeiee e s 654
z2 Z2 shim gradient (P) .......coeoeieieieeee e e 654
z2¢ Z2C shim gradient (P).......coeeerereeee e e 655
z2x2y2 Z2X2Y 2 shim gradient (P) ......ccooeourieneeieeieie e 655
z2x3 Z2X3shim gradient (P) .......ooeeeereeieie e e 655
zZ2xy Z2XY shim gradient (P) ....coeeeeereeee e s 655
z2y3 Z2Y 3 shim gradient (P) .....ccooeeeereeiee e e 655
z3 Z3shim gradient (P) .......coeoeeereieeiee et e 655
z3c Z3C shim gradient (P)........coeeereereeiee e 655
z3x Z3X shim gradient (P) ....coooe oo 655
z3x2y2 Z3X2Y 2 shim gradient (P) ......ccooeurieneeieeirieeee e 656
z3x3 Z3X3shim gradient (P) .....c.ooeeeeieeieieieee e 656
z3xy Z3XY shim gradient (P) ....ccceeeeereeiee e s 656
z3y Z3Y shim gradient (P) ....coooe oo 656
z3y3 Z3Y 3 shim gradient (P) .....cceeeeeeieeieie e 656
z4 Z4 shim gradient (P) .......coeoeeereereeieie e e 656
z4c ZAC shim gradient (P).....cocoeeereereeieie et 656
z4x ZAX shim gradient (P) ....ooooe e 656
z4x2y2 ZAX2Y 2 shim gradient (P) ......cc.ooeueieneeeeieieee e 657
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z4xy
z4y
z5
z5x
z5y
z6

z7

z8
zeroneg
zoom
zZx2y2
zx3
ZXY
zy3
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ZAXY shim gradient (P) ....cceeeeereeee e 657

ZAY shim gradient (P) ....ooooe oo 657
Z5 shim gradient (P) .......coeoe e e 657
Z5X shim gradient (P) ....coooe oo 657
Z5Y shim gradient (P) ....coooe oo 657
Z6 Shim gradient (P) .......coeoe oo 657
Z7 shim gradient (P) .......coeoe e e 657
Z8 shim gradient (P) .......coeoeeereieeiee e e 658
Set dl negative intensities of 2D spectrato zero (C)......ccoceeveveeneeee 658
Adjust display to given width (M) .....cceoiiiii e 658
ZX2Y2 shimgradient (P) .....cocoooieeeee e 658
ZX3shimgradient (P) ....coooe oo 658
ZXY shim gradient (P) .......coeoeieieieieeeee e 658
ZY3shimgradient (P) ....coooe oo 658
...................................................................................... 661
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Notational Conventions

The VnmrJ Command and Parameter Reference describes in detail the commands,
macros, and parameters in VnmrJ software. Information new to VnmrJin thisversion
is shown by a change bar (as shown to the left of this paragraph).

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 themac1ib directory)
(O) MAGICAL programming operator

P) VnmrJ parameter

V) UNIX command (not executable within VnmrJ)

(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 appliesto all systems.

Command and Macro Syntax

Each command and macro entry includes the syntax used when entering it into the
system. The following examplesillustrate 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 argumentswith
avalue, eg., if exp numiss, 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 astring, enclose it with single quote
marks, e.q., if file iSsamp02, 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 frequency isacceptable, enter r1, but
if frequency hasavaue such as 10, enter
rl(10).
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Notational Conventions

md (<from_exp, >to_exp) Arguments can also be optional. Use a comma to
separatearguments, e.g.,md (2, 3) . Unlessstated
otherwise, the order of argumentsis 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' fornll, enter

nll('pos').

dc2d ('f1'|'£2") A vertical bar indicates an OR condition, e.g.,
either '£1' or ' £2' can be an argument to
dc2d.

sin(angle)<:n> Some commands return valuesto a calling macro.

Thisisshown by acolon followed by one or more
variables, e.q., if angle isvariablex and n is

variablert,thensin (x) : rt returnsthe value of
sin (x) tothe calling macro viathe variable rt.

z (resetl,reset2,...) Three dots indicate the sequence of arguments
continues. Unless alimit is given, you can enter
one argument, two, three, or as many as needed.

Parameter Syntax

Parameter syntax is alwaysin theform parameter name=value. If valueisa
string, encloseitin single quote marks; otherwise, no marksareused, e.g., auto="'y"',
plotter='ThinkJet', spin=5. Notethat some parameters are not user-enterable.

Notational Conventions

Throughout all Varian, Inc. 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 amost 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 manua is also online):
VnmrJ Walkup
NMR Spectroscopy User Guide
VnmrJ Installation and Administration
VnmrJ Imaging NMR
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A

aa
abort
abortallacgs
abortoff
aborton
abs
AC1lS-AC11sS
ACbackup
acct
ACreport
acos

acosy
acosyold
acqgdisp
acqgi
acgmeter
Acgmeter
acgmode
acgstat
Acgstat
acgstatus
acquire
actionid
activestudy
add

addi
addnucleus
addpar
addparams
addprobe
adept
aexppl

ai

aig

alfa

alock
ampmode
amptype
analyz
analyze

ap

ap

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

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

Open Acgmeter window (M)

Open Acgmeter window (U)

Acquisition mode (P)

Open Acquisition Status window (M)

Open Acquisition Status window (U)

Acquisition status (P)

Acquire data (M)

Current study queue nodeid (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)

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 spectra expansion (M)

Select absolute-intensity mode (C)
Absolute-intensity group (P)

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 curvefitting (C)

Print out “all” parameters (C)

“All” parameters display control (P)

Plot parameters automatically (M)

Command and Parameter Reference for VnmrJ 2.2C
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A

aph

aphO

aphb

aphx
appdirs
appmode
apptype
Apt

aptaph
array
array
arraydim
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
auto_au
Autobackup
autodept
autodir

autogo

Automatic phase adjustment of spectra (C)
Automatic phase of zero-order term (C)

Auto phasing for Bruker data (C)

Perform optimized automatic phasing (M)

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

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)

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 amacro 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 CH3l 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)

Controlling macro for automation (M)

Back up current probe file (M)

Automated complete analysis of DEPT data (M)
Automation directory absolute path (P)

Start automation run (C)
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autolist
autoname
autoname
autora
autosa
autoscale
autostack
autotest
autotime
av

avl

av2
averag
awc

awcl

awc2

axis

axis

axisf

aa

Syntax:

Description:

See also:
Related:

abort

Syntax:

Description:

Set up and start chained acquisition (M)

Create path for data storage (C)

Prefix for automation datafile (P)

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 1st 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)

Axislabel for FID displays and plots (P)

Abort acquisition with error (C)
aa

Aborts an experiment that has been submitted to acquisition. If the experiment
isactive, it isaborted immediately, all datais discarded, and the experiment is
interpreted as an error. Any data collected from an earlier block size transfer is
retained. If any we rr processingisdefined, that processing occurs, followed by
any queued experiments. The Login name, and the FID directory pathin £ile
are used as keysto find the proper experiment to abort.

In some circumstances, there is adelay between the time go is entered and the
acquisition is started. During thistime, instructions based on the sel ected 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 al higher levels of nested
macros. abort isused only in macros and not entered from the keyboard. It
generates an error condition, which isthe reason why the calling macro and any
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See also:
Related:

abortallacgs

Syntax:

Description:

See also:

abortoff

Syntax:

Description:

See also:
Related:

aborton

Syntax:

Description:

See also:
Related:

abs
Syntax:
Description:

Arguments:

Examples:

See also:
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parent (nested) macros above will also be aborted. To exit from the execution of
amacro without generating an error, use return.

VnmrJ User Programming

abortoff Terminate normal functioning of abort in amacro (C)
aborton Restore normal functioning of abort in amacro (C)
return Terminate execution of amacro (C)

Reset acquisition computer in a drastic situation (C)
abortallacgs

Rebootsthe acquisition system from the host computer. Wait at |east 30 seconds
before attempting new acquisitions.

NMR Spectroscopy User Guide

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

Changesthe action of an abort command in amacro. 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 theabortof £
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 theabortof £ commandisnullified by theaborton
command. abortoff isused only in macros and not entered from the
keyboard.

VnmrJ User Programming

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

aborton Restore normal functioning of abort in amacro (C)
Restore normal functioning of abort in a macro (C)
aborton

Nullifies the operation of aabortof £ command and restores the normal
functioning of the abort command. aborton isused only in macros and not
entered from the keyboard.

VnmrJ User Programming
abortoff Terminate normal functioning of abort in amacro (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) is6.5).

number isthe given real number.

value isthe 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

VnmrJ User Programming
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ACls-ACl1ls

Syntax:

Description:

See also:

ACbackup
Syntax:

Description:

See also:

Related:

acct

Applicability:
Syntax:

Description:

See also:
Related:

ACreport

Syntax:

Description:

See also:

Related:

acos

Syntax:
Description:
Arguments:

Examples:

See also:

Related:

01-999346-00 B 1207

Autocalibration macros (M)
ACnS, wheren isanumber from 1to 11.

Performs automatic system calibration. When finished with the calibration
routines, the current probe fileis updated. If the probeisnew to the system (i.e.,
all valuesin the probe file are zero), system power levels are determined
followed by calibration. If power levelsare listed in the current probefile, these
values are used. The macro AC1S determines H pw90, AC5S begins Bc
calibration, including decoupler power calibrations. AC10S performs =
calibration, and Ac11S performs 31p calibration.

NMR Spectroscopy User Guide

Make backup copy of current probe file (M)
ACbackup

Called by the autocalibration macros 2C15-2C11S to back up the probefile
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 fileused by the accounting package.
VnmrJ Installation and Administration manual

operator operator name (P)

operatorlogin Sets work space and parameters for the operator (M)

vnmr_accounting Open Accounting window (U)
Print copy of probe file after autocalibration (M)
ACreport

Called by theautocaibration macrosAC15-2AC1 1S to print acopy of the probe
file before beginning a new autocalibration run.

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

Find arc cosine of number (C)

acos (value)<:n>

Finds the arc cosine (also called the inverse cosine) of a number.
value isanumber in therange of +-1.0 to +1.0.

n isareturn argument giving the arc cosine, in radians, of value. The default
isto display the arc cosine value in the status window.

acos (.5)

acos (value) :acos_val
VnmrJ User Programming
sin Find sine value of an angle (C)
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A

acosy Automatic analysis of COSY data (C)
Syntax: acosy

Description: Automatically analyzesa2D COSY dataset with fn=fn1 and sw=sw1.Inthis
algorithm, afuzzy pattern recognition technique is used to detect peaks and
cluster the cross peaksinto groups. Symmetry measures and chemical shiftsfor
all cross peaks are calculated. Connectivities and the correlation table are
displayed on the computer screen. This method isless sensitive to the threshold
and rejects most artifacts in the peak list.

Seealso: NMR Spectroscopy User Guide

Related: 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)
acosyold Automatic analysis of COSY data, old algorithm (C)

Syntax: acosyold
Description: Analyzes COSY data using an old algorithm.
Seealso: NMR Spectroscopy User Guide

Related: acosy 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)
acqdisp Display message on the acquisition status line (C)

Syntax: acgdisp (message)
Description:  Displaysthe message specified on the acquisition statusline. acqgdisp isused
primarily by the acquisition process to update the screen.
Arguments. message isatext string, up to 8 characters long.
Seealso: NMR Spectroscopy User Guide

acqi Interactive acquisition display process (C)
Syntax: acgi<('par'|'disconnect'|'exit'|'standby') ><:$ret>

Description:  Opensthe Acquisition window for interactive locking and shimming on thelock
signal, FID, or spectrum. When using a spectrometer, acgi normally
automatically starts. On all systems, if the console has been recently rebooted,
enter =u beforerunning acgi.

If acqgi isconnected 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 g £. Note that if clicking the FID button in acgi causes
acqi to “disconnect,” the common cause is that o had not been executed.

The FID display is controlled by the parameters 1sf£id, phfid, and dmgf.
These display parameters are automatically sent to acgi when acqgi isfirst
invoked. These parameters may subsequently be changed and sent again to
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Arguments:

Examples:

See also:
Related:

A

acqgi with the command acqi ('par'). If phfidisnot setto “Not Used”
for the FID display in acqgi, aslide control will be availablein acqgi for the
interactive adjustment of the ph £ 1 d parameter. The slide will bein the | PA set
of adjustments. If the parameter dmg £ existsandissetto 'av ', theFID display
inacqgi displaysthe 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, 1p, rfl,
rfp,vs, vp, sw, and £n. These parameters are automatically sent to acqgi
when acqi isfirstinvoked. These parameters can subsequently be changed and
sent againto acgi withthecommand acgi ( 'par'). The preparation macro
gf dsocalsacgi ('par'), thereby causing these parameters to be sent to
acqgi. If £n isgreater than 64K, it islowered to 64K.

A convenient method of setting these parameters is to acquire a spectrum with
go, then £t and adjust the display with the ds command options. Once the
display is set the way you want, enter o . 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 acqi.

'par' causesthe current values of parameters 1sfid, phfid, dmgf, sp,
wp, dmg, rp, 1p, rfl, rfp, vs, sw,and fn tobesentto acqgi.

'disconnect ' causes acqi to be disconnected. Clicking the Close button
inacgi isegquivalent, and puts acqi in the standby mode. Lock parameters,
the spin parameter, and the shim valuesare sent back to the current experiment
when acqgi is“disconnected.” If the experiment hasthe 1 oad parameter set to

'y', then the shim values are not delivered to the experiment.

'exit' causesan exit from acgi. Clicking the exit button in the Acquisition
window is equivalent.

$ret isareturnvalue with the successor failure of running acqi. The default
isawarning displayed in the status window if acqgi fails.

'standby' startsacqgi and putsit into the standby mode.

acqgi

acqgi('par')

acqgi ('disconnect')

acqi ('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 spectruminacgi (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 changesin lock frequency (P)

1p First-order phasein directly detected dimension (P)
1sfid 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)
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acgmeter

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

Acgmeter

Syntax:

Description:

Arguments:

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 Acqgmeter window (M)
acgmeter< (remote system) >

Opens the Acgmeter window and shows atime line of lock level, temperature
(VT), and/or spinner speed. When first opened, only lock level isdisplayed. By
clicking anywherein thelock level window with the right mouse button, amenu
pops up with choicesto close the lock level window, show atemperature (VT)
window, show a spinner window, open a properties window, or close the
Acgmeter window. Click on the choice desired in the menu with either the | eft
or right mouse button. In the properties window, the host, font, color, and
graphical mode can be changed. Continue to click in any Acgmeter window
with the right mouse button to open the menu and then open or close windows,
or close the Acgmeter window, as desired.

remote_systemisthehost name of aremote 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
thelocal machine must be able to get the Internet address of the remote machine
(usudly inthe /etc/hosts file).

acgmeter
acgmeter ('nmr500"')

NMR Spectroscopy User Guide

acqgi Interactive acquisition display (C)
Acgmeter Open Acgmeter window (U)

Open Acqgmeter window (U)
Acgmeter <remote system> <-f file> <&>

Opens the Acgmeter window and shows atime line of lock level, temperature
(VT), and/or spinner speed. When first opened, only lock level isdisplayed. By
clicking anywherein thelock level window with the right mouse button, amenu
pops up with choicesto close the lock level window, show atemperature (VT)
window, show a spinner window, open a properties window, or close the
Acgmeter 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 Acgmeter window
with the right mouse button to open the menu and then open or close windows,
or close the Acgmeter window, as desired.

remote_systemisthehost name of aremote 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
thelocal machine must be ableto get the Internet address of the remote machine
(usudly inthe /etc/hosts file).

-f file isthename of atemplatefilein the directory $vnmruser/
vnmrsys/templates/acgstat usedto set the attributes of the Acgmeter
window when it opens. This allows customizing the Acgmeter window for
different users and experiments. The default name of thefileisdefault.
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Examples:

See also:

Related:

acgmode

Description:

Values:

See also:

acgstat

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

Acgstat

Syntax:

Description:

01-999346-00 B 1207
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& (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 & displaysthe acquisition status of
the “lab” remote machine as abackground process. To activate the remote
feature, thelocal 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 /et c/hosts file).

Acgmeter &
Acgmeter nmr400 &
Acgmeter gem300 -f inova500.lisa &

NMR Spectroscopy User Guide

Interactive acquisition display (C)
Open Acgmeter window (M)

acqgi
acgmeter

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

VnmrJ Imaging, User Guide, NMR Spectroscopy User Guide

Open Acquisition Status window (M)
acgstat< (remote system) >

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 VnmrJis 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_systemisthehost name of aremote 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
thelocal machine must be ableto get the Internet address of the remote machine
(usudly inthe /etc/hosts file).

acgstat
acgstat ('u500")

NMR Spectroscopy User Guide

Open the Acquisition Status window (U)
Display information about status of acquisition (C,U)

Acgstat
showstat

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

43
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window should open automatically when VnmrJis 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 systemisthehost name of aremote 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
thelocal machine must be able to get the Internet address of the remote machine
(usudly inthe /etc/hosts file).

-f file isthename of atemplatefilein the directory $vnmruser/
vnmrsys/templates/acqgstat 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 thefileisdefault.

& (ampersand) character added to the command makes Acgstat into a
background process. For example, if “lab” is the remote machine host name,
entering thecommand Acgstat lab & displaysthe 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 inthe /etc/hosts file).

Examples. Acgstat &
Acgstat nmr400 &
Acgstat gem300 -f inova500.lisa &

Seealso: NMR Spectroscopy User Guide

Related: Acgstat Open the Acquisition Status window (U)
showstat Display information about status of acquisition (C,U)
acgstatus Acquisition status (P)

Description: Whenever wbs, wnt, wexp, Of werr Processing occurs, the acquisition
condition that initiated that processing is available from the parameter
acgstatus. Thisacquisition condition is represented by two numbers, a
“done”’ codeand an“error” code. Thedonecodeissetin acgstatus [1] and
the error codeissetin acgstatus [2] . Macros can take different actions
depending on the acquisition condition.

The done codes and error codes are listed below and inthefileacq _errors
in /vnmr/manual . For example, awerr 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 b= 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:
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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 (LOCKL OST)

300. Spinner errors:

301. Sample failsto 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 deviceis 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 vt t ime 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 manua )*

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

495. Unknown VT device specified (VTUNKNOWN)*

496. VT device not powered up (VTNOPOWER)*

497. RS-232 cable not connected between console and VT (VTRS232)*
498. VT does not acknowledge commands (VTTIMEOUT)

500. Sample changer errors:

501. Sample changer has no sample to retrieve

502. Sample changer arm unable to move up during retrieve
503. Sample changer arm unable to move down during retrieve
504. Sample changer arm unable to move sideways during retrieve
505. Invalid sample number during retrieve

506. Invalid temperature during retrieve

507. Gripper abort during retrieve

508. Sample out of range during automatic retrieve

5009. lllegal command character during retrieve*

510. Robot arm failed to find home position during retrieve*
511. Sampletray sizeis not consistent*

512. Sample changer power failure during retrieve*

513. Illega sample changer command during retrieve*

514. Gripper failed to open during retrieve*

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

526. Invalid temperature during sample changer insert*

527. Gripper abort during insert*

528. Sample out of range during automatic insert

529. Illegal command character during insert*

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

532. Sample changer power failure during insert*

533. lllegal sample changer command during insert*

534. Gripper failed to open during insert*

535. Air supply to sample changer failed during insert*

593. Failed to remove sample from magnet*

594. Sample failed to spin after automatic insert
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595. Sample failed to insert properly

596. Sample changer not turned on

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

600. Shimming errors:

601. Shimming user aborted*

602. Lost lock while shimming*

604. Lock saturation while shimming*

608. A shim coil DAC limit hit while shimming*

700. Autolock errors:

701. User aborted (ALKABORT)*

702. Autolock failure in finding resonance of sample (ALKRESFAIL)

703. Autolock failure in lock power adjustment (ALKPOWERFAIL)*

704. Autolock failure in lock phase adjustment (ALKPHASFAIL)*

705. Autolock failure, lock lost in final gain adjustment (ALK GAINFAIL)*

800. Autogain errors.
801. Autogain failure, gain driven to O, reduce pw (AGAINFAIL)

Hard errors

901. Incorrect PSG version for acquisition

902. Sum-to-memory error, number of points acquired not equal to np
903. FIFO underflow error (adelay too small?)*

904. Requested number of data points (np) too large for acquisition*
905. Acquisition bus trap (experiment may be lost)*

1000. SCS 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*

Seealso: 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.

Seealso: NMR Spectroscopy User Guide

Related: execpars Set up the exec parameters (M)
execprescan Execute prescan macro (P)
xmnext Find next prescan or next experiment in study queue (M)
XmMwexp Processing macro for end of acquisition in study queue (M)
actionid Current study queue node id (P)

Applicability: Liquids, Imaging
Description:  Specifiesthe currently selected study queue node id.
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See also:
Related:

activestudy

Applicability:

add

Description:

Values:

See also:
Related:

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

01-999346-00

VnmrJ Imaging, User Guide, NMR Spectroscopy User Guide

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)

Active study name (P)

Liquids, Imaging

A global parameter that specifiesthe currently active study name. Inthe 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 Automation directory absolute pathname (P)
cginit Initialize liquids study queue (M)

studyid Study identification (P)

xmaction Perform study queue action (M)

xmselect Action when study queue nodeis selected (M)

Add current FID to add/subtract experiment (C)

(1) add< (multiplier<, 'new's) >
(2) add ('new')
(3) add ('trace', index)

Adds the last displayed or selected FID to the current contents of the add/
subtract experiment (exp5). The parameters 1=s£id and phf id can be used
to shift or phase rotate the selected FID before it is combined with the datain
the add/subtract experiment. A multi-FID add/subtract experiment can be
created by using the ' new' keyword. Individual FIDsin a multi-FID add/
subtract experiment can subsequently beadded tousingthe ' t race ' keyword
followed by the index number of the FID.

multiplier isavaluethat the FID isto be multiplied by before being added
to the add/subtract experiment (exp5). The default is 1.0.

'new' isakeyword to create anew FID element in a add/subtract experiment.

'trace' isakeyword to usethe next argument (index) asthe number of the
FID to add to in an add/subtract experiment. The default isto add to thefirst FID
in amulti-FID add/subtract experiment.

index istheindex number of the FID to be used as atarget in amulti-FID add/
subtract experiment.

add
add(0.75)
add ('new')

add ('trace',2)
NMR Spectroscopy User Guide

clradd Clear add/subtract experiment (C)

1sfid Number of complex pointsto left-shift ni interferogram (P)
phfid Zero-order phasing constant for np FID (P)

select Select a spectrum without displaying it (C)
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addi

48

Syntax:

Description:

See also:
Related:

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 ¢1 radd and spadd, then display asecond 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 (£ ) must be the same in the two
spectrato be manipulated. The width (sw) of the two spectra need not be
identical, although adding spectra of different widthswill probably not be
meaningful. Having selected the second spectrum and ensuring itisin nm mode,
enter addi to begin the interactive process.

After addi isinvoked, 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 isfirst
entered, this spectrum will be the sum (1 + 2) by default. The spectrais
manipulated using the mouse.

The select button toggles between different modes of control.

e Whenthelabel at the screen bottomreads“active: current”, al of the
parameters (except wp) control spectrum 2, and spectrum 2 can be phased,
scaled, or shifted relative to spectrum 1.

e After clicking on select, the label at the screen bottom reads “active:
addsub”, and now all of the parameters except wp control spectrum 1.

e Clicking select again toggles the label toread “active: result”, and
now parameter changes affect only the sum or difference spectrum.

Note that wp always controlsall 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 isactiveis
strictly atemporary 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, whichwasin
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 jexp5s
ds to display the difference spectrum on the screen, ready for further
manipulation (expansion, linelisting, etc.) and plotting. If you wish to continue
with the add/subtract process by adding in athird spectrum, display that
spectrum in the usual way and enter addi again.

NMR Spectroscopy User Guide

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 spectrain add/subtract experiment (C)
spsub Subtract current spectrum from add/subtract experiment (C)
wp Width of plot in directly detected dimension (P)
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addnucleus

Applicability:
Description:

Syntax:
Arguments:

Examples:

See also:

Related:

addpar
Syntax:

Applicability:

Description:
Arguments:

Add new nucleus to existing probe file (M)
ALL

Entriesfor nuclei not in the default probe file are appended to the end of thefile.
The argument should correspond to a nucleus in the nuctable.

addnucleus ('nucleus')

nucleus — name followed by atomic number, e.g. C13 not 13C.
addnucleus ('Si29"')

NMR Spectroscopy User Guide

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)

Add selected parameters to current experiment (M)

addpar<('2d'|'3d'|'3rf'|'4d'|'downsamp' |'£fid" |
'image'|'112d'|'lp'<,dim>]|'oversamp'|'ss') >

The '34', '3rf', '4d', '£id', and 'image' argumentswork on all

systems but are only useful if system has the proper hardware.

Creates sel ected parameters in the current experiment.

If no argument is entered, addpar displaysinstructions for its use.

'2d', '3d', '3rf!', '44d"', 'downsamp', 'fid"', 'image', '1124d"',
'1p', 'oversamp',and 'ss' arekeywords (only one keyword is used at a
time) specifying the parameters to be created:
e '24" specifiescreating ni, phase, and swl, which can be used to
acquire a 2D data set (functions the same as macro par2d).

e 34" specifiescreating d3, ni2, phase2, and sw2, which can used to
acquire a 3D data set (functions the same as macro par3d).

e '3rf' specifiesretrieving the ap and dg2 display templates for third rf
channel and 3D parameters (functions the same as macro par3rf).

e '44" specifiescreating theacquisition parametersd4, ni3, phase3, and
sw3, which can be used to acquire a4D data set (functions the same as
macro par4d).

e 'downsamp ' specifies creating the parameters downsamp, dscoef,
dslsfrg,dsfb,and £iltfile for digital filtering and downsampling
(functions the same as macro pards).

e 'fid' specifiescreating FID display parameters axisf, crf,
deltaf, dotflag,vpf,andvpfi if the parameter setisolder and
lacks these parameters (functions the same as macro £ idpar).

e '112d" specifiescreating th2d and xdiag for the 1124 2D peak
picking program (functions the same as macro par112d).

e '1p' specifiescreating 1palg, lpopt, Ipfilt, lpnupts, strtlp,
lpext, strtext, Iptrace,and lpprint for linear prediction in the
acquisition dimension (functions the same as macro par1p). The display
template for the dglp macro isalso created if necessary.

e 'oversamp' specifiescreating parametersdef osfilt,filtfile,
oscoef,osfb,osfilt,oslsfrg, and oversamp for oversampling
and digital filtering (functions the same as macro paros).
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e 'ss' gpecifiesadding parameters ssorder, ssfilter, ssntaps,
and ss1sfrg for time-domain solvent subtraction (functionsthe same as
macro parfidss).

dim specifies the dimension when adding linear prediction parameters: 1 for
thefirst implicit dimension or 2 for the second implicit dimension. Default is
the acquisition dimension. Therefore, addpar ('1p') createsthe parameters
listed above; addpar ('1p',1) creates lpalgl, lpoptl, Ipfiltl,
lpnuptsl,strtlpl, lpextl,strtextl,lptracel,andlpprintl;
and addpar ('1lp',2) creates lpalg2, lpopt2, Ipfilt2, Ipnupts2,
strtlp2, lpext2, strtext2, lptrace2,and lpprint2. Each
separate dimension of a multidimensional data set can have its own unique
parameters.

Examples. addpar
addpar ('3d"')
addpar('lp',1)
Seealso: NMR Spectroscopy User Guide; VnmrJ Imaging NMR
Related: def osfilt Default valueof osfilt (P)
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)
par4d 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)
parll2d Create parameters for 2D peak picking (M)
parlp Create parameters for linear prediction (M)
addparams Add parameter to current probe file (M)
Syntax: addparams (param,value,nucleus<, 'tmplt'><, 'system's>)
Description: Adds a new parameter and its value for a specified nucleus to the probe file or
to the probe template.
Arguments. param is the name of the parameter to be added.
value isastring with the value to be written for the parameter.
nucleus isthe nucleusto add in the probefile.
"tmplt' isakeyword to add the parameter to thelocal template. The default
isthe probefile.
'system' isakeyword to add the parameter to the system-level template or
probefile, provided that you have write permission to that file. The default isto
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')
Seealso: NMR Spectroscopy User Guide
Related: getparam Receive parameter from probe file (M)
setparams Write parameter to current probe file (M)
updateprobe Update probefile (M)
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addprobe

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

adept

Syntax:

Description:

Arguments:
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Create new probe directory and probe file (M)
addprobe (probe name<, 'stdar'|'system's><, 'stdpar's>)

Creates anew probe directory and a probe file. Default nuclei included in this
fileare 1H, 19F, 13C, and 1°N. Theinformation is saved in the user’s di rectory
vnmrsys/probes.

probe name isthe name to be given to the probe directory and probe file.
'stdpar' and 'system' are keywords for the second and third arguments:

e |f thesecond argumentis ' stdpar ', calibration valuesfrom the standard
parameter sets (stdpar/H1.par, stdpar/C13.par, €tc.) will be
read and written into the probefile.

e |f the second argument is ' system' and the user has write permission

into the VnmrJ system probesdirectory (typically /vanmr/probes), then
asystem-level probe directory will be made.

e |f the second argument is ' system' and the third argument is
'stdpar ', then both actions in the preceding bullets will occur.

e Thedefault isthe probe file is created with all parametersinitialized to
zero.

addprobe ('idpfg')

addprobe ('idpfg', 'stdpar')

addprobe ('idpfg', 'system', 'stdpar')
NMR Spectroscopy User Guide; VnmrJ Walkup

addnucleus Add new nucleusto 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)

Automatic DEPT analysis and spectrum editing (C)
adept<(<'noll's><, 'coef'><, 'theory'>) >

Automatically analyzes a set of four DEPT spectra and edits the spectra so that
the spectrais arrayed as follows:

e #4is CH3 carbons only

e #3is CH» carbons only

e #2is CH carbons only

e #1 isall protonated carbons

Because adept modifies the transformed data, it should not be repeated
without retransforming the data between calls. adept produces atext file
dept . out inthe current experiment directory, which contains the result of the
analysis.

The following keyword arguments can be supplied in any order:

'noll' causesthelinelistingto beskipped. If 'noll' isnot supplied asan
argument, adept first performsalinelisting. In that case, the threshold
parameter th must be set properly before starting adept.

‘coef ' causesthe combination coefficients to be printed.

'theory' causestheoretical coefficientsto be used. The default is optimized
coefficients.
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Examples:

See also:

Related:

aexppl

Syntax:

Description:
Arguments:
Examples:

See also:

Related:

ai

Syntax:

Description:

See also:

Related:

aig

Description:

Values:

See also:

Related:
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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 anaysis and plot resulting spectra (C)
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 cursorsin ds.

expansion factor isaspectral expansion factor in unitsof Hz/mm. The
default is 2 Hz/mm.

aexppl

aexppl (20)

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 aternative is the normalized-intensity display mode
(nm) inwhich spectra are scaled so that the largest peak in the spectrum isvs

mm high. The modes are mutually exclusive—the system isawaysin either nm
or ai mode. Enter 21 g?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 21 or nm command. aig isnot set in the usual way
but can be queried (aig?) to determine which display mode is active.

'‘ai' indicates the absolute-intensity display mode s 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)
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alfa
Description:

Values:
See also:
Related:

alock

Description:

Values:

See also:
Related:

A

Set alfa delay before acquisition (P)

After the final event in the pulse sequence, including any receiver gate times
occurring following the final pulse, acquisition occurs after adelay. This delay
includes afixed part, alfa, and avariable part, 1/ (beta*fb).

e On systems with 4-pole Butterworth filters, betais2.
e On systems with 8-pole Butterworth (200-kHz) filters, beta is3.8.
e On systems with 8-pole elliptical filters, betais1.29.

e On Systems with 4-pole Bessel filters, beta is2 . 3 (only systemswith 2-
MHz and 5-MHz Analog-to-Digital Converter boards use thisfilter).

Because the total delay before acquisition isthe sum of alfa and 1/
(beta*fb), itis possible to shorten the delay beyond “normal” values by
setting al fa negative (toamaximumof 1/ (beta* £b)). Themacroshoult
and calfa frequently result in such negative values of alfa.

To set alfa toanegative number, useeither the setvalue command to enter
aspecificvalueof alfa, or usethe set1imit 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 phaseis zero (M)
fb Filter bandwidth (P)

hoult Set parametersalfa and rof2 according to Hoult (M)
rof2 Receiver gating time following pulse (P)

setlimit Set limits of a parameter in atree (C)

setlpoO Set parameters for zero linear phase (M)

setvalue Set value of any parameter in atree (C)

Automatic lock control (P)

Governs Autolock control following the insertion of asample 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 acqi
command.

Possiblevaluesare 'a', 'auto', 'n', 's', 'samp', 'u',or 'y', where:

'a' or 'auto' selectsthe 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' leavesthelock in its current state.

's' or 'samp' selectsthe 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' turnslock off so that the experiment runs unlocked.

'y ' turnson the software Autol ock function, which searchesfor the correct Z0
value only.

NMR Spectroscopy User Guide

acqgi 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)
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ampmode

Description:

Values:

See also:
Related:

amptype
Description:

Values:

lock Submit an Autolock experiment to acquisition (C)
sample Submit change sample, Autoshim experiment to acquisition (M)

Independent control of amplifier mode (P)

Gives override capability over the default selection of amplifier modes. Unless
overridden, the usage of rf channels determines whether the amplifier for a
channel isin pulse, CW (continuous wave), or idle mode:

e Observe channel is set to the pulse mode.
e Other used channels are set to the CW mode.
e 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').

List of charactersin 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 charactersis used:

e 'c' selects CW mode.

e 'i' selectsidle 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.

VnmrJ User Programming

create Create new parameter in a parameter tree (C)
dn Nucleus for the first decoupler (P)
tn Nucleus for observe transmitter (P)

Amplifier type (P)

Specifiesthetype of amplifier on each rf channel of the spectrometer. Thevalue
isset in the Spectrometer Configuration window (opened from con £ 1g) 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 atypeis selected for a channel, aletter (one of the values described
below) isadded to the value of amptype. For example, asystem 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'. Findly, selecting Shared for the
fourth channel would set amptype="aaln'.

'a' indicates the channel usesalinear full-band amplifier. A full-band
amplifier has two outputs: 12 MHz to 31P, and 19F/1H.

'b' indicates the system uses alinear broadband amplifier.
"¢ indicates the system uses a class C amplifier.

"1 indicates the channel uses alinear low-band amplifier. A low-band
amplifier has one output from 12 MHz to 3lp only.
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See also:

Related:

analyz

Syntax:

Description:
Arguments:

Examples:

analyze

Syntax:

Description:

'n' indicates the fourth channel shares alinear amplifier with the third.
NMR Spectroscopy User Guide, VnmrJ User Programming
config Display current configuration and possibly changeit (M)

Calculate standard peak height (M)
analyz (Soption, $Stitle)

Macro to calculate average peak height and standard deviation and/or average
phase and standard deviation.

$option ='n' for amplitude and phase, 'a for amplitude only, and 'p' for phase
only. The $title option puts atitle on the plot.

analyz —Does analysisfor both amplitude and phase

analyz ('p') —Doesanalysisfor phase only

analyz ('n', 'Stability') —Doesanalysisfor amplitudeand phaseand
putstitle “ Stability” on the plot.

Generalized curve fitting (C)

(curvefitting) analyze ('expfit', xarray<,options>)
(regression) analyze ('expfit', 'regression'<,options>)

Providesinterface to curve fitting program expf it (using the curve fitting
syntax), supplying expf it with input datain the form of the text file
analyze.inp inthe current experiment. expf it can be called from UNIX
with the syntax:

expfit options <analyze.inp >analyze.list

expfit doesaleast-squares curve fitting to the data supplied in
analyze.inp. Macrosare available for the specialized uses of analyze,
suchasthe'T1' and 'kinetics' options. These macrosavoid 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
manua NMR Spectroscopy User Guide givestheinput file format and describes
the menus that permit choices indirectly through menu buttons.

Thetext file analyze.inp fortheoptions 'T1', 'T2', 'kinetics'
'contact time',and 'regression' containsthefollowing lines (note
that (1), (2), (3), etc. do not appear in the file but are used to identify linesin the
explanation):

(1) <text line>
(2) <text line>
(3) npeaks npairs <xscale> <yscale>
(4) <NEXT npairsls
(5) peaks

(6) Xy

(6) Xy

(4) <NEXT npairs2s>
(5) peaks

(6) Xy

(6) Xy

Line-by-line explanation:
(1) Optional descriptive text line, for regression only. Omit line otherwise.
(2) Optional y-axistitle, for regression only. Omit line otherwise.
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(3) Linecontaining an integer for the number of peaks (npeaks) followed by
another integer for the number of (x, y) pairsper peak (npairs). If regression,
the x-scale type and y-scale type are al so listed.

(4) Intheregression mode, aline beginning with the keyword NEXT isinserted
at the start of each data set when the number of pairs per peak isvariable. Inthis
case, the number of (x, y) pairsfor the peak (npairl, npair2, etc.) isalso
given ontheline.

(5) Peak index.

(6) Datapairs, oneto aline, are listed by peak in the following order:
x v (first peak, first pair)

x v (first peak, second pair)

Xy (second peak, first pair)
x vy (second peak, second pair)

In the regression mode, the line beginning with NEXT isinserted 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'Ti', 'T2', 'kinetics',and 'contact_ time',information from
thefile fp . out and values of the arrayed parameter xarray are used to
construct thefile; thus, it isnecessary to run £p prior to analyze.

For regression, analyze . inp is made by running
expl ('regression'). If the regression mode is not selected,
analyze.inp may beslightly different.

In addition to output to the standard output, which is usually directed to
analyze.list, expfit makesafileanalyze.out, whichisused by
expl to display theresults 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 listingto stdout.Noanalyze . out file needsto be generated unless
display by exp1 isdesired. Use the program expf it asamodel.

Arguments:. 'expfit' isarequired first argument.

xarray isthe name of the parameter array holding x-valuesin 'T1', 'T2',
'kinetics',and 'contact time', and isused only with these options.

'regression' setsregression mode and signifies generalized curve fitting
with choices 'poly1l', 'poly2"', 'poly3',and 'exp"'.

options areany of the following keywords:
e 'T1' sets T, analysis (the default).
e 'T2' sets T, analysis.
e 'kinetics' setskineticsanalysis, with decreasing peak height.
e 'increment' setskineticsanalysis, with increasing peak height.
e '1ist' makesan extended listing for each peak.
e 'diffusion' setsaspecia anaysisfor diffusion experiments.

e 'contact time' setsaspecid andysisfor solids cross-polarization
spin-lock experiments.

e 'polyl' setsalinear fitting. It isused in regression mode only.

e 'poly2' setsaquadratic fitting. It isused in regression mode only.

e 'poly3'setsacubicfitting It is used in regression mode only.

e 'exp' setsexponentia curvefitting. It is used in regression mode only.
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Examples:

See also:
Related:

ap
Applicability:

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

ap
Description:

See also:
Related:

apa

Syntax:

Description:

01-999346-00 B 1207

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 (M)

expfit Least squares fit to polynomial or exponential curve (U)
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)

Print out “all” parameters (C)
VnmrJ
ap('template name',<'filename'>)

Print a parameter list. The User Programming Manual describes the rules for
building atemplate for the ap commands. The string parameter ap normally
controls how the command, ap, displays the parameters. Use command
paramvi ('ap') tomodify the ap parameter. The ap command writes the
parameter list to afileif £ilename is provided as the second argument.

template name template name must be the first argument.
filename optiona, name of fileto which the parameters are written.

ap('ap', 'apout') — writesthe parameter list using defined by the ap
parameter to thefile 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 specid preprinted chart paper (C)
pap Plot out “all” parameters (C)

paramvi Edit avariable and its attributes with vi text editor (C)
ppa Plot a parameter list in “English” (M)

“All” parameters display control (P)

Controlsthedisplay of the ap and pap commandsto print and plot a parameter
list. Use paramvi ('ap') to modify the string value of ap .

NMR Spectroscopy User Guide; VnmrJ User Programming

ap Print out “dl” parameters (C)

dg Display group of acquisition/processing parameters (C)
pap Plot out “all” parameters (C)

paramvi Edit avariable and its attributes with vi text editor (C)

Plot parameters automatically (M)
apa

Selects automatically the appropriate command on different plotter devicesto
plot the parameter list.
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See also:

Related:

aph

Syntax:

Description:

Arguments:

See also:

Related:

aph0

Syntax:

Description:

Arguments:

See also:

Related:

aphb

Syntax:

Description:
Arguments:

Examples:
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VnmrJ User Programming

Plot parameters on specid preprinted chart paper (C)
Plot a parameter list in “English” (M)

hpa
ppa

Automatic phase adjustment of spectra (C)

aph<:sok, $rp, $1lp>

Automatically calculates the phase parameters 1p and rp required to produce
an absorption mode spectrum and applies these parameters to the current
spectrum. Values cal culated do not depend on the initial valuesof 1p and rp.
$ok is 1if the phase adjustment succeeds, or O if the adjustment fails.

$rp isthe calculated value of rp. If $rp isrequested asareturn value, rp is
returned but not applied to the current spectrum.

$1p isthecaculated value of 1p. If $1p isrequested asareturnvalue, 1p is
returned but not applied to the current spectrum.

NMR Spectroscopy User Guide

apho Automatic phase of zero-order term (C)

aphx Perform optimized automatic phasing (M)

1p First-order phasein directly detected dimension (P)
rp Zero-order phase in directly detected dimension (P)

Automatic phase of zero-order term (C)

aphO<:s$ok, Srp, $1lp>

Automatically adjusts only the zero-order frequency-independent term rp and
does not rely on the frequency-dependent term 1 being previously adjusted. In
favorabl e circumstances, spectramay be obtained in such away that only rp is
expected to change. Inthese cases, if 1p hasbeen determined for one spectrum,

then rp only can be computer-adjusted for subsequent spectraby apho (“aph-
zero”). Note that aph0 does not correctly phase an exactly on-resonance peak.

$ok is 1if the phase adjustment succeeds, or O if the adjustment fails.
$rp isthe calculated value of rp.

$1p isthecurrent value of 1p.

NMR Spectroscopy User Guide

aph Automatic phase adjustment of spectra (C)
aphx Perform optimized automatic phasing (M)
1p First-order phasein directly detected dimension (P)
rp Zero-order phase in directly detected dimension (P)

Auto phasing for Bruker data (C)
aphb< (threshold) >
Phases Bruker data using the autophasing program.

threshold determinesif adata point islarge enough to qualify it as part of a
peak. If no argument is given, or if the valueis equal to or less than 0, the
threshold is calculated from the spectrum.

aphb

aphb (2)
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See also:
Related:

aphx
Syntax:

Description:

See also:
Related:

appdirs
Applicability:
Syntax:

Description:

Values:

See also:
Related:

NMR Spectroscopy User Guide

aph Automatic phase adjustment of spectra (C)
apho Automatic phase of zero-order term only (C)

Perform optimized automatic phasing (M)

aphx

Optimizes parameters and arguments for the aph command. aphx first
performsan aph then calculates atheoretical valuefor 1p. If 1p set by theaph

isdifferent from the calculated value by 10 per cent, the cal culated valueis used
and an apho is performed.

NMR Spectroscopy User Guide

aph Automatic phase adjustment of spectra (C)
apho Automatic phase of zero-order term only (C)
1p First order phase along directly detected dimension (P)

Starts Applications Directory Editor (M)

ALL

appdirs

The appdir smacro 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.
M enu 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.
Fieldsin 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. Thiswill affect al users the administrator has set that name as their
appdirs setting. The Varian 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 changesto the
applications directories.

VnmrJ Installation and Administration

exists Checks if parameter, file, or macro exists and file type (C)
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A

appmode
Description:

Values:

apptype
Description:

Values:
See also:
Related:

Apt
Description:
See also:
Related:

aptaph
Syntax:
Description:
See also:
Related:

array

Syntax:

Application mode (P)

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 isasubdirectory maclib.imaging that
contains macros used primarily with imaging applications. Similarly, in /
vamr/menulib isasubdirectory menulib. imaging for imaging- related
menus. By separating theimaging macros and menusinto subdirectories, access
to imaging-specific macros and menusis 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 V nmrJ commands.

The value of appmode are set from either the System settings dialog in the
Utilities menu or the VnmrJ Admin interface.

'standard' setsstandard application mode.
'imaging' setsimaging application mode.
'autotest' setsautotest 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.

Seethe execpars directory in /vnmr.
VnmrJ Imaging, User Guide and NMR Spectroscopy User Guide

cgexp L oad 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 L oad 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.

NMR Spectroscopy User Guide

Apt Set up parameters for APT pulse sequence (M)

Easy entry of linearly spaced array values (M)

array< (parameter<,number steps,start,step size) >
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Description:

Arguments:

Examples:

See also:

array

Description:

Values:

See also:

Related:

arraydim

Description:

See also:

Related:

A

Arrays aparameter 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 istyped with none or only some of its arguments, you enter an
interactive mode in which you are asked for the missing values.

parameter isthe 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 iSthe number of values of the parameter. The default is an
interactive mode in which you are prompted for the number of steps.

start isthe starting value of the parameter array. The default is an interactive
mode in which you are prompted for the starting value.

step_size isthe magnitude of the difference between elementsin the array.
The default is an interactive mode in which you are prompted for the step size.

array
array ('pw')
array('tof',40,1400,-50)

NMR Spectroscopy User Guide

Parameter order and precedence (P)

Whenever an array of one or more parametersis set up, the string parameter
array tellsthe system the nameof the parameter or parametersthat are arrayed
and the order and precedence in which the arraying isto take place. The
parameter array isautomatically updated when acquisition parametersare set.
“Diagonal arrays” (those corresponding to using parentheses in the parameter
array) must be entered by hand.

' ' (two single quotes with no space between) indicates no parameter is arrayed.
'x ' indicates the parameter x is arrayed.

'x,y" indicatesthe parameters x and y are arrayed, with y taking precedence.
That is, the order of the experimentsisx,y{, X1y X1 ¥y XY 1 XY s
KoYy XYy, With atotal of m x n experiments being performed.

'y, x " indicates the parameters x and y are arrayed, with x taking precedence.
That is, the order of the experimentsisx,y{, X5y, Xn¥ 1, X1Y2: XY,
XY o XpYp, With total of m x n experiments being performed.

' (x,y) ' indicatesthe parameters x and y are jointly arrayed. The number of
elements of the parameters x and y must be identical, and the order of
experimentsis x1y, X5¥o,... X ¥p, 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 elementsin al arrays can be 2%,

NMR Spectroscopy User Guide
array Easy entry of linearly spaced array values (M)

Dimension of experiment (P)

After calcdim caculatesthe dimension of an experiment, the resultisput into
the parameter arraydim. If an experiment is arrayed, arraydim isthe
product of the size of the arrays.

NMR Spectroscopy User Guide

calcdim Calculate dimension of experiment (C)
celem Completed FID elements (P)
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A

asin Find arc sine of number (C)
Syntax: asin(value)<:n>
Description: Findsthe arc sine (also called the inverse sine) of a number.
Arguments. value isanumber in therange of £1.0.

n isareturn argument giving the arc sine, in radians, of value. The defaultis
to display the arc sine vaue in the status window.

Examples. asin(.5)
asin(val) :asin_val

Seealso: VnmrJ User Programming
Related: <sin Find sine value of an angle (C)

asize Make plot resolution along f; and f, the same (M)
Syntax: asize

Description: Adjusts the 2D display parameters (sc, wc, sc2, and we2) so that the
displayed resolution along both f; and f,, isthe same. It is not suggested for
heteronuclear experiments where the chemical shift spread of one nucleusis
much greater than that of the other.

Seealso: NMR Spectroscopy User Guide

Related: sc Start of chart (P)
sc2 Start of chart in second direction (P)
we Width of chart (P)
we2 Width of chart in second direction (P)
assign Assign transitions to experimental lines (M)

Syntax: (1) assign< ('mark') >
(2) assign(transistion number,line number)

Description:  Assigns the nearest calculated transition to thelinesfromad11 or n11 listing
after spinll hasplaced themin s1freqg. All linesmay not be assigned and
transitions must be greater than sth. Thenext spins ('iterate!')
determines new parameters to minimize the differences in position of the
assigned pairs.

Arguments. 'mark' makesassign use the lines selected with the mark button in place of
d11. Theresultsof the mark operation are stored in thefilemark1d. out,
which is cleared by the command mark (' reset').

transition number isasinglecalculated transition number that is
assigned to aline fromthe d11 listing.

line number istheindex of thelinefromthe d11 listing. Setting

line number=0 removes an assignment from acalculated transition.
Examples: assign

assign('mark')

assign(4,0)

Seealso: NMR Spectroscopy User Guide

Related: dl11 Display listed line frequencies and intensities (C)
mark Determine intensity of the spectrum at a point (C)
nll Find line frequencies and intensities (C)
slfreq Measured line frequencies (P)
spinll Setup s1lfreq array (M)
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at
Description:

Values:

See also:
Related:

atan

Syntax:

Description:
Arguments:

Examples:

See also:

Related:

atan2

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

atcmd

Description:

Syntax:

01-999346-00 B 1207

Perform spin simulation calculation (C)
Minimum intensity threshold (P)

spins
sth

Acquisition time (P)

Length of time during which each FID is acquired. Since the sampling rateis
determined by the spectral width sw, the total number of data pointsto be
acquired (2* sw*at) isautomatically determined and displayed as the
parameter np. at can be entered indirectly by using the parameter np.

Number, in seconds. A valuethat gives a number of data pointsthat isnot a
multiple of 2 is readjusted automatically to be a multiple of 2.

NMR Spectroscopy User Guide; VnmrJ 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 isanumber between nt/2 and —/2.

n isareturn argument giving the arc tangent, in radians, of value. The default
isto display the arc tangent value in the status window.

atan(.5)
atan(val) :atan va

VnmrJ 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 v/ x is between n/2 and —n/2 and
x is not equal to zero.

n isareturn argument giving the arc tangent, in radians, of v /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)

Call a macro at a specified time (M)

atcmd< (<'macro'><, 'timespec'><, 'day'><, 'cancel'>) >
Callsamacro at the specified time. It only functions on a spectrometer. A
background VnmrJis started to execute the command. This background VnmrJ
isnot started in an experiment; therefore, the macro executes a jexp or runs

commands or macros that do not need experiment parameters. It will have
access to global and system global parameters.
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Arguments.  When called with arguments, at cmd updates the database with the supplied

Examples:

atext

Arguments:
Examples:
See also:

attval

64

Syntax:

Description:

Related:

Syntax:

information. It does not start the process that calls the macros at the specified
times. at cmd with no arguments starts the program that calls the macros at the
specified times.

timespec -- hastheformat hh:mm <mon tue wed thur fri sat
sun> A 24 hour clock isused -- midnight is 0:0, noon is 12:00.

day -- If the optional day field isused, the command will be repeated on that
day at the appointed time. The day fields are case insensitive. For monday,
wednesday, and £riday only asingle character isneeded. 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 al the commands
that match the supplied macro. For example, if you specify cmda to be run at
8:00o0nmonand 9:00 0ntue,thenatcmd ('cancel', 'cmda') will
cancel both of them. If themacrois ' ', the cancel option will cancel al atcmd
macros.

list -- Thelist argument liststhe t imespec for al the at cmds that match
the supplied macro. If themacrois ' ', the 1ist option listsall of theatcmd
macros and their t imespecs. Optional arguments can bereturned. Thefirstis
the number of at cmds. The macro and t imespec 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 at cmd. Also, the
background VnmrJ will initially not be joined to a specific experiment.

atcmd ('echo (“good morning™) ', '8:00 mon tue wed thu
frirv)
Displays a welcome message every weekday at 8:00 am.

atcmd ('echo (“What are you doing here on a
weekend?™) ', '8:00 Sat Sun')
Questions your intentions on the weekend.

atcmd ('startNightQueue', '22:00")
Runs the macro startNightQueue at 22 hr. (10:00pm).

atcmd ('startNightQueue', 'cancel!')
Cancels the schedul ed 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 aline of text to the current experiment text file.
stringisasingleline of text.

atext ('T1l Experiment')

NMR Spectroscopy User Guide

ctext Clear the text of the current experiment (C)
text Display text or set new text for current experiment (C)
write Write formatted text to a device (C)

Calculate pulse width (M)
attval (pw, tpwr)
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Description:

Arguments:

Examples:

atune

au

Description:
Arguments:

See also:
Related:

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

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 isin compression.

pw isthe pulse width.
tpwr isthe transmitter power.

attval(7.0,59)

ProTune Present (P)

Hardware configuration parameter specifying if ProTuneis or isnot present.
Parameter is set in the System Configuration window.

'y ' ProTuneis present
'n' ProTune not is present

VnmrJ Installation and Administration

wtune Specify when to tune (P)
tupwr Transmitter power used in tuning (P)

Submit experiment to acquisition and process data (M)
auc< (<'nocheck'><, 'next'><, 'wait'>) >

Performs the experiment described by the current acquisition parameters,
checking the parameters 1oc, spin, gain, wshim, load, and method to
determine the necessity to perform various actions in addition to simple data
acquisition. Thismay involve asingle FID or multiple FIDs, as in the case of
arraysor 2D experiments. au causes the data to automatically be processed
according to the following parameters:

e wbs specifies what happens after each block.
e wnt specifies what happens after each FID is collected.

e wexp specifies what happens when the entire acquisition is complete
(which may involve several complete FIDsin the case of 1D arrays or 2D
experiments).

Before starting the experiment, au executesthe two user-created macrosif they
exist. Thefirstisusergo, amacro that allows the user to set up general
conditions for the experiment. The second is amacro whose nameisformed by
go followed by the name of the pulse sequence (from segfil) to be used
(e.g., go_s2pul, go_dept). Thismacro allows auser to set up experiment
conditions suited to a particular sequence.

'nocheck' isakeywordto override checkingif there isinsufficient free disk
space for the complete 1D or 2D FID data set to be acquired.

'next ' isakeyword to put the experiment started with au ( 'next ') at the
head of the queue of experiments to be submitted to acquisition.

'wait' isakeyword to stop submission of experimentsto acquisition until
wexp processing of the experiment, started with au ('wait '), isfinished.

au
au('wait')

NMR Spectroscopy User Guide

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)
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AuCALch3i

Syntax:

Description:

AuCALch3il

Syntax:

Description:

AuCALch3oh

Syntax:

Description:

AuCALch3ohl

Syntax:

Description:

Aucalibz0

Applicability:
Syntax:
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go_ Pulse sequence setup macro called by go, ga, and au (M)
load Load status of displayed shims (P)

loc Location of samplein tray (P)

lock Submit an Autolock experiment to acquisition (C)
method Autoshim method (P)

sample Submit change sample, Autoshim experiment to acquisition (M)
seqfil Pulse sequence name (P)

shim Submit an Autoshim experiment to acquisition (C)

spin Submit a spin setup experiment to acquisition (C)

spin Sample spin rate (P)

su Submit a setup experiment to acquisition (M)

usergo Experiment setup macro caled by go, ga, and au (M)
wbs Specify action when bs transients accumulate (C)

wexp Specify action when experiment completes (C)

wnt Specify action when nt transients accumulate (C)

wshim Conditions when shimming is performed (P)

Set up autocalibration with CH3I sample (M)
AuCALch3i

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 AuCALch31 macroisthe same asthe AuCALch3il
macro.

Get autocalibration with CHzl sample (M)
AuCALch3il

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 AuCALch311 macro isthe same asthe AuCALch31
macro.

Set up autocalibration with Autotest sample (M)
AuCALch3oh

Retrieves standard proton parameter set and setup for automatic calibration of
proton (observe), carbon (decouple), gcal and C/H gradient ratio. The
AuCALch30h macro isthe same asthe AuCALch3 0h1 macro.

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 isthe same as the AuCALch3 0h macro.

Automatic Hz to DAC calibration for Z0 (M)

Autocalibration routine

Called by Augmapz0 calibration routine.
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Description:

See also:

Related:

AuCdec

Syntax:

Description:

See also:

Related:

AuCgrad

Syntax:

Description:

See also:
Related:

AuCobs

Syntax:

Description:

See also:

Related:

audiofilter

Description:

Values:

See also:
Related:
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Called by Augmapz0 calibration routine. Automatically calibrates lock
frequency change per Z0 DAC unit change. The calibrated value is written out
in the probefile as 1khzdac parameter

System Administration.

Automatic lock gradient map generation and Z0 calibration (M)
Automatic adjustment of Z0 (M)

Augmapz0
Aufindz0

Carbon decoupler calibration macro (M)
AuCdec

Used by AuCATL.ch3 1 and 2uCALch3 oh autocalibration routinesto do carbon
decoupler calibrations. Calibrates high-power pulse widths and dmf.

System Administration

AuCALch3i Get autocalibration with CH;l 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 AuCALch311 and AuCALch3oh1 autocalibration routines for C/H
gradient ratio calibrations.

System Administration

AuCALch3il  Get autocalibration with CHgl sample (M)
AuCALch3ohl  Get autocalibration with Autotest sample (M)

Carbon observe calibration macro (M)
AuCobs

Used by AuCALch3 11 autocalibration routines for carbon observe
calibrations.

System Administration

AuCALch3il  Get autocalibration with CHgl sample (M)

Audio filter board type (P)

Setsthetype of audiofilter board used wherethe spectral width (sw) islessthan
100 kHz. Thefilter type is set in the Spectrometer Configuration window
(opened from con £ 1g) 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 changeit (M)
sw Spectral width in directly detected dimension (P)
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Aufindz0

Syntax:

Description:

See also:

Related:

Augcal

Syntax:

Description:

See also:

Related:

Augmap

Syntax:

Description:

See also:

Related:

Augmapz0

Syntax:

Description:

See also:

Related:

AuHdec

Syntax:

Description:

See also:

Related:
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Automatic adjustment of Z0 (M)
Aufindz0

Finds z0 by doing lock 1D spectrum. The frequency isthen used along with the
lkhzdac valuein the probe fileto calculate the zO value for a given solvent
and autolocking isdone. Thisrequires previous calibration of thehzdac value
done using the Aucalibz0 macro.

System Administration
Aucalibz0 Automatic Hz to DAC cadlibration for Z0 (M)
Probe gcal calibration macro (M)

Augcal

Used by AuCAL.ch3 11 and AuCALch3ohl autocalibration routinesfor probe
gcal calibrations.

System Administration

AuCALch3i1  Get autocalibration with CH3l 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 az1-z4 gradient map using a2-Hz D,0 sample. Thismacroisused by
the Aumakegmap auto gradient map generation macro and is applicable only
for alock gradient map.

System Administration

Auto lock gradient map generation (M)
Number of z-axis shims used by gradient shimming (P)

Aumakegmap
gsize

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

Using the2-Hz D,0 sample, the augmapz 0 macro automeatically createsalock
gradient map, followed by Hz to DAC calibration of Z0 for the autolocking
procedure.

System Administration

Automatic Hz to DAC cadlibration for Z0 (M)
Automatic adjustment of Z0 (M)

Aucalibz0
AufindzO0

Proton decoupler calibration (M)
AuHdec

Used by AuCALch3 1 autocalibration routine to do proton decoupler
calibrations. Calibrates high-power pulse widths and dmf.

System Administration

Get autocalibration with CH3I sample (M)
Decoupler modulation frequency for first decoupler (P)

AuCALch3i
dmf
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AuHobs

Syntax:

Description:

Aumakegmap

Syntax:

Description:

AuNuc

Syntax:

Description:

auto

Applicability:
Syntax:

Description:

Arguments:

Examples:

See also:

Related:

auto

Applicability:
Description:
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Proton observe calibration macro (M)
AuHobs

Used by AuCALch3 1 and AuCALch3oh autocalibration routines for proton
observe calibrations.

Auto lock gradient map generation (M)
Aumakegmap (<1k of hs or H1>)

Generates z1-z4 lock gradient (' Lk ' argument), lock homospoil (' hs'
argument), or H gradient map (' H1' argument). If no argument is given, the
defaultsis ' 1k ', ifgradtype="nnh' to 'hs'. Thedoped 2-Hz D,0 should
be used for hs and 1k maps. H1 map istypically done on the sample.
Automatically adjustsgradient 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
parametersfor Tcl/dg driven parameters. If no parameter set existsin 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 abortsif the
spectrometer is aready in automation mode.

automation directory isthenameof the automation directory, either an
absolute UNIX path (i.ethe first character isa*“/”) or arelative path (the first
character isnot a“/"). The default isthe value of the parameter autodir. If for
somereason autodir isnot defined, you are prompted to providethelocation
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 al users. auto abortsif it fails to create this directory.

auto
auto ('/home/vnmrl/autorun 620')

NMR Spectroscopy User Guide, VnmrJ User Programming, VnmrJ Walkup

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 isin progress.
Macros typically test this parameter because actions can differ between the
automation and non-automation modes. The value of auto isnot enterable by
the user. An automation experiment is initiated with the aut ogo command.
Theauto parameter isonly setto 'y ' for those macrosand commandsthat are
run as part of an automation experiment.
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Values:

See also:

Related:

auto au

Applicability:
Syntax:

Description:

See also:

Related:

Autobackup

Syntax:

Description:

autodept

Syntax:

Description:

'y indicates automation mode is active.
'n' indicates automation mode is inactive
NMR Spectroscopy User Guide, VnmrJ User Programming, VnmrJ Walkup.

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)

Controlling macro for automation (M)
Systems with an automatic sample changer.
auto _au

Reads sampleinfo file (defines an automation experiment) using the
lookup facility, setsthe solvent and 1oc parameters based on the
SOLVENT and SAMPLE# fieldsof sampleinfo, runsexec ontheentry in
theMACRO field, and writes the experiment text based on the TEXT field. After
that, auto_au examines the value of the wexp parameter:

e [f wexpissetto 'procplot’', thenauto au calsau.

o [f wexpissetto 'autolist', thenauto auinserts 'auto' asthe
first argument to autolist andcalsau ("wait').

e |[f wexp issetto anything else, auto_au doesnot call au.

If no datais generated from the requested MACRO field, due to an error or some
other reason, auto_au setsthe STATUS fieldto “No Data Requested.”

auto_au isused only during automation and should not be called directly. It
provides a starting point for all automation experiments. Assuch, itisa
convenient point for user customization of automation.

NMR Sectroscopy User Guide, VnmrJ User Programming, VnmrJ Walkup

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 aVnmrJ command (C)

loc Location of samplein tray (P)

lookup Look up words and lines from atext file (C)
solvent Lock solvent (P)

wexp When experiment completes (P)

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, plotsthe
edited spectra, and prints outs editing information.
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See also:

Related:

autodir

Applicability:
Description:

See also:

Related:

autogo

Applicability:
Syntax:

Description:

Arguments:

Examples:

See also:

Related:

autolist

Syntax:

NMR Spectroscopy User Guide, VnmrJ Walkup

adept Automatic DEPT analysis and spectrum editing (C)
Dept Set up parameters for DEPT experiment
deptproc Process DEPT data (M)

padept Perform adept anaysis and plot resulting spectra (C)
pldept Plot DEPT data, edited or unedited (M)

Automation directory absolute path (P)
Systems with an automatic sample changer or LC-NMR accessory.

When using a sample changer, autodir isaglobal variable that holds the
absolute path of the currently active automation directory. When VnmrJis
started, autodir is set to the absolute path of the last automation run.

When using the LC-NMR accessory, autodir specifies adirectory in which
experiments using a stored queue are saved.

NMR Spectroscopy User Guide

auto Set up an automation directory (C)
autoname Prefix for automation datafile (P)
globalauto Automation directory name (P)
walkup Walkup automation (M)

Start automation run (C)
Systems with an automatic sample changer.
autogo< (file<,automation directorys>) >

Starts an automation run. The aut ogo 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 abortsif an error in theformat isfound.)
Your automation directory is also checked for the presence of a non-empty
enter queue (autogo abortsif the current queue in the automation directory
is present and not empty). Finally, autogo checks the automation directory
and runsthe aut o command if this directory is not present or another problem
isfound. When aut ogo completes, the system isin automation mode and your
automation run starts.

file isthefile name of your entexr queue. The default isthat the system
prompts you for the location of the enter queue.

automation directory isthepathname of the automation directory. The
default is the current value of the parameter autodir.

autogo

autogo ('MySamples')

autogo ('MySamples', ' /home/vnmrl/AutoRun_ 621")

NMR Spectroscopy User Guide

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)

Set up and start chained acquisition (M)

autolist (<options, >experimentl<, experiment2<,...>)
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Description:

Arguments:

Examples:

See also:
Related:

autoname
Applicability:
Syntax:

Description:

Arguments:

Setsup parametersfor 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 beincluded in the argumentsto
autolist.

options isoneor moreof the following keywords:

e 'auto' isakeywordto add 'wait' totheau cal (e.g,
au('wait', 'next')).

e 'start' isakeywordto make thefirst experiment in thelist as one that
needs to be acquired rather than processed.

experimentl, experiment?2, ... areexperiments written as strings
(eg., 'dept' or 'cl3'). experimentl isthe current experiment and,
when it finishes, the macro procplot iscaled to process the data. If
experiment?2 islisted, that experiment is executed and then the macro

au ('next ') isperformed. For subsequent experiments, thetext, solvent
and temp are used from the preceding experiment. Also, the wexp parameter
isresetto 'autolist ' with the first experiment removed.

autolist ('hl','cl3', 'dept')
autolist ('hl', 'hcosy"'")
NMR Spectroscopy User Guide

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 (M)
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)

Create path for data storage (C)
Automation

autoname: $path
autoname (name_template) : $path
autoname (name_template, sample info file) :$path
autoname (name template,sample info file,
<'keepspaces'|'replacespaces'>) :$path
autoname (name_template, sample info file,
<, 'excluded suffixes'<, 'keepspaces'|'replace
spaces'>) :$path

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 sampleinfo file (default is
sampleinfo inthe current experiment) to determinethispath. The path name
isstored 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 autodirisequa to".

Thedefault excluded suffixis.fid.

No argument provided. The command uses the default aut oname parameter
and sampleinfo inthe current experiment directory for the path to the
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sampleinfo file. If the autoname parameter does not exist or is set to ", the
default template iS¥SAMPLE# : $$PEAK# : %.

name_template (no quotes) is string that contains keywords separated by
substitution specifiersto represent the data storage path. Substitution specifiers
in thistemplate are either a percent sign (%) or adollar sign ($). The keywords
are obtained from the sample info file file, if it exists, using %
substitution specifiers or VNMR parameters using $ substitution specifiers.

A template is passed directly using:

autoname ('Sowners$/SsampleS$') : Spath.

Percent sign (%) substitution specifier is used with the autoname command to
scanthe sample info file for thetext 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 specifiersis passed to
Spath.

Thefollowing 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

$DAYS DD 2-digit day

$HRS% HH 2-digit hour

$MIN% MM 2-digit month

$SEC% SS 2-digit second

Thefollowing are some of the percent substitutions (% keywords) are obtained
from the second argument, sample info file.

Keyword Description
$USER% user name
$MACRO% macro name
$SAMPLE% sample name

$SOLVENTS%  solvent name

String parameters cannot not contain any of the following characters: ' ', !, ",

'$&S, NG < > W T A T L L\
Version number is specified by $Rn% wherenisan integer from 0to 9 (default
2), asfollows:
n= Description
0 no revision digits are appended (all names must be
uniquely constructed without these revision digits).
1to9 revision number is padded with leading zeroes to

form an n-digit number. If more places are needed
than specified, more zeroes are used.
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Examples:

Examples:

See also:
Related:

autoname

Applicability:

>9 Rnn isstill used asasearch string in the sampleinfo
(more than one file. sRn% must be specified at the end of the
digit) name_ template string. Therevision digits are

always appended except if $R0% is used.
default of $R2% isused

Specify the starting number to be used when constructing the version number
by appending a colon : and start number after Rn.

The default starting valueis 1. A zerois not allowed.

Dollar sign ($) substitution specifiersworks in manner analogousto the percent
substitution specifier, except that the text between the dollar signsisinterpreted
asthe 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. Thetemplate, pw=S$pwSusec, with vnmr parameter pw having avalue
of 12.3 produces pw=12usec01 which isappendedto. £ id and passed to
$path. The 01 following usec is added by the %R2% default setting.

sample info file (noquotes)isthename of atext fileto read for the %
substitutions passed to autoname. The file must exist.

o°

no %Rn

Using thekeyword 'replacespaces' usesunderscores (_) in place of
spaces ' ' intheresulting path name or thekeyword 'keepspaces' retains
spacesin the resulting path name.

Thekeyword, 'keepspaces’ or ’'replacespaces’ isanoptional
argument (includes quotes). The argument is accepted as the third or fourth
argument.

Solarisand 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 isnot 'keepspaces' or
'replacespaces’'.

Using a $ substitution specifier:
autoname (pw=SpwsSusec) : $path

A $ substitution specifier, pw=Spw$usec, isthename template anda
relative path. The vnmr parameter, pw, has a value of 12.3 and the resulting
filenameis: pw=12usec01. £id. Thepath nameis prefaced with the value of
the parameter autodir if the name template generates arelative pathname.

Using $ substitution specifiers and a comma separated list of suffixes:

autoname ('$seqfils s$tn$ ', '/vnmr/

conpar','.img') :$path

The $ substitution specifier is, Sseqfil$ Stns  the dummy info filename
is, ' /vamr/conpar', andthecommaseparated list of excluded suffixesis
. img. The path nameis prefaced with seqfil_tn index. Eachtimeafile
iswritten to the directory the command changes the index by one (see %Rn%
above). The suffix isboth . £id and . img. Thefileis named

gems_H1 03.img if target directory containsgems_H1 01.fidand
gems_H1 02.img.

NMR Sectroscopy User Guide, VnmrJ User Programming, VnmrJ Walkup

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)

Prefix for automation data file (P)
Automation
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Description:

See also:

Related:

autora

Applicability:
Syntax:

Description:

See also:

Related:

autosa

Applicability:
Syntax:

Description:

See also:

Related:

autoscale

Syntax:

Description:

See also:

Related:

autostack

Syntax:

Description:
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The autoname temple determines the resulting path where the data is stored

for an entry inthe automation run and usesthe contents of asampleinfofile (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 Sectroscopy User Guide, VnmrJ User Programming, VnmrJ Walkup
autoname Determines path for data storage during an automation run (C).

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 2utosa, power falure, or system boot-up), the system

examines the condition of the automation file and resumes acquisition for all

experimentsthat have not finished. If aut ora isexecuted while an automation

runisin 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

Returns to autoscaling in which the scale limits are determined by the exp1

command such that all the datain the exp1 input file is displayed.

NMR Spectroscopy User Guide

expl Display exponential or polynomia curves (C)

scalelimits Setlimitsfor scalesin 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 linesin the spectrum. If this automatic
function is not desirable (or makes an undesirable decision), it can be
overridden by placing the st ack macro in the experiment startup macro or by
caling stack before processing (or reprocessing) a spectrum. autostack
switches back to automatic determination of the stack mode by destroying the
stackmode parameter.
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See also:

Related:

autotest

Syntax:

Description:
See also:

autotime

Syntax:

Description:

See also:

Related:

av

Syntax:

Description:

See also:

Related:

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 directorys>)

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)

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

Sel ects the absol ute-val ue spectra display mode by setting the parameter dmg
tothestring value 'av'. Intheabsolute-value display mode, each real pointin
the displayed spectrum is calculated asthe square root of the sum of the squares
of thereal and imaginary points comprising each respective complex datapoint.
All information, including noise, is always positive, and the relationship
between signal and noiseislinear.

For multidimensional data, av has no effect on dataprior to the second Fourier
transform. If pmode="£full"', av actsin concert with commands phi, avi,
or pwr1 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 spectruminacgi (P)
ft Fourier transform 1D data (C)

ftid 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 (C)
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)
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avl

Syntax:

Description:

See also:

Related:

av2

Syntax:

Description:

See also:

Related:

averag

Syntax:

Description:
Arguments:

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

Sel ects the absol ute-val ue spectra display mode along the first indirectly
detected dimension by setting the parameter dmg1 to thevalue 'avi'. If the
parameter dmg 1 does not exist, avl createsit and setitto 'avl'.

In the absolute-value display mode, each real point in the displayed traceis
calculated asthe square root of the sum of the squares of the real and imaginary
points comprising each respective complex data point. For hypercomplex data,
thereal-real and imaginary-real pointsfrom each respective hypercomplex data
point are used in the summation. In thismode, all information, including noise,
isaways positive; and the relationship between signa and noise islinear.

The av1 command isonly needed if mixed-mode display is desired. If the
parameter dmg 1 doesnot exist or isset to the null string, the display mode aong
thefirst 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 av1 isthe same asfor
traces provided that pmode="partial' or pmode="" (two single quotes
with no space between).

NMR Spectroscopy User Guide

av Set abs. value mode in directly detected dimension (C)
dmg1l Data display mode in 1st indirectly detected dimension (P)

Set abs. value mode in 2nd indirectly detected dimension (C)
av2

Selects absol ute-value spectra display mode for the second indirectly detected
dimension by setting the parameter dmg2 tothevalue 'av2'. If dmg2 does
not exist or is set to the null string, av2 creates dmg2 and setitequal to 'av2'.

In the absol ute-value display mode, al information, including noise, is positive;
and the rel ationship between signal and noiseislinear. Each real point in the
displayed traceis 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, thereal-real and imaginary-real pointsfrom 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 doesnot exist or is set to the null string, thedisplay mode aong
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 isthe same asfor
traces provided that pmode="partial' or pmode="'" (two single quotes
with no space between).

NMR Spectroscopy User Guide

av Set abs. value mode in directly detected dimension (C)
dmg2 Data display mode in 2nd indirectly detected dimension (P)

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, . .. isafinite set of numbers.

average isthe average of the numbers.
sd isthe standard deviation of the numbers.
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Examples:
See also:

awc

Description:

See also:

Related:

awcl

Description:

See also:

Related:

awc2

Description:

See also:

Related:

axis

Syntax:
Description:

Arguments:
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number arguments isthe number of numberl, number2,... arguments.
sum_numbers isthe sum of the numbers

sum_squares isthe sum of squares of the numbers.
averag(3.4,4.3,3.5,5.4):r1,r2

VnmrJ User Programming

Additive weighting const. in directly detected dimension (P)

Addsthe current value of awc to each value of theweighting function along the
directly detected dimension. This dimension is often referred to asthef,
dimension in 2D data sets, the f3 dimension in 3D data sets, and so forth. awc
isapplied after the sinebell and exponential function, but before the Gaussian
function. Thisallows using g £ 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 awc1 to each value of the weighting function along
thefirst indirectly detected dimension Thisdimensionisoften referred to asthe
f, dimension of a multidimensional data set. awc1 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.

NMR Spectroscopy User Guide
awc Additive weighting const. in directly detected dimension (P)
Additive weighting const. in 2nd indirectly detected dimension (P)

Adds the current value of awc?2 to each value of the weighting function along
the second indirectly detected dimension This dimension is often referred to as
the f, dimension of amultidimensional data set. awc2 is analogous to the
parameter awc. The value of awc2 can be set with wt i on the 2D
interferogram data.

NMR Spectroscopy User Guide

Additive weighting const. in directly detected dimension (P)
Interactive weighting (C)

awc
wti

Provide axis labels and scaling factors (C)
axis ('fn'|'fnl'|'fn2")
<:%axis label, $freq scaling, $scaling factors>

Displays or returns values of the axis labels and scaling factors to the calling
macro. See the macro 1 for an example of using this command.

"fn'|'£nl' | ' £n2" isthe Fourier number parameter for the axisof interest.
Saxis label istheaxislabel (e.g., ppm, kHz, cm, Of ppm (sc)).

$freq scalingisthedivisor neededto convert from unitsof Hztotheunits
defined by the ax i s parameter with any scaling. axis uses the current value
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Examples:

See also:
Related:

axis
Applicability:
Description:

Values:

See also:
Related:

A

of the ax 1 s parameter for that dimension and al so checksfor axisscaling using
the corresponding scalesw, scaleswl, OF scalesw?2 parameter.

$scaling factor isasecond scaling factor, determined solely by the
scaleswtypeof parameter. Thislast scaling factor isindependent of the value
of the axi s parameter.

axis('fn'")

axis('fnl') :s$lab, sfr,sscl

VnmrJ User Programming

axis Axislabel 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)

Axis label for displays and plots (P)
Certain argumentswork only if system has the proper hardware.
Specifies the units for the axis display and plot.

For 1D experiments, axis uses asingle 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 (f5), and the second letter describing the indirectly
detected axis (f1). Thusaxis="'ph' isappropriate for a homonuclear 2D-J
experiment, with a referenced ppm scale along the spectral axis and an axisin
Hz ('h') aongthe Jaxis. axis="pp' isappropriate for COSY or NOESY
experiments.

For 3D experiments, axis usesthreeletterswith the first letter describing the
detected spectral axis (f3), the second letter describing the first indirectly
detected axis (f4), and the third letter specifying the second indirectly detected
axis (fo).

The specid letter d isused to reference the indirectly detected axisto the parts
per million of the decoupler channel, as appropriate for heteronuclear chemical
shift correlation experiments, which would typicaly 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' iseffectively thesameasaxis="'pd"

"1 setsthe axislabel for units of ppm relative to the first decoupler.

'2 ' setsthe axislabel for units of ppm relative to the second decoupler.

'3 setsthe axislabel for units of ppm relative to the third decoupler.

"o setsthe axislabel for units of centimeters.

'd" setsthe axislabel for units of ppm relative to the first decoupler.
'h' setsthe axislabel for units of hertz.

'k ' setstheaxislabel for units of kilohertz.
'm' setsthe axislabel for units of millimeters.
'n' setsno axislabel display.

'p' setsthe axislabel for units of ppm relative to the observe transmitter.
'u' setsthe axislabel for units of micrometers.

NMR Spectroscopy User Guide

axis Provide axis label s and scaling factors (C)
axisf Axislabel for FID displays and plots (P)
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axisf
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Description:

Values:

See also:
Related:

dscale Display scale below spectrum or FID (C)
pscale Plot scale below spectrum or FID (C)

Axis label for FID displays and plots (P)

Specifies the units for the FID axis display and plot. To create the FID display
parameters axisf, dotflag, vpf, vpfi, crf,anddeltaf (if the
parameter set is older and lacks these parameters), enter addpar ('£id").

's' setsthe axislabel for units of seconds.
'm' setsthe axislabel for units of ms.

'u' setsthe axislabel for units of us.

'n' setsno axislabel display.

NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)
axis Axislabel 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
banner
bec
beepoff
beepon
bigendian
binom
bioref
bootup
box
boxes
bpa

br24

bs

bandinfo
Applicability:
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

banner

Syntax:
Description:
Arguments:

Shaped pulse information for calibration (M)
Display message with large characters (C)

1D and 2D baseline correction (C)

Turn beeper off (C)

Turn beeper on (C)

Determine system byte order (C)

Set up parameters for BINOM pulse sequence (M)
Bio-NMR Referencing (P)

Macro executed automatically (M)

Draw abox on aplotter or graphics display (C)
Draw boxes selected by the mark command (M)
Plot boxed parameters (M)

Set up parameters for BR24 pul se sequence (M)
Block size (P)

Shaped pulse information for calibration (M)
Information only useful on systems capable of shaped pulse generation.
bandinfo< (shape,width<,ref powers>)>:duration, power

Displays atable containing the duration and the predicted 90° pul se power
setting for the pul se shape and bandwidth given by the arguments. No parameter
settings are changed. The necessary datais contained in the shapeinfo file
inthe shapelib subdirectory.

If bandinfo isrun without arguments, prompts operator for input

shape isthe name of the shape. The default is system prompts for a name.
width isthe bandwidth, in Hz, desired for the pulse.

ref power isvaueof tpwr to whichpw90 isset. The default is 55 dB.
duration istheduration, in us, of the pulse.

power isthe predicted 90° pulse power setting.

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 (P)

Display message with large characters (C)
banner (message<, colors>)
Displaystext aslarge-size characters on the graphics windows.

message isthetext to bedisplayed. If thetext includesasingle quotation mark
("), it must be preceded by abackslash (\ ). Multiline displaysare available by
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Examples:

See also:

Description:

Syntax:

Description:

Arguments:

Examples:

Syntax:

Description:

inserting two backslashes (\ \) between lines. Any undefined characters are
displayed asa“bug” shape.

color isthecolor of text on acolor display: 'red!', 'yellow', 'green',
'cyan', 'blue’', 'magenta',and 'white'. Thedefaultis 'yellow'.
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 other
integral (those integrals that disappear when intmod="'partial') as
baseline and attempts to correct these pointsto zero.

1D baseline correction
bec< (n| 'unbe' <, nsubregions<, minpoints<, minregions>>>) >

Performsal1D baseline correction. The nonintegrated parts of the spectrum (i.e.,
every odd region between integral reset points, or the integral gapswith
intmod="'partial') aredivided into baseline subregions. The number of
baseline subregionsin each area are adjusted as possibl e, so that the subregions
aremoreor lessequal in size. Finally, the“ center of gravity” (midpointinxand
average of they valuesin the region) for each of the subregionsis calculated.

n isan integer from 1 to 20 for the baseline correction step. A polynomial of
the (n- 1)th order is calculated “through” the “baseline points’ using the
Chebychev |east-squares fitting algorithm, and that polynomial function is
subtracted from the spectrum. The coefficients of the polynomial are written
into thefile cureexp+' /be.out'. Thedefault is 1(asplinefit).

"unbc' isakeyword to make be read in the coefficients from the file written
by the previous bc operation and reverse that operation. Thisoption isonly
functional for polynomials with two or more coefficients performing baseline
correction operations on 1D spectra or individual 2D traces (i.e., baseline
corrections cannot be undone with the default spline correction).

nsubregion definesthe number of subregions (minimum 3, maximum 400).
By default, thetotal number of subregionsis20 (if fn<2048),40(if fn=2048
or fn=4096), or 80 (if £n>4096).

minpoints setsthe minimum number of data points required in an integral
gap for be to regard it as baseline. Use thisto exclude small, nonintegrated
areas between close signals. The defaultis £n/1000 (but at least 3).

minregion definesthe minimum number of subregions assigned to each
baseline area. The default is 1.

bc

bc (3)

be ('unbec!')

bc (1,200, 8, 2) givesaspline correction using 200 baseline subregions, a
gap of 8 data points betweentwo (even) integral regionsisregarded asbaseline,
and each baseline areais split into at least two subregions.

2D baseline correction

bc (trace direction<,num coeff><,trace starts>
<,trace_ end>)

2D baseline correction can be performed on three types of 2D data:
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Arguments:

Examples:

See also:

Related:

beepoff

Description:

See also:

Related:

beepon

Syntax:

Description:

See also:

Related:

bigendian

Syntax:

Description:
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e f2 spectra(trace direction='£2") after thefirst half of a2D FT
(wft1da).

e f2traces (trace direction='£2") after afull 2D FT (wft2da).
e fltraces(trace direction='£1") after afull 2D FT (wft2da).

trace direction specifiesthedirection, '£1' or '£2', dongwhich the
2D baseline correction is to take place.

num_coeff isthe number of coefficients, from 1 to 20, used in the fitting

procedure. The default value is 1, which gives a splinefit. A value of 2 givesa
linear baseline fit (a + bx), avalue of 3 gives aquadratic fit (a + bx + cx©), etc.
Themaximum value (20) gives a19th-order polynomial fit with 20 coefficients.
trace_start isthetrace number for the spectrum on which the 2D baseline
correction isto start. It must lie within the appropriate range or an error results.

trace_end isthetrace number for the spectrum on which the 2D baseline
correction isto end. It must lie within the appropriate range or an error results.
bc('f1")

bc('f2"',3)

bc('f2',3,10,60)

NMR Spectroscopy User Guide

dc Calculate spectrd 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

Turnson the beeper sound so that the user hears a sound when errors occur. The
default is the beeper isturned on.

User Programming
beepoff Turn beeper off (C)
Determine system byte order (C)
bigendian: $type

Thebigendian 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:
lifitisa“Big Endian” system.
Oifitisa“Little Endian” system.
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Description:
See also:

bioref
Applicability:
Syntax:

Description:

Examples:

Related:

bootup

Syntax:

Description:

Arguments:

See also:
Related:

box

Syntax:

Description:
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Thiscommand should rarely be used. Itsonly current useiswhen imaging .£df
filesare created. The .£4df file headers can specify whether the datais stored as
big or little endian.

Set up parameters for BINOM pulse sequence (M)
Sets up abinomial water suppression pulse sequence.
NMR Spectroscopy User Guide

Bio-NMR Referencing (P)
All
bioref='<y or n>'

Flag, global or local, for Bio-NMR Referencing. Setting the flag
(bioref="y") setsthe 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 as1°C and liquid NH5 for N,

Creatingbioref asalocal parameter (create ('bioref', 'flag')
creates alocal flag) permitsits use for a specific case. The parameter can be
created asaloca parameter and saved with astandard 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') — createsaglobal flag.
setenumeral ('bioref',2,'y','n', 'global') — setsthe
possible values of a string parameter in a parameter tree.

bioref="y"' setsreferencingto usenuctables/nuctabrefBio

create Create new parameter in a parameter tree (C)

Macro executed automatically (M)
bootup< (foreground) >

Executed automatically when VnmrJisstarted up. Thebootup macro displays
amessage, looksfor amacro login intheuser'slocal maclib directory and
executesit (if found), startsAcgstat and acgi (acgi isnot runif systemis
configured as a workstation), and then starts the menu system. This set of
actions can be modified on a per user basis by constructing custom bootup or
login macrosintheuser’'smaclib directory. A custom login macrois
preferred because al custom bootup macros are overridden whenever a new
VnmrJrelease isinstalled.

foreground isOif VnmrJisbeing runin the foreground or nonzero if being
run in the background. This argument is passed to the 1ogin macro.

User Programming

Interactive acquisition display process (C)
Bring up the acquisition status display (U)

acqgi
Acgstat

Draw a box on a plotter or graphics display (C)

box (<'keywords', >x1lmm,x2mm, ylmm, y2mm
<, 'nolimit'>)<:rl,r2>

Draws a box on aplotter or agraphics display.
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Arguments:

Examples:

See also:
Related:

boxes

Syntax:

Description:

Arguments:

Examples:

B

'keywords' identifiesthe output device (' graphics' | 'plotter'),
drawing mode (' xor' | 'normal '), and drawing capability
("newovly'|'ovly'|'ovlyC').

e 'graphics'|'plotter' isakeyword for the output device. The
defaultis 'plotter'. Theoutput selected is passed to subsequent pen,
move, of draw commands and remains active until a different output is
specified.

e 'xor','normal' isakeyword for the drawing mode when using the

'"graphics' output device. The defaultis 'normal'. Inthe ' xor
mode, if alineisdrawn such that one or more points of thelinearein
commonwith aprevious 'xor ' line, the common pointsare erased. Inthe
normal mode, the common pointsremain. The mode selected is passed to
subsequent pen, move, and draw commands and remains active until a
different mode is specified.

e 'newovly', 'ovly' and 'ovlyC' arekeywords that specify an
interactive drawing capability that is slightly slower than the ' xor ' mode
but more consistent in color. 'newovly' clearsany previous draws,
boxes, and writes made with the ' ov1y' modes and draws the figure.
'ovly' drawswithout clearing so that multi-segment figures can be
created. 'ovlyC' clearswithout drawing.

x1mm isthe |left edge of the box, x2mm isthe right edge, y1mm is the bottom,
and y2mm isthetop. Thelocation of the edgesare given in plotter units (mm on
most plots) and are scaled in mm for the graphics display. (If unitsarein Hz or
ppm, you can use the hzt omm command to convert units.)

'nolimit' alowsthe box to extend outside the limits determined by the
parameters sc, we, sc2, and we2.

r1, r2 return the location of the upper left corner of the box.

box('plotter',20,100,40,150)
box (25,105,45,155, 'nolimit') :rl,r2

NMR Spectroscopy User Guide

gin Return current mouse position and button values (C)
hztomm Convert positions from Hz or ppm to plotter units (C)
sc Start of chart (P)

sc2 Start of chart in second direction (P)

we Width of chart (P)

we2 Width of chart in second direction (P)

wemax M aximum 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
givenin Hz. The data to make the boxesis stored in themark2d. out file
produced by the mark command. If thereisno datainmark2d. out, abox is
drawn from the current cursor positions. The boxes command also numbers
the boxes above the upper left corner.

'graphics'| 'plotter' isakeyword to send output to the graphics
display or to the plotter, respectively. The default is 'graphics'.

boxes
boxes ('plotter!')
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See also:
Related:

bpa
Syntax:

Description:

Arguments:

See also:
Related:

br24
Applicability:
Description:

See also:
Related:

bs
Description:

CAUTION:

Values:
See also:
Related:
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mark Determine intensity of spectrum at apoint (C)

Plot boxed parameters (M)

bpa:$sc2 minimum

Plots a box around the entire chart (assuming blank paper) and then plots
“chemist-style” parametersin boxes along the lower edge of the chart. bpa is
the same as ppa, but with adifferent 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 returnsthe minimum valuefor sc2 to plot ascale properly. To
use the command pir, vp hasto be set to anon-zero value.

NMR Spectroscopy User Guide

apa Plot parameters automatically (M)

pap Plot out “all” parameters (C)

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)

Set up parameters for BR24 pulse sequence (M)
Systems with solids hardware.

Convertsa FLIPFLOP, MREV 8, or S2PUL parameter set into a BR24 solids
line-narrowing multiple-pulse sequence.

User Guide: Solid-Sate NMR

cylbr24 Set up parameters for cycled BR24 pul se sequence (M)
flipflop Set up parameters for FLIPFLOP pulse sequence (M)
mrevs Set up parameters for MREV 8 pulse sequence (M)
s2pul Set up standard two-pulse sequence (M)

Block size (P)

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.

1to 32767 transients, 'n'
NMR Spectroscopy User Guide

Specify action when bs transients accumulate (C)
When block size (P)

wbs
wbs
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C

cl3

cl3p
calcdim
calfa
calibflag
calibrate
callacq
capt
Carbon
cat

cattn

cd

cdc

cdept
cdump
celem
center
centersw
centerswl
centersw2
cexp

cf
cfpmult
change
checkstring
chiliConf
Cigar2j3j
cla

cla

clamp
cleanexp
clear
cleardosy
clfreq
clindex
clradd
color
combiplate
combishow
compressfid
config
confirm

Console
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Automated carbon acquisition (M)

Process 1D carbon spectra (M)

Calculate dimension of experiment (C)

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

Correct systematic errorsin DOSY experiments (P)

Start adialog for autocalibration routines (M)

Utility macro to call Acg 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)

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)

Calculate first-point multiplier for 2D experiments (M)
Submit a change sampl e 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)
Clear al line assignments (M)

Calculated transition number (P)

Calculated transition amplitude (P)

Remove old files and directories from an experiment (M)
Clear awindow (C)

Delete temporarily saved datain current sub experiment (M)
Calculated transition frequency (P)

Index of experimental frequency of atransition (P)

Clear add/subtract experiment (C)

Select plotting colors from a graphicd interface (M)

View acolor 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 changeit (M)
Confirm message using the mouse (C)

System console type (P)
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C

contact_ time

continueMovie

convert
convertbru
copy

cos

Cosy
cosyps

cp

cp

cpmgt2
cpos_cvt
cptmp

cpx

cgexp
cqfindz0
cggmap
cqginit
cgpars
cqgplot
cgprotocol
cgreset
cgsavestudy
cgwtmenu
cr

crl

cr2

crcom
create
createqgcomp
crf

crl

crll

crl2
crmode

crof2

cryo noisetest

cryoclient
ct

ctext
curexp
curscan
curwin
cutoff
cyclenoe

cylbr24
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MAS cross-polarization spin-lock contact time (M)
Continue movie in either forward or backward direction (C)
Convert data set from a V XR-style system (M,U)

Convert Bruker data (M,U)

Copy afile (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 afile (C)

Cycle phase (P)

Set up parameters for CPMGT 2 pul se sequence (M)
Convert data set from a V XR-style system (M,U)

Copy experiment data into experiment subfile (M)

Create pbox shape file (M)

L oad 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 parametersfor 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)

Create gcomp 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 cursorsin df, ds, or dconi programs (P)
Recalculate rof2 so that Ip = 0 (M)

Run Cold Probe conditioning experiments (M)

Start the CryoBay Monitor program (M, U)

Completed transients (P)

Clear the text of the current experiment (C)

Current experiment directory (P)

Scan currently in progress (P)

Current window (P)

Data truncation limit (P)

Set up parameters for CY CLENOE pulse sequence (M)
Set up parameters for cycled BR24 pul se sequence (M)
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cylmrev

cl3

Syntax:

Description:

Arguments:
Examples:

See also:

Related:

cl3p

Syntax:

Description:

See also:

Related:

calcdim

Syntax:

Set up parameters for cycled MREV 8 pulse sequence (M)
Clear integral reset points (C)

Automated carbon acquisition (M)
cl3< (solvent) >

Prepares parameters for automatically acquiring a standard B3¢ spectrum. The
parameter wexp issetto 'procplot ' for standard processing. If ¢13 isused
as the command for automation viathe enter command, the au is supplied
automatically and should not be entered on the MACRO line of theenter
program. However, it is possible to customize the standard ¢13 macro on the
MACRO line by following it with additional commands and parameters. For
example, c13 nt=1 usesthe standard c13 setup but with only one transient.

solvent isthe 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
iscalled by the proc1d 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 (i ntegrate macro if required only),
vertical scale adjustment (v=adj ¢ macro), avoiding excessive noise (noislm
macro), threshold adjustment (-hadj macro), and referencing to the TMS
signal if present (setref macrothen tmsref macro).

NMR Spectroscopy User Guide

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 TMSline (M)

vsadjc Adjust vertical scale for carbon spectra (M)

Calculate dimension of experiment (C)

calcdim
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Description:

See also:

Related:

calfa

Syntax:

Description:

See also:

Related:

calibflag

Syntax:
Description:
Values:

See also:

Related:

calibrate

Syntax:

Description:

callacg

Syntax:

Description:

Arguments:
Examples:

Calculatesthe dimension of an experiment and putstheresult into the parameter
arraydim. If an experiment isarrayed, arraydim isthe product of the size
of the arrays.

NMR Spectroscopy User Guide

arraydim Dimension of experiment (P)

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

Based uponthecurrent 21 £a and 1p values, calfa calculatesanew valuefor
alfa sothat the first-order phase parameter 1p isrendered approximately O.
When digital filtering isactive (dsp="r"' or dsp="'1i"), calfa also adjusts
rof2 aswell asalfa. For calfa towork properly, atrial spectrum must be
obtained and phased to pure absorption. This spectrum provides calfa with
thecurrent a1 £a and 1p values. cal fa pertainsto processing 2D data. Unless
1p isapproximately O, fpmu 1t 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 Ip = 0 (M)

dc Calculate spectrd 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 (M)
1lp First-order phasein directly detected dimension (P)
rof2 Receiver gating time following pulse (P)

Correct systematic errors in DOSY experiments (P)
calibflag

Corrects systematic errorsin 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 adialog for autocalibration routines.

Utility macro to call Acq command (M)
callacg(arg string)

Utility macro to construct astring to passto psg viathe Acg () command.This
macro should be used only by users with advanced knowledge. A well-
constructed argument string is required. The motivation for thismacro isto
make the 'go' macro re-entrant, while still synchronizing with V nmrJ.

arg string isacharacter string constructed from a macro.
callacg($callback)
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Related:

capt

Syntax:

Description:

Arguments:

Syntax:

See also:
Related:

Carbon

Description:

cat

Syntax:

Description:

Arguments:
Examples:

See also:
cattn

Applicability:
Description:

Values:
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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)

Automated carbon and APT acquisition (M)
capt< (solvent) >

Prepares parameters for automatically acquiring a standard 13C spectrum,
followed by an APT experiment. In non-automation mode, the carbon and APT
spectra are acquired in the experiment in which capt isentered. Following
acquisition compl etes, the commands rttmp ('C13') and

rttmp ('apt') canbeused for further processing of the carbon and APT
spectra, respectively.

solvent isname of the solvent used. In automation mode, the enter
program supplies name. In non-automation mode, the default is ' cdc13'.

capt au
capt ('dmso'")

NMR Spectroscopy User Guide

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)

Set up parameters for 13C experiment (M)
Set up parameters for B3¢ experiment

Display one or more text files in text window (C)
cat (filel<,file2,...>)

Displaysthe contents of oneor moretext fileson thetext window. It pausesafter
thewindow hasfilled and waitsfor the user to indicate whether it should display

more or should terminate.
filel,file2, ... arethenamesof thefilesto be displayed.

cat (' /vnmr/manual/cat')
cat ('/vnmr/manual/cat’', '/vnmr/manual/cattn’')

NMR Spectroscopy User Guide

Coarse attenuator type (P)
Systems with a coarse attenuator.

I dentifies the type of coarse attenuator if this attenuator is present on the current
rf channel. The value of cattn isset in the Spectrometer Configuration
window (opened by entering con £ 1g) using the label Coarse Attenuator.

0 for no coarse attenuator, asin the case with class C amplifiers (Not Present
choice in Spectrometer Configuration window).

79 for standard systems (79 dB choice in Spectrometer Configuration window).
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See also:

Related:

cd

Syntax:
Description:
Arguments:

Examples:

See also:

Related:

cdc

Syntax:

Description:

See also:

Related:

cdept

Syntax:

Description:

Arguments:
Examples:

See also:

Related:
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127 for imaging attenuator (63.5 dB SIS choice in Spectrometer Configuration
window).

63 for deuterium decoupler channel.
VnmrJ Installation and Administration

config Display current configuration and possibly changeit (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 isthenameof thedirectory that becomesthenew current working
directory. The changeis 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)
Cancel drift correction (C)

cde

Turns off the drift correction started by the dc command and resets the spectral
drift correction parameters 11 (level) and t 1t (tilt) to zero.

NMR Spectroscopy User Guide

dc Calculate spectrd drift correction (C)
dcg Drift correction group (P)
1vl Zero-order baseline correction (P)

tlt First-order baseline correction (P)

Automated carbon and DEPT acquisition (M)
cdept< (solvent) >

Prepares parameters for automatically acquiring a standard B3¢ 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 ('C13') and
rttmp ('dept') commandscan beused for further processing of the carbon
and DEPT spectra, respectively.

solvent isname of the solvent used. In automation mode, the ent e program
supplies name. In non-automation mode, the defaultis ' cdcl13'.

cdept au
cdept ('DMSO"')

NMR Spectroscopy User Guide

adept Automatic DEPT analysis and spectrum editing (C)
cl3 Automated carbon acquisition (M)
dept Prepare parameters for DEPT experiment (M)
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cdump

Syntax:

Description:

celem

Description:

See also:

Related:

center

Description:

See also:

Related:

centersw

Description:

enter Enter sample information for automation run (C)
rttmp Retrieve experiment subfile (M)

Prints the current graphics screen (M)
cdump (*filename’)

cdump takesthe current display and sendsit to the current printer. If an optional
filename ispassed asan argument, the current display will be saved in the
print subdirectory of the user's vanmrsys directory. This directory will be
created if is does not already exist. If the £i1lename passed to the cdump
macro is an absolute pathname, i.e., it startswith a'/' character, that pathname
will be used.

If the current display is saved as afile, the format of the fileis 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 FIDsin an experiment. When go or
auisentered, celemissetto 0. Aseach FID acquisitioniscompleted, celem
isupdated to reflect this. This parameter ismost 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 incrementsin 1st indirectly detected dimension (P)
wbs Specify action when bs transients accumul ate (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 wc?2
(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 afull screen (C)

fullt Set display limits for full screen with room for traces (C)
left Set display limitsfor 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)

we Width of chart (P)

we2 Width of chart in second direction (P)

Move cursor to center of spectrum (M)

Sets cursor position parameter cr in the directly detected dimension for the
center of the spectrum.
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See also:

Related:

centerswl

Description:

See also:

Related:

centersw2

Description:

See also:

Related:

cexp

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

cf

Description:

Values:
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centerswl Move cursor to center of spectrum in 1st indirect dimension (M)
centersw?2 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 1st indirect dimension (M)

Sets cursor position parameter c 1 inthefirst 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)

Setscursor position parameter cr2 inthe 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)

Create an experiment (M)
cexp (<experiment dir, >experiment number)

Creates an experiment as a temporary workspace that can hold a complete 1D,
2D, or 3D data set. Up to 9999 experiments can be created. Experiment 5 is
special because it isthe add-subtract experiment. cexp creates the appropriate
jexpxxx macro so that the newly created experiment can be joined.

experiment dir specifiesthe path of the directory in which the particular
experiment isto be created. If experiment dir isnot entered, the defaultis
the user directory specified by userdir.

experiment number specifiesthe number, from 1 to 9999, of the
experiment to be created.

cexp (3)

cexp('/data',2)

NMR Spectroscopy User Guide

delexp Delete an experiment (C)
jexp Join existing experiment (C)
userdir User directory (P)

Current FID (P)

Specifieswhich 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 nt number of data segments through explicit
acquisition, c £ indicates the c£th FID to use. For example, in the COSY-
NOESY experiment with n£=2, c£=1 would select the COSY part of the
experiment, and c£=2 would select the NOESY part.

1 through the value of parameter nf.
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See also:
Related:

cfpmult
Description:

See also:
Related:

change
Applicability:
Description:

See also:
Related:

checkstring

Syntax:

NMR Spectroscopy User Guide
nf Number of FIDs (P)

Calculate first-point multiplier for 2D experiments (M)

Calculatesan fpmul t value for the dataset, which isthen used by wft2da.
For 2D experiments, such as NOESY, run cfpmult on the transformed first
increment, prior to entering wf t 2da, to minimize “fo ridges’ in the fina 2D
spectrum. To do thismanually for a 2D dataset, enter fpmult=1.0 wft (1)
cdc inthe command line and note whether the spectrum (essentially the
baseline) moves up or down when dc istyped. Vary thevaue 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 valuesfor 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 t1 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 ismore suitable.

When processing 2D data, unless the parameter 1p is approximately 0,
fpmult affects both the dc offset and the curvature of the spectrum. See the
entriesfor a1 £a and calfa for more information.
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alfa Set alfa delay before acquisition (P)

calfa Recalculate alfa so that first-order phaseis zero (M)
crof2 Recalculate rof2 so that Ip = 0 (M)

dc Calculate spectrd drift correction (C)

fpmult First point multiplier for np FID data (P)

1p First-order phasein directly detected dimension (P)
wft2da Weight and Fourier transform phase-sensitive data (M)

Submit a change sample experiment to acquisition (M)
Systems with automatic sample changer.

Removes the sample currently in the probe and | oads the sample currently in
sample location 1oc. change runsin the acquisition computer and is
inoperativeif 1oc is0 and/or traymaxis'n' or 0. change aso setsall
hardware according to the current parameters.
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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
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Description:

chiliConf

Applicability:
Description:
Values:

Related:

Cigar2j3j

Syntax:

cla

Syntax:

Description:

See also:

Related:

cla

Description:

See also:

Related:
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checkstring isused panel to check and replace user-entered strings like
samplename, notebook, or page for Unix-unfriendly characters:

(b|ankspace) , o s xR (momy o] {u u} <" NS L $ &/
Datamay 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 afilename.

An error/warning message is issued and the respective character(s) is/are
replaced with an underscore, _. Multiple consecutive charactersare 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

E — enable PSG control of ECC
n — disable PSG control of ECC

ecc_on

Turns on eddy current compensation for Cold Probes (M)
ecc_off

Turns off eddy current compensation for Cold Probes (M)
Convert the parameter to a CIGAR2j3j experiment (M)
Convert the parameter to a CIGAR2]3j experiment.

Clear all line assignments (M)
cla

Clears the line assignment parameters c1 index and s 1 freqg 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)

clindex Index of experimental frequency of atransition (P)
slfreq Measured line frequencies (P)

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. Intheiterative mode, the c1a value of an assigned transition is
associated with an experimental frequency whose index isthe c1index value.

NMR Spectroscopy User Guide

clamp Calculated transition amplitude (P)

clfreq Calculated transition frequency (P)

clindex Index of experimental frequency of atransition (P)
sth Minimum intensity threshold (P)
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clamp

Description:

See also:
Related:

cleanexp

Syntax:

Description:
Arguments:
Examples:

See also:
Related:

clear

Syntax:

Description:

Arguments:

Examples:

See also:

cleardosy

Syntax:

Description:

See also:
Related:

01-999346-00 B 1207

Calculated transition amplitude (P)

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 d1a ('long') to display clamp.

NMR Spectroscopy User Guide

cla Calculated transition number (P)

clfreq Calculated transition frequency (P)

clindex Index of experimental frequency of atransition (P)
dla Display line assignments (C)

sth Minimum intensity threshold (P)

Remove old files and directories from an experiment (M)
cleanexp< (filel<,file2<,...>>)>

Removes experiment subfiles from chained experiments that exist in an
experiment directory. cleanexp only cleans the currently active experiment.

filel, file2, ... arespecific experiment subfilesto beremoved. If no
argument isgiven, al filesin curexp/subexp are removed.

cleanexp
cleanexp('H1', 'relayh')

NMR Spectroscopy User Guide

curexp Current experiment directory (P)
hccorr Automated proton, carbon, and HETCOR acquisition (M)
hcosy Automated proton and COSY acquisition (M)

Clear a window (C)
clear< (window_number) >

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).

window number isthe number (1 to 4) of the window to be cleared:
e 1 clearsthe status window (GraphOn only)
e 2 clearsthe graphics window
e 3 clearsthe input window (GraphOn only)
e 4 clearsthe text window (the default value).

clear
clear (2)

User Programming

Delete temporarily saved data in current sub experiment (M)
cleardosy

Deletes any copies of DOSY datatemporarily saved in the current sub
experiment.

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)
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C

clfreq

Description:

See also:

Related:

clindex

Description:

See also:

Related:

clradd

Description:
See also:

Related:

color

Description:

See also:

Related:

combiplate

Syntax:

Description:

See also:

Related:

combishow

Syntax:
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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 d1a todisplay clfreq.

NMR Spectroscopy User Guide

cla Calculated transition number (P)

clamp Calculated transition amplitude (P)

clindex Index of experimental frequency of atransition (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 cal culated transition for use
initerative spin simulation. Use 2 = = 1 gn to make the assignments. A val ue 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)

Clear add/subtract experiment (C)
Deletes the add/subtract experiment (exp5).
NMR Spectroscopy User Guide

add
sub

Add current FID to add/subtract experiment (C)
Subtract current FID from add/subtract experiment (C)

Select plotting colors from a graphical interface (M)

Displays awindow 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)
Set colors for graphics window and for plotters (C)

setcolor
View a color map for visual analysis of VAST microtiter plate (U)
(From UNIX) combiplate

Opens the Combi Plate window, which provides a map of microtiter plate,
allowing datato be viewed from individual sample wells. The window enables
viewing integral region intensities by colors and color densities.

NMR Spectroscopy User Guide

combishow
dlivast

Display regions asred, green, and blue in CombiPlate window (M)
Produce text file and process last wells (M)

Display regions (red, green, and blue) in CombiPlate window (M)

combishow (r,g,b)
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Description:

See also:
Related:

compressfid

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

config

Syntax:

Description:

C

Displaysintegral regions shown on the spectrum asred (), green (g), and blue
(b) in the CombiPlate window. CombiPlate reads the regions automatically. 1,
2, or 3integral 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 acolor map for visual analysis of VAST microtiter plate (U)
dlivast Produce text file and process last wells (M)

Compress double-precision FID data (M,U)

compressfid (<inFIDdir, >soutFIDdir)
(From UNIX) compressfid -i inFIDdir -o outFIDdir -f
(From UNIX) compressfid -e exp number -o outFIDdir -f

Compresses double-precision FID data to single-precision and updates the
parameter dp inthefileprocpar. compressfid canberunthroughamacro
interfacein VnmrJ or directly at the UNIX level. In entering FID directory
names, leave off the . £id directory extension.

inFIDdir isthe double-precision FID directory to be compressed. If
inFIDdir isnot entered, the default FID directory is curexp/acgfil.

outFIDdir istheFID directory to receive the output.

exp_number isthe number of the experiment that contains the FID data.
-1 gpecifiesthat the next argument is the input FID directory.

-o gpecifiesthat the next argument is the output FID directory.

-e gpecifiesthat the next argument is the number of the experiment that
containsthe FID data. The -e and the - i options are mutually exclusive.

-f gpecifiesthat any existing directory with the name out FIDdir.£id is
to be overwritten. Note that the macro interface always overwrites any
preexisting directory with the name specified by out FIDdir.fid.

compressfid('/vnmr/fidlib/fid1id’,
'testfidld') compressfid('testfidild"')
(From UNIX) compressfid -e 5 -o testfidild -f
(From UNIX) compressfid -i /vnmr/fidlib/fidild -o
testfidld -£

NMR Spectroscopy User Guide
dp Double precision (P)

Display current configuration and possibly change it (M)
config < ('display') >

Displaysthe current system configuration parametersin awindow (called the
Spectrometer Configuration window). The values of the configuration
parameters can be changed if conf ig isentered from the console without any
arguments and the user has write access to the directories /vnmr and /vnmr/
conpar. If so, the user can interactively make changes to the choicesin the
window.

If the user does not meet the conditions above, or if the VnmrJ administrator
entersthe command config ('display'), instead of theinteractive mode,
the user isrestricted to the display mode, where system information islisted in
the Process tab -> Text page.

If configisentered without any arguments, or if Utilities->System Settingsis
selected, the program checks if the user islogged in as the administrator. If so,
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it runsin interactive mode; if not, it runsin display mode. By entering
config('display"'), vhmrlcanrunin the display mode instead of
interactively.

In the interactive mode, a separate panel displays the options with the current
choi ce appearing to theright. Position the mouse over the choiceto be modified,
then use the left button to cycle through each choice or use the right button to
display amenu of al possible choices.

The Use Console Data button sets parameter values in the Spectrometer
Configuration window using information captured during console startup.

This button makes conf ig capture from the system all values shown in the
Spectrometer Configuration window except Sample Changer, Sample Changer
Serial Port, Rotor Synchronization, Frequency Overrange, and Upper Limit of
decoupler power. For the Gradients entry, conf ig recognizes the Performall
and Performall modules but not other gradients. For the VT Controller entry, if
VT isfound, config does not change the value set, and if VT is not found,
conf ig changesthe value to Not Present.

The EXIT, and SAVE button writes a new conpar configuration file before
leaving. The QUIT, no SAVE button terminates the session with no
modificationsto the conpar file, but remember that the parameters are always
set. These two buttons require use of the left button on the mouse. In the display
mode, the current choices are displayed in the text window.
To send output to the printer, enter the sequence of commands printon
config('display') printoff.
Commands for working with parameters (such as create, destroy,
exists and setvalue) havean option to select which parameter tree the
parameter isin. The systemglobal treeistheinterna namefor /vnmr/
conpar, and it can be used to search for, modify, or create a parameter in
conpar. But note that any changes made, either directly (e.g., by typing
vttype=0) or by using create and similar commands, only affect
parameters in memory. To permanently change parameters:

e For parametersin conf ig, enter the change in the Spectrometer

Configuration window and then quit using the Exit & Save button.

e For other parameters, after creating or changing the parameter, enter
fsave (' /vnmr/conpar', 'systemglobal').

Both methods, usually restricted to vnmr 1 only, overwrite conpar.

The Spectrometer Configuration labels listed below can be changed in the
interactive mode. For each label, the choices available and a short description
of the label is provided. Shown in parentheses is the associated parameter,
which you should refer to for further information.
e System Type: Spectrometer or Data Station. Sets the basic type of system
(system).
e Console: or Imager. Setsthetypeof system console(Console). Whengo,
au, or ga isentered, thevalue set iscopied to the current experiment asthe
console parameter (lowercase c).

e Proton Freguency: 085, 100, 200, 300, 400, 500, 600, 700, 750, 800, 900,
3T, and 4T. Sets the resonant frequency, in MHz or tesla, of Has
determined by magnet field strength (h1 £ req).

e Sample Changer: None, Carousel, SMS 50 Sample, SMS 100 Sample,
VAST, NMS, LC-NMR, 768 AS. Sets the type of sample changer. Set to
none if asample changer isnot present or isto be disabled (t raymax).

e Sample Changer Comm Port: Not Used, Port A, Port B, Ethernet. Setsthe
serial port used to connect the sample changer. Select Not Used if no
sample changer is present (smsport).
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e Shimset: Varian 13 Shims, Varian 14 Shims, Oxford 15 Shims, Oxford 18
Shims, Varian 18 Shims, Varian 20 Shims, Varian 23 Shims, Varian 26
Shims, Varian 28 Shims, Varian 29 Shims, Varian 35 Shims, Varian 40
Shims, Ultra 18 Shims, Ultra 39 Shims, and Whole Body Shims. Setstype
of shim setson system (shimset).

e Audio Filter Type: 100 kHz Elliptical, 100 kHz Butterworth 200 kHz
Butterworth, 500 kHz Elliptical. If the spectral width (sw) islessthan 100
kHz, setstype of audio filtersused (audiofilter).

e VT Controller: Not Present, Present. Sets whether a variable temperature
controller is present or not on the system (vt type).

e Maximum DMF: 9900, 32700, 2.0e6. Sets maximum frequency, in Hz, for
decoupler modulation (parmax [111).

e Max. Spectral Width: 100 kHz, 200 kHz, 500 kHz, 2 MHz, 5 MHz. Sets
maximum spectral width available to asystem (parmax [5]).

e AP Interface Type: Type 1, Type 2, Type 3, N/A. Setstype of AP bus
interface board in the system.

e Fifo Loop Size: 63, 1024, 2048. Sets size of FIFO loop, which depends on
the type of controller board in the system.

e Rotor Synchronization: Not Present, Present. Setswhether system supports
the solids rotor synchronization module (rotorsync).

e L ock Frequency: (frequency entered directly). Sets lock frequency of the
system. To observe NMR signals, thelock frequency value must be set
correctly (Lockfreq).

e |F Frequency: 10.5 MHz, 20.0 MHz.

e Number of RF Channels:. 1, 2, 3, 4, 5. Selects which rf channel islisted in
the Configure panel that appearsin the lower section of the Spectrometer
Configuration window (numr £ ch).

e Gradients: Not Present, Present. Setswhether system hasoptional gradients
for the X, Y, or Z axis. If present, the gradients are listed in the Configure
panel in lower section of Spectrometer Configuration window (Gradients
isnot associated with any parameter).

e Configure: RF Channel 1 (Obs), RF Channel 2 (Dec), RF Channel 3
(Dec2), RF Channel 4 (Dec 3), RF Channel 5 (Dec4), Gradients. Setswhich
labels appear in the Configure panel in lower section of Spectrometer
Configuration window (Configure is not associated with any parameter)

e Type of RF: U+ Direct Synthesis, U+ H1 Only, Direct Synthesis,
Broadband, Fixed Frequency, Deuterium Decoupler, SIS Modulator. Sets
type of frequency generation on the current rf channel (v ftype and
rfchtype).

e Synthesizer: Not Present, PTS 160, PTS 200, PTS 250, PTS, 320, PTS 500,
PTS 620, PTS 1000. Setstype of PTSfreguency synthesizer on the current
rf channel (ptsval).

e | atching: Not Present, Present. On systems equipped with aspecial version
of the PTSfrequency synthesi zer, sets how frequency values are sent on the
current rf channel (1atch).

e Frequency Overrange: Not Present, 10000 Hz, 100000 Hz. On systems
equipped with aspecia version of the PTS frequency synthesi zer, sets the
presence of asignal phase stability option on the current rf channel
(overrange).
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e Step Size: 0.1Hz,0.2Hz, 1 Hz, 100 Hz. Setsfrequency step size on current
rf channel. (parstep (7], parstep (8], parstep[16],
parastep[20]).

e Coarse Attenuator: Not Present, 63 dB, 79 dB, 63.5dB (SIS). Setsrange of

coarse attenuator if this attenuator is present on the current rf channel
(cattn).

e Upper Limit: (number entered directly). Sets upper limit of the coarse
attenuator if this attenuator is present on the current rf channel
(parmax [17], parmax [9],parmax [18], parmax [21]).

e Fine Attenuator: Not Present, Present. Sets whether afine attenuator is
present or not on the current rf channel (fattn).

e Waveform Generator: Not Present, Present. Sets whether awaveform
generator board is present or not on current rf channel (+ fwg).

e Type of Amplifier: Class C, Linear Full Band, Linear Low Band, Shared,
Linear Broadband. (Shared is fourth channel only.) Sets type of amplifier
on the current rf channel (amptype).

e X Axis, Y Axis, Z Axis: None, WFG + GCU, Performal, Performa
/111, Performa lI/111+WFG, Performa XY Z, Performa XY Z+WFG, SIS
(12 bit), Homospoil. On systems with gradients, sets type of gradient for
each axis. The valueis set separately for each axis (gradtype).

e Gradient Coil. Detects the gradient coil configuration file that defines the
current installed gradient coil (sysgcoil).

Arguments: 'display' isakeyword that the system administrator can use to make
config runin the display mode rather than the interactive mode.

Examples. config
config('display')

Seeadso: VnmrJ Installation and Administration

Related: amptype Amplifier type (P)
audiofilter  Audiofilter type (P)
cattn Coarse attenuator (P)
Console System console type (P)
fattn Fine attenuator (P)
fifolpsize FIFO loop size (P)
gradtype Gradientsfor X, Y, and Z axes (P)
hlfreqg Proton frequency of spectrometer (P)
latch Frequency synthesizer latching (P)
lockfreg Lock frequency (P)
numrfch 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

Syntax:

Description:

Arguments:

Examples:
See also:

Console

Description:

See also:
Related:

contact time
Applicability:
Description:

See also:
Related:

Confirm message using the mouse (C)
confirm(message) : response

Displaysadialog box with the specified message and two buttons: Confirm and
Cancel. Clicking on the buttons with the mouse produces a return value.

message isasingle-line muticharacter string to be shown in the dialog box.

response is1if the user clicks the left button of the mouse on the Confirm
button or presses the Return key; response is0if the user clicks the mouse
on the Cancel button.

confirm('Are you sure you want pw>100?') :S$Sresponse

User Programming

System console type (P)

A global parameter that sets the type of system console The valueisusually set
using the Console label in the Spectrometer Configuration window (opened
from config).

When go, au, or ga isentered, thevalue of the Console parameter iscopied
from the systemglobal parameter tree to the current experiment and named as
the console parameter (lowercase ¢). If console doesnot exist in an old
parameter set, rt viaf ixpar createsit and setsitto ' '. Both console and
Console aretype acquisition. Macros can use Console and console to
take conditional action based on spectrometer type.

VnmrJ Installation and Administration

au Submit experiment to acquisition and process data (M)
config Display current configuration and possibly changeit (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)

MAS cross-polarization spin-lock contact time (M)
Systems with solids module.

Processes data obtained using an array of valuesfor a pul se-length parameter. It
runsthe UNIX program expf i t, which does an exponential curve fitting that
determines the value of Tch and T1rho The output is matched to the equation

| = [0- (0 - S inf)*exp(-T/Tch))*exp(-T/Tlrho)) + S inf

where Tch is the time constant of a spin-locked cross-polarization process, and
T1rho isrelaxation time of ~ C polarization in the proton rotating field.

Therequired input isfile fp.out from the program £ p and the values of the
arrayed parameter. The output table isfile analyze.1list inthecurrent
experiment. Thefileanalyze. out isused by theexpl to display theresults.

User Guide: Solid-Sate NMR

expfit L east-squares fit to polynomial or exponential curve (U)
expl Display polynomial/exponential curves (C)
fp Find peak heights (C)

continueMovie Continue movie in either forward or backward direction (C)

Syntax:

continueMovie (rate)
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Description:

Arguments:
See also:

convert

Syntax:

Description:

Arguments:
See also:

Related:

convertbru

Syntax:

Description:

104

Like startMovie, but can continueMovie can play amovie 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]=1o0r -1.

aipMovieRate, or anumber for therate

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 V XR-style system (VXR, XL, or Gemini) to the
format used in software. Themacro convert loadsthedatafrom VxR file
into the current experiment and converts it to the new format. The UNIX
command cpos cvt writesthe converted datain a subdirectory of the current
working directory, using the original name of the data set.

VXR_file isthename of aVXR-stylefileto be converted to VnmrJ style
NMR Spectroscopy User Guide

Convert data set from a VX R-style system (C,U)
Decompose a VXR-style directory (C)

cpos_cvt
decomp

Convert Bruker data (M,U)

(From UNIX) convertbru file <optionss
convertbru(file<,optionss>)

A C-language program for converting 32-bit Bruker AMX data and 24- and 32-
bit Bruker AM datainto a 32-bit format compatible with the Varian sread
program. After converting the Bruker data into the new format, the converted
data can beread into VnmrJusing s read and can then be processed normally.
Theparametersproc and proc1 are set appropriately by sread, sothat wt t
or wft2da correctly processes the data.

Bruker AM parametersare converted to Varian parametersas shownin thetable
“AM Parameter Conversion.” Bruker parameter namesthat 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. Parametersproc and proc1 are
setto 'rft ' for all spectra(assuming TPPI datain both dimensions).

AM Parameter Conversion

Command and Parameter Reference for VnmrJ 2.2C

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 swi=1/id

ds ss sfol sfrg=sfol+ol
sw sw sfo2 dfrg=sfo2+o2
experiments done ni p# p#

ol tof d# d#

o2 dof s# s#

rd (or d1 if rd=0) rd ro spin

pw (or po if pw=0) pw rg gain
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Arguments:

Bruker Varian Bruker Varian
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 namesif the name doesn't conflict with the name of aVarian
parameter. Arrayed Bruker parameterslike P and D are converted to the names
P# and D#, where # is the index into the array.

Because sread islimited to 8-character parameter names, the parameters
routwdl# and routwd2# are converted to rtwdil#and rtwd2#.

The parameter proc issetto ' £t ' when the Bruker parameter ag mod is 1,
andprocissetto 'rft' whenag modis2. proclisawayssettorft,
assuming TPPl in t1.

If thereisafilenamed info inthe directory with the Bruker data, itisreadin
and put into the text file for the converted data set.

AMX Parameter Conversion

Bruker Varian Bruker Varian

ns (fromacqu) nt te temp=te-273
ns (from acqus) ct sfol sfrg=sfol
td (from acqus) np sfo2 dfrg=sfo2
td (fromacqu2s) ni ol tof

sw_h sw 02 dof

sw_h dw=1.0e6/sw ro spin

sw_h (from swl rg gain
acqu2s)

fw fh=1.1*sw/2 date date

ds ss date time

rd (ordlif rd=0) rd nucleus tn

de de decnuc dn

pw (orpo if pw=0) pw pulprog pslabel
pl pw90 pulprog seqgfil

file istheinput file name. For AMX data, £ile should be the name of the
directory that containsthe acqus, acqu2s, and £id or ser files. For AM
data, £i1e should be the name of the file containing the AM data. Thefile
argument is not required to havea .bru extension, butif it does, the .bru
extension isremoved before creating the output file. Unlessthe —c£11e 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 aslong as £i1le comes first (options are usually not necessary, but
can be used to override the default actions of convertbru):
e —bam or -bamx specifieswhether inputis AM or AMX data. The
default is determined from name of the input file given.

e —cfile specifiesthat the output fileisgiventhenamespecifiedby file
and is written with . cv appended to the name

01-999346-00 B 1207 Command and Parameter Reference for VamrJ 2.2C 105



106

e —dxxx, wherexxx isthedecoupler frequency (it must be aval ue between
10.0 and 640.0 MHZz). The default is to read from data set.

e —f gpecifiesthat old output file is to be overwritten. The default is to not
overwrite old files.

e —olsb or -omsb specifieswhether the data has the least- or most-
significant bytefirst. For AM data, the default is determined from data set.
For AMX data, the default is -olsb.

e —pxxx, Where xxx isthe number of 24- or 32-bit words to skip before
converting data. Thisoption isfor use with —t option to skip the header in
AM datawithout converting it. Typical header sizes are 216 or 256 words.
The default is 0.

e —s30r —-s4 specifiesif AM datais 24-bit (3-byte) or 32-bit (4-byte). All
AMX datais 32-bit. The default is determined from the data set.
e —tall, -thdr, or-tdata specifieswhether convertbru should

convert the header and the data, just the header, or just the data. The default
is-tall.

Examples: Convert AM datafrom aUNIX shell (in al these examples, the file nameis

arbitrarily named br data):

e convertbru br data determinesthefile format and convertsthe
header and datain thefilebr data.

e convertbru br data -d250.0 -cout determinesthefileformat,
convertsthe header and datainthebr data, setsthedecoupler frequency
to 250.0 MHz, and writes to an output file named out . cv inthe current
working directory.

e convertbru br data -thdr determinesfileformat and converts
only the header inthefilebr data.

e convertbru br data -tdata -p256 -s3 -omsb convertsonly
thedatainbr data after skipping the 256-word header. The datais
converted assuming it is 24-bit AM data words with the most-significant

bytefirst.
Convert AM data from VnmrJ:
® convertbru('br data','-tdata','-p256','-83"',

'-omsb') convertsonly thedatain br data after skipping the 256-
word header. The datais converted assuming it is 24-bit AM data words
with the most-significant byte first.

Convert AMX datafrom a UNIX shell:

e convertbru br data -f convertsacqus and acqu2s filesto
ASCII, if needed, and then converts data and overwrites the existing
br data.cvfile

Convert AMX datafrom VnmrJ:

e convertbru('br data','-f') convertsacqus andacqu2sfiles
to ASCII, if needed, and then converts data and overwrites the existing
br data.cvfile

® convertbru('br data','-c/home/vnmrl/bdata/datal')
convertsacqus and acqu2s filesto ASCII, if needed, and then converts
the data and writesit to /home /vnmrl/bdata/datal.cv.

Seealso: NMR Spectroscopy User Guide
Related: readbrutape Read Bruker datafilesfrom 9-track tape (U)
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copy
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

cos

Syntax:
Description:
Arguments:

Examples:

See also:
Related:

Cosy
Description:

See also:

Related:

cosyps

Description:

See also:

Related:
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Read converted datainto VnmrJ (C)
Weight and Fourier transform phase-sensitive data (M)

sread
wft2da

Copy afile (C)
copy(<'-r',>from file,to file)<:Sres>

Makes a copy of afile and isidentical to the cp command. All arguments are
passed. Command will abort with no return valueif anillegal file nameisused.

'—r' — keyword requesting arecursive copy (i.e., copy adirectory).
from file — name of thefile (or directory if '—r' used) to be copied.

to_ file — name of the copy of thefile (or directory). If the from file
argument hasan extension (e.g., .£id), besuretheto file argument hasthe
same extension.

: Sres — variable to hold the result of the copy process.
lisreturned if the copy is successful.
O isreturned if the copy failed.

copy('-r','/home/vnmrl/vnmrsys/seqlib', ' /vnmr/
seqglib")

copy (' /home/vnmrl/vnmrsys/seqlib/d2pul', \
' /vnmr/seqlib/d2pul ')

NMR Spectroscopy User Guide
cp Copy afile (C)

Find cosine value of an angle (C)
cos (angle) <:n>

Finds the cosine of an angle.

angle istheangle, giveninradians.

n isthe return value with the cosine of angle. The default isto display the
cosine value in the status window.

cos (.5)
cos(val) :cos_val

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 pul se 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)
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cp

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

cp

Description:

Values:

See also:

Related:

cpmgt2

Description:
See also:

Related:

cpos_cvt

Syntax:

Description:
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Set up parameters for double-quantum filtered COSY (M)
Set up parameters for RELAYH pulse sequence (M)

Dgcosy
relayh

Copy afile (C)
cp(<'—=r',>from file,to file)<:S$Sres>

Makesacopy of afileandisidentical to the copy command. All argumentsare
passed. Command will abort with no return value if an illegal file nameis used.

'—r' isakeyword requesting arecursive copy (i.e., copy adirectory).
from_ file isthe name of thefile (or directory if '-r' used) to be copied.

to_fileisthenameof thecopy of thefile (or directory). If the from file
argument has an extension (e.g., . £id), besurethe to file argument has
the same extension.

: Sres variable to hold the result of the copy process.
lisreturned if the copy is successfully
O isreturned if the copy failed

cp ('/home/vnmrl/vnmrsys/seqlib/d2pul’, \
' /vnmr/seqlib/d2pul!')
cp('-r','/home/vnmrl/vnmrsys/seqlib', ' /vonmr/seqlib')

NMR Spectroscopy User Guide

copy Copy afile (C)

Cycle phase (P)

Setsthe values that real-time variable oph is calculated as, either 0,1,2,3
(cp='y")or0(cp="n"). Theonly circumstance where setting cp='n"
may be useful is when displaying an FID with acqi. If thereis an imbalance
between the two receiver channels, the FID displayed for acgi may show
alternating dc levels. The standard £ macro that prepares parameters for the
FID display in acqi automatically handles thisissue.

'y ' makes oph calculate as 0,1,2,3; thisisthe typical value.
'n' makesoph 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)

Set up parameters for CPMGT2 pulse sequence (M)

Macro to set up a CPMGT2 (Carr-Purcell Meiboom-Gill T2) 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 V XR-style system (Gemini, VXR, or XL) to the
format used in VnmrJ software. cpos_ cvt writes the converted datain a
subdirectory of the current working directory, using the original name of the
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Arguments:

Related:

cptmp

Syntax:

Description:

Arguments:

Examples:

Related:

cpx

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

cgexp

Applicability:
Description:

Syntax:

Examples:

01-999346-00 B 1207

data set. The command convert loadsthe datafrom VXR file into the
current experiment and convertsit to the new format.

VXR_file isthefile namein the VXR-style format to be converted to the
VnmrJ style.

convert Convert data set from a VX R-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 isthe name of the subfile to receive the data. The default isto take the
name from the transmitter nucleus (if segfil="s2pul') or to usethe pulse
sequence name.

cptmp
cptmp ('cosy"')

curexp Current experiment directory (P)

rttmp Retrieve experiment data from experiment subfile (M)
seqfil Pulse sequence name (P)

svtmp M ove experiment data into experiment subfile (M)

Create pbox shape file (M)
cpx< (ref pw90,ref pwr)> or cpx<('g')>

CallsUNIX command Pbox, which generates the specified pulse shape or
decoupling/spin locking pattern, as defined by the shapelib/Pbox.inp
file.

ref pw90 isthereference 90° pulse width
ref pwr isthereference power level.

'g' isakeyword that isrequired only when generating gradient shapes and if
thefile type is not specified otherwise.

cpx
cpx('g')

cpx (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.
cgexp (experiment <, apptypes)

Thefirst argument is the experiment name, and the second argument isthe
apptype. If the apptype is not specified, the previous apptype is used.

cgexp ('Proton', 'stdld')
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Related:

cgfindz0
Applicability:
Description:

Related:

cggmap
Applicability:
Description:

Related:

cginit
Applicability:
Description:

Related:

cgpars
Applicability:
Description:
See also:
Related:

cgplot

Applicability:
Description:

Related:

cgprotocol

Applicability:

apptype Application type (P)
execpars Set up the exec parameters (M)

Run an experiment to find the value of z0 (M)

Liquids

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 Ik Hz per DAC to set the

valuein the probe file. The macro may be accessed through the Find z 0 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.
gmapshim Run gradient autoshimming, set parameters, map shims (M)
Initialize liquids study queue (M)
Liquids

Initializes the liquids study queue.

cgreset Reset study queue parameters (M)
sgfilemenu Study queue file menu commands (M)

Create study queue parameters for liquids (M)

Liquids
A macro to create study queue parameters for the Walkup interface.
VnmrJ Walkup

fixpar Correct parameter characteristicsin 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)
plot2D Plot results of 2D peak picking (C)
plt2Darg Plot 2D arguments (P)

Macro to create protocols (M)
Liquids
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Description:

cgreset
Applicability:
Description:

Related:

cgsavestudy
Applicability:
Description:

Related:

cgwtmenu
Applicability:
Description:

cr

Description:

See also:
Related:

crl

Description:

See also:
Related:

A macro to create protocolsfor 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 parametersin 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)
xmendqg End a chained study queue (M)

Macro to set weighting functions from a panel (M)
Liquids, Imaging

A macro to set weighting functions from apanel. It isused for both 1D and 2D
weighting parameters. Called by processing parameter panels.

Cursor position in directly detected dimension (P)

Containsthe current cursor position. The 1 macro uses cr to set thereference
line.

NMR Spectroscopy User Guide

centersw Move cursor to center of spectrum (M)

crf Current time-domain cursor position (P)

crl Clear ref. linein 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 ¢+ parameter except that cxr1 appliesto the first
indirectly detected dimension of amultidimensional data set. The 11 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. linein 1st indirectly detected dimension (M)
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C

cr2

Description:

See also:

Related:

crcom

Syntax:

Description:

Arguments:

Examples:

See also:

create

Syntax:

Description:

Arguments:

Cursor position in 2nd indirectly detected dimension (P)

Contains the current cursor position along the second indirectly detected
dimension. Analogous to the ¢+ parameter except that cr2 appliesto the
second indirectly detected dimension of amultidimensiona data set. The r12
macro uses cr2 to set the reference line along this dimension.

NMR Spectroscopy User Guide

centersw?2 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. linein 2nd indirectly detected dimension (M)

Create user macro without using text editor (M)
crcom(file,actions)

Creates amacro file in the user’s macro library (mac1ib) with the contents
giveninthe actions argument.

file isthefile name of the user macro to be created. If a macro of the same
name aready exists, the user is asked whether or not to overwriteit.

actions isastring containing the actions making up the user macro. The
string cannot include a carriage return. If asingle quote is needed within the
string, it must be preceded by a backslash (see second example below).
crcom('plot', 'pl pscale pap page')

crcom('lds', 'load=\"'y\' su load=\'n\'")

User Programming

Create new parameter in a parameter tree (C)
create (parameter<, type<,tree>>)

Creates a parameter in one of the parameter trees. A parameter treeisa UNIX
file containing the attributes of parameters as formatted text. Refer to the
command paramvi for adescription of the file contents.

parameter isthe name of the parameter to be created.

type isthetype of valuesin the parameter to be created and can be one of the
following values (default is ' real'):

e 'real'isavalue with no limits on range and can be positive or negative.

e 'string' isavalue 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
intmodare'off', 'partial',and'full'. Therefore, intmod can
be set only to one of these three string values, such as intmod="'full".

e 'delay' isavauefrom 0to 8190, in unit of seconds.
e 'frequency' isapositive real number value.

e 'flag',like 'string', isavaue 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
valuesof dnmare 'c','f','g', 'm', 'p', 'r', 'u', 'w',and 'x'.
Therefore, dmm can only be set to a combinations of these nine characters,
suchasdmm="'ccw'. If enumerated valuesarenot set, the ' string' and

'flag' typesareidentical.

e 'pulse’ isavaluefrom 0to 8190, in units of us.
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e 'integer' isavalue composed of integers(0,1,2,3, ...).

C

tree isoneof thefollowing types of parameter trees (defaultis ' current '):
e 'current' containsparametersthat are adjusted to set up an experiment.

The parameters are from thefile curpar in the current experiment.

e 'global' containsuser-specific parametersfromthefileglobal inthe
vamrsys 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.

e 'systemglobal' containsinstrument-specific parametersfrom thetext
file /vnmr/conpar. Most of these parameters are defined using the
config program. All usershavethesame systemglobal tree. Note
that conpar is not written out when you exit; the only time conpar is
ever modified is by the con £ 1 g program. Thus, any changes you make to

conpar using create (or destroy, setvalue, €tc.) 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',
create('c',

'string')
'real', 'global')

Seealso: User Programming

Related: destroy
display
fread
fsave
paramvi
prune
setenumeral
setgroup
setprotect

Destroy a parameter (C)

Display parameters and their attributes (C)

Read parameters from file and |oad them into atree (C)
Save parameters from atree to afile (C)

Edit a parameter and its attributes using vi text editor (M)
Prune extra parameters from current tree (C)

Set values of astring variablein atree (C)

Set group of aparameter in atree (C)

Set protection mode of a parameter (C)

createqgcomp Create qcomp parameter (M)
Applicability: Systems with Varian, Inc. Cold Probes

Description: Macroto 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 cr £ and the other FID

display parameters axisf, dotflag, vpf, vpfi,anddeltaf (if the

parameter set is older and lacks these parameters), enter addpar (' £1d').

Values: Number, in seconds.
Seealso: NMR Spectroscopy User Guide

Related: addpar
crll
deltaf
fidpar
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Add selected parameters to the current experiment (M)
Clear ref. linein 1st indirectly detected dimension (C)
Difference of two time cursors (P)

Add parameters for FID display in current experiment (M)

Command and Parameter Reference for VnmrJ 2.2C
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C

crl

Description:

See also:

Related:

crll

crl2

Description:

See also:

Related:

Description:

See also:

Related:

crmode
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Description:

Values:
See also:

Related:

Clear reference line in directly detected dimension (M)

Clears frequency referencing along the directly detected dimension by setting
the reference parameters £ 1 and » £p to zero. cr1 also resets the referencing
parameters refpos and ref frq.

NMR Spectroscopy User Guide

crll Clear ref. linein 1st indirectly detected dimension (C)
crl2 Clear ref. linein 2nd indirectly detected dimension (C)
rl Set ref. linein 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)

Clear reference line in 1st indirectly detected dimension (M)

Clears frequency referencing along the first indirectly detected dimension by
setting the reference parameters r£11 and r£p1 to zero. crl1l also resetsthe
referencing parameters refpos1 and ref frgl.

NMR Spectroscopy User Guide

crl Clear ref. linein directly detected dimension (C)

rll Set ref. linein 1st indirectly detected dimension (M)
reffrgl Ref. frequency of reference linein 1st indirect dimension (P)
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 (P)

Clear reference line in 2nd indirectly detected dimension (M)

Clearsfrequency referencing along the second indirectly detected dimension by
setting the reference parameters r£12 and r£p2 to zero. cr12 also resetsthe
referencing parameters refpos2 and ref frg2.

NMR Spectroscopy User Guide

crl Clear ref. linein directly detected dimension (C)

rl2 Set ref. linein 2nd indirectly detected dimension (M)
reffrg2 Ref. frequency of reference linein 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 cursorsinthe df, ds, or
dconi interactivedisplay programs. crmode ismostly used by programmable
menus to determine the status of the cursors. It is stored in the file vimrsys/
global.

'b' signifiesthe box mode, ' ¢ ' signifies the cursor mode.
User Programming

dconi Interactive 2D data display (C)
af Display asingle FID (C)
ds Display a spectrum (C)
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crof2
Syntax:
Description:

Arguments:

Related:

Recalculate rof2 so that Ip = 0 (M)
crof2<(alfa) >

Recalculates anew valuefor rof2 (receiver gating time following a pulse)
based upon the current rof 2 and 1p (first-order phase) values, sothat 1p is
rendered approximately 0. For crof2 to work properly, atrial spectrum must
be obtained and phased to pure absorption. This spectrum provides the current
rof2 and 1p valuesfor crof2. Thevaueof the a1 fa delay isleft constant,
provided rof 2 does not becomelessthan 1 us.

crof2 pertainsto processing 2D data. Unless 1p isapproximately O, fpmult
affects both the dc offset and the curvature of the spectrum.

alfa specifiesavaluefor the a1 fa delay before acquisition.

alfa Set alfa delay before acquisition (P)
cfpmult Calculatefirst point multiplier for 2D experiments (P)
fpmult First point multiplier for np FID data (P)

1lp First-order phase aong 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:

ct
Description:

See also:
Related:

ctext

Description:
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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 atime 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 programis a
CORBA client that requires an active CORBA server running on the CryoBay
PC.

Cryogenic Systems I nstallation and Operation

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.

Thevalue of ct isdisplayed 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 alwaysindicates 0 until the end of the acquisition.

NMR Spectroscopy User Guide
dg Display parameters of acquisition/processing group (C)
Clear the text of the current experiment (C)

Clears the text from the current experiment text file (ablock of text that may be
used to describe the sample and experiment).
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See also:

Related:

curexp

Description:

See also:

Related:

curscan

Applicability:
Description:

See also:

Related:

curwin

Description:

See also:

Related:

cutoff

Description:

Values:
See also:

Related:
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atext
text

Append string to the current experiment text (M)
Display text or set new text for current experiment (C)

Current experiment directory (P)

Containsthefull 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” iscurrently in progress. If curscan does not
exist, the par1lc macro can createit.

NMR Spectroscopy User Guide
parlc Create LC-NMR parameters (M)
Current window (P)

An arrayed global parameter. Thefirst valueisthe index of the sel ected 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)

Data truncation limit (P)

Definesthe distance above and below the current vertical position vp at which
spectraand integrals are truncated. By arraying cutof £ to have two different
values, the truncation limits above and below the current vertical position can
be controlled independently (e.g., cutof£=50 truncates data at vp+50 mm
and vp-50 mm, and cutof£=50, 10 truncatesdata at vp+50 mm and
vp-10 mm). cutoff="n" disablesthe action of cutoff.

cutoff isnot 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 p1 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)
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cyclenoe

Applicability:

Description:

cylbr24

Applicability:
Description:

See also:

Related:

cylmrev

Applicability:
Description:

See also:

Related:

cz

Syntax:
Description:
Arguments:

Examples:

See also:

Related

01-999346-00 B 1207

C

Set up parameters for CYCLENOE pulse sequence (M)

Systemsin which the observe channel is equipped with direct synthesisrf 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 prepul se for solids
multiple-pulse line narrowing.

User Guide: Solid-State NMR
br24 Set up parameters for BR24 pul se sequence (M)
Set up parameters for cycled MREV8 pulse sequence (M)
Systems with a solids module.

Sets up a MREV 8 sequence with quadrature detection and prepul se for solids
multiple-pulse line narrowing.

User Guide: Solid-State NMR
mrevs Set up parameters for MREV 8 pulse sequence (M)
Clear integral reset points (C)

cz< (frequencyl, frequency2, ...) >

Removes currently defined integral reset points.

frequencyl, frequency?2, . .. arereset points corresponding to
specified frequencies to be removed. The default is remove all reset points.

cz
cz (800,600,250,60)

NMR Spectroscopy User Guide

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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D

do

d1i

d2

d2pul

ds3

d4
DAC_to G

da

daslp

date

daxis
Dbppste
Dbppsteinept
dbsetup
dbupdate
dc

dc2d

dcg

dcon

dconi
dconi
dconn
dcrmv

ddf

ddff

ddfp

ddif

ddrcr
ddrpm
ddrtc

dds

dds seqgfil
debug
decasynctype
deccwarnings
decomp

def osfilt
defaultdir
delcom
delete
delexp
deletenucleus

dels
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Overhead delay between FIDs (P)

First delay (P)

Incremented delay in 1st indirectly detected dimension (P)
Set up parameters for D2PUL pul se sequence (M)
Incremented delay for 2nd indirectly detected dimension (P)
Incremented delay for 3rd indirectly detected dimension (P)
Store gradient calibration value in DOSY sequences (P)
Display acquisition parameter arrays (C)

Increment for t1 dependent first-order phase correction (P)
Date (P)

Display horizontal LC axis (M)

Set up parameters for Dbppste pulse sequence (M)

Set up parameters for Dbppsteinept pulse sequence (M)
Set up VnmrJ database (U)

Update the VnmrJ database (U)

Calculate spectrd drift correction (C)

Apply drift correction to 2D spectra (C)

Drift correction group (P)

Display non interactive color intensity map (C)
Interactive 2D data display (C)

Control display selection for the dconi program (P)
Display color intensity map without screen erase (C)
Remove dc offsets from FIDs in specia cases (P)
Display datafilein current experiment (C)

Display FID filein current experiment (C)

Display phasefile in current experiment (C)

Synthesize and show DOSY plot (C)

Direct digital receiver coefficient ratio (P)

Set ddr precession mode (P)

Set ddr time constant (P)

Default display (M)

Sequence-specific default display (M)

Trace order of macro and command execution (C)
Select the type of decoupler asynchronous mode (P)
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 afile, parameter directory, or FID directory (C)
Delete an experiment (M)

Removes nucleus entry to probe file (M)

Delete spectrafrom T, or T, analysis (C)

Command and Parameter Reference for VnmrJ 2.2C
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D

delta
deltal
delta2
deltaf
Dept
deptgl
deptproc
destroy
destroygroup
df

df2d

dfid
dfmode
dfrqg
dfrqg2
dfrqg3
dfrqg4

dfs

dfsa
dfsan
dfsh
dfshn
dfsn
dfww

dg

dg

dgl

dgl

dg2

dg2

dga
DgcsteSL
Dgcstecosy
Dgcstehmgc
dglc

dglc

dglp

dgs

dgs

dhp
dialog
diffparams
diffshims
digfilt
dir
display
dla

Cursor difference in directly detected dimension (P)
Cursor differencein 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 pul se sequence (M)
Process array of DEPT spectra (M)

Destroy a parameter (C)

Destroy parameters of agroup in atree (C)

Display asingle FID (C)

Display FIDs of 2D experiment (C)

Display asingle FID (C)

Current state of display of imaginary part of aFID (P)
Transmitter frequency of first decoupler (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 FIDsin whitewash mode (C)

Display group of acquisition/processing parameters (C)
Control dg parameter group display (P)

Display group of display parameters (M)

Control dgl 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 pul se 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)
Display adialog box from amacro (C)

Report differences between two parameter sets (U)
Compare two sets of shims (M,U)
Write digitally filtered FIDs to another experiment (M)
List filesin directory (C)

Display parameters and their attributes (C)

Display spin simulation parameter arrays (M)
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dlalong
dli
dlivast
dll
dlni
dlp

dn2

dn3

dn4

dndfid
dndjoin
dndpar
dndshims
dnode
doautodialog
dodialog
dof

dof2

dof3

dof4
Doneshot
dopardialog
do pcss
dosy

dosy2d
dosyfrqg

01-999346-00 B 1207

Long display of spin smulation parameter arrays (C)
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)
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)
Nucleusfor 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 awork space from the locator (M)

Retrieve a parameter set from the locator (M)

Retrieve a shimset set from the locator (M)

Display list of valid limNET nodes (M,U)

Start adialog window using de £ file (M)

Start adialog window withdialoglib 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 pul se sequence (M)

Start adialogwithdialoglib/experiment def file (M)
Calculate proton chemica shifts spectrum (C)

Process DOSY experiments (M)

Apptype macro for dosy 2D experiments (M)

Larmor frequency of phase encoded nucleusin DOSY (P)
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D

dosygamma

dosytimecubed

dotl
dotflag
downsamp
dp
dpcon
dpconn
dpf

dpir
dpirn
dpiv
dpirn
dpl

dpl seqgfil
dplane
dpr

dpr seqfil
dprofile
dproj
dps

dpwr
dpwr2
dpwr3
dpwr4
dpwrf
dpwrf2
dpwrf3
dpwrm
dpwrm?2
dpwrm3
Dgcosy
draw
dres
dres
dres2
dres3
dres4

ds

ds2d
ds2dn
dsnarray
dscale
dscoef
dseq
dseqg2
dseq3

Gyromagnetic constant of phase encoded nucleusin DOSY (P)
Gyromagnetic constant of phase encoded nucleusin DOSY (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 digita 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 spectrain whitewash mode (C)

Display 2D spectrain whitewash mode without screen erase (C)
Report statistical signal-to-noise for Cold Probes (M)
Display scale below spectrum or FID (C)

Digital filter coefficients for downsampling (P)

Decoupler sequence for first decoupler (P)

Decoupler sequence for second decoupler (P)

Decoupler sequence for third decoupler (P)
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dseqg4
dsfb
dshape
dshapef
dshapei
dshim
dslsfrq
dsn
dsnmax
dsp

dsp
dsplanes
dsptype
dss
dssa
dssan
dssh
dsshn
dssl
dssn
dsvast
dsvast2d
dsww
dtext
dtrig
dutyc

do
Description:

Values:

Decoupler sequence for fourth decoupler (P)

Digital filter bandwidth for downsampling (P)

Display pulse shape or modul ation 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)

M easure signal-to-noise (C)

Calculate maximum signal-to-noise (M)

Display calculated spectrum (C)

Type of DSP for data acquisition (P)

Display aseries 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 adisplay of stacked spectra (M)

Display stacked spectra without screen erase (C)

Display VAST datain a stacked 1D-NMR matrix format (M)
Display VAST datain a pseudo-2D format (M)

Display spectrain whitewash mode (C)

Display atext filein 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 (typicaly x) is
longer than the time between transients (y, not including timesthat are actually
part of the pulse sequence, such as d1). Some experiments may benefit if itis
ensured that these two times are not only constant but equal. To ensure that the
times are constant and equal, insert thetime 40 at the start of each transient
(before the pulse sequence actually starts); the actual delay isthen y+do.
However, the overhead time may differ with different system configurations. To
keep the d0 delay consistent across systems, set A0 greater than the overhead
delay. Theinter-FID delay x is then padded so that y+d0=x+ (d0- (x-y) ).

Currently, do 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 aso does not take into account delays when arraying status
statements, shims, or spinner speeds.

The do parameter does not exist in any parameter set and must be created by
theuser. Tocreatedo, enter create ('do', 'delay’').If do isnonexistent,
do not insert a delay between transients.

'n', 'y',or 0 to the maximum delay time (in seconds).
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See also:
Related:

di
Description:
Values:

See also:
Related:

d2
Description:

Values:

See also:
Related:

d2pul
Description:
See also:
Related:

ds
Description:
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If d0="n", the software cal cul ates the overhead time for an array element and
then delaysthat length of time at the beginning of subsequent transients for
every array element. The calculated value of A0 can be viewed by entering
do="y" intheinput window.

If A0 isset to avalue, that valueisthe length of delay time at the beginning of
subsequent transients for every array element. If the valueis greater than the
array overhead time, the array overhead timeis padded to do.

User Programming

create Create new parameter in parameter tree (C)

First delay (P)

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 adelay is desired.

0.1 usto 8190 sec, smallest value possibleis 0.1 us, finest increment possible
is12.5ns.

NMR Spectroscopy User Guide

alfa Set alfa delay before acquisition (P)

daz Incremented delay in 1st indirectly detected dimension (P)

as Incremented delay in 2nd indirectly detected dimension (P)
d4 Incremented delay in 3rd indirectly detected dimension (P)
pad Preacquisition delay (P)

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 sw1 ina2D experiment.

0.1 usto 8190 sec, smallest value possibleis 0.1 us, finest increment possible
is12.5ns.

NMR Spectroscopy User Guide

d1 First delay (P)
Number of incrementsin 1st indirectly detected dimension (P)
Spectral width in 1st indirectly detected dimension (P)

ni
swl

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 adelay controlled by the parameters ni2 and sw2 ina3D
experiment. The d2 delay, which is controlled by ni and sw1, isincremented
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d4

Values:

See also:

Related:

Description:

Values:

See also:

Related:

DAC_to G

da

Description:

See also:

Related:

Syntax:
Description:
Arguments:

Examples:

See also:

Related:

D

through its entire implicit array first before d3 isincremented. To create
parametersd3, ni2, phase2, and sw2 to acquire a3D data set in the current
experiment, enter addpar ('34"').

0.1 usto 8190 sec, smallest value possibleis 0.1 us, finest increment possible
is12.5ns.

NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)

di First delay (P)

ni2 Number of incrementsin 2nd indirectly detected dimension (P)
par3d Create 3D acquisition, processing, display parameters (C)
phase?2 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 adelay controlled by the parameters ni3 and sw3 ina4D
experiment. The d3 delay, whichiscontrolled by ni2 and sw2, isincremented
through its entire implicit array first before d4 isincremented. To create
parametersd4, ni3, phase3, and sw3 to acquire a4D data set in the current
experiment, enter addpar ('4d"') .

0.1 usto 8190 sec, smallest value possibleis 0.1 us, finest increment possible
is12.5ns.

NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)

d1 First delay (P)

ni3s Number of incrementsin 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_Gisautomatically set by the setup dosy macro by retrieving the
gradient strength from the probe calibration file if probe<>' ' and storing it
inDAC_to_G. If probe="' "(i.e, the probeisnot 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  Setupgradient levelsfor 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, ... arenamesof parametersto be displayed. Thedefault
isto display all such parameters.

da
da('d2")

NMR Spectroscopy User Guide
dg Display parameters of acquisition/processing group (C)
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D

daslp

Description:

Values:
See also:

Related:

date

Description:

See also:

daxis

Applicability:
Syntax:

Description:

Arguments:

See also:

Related:

Dbppste

Description:
See also:

Related:
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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 shearstwo traces and isinapplicable for these experiments.)

When created, the value of 1p for each increment of a2D experiment is
incremented by the value of das1p after the first Fourier transformation. The
incremented phase correction is applied to the interferogram created from the
coefficient tableby ft1d, ft2d, wft1d and wft2d, when coefficientsare
present. daslp isasoused with ft1da, ft2da, wftlda andwit2da.

Real values, typically similar in size to the value of parameter 1p.
NMR Spectroscopy User Guide

ftid 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 phasein directly detected dimension (P)

rotate Rotate 2D data (C)

wftld Weight and Fourier transform f2 for 2D data (C)
wftlda 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 dataare 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

Display horizontal LC axis (M)
Systems with LC-NMR accessory.
daxis (time,major tic,minor tic)

Displaysahorizontal L C axis. Horizontal axesare assumed to beused with“LC
plots’ of an entire LC run and are labeled accordingly.

time isthetime scale, in minutes (decimal values are fine), of the axis.
major_ tic isspacing, in minutes (decimal values are fine), of major tics.
minor tic isspacing, 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

Process DOSY experiments (M)
Perform reference deconvolution (M)
Set up gradient levels for DOSY experiments (M)

dosy
fiddle
setup dosy
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Dbppsteinept
Description:
See also:

Related:

dbsetup
Syntax:

Arguments:

Description:

Examples:

See also:

dbupdate
Applicability:
Syntax:
Arguments:

Description:

Set up parameters for Dbppsteinept pulse sequence (M)
Converts a parameter set to Dbppsteinept experiment.
NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)
fiddle Perform reference deconvolution (M)
setup dosy  Setupgradient levelsfor DOSY experiments (M)

Set up VnmrJ database (U)

dbsetup <vnmr adm|remove |standard|imaging>

dbsetup vamr_ adm <remove |standard|imagings>

As Root:

dbsetup vnmr adm VnmrJ Home dir <standard|imagings

vamr_adm isthelogin ID of the VnmrJ system administrator.
remove only removes the data-database; does not recreate a database.
standard creates the database for standard use.

imaging creates the database for imaging spectroscopy.

The UNIX script dbsetup isused 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
deletesthe data-databasein /vnmr /pgsqgl /data andtheuser informationin
/vnmr/adm/users.

Whenrun 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 deleteand recreatethe data-databasein /vnmr /pgsql/data
forall usersin /vnmr/adm/users. If nouser list existsyet, thelist iscreated
with the VnmrJ administrator as the only user. The mode can be specified with
thethird argument as ' standard' or ' imaging';if neither is specified the
mode istaken 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 vamrj adm.

dbsetup
dbsetup vnmrl

NMR Spectroscopy User Guide
VnmrJ Imaging NMR
VnmrJ Installation and Administration

Update the VnmrJ database (U)
Systems with the VnmrJ software.
dbsupdate stop|once [slow ms] |forever [slow ms]

slow_ms isan optional argument used to slow down the database update so as
not to use all of the available CPU time. slow_ms=0 isfull speed.

slow ms=1000 usesabout 2-5% of the CPU.

Thedbupdate command isrunsunder nice so that any other processwill be
ableto take the CPU away from this update anyway. The default slow ms for
forever is1000. Thedefault slow ms for once iso0.

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.
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dc

Description:

See also:

Related:

dc2d

Syntax:
Description:
Arguments:

Examples:

See also:

Related:

dcg

Description:

Values:

See also:

Related:

dcon

Syntax:

Description:
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Calculate spectral drift correction (C)

Turnson alinear 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 appliesthis correction to the spectrum and stores the definition
of the straight linein the parameters 11 (level) and t 1 t (tilt). The correction
isturned off by the command cdc.

Care must betakento ensure that a resonance does not appear too closeto 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)

dc2d('f1'|'£f2")

Computes a drift correction and applies it to each individual trace.
'£1' isakeyword to apply drift correction in the f, axis direction.
'£2 ' isakeyword to apply drift correction in the f, axis direction.

dc2d('f1")
dc2d('f2")

NMR Spectroscopy User Guide

axis Axislabel 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 spectrd drift correction (C)

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, sp1 and wp1, and sp2 and wp2 control
which portion of the spectrum is displayed. The parameters s and wf, sf1
and wf 1, and sf£2 and w2 control which portion of time-domain data (FIDs
and interferograms) is displayed. The parameter t race 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
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Arguments:

Examples:

See also:
Related:

dconi

Syntax:

Description:

D

active asathreshold to black out all contourswhoseintensity isbelow th. That
is, if th=7, the colors 1 to 6 are not used for the display. The parameter v=
controls the vertical scale of the spectrum.

dcon displays either absolute-value mode or phase-sensitive 2D data. In 2
mode, data are shown in 15 different colors (starting with black), with each
color representing afactor of two in intensity (asingle color is used on
monochrome screens). In the ph mode, the normal display of colors ranges
from—6to +6, each representing afactor of two inintensity, with the color black
representing intensity 0 in the center.

options can beany of thefollowing:
e 'linear' isakeyword to uselinear instead of logarithmic increments.
e 'phcolor' isakeyword to use aphased color set with positive and
negative peaks.

e 'avcolor' isakeyword to use an absolute-value color set with positive
peaks. Negative contours only cannot be displayed, but if the data can be
rephased, 180° addedto rp1,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' isakeyword to use agray scae color set.

e 'noaxis' isakeyword to omit the display outline and any horizonta or
vertical axis.

e 'plot ' causesthe 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

dconi Interactive 2D data display (C)

dconi Control display selection for the dconi program (P)
dconn Display color intensity map without screen erase (C)
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)

sf Start of FID (P)

sp Start of plot (P)

spl Start of plot in 1st indirectly detected dimension (P)
sp2 Start of plot in 2nd indirectly detected dimension (P)
th Threshold (P)

trace Mode for n-dimensional data display (P)

we Width of chart (P)

we2 Width of chart in second direction (P)

wE Width of FID (P)

wp Width of plot (P)

wpl Width of plot in 1st indirectly detected dimension (P)
wp2 Width of plot in 2nd indirectly detected dimension (P)

Interactive 2D data display (C)
dconi< (options) >

Opensa2D datadisplay that can beinteractively adjusted. The dconi program
can accommodate any data set that can be displayed by dcon, dpcon, and
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ds2d, including 2D FIDs, interferograms, 2D spectra, planes from 3D data
sets, and images. These data sets are generated by the commands df2d, £t 14,
ft2d,and £t3d.

Arguments. options can beany of thefollowing (note that the dconi parameter isalso
available to control the dconi program display):

e 'dcon' isakeyword to display acolor intensity map; thisis the default
mode, but ' dcon' is provided for compatibility with certain macros. If
"deon' isthefirst argument, it can be followed by any of the keywords
'linear', 'phcolor', 'avcolor', 'gray',and 'noaxis'; al
of these keywords have the same meaning as when used with dcon.

e 'dpcon' isakeyword to display atrue contour plot. If 'dpcon' isthe
first argument, it can befollowed by any of the keywords 'pos', 'neg"',

and 'noaxis', andthenfollowed by valuesfor levels and spacing.
All of these options have the same meaning as when used with dpcon.

e 'ds2d' isakeyword to display astacked plot in whitewash mode (after
thefirst spectra, each spectraisblanked out inregionsin whichitisbehind
an earlier spectra). If 'ds2d! isthefirst argument, it can be followed by
any of thekeywords 'nobase', '£i11"', 'fillnb',and 'noaxis"'.
All of these keywords have the same meaning as used with ds2d.

e 'again' isakeyword to make dconi identify which display modeis
currently being used and redraw the screen in that mode.

e 'restart' isakeyword to activate dconi without redrawing the 2D
data set. This action causes dconi to make surethat 2D datais already
displayed.

e 'toggle' isakeyword to toggle between the cursor and box modes.

e 'trace' isakeyword to draw atrace above the spectrum.

e 'expand’' isakeyword to toggle between the expand and full views of
the spectrum.

e 'plot ' isakeyword to plot a projection or atrace.

e 'hproj max' isakeywordtodoahorizonta projection of the maximum
trace.

e 'hproj sum' isakeyword to do ahorizontal projection of the sum of
all traces.

e 'vproj max' isakeyword to do avertical projection of the maximum
trace.

e 'vproj sum' isakeyword to do avertical projection of the sum of all
traces.
Examples. dconi
dconi ('dcon', 'gray', 'linear"')
dconi ('dpcon')
Seealso: NMR Spectroscopy User Guide

Related: boxes Draw boxes selected by the mark command (C)
crmode Current state of cursorsin 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 differencein 1st indirectly detected dimension (P)
dfad Display FIDs of 2D experiment (C)
dpcon Display plotted contours (C)
ds2d Display 2D spectrain whitewash mode (C)
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dconi

Description:

Values:

Examples:

See also:

Related:

ftid 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 datain 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)

wi Width of FID (P)

wp Width of plot (P)

wpl Width of plot in 1st indirectly detected dimension (P)

Control display selection for the dconi program (P)

Controlsthe selection of the 2D display that follows entering the dcon i
command. Because dconi isimplicitly executed by £t2d, the dconi
parameter also controls the display that followsthe £t 2d or wf t 2d command.

dconi can be astring parameter in the “current” parameter set. Itssyntax is
similar to an argument string passed to the dconi program. For example, if
dconi ='dpcon,pos,12,1.2',thedconi command displaystwelve
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 asdcon,
dconn, dpcon, dpconn, ds2d, or ds2dn. Subsequent components of the
string are arguments appropriate for that display program. Because the entire
dconi parameter isastring, single quotes around words are not necessary and
mixing words and numbersis not a problem, as the exampl e above shows.

If the dconi parameter does not exist or is set to the null string (' '), the
dconi program usesits normal default. If the dconi parameter isset to a
string (e.9., dconi="'dcon, gray, linear' forimage display), and
argumentsare supplied to the dconi program, (e.g., dconi ( 'dpcon')), the
supplied arguments to the command take precedence. In the case of the
exampl es 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')

' ' (two single quotes) indicates that this parameter isignored.
String 'display program' selectsthe named program for 2D displays.

String 'display program, optionl,option2' selectsthe named
program for 2D displays with options appropriate to the program.

dconi="'dpcon' seectscontour drawing rather than default color map
dconi='dcon,gray, linear' selectsimage display mode.

NMR Spectroscopy User Guide; VnmrJ Imaging NMR

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 spectrain whitewash mode (C)

ds2dn Display 2D spectrain whitewash mode without screen erase (C)
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dconn

Syntax:

Description:

See also:

Related:

dcrmv

Description:

See also:

Related:

ddf

Syntax:

Description:

Arguments:

See also:

Related:

ddff

Syntax:

Description:

Arguments:
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ft2d Fourier transform 2D data (C)
imconi Display 2D datain interactive gray-scale mode (M)
wft2d Weight and Fourier transform 2D data (C)

Display color intensity map without screen erase (C)
dconn< (options) >

Producesa“ contour plot,” actually acolor intensity map, on the screen the same
asthe 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

dcon Display noninteractive color intensity map (C)

dconi Control display selection for the dconi program (P)

Remove dc offsets from FIDs in special cases (P)

If dermv existsandissetto 'y', hardwareinformation is used to remove the
dc offset from the FID providing ct=1. Thisonly works on systemswith sw
lessthan 100 kHz. If this feature is desired for a particular experiment, create
dermv inthat experiment by entering create ('dermv', 'string')
setgroup ('dcrmv', 'processing') dcrmv='y'

To create image parameters dcrmv, grayctr and grays1 in the current
experiment, enter addpar ('image') .

NMR Spectroscopy User Guide; VnmrJ 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 spectrd drift correction (C)

setgroup Set group of avariablein atree (C)

Display data file in current experiment (C)
ddf< (block number, trace number, first number) >

Displaysthefile header of the datafilein the current experiment. If entered with
arguments, it also displays ablock header and part of the datafile of that block.

block number isthe block number. Default is 1.

trace number isthe trace number within the block. Default is 1.

first number isthefirst dataelement number withinthetrace. Defaultis 1.
User Programming

ddff
ddfp

Display FID filein current experiment (C)
Display phasefile in current experiment (C)

Display FID file in current experiment (C)
ddff< (block number, trace number, first number) >

Displaysthefile header of the FID filein the current experiment. If entered with
arguments, it also displays ablock header and part of the FID data of the block.

block number isthe block number. Default is 1.
trace number isthe trace number within the block. Default is 1.
first number isthefirst dataelement number within thetrace. Defaultis 1.

01-999346-00 B 1207



See also:

Related:

ddfp

Syntax:

Description:

Arguments:

See also:

Related:

ddif
Syntax:

Description:

Arguments:

See also:
Related:

ddrcr
Applicability:

User Programming

ddf Display datafilein current experiment (C)
ddfp Display phasefile in current experiment (C)

Display phase file in current experiment (C)
ddfp< (block number, trace number, first number) >

Displaysthe 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 isthe block number. Default is 1.

trace number isthe trace number within the block. Default is 1.

first number isthefirst dataelement number within thetrace. Defaultis 1.
User Programming

ddf Display datafilein current experiment (C)
ddff Display FID filein 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. ddi £ takesthe 1D spectrum and atable of diffusion data
stored inthefilediffusion_display.inpinthe current experiment and synthesizes
a 2D DOSY spectrum. It isnormally run by dosy, but can be directly run, for
example, to recalculate a2D DOSY spectrum with different digitization.

optioniseither 'i' or 'c'.

'ivisforadisplay in which the 2D peak volumeis proportional to 1D peak
height.

"¢ isfor adisplay in which the 2D peak height equals the 1D.
lowerlimit isthelower diffusion limit (in units of 101° m%s).
upperlimit isthe upper diffusion limit (in units of 101° m?s).

If arguments are not supplied, ddi £ defaults to showing the full range of
diffusion coefficientsin thefilediffusion_display.inp inthe current experiment.
Make sure that the first increment of the DOSY data set has been transformed
with the desired £n2D before using ddi £. Digitization of the resultant
spectrum is determined by £n2D in the spectral (F2) domainand £n1 inthe
diffusion (F1) domain. Make sure that the product fn2D* fn1 isnot too large,
or memory and processing time problems might result. Typical values are
fn2D=16384 (max: 64k) and £n1=512. After dosy or ddif, 1D datais
overwritten by the 2D (the do sy macro keepsa copy of the 1D data, which can
be retrieved with the command undosy). Similarly, after aDOSY 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 origind 1D NMR data from the subexperiment (M)

Direct digital receiver coefficient ratio (P)
VNMRS systems and 400 - MR systems

01-999346-00 B 1207 Command and Parameter Reference for VamrJ 2.2C 133



Syntax:

Description:

Examples:

Values:
See also:
Related:

ddrpm
Applicability:
Syntax:
Values:

See also:

Related:

ddrtc
Applicability:
Syntax:
Description:

Values:
See also:
Related:

dds
Description:

Related:
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ddrcr=<value>

Setsthefilter sharpnessor filter coefficient ratio. The default value of 75is 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 VnmrJ 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:

Mode Description

o) Pulse — default if no argument is supplied.
Thevdueiscalculated asfollowsif ddrpm doesnot exist or ddrpm="'p"':
ddrtc = alfa + rof2 + 2 * pw([l] / =

e Echo — Thevaueiscalculated asfollows: ddrtc = alfa.

VnmrJ User Programming

setrc Set frequency referencing based upon lock signal shift (M)
ddrtc Set ddr precession mode (P)

Set ddr time constant (P)
VNMRS systems
ddrtc=<'value’ >

Thevalueof ddrtcissetinthe setrc macro andisdetermined by theddrpm
parameter.

A valueof ddrtc =
exist.

value 0 to 1000 usec.

alfaisused by psgif the ddrtc parameter does not

VnmrJ User Programming

setrc Set frequency referencing based upon lock signal shift (M)
setlpoO Set parameters for zero linear phase (M)
ddrpm Set ddr precession mode (P)

Default display (M)

Looks for sequence-specific default display macro (dds_seqfil) and
executes if oneisfound. If not, the dds macro displays 1D, 2D, or array
spectrum as the case may be.

dds seqgfil  Sequence-specific default display (M)
dpl Default plot (M)
dpr Default process (M)
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dds seqgfil
Description:
Examples:

Related:

debug
Syntax:

Description:

Arguments:

Examples:

See also:

decasynctype
Applicability:
Syntax:

Description:

Values:

Examples:

Related:

D

Sequence-specific default display (M)
Sequence-specific default display. These macros are called by the dds macro.

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")

ControlsVnmrJ command and macro tracing. When turned on, debug displays
alist of each command and macro in the shell tool from which VnmrJ was
started. If VnmrJisstarted when the user logsin, or if it was started from adrop-
down menu or the CDE tool, the output goes to a Console window. If no
Console window is present, the output goesinto afilein the /var/tmp
directory. Thislast option is not recommended. Nesting of the callsisindicated
by indentation of the output. Thisfeature is primarily a debugging tool for
MAGICAL programming.

To associate the debut('c’) output with aparticular terminal, enter tty. The
system responds with /dev/pts/yyy, where yyy isanumerical value. On
the VnmrJ command line, enter jFunc (55, '/dev/pts/yyy'),
substituting the numerical value for the yyy.

"¢ ' isakeyword to turn on command and macro tracing.
' isakeyword to turn off command and macro tracing.
debug('c')

debug('C")

User Programming

Select the type of decoupler asynchronous mode (P)
VNMR systems, 400 MR
decasynctype=<values>

Optional parameter to select the type of decoupler asynchronous mode. The
default typeis p (progressive mode), which simulates a free running decoupler
with respect to the pulse sequencetiming. The other availableoptionsareb (bit
reversed mode) and r (random mode). The b mode (bit-reversed mode) may be
especially appropriate for reducing unwanted decoupling side-band intensity,
when the number of transientsis small. In the r mode (random mode) the
starting decoupling stage israndomized. The decasynctype setting affects
the decoupling on all the rf channels (dm, dm2, dm3 etc.). This parameter is
optional and if it does not exist the decoupler asynchronous mode is set top
(progressive mode).

'p'— progressive mode, mode used by Inova systems
'b' — bit-reversed mode

'r' — random mode

decasynctype="p"' for progressive mode.

dm Decoupler mode for first decoupler (P)
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deccwarnings

Applicability:

Description:

Values:

decomp

Syntax:

Description:

Arguments:

See also:
Related:

def osfilt
Description:

Values:

See also:
Related:

defaultdir
Description:
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dm2
dm3

Decoupler mode for second decoupler (P)
Decoupler mode for third decoupler (P)

Control reporting of DECC warnings from PSG (P)

Systemswith DECC (Digital Eddy Current Compensation) boardsfor gradient
compensation.

A globa parameter that controlswhether 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 awarning 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'.

‘n" or 'N' to suppress warnings. If the value starts with any other character, the
normal warnings are printed.

Decompose a VXR-style directory (M)
decomp< (VXR_file)>

Takesalibrary, asloaded from aV XR-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 [imMNET. decomp createsa UNIX subdirectory in the
current working directory and uses that to write each entry asaUNIX file. The
name of the UNIX subdirectory is derived from the library name.

VXR_file isthe name of the origind file. It must have an extension in the
form .NNN, where NNN is the number of entriesin the original library. A limit
of 432 entriesis imposed.

NMR Spectroscopy User Guide

convert Convert data set from a VX R-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 os£i1t. Usudly, def osfilt
is set to the value for normal use, and then os£ 11t ischanged within a given
experiment if different filter characteristics are desired.

'a' or 'A' forthe AnalogPlusdigital filter. Thisfilterisflatter in the passband
and drops off somewhat more sharply than anal og filters.

'b or 'B' forthebrickwall digital filter. Thisfilterisextremely flat acrossthe
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
osfilt

Type of DSP for data acquisition (P)
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 isthe home or login
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See also:

delcom

Syntax:

Description:

Arguments:
Examples:
See also:

Related:

delete
Syntax:

Description:

Arguments:

Examples:

See also:

Related:

delexp

Syntax:

Description:

D

directory of the user. Selecting the Default button in the Directory Menu setsthe
current directory to thevalue of defaultdir. The oppositeaction, 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 adirectory is marked
and the Set Default button is selected, the directory marked becomes the new
valueof defaultdir.

NMR Spectroscopy User Guide

Delete a user macro (M)
delcom(file)

Deletesamacro filein auser’s macro library (maclib). Notethat delcom
will not delete a macro in the VnmrJ system macro library.

file isthefile name of the user’s macro to be deleted.
delcom('lds"')
User Programming

crcom Create user macro without using a text editor (C)
macrorm Remove a user macro (C)

Delete a file, parameter directory, or FID directory (C)
delete(filel<,file2,...>)

Deletefiles and directoriesin a somewhat safer manner than the rm command.
Using rm isnot recommended in VnmrJbecause rm allowswildcard characters
(* and ?) in thefile 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 afile aswell as

remove . fid and . par directories, normally the only directories that need to
be removed (experiment directories are deleted with the de1 exp macro).

filel, file2, ... arethenamesof oneor morefilesor directoriesto be
deleted. When the delete command isentered, it first searchesfor £ilel. If
it findsthat file and it isnot adirectory, filel isdeleted. If £ilel isnot
found, .£1d isappended to the file name and delete searchesfor thefilein
that .£1d directory. If thefileisfound, it is removed; otherwise, .par is
appended to the file name and delete searchesfor thefilein that .par
directory. If the fileisfound, 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.

delete (' /home/vnmrl/memo')
delete (' /vnmr/fidlib/fid1id")

NMR Spectroscopy User Guide

delexp Delete an experiment (M)
rm Deletefile (C)
rmdir Remove directory (C)

Delete an experiment (M)
delexp (experiment number)

Deletes an experiment.
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Arguments:

Examples:
See also:
Related:

deletenucleus
Applicability:
Description:

Syntax:

Arguments:

Examples:

Related:

dels
Syntax:

Description:

Arguments:
Examples:

See also:
Related:

delta
Description:

Values:
See also:
Related:
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experiment number isthe number (from 2 through 9999) of the
experiment to be deleted (experiment 1 cannot be deleted). delexp aso
deletes the corresponding j expXXX macro if necessary.

delexp (321)
NMR Spectroscopy User Guide

Create an experiment (M)
Join existing experiment (C)

cexp
jexp

Removes nucleus entry from current probe file (M)
ALL

All lines for the specified nucleus are removed from the current probefile. The
argument should correspond to an entry in the probefile.

deletenucleus ('nucleus')
nucleus — name followed by atomic number, e.g. C13 not 13C.

deletenucleus ('Si29"')

addnucleus  Addsnucleus 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 thefile £p . out (the output file of £p) used
by the t 1 or t2 anaysis. Spectramay be restored by rerunning fp.

indexl, index2, ... aretheindexes of the spectrato 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 aline (C)

tl T1 exponential analysis (M)

t2 T2 exponential anadysis (M)

Cursor difference in directly detected dimension (P)

Difference between two frequency cursors along the directly detected
dimension. Thevalueis changed by moving theright cursor, relative to the left,
inthe ds or dconi display.

Positive number, in Hz.
NMR Spectroscopy User Guide

dconi Interactive 2D data display (C)

deltal Cursor differencein 1st indirectly detected dimension (P)
delta2 Cursor difference in 2nd indirectly detected dimension (P)
ds Display a spectrum (C)

split Split difference between two cursors (M)
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deltal
Description:

Values:
See also:
Related:

delta2
Description:

Values:
See also:
Related:

deltaf
Description:

Values:
See also:
Related:

Dept
Description:
See also:
Related:

deptgl
Description:

See also:
Related:

01-999346-00 B 1207

Cursor difference in 1st indirectly detected dimension (P)

Difference of two frequency cursors along the first indirectly detected
dimension. Analogousto the de 1 t a parameter except that deltal appliesto
thefirst indirectly detected dimension of a multidimensiona 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 aong the second indirectly detected
dimension. Analogousto the de 1 t a parameter except that delta2 appliesto
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 d £ (or d £ id) display.
To create this parameter and the other FID display parameters axisf,
dotflag,vpf,vpfi,andcrf (if the parameter set isolder and lacks these
parameters), enter addpar (' £id') .

Number, in seconds.
NMR Spectroscopy User Guide

Add selected parameters to the current experiment (M)
crf Current time-domain cursor position (P)

af Display asingle FID (C)

dfid Display asingle FID (C)

addpar

Set up parameters for DEPT experiment (M)
Set up parameters for DEPT experiment
NMR Spectroscopy User Guide

adept Automatic DEPT analysis and spectrum editing (C)
autodept Automated complete analysis of DEPT data (M)
deptgl Set up parameters for DEPTGL pul se sequence (M)
deptproc Process array of DEPT spectra (M)

padept Plot automatic DEPT analysis (C)

ppcal Proton decoupler pulse calibration (M)

Set up parameters for DEPTGL pulse sequence (M)

Macro for the DEPTGL pulse sequence for spectral editing and polarization
transfer experiments.

NMR Spectroscopy User Guide

Dept Set up parameters for DEPT pul se sequence (M)
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D

deptproc
Description:

See also:
Related:

destroy

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

destroygroup

Syntax:
Description:
Arguments:

Examples:

See also:
Related:

Process array of DEPT spectra (M)

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.

NMR Spectroscopy User Guide

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 a parameter (C)
destroy (parameter<, trees)

Removes a parameter from one of the parameter trees. If the destroyed
parameter was an array, the array parameter isautomatically updated.

If destroy is called for a non-existent parameter, the command will abort with a
message. |f an optional return valueis given, it will indicate success (1) or
failure (0) and the command will not abort.

parameter isthe name of the parameter to be destroyed.

tree isakeyword for the type of parameter tree: 'global', 'current',
'processed',or 'systemglobal'. Thedefaultis ' current '. Referto
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 avariable and its attributes using vi text editor (C)
prune Prune extra parameters from current tree (C)

Destroy parameters of a group in a tree (C)

destroygroup (group<, tree>)

Removes parameters of a group from one of the parameters trees.

group isakeyword for the type of parameter group: 'all', 'sample',
'acquisition', 'processing', 'display',0r 'spin'.

tree isakeyword for the type of parameter tree: 'global', 'current',
or 'processed'. Thedefaultis 'current '. Refertothecreate
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 (C)
setgroup Set group of avariablein atree (C)
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df

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

df2d

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

Display a single FID (C)
(1) df< (index) >
(2) df (options)

Displaysasingle FID. Parameter entry after an FID has been displayed causes
the display to be updated. The FID isleft-shifted by the number of complex data
points specified by the parameter 1=f1d. The FID isalso phase-rotated (zero-
order only) by the number of degrees specified by the parameter ph £ 1id. Left
shifting and phasing can be avoided by setting 1sfidandphfidto 'n'.df
isidentical in function to the df id command.
index (used with syntax 1) isthe number of a particular FID for arrayed 1D
experiments or for 2D experiments. Default is 1.
options (used with syntax 2) isany of the following:

e 'toggle' isakeyword to switch between box and cursor modes.

e 'restart' isakeyword to redraw the cursor if it has been turned off.

e 'expand' isakeyword to switch between expanded and full views of the
FID.

e 'imaginary' isakeyword to switch on and off the display of the
imaginary FID.

e 'sfwf ' isakeyword tointeractively adjust the start and width of the FID
display.

e 'phase' isakeyword to enter an interactive phasing mode.

e 'dscale’ isakeyword to toggle the scale below the FID on and off.

df
df (4)
df ('restart')

NMR Spectroscopy User Guide

crmode Current state of cursorsindfid, ds, or dconi (P)
dfid Display asingle FID (C)

dfad Display FIDs of 2D experiment (C)

dfmode Current state of display of imaginary part of aFID (P)
1sfid Number of complex points to left-shift the np FID (P)
phfid Zero-order phasing constant for thenp FID (P)

Display FIDs of 2D experiment (C)
df2d<(<'nf', ><array index>) >

Produces a color intensity map of the raw 2D FIDs as afunction of t; and t,.
The display can be modified by subsequent display commands, for example,
df2d dconn will display the 2D FIDs without clearing the graphics screen.

'nf ' isakeyword 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 istheindex of the array to be displayed.

df2d

df2d (1)

NMR Spectroscopy User Guide

dconi Interactive 2D data display (C)
af Display asingle FID (C)
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dfid
Syntax:

Description:
See also:

Related:

dfmode
Description:

Values:

See also:

dfrqg
Description:

Values:
See also:
Related:

dfrqg2

Applicability:

Description:

Values:

See also:
Related:

dfrqg3
Applicability:
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Display a single FID (C)

(1) dfid< (index) >
(2) dfid< (options) >

Functions the same as the d.£ command. See d £ for information.
NMR Spectroscopy User Guide
af Display asingle 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
aFID. dfmode is primarily used by the programmable menu df£id to
determine the status of the display of the imaginary part of aFID.

'r ' indicatesthe current display is real only.
i indicatesthe current display isimaginary.
'z ' indicatesthe display is zero imaginary.
User Programming

Transmitter frequency of first decoupler (P)

Contains the transmitter frequency for the first decoupler. dfrq 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)
dfrg3 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)

sfrg Transmitter frequency of observe nucleus (P)
spcfrg Display frequencies of rf channels (M)

Transmitter frequency of second decoupler (P)
Systems with a second decoupler.

Contains the transmitter frequency for the second decoupler. dfrq2 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
ispresent in the console, dfrg2 isinternally 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.
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Description:

Values:

See also:
Related:

dfrqg4
Applicability:
Description:

Values:

See also:
Related:

dfs
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

Contains the transmitter frequency for the third decoupler. dfrg3 is
automatically set when the parameter dn 3 ischanged 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 athird decoupler is
present in the console, dfrg3 isinternally setto 1 MHz.

NMR Spectroscopy User Guide

dn3 Nucleus for third decoupler (P)
dof3 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. dfrg4 is
automatically set when the parameter dn4 ischanged and should not be
necessary for the user to manually set.

Frequency, in MHz. Value islimited by a synthesizer used with the channel. If
dn4="" (two single quotes with no space in between) and a fourth decoupler
ispresent in the console, dfrg4 isinternaly set to 1 MHz.

NMR Spectroscopy User Guide

dn4 Nucleus for fourth decoupler (P)

dof4 Frequency offset for fourth decoupler (P)
spcfrg Display frequencies of rf channels (M)
rftype type of rf generation

Display stacked FIDs (C)
dfs< (<start><, finish><, step><, 'all'|'imag'><,colors) >

Displays one or more FIDs. The position of thefirst 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.

start istheindex number of thefirst FID for multiple FIDs. It can also be the
index number of a particular FID for arrayed 1D or 2D data sets.

finish istheindex number of thelast FID for multiple FIDs. To include al
FIDs, set start toland finishto arraydim (see example below).

step istheincrement for the FID index. The default is 1.
'all' isakeywordto display all of the FIDs. Thisis the default.
"imag' isakeyword to display only theimaginary FID channel.

color isthecolor of thedisplay: 'red', 'green', 'blue', 'cyan',
'magenta','vellow', 'black', or 'white'.

dfs(1,arraydim, 3)

dfs ('imag')

NMR Spectroscopy User Guide

arraydim Dimension of experiment (P)

dfsa Display stacked FIDs automatically (C)

dfsan Display stacked FIDs automatically without screen erase (C)
dfsh Display stacked FIDs horizontally (C)

dfshn Display stacked FIDs horizontally without screen erase (C)
dfsn Display stacked FIDs without screen erase (C)

dfww Display FIDsin whitewash mode (C)
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dfsa

Syntax:

Description:

Arguments:

See also:

Related:

dfsan

Syntax:
Description:

See also:

Related:

dfsh

Syntax:
Description:

Arguments:

ho Horizontal offset (P)

plfid Plot FID (C)

pfww Plot FIDsin whitewash mode (C)
sc Start of chart (P)

vo Vertical offset (P)

vpf Current vertica position of FID (P)
we Width of chart (P)

Display stacked FIDs automatically (C)
dfsa< (<start><, finish><, step><, 'all'|'imag'><,colors>) >

Displays one or more FIDs automatically by adjusting the parameters vo and
ho tofill the screen in alower left to upper right presentation (wc must be set
to less than full screen width for this to work). The position of thefirst FID is
governed by parameters we, sc, and vpf.

start istheindex number of thefirst FID for multiple FIDs. It can also be the
index number of a particular FID for arrayed 1D or 2D data sets.

finish istheindex number of the last FID for multiple FIDs.
step istheincrement for the FID index. The default is 1.

'all' isakeywordto display all of the FIDs. Thisis the default.
"imag' isakeyword to display only theimaginary FID channel.

color isthecolor of thedisplay: 'red', 'green', 'blue’, 'cyan',
'magenta', 'yellow', 'black',or 'white'.

NMR Spectroscopy User Guide

dfs Display stacked FIDs (C)
dfsan Display stacked FIDs automatically without screen erase (C)

Display stacked FIDs automatically without screen erase (C)
dfsan<(<start><,finish><,step><,’a11’|’imag’><,color>)>

Functions the same as the command d £ =2 except the graphics window is not
erased before starting the display. Thisallows composite displays of many FIDs
to be created. The arguments arethe same as df sa.

NMR Spectroscopy User Guide
dfsa Display stacked FIDs automatically (C)

Display stacked FIDs horizontally (C)
dfsh<(<start><,finish><,step><,’all’|’imag’><,color>)>

Displays one or more FIDs horizontally by setting vo to zero and adjusting ho,
sc, and we tofill the screen from left to right with the entire array. The position
of thefirst FID is governed by parameters wc, sc, and vpf.

start istheindex number of thefirst FID for multiple FIDs. It can also be the
index number of a particular FID for arrayed 1D or 2D data sets.

finish istheindex number of thelast FID for multiple FIDs. To display all
FIDs, set finish tothe parameter arraydim.

step istheincrement for the FID index. The default is 1.
'all' isakeywordto display all of the FIDs. Thisis the default.
"imag' isakeyword to display only theimaginary FID channel.
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See also:

Related:

dfshn

Syntax:
Description:

See also:

Related:

dfsn

Syntax:
Description:

See also:

Related:

dfww

Syntax:

Description:

Arguments:

See also:

Related:

dg

Syntax:

Description:
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color isthecolor of thedisplay: 'red', 'green', 'blue’, 'cyan',
'magenta', 'yellow', 'black',or 'white'.

NMR Spectroscopy User Guide

Display stacked FIDs (C)
Display stacked FIDs horizontally without screen erase (C)

dfs
dfshn

Display stacked FIDs horizontally without screen erase (C)
dfshn<(<start><,finish><,step><,’a11’|’imag’><,color>)>

Functions the same as the command d £ sh except the graphics window is not
erased before starting the display. Thisallows composite displays of many FIDs
to be created. The arguments arethe same as d £ sh.

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 d £ s except the graphics window is not
erased before starting the display. Thisallows composite displays of many FIDs
to be created. The arguments arethe sameas df s=.

NMR Spectroscopy User Guide
dfs Display stacked FIDs (C)
Display FIDs in whitewash mode (C)
dfww< (<start><, finish><, step><, 'all' | 'imag'><, colors>) >

Displays FIDsin whitewash mode (after the first FID, each FID is blanked out
inregionsinwhichitisbehind an earlier FID). The position of thefirst FIDsis
governed by parameters we, sc, and vpf.

start istheindex number of thefirst FID for multiple FIDs. It can also be the
index number of a particular FID for arrayed 1D or 2D data sets.

finish istheindex number of the last FID for multiple FIDs.

step istheincrement for the FID index. The default is 1.

'all' isakeywordto display all of the FIDs. Thisis the default.

"imag' isakeyword to display only theimaginary FID channel.

color isthecolor of thedisplay: 'red', 'green', 'blue’, 'cyan',
'magenta', 'yellow', 'black',or 'white'.

NMR Spectroscopy User Guide

Display stacked FIDs (C)
Plot FIDsin whitewash mode (C)

dfs
pfww

Display group of acquisition/processing parameters (C)
dg('template',<'file name's>)

Displaysthe group of acquisition and 1D/2D processing parameters. To display
anindividual parameter, enter the name of the parameter followed by aquestion
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.
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Arguments:

Examples:

See also:

Related:

dg

Description:

See also:

Related:

dgl

Description:

See also:

Related:

dgl

Description:

See also:

Related:

dg2

Description:
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template isthe name of thetemplate parameter. Thedefaultis ' dg' . Seethe
manual User Programming for ruleson constructing atemplate. The macros dg
dgl,dg2,dglp, anddgs activatedg withatemplate argument such as
'dg','dgl', 'dg2', 'dglp"', 'dgs"', etc. or auser defined template.
file name isthe 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 (P)
dgl Display group of display parameters (M)

dg2 Display group of 3rd and 4th rf channel/3D parameters (M)

dgs Display group of special/automation parameters (M)

Control dg parameter group display (P)
Controlsthedisplay 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 (C)

Display group of display parameters (M)

Displaysthe 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
dg1 display is controlled by the string parameter dg 1.

NMR Spectroscopy User Guide

? Display individual parameter value (C)
dgl Control dg1 parameter group display (P)
dg Display group of acquisition/processing parameters (C)

Control dgl parameter group display (P)

Controlsthe display of the dg1 command for the group of display parameters.
dg1, astring parameter, can be modified with paramvi ('dgl').

NMR Spectroscopy User Guide

dgl
paramvi

Display group of display parameters (M)
Edit a parameter and its attributes with vi text editor (C)

Display group of 3rd and 4th rf channel/3D parameters (M)

Displays the group of acquisition parameters associated with a second
decoupler channel on asystem with athird rf channel. It also displays the group
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See also:

Related:

dg2

Description:

See also:

Related:

dga

Description:

See also:

Related:

DgcsteSL

Description:
See also:

Related:

Dgcstecosy

Description:
See also:

Related:

Dgcstehmgc

Description:
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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.

NMR Spectroscopy User Guide

dg Display group of acquisition/processing parameters (C)
dg2 Control dg2 parameter group display (P)

Control dg2 parameter group display (P)

Controlsthe 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'). Toretrieve 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 (M)
paramvi Edit a parameter and its attributes with vi text editor (M)

Display group of spin simulation parameters (M)

Displaysthe file of spin simulation parameters (Group A). Thereis one such
group of parameters in the data system, not one per experiment as with normal
NMR parameters.

NMR Spectroscopy User Guide

dg Display group of acquisition/processing parameters (C)
dla Display spin simulation parameter arrays (C)

Set up parameters for DgcsteSL pulse sequence (M)
Converts a parameter set to DgesteSL experiment.
NMR Spectroscopy User Guide

Process DOSY experiments (M)
Perform reference deconvolution (M)
Set up gradient levels for DOSY experiments (M)

dosy
fiddle
setup dosy

Set up parameters for Dgcstecosy pulse sequence (M)
Converts a parameter set to Dgcstecosy experiment
NMR Spectroscopy User Guide

Process DOSY experiments (M)

Synthesize 2D projection of a3D DOSY spectrum (C)
Set up gradient levels for DOSY experiments (M)
Restore first 2D spectrum in 3D DOSY spectrum (M)

dosy
makeslice
setup dosy
showoriginal

Set up parameters for Dgcstehmqc pulse sequence (M)
Converts a parameter set to Dgcstehmgc experiment
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See also:

Related:

dglc

Applicability:
Description:

See also:

Related:

dglc

Applicability:
Description:

See also:

Related:

dglp
Syntax:

Description:

Examples:

See also:

Related:

dgs
Description:

See also:
Related:

dgs
Description:
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NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)
Synthesize 2D projection of 3D DOSY spectrum (C)
Set up gradient levels for DOSY experiments (M)

Restore first 2D spectrum in 3D DOSY spectrum (M)

makeslice
setup_ dosy
showoriginal

Display group of LC-NMR parameters (M)
Systems with LC-NMR accessory.

Displays parameters related to LC-NMR on a separate screen. Thismacro is
equivaent 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.

Controlsthe display of the LC-NMR parameters by the macro dg1c and the
equivalent command dg ('dglc!'). If this parameter does not exist, the
parlc macro can createit.

NMR Spectroscopy User Guide

dglc
parlc

Display LC-NMR parameters (M)
Create LC-NMR parameters (M)

Display group of linear prediction parameters (C)

dglp

Displaysthe linear prediction parameters group. Parameters do not have to be
displayed in order to be entered or changed. The dg1p display is controlled by
the string parameter dg1p.

dglp

NMR Spectroscopy User Guide; User Programming

dg Control dg parameter group display (P)

Display group of shims and automation parameters (M)

Displaysthe 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 Display group of acquisition/processing parameters (C)
dgs 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, astring parameter, can be modified by paramvi ('dgs').
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See also:
Related:

dhp

Applicability:

Description:

CAUTION:

Values:

See also:
Related:

dialog
Syntax:

Description:

Arguments:

Examples:
See also:
Related:

diffparams

Syntax:

Description:

Arguments:
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NMR Spectroscopy User Guide

Display group of special/automation parameters (M)
Edit a parameter and its attributes with vi text editor (C)

dgs
paramvi

Decoupler high-power control with class C amplifier (P)
System with a class C amplifier.

dhp selects adecoupler high-power level for systems with class C amplifiers
on the decoupler channel. Specific values of dhp should be calibrated
periodicaly for any particular instrument and probe combination. Asarough
guide, dhp="75 corresponds to approximately 2 watts at 200 MHz.

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 alinear amplifier on the decoupler channel, dhp is
nonfunctional and is replaced by the parameter dpwr.

Note that dhp runsin the opposite direction from d1p (i.e., for dhp a higher
number means more power, for d1p ahigher 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 d1p.
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)

Display a dialog box from a macro (C)
dialog(definition file,output file<, 'nowait's>)

Opens adiaog box from amacro. The output iswritten to afile that can be read
by the macro using the 1 cokup command.

definition file isthename of thefile (specified by an absolute path)
that defines the layout of the dialog box.

output fileisthename of thefile (specified by an absolute path) wherethe
results of the dialog box are written.

'nowait ' isakeyword to return immediately, without waiting for input into
the dialog box.

dialog(userdir+'/dialoglib/array,'/tmp/array')
User Programming

lookup Look up words and lines from atext file (C)
Report differences between two parameter sets (U)
diffparams <-list> filel file2 <macroname>

Reports differences between parameter sets. A macro can optionally be created
that will convert filel into £ile?2.

filel and file2 are parameter files, like $HOME /vnmrsys/expl/
procpar SHOME/vnmrsys/expl/curpar SHOME/vnmrsys/
global /vnmr/conpar xyz.fid/procpar fileland file2 can
also be directories (xyz . £1id or xyz . par, or alocal experiment like ~/
vnmrsys/expl);inthiscasedif fparams will look for asubfileprocpar
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Examples:

diffshims

Syntax:

Description:
Arguments:

See also:

Related:

digfilt

Syntax:
Description:
Arguments:

See also:

Related:

dir

Syntax:

Description:

Arguments:

in these directories. The optional -1ist argument will cause alist of the
parameters which are different to be printed. If the - 1ist option is used, the
macro feature isturned off. If aparameter existsinfilel butnot £ile2,itis
not listed. If a parameter existsin £ile2 butnot £ilel, itislisted. If the
parameter existsin bothfiles, itislisted if the valuesaredifferent. Itisnot listed
if other information associated with the parameter is different. This other
information is things like protection bits, maximum values, group, type, €tc.

An optional third argument specifies the pathname of a macro to output. This
macrowill containtheMAGICAL commandsnecessary to convert £ilel into
file2.

diffparams abc.fid xyz.fid
diffparams -1list 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,shimfile2)
(FromUNIX) diffshims shimfilel shimfile2

Compares values for room-temperature shims stored in two separate files.

shimfilel and shimfile2 are names of separatefiles 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 FIDsto another experiment.

exp_number specifies the number of the experiment, from 1 to 9, for saving
the FIDs.

option isoneof thekeywords 'nodc', 'zero', '1fs"', 'zfs', Or
't2dc'. Useakeyword for an option if the same option was used when
processing the datawith £ t, wft, ft2d, or wft2d.

NMR Spectroscopy User Guide
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)

List files in directory (C)
dir<(string) >

Displaysfilesinadirectory on thetext window. The dir command isidentical
tothe 1s and 1 £ commands.

string isastring argument containing the options and/or directory names
used if thiswerethe UNIX 1s command (e.g., dir ('-1 *.fid') requests
alonglisting (-1) of all filesending with .£id (*.£id)).If noargumentis
entered, dir listsal filesin the current working directory.
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Examples:

See also:

Related:

display
Syntax:

Description:
Arguments:

Examples:

See also:

Related:

dla

Syntax:

Description:

Arguments:

Examples:
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dir

dir('data")

dir('-1 *.fid")

NMR Spectroscopy User Guide

1f List filesin directory (C)
1s List filesin directory (C)

Display parameters and their attributes (C)

display (parameter|'*'|'**'<, tree>)

Displays one or more parameters and their attributes from a parameter tree.
Three levelsof display areavailable: parameter, '*',and ' *x ',

e parameter isthe name of asingle parameter and the display is of its
attributes (e.g., display ('a') displaysthe attributes of parameter a in
the (default) current tree).

e ' ' jsakeyword to display the name and values of all parametersin atree
(eg.,display('*', 'global"') displaysall parameter names and
valuesin the global tree).

e '*+x ' jsakeyword to display the attributes of all parametersinatree (e.g.,
display ('**', 'processed') displaysthe attributes of all
parameters in the processed tree).

tree isthe type of parameter tree and can be'global', 'current',

'processed',or 'systemglobal'. Thedefaultis ' current '. Referto
the create command for more information on types of trees.

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 v1 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 spectrato actual data). A c1index valueof a
calculated transition givestheindex of the assigned measured line. Thevalueis
zero for unassigned transitions.

'long' isakeyword to display the parameters containing the line assignments
for spin simulation iteration (matching simulated spectrato actual data) and put
the line assignmentsinto the file spini . 1a. This option is most useful when
the d1a display istoo largeto display all the calculated transitions in the text
window. The d1along command operates the sameasthedla ('long')
command.

dla
dla('long')
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See also:

Related:

dlalong

Syntax:

Description:

See also:

Related:

dli

Description:

See also:

Related:

dlivast

Applicability:
Syntax:

Description:

Arguments:

NMR Spectroscopy User Guide

assign Assign transitions to experimental lines (M)
clindex Index of experimental frequency of atransition (P)
dga Display parameters of spin simulation group (C)
dlalong Long display of spin smulation parameter arrays (C)

Long display of spin simulation parameter arrays (C)
dlalong

Puts line assignmentsinto the file spini . 1a in amore complete form, then
displaysthisfilein the text window. It is most useful when the d1z display is
too large to display all the calculated transitions in the text window. The
dla('long') command operatesthe sameasdlalong.

NMR Spectroscopy User Guide
dla Display spin simulation parameter arrays (M)

Display list of integrals (C)

Displaysalist of integralsat theintegral reset points. The frequency units of the
displayed list of integralsis controlled by the parameter =1 . Thereset points
may be defined with the =z command and these frequencies are stored in

11 frqg. The calculated amplitudes of the integral region are stored in 11 amp.
Thereset points are stored as hertz and are not referencedto r£1 and r £ p. The
amplitudes are stored as the actual value; they are not scaled by ins or by
insref. When theintegral blanking mode isused (i.e.,
intmod="'partial'), only theintegrals corresponding to the displayed
integral regions are listed.

The displayed integral value can be scaled with the set int macro. The
integral is scaled by the parameters ins and insref.
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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)

Produce text file and process wells (M)
VAST accessory.
dlivast<(last) >

Produces a text file containing the integral of the partial regions and processes
the wells.

last isthe number of the last well. The default is 96.
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dll

dlni

See also:

Related:

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

Description:

See also:
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combiplate  View acolor map for visual analysis of VAST microtiter plate (U)
combishow Display regions asred, green, and blue in CombiPlate window (M)

Display listed line frequencies and intensities (C)
dll<('pos'<,noise mult>)><:number lines,scale>

Displaysalist of line frequencies and amplitudes that are above a threshold
defined by t h. Frequency unitsare defined by the parameter ax 1 =. Theresults
of thiscalculation arestored in 11 £ rg and 1 1amp. The frequencies are stored
asHz and are not referenced to » £ 1 and £ p. Amplitudes are stored as the
actual data point value; they are not scaled by v=.

'pos' isakeywordto list only positive lines.

noise mult isanumerica value that determinesthe number of noise peaks
listed for broad, noisy peaks. The default valueis 3. A smaller value resultsin
more peaks, alarger value resultsin fewer peaks, and avalue of 0.0 resultsina
line listing containing all peaks above the threshold t h. Negative values of
noise mult arechanged to 3.

number lines isareturnargument with the number of lines above the
threshold.

scale isareturn 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.

dll

dll ('pos')

dll(2.5)

dll:rl,sc
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axis Axis label for displays and plots (P)

dels Delete spectrafrom T, or T, anaysis(C)

fp Find peak heights (C)

getll Get frequency and intensity of aline (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)

Display list of normalized integrals (M)

Displaysintegralsin anormalized format. The parameter ins representsthe
value of the sum of all the integrals. When the integral blanking mode is used
(i.e., intmod="partial "), only theintegralscorresponding to thedisplayed
integral regions are listed and are used in the summation.
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cz Clear integral reset points (C)
dli Display list of integrals (C)
ins Integral normalization scale (P)
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dlp
Applicability:
Description:

Values:
See also:
Related:

Description:

Values:

See also:
Rel ated:

dm2
Applicability:
Description:

nli Find integral values (C)
z Add integral reset point at cursor position (C)

Decoupler low-power control with class C amplifier (P)
Systems with a class C amplifier.

d1p controlsthe decoupler power level for systems with a class C decoupler
amplifier in the low-power mode, generally used for homonuclear decoupling.
d1p specifiesdB of attenuation of the decoupler, below anominal 1 watt value.
dlpisactiveonly if dhp="n".

On systems with adecoupler linear amplifier, d1p is nonfunctional and dpwr
controls decoupler power.
0to 39 (in dB of attenuation, 0 is maximum power).
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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)

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 |etters 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 statusis constant for the entire pulse sequence, it
can be entered asasingle letter (e.g., dm="n").

'n','y','a',or 's' (or acombination 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.

'a' specifies the asynchronous mode, the sameas '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.
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dm2 Decoupler mode for second decoupler (P)

dm3 Decoupler mode for third decoupler (P)

dm4 Decoupler mode for fourth decoupler (P)

dmf Decoupler modulation frequency for first decoupler (P)
dmm Decoupler modulation mode for first decoupler (P)

dn Nucleus for first decoupler (P)

decasynctype Select the type of 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
apulse sequence. It functions analogously to dm.
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dm3

Applicability:
Description:

dm4

Applicability:
Description:

dm£

Values:

See also:

Related:

Values:

See also:
Related:

Values:

See also:

Related:

Description:

Same as dm, except that if dn2="" (two single quotes with no spacein
between) and a second decoupler is present in the console, dm2 assumesa
default value of 'n' when go is executed.
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dm Decoupler mode of first decoupler (P)

dmf2 Decoupler modulation frequency for second decoupler (P)
dmm2 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 spacein
between) and a third decoupler is present in the console, dm3 assumes a default
value of 'n' when go is executed.
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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 thetype of decoupler asynchronous mode (P)

Decoupler mode for fourth decoupler (P)
Systems with a deuterium decoupler channel as the fourth decoupler.

Determines the state of fourth decoupler during different status periods within
apulse sequence. It functions analogously to dm.

Same as dm, except that if dn4="" (two single quotes with no spacein
between) and a fourth decoupler is present in the console, dm4 assumes a
default value of 'n' when go is executed.
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dm Decoupler mode of first decoupler (P)

dmf4 Decoupler modulation frequency for fourth decoupler (P)
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 specifies1/pwo0 at
the particular power level used. After calibrating the decoupler field strength
YH, (expressed in units of Hz), dmf should be set equal to 4*yH, for WALTZ,
MLEV 16, GARP, and XY 32 (when available).

dmf isinactive for CW mode decoupling (dmm="c").

dmf isaso active for square wave mode decoupling (dmm="r ') and fm-fm
mode (dmm=" £ ') decoupling. For dmm=" £ ', the modulation frequency is
swept back and forth between about 0.5% and 5% of the dmf frequency (e.g.,
if dmf is100 kHz, the modulation is swept between approximately 500 Hz and
5kHz). A reasonable optimum value for dmf when dmm=" £ ' isthe decoupler
frequency divided by 4000.
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Values:

See also:
Related:

dmf2
Applicability:
Description:

Values:

See also:
Related:

dmf3
Applicability:
Description:

Values:

See also:
Related:

dmf4
Applicability:
Description:

Values:

5Hzto2 MHz in steps of 5 Hz (steps are actually approximately 4.768 Hz).

For GARP modulation, thedmf valueisinternally multiplied by 45, making the
limit of possible dmf valuesto 5 Hz to 44.4 kHz when dmm="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.

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 spacein
between) and a second decoupler is present in the console (numr £ c¢h greater
than 2), dmf 2 assumes a default value of 1000 Hz when go is executed.
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dm2 Decoupler mode for second channel (P)

dmf Decoupler modulation frequency for first decoupler (P)
dmm2 Decoupler modulation mode for second decoupler (P)
dn2 Nucleus for second decoupler (P)

numrfch 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 spacein
between) and a third decoupler is present in the console (numr £ ch equals 4),
dmf 3 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)

numrfch 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 dn4="" (two single quotes with no spacein
between) and afourth decoupler ispresent in the console (numr £ ch equals5),
dmf4 assumes a default value of 1000 Hz when go is executed.
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See also:
Related:

dmfadj
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

dmf2adj
Applicability:
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

dmf3adj
Applicability:
Syntax:
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dm4 Decoupler mode for fourth channel (P)

dmf Decoupler modulation frequency for first decoupler (P)
dmm4 Decoupler modulation mode for fourth decoupler (P)
dn4 Nucleus for fourth decoupler (P)

numrfch Number of rf channels (P)

Adjust tip-angle resolution time for first decoupler (M)
dmfadj< (tipangle resolution) >

Adjusts the parameter dmf so that time associated with the first decoupler tip-
angleresolutionisan integral multiple of 50 ns. This eliminates time truncation
error in execution of programmable decoupling or spin-locking sequence by the
waveform generator. For example, the tip-angle resolution for an MLEV-16
decoupling sequence should be 90.0° since every pulse in that sequence can be
represented as an integral multiple of 90.0°; however, the tip-angle resolution
for a GARP decoupling sequence should be 1.0°.

tipangle resolution specifiesthe necessary tip-angleresolutionfor the
programmabl e decoupling or spin-locking sequenceto be executed. The default
value is the current value of the parameter dres.

dmfadj
dmfadj (90.0)
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dmf Decoupler modulation frequency for first decoupler (P)
dmf2adj Adjust tip-angle resolution time for second decoupler (M)
dmf3adj Adjust tip-angle resolution time third decoupler (M)
dmf4adj Adjust tip-angle resolution time fourth decoupler (M)
dres Tip angle resolution for programmable decoupling (P)

Adjust tip-angle resolution time for second decoupler (M)
Systems with a second decoupler.
dmf2adj< (tipangle resolution) >

Adjuststhe parameter dmf 2 to make time associated with the second decoupler
tip-angle resolution an integral multiple of 50 ns. dmf2adj functions
analogously to the macro dmfadi.

tipangle resolution specifiesthe necessary tip-angleresolutionfor the
programmabl e decoupling or spin-locking sequenceto be executed. The default
value is the current value of the parameter dres2.

dmf2adj
dmf2adj (90.0)
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dmf2 Decoupler modulation frequency for second decoupler (P)
dmfadj Adjust decoupler tip-angle resolution time (M)
dres2 Tip angle resolution for second decoupler (P)

Adjust tip-angle resolution time for third decoupler (M)
Systems with a third decoupler.

dmf3adj< (tipangle resolution) >
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Description:

Arguments:

Examples:

See also:

Related:

dmf4adj

Applicability:
Syntax:

Description:

Arguments:

Examples:
See also:

Related:

dmg

Description:

Values:

See also:
Related:
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Adjusts the parameter dmf 3 to make time associated with the third decoupler
tip-angle resolution an integral multiple of 50 ns. dmf3adj functions
analogously to the macro dmfadi.

tipangle resolution specifiesthe necessary tip-angleresolutionfor the
programmabl e decoupling or spin-locking sequenceto 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.
dmf4adj< (tipangle resolution) >

Adjusts the parameter dmf 4 to maketime associated with the fourth decoupler
tip-angle resolution an integral multiple of 50 ns. dmf4adj functions
analogously to the macro dmfadi.

tipangle resolution specifiesthe necessary tip-angleresolutionfor the
programmabl e decoupling or spin-locking sequenceto be executed. The default
value is the current value of the parameter dres4.

dmf4adj
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dmf4 Decoupler modulation frequency for fourth decoupler (P)
dres4 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
isin the display group and can be set manually or by executing the commands
ph, av, pwr, or pa forthevalues'ph', 'av', 'pwr',or 'pa', respectively.

'ph' setsthe phased mode in which each real point in the displayed spectrum
iscaculated from alinear combination of real and imaginary points comprising
each respective complex data point.

'av' setsthe absolute-value mode in which each real point in the displayed
spectrum is calcul ated as the square root of the sum of squares of the real and
imaginary points comprising each respective complex data point.

"pwr ' setsthe 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 ' setsthe phase angle mode in which each real point in the displayed
spectrum is calcul ated 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 absol ute-value mode in directly detected dimension (C)
dcg Drift correction group (P)

dmg1l Data display mode in 1st indirectly detected dimension (P)
dmg2 Data display mode in 2nd indirectly detected dimension (P)
ft Fourier transform 1D data (C)
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dmgl
Description:

Values:

See also:
Related:

dmg2
Description:

Values:

See also:
Related:

dmgf
Description:

ftid 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 aong thefirst indirectly detected dimension
of amultidimensional data set. dmg1 isin the display group and can be set
manually or by executing the commands ph1, av1, pwril, or pal for the
values 'phl', 'avl', 'pwrl',or 'pal’', respectively. If dmgl does not
exist or if it isset to the empty string (dmg1=""), VhmrJusesthevalue of dmg
to decide the display mode along thefirst indirectly detected dimension.
'phl' setsphased mode.

'avl' setsabsolute-value mode.

'pwrl' setspower mode.

'pal’ setsphase angle mode.
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avl Set absolute-value mode in 1st indirectly det. dim. (C)

dmg Data display mode in directly detected dimension (P)

pal Set phase angle mode in 1st indirectly detected dimension (C)
phl Set phased mode in 1st indirectly detected dimension (C)
pwrl Set power mode in 1st indirectly detected dimension (C)

Data display mode in 2nd indirectly detected dimension (P)

Controls the mode of data display along the second indirectly detected
dimension of amultidimensional data set. dmg2 isin the display group and can
be set manually or by executing the commands ph2, av2, or pwr2 for the
values 'ph2', 'av2',0or 'pwr2 ', respectively. If dmg2 does not exist or if
it is set to the empty string (dmg2=" "), VnmrJusesthe va ue of the parameter
dmg instead of dmg?2 to decide the display mode along the second indirectly
detected dimension.

'ph2 ' sets phased mode.

'av2' setsabsolute-value mode.
'pwr2' setspower mode.
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av2 Set absolute-value mode in 2nd indirectly det. dim. (C)
dmg Data display mode in directly detected dimension (P)
ph2 Set phased mode in 2nd indirectly det. dim. (C)

pwr2 Set power mode in 2nd indirectly det. dim. (C)

Absolute-value display of FID data or spectrum in acqi (P)

If the parameter dmgf existsandissetto 'av', the FID display inthe acqi
program is set to the absol ute-value mode, which displays the square root of the
sum of the squares of the real and imaginary channels. dmgf has no function
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See also:

Related;

dmm

Description:

Values:

See also:

Related:

dmm?2

Applicability:
Description:

Values:

outside of the acqi program. This display mode may cause the displayed FID
toexceedthedisplayed ADC limitsin acq i by asmuch asafactor of the square
root of 2.
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acqgi Interactive acquisition display process (C)
av Set absol ute-value mode in directly detected dimension (C)
gf Prepare parameters for FID/spectrum display in acgi (M)

Decoupler modulation mode for first decoupler (P)

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 thisis not fixed. For
example, dmm="'ccw' givessingle-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 setto ' ¢ ' during periods of the pulse
sequence when the decoupler isto be pul sed.

'¢', £, 'g!, 'm!, 'p!, ', 'u!, 'w!,and 'x ' areavailable;:
e ' sets continuous wave (CW) modul ation.
e ' f' setsfm-fm modulation (swept-square wave).
e 'g' sets GARP modulation.
e 'm' sets MLEV-16 modulation.
e 'n' setsnoise modulation.

e 'p' sets programmable pulse modulation using the dseq parameter to
specify the decoupling sequence.

e 'r' sets square-wave modulation.
e 'u' setsuser-supplied modulation using external hardware.
e 'w' sets WALTZ-16 modulation.
e 'x' gsets XY 32 modulation.
NMR Spectroscopy User Guide

dm Decoupler mode for first decoupler (P)

dmf Decoupler modulation frequency for first decoupler (P)
dmm2 Decoupler modulation mode for second decoupler (P)
dmm3 Decoupler modulation mode for third decoupler (P)
dmm4 Decoupler modulation mode for fourth decoupler (P)
dseq Decoupler sequence for the first decoupler (P)

Decoupler modulation mode for second decoupler (P)
Systems with a second decoupler.

Setsthetype of decoupler modulation for the second decoupler during different
status periods within a pul se sequence. It functions anal ogously to dmm.

‘¢, ', 'g', 'm', 'p', 'r', 'u’, 'w',and 'x' areavailable. 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 (numr £ ch greater than 2),
dmm2 isinternaly setto '¢' when go is executed.
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See also:
Related:

dmm3

Applicability:
Description:

Values:

See also:
Related:

dmm4

dn

Applicability:
Description:

Values:

See also:
Related:

Description:

Values:
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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)

Decoupler modulation mode for third decoupler (P)
Systems with a third decoupler.

Setstype of decoupler modulation for thethird decoupler during different status
periods within a pulse sequence. It functions analogously to dmm.

‘¢, 'E','g!,'m!, 'p', "', 'u’, 'w',and 'x ' areavailable. Refer to
dmm for the definition of these values (note that if the mode 'p ' is selected,
dseqg3 specifiesthe decoupling sequence). If dn3=" " (two single quotes) and
athird decoupler is present in the console (numr £ ch equal to 4), dmm3 is
internally setto ' ¢' when go is executed.
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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)
numrfch Number of rf channels (P)

Decoupler modulation mode for fourth decoupler (P)
Systems with a deuterium decoupler channel as the fourth decoupler.

Sets type of decoupler modulation for the fourth decoupler during different
status periods within a pul se sequence. It functions analogously to dmm.

‘cr, ', 'g!, 'm!, ', 'ut, 'w!,and 'x ' areavailable. Refer to dmm for
the definition of these values. If dn4="'"' (two single quotes) and afourth
decoupler is present in the console (numr £ ch greater than 4), dmm4 is
internally setto ' ¢' when go is executed.
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dm4 Decoupler modulation for the fourth decoupler (P)

dmf4 Decoupler modulation frequency for the fourth decoupler (P)
dmm Decoupler modulation mode for first decoupler (P)

dn4 Nucleus for the fourth decoupler (P)

dseqg4 Decoupler sequence for the fourth decoupler (P)

numrfch Number of rf channels (P)

Nucleus for first decoupler (P)

Changing the value of dn causesamacro (named _dn) to be executed that
extractsvaluesfor dfrqganddof fromlookup tables. Thetables, stored inthe
directory /vnmr/nuctables, are coded by atomic weights.

In the lookup tables, typically 'H1', 'Cc13', 'P31',etc.
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See also:

Related:

dn2

Applicability:
Description:

See also:

Related:

dn3

Applicability:
Description:

See also:

Related:

dn4

Applicability:
Description:
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dfrg 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 causesamacro (named _dn?2) to be executed that
extractsvaluesfor 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). Thissetsdm2="n",
dmm2="¢c',dmf2=1000 (inHz), dfrg2=1 (inMHz), dof2=0, dpwr2=0,
dseg2=""'",anddres2=1.

NMR Spectroscopy User Guide

dfrg2 Transmitter frequency of second decoupler (P)
dn Nucleus for first decoupler (P)

dof2 Frequency offset for second decoupler (C)
numrfch Number of rf channels (P)

tn Nucleus for observe transmitter (P)

Nucleus for third decoupler (P)
Systems with a third decoupler.

Changing the value of dn3 causesamacro (named _dn3) to be executed that
extracts values for dfrg3 and dof 3 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 quoteswith no spacein between). Thissetsdm3="'n",dmm3="c"',
dmf3=1000 (inHz),dfrg3=1(inMHz),dof3=0,dpwr3=0, dseqg3="",
anddres3=1.
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dn Nucleus for first decoupler (P)

dfrg3 Transmitter frequency of third decoupler (P)
dof3 Frequency offset for third decoupler (C)
numrfch Number of rf channels (P)

tn Nucleus for observe transmitter (P)

Nucleus for fourth decoupler (P)
Systems with a deuterium decoupler channel as the fourth decoupler.

Changing the value of dn4 causesamacro (named _dn4) to be executed that
extracts values for dfrg4 and dof 4 from lookup tables. Otherwise, dn4
functions analogously to the parameters tn and dn except that the only valid
valuefor dn4 is 'H2'. If an experiment does not use the fourth decoupler
channel, the channel can bedisabled by settingdn4="" (two singlequoteswith
no space in between). Thissetsdm4="n"',dnm4="c"',dmf4=1000 (in HZz),
dfrg4=1 (inMH2z), dof4=0,dpwr4=0,dseg4="'",anddres4=1.
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Seealso: 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)
numrfch 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. Datais also processed if
Process data on drag-and-drop from locator is selected in the System settings
didog in the Utilities menu.

Related: dndjoin Join awork 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)
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 awork 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 awork 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)
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D

dnode
Applicability:
Description:

See also:
Related:

doautodialog
Applicability:
Syntax:

Description:

Related:

dodialog
Syntax:

Description:

dof
Description:

Values:
See also:
Related:

dof2
Applicability:
Description:

Values:

See also:
Related:
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Display list of valid [imNET nodes (M,U)
Systems with [ImNET.

Displaysthe contents of the user'simNET node database (i.e., all remote nodes
available to limNET). Each node is listed by name, Ethernet address (6
hexadecimal bytes), and burst size

NMR Spectroscopy User Guide
eaddr Display Ethernet address (M,U)
Start a dialog window using def file (M)
Systems with automation.

doautodialog

Internal macro used by enter to start adialog window using the def file for
an experiment inthe dialoglib directory.

enter Enter sample information for automation run (M,U)
Start a dialog window with dialoglib file (M)
dodialog

Internal macro that starts a dialog window using adialog 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 valueis
specified in the conf ig 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.

Controlsthe frequency offset for the second decoupler. dof 2 functions
analogously to the parameters tof and dof.

—100000 to 100000 Hz (approximate, depends on frequency), in stepsof 0.1 Hz.
If dn2="" (two single quotes with no space in between) and a second
decoupler channel is present in the console, dof 2 assumes adefault 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:

do pcss

Syntax:

Description:

Arguments:

01-999346-00 B 1207

Frequency offset for third decoupler (P)
Systems with a third decoupler.

Controlsthe frequency offset for the third decoupler. do£3 functions
analogously to the parameters tof and dof.

—100000 to 100000 Hz (approximate, depends on frequency), in stepsof 0.1 Hz.
If dn3="" (two single quotes with no spacein between) and a third decoupler
channel is present in the console, dof 3 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.

Controlsthe 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, dof 4 assumes adefault 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
fiddle
setup_ dosy

Process DOSY experiments (M)
Perform reference deconvolution (M)
Set up gradient levels for DOSY experiments (M)

Start a dialog with dialoglib/experiment def file (M)

Internal macro that starts a dialog window using adef filein the directory
dialoglib/experiment.

Calculate proton chemical shifts spectrum (C)
do pcss<(<threshold><,max cc><,max width) >

Strips a high-resolution proton spectrum down to alist of chemical shifts. The
listissaved inthefilepcss. outpar. If no argument isgiven, do_pcss
automatically cal culatesthe threshold and uses default values for the maximum
allowable coupling constant and the maximum width of a spin multiplet.

threshold setsthe level whether a point belongs to a pesk or is noise.

max_cc isthemaximum allowable coupling constant in the spectrum. Default
is20 Hz.
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Examples:

See also:
Related:

dosy
Syntax:

Description:

Arguments:

See also:
Related:

dosy2d
Applicability:
Description:

Related:

dosyfrg
Description:

See also:
Related:
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max_width isthe maximum width of aspin multiplet in the spectrum.
Default is 60 Hz.

do_pcss
do_pcss(10)
do_pcss(9,20,80)

NMR Spectroscopy User Guide

pcss Calculate and show proton chemical shifts spectrum (M)

Process DOSY experiments (M)
dosy (<'prune'>,<lowerlimit,upperlimits>)

PerformsaDOSY (diffusion ordered spectroscopy) analysis of the datain an
array of spectra

dosy usesthe commands d11 and £ p to determine the heights of all signals
above the threshold defined by the parameter t h and then fits the decay curve
for each signal to aGaussian using the program dosvy £ 1 t. It storesasummary
of al diffusion coefficientsand their estimated standard errors and various other
results as follows:

e Inthe directory $SHOME/vnmrsys/Dosy: diffusion_display.inp,
genera_dosy_stats, calibrated_gradients, fit_errors, and
diffusion_spectrum

¢ |nthe current experiment: a second copy of diffusion_display.inp.
The command showdosy has been incorporated into dosy.

prune startsadialog to allow one or more spectra to be omitted from the
analysis.

lowerlimit isthelower diffusion limit (in units of 10™° m?%s) to be
displayed.

upperlimit isthe upper diffusion limit (in units of 101° m?s) to be
displayed.

Without arguments, dosy uses dl the experimental spectra and covers the
whole diffusion range seen in the experimental peaks.

NMR Spectroscopy User Guide
Synthesize and display DOSY plot (C)

Perform reference deconvolution (M)
Set up gradient levels for DOSY experiments (M)

ddif
fiddle
setup dosy

Apptype macro for dosy 2D experiments (M)

Liquids

Performsthe actions for 2D dosy protocols to set up, process, and plot
experiments. It is only available if the Dosy software isinstalled.

Application type (PM)
Set up the exec parameters (M)

apptype
execpars

Larmor frequency of phase encoded nucleus in DOSY (P)

Storesthe NMR freguency of the phase encoded nucleusin DOSY experiments.
Itisdirectly set by the DOSY sequences.

NMR Spectroscopy User Guide

dosy Process DOSY experiments (M)

01-999346-00 B 1207



dosygamma

Description:

See also:
Related:

Gyromagnetic constant of phase encoded nucleus in DOSY (P)

Stores the gyromagnetic constant of the phase encoded nucleusin 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)

dosytimecubed Gyromagnetic constant of phase encoded nucleus in DOSY (P)

Description:

See also:
Related:

dotl

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

dotflag
Description:

Time cubed factor in the expression for diffusiona attenuation. Itis
automatically set by the DOSY sequences and used by the dosy macro.

NMR Spectroscopy User Guide
dosy Process DOSY experiments (M)

Set up a T, experiment (M)
dotl<(min Tl estimate,max Tl estimate,time) >

Sets up all parametersto perform a T1 experiment, including d1, pw, p1, nt,

and an array of d2 values, based on information entered you enter. Make sure
that the parameter pw 9 0 isset properly and containsthe correctly calibrated 90°
pulse width because dot 1 uses thisinformation. If you have not done a pulse
width calibration recently, you may wish to do so now.

Minimum and maximum T1 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.

min Tl estimate isthe estimated minimum expected T1. The default is
the system prompts the user for the value.

max T1 estimate istheestimated maximum expected T1. The default is
the system prompts the user for the value.

time isthetotal timein hours that the experiment should take. The default is
the system prompts the user for the value.

dot1l
dot1(1,2,.5)

NMR Spectroscopy User Guide

di First delay (P)

dz 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)

pw Pulse width (P)

pw90 90° pulse width (P)

Display FID as connected dots (P)

When sparse FID data points are displayed, they are displayed as unconnected
dots. If dotflag existsandissetto 'n', the FID dots will be connected. To
create dotflag, enter create ('dotflag', 'flag!'). To create
dotflag andthe FID display parameters axisf, vpf, vpfi, crf, and
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Values:
See also:
Related:

downsamp

Description:

Values:

See also:
Related:

dp
Description:
Values:

See also:
Related:

dpcon

Syntax:
Description:
Arguments:
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deltaf (if the parameter set isolder and lacks these parameters), enter
addpar ('fid') .

'n' setsconnecting the dots. 'y ' setsnot connecting the dots.
NMR Spectroscopy User Guide

addpar Add selected parameters to the current experiment (M)
create Create new parameter in a parameter tree (C)
af Display asingle FID (C)

Downsampling factor applied after digital filtering (P)

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 ') createsthe digital filtering and downsampling
pwaﬂmasdownsamp,dscoef,dsfb,dslsfrqjmdfiltfile

Number for the downsampling factor. 1 sets digital filtering with afilter
bandwidth specified by ds b without downsampling.

'n' setsnormal data processing without digital filtering.
NMR Spectroscopy User Guide

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)
dslsfrqg Bandpass filter offset for downsampling (P)

filtfile File of FIR digital filter coefficients (P)

pards Create additional parameters used by downsampling (M)
sw Spectral width in directly detected dimension (P)

Double precision (P)
Sets whether data are acquired in a 16-bit or 32-bit integer format.

'n' sets16-bitformat, 'y ' sets32-bit format. If the 200-kHz receiver option is
installed (Max. Narrowband Width set to 200 kHz in the Spectrometer
Configuration window), dp isforcedto 'n' if 120000<sw<=200000. If
sw>200000, dp isforcedto 'y '. On wideline systems, dp="vy"' isrequired
when sw>100000.

NMR Spectroscopy User Guide
sw Spectral width in directly detected dimension (P)

Display plotted contours (C)
dpcon (<options, ><levels, spacings>)
Produces a true contour plot display.

options must precede levels and spacing inthe argument list and can
be one or more of the following:

e 'pos' isakeyword to limit the display to positive peaksonly in phased
spectra. The default is both positive and negative peaks.

e 'neg' isakeyword to limit the display to negative peaks only in phased
spectra.
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Examples:

See also:

Related:

dpconn

dpf

Syntax:

Description:

See also:

Related:

Syntax:

Description:

Arguments:

Examples:

D

e 'noaxis' isakeyword to omit outlining the display and drawing the
horizontal or vertical axis.

levels isthe maximum number of contours to be shown. The default is 4.

spacing isthe spacing by relativeintensity of successive contour levels. The
default is 2.

dpcon
dpcon ('pos',6)
dpcon(15,1.4)

NMR Spectroscopy User Guide

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)

Display plotted contours without screen erase (C)
dpconn (<options, ><levels, spacings>)

Produces a true contour plot display exactly the same asthe dpcon command,
but without erasing the screen before drawing. The arguments are entered the
Same as dpcon.

NMR Spectroscopy User Guide
dpcon Display plotted contours (C)

Display peak frequencies over spectrum (C)

(1) dpf<(<'noll'><, 'pos'><,noise mult><, 'top's) >
(2) dpf<(<'noll'><, 'pos'><,noise mult><, 'leader's
<,lengths>) >

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 isactive, dpf deactivatesit.

Two basic modes of label positioning are available: labelsplaced at thetop, 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
2using 'leader' keyword). The default is short leaders.

'noll' isakeyword to display frequencies using last previous line listing.
'pos' (or 'noneg') isakeyword to display positive peaks only.

noise mult isanumerica value that determinesthe number of noise peaks
displayed for broad, noisy peaks. The default is 3. A smaller valueresultsin
more peaks, alarger value resultsin fewer peaks, and avalue of 0.0 resultsina
line listing containing all peaks above the threshold t h. Negative values of

noise mult arechangedtoavalueof 3. Thenoise mult argumentis
inactive whenthe 'nol1l' keyword is specified.

'top' isakeyword to display peak |abels at the top with long leaders. In this
mode, the height of labelsisvaried by changing the parameter wc2.

'leader' isakeyword to display labels positioned just above each peak.

length specifiesthe leader length, in mm, if labels are positioned just above
each peak. The default is 20.

dpf ('pos')

dpf ('leader',30)
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dpf('top', 'noll")
dpf ('pos',0.0, 'leader',30)

Seealso: NMR Spectroscopy User Guide

Related: axis Axislabel 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)
we2 Width of chart in second direction (P)

dpir Display integral amplitudes below spectrum (C)

Description: Displaysintegral amplitudes below the appropriate spectral regions.
Seealso: NMR Spectroscopy User Guide

Related: dpf Display peak frequencies over 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)
dpirn Display normalized integral amplitudes below spectrum (M)

Description: Equivaent to the command dp i r except that the sum of the integralsis
normalized to the value of the parameter ins.

Seealso: NMR Spectroscopy User Guide

Related: dpir Display integral amplitudes below spectrum (C)
ins Integral normalization scale (P)
pirn Plot normalized integral amplitudes below spectrum (M)
dpiv Display integral values below spectrum (M)

Syntax: dpivs< (vertical position) >

Description: Labels integrals with a bracket below the spectrum and a vertical number
indicating the integral value.

e vertical labelsfor narrower regions
e avoidslabel overlap by label shifting
e more flexible vertical positioning

The vertical position defaults to alocation just underneath the scale labels,
assuming there is enough room below the scale. If the vertical position istoo
low, the vertical position isallowed to approach the position of the spectrum up
to 1 mm. If the spectral positionis so low that the integral labelswould 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) producesintegral labelswith the brackets ending 2 mm below the
position of the spectrum.
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Examples:

Related:

dpivn

Syntax:

Description:

Related:

dpl

Description:

Related:

dpl seqgfil

Description:
Examples:

Related:

D

dpiv follows this convention: the output is controlled by ins and insref
and not by is. Restorethe 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.

vp=25 dpiv
vp=50 pl pscale piv(0)

dpir Display integral amplitudes below spectrum (C)

dpirn Display normalized integral amplitudes bel ow spectrum (C)
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)

Display normalized integral values below spectrum (M)
dpivn< (vertical position)>

L abels integrals with a bracket below the spectrum and a vertical number
indicating the integral value.

See dpiv for description and use.

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)

Default plot (M)

Looks for sequence-specific default plot macro (dpl segfil) and executes
if oneisfound.

dpl seqgfil  Sequence-specific default plot (M)
dpr Default process (M)
dds Default display (M)

Sequence-specific default plot (M)
Sequence-specific default plot. These macros are called by the dp1 macro.

dpl NOESY1D
dpl TOCSY1D

dpl Default plot (M)
dpr Default process (M)
dds Default display (M)
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D

dplane

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

dpr

Description:

Related:

dpr seqgfil

Description:
Examples:

Related:

dprofile

Syntax:
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Display a 3D plane (M)
dplane (<plane type, >plane number)

Displaysthe 2D color map of a particular data planefrom a 3D spectral data set.
The 3D parameters are loaded into VnmrJ each time dplane is executed. The
parameter pa th3d specifies the absolute path to the directory (without

the . extr file extension) where the 2D planes extracted from the 3D spectral
data set reside.

plane typeisoneofthekeywords'£f1£3', '£2£3',and '£1£2" forthe
f1f3, f2,f3, and f1f5 planes, respectively. If plane type isspecified, the
parameter plane isupdated with that new value. p1 ane isthen used to
determine the type of 3D plane to be displayed.

plane number specifies which plane of aparticular typeis to be displayed:
e For plane f;f, the range of plane_numberis1to fn2/2
e For planef,f5, therange of plane_numberis1 to fnil/2
e For planef,f,, therange of plane_numberis1 to fn/2

dplane (3)
dplane('f1f2',2)

NMR Spectroscopy User Guide
Display aseries of 3D planes (M)

dsplanes

dproj Display a 3D plane projection (M)

getplane Extract planes from a 3D spectra 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)

Default process (M)

Looks for sequence-specific default plot macro (dpr segfil) and executes
if oneisfound.

dpr segfil  Sequence-specific default process (M)
dpl Default plot (M)
dds Default display (M)

Sequence-specific default process (M)
Sequence-specific default plot. These macros are called by the dpr macro.

dpr NOESY1D
dpr TOCSY1D

dpr Default process (M)
dpl Default plot (M)
dds Default display (M)

Display pulse excitation profile (M)

dprofile< (axisflag<,profile<, shapefile>>) >
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Description:

Arguments:

Examples:

See also:

Related:

dproj

dps

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

Syntax:

Description:

Displaysthe X, Y and Z excitation (inversion) profile for a pulse shape
generated by the Pbox software. If shapefile isnot provided, the last
simulation data stored in the shapelib/pbox. sim file are displayed.

Theaxisflag and profile arguments can be given in any order.

axisflagis'y' todisplay the full spectrum and afrequency scale, or 'n'
to suppress the scale and spectrum. The default is 'n'.
profileisacharacter stringidentifying the desired profile. 'xyz ' selectsX,
Y, and Z (inversion) profiles; 'xy ' selectsonly the excitation (transverse)
profiles; 'x ' selectsonly the X transverse excitation profile; and ' z ' selects
only the inversion profile. The default is 'xyz'.

shapefile isthe name of a*.RF or *.DEC file, including the extension.
dprofile

dprofile('y', 'xy"')

dprofile('xy','n', 'softpls.RF'")

NMR Spectroscopy User Guide

pprofile Plot pulse excitation profile (M)
Pbox Pulse shaping software (U)

Display a 3D plane projection (M)
dproj<(plane_ type) >

Displays 2D color map of the 2D projection plane from a 3D spectral data set.
Theprojectionisaskyline projection. The 3D parametersareloaded into VnmrJ
eachtimedproj isexecuted. For this macro, the parameter pa th3d specifies
the directory (without the . extr extension) where the 2D projection resides
that has been created from the 3D spectral data set.

plane typeisoneofthekeywords'£f1£3', '£2£3',and '£1£2" forthe
f1f3, f2,f3, and f1f; planes, respectively. If plane type is specified, the
parameter p1ane isupdated with that value. p1 ane isthen 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 aseries of 3D planes (M)

getplane Extract planes from a 3D spectra 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 apicture 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.
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Arguments:

See also:
Related:

dpwr
Applicability:
Description:

Values:

See also:
Related:

dpwr2
Applicability:
Description:

The pulse parameters are displayed if there is enough space an if the length of
the parameter name islessthan thirty letters. The value of each pulseis also
displayed. If the value delay or width isless than zero, a question mark (?) is
displayed. Thetime unitsare displayed in color (on acolor monitor). The height
of pulsesis scaled according to their power level.

dps also displays spin lock, transmitter gating, observe transmitter power, and
other information.

file specifiesthe name of thefile containing the pul se sequences. The default
isthefileseqfil.

x, vy specifiesthe start of the position with respect to the lower-left corner of the
window.

width, height arein proportion to wemax and we2max.
NMR Spectroscopy User Guide

ppSs Plot pulse sequence (C)

seqfil Pulse sequence name (P)

we Width of chart (P)

wemax M aximum width of chart (P)

wc2max M aximum width of chart in second direction (P)

Power level for first decoupler with linear amplifier (P)
Systems with alinear amplifier.

On systems equipped with alinear amplifier, a 63-dB or 79-dB attenuator
between the decoupler transmitter and the amplifier controls the power level.

The system valuefor the attenuator upper safety limit is set fin the Spectrometer
Configuration window (opened by conf ig). The Upper Limit entry setsthis
value. For broadband decoupling of 1H nuclei, typical values range from 36 to
49 dB. For homonuclear decoupling, typical valuesrange from 5 to 15 dB.

79 dB, -16 to +63, in steps of 1 dB.

Decoupler power greater than 2 wattsin 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 onthe decoupler channel has been set to 49, corresponding to about 2
watts of power. Before using dpwr=4 9 for continuous decoupling, ensure safe
operation by measuring the output power. This should be done during system
installation and checked periodically by the user.

VnmrJ Installation and Administration

cattn Coarse attenuator (P)

config Display current configuration and possible change it (M)
dpwrf First decoupler fine power (P)

dpwr2 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 (P)
tpwrf Observe transmitter fine power (P)

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.
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Values:

CAUTION:

See also:
Related:

dpwr3
Applicability:
Description:

Values:

CAUTION:

See also:
Related:

dpwr4
Applicability:
Description:

Values:

D

The system valuefor 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 ispresent 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 valuefor 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.

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.

NMR Spectroscopy User Guide

cattn Coarse attenuator type (P)
config Display current configuration and possible change it (M)
dn3 Nucleus for third decoupler (P)

Power level for fourth decoupler amplifier (P)
Systems with deuterium decoupler channel as the fourth decoupler.

Controls the coarse attenuator (45 dB range) that resides on the L ock
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).

48-dB attenuator: 15 to 63 (63 is max. power), in units of dB.
If dn4a="" (two single quotes) and a third decoupler channel is present in the
console, dpwr4 assumes adefault value of 0 when go is executed.
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CAUTION:

See also:
Related:

dpwrf
Applicability:
Description:

Values:

See also:
Related:

dpwrf2
Applicability:
Description:

Values:

See also:
Related:

dpwrf3
Applicability:
Description:
Values:

See also:
Related:

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 5 watts and will produce approximately a1
kHz decoupling field. Always carefully calibrate decoupling power to
avoid exceeding 5 watts. Before using dpwr4=52 continuous
decoupling, ensure safe operation by measuring the output power.
Measurement should be taken 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)
dn3 Nucleus for third decoupler (P)

First decoupler fine power (P)
Systems with an optional fine attenuator on the decoupler channel.

Controlsthe first decouple fine attenuator. Systems with this attenuator are
designated within the Spectrometer Configuration window (opened by

conf ig) by the status of the Fine Attenuator entry. Thefine attenuator islinear
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 I nstallation,

config Display current configuration and possibly changeit (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 (P)
tpwrf Transmitter fine power (P)

Second decoupler fine power (P)
Systems with an optional fine attenuator on the second decoupler channel.

Controlsthe second decoupler fine attenuator, functioning analogously to
dpwrt.

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

dpwrf First decoupler fine power (P)

Third decoupler fine power (P)
Systems with an optional fine attenuator on the third decoupler channel.
Controlsthe third decoupler fine attenuator, functioning analogously to dpwr f.

0 to 4095 (where 4095 is maximum power). If dpwr£3 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:

draw

Syntax:

Description:

Arguments:

01-999346-00 B 1207

First decoupler linear modulator power (P)

Systems with afirst decoupler linear modulator.
Thefine 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

dpwrm2 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.
Controlsthe 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)

Draw line from current location to another location (C)
draw (<'keywords'>x,y)

Draws aline from the current location to the absolute location with coordinates
given by the arguments.

'keywords' identifiesthe output device (' graphics' | 'plotter'),
drawing mode (' xor' | 'normal '), and drawing capability
("newovly'|'ovly'|'ovlyC').

e 'graphics'|'plotter' isakeyword for the output device. The
defaultis 'plotter'. Theoutput selected is passed to subsequent pen,
move, of draw commands and remains active until a different output is
specified.
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Examples:

See also:

Related:

dres

Syntax:
Description:

Arguments:

Examples:

See also:

Related:

dres

Applicability:
Description:

e 'xor','normal' isakeyword for the drawing mode when using the
'"graphics' output device. The defaultis 'normal'. Inthe ' xor
mode, if alineisdrawn such that one or more points of thelinearein
commonwithaprevious 'xor ' line, the common pointsare erased. Inthe
normal mode, thecommon pointsremain. The mode selected is passed to
subsequent draw, pen, and move commands and remains active until a
different mode is specified.

e 'newovly', 'ovly',and 'ovlyC' arekeywordsthat specify an
interactive drawing capability that is slightly slower than the ' xor ' mode
but more consistent in color. 'newovly' clearsany previous draws,
boxes, and writes made with the ' ov1y' modes and draws the figure.
'ovly' drawswithout clearing so that multisegment figures can be
created. 'ovlyC' clearswithout drawing.

x,y aethe absolute coordinates, in mm, of the endpoint of the line to be
drawn. Therange of x is 0 at the |eft edge of the chart and wcmax at the right
edge. Therange of y is-20 at the bottom of the chart and wc2max at the top.
draw ('graphics', 'xor'.wcmax-sc,vp+th)

draw (wcmax-sc-wc* (cr-delta-sp) /wp, wc2max)

NMR Spectroscopy User Guide

gin Return current mouse position and button val ues (C)
move Move to an absolute location (C)

pen Select a pen or color for drawing (C)

wemax M aximum width of chart (P)

wc2max Maximum width of chart in second direction (P))

Measure linewidth and digital resolution (C)

dres< (<freg<, fractional height>>) >
:linewidth,digital resolution

Analyzesthe line defined by the current cursor position for itslinewidth (width
at half-height) and digital resolution.

fregqg isthe frequency of theline. The default isthe parameter cr. This
overrides using the current cursor position as the frequency.

fractional height isthelinewidth is measured at this height.
linewidth isthe vaue returned for the linewidth of theline.

digital resolutionisthevaluereturned for thedigital resolution of the
line.

dres:Swidth, Sres
dres (cr,0.55)

NMR Spectroscopy User Guide; User Programming

cr Current cursor position (P)
dsn M easure signal-to-noise (C)

Tip-angle resolution for first decoupler (P)
Systems with waveform generators.

Controlsthe tip-angle resolution to be used within a waveform generator
decoupling sequence on the first decoupler. The optimum value is afunction 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.
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Values:

See also:
Related:

dres2

Applicability:

Description:

Values:
See also:
Related:

dres3

Applicability:

Description:

Values:
See also:
Related:

dres4
Applicability:
Description:

Values:
See also:
Related:

01-999346-00 B 1207

D

1.0t0 90.0, in units of degrees. In redity, dres can assume vaues as small of
0.7 (but no smaller) and can be specified in units of 0.1°. To use this capability,
change the limitsof dres by using destroy ('dres')
create('dres', 'real') csetlimit ('dres',360,0.7,0.1).
Making corresponding changes within the £ i xpar 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)
dres2 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.

Controlsthe tip-angl e resolution to be used within a waveform generator
decoupling sequence on the second decoupler. The optimum valueisafunction
of the decoupling sequence to be used: for WALTZ-16, dres2=90. 0; for
MLEV16-240, dres2=30.0; and for GARPL1, dres2=1.0.

1.0t0 90.0, in units of degrees.
NMR Spectroscopy User Guide

dmf2adj
dres

Adjust second decoupler tip-angle resolution time (M)
Tip-angle resolution for first decoupler (P)

Tip-angle resolution for third decoupler (P)
Systems with waveform generators.

Controlsthe tip-angle resolution to be used within a waveform generator
decoupling sequence on thethird decoupler. The optimum valueisafunction of
the decoupling sequence to be used: for WALTZ-16, dres3=90.0; for
MLEV16-240, dres3=30.0; and for GARPL, dres3=1.0.

1.0t0 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.

Controlsthe 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.

1.0t0 90.0, in units of degrees.
NMR Spectroscopy User Guide

dmf4adj
dres

Adjust fourth decoupler tip-angle resolution time (M)
Tip-angle resolution for first decoupler (P)
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ds
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Syntax:

Description:

Arguments:

Display a spectrum (C)

(1) ds< (index) >

(2) ds< (options) >

Displays a single spectrum. Parameter intmod controls integral display:
e intmod="'off" turnsoff theintegral display
e intmod="'full"' displaystheentireintegral
e intmod="'partial' displaysevery other integral region

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:

e The parameter phasing (in the “global” parameter set) controlsthe
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 cursorsto be updated.

e Theparameter 1v1t 1t (inthe“current” parameter set) controls the
sensitivity of theinteractive 11 and t 1 t adjustments. 11t 1t canbeset
to any positive real number. It is basically amultiplier for the sensitivity.
Thedefault valueis 1.0. Larger valuesmakethe adjustmentslarger. Smaller
values make the adjustments smaller.

For arrayed 1D spectraor 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 thef, or fo domain by setting the parameter t race equal
to'f1' or '£2', respectively. After entering £ t 1d, interferograms can be
viewed by setting trace="'£1" and then typing ds.

Spectraare scal ed according to the number of completed transients ct. If nt is
arrayed (nt=1, 2, 4, 8), each spectrum is scaled by itsown ct.

index (used with syntax 1) istheindex number of a particular trace to be
displayed in arrayed 1D spectra or in 2D spectra (syntax 1).

options (used with syntax 2) isany of the following keywords:
e 'toggle' switches between the box and the cursor modes.
e 'restart' redrawsthe cursor if it has been turned off.
e 'expand' toggles between expanded and full view of the spectrum.
e 'spwp ' interactively adjusts start and width of the spectrum display.
e 'phase' entersan interactive phasing mode.
e 'thresh' interactively adjusts the threshold.
e 'z interactively setsintegral resets.
e 'dscale’ togglesthe scale below the spectrum on and off.
e '1vltlt' interactively adjuststhe 11 and t1t parameters.
e 'scwe!' interactively adjusts the start and width of chart.

e 'noclear’' dtartor restart the ds display without clearing the graphics
screen

e 'exists' exittheds display, leaving anon-interactive dss display.

Examples. ds
ds (7)
ds ('restart')
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See also:

Related:

ds2d

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

ds2dn

Syntax:

Description:

NMR Spectroscopy User Guide

crmode Current state of cursorsindfid, ds, or dconi (P)
ct Completed transients (P)

exists

ftid Fourier transform along f, dimension (C)

intmod Integral display mode (P)

1p First-order phasein directly detected dimension (P)
1vl Zero-order baseline correction (P)

1vltlt Control sensitivity of 1v1 and t1t 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 f2 for 2D data (C)

Display 2D spectra in whitewash mode (C)
ds2d< (options) >

Displaysastacked plot of 2D spectrain whitewash mode (after the first spectra,
each spectrais blanked out in regionsin which it is behind an earlier spectra).
Color does not represent intensity (unlike dcon), becauseintensity can be seen
visualy, but instead successive traces are displayed in different colors so that
color represents frequency.

options can beany of thefollowing keywords:

e 'nobase' isakeyword to activate the t h parameter to suppress al
intensity below the th level.

e 'fill' isakeywordto fill inthe peaks. Whenusing '£i11"', th
operates linearly and not logarithmically (factors of 2) asit doesin the
contour or color intensity displays.

e 'fillnb' isakeyword to combine base suppression and peak filling.
Whenusing '£illnb', th operateslinearly and not logarithmically
(factors of 2) asit does in the contour or color intensity displays.

e 'noaxis' isakeyword to omit outlining the display and drawing the
horizontal and vertical axis.

ds2d
ds2d('fillnb')

NMR Spectroscopy User Guide

dcon Display noninteractive color intensity map (C)

dconi Control display selection for the dconi program (P)

ds2dn Display 2D spectrain whitewash mode without screen erase (C)
pl2d Plot 2D spectrain whitewash mode (C)

th Threshold (P)

Display 2D spectra in whitewash mode without screen erase (C)
ds2dn< (options) >

Displaysastacked plot of 2D spectrain whitewash mode (after the first spectra,
each spectrais blanked out in regionsin which it is behind an earlier spectra)
the same as d=2d but without erasing the screen before drawing. The
arguments are the same as ds2d.
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Examples. ds2dn
ds2dn('fillnb')

Seealso: NMR Spectroscopy User Guide
Related: ds2d Display 2D spectrain whitewash mode (C)

dsnarray Report statistical signal-to-noise for Cold Probes (M)
Applicability: Systems with Varian, Inc. Cold Probes

Description: Report the statistical S/N of a series of repeated gNhsgc data sets acquired with
alabeled protein sample.

dscale Display scale below spectrum or FID (C)
Syntax: dscale< (<revs><,axis><,label><,vp0><,sp0><,color><,pens) >
Description: Displaysascale under a spectrum or FID.

Arguments. rev —reversesthe direction of the scale. That is, the smaller numberswill be at
the left side of the scale. If used, ' rev' must be the first argument.

axis —Iftheletter p, h, k, etc. issupplied, it will be used instead of the current
value of the parameter 21 <. 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 astring of 2 or more charactersis supplied, it will be used as the
axis label.

vp0 —Thisis supplied asthefirst 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 — Thisissupplied as the second real number. It isamodified start of plot.
If, for example, thedisplay isfrom 347 to 447 hz, but the scaleisdesired to read
0 to 100 hz., sp0 would be input as 0.

wp0 — Thisis supplied as the third real number. It isamodified width of plot.
If, for example, thedisplay isfrom 347 to 447 hz, but the scaleisdesired to read
0to 550 Units. sp0 would be input as 0, wp 0 would be 550, and the |abel would
be 'Units.
An optional color or pen number can be supplied to dscale or pscale. The
available colorsand pensare: 'red', 'green', 'blue’, 'cyan',
'magenta’', 'yellow', 'black’','white’
'penl', 'pen2', 'pen3d’',..., 'pens’

Examples. dscale
dscale('rev')
dscale('h',0, 'green')
dscale('h',vp-10,0)

Seealso: NMR Spectroscopy User Guide

Related: axis Axislabel for displays and plots (P)
axisf Axislabel for FID displays and plots (P)
pscale Plot scale below spectrum or FID (C)
vp Vertical position of spectrum (P)
dscoef Digital filter coefficients for downsampling (P)

Description:  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 isautomatically adjusted by VnmrJ to give filter cutoffs that are the
same, regardless of the value of downsamp. Thisisdone by using
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Values:

See also:
Related:

dseq
Applicability:
Description:

See also:
Related:

dseqg2
Applicability:
Description:

See also:
Related:

dseq3
Applicability:
Description:

See also:
Related:

D

dscoef*downsamp/2 coefficientsinthedigital filter. VnmrJ alwaysrounds
dscoef*downsamp/2 to an odd number. If dscoef does not exist in the
current experiment, enter addpar ('downsamp ') to addit. Entering
addpar ('downsamp ') createsthe digital filtering and downsampling
pwaﬂmasdownsamp,dscoef,dsfb,dslsfrqjmdfiltfile

Number of digita filter coefficients. The default is61. A larger number of
coefficients gives afilter with sharper cutoffs; a smaller number gives afilter
with more gradual cutoffs.

NMR Spectroscopy User Guide

addpar Add selected parameters to current experiment (M)
downsamp Downsampling factor applied after digita 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.

Specifiesthe decoupling sequence (without the . DEC file extension) to be used
during any period of programmable decoupling on the first decoupler under
statuscontrol (i.e., dmm="p ") . The decoupling sequence must belocatedin 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)
dseq?2 Decoupler sequence for second decoupler (P)
dseq3 Decoupler sequence for third decoupler (P)

Decoupler sequence for second decoupler (P)
Systems with waveform generators.

Specifiesthe 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

theuser’'s shapelib directory or in the VnmrJ system shapelib directory.

NMR Spectroscopy User Guide

dmm2 Decoupler modulation mode for second decoupler (P)
dseq 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 inthe shapelib directory.

NMR Spectroscopy User Guide

dmm3 Decoupler modulation mode for third decoupler (P)
dseq Decoupler sequence for first decoupler (P)
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D

dseqg4

Applicability:

Description:

See also:
Related:

dsfb
Description:

Values:

See also:
Related:

dshape
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

dshapef
Description:
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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.

NMR Spectroscopy User Guide

dmm4
dseqg

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
doesnot exist inthe current experiment, enter addpar (' downsamp ') toadd
it. addpar ('downsamp ') createsthe digital filtering and downsampling
pwaﬂmasdownsamp,dscoef,dsfb,dslsfrqjmdfiltfile

Number, in Hz. A smaller value rejects frequencies at the spectrum edges; a
larger value aliases noise and signals at frequencies outside of tsw/2 .

'n' makes dsfb default to thefinal sw/2.
NMR Spectroscopy User Guide

addpar Add selected parameters to current experiment (M)
downsamp Downsampling factor applied after digita 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 (M)
sw Spectral width in directly detected dimension (P)

Display pulse shape or modulation pattern (M)
dshape< (pattern.ext) >

Displaysthereal (X) and imaginary (Y) components of a shaped pulse. Any
type of waveform (.RF, .DEC or .GRD) can be displayed.

pattern isthe name of ashape or pattern file specified by an absolute file
name, relative file name, or asimple pattern file name. ext isafile name
extension that specifiesthefiletype. Inthe case of asimplefilename, dshape
searches for the filein the local directory, then in the user's shapelib, and
finally in the directory /vnmr/shapelib. If pattern.ext isnot given,
dshape displays the last created waveform stored in the pbox . £id file.

dshape
dshape (' Pbox.RF ')

NMR Spectroscopy User Guide

Pulse shaping software (U)
Plot pulse shape or modulation pattern (M)

Pbox
pshape

Display last generated pulse shape (M)

Displaysthereal (X) and imaginary (Y) components of last generated shaped
pulse, stored in pbox . £id file.
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See also:

Related:

dshapei

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

dshim

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

dslsfrqg

Description:
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Pulse shaping software (U)
Plot last generated pulse shape (M)

Pbox
pshapef

Display pulse shape or modulation pattern interactively (M)
dshapei< (pattern.ext) >

Displaysthereal (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 isthe name of ashape or pattern file specified by an absolute file
name, relative file name, or asimple pattern file name. ext isafile name
extension that specifiesthe file type. In the case of a simple file name,
dshapei searchesfor thefilein thelocal directory, then in the user's
shapelib, andfinaly inthedirectory /vnmr/shapelib. If nofilenameis
given, dshapei displaysthe last created waveform stored in the pbox . £id
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")

Looksin the user's shimmethods directory and then in the system
shimmethods directory for afile and displaysthe file (syntax 1) or displays
information about me t hod strings (syntax 2).

fileisthenameof afiletobesearched for inthe shimmethods directories.
The default is to display the contents of the shimmethods directories.
'method' isakeyword to explain the structure of method strings.

'help' isakeyword to describe the method stringsin the system’s
shimmethods directory.

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. Inthisway, dslsfrqg worksmuch like 1sfrq. If
dslsfrg doesnot exist in the current experiment, add it by entering
addpar ('downsamp'). The command addpar ('downsamp') creates
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dsn

Arguments:

Examples:

dsnmax

186

Values:

See also:

Related:

Syntax:

Description:

See also:

Related:

Syntax:

the digital filtering and downsampling parameters downsamp, dscoef,
dsfb,dslsfrg,and filtfile.

A number, in Hz. A positive value selects aregion 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 digita filtering (P)
dscoef Digital filter coefficients for downsampling (P)

dsfb Digital filter bandwidth for downsampling (P)
filtfile File of FIR digital filter coefficients (P)

lsfrg Frequency shift of the £n spectrumin Hz (P)

movedssw Set parameters for digital filtering and downsampling (M)
pards Create additional parameters used by downsampling (M)

Measure signal-to-noise (C)
dsn< (low field,high field)s>:signal to noise,noise

M easures the signal-to-noise ratio of the spectrum by first measuring the
intensity of thelargest peak in the spectral range defined by =p 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

interrel ations between the signal-to-noise ratio, the noise, and peak intensities
can beillustrated by comparing dsn: $sn, $noise andpeak:$signal.In
thiscase, $snisequal to ($signal /$noise) /vs.

Calculate noise by first doing a drift correction on the noise region. Noise is
defined as:

1

np 2
noise = [ 3 Y.Z/np]

1=1 !

Y2 values are the square of the drift-corrected amplitude and np is the number
of pointsin the noise region.

low fieldandhigh field aretheupper and lower frequencies of the
noise region to be measured. The default is the position of the two cursors.

signal to noise isthecalculated value of signal-to-noiseratio.
noise isthe 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 digita 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) >
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Description:
Arguments:

Examples:

See also:

Related:

dsp

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

Finds the best signal-to-noise in a specified region.

noise region isthesize, in Hz, of theregion. The default is the region
between the cursors as defined by the parameter de1ta.

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 recal culates the
simul ated spectrum (using the current valuefor thelinewidth s 1w) and displays
the spectrum. dsp can only be used after the spins program has been run. If
only the linewidth = 1w or vertical scale svs have been changed, dsp can be
used to redisplay the spectrum. If achemical shift or coupling constant hasbeen
changed, however, dsp will not display aspectrum reflecting the changesinthe
parameter; spins must be run again to recal culate the new spectrum.

The number of pointsin the calculated spectrum is £n/2. To increase the
number of points, change £n and rerun dsp without doing atransform.

To display a synthetic spectrum, prepare afile in the following format:

Freqgl, Intensl, LineWidthl, GaussFracl
Freg2, Intens2, LineWidth2, GaussFrac2

FregN, IntensN, LineWidthN, GaussFracN

The unitsfor frequency and line width are Hz. The Gaussian fraction, whichis
the percentage of the line shape that is Gaussian (the rest is Lorentzian) should
be between 0 and 1 (i.e., Ois pure Lorentzian, 1 is pure Gaussian). Units for
intensity are not particularly important. Given numbersin afilemyshape, itis
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.

file isthe name of afile containing spectral information that displays the
result of aspectrum deconvolution. Any filein the proper format can be used to
generate adisplay. The default isthefile spins . outdata inthe experiment
directory. Thisfile containsinformation about frequencies, intensities, line
widths, and Gaussian/L orentzian fractions.

'nods ' isakeyword for dsp to recal culate the simulated spectrum but not to
display the spectrum. The spectrum can be displayed with the ds or dss
command.

dsp

dsp('fitspec.outpar')

NMR Spectroscopy User Guide

ds Display a spectrum (C)

dss Display stacked spectra (C)

fn Fourier number in directly detected dimension (P)
slw Spin smulation linewidth (P)

spins Perform spin simulation calculation (C)

svs Spin simulation vertical scale (P)
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D

dsp Type of DSP for data acquisition (P)
Description:  Selects the type of DSP (digital signal processing) for data acquisition:

e Inline DSP performsdigital filtering and downsampling on the workstation
immediately after each oversampled FID istransferred from the console.
sw and a t should be set to the values desired for the final spectrum. Only
the digital filtered and downsampled datais written to the disk. Selective
detection of aregion of a spectrum isavailable using the moveossw
macro.

e Real-time DSP uses optional hardware (not available on all systems) to
filter the data prior to summing to memory. Real-time DSP is not
compatiblewith pul se sequencesthat use explicit acquisitionto acquireless
than the full number of datapoints (np) in asingle acquire statement (e.g.,
solids sequences such as BR24 and FLIPFLOP).

If either type is active, the filter bandwidth parameter £b is not active. The
actual analog filter is active and is automatically set by the software to avalue
that matches (sw/2) *oversamp asclosely as possible.

Another type of DSP isavailable that allows post-processing of data. See the
description of the pards macro for details.

Values. 'i' selectsinlineDSP and callsaddpar ('oversamp') to create the DSP
parametersdef osfilt, filtfile, oscoef,osfb,osfilt,
oslsfrg,and oversamp. A vaue of oversamp greater than 1 causesthe
next experiment run to be oversampled, digitally filtered, and downsampled
back to the selected sw prior to saving it to disk.

'r' selectsreal-time DSP and calls the macro addpar ('oversamp') to
create the DSP parametersdef osfilt,filtfile, oscoef, osfb,
osfilt,oslsfrg,and oversamp (athoughonly oversamp and
osfilt areuser 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 youwishto turn off DSP on apermanent or semi-permanent basis.
To turn off DSP within just asingle experiment, set oversamp="'n".

Seealso: NMR Spectroscopy User Guide

Related: addpar Add selected parameters to current experiment (M)
at Acquisition time (P)
def osfilt  Default value of osfilt (P)
fb Filter bandwidth (P)
filtfile File of FIR digital filter coefficients (P)
fsqg Frequency-shifted quadrature detection (P)
il Interleave arrayed and 2D experiments (P)
moveossw Set oversampling parameters for selected spectral region (M)
np Number of data points (P)
oscoef Digital filter coefficients for oversampling (P)
osfb Digital filter bandwidth for oversampling (P)
osfilt Oversampling filter for real-time DSP (P)
oslsfrg Bandpass filter offset for oversampling (P)
oversamp Oversampling factor for acquisition (P)
pards Create additional parameters used by downsampling (M)
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)
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dsplanes

Syntax:

Description:

Arguments:

Examples:
See also:

Related:

dsptype

Description:
Values:
Examples:
See also:

Related:

dss

Syntax:

Description:

01-999346-00 B 1207

Display a series of 3D planes (M)
dsplanes (start plane,stop_ plane)

Produces a graphical 2D color or contour map for a subset of 3D planes. The
dconi program isused to display the planes.

start plane specifiesthe number of the 3D plane with which display isto
begin. It must be greater than 0.

stop_plane specifiesthe number of the 3D plane with which the display is
toend. If start plane isgreater than stop plane, only thefirst plane,
whose number isstart plane, isplotted. Therange of stop plane
depends on the value of the parameter p1ane asfollows:

e |fplane="£1£3',rangeof stop plane isbetween 0 and fn2/2
e |[fplane="£f2£3"',rangeof stop plane isbetween 0 and fni/2
e |[fplane="f1f2',rangeof stop plane isbetween 0 and fn/2
dsplanes (1, 3)
NMR Spectroscopy User Guide

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)

Type of DSP (P)

Indicates the existence of digital signal processing (DSP).

0 indicates no digital signal processing. 1 indicates DSP exists.
dsptype?=0 dsptype?=1

NMR Spectroscopy User Guide

dsp Type of DSP for data acquisition (P)
Display stacked spectra (C)
dss<(<start, finish<, step>><,options>) >
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 asingle spectrum is displayed (see
"int ' option below). The following values are accepted for intmod:

e intmod="'off' turnsoff theintegral display.
e intmod="'full"' displaystheentireintegral.
e intmod="'partial' displaysevery other integral region.

Anindividual trace is displayed from and arrayed 1D spectra or 2D spectra by
supplying the index number as an argument. Spectrafrom 2D data set are
displayed from either thefq or fo domain by setting the parameter t race equal
to'f1' or '£2', respectively. Enter £t 1d, trace="£1',anddss toview
the interferogram. Multiple spectra are displayed by supplying indexes of the
first and last spectra.

189
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Arguments:

Examples:

See also:
Related:

The position of thefirst 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 isinactive while the parameter wc 2 definesthe
total vertical offset between the first and last spectrum.

Theparameter cutof £, if it existsand is active, definesthe distance above and
below the current vertical position vp at which peaksaretruncated. By arraying
cutof £ tohavetwodifferent values, thetruncation 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.

start istheindex of thefirst spectrawhen displaying multiple spectra. It is
also the index number of a particular trace to be viewed when displaying
arrayed 1D spectraor 2D spectra.

finishistheindex of thelast spectrawhen displaying multiple spectra. Since
the parameter arraydimisautomatically set to the total number of spectra, it
can be used to set £ inish toinclude al spectra (e.g.,
dss(1,arraydim, 3)).

step istheincrement for the spectral index when displaying multiple spectra.
The default is 1.

options can beany of thefollowing:
e 'all' isakeyword to display al of the spectra.
e 'int' isakeyword to display only the integral, independently of the
value of the parameter intmod

e 'top' or 'side' arekeywords that cause the spectrum to be displayed
either aboveor at theleft edge, respectively, of acontour plot. Thisassumes
that the parameters s, we, sc2, and we2 are those used to position the
contour plot.

e 'dodc' isakeyword for all spectrato be drift corrected independently.

® 'red', 'green', 'blue', 'cyan', 'magenta’', 'yellow',
'black',and 'white' arekeywordsthat select acolor.

e 'penl', 'pen2', 'pen2’ ... arekeywords that pens.

e 'nopars' — preventsthe display commands from drawing the
parameters at the bottom of the graphics screen.

e 'custom' — usesthe parameters shownumx (X position) and
shownumy (y position), counting from bottom left of every spectrum.

e 'reverse' — rotate the text by 90° - useful if the arrayed parameter
values are long with respect to the width of theindividual sub-spectra.

e 'value' —Thevalues of up to two simultaneous arrays are displayed.
Diagonal arrays are alowed. 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 a2D 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 (C)
dssh Display stacked spectra horizontally (C)
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dssa

Syntax:

Description:

Arguments:

dsshn Display stacked spectra horizontally without erasing (C)

dssn Display stacked spectra without screen erase (C)

dsww Display spectrain whitewash mode (C)

ftid Fourier transform along f, dimension (C)

ho Horizontal offset (P)

intmod Integral display mode (P)

pl Plot spectra (C)

plww Plot spectrain 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)

we Width of chart (P)

we2 Width of chart in second direction (P)

Display stacked spectra automatically (C)
dssa< (<start, finish<, step>><,options>) >
Displays one or more spectra automatically.

Integral display iscontrolled by the parameter i ntmod when asingle spectrum
isdisplayed (see ' int ' option below). The following values are accepted for
intmod:

e intmod="'off' turnsoff theintegral display.
e intmod="'full"' displaystheentireintegral.
e intmod="'partial' displaysevery other integral region.

Anindividual trace is displayed from and arrayed 1D spectra or 2D spectra by
supplying the index number as an argument. Spectrafrom 2D data set are
displayed from either thefq or fo domain by setting the parameter t race equal
to'f1' or '£2', respectively. Enter £t 1d, trace="£1',anddss toview
the interferogram. Multiple spectra are displayed by supplying indexes of the
first and last spectra.

The position of thefirst 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 (horizonta offset). For
2D data, ho defines the total horizontal offset between the first and last
spectrum.

Also for 2D data, vo isinactive 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 alower left to upper right presentation (wc must be set to lessthan
full screen width for thisto work)

Theparameter cutof £, if it existsand is active, definesthe distance above and
below the current vertical position vp at which peaksaretruncated. By arraying
cutof £ tohavetwodifferent values, thetruncation 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.

start istheindex of thefirst spectrawhen displaying multiple spectra. It is
also the index number of a particular trace to be viewed when displaying
arrayed 1D spectraor 2D spectra.

finish istheindex of thelast spectrawhen displaying multiple spectra.
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step istheincrement for the spectral index when displaying multiple spectra.
The default is 1.

options can beany of thefollowing:
e 'all' isakeyword to display al of the spectra.

e 'int' isakeyword to only display the integral, independently of the
value of the parameter intmod

e 'dodc' isakeyword for all spectrato be drift corrected independently.

® 'red', 'green', 'blue', 'cyan', 'magenta’, 'yellow',
'black',and 'white' arekeywordsthat select acolor.

e 'penl', 'pen2’', 'pen2’ ... arekeywords that pens.

e 'nopars' — preventsthe display commands from drawing the
parameters at the bottom of the graphics screen.

Examples. dssa (1, 3)
Seealso: NMR Spectroscopy User Guide

Related: cutoff Data truncation limit (P)

dss Display stacked spectra (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)
dsww Display spectrain whitewash mode (C)
ftid Fourier transform along f, dimension (C)
ho Horizontal offset (P)
intmod Integral display mode (P)
pl Plot spectra (C)
plww Plot spectrain 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)
we Width of chart (P)
we2 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 d s =sa 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)
Seealso: 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.
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Arguments:

Examples:
See also:
Related:

D

Integral display iscontrolled by the parameter i ntmod when asingle spectrum
isdisplayed (see ' int ' option below). The following values are accepted for
intmod:

e intmod="'off' turnsoff theintegral display.
e intmod="'full"' displaystheentireintegral.
e intmod="'partial' displaysevery other integral region.

Anindividual trace is displayed from and arrayed 1D spectra or 2D spectra by
supplying the index number as an argument. Spectrafrom 2D data set are
displayed from either thef, or fo domain by setting the parameter t race equal
to'f1' or '£2', respectively. Enter £t 1d, trace="£1',anddss toview
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 isinactive while the parameter wc 2 definesthe
total vertica 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 |eft to right with the entire array.

Theparameter cutof £, if it existsand is active, definesthe distance above and
below the current vertical position vp at which peaksaretruncated. By arraying
cutoff tohavetwodifferent values, thetruncation limits above and below the
current vertical position may be controlled independently. For example,
cutof f£=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.

start istheindex of thefirst spectrawhen displaying multiple spectra. It is
also the index number of a particular trace to be viewed when displaying
arrayed 1D spectraor 2D spectra.

finish istheindex of thelast spectrawhen displaying multiple spectra.

step istheincrement for the spectral index when displaying multiple spectra.
The default is 1.

options can beany of thefollowing:
e 'all' isakeyword to display al of the spectra.

e 'int' isakeyword to only display the integral, independently of the
value of the parameter intmod

e 'dodc' isakeyword that causes al spectrato be drift corrected
independently.

® 'red', 'green', 'blue', 'cyan', 'magenta’', 'yellow',
'black',and 'white' arekeywordsthat select acolor.

e 'penl', 'pen2’', 'pen2' ... arekeywords that pens.

e 'nopars' — preventsthe 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 (C)
dsshn Display stacked spectra horizontally without erasing (C)
dssn Display stacked spectra without screen erase (C)
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dsww Display spectrain whitewash mode (C)
ftid Fourier transform along f, dimension (C)
ho Horizontal offset (P)
intmod Integral display mode (P)
pl Plot spectra (C)
plww Plot spectrain 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)
we Width of chart (P)
we2 Width of chart in second direction (P)
dsshn Display stacked spectra horizontally without erasing (C)

Syntax: dsshn< (<start,finish<, step>><,options>) >

Description:  Functions the same as the command d s sh 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.

Examples: dssh(1,3)
Seealso: NMR Spectroscopy User Guide
Related: dssh Display stacked spectra horizontally (C)

dssl Label a display of stacked spectra (M)
Syntax: dssl (<optionss)

Description: Displaysalabel for each element in a set of stacked spectra. The label isan
integer value from 1 up to the number of spectrain the display or the values of
parameters up to 2 dimensions.

L abels can appear at incorrect positionsif wysiwyg="'n". The positions are
empirically determined for alarge screen display and are not guaranteed to be
correct for all displays.

Arguments. options control the display (more than one option can be entered aslong as
the options do not conflict with each other):
e 'center', 'left', 'right', 'top', 'bottom', 'above', and
'"below' arekeywords setting the position of the displayed index relative
to each spectrum.

e 'custom' — usesthe parameters shownumx (X position) and
shownumy (y position), counting from bottom left of every spectrum.

e 'list=xxx" producesadisplay of the values contained in the arrayed
parameter xxx.

e 'format=yyy' usestheformat yyy to control the display of each label.
Seethe write command for information about formats.

e 'reverse' — rotate the text by 90° - useful if the arrayed parameter
values are long with respect to the width of theindividual sub-spectra.

e 'value' —Thevalues of up to two simultaneous arrays are displayed.
Diagonal arrays are alowed. The second parameter is shown in different
color). The name of the arrayed parameter(s) is also shown. If used on a

194 Command and Parameter Reference for VnmrJ 2.2C 01-999346-00 B 1207



Examples:

See also:
Related:

dssn

Syntax:

Description:

Examples:
See also:
Related:

dsvast

Applicability:
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

D

one-dimensional array representation of a2D spectrum, ni and phase (in
case of phase sensitive 2Ds) parameters are shown.

dssl

dssl('top', 'left")

dssl ('value', 'format=%3.1f') pssl

NMR Spectroscopy User Guide

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)

Display stacked spectra without screen erase (C)
dssn< (<start, finish<, step>><,options>) >

Functions the same as the command d s s 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 (M)
Systems with the VAST accessory.
dsvast< (display order,number of columns displayed) >

dsvast will arrange and display the traces from areconstructed 2D data set (see
(seevastglue)asanarray of 1D spectrain amatrix of 1D spectra. If no
arguments are provided, the number of rowsand columnswill be determined by
the periodicity of the display order based onthe doneQ. For example, if ablock
of 96 spectra (typical for amicrotiter-plate) have been acquired using VAST
automation, the spectra will be displayed in a matrix 8 rows and 12 columns
with the well label using the format [A->H][1->12].

The spectra can be plotted using the macro plvast.

display order isoptiond anditsdefault valueisthe glue order aslistedin
glueorderarray. A display order can be defined using the
plate _glue program.

number of columns displayed. The default value of is deduced by
examining the periodicity of the requested display order. The number of
columns displayed can entered asthe second argument or asthe first
argument if the default display order isused.

dsvast

dsvast (12)

dsvast (‘glue_file’, 4)
NMR Spectroscopy User Guide

dsast2d Display VAST datain a pseudo-2D format (M)
plvast Plot VAST datain a stacked 1D-NMR matrix (M)
plvast2d Plot VAST datain a pseudo-2D format (M)
plate glue Defineadisplay order (U)
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D

dsvast2d

Applicability:

Syntax:
Description:

Arguments:

Related:

dsww

Syntax:

Description:

Arguments:

Examples:

Related:

dtext

Syntax:
Description:
Arguments:

Display VAST data in a pseudo-2D format (M)
Systems with the VAST accessory.
dsvast2d (number)

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 amicrotiter-
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).Well labels are not attached to the spectra and spectra are
plotted with 8 spectra per row.

The default is to display all the spectra (from 1 through arraydim) with 8
columns (spectra) and 12 rows. An optional argument dsvast2d (number)
allows specifying that only spectrafrom 1 through number should be plotted.
The number of spectradisplayed is rounded up to the nearest multiple of 8.

dsast Display VAST datain a 1D-NMR matrix format (M)
plvast Plot VAST datain a stacked 1D-NMR matrix (M)
plvast2d Plot VAST datain a pseudo-2D format (M)

Display spectra in whitewash mode (C)
dsww< (<start, finish<, step>><, 'int'>) >

Displays one or more spectrain whitewash mode (after the first spectra, each
spectrais blanked out in regions in which it isbehind a prior spectra).

start istheindex of thefirst spectrawhen displaying multiple spectra. It is
also the index number of a particular trace to be viewed when displaying
arrayed 1D spectraor 2D spectra; default isto display all spectra.

finish istheindex of thelast spectrawhen displaying multiple spectra.

step istheincrement for the spectral index when displaying multiple spectra.
The default is 1.

"int ' isakeywordto display only theintegral, independently of the value of
the parameter intmod

dsww (1, 3)

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 spectrain whitewash mode (C)

Display a text file in graphics window (M)
dtext<(file,x,y) ><:$x next, $y next, $increments>
Displays atext file in the graphics window.

file isthe name of atext file. The default isthe current experiment text file.

x and vy are coordinates of the first line of text. This positions the location of
the output. The default isthe upper left-hand corner of the screen.
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Examples:

Related:

dtrig
Applicability:
Description:

Related:

dutyc
Applicability:
Syntax:
Description:

Values:
Examples:

D

$x_next and $y _next are the coordinates where the start of the next line
would have been displayed. Thisis useful for subsequent character display.

$increment istheincrement between lines.

dtext

dtext (userdir+'/exp3/text')
dtext (100,100)
dtext:$x, Sy, $dy

pltext Plot atext file (M)

ptext Print out atext file (M)

text Display text or set new text for current experiment (C)
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 isgreater than O after atrigger is detected, a pul se sequence waitsfor
dtrig seconds before either waiting for another trigger or acquiring a
spectrum. Typically, after the L C has positioned the sample in the NMR probe
and stopped the pump, thereis 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 isinserted using dtrig. If
dtrig doesnot exist, avalue of 0 isassumed. If dtrig does not exist, the
parlc macro can createit.

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=<values>

Setsthe rf duty cycle fraction (0.0-0.4) for rf on part of homonuclear
decoupling. The duty cycle default is0.1 (or 10% rf on) if the dutyc does not
exist. Homonuclear decoupling delay before and after the rf on period.
homorofl, homorof2, and homorof3, areequivaenttorofl, rof2 and
rof3 and all default to 2 usec.

0.0t0 0.4 — defaultis0.1
dutyc=0.2 setsa20% duty cycle

Related: homo Homodecoupling control for observe channel (P)
hdof Frequency offset for homodecoupling (P)
hdpwr Setsthe rf attenuator to control the power for homonuclear

decoupling (P)

hdmf modulation frequency for the band sel ective homonucl ear

decoupling (P)

hdpwrf Setsthe rf linear modulator fine power for homonuclear

decoupling (P)

hdres Setsthe tip angle resolution (P)

hdseq 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)
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homorof3 Delay between setting T/R switch to receive gating on the receiver (P)
tn Nucleus for observe transmitter (P)
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E

e
eaddr
ecc_on

ecc off
echo

edit

eject

elist

email

enter
enterdialog
eread

ernst
errlog
errloglen
ewrite

exec
execpars
execplot
execprep
execprescan
execproc
execprocess
execsetup
exists

exit

exp
expactive
expfit

expl
expladd
explib
explist
explog

exptime

Description:

01-999346-00 B 1207

Eject sample (M)

Display Ethernet address (M,U)

Turns on eddy current compensation for Cold Probes (M)
Turns off eddy current compensation for Cold Probes (M)
Display strings and parameter values in text window (C)
Edit afile with user-selectabl e editor (M)

Eject sample (M)

Display directory on remote VXR-style system (M,U)
Email address (P)

Enter sample information for automation run (M,U)

Start a dialog window using enterexp file (M)

Transfer file from remote source (M,U)

Calculate the Ernst angle pulse (C)

Display recent error messages (C)

Number of linesin error message display (P)

Transfer file to remote destination (M,U)

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)

Determine if experiment has active acquisition (C)

Make least-squares fit to polynomia or exponential curve (U)
Display exponential or polynomial curves (C)

Add another diffusion analysisto current display (M)
Display experiment library (M)

Display current experiment chain and approx. time for each (M)
Display log file for experiment (M)

Display experiment time (C)

Eject sample (M)

Ejects the sample from the probe by turning on the gject air and the slow drop
air. The e macro functions the same as the e j ect macro.
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See also:

Related:

eaddr

Description:

See also:

Related:

ecc_on

Applicability:
Description:

Related:

ecc off

Applicability:
Description:

Related:

echo

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

edit

Syntax:

Description:
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NMR Spectroscopy User Guide

eject Eject sample (M)
i Insert sample (M)
insert Insert sample (M)

Display Ethernet address (M,U)

Displays the name of the local host and its hardware Ethernet address. The 48-
bit address is presented in octal, decimal, and hexadecimal formats.

NMR Spectroscopy User Guide
dnode Display list of valid limNET nodes (M,U)
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)
Display strings and parameter values in text window (C)
echo<(<'-n',>stringl,string2, L) >

Displays strings and parameter valuesin the text window similar to the UNIX
echo command.

'—n' isakeyword that suppresses advancing to the next line. The default isto
advance to the next line.

stringl, string2, ... areoneor more strings (surrounded with single
guote marks) or parameters. The format used for numbersisidentical to the $g
format described for the wr i te command.

echo

echo('This is a string')
echo ('Pulse Width is: ', pwr)
echo('-n', 'No new line')
User Programming

write Write formatted text to a device (C)

Edit a file with user-selectable editor (M)

edit (file)

Opens afile for editing using atext editor. The default editor isvi. To select
another editor, set the UNIX environmental variable vnmreditor to thename
of the editor (changetheline setenv vnmreditor old editorin
.login to become setenv vimreditor new editor, €g., setenv
vnmreditor emacs) and makesure ascript with the prefix vomr _ followed
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Arguments:

Examples:

See also:
Related:

eject

Syntax:

Description:

See also:
Related:

elist

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

email

Applicability:
Description:

See also:

Related:
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by the name of the editor (e.g., vinmr emacs) isplaced inthebin
subdirectory of the system directory. The script file makes adjustments for the
type of graphic interfacein use.

Scripts provided with VnmrJinclude vinmr vi and vnmr_textedit. To
create other scripts, seethe vamr _vi script for non-window editor interfaces
andthevnmr textedit script for window-based editor interfaces.

file isthe name of the file you wish to edit.
edit ('myfile')
User Programming

paramedit Edit a parameter and its attributes with user-selected editor (C)
paramvi Edit a parameter and its attributes with vi editor (M)
macroedit Edit a user macro with user-sel ectable editor (C)

macrovi Edit a user macro with vi editor (C)

menuvi Edit a menu with the vi editor (M)

textvi Edit text file of current experiment with vi editor (M)

Eject sample (M)
eject

Ejects the sample from the probe by turning on the gject 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)

Display directory on remote VXR-style system (M,U)

elist (remote node,remote directory)
(FromUNIX) elist remote node remote directory

Lists directory contents on aremote VXR-style (Gemini, VXR-4000, or XL)
system.

remote node isthe name of the remote VXR-style system.
remote directory isthe name of the directory on the remote system.

elist ('gemini', 'fidlib")

(FromUNIX) elist gemini fidlib

NMR Spectroscopy User Guide

dnode Display list of valid limNET nodes (M,U)
Email address (P)

VnmrJ Walkup

A global parameter set to the email address of an operator. It is used to send an
email message to an operator when an experiment or sample is complete. The
parameter is set from the operator email field in the VnmrJ Adm interface.

VnmrJ Installation and Administration, VnmrJ Walkup

operatorlogin Sets workspace and parameters for the operator (M)

Study queue prescan (P)

prescan
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enter

Applicability:

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

enterdialog
Applicability:
Syntax:

Description:
See also:

Related:
eread

Applicability:
Syntax:

Description:
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Enter sample information for automation run (M,U)
Systems with an automatic sample changer.

enter< (file<,configuration file>) >
(FromUNIX) enter <file> <configuration files

Enables entry of sampleinformation for automation runs, including the sample
location, user information, solvent used, experiment or experimentsto run, and
arbitrary text information. enter ('abe ') createsadirectory namedabc. In
this directory is afile named abc, which contains experiment information.

fileisthenameof thefileto be edited. Thedefaultisthat enter promptsfor
thisinformation. If the file already exists, new entries are appended to it.

configuration file isthename of auser-supplied filethat customizes
enter for local use. Several configuration files are provided:
e enter.conf isused when defining an experiment when an automation
runisnot currently active.

e auto. conf isused when defining an experiment for acurrent automation
run. The walkup macro is provided for this style of entering samples.

e gilson.conf isused with the VAST accessory.

(From VnmrJor UNIX) enter

(FromVnmrJ) enter ( 'mysamples')

(From UNIX) enter MySamples

(FromVnmrJ) enter ('mysamples', 'auto.conf')

NMR Spectroscopy User Guide; User Programming,

VnmrJ Walkup

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)

Start a dialog window using enterexp file (M)
Systems with automation.
enterdialog

Internal macro used by enter to start adialog window using the enterexp
fileinthe dialoglib directory.

NMR Spectroscopy User Guide; User Programming,
VnmrJ Walkup

enter Enter sample information for automation run (M,U)

Transfer file from remote source (M,U)
Systems with [imNET protocol software installed.

(FromVnmrJ) eread (local file,remote node,remote file)
(From UNIX) eread local file remote node remote file

Copies aremote file to the local host. It will not overwrite a preexisting file.
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Arguments:

Examples:

See also:
Related:

ernst

Syntax:

Description:

Arguments:

Examples:

See also:

Related:

errlog

Description:

See also:

Related:

errloglen

Description:
Values:
See also:

Related:

01-999346-00 B 1207

E

local file isthefilenameof theloca host. If local file isnotadot
file(i.e, startswith“.”), eread usesthe“11” and “12" values of theremotefile
to create an extension and then append it to the local file name.

remote node isasymbolic node name for a specified node file. Use the
command dnode to list nodes defined on your system. The names of the
remote computersor “nodes’ availableto the imNET protocol are containedin
thefile /vnmr/nodes. Note that this is not the same file as the name of the
remote computers available to the Internet protocol (IP), which are contained
inthefile /etc/hosts. Each user only needsto know the“names’ of relevant
nodes.

remote_ file isthename of fileto be transferred from the remote host.

(FromVnmrJ) eread ('osv700', 'VXR4000', 'dskl.osv700")
(From UNIX) eread osv700 VXR4000 dskl.osv700

NMR Spectroscopy User Guide

Display list of valid limNET nodes (M,U)
Transfer file to remote destination (M,U)

dnode
ewrite

Calculate the Ernst angle pulse (C)

ernst (tl _estimate<, 90 pulse width>)

Calculates the optimum (“Ernst”) pul se width according to the formula
pw:cos_l ( —(at+d;)/t1_estimate) e (pw90/360)

The new pw value is entered in the parameter table.

tl estimate isanestimate of the T1 for a peak of interest.

exp

90 pulse width isa90° pulse width determined by the parameter pwoo0.
The default is the current value of parameter pwo 0 if pw90 exists.

ernst (5)
ernst (3,12.6)

NMR Spectroscopy User Guide

Pulse width (P)
90° pulse width (P)

pw
pwo0

Display recent error messages (C)

Displaysin the text window the most recent error messages. The global
parameter e v 1 og 1 en controlsthe number of linesdisplayed. If errloglen
isnot defined, errlog displays 10 lines by default.

NMR Spectroscopy User Guide

Acquisition status (P)
Number of linesin error message display (P)

acgstatus
errloglen

Number of lines in error message display (P)

Sets the number of linesin the display of error messagesby err1log.
Integer, default is 10.

NMR Spectroscopy User Guide

Display recent error messages (P)

errlog
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ewrite
Applicability:
Syntax:

Description:

Arguments:

Examples:

See also:
Related:

exec
Syntax:
Description:
Arguments:

Examples:

See also:

execpars
Description:
See also:

Related:

execplot
Description:
See also:

Related:
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Transfer file to remote destination (M,U)
Systems with [imNET protocol software installed.

(FromVnmrJ) ewrite (local file,remote node,remote file)
(FromUNIX) ewrite local file remote node remote file

Takes a preexisting local file and copiesit to aremote host. The file cannot
preexist on the remote host.

local file isthefile name of theloca host.

remote node isasymbolic node name for a specified node file. Use the
command dnode to list nodes defined on your system. The names of the
remote computersor “nodes’ availableto the imNET protocol are containedin
thefile /vnmr/nodes. Note that this is not the same file as the name of the
remote computers available to the Internet Protocol (IP), which are contained
inthefile /etc/hosts. Each user only needsto know the“names’ of relevant
nodes.

remote_ file isthename of fileto be transferred from the remote host.

(FromVnmrJ) ewrite ('osv700', 'VXR4000', 'dskl.osv700")
(From UNIX) ewrite osv700 VXR4000 dskl.osv700

NMR Spectroscopy User Guide

Display list of valid limNET nodes (M,U)
Transfer file from remote source (M,U)

dnode
eread

Execute a command (C)

exec (command_string)

Executes the command given by the string argument.
command_string isacharacter string constructed from a macro.

exec (Scmdstr)
exec (parstyle)

User Programming

Set up the exec parameters (M)
Set up the exec parameters aslisted 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

Application type (P)
Automatically plot spectra (M)

apptype
plot
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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:

exists

Syntax:

Description:

Arguments:

01-999346-00 B 1207

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 L oad experiment from protocol (M)
sgexp L oad experiment from protocol (M)

Checks if parameter, file, or macro exists and file type (C

exists (name, 'keyword') : $resl, Sres2

exists (name, 'keyword'<,arguments>) : Sresl, Sres2

Checks for the existence of a parameter, file, command, parameter file, or a
macro from within a macro. The command can be used to check if afileisan
ASCII text file, adirectory, or to search the application directories for afile or
directory.

Sresl— resultsfrom exists arereturned to the $ variable.

Sres2 — optional: returns the absol ute path to the file, command, macro, etc.
Theexists command doesnot pass anything to the optional second argument
if it does not find the specified file, command, macro, etc.

name — the name of a parameter, file, command, or macro.
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keyword

'maclib’

'command'

'ascii!

'parlib!

'psglib’

'file!

description and returned values

Macros reside in applications directories, or appdirs. Typica
directories are the users vnmrsys /maclib directory and /
vnmr/maclib. Theappdirs are searched in order then
macros are executed. Exists returns the following to $res1:

0— if themacrois not found in any of the appdirs

1, 2, or larger integer — indicates it was found in the first, second,
third, etc. appdir.

Name of any appdi r (shapelib, manual, probes, shims)
directory or directory within appdir and be used for the
keywordmaclib.

The command keyword is similar to the maclib keyword, except
that it firsts checks to see if the name represents a built-in Vnmr
command.

Existsreturns the following to $res1:

0 — if the name is neither a built-in command nor a macro.

1 — if the name represents a built-in command.

2, 3,4, or 5— if nameisamacro.

Checksiif the file specified by name isan ASCI| text file. Exists
returns the following to Sres1:

0—if thefileis not an ascii file.

1—if thefileisan ascii file.

Checks for the file specified by nameisinparlib using the
path defined by applications directories or appdirs for parlib.
A .par is appended to the name if it is not found and the search
repeated if the file is not found on the first pass.

Existsreturns the following to $res1:

0—if thefileis not found.

1—if thefileisfound.

Optional: result returned to Sres?2.

Return the absolute path of the parameter set if it is found.

Checks for the file specified by nameisin psglib using the
path defined by applications directories or appdirsfor psglib.
A .cisappended to the nameif it is not found and the search
repeated if the file is not found on the first pass.

Existsreturns the following to $res1:

0—if thefileis not found.

1—if thefileisfound.

Optional: result returned to Sres2.

Return the absolute path of thefile set if it is found.

The following keywords accept an argument

argument description and returned values

Checksiif the file specified by name exists.
Existsreturns the following to $res1:

0 — if thefile does not exist.
1—ifthefileexists.

'perm!' perm isacombination of one or more of the
following:
r — read
w— write
e — execute
Access permission can be checked by passing one,
two, or three characters in a single argument.
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Examples:

See also:
Related:

keyword description and returned values
'parameter' Checks if the parameter file specified by name
exists.

Existsreturns the following to $res1:
0 — if the parameter file does not exist.
1 — if the parameter file exists.

"tree! tree isone of the following:
current (default if no argument is supplied),
global, processed, Or systemglobal.

'directory' Checks for the existence of the specified directory
in the applications directories.
Existsreturns the following to $res1:
0 — if the directory does not exist.
1—if the directory exists.

'‘errval’ Anerror valuetoreturnto $res1 if the directory
does not exist.
exists('ni', 'parameter') : $twod
exists ('/vnmr/conpar', 'file', 'rw')
exists ('wft', 'command') : Snum

Using exists from within amacro to search the bin directory in the
applications directoriesfor the filemyprog and, if found, return the path to the
SmyprogPath argument:

exists ($Smyprog, 'bin') : $e, SmyprogPath
if (se) then
shell (SmyprogPath) : $res
else

write('line3', '%$s: Program %s has not been
installed', $0, Smyprog)

endif
Using exists from within a macro to search for filesin the top-level of the
appdirs.
exists ('pulsecal','")
The search for pulsecal starts at the top-level of all appdirs.
Using exists from within a macro to search multi-level directories:
exists (probename, 'probes/'+probe)

Thefirstargumentissetto ' ' whichforcesexists to check for directoriesin
the appdirs.

exists ('nomacro', 'maclib',-1) :S0k

Sets $ok to -1 instead of 0 if nomacro does not exist in any of the
applications directories. This feature can be applied to interface controlsto
make a button either not appear or appear grayed out if amacro (or file) does
not exist.

User Programming

appdirs Starts Applications Directory Editor (M)

create Create new parameter in a parameter tree (C)
hidecommand Execute macroinstead of command with same name (C)
which Display which macro or command is used (M)
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exi

exp

exp
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t Call the vnmrexit command (M)
Description: Callsthe vnmrexit command to exit from VnmrJ. Asamacro, exit
provides a user some flexibility in defining other things to do when exiting.
CAUTION: Whenyou exit from the VnmrJ user interface on your X display system,
whether you are using an X terminal or a Sun computer, and whether
you are using OpenWindows, CDE, or Motif, you must first exit from
any copy of VnmrJ running on your system. Failure to do this can
cause current parameter values and even current data to be lost.
Find exponential value of a number (C)
Syntax: exp(value)<:n>
Description:  Findsthe exponential value (base €) of a number.
Arguments. value isanumber.
n isthe return value giving the exponential value of value. The default isto
display the exponential value in the status window.
Examples: exp(.5)
exp (val) :exp val
Seealso: User Programming
Related atan Find arc tangent of a number (C)
cos Find cosine value of an angle (C)
1n Find natural logarithm of anumber (C)
sin Find sine value of an angle (C)
tan Find tangent value of an angle (C)
active Determine if experiment has active acquisition (C)
Syntax: (1) expactive< (exp number) ><:Sanswers
(2) expactive ('auto') <:$mode>
(3) expactive ('current') <:$exp><, Susers>
Description: Determines whether an acquisition is active or pending in an experiment.
Arguments. exp number isthe number, from 1 to 9999, of the experiment to be checked.
The default is the current experiment.
Sanswer isareturnvalue: -1 if an acquisitionisnot possible (e.g., the system
isadatastation), 0 if no acquisition activein the requested experiment, 1 if an
acquisition active in that experiment, and 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). With no return argument, the result displayson line 3.
'auto' isakeyword to check if the system isin automation mode.
$mode isareturn value: 1if the system isin automation mode, or O if
otherwise. With no return argument, the result is displayed on line 3.
'current ' isakeyword that determineswhether an active experiment has an
active acquisition command running. An experiment isstill considered activeif
it holds up additional acquisitions during its wexp processing by the 'wait'
flag. If expactive ('current') doesnot have areturn argument, results
are displayed on line 3.
Sexp isareturn value indicating the current active experiment number: -1 if
no acquisition is possible, or 0 if no acquisition is active.
Suser isareturn value indicating the user who started the acquisition. If the
systemisrunning in automation mode, $user issetto “auto.” If no acquisition
isrunning, Suser isset to “nobody.”
Command and Parameter Reference for VnmrJ 2.2C 01-999346-00 B 1207



Examples:

expfit

Syntax:

Description:

expactive

expactive (3)
expactive (2) :Sactive
expactive ('auto') : Sautomode

Make least-squares fit to polynomial or exponential curve (U)
(FromUNIX) expfit options <analyze.inp sanalyze.list

Makes a least-squares curve fitting to the data supplied in the file

analyze. inp. For the specialized uses of analyze, Vhmrd macros (e.g.,
t1, t2, kind) are available that provide the correct file format and avoid the
need for the user to select options.

In the regression mode, the type of curvefitting, (' polyl', . ..) must be
selected. For regression (generalized curvefitting), the regression section in the
manua NMR Sectroscopy User Guide shows the input file format and
describesthe menusthat permit option choicesindirectly through menu buttons.

Thefollowing text file is an example of thefile analyze. inp (for options
T1,T2,kinetics, contact time,and regression). (1), (2), etc. do
not actually appear in the file but are used to identify linesin the description
presented below the file.

(1) time
2 <amp>
3 2 4 1linear linear
(4) NEXT 4
5 1
(6) 1 1

2 4

3 9

4 16
(4) NEXT 3
5 2
(6) 2 5

3 10

4 17

This file contains the following information:

(1) Optional x-axistitle.

(2) Optional y-axistitle, for regression only.

(3) Line containing an integer for the number of peaks, followed by another

integer for the number of pairs per peak. If regression, the x-scale type and y-
scale type are also listed.

(4) Inthe regression mode, aline beginning with the keyword NEXT isinserted
at the start of each data set when the number of pairs per peak isvariable,
followed by an integer for the number of pairs for the peak.

(5) An integer that indexes the peaks.
(6) Data pairs, oneto aline, listed by peak.

For options T1, T2, kinetics, and contact_time, information from the
file fp.out and fromthe array xarray are used to construct thisfile;
therefore, it isnecessary to run £p prior to analyze. For regression, thisfile
ismade by running expl ('regression').

For diffusion, contact time, and, if notin regression mode, poly1l
and poly2,theanalyze. inp fileisdlightly different:

1) List of n x-y data pairs

2 <text lines>
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expl
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3 <x-values> <y-valuess
4 x vy
(1) Titleline.

(2) Descriptive text line.

(3) Number of x values and y values.

(4) Data pairs, oneto aline, are listed by peak in the following order:
x vy (first peak, first pair)

x vy (first peak, second pair)

;c. . v (second peak, first pair)
expfit asomakesafileanalyze.out thatisused by expl to display the

results of the analysisin addition to output to the standard output, which is
usually directed to analyze.list.

Arguments. options can beany of thefollowing:
T1 sets T1 analysis. Thisvalueis the defaullt.
T2 sets To analysis.
kinetics setskinetics analysis with decreasing peak height.
increment setskinetics analysis with increasing peak height.
list setsan extended listing for each peak.
diffusion setsaspecia analysisfor diffusion experiments.
contact_ time setsaspecial anaysisfor solids cross-polarization spin-lock
experiments.
regression setsregression mode, providing generalized curve fitting with
choicespolyl, poly2, poly3, and exp:
e poly0 calculatesthe mean.
e polyl setsalinear fitting.
e poly?2 setsaquadratic fitting.
e poly3 setsacubic curvefitting.
e exp setsan exponentia curve fitting.
Examples: (FromUNIX) expfit d2 Tl list <analyze.inp »analyze.out
(FromUNIX) expfit regression exp list <analyze.inp
>analyze.out
Seealso: NMR Spectroscopy User Guide
Related: analyze Generalized curve fitting (C)
expl Display exponential or polynomia curves (C)
fp Find peak heights (C)
kind Kinetics analysis, decreasing intensity (M)
tl T, exponential analysis (M)
t2 T2 exponential analysis (M)
Display exponential or polynomial curves (C)
Syntax: expl< (<options, >linel,line2,...)>
Description:  Displays exponential curves resulting from Tq, T, or kinetic analyses. Also
displays polynomia curves from diffusion or other types of analysis. The
parameters sc, wc, sc2, and we2 control the size of the display.
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Examples:

See also:
Related:

expladd
Applicability:

E

In general, the first time expl isdisplayed, it calcul ates appropriate limits for
the two axes. A subsequent call to expl, while aprevious expl is displayed
on the graphics screen, uses the axis scaling that displayed expl. To have the

new

expl recalculateits own axislimits and not use those currently displayed,

cal theautoscale macro before executing expl. Alternately, the axislimit
for the expl display can be specified using the scalelimits macro.

Arguments. options can beany of thefollowing:

'regression' isakeyword signifying the beginning of generalized
curvefitting. expl displaysthedatain thefile regression. inp as
unconnected points and also uses regression. inp to createthe file
analyze.inp, which servesasinput to analyze for curvefitting.

'linear', 'square',and 'log' arekeywordsfor display of the data
points against a square or logarithmic axis scale, with the exception of the
results from regression. The first keyword controls the x-axis scale, the
second the y-axis. The defaultis ' 1inear'.

'link' isakeyword to link the data points rather than a display of the
theoretical curve.

'nocurve' isakeyword to produce aplot of data points only.
'tinysymbol' isakeyword to display small-scale data point symbols.
'nosymbol ' isakeyword to produce aplot of the curve only.

'noclear' isakeyword to not erase the graphics screen before drawing
the plot. This prevents the graphics screen from being cleared of data.

'oldbox ' isakeyword to plot an additional curve on an existing plot.
Only thefirst data set in thefile analyze . out isplotted. The box and
scale description is derived from the file expl . out in the current
experiment. When the ' oldbox' option is used, a second argument is
necessary to identify the curve number and data point symbol to represent
the data. This second argument isa number from 1 to 6.

'file' isakeyword that, when followed by afile name, makesthat file
replacethefileanalyze.out astheinput to expl.

linel, line2, ... specify thecurvesto be displayed. The defaultisto
display the first eight curves (if that many exist) along with data points.
expl

expl(1,3,6)

expl ('oldbox',5)

expl ('regression')

expl ('regression',4,5)
NMR Spectroscopy User Guide

analyze Generalized curvefitting (C)

autoscale Resume autoscaling after limits set by scalelimits (M)
expfit Make least squares fit to polynomial or exponential curve (C)
pexpl Plot exponential or polynomial curves (C)

sc Start of chart (P)

sc2 Start of chart in second direction (P)

scalelimits Setlimitsfor scalesin regression (M)

wcC
wc2

Width of chart (P)
Width of chart in second direction (P)

Add another diffusion analysis to current display (M)

Systems with the diffusion option.
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Syntax:
Description:
Arguments:

Examples:
See also:
Related:

explib
Description:

See also:
explist
See also:
Related:
explog
Description:
See also:
exptime

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

212

Command and Parameter Reference for VnmrJ 2.2C

expladd (integral region)
Adds results of another diffusion analysis to the currently displayed results.

integral region specifiesthe number of the region whose results are to
be added to the existing graph.

expladd (1)
NMR Spectroscopy User Guide

expl Display exponential or polynomia curves (C)
pexpl Plot exponential or polynomial curves (C)
pexpladd Add another diffusion analysisto current plot (M)

Display experiment library (M)

Displaysthe currently available experiment files. For each experiment,
explib displaysthe 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 pul se sequence currently active in the experiments, and
the first 50 characters of the text file in the experiment. explib also displays
amessage if the system isin automation mode.

NMR Spectroscopy User Guide; VnmrJ Walkup

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 log file for experiment (M)

Displaysthelog file for an experiment. Thisfile includes when the experiment
started, any acquisition errorsthat may have occurred, and when the experiment
finished. Each acquisition generates thisinformation, which is stored in the
experiment'sacqgfil directory in atext file named 1og.

NMR Spectroscopy User Guide

Display experiment time (C)
exptime< (sequence) ><:$seconds>
Estimatesthe acquisition time for an experiment, based on the parameters used

in the current experiment, and displaysthetimeintheformat hh: mm: ss. The
time macro uses expt ime to determine the time of an experiment.

sequence isapulse sequence that existsin the seglib directory. If this
argument is used, expt ime estimates the acquisition time for the specified
sequence. The default isthe current value of seglib.

$seconds isareturn argument with the number of seconds estimated for the
experiment. If this argument is used, the time display is suppressed.
exptime

exptime ('apt')

exptime: setime

exptime ('noesy') :$est_time

NMR Spectroscopy User Guide

time Display experiment time or recalculate number of transients (M)
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£

f19

£19p
flcoef
f2coef
fattn

fb

fbe

fdml
fidde3d
fiddle
fiddled
fiddleu
fiddle2d
fiddle2D
fiddle2dd
fiddle2Dd
fidmax
fidpar
fidsave
fifolpsize
file
files
filesinfo
filtfile
findxmlmenu
fitspec
fixgrd
fixpar
fixpar3rf
fixpar4rf
fixpar5rf
fixup
fixpsg
flashc
flipflop
Fluorine
flush

fn

fnl

fn2

fn2D

focus
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Set display parameters to full spectrum (C)
Automated fluorine acquisition (M)

Process 1D fluorine spectra (M)

Coefficient to construct F1 interferogram (P)
Coefficient to construct F2 interferogram (P)
Fine attenuator (P)

Filter bandwidth (P)

Apply baseline correction for each spectrumin an array (M)
Set, write 1D FDM parameters, run FDM (M)
3D time-domain dc correction (P)

Perform reference deconvolution (M)

Perform reference deconvolution subtracting aternate FIDs (C)
Perform reference deconvolution subtracting successive FIDs (C)

Perform 2D reference deconvolution (C)

Perform 2D reference deconvolution (C)

2D reference deconvolution subtracting aternate FIDs (C)
2D reference deconvolution subtracting aternate FIDs (C)
Find the maximum point in 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 fileinformation for files display (C)

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)

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 pul se sequence (M)

Set up parameters for 19F experiment (M)

Write out datain 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 fregq. domain (P)

Send keyboard focus to input window (C)
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F

foldcc
foldj
foldt

fontselect

format

fp

fpmult

fpmultl

fpmult2

fr

fread

fsave

fsq

ft

ftld
ftlda
ftldac
ft2d
ft2da
ft2dac
ft3d
full

fullsqg
fullt

£19

214

Description:

See also:

Related:

Syntax:

Description:

Command and Parameter Reference for VnmrJ 2.2C

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 areal number or convert a string for output (C)
Find peak heights or phases (C)

First point multiplier for np FID data (P)

First point multiplier for ni interferogram data (P)

First point multiplier for ni2 interferogram data (P)

Full recall of adisplay parameter set (M)

Read parameters from file and |oad them into a tree (C)
Save parameters from atree to afile (C)
Frequency-shifted quadrature detection (P)

Fourier transform 1D data (C)

Fourier transform along f, dimension (C)

Fourier transform phase-sensitive data (M)

Combine arrayed 2D FID matrices (M)

Fourier transform 2D data (C)

Fourier transform phase-sensitive data (M)

Combine arrayed 2D FID matrices (M)

Perform a 3D Fourier transform on a 3D FID data set (M,U)
Set display limits for afull screen (C)

Display largest square 2D display (M)

Set display limits for afull screen with room for traces (C)

Set display parameters to full spectrum (C)

Sets up the sp and wp display parameters for afull display of a1D spectrum.
If an FID is displayed, the parameters = £ and wt are set for afull display. In

multidimensional data sets, the parameters for both displayed dimensions are
set up. For 2D data sets, the parameters sp, wp, sp1, and wp1 would be set.

For planes of higher dimensional data sets, the appropriate two groups of sp-
wp, spl-wpl, and sp2-wp2, parameter pairs are set.

NMR Spectroscopy User Guide

sf Start of FID (P)

sp Start of plot in directly detected dimension (P)

spl Start of plot in 1st indirectly detected dimension (P)
sp2 Start of plot in 2nd indirectly detected dimension (P)
wE Width of FID (P)

wp Width of plot in directly detected dimension (P)

wpl Width of plot in 1st indirectly detected dimension (P)
wp2 Width of plot in 2nd indirectly detected dimension (P)

Automated fluorine acquisition (M)
f19< (solvent) >

Prepares parameters for automatically acquiring a standard F spectrum. The
parameter wexp issetto 'procplot ' for standard processing. If £19 isused
as the command for automation viathe enter program, then the macro au is
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Arguments:
Examples:

See also:
Related:

£f19p
Description:

See also:
Related:

flcoef
Description:

Values:

See also:
Related:

F

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.
For example, £19 nt=1 usesthe standard £19 setup but with only one
transient.

solvent isthe name of the solvent. In automation mode, the solvent is
supplied by the enter program. The default is ' cDC13!

f19

£19('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 (M)
procplot Automatically process FIDs (M)

wexp When experiment completes (P)

Process 1D fluorine spectra (M)

Processesnon-arrayed 1D fluorine spectrausing aset of standard macros. £19p
iscalled by proc1d, but can aso 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 (nois1m macro), threshold adjustment (if required, thad
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 (M)
thadj Adjust threshold (M)

tmsref Reference spectrum to TMSline (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 £ - 2da and £t 3d macros. If
flcoef hasanull value, £t2da usesthe “standard” coefficients. £1coef is
created by the par2d macro.

Series of coefficients, separated by spaces (not acomma), and stored asastring
variable. For example, the coefficient for standard States-Hypercomplex data
setisflcoef='1 0 0 0 0 O -1 O

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 (M,U)
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make3dcoef  Make 3D coefficients file from 2D coefficients (M)

par2d Create 2D acquisition, processing, display parameters (M)
f2coef Coefficient to construct F2 interferogram (P)

Description: Holds the coefficient to construct an F2 interferogram for 2D and 3D
transformation. Coefficientsare used by the ft2da ('ni2') and £t3d
macros. If £2coef hasanull value, ft2da ('ni2") usesthe “standard”
coefficients. £2coef is created by the par3d macro.

Values. Seriesof coefficients, separated by spaces (not acomma), and stored asastring
variable. For example, the coefficient for standard States-Hypercomplex data
setisf2coef='1 0 0 0 0 0 -1 O'.

fattn Fine attenuator (P)

Description: Configuration parameter for whether the current rf channel hasafine attenuator.
Thevalueis set using the label Fine Attenuator in the Spectrometer
Configuration window (opened from config).

Values. 0 specifiesthe fine attenuator is not present on the channel (Not Present choice
in Spectrometer Configuration window).

4095 specifies the fine attenuator is present on the channel (Present choicein
Spectrometer Configuration window).

Seeadso: VnmrdInstallation and Administration; User Guide: Solids; CP/MAS

Installation
Related: config Display current configuration and possibly changeit (M)
dpwrf First decoupler fine power (P)
tpwrf Observe transmitter fine power (P)
fb Filter bandwidth (P)

Description:  Setsthe bandwidth of the audio filters, which prevents noise of higher
frequency than the spectral limits from “folding in” to the spectrum. Because
the transmitter isin 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, frequencieshigher than 2000 Hz should befiltered out). The audio
filters have some attenuation at frequencies lower than their nominal cutoff
frequency, which isthe frequency at which signals have been attenuated by 3
dB (50%). Thisimpacts on quantitative accuracy near the edges of the spectrum
so that the standard value of £b is 10% more than half of sw.

fb isautomatically changed whenever the spectral width sw is changed and
thusis normally not a user-entered parameter. For example, typing sw=4000
automatically sets fb=2200, whichis 10% morethan 2000 Hz. After changing
the value of sw, £b can be changed.

Values: if sw is500,000 or less: 1000 to 256000 Hz, 1000-Hz steps.
if sw is greater than 500,000: 256 kHz, 1 MHz.
Seealso: NMR Spectroscopy User Guide

Related: sw Spectral width in directly detected dimension (P)
mrfb Set the filter bandwidths for multiple receivers (P)
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fbc

Description:

See also:

Related:

fdml

Syntax:

Description:

Arguments:

Apply baseline correction for each spectrum in an array (M)

Applies be -type baseline correction to al the spectrain an array. The partial
integral mode should be used to set integral regions to include al significant
signals, while leaving blank as large an area of baseline asis possible.

NMR Spectroscopy User Guide
dosy Process DOSY experiments (M)

Set, write 1D FDM parameters, run FDM (M)

fdml< (filename<,nl, vli<, n2, v2<...>>>)>
or
fdm1 (i) forthei-thtrace

Sets 1D Filter Diagonalization Method (FDM) parametersto the default val ues,
writesthe parameterstothe curexp/datdir/fdml . inparmfile, and runs
astand-alone C++ program (/vnmr/bin/fdmld).

filename isthe FID file; thedefault is curexp+'acgfil/fid".

nl, n2... isoneor morefollowing variable names (the order is arbitrary):

axis —1 (default) to reverse the spec.

cheat No cheat if cheat=1, linesare narrower if cheat<1.

cheatmore No cheatmoreif cheatmore=0.

error Error threshold for throwing away poles.

fidfmt FID format: VnmrJor ASCII.

fdm 1 for FDM; -1 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 apole.

idat Datatype of ASCII FID file —4 for complex data, ignored if
dataisin VnmrJformat.

i fid Thei-th trace of the FID.

kcoef If kcoef > 0,use'complicated' dk(k). -1is
aways 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 pointsto use.

Nskip Number of pointsto skip.

par Linelist file; default iscurexp/datadir/
fdml.parm

rho rho=1 isoptimal.

specfmt Spec format: VnmrJ or ASCII.

spectyp Spectrum type: complex (default), real imag, or abs.

ssw A test parameter.

to 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.
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vl, v2... isthevaluefor the variable(s).
Examples: fdml ('cheat',0.8)
fdml ('Nsig',3000, 'Nb',20,1'Gamm',0.5)

Seealso: NMR Spectroscopy User Guide

fidde3d 3D time-domain dc correction (P)

Description:  Setswhether a 3D time-domain dc correction occurs. If £iddc3d does not
exist, it is created by the macro pa 3 d. The time-domain dc correction occurs
immediately after any linear prediction operations and before all other
operations on time-domain data.

Values. A three-character string. The default valueis 'nnn'.

e Thefirst character refersto the f3 dimension (sw, np, £n), the second
character refersto thef, dimension (sw1,ni, £n1), andthethird character
refersto the f, dimension (sw2,ni2, £n2).

e 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.

Seealso: NMR Spectroscopy User Guide

Related: fn Fourier number in directly detected dimension (P)

fnl Fourier number in 1st indirectly detected dimension (P)
fn2 Fourier number in 2nd indirectly detected dimension (P)
ft3d Perform a 3D Fourier transform (M)
ni Number of incrementsin 1st indirectly detected dimension (P)
ni2 Number of incrementsin 2nd indirectly detected dimension (P)
np Number of data points (P)
par3d Create 3D acquisition, processing, display parameters (C)
ptspec3d Region-selective 3D processing (P)
specdc3d 3D spectral dc correction (P)
sw Spectral width in directly detected dimension (P)
swl Spectral width in 1st indirectly detected dimension (P)
sw2 Spectral width in 2nd indirectly detected dimension (P)

fiddle Perform reference deconvolution (M)

Syntax: fiddle (option<,file><,option<,file>><, start>
<,finish><,increment>)

Description:  Performs reference deconvolution using a reference signal with known
characteristics to correct instrumental errors in experimental 1D or 2D spectra.

Arguments. option can beany of the following:

e 'alternate’ isakeyword specifying the alternate reference phase +-
(for phase sensitive gradient 2D data).

e 'autophase' isakeyword specifying to automatically adjust the phase
of the reference signal.

e 'displaycf' isakeyword specifying to stop at the display of the
correction function.

e 'fittedbaseline' isakeyword specifying to use cubic spline
baseline correction defined by the choice of integral regions.

e 'invert' isakeyword specifying to invert the corrected difference
spectrum/spectra.
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See also:
Related:

fiddled
Description:

See also:
Related:

F

e 'noaph' isakeyword specifying not to automatically adjust zero order
phase of the reference region.

e 'nodc' isakeyword specifying not to use dc correction of reference
region.

e 'noextrap'isakeyword specifying not to use extrapolated dispersion
mode.

e 'nohilbert' isakeyword specifying not to use Hilbert transform
algorithm and to use extrapolated dispersion mode reference signal unless
'noextrap' isalso used as an option.

e 'normalise’ isakeyword specifying to keep corrected spectrum
integrals equal to that of the first spectrum.

e 'satellites' isakeyword specifying tousesatellitesdefinedinfile
inideal referenceregion; £ile shouldbein /vnmr/satellites, and
should immediately follow 'satellites' intheargument list.

e 'stopl' isakeyword specifying to stop at display of experimental
reference FID.

e 'stop2' isakeyword specifying to stop at display of correction function.

e 'stop3' isakeyword specifying to stop at display of corrected FID.

e 'stop4 ' isakeyword specifying to stop at display of first corrected FID.

e 'verbose' isaspecifying keyword to display information about
processing in the main window.

e 'writect ' isakeyword specifyingtowritethe correctionfunction tofile;
the argument £i11e must immediately follow 'writecf'.

e 'writefid' isakeyword specifying to write out corrected FID to
file;if £ile doesnot begin with/, it isassumed to bein the current
working directory. In the argument list, £i1le should immediately follow
'writefid’'.

file isthe name of the file used withthe ' satellites' and
'writefid' options.

start and £inish aretheindicesof thefirst and last array elementsto be
processed. increment specifies the stepsin which theindex isto be
incremented. The default isto process all the transformed spectrain an array.

NMR Spectroscopy User Guide

fiddled Perform reference deconvolution subtracting alternate FIDs
fiddleu Perform reference deconvolution subtracting successive FIDs
fiddle2d Perform 2D reference deconvolution

fiddle2D Perform 2D reference deconvolution

fiddle2dd Perform 2D reference deconvolution subtracting alternate FIDs
fiddle2Dd Perform 2D reference deconvolution subtracting alternate FIDs

Perform reference deconvolution subtracting alternate FIDs (C)

Produces the corrected difference between successive spectra. Refer to the
description of £1iddle for details.

NMR Spectroscopy User Guide
fiddle Perform reference deconvol ution
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F

fiddleu

Description:

See also:

Related:

fiddle2d

Description:

See also:

Related:

fiddle2D

Description:

See also:

Related:

fiddle2dd

Description:

See also:

Related:

fiddle2Dd

Description:

See also:

Related:

fidmax

Applicability:
Syntax:

Description:
Arguments:
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Perform reference deconvolution subtracting successive FIDs (C)

Produces corrected differences between successive FIDs and the first FID.
Refer to the description of £iddle for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

Perform 2D reference deconvolution (C)

Functions the same asthe £ idd1e program except £iddle2d performs 2D
reference deconvolution. Refer to the description of £idd1e for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

Perform 2D reference deconvolution (C)

Functions the same asthe £ idd1e program except £iddle2D performs 2D
reference deconvolution. Refer to the description of £idd1e for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

2D reference deconvolution subtracting alternate FIDs (C)

Functionsthe same asthe £ i dd1e program except £iddle2dd performs 2D
reference deconvolution. Refer to the description of £idd1e for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

2D reference deconvolution subtracting alternate FIDs (C)

Functions the same asthe £ i dd1e program except £iddle2Dd performs 2D
reference deconvolution. Refer to the description of £idd1e for details.

NMR Spectroscopy User Guide

fiddle Perform reference deconvolution

Find the maximum point in an FID (C)

All

fidmax< (trace) >:Smax

fidmax:Smax

fidmax (1) : Smax

fidmax (arraydim) : $Smax

fidmax findsthe absolute maximum valuein an FID.
No arguments — fidmax usesthe currently active FID
FID selected by df or select.

A FID index supplied as an argument.
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fidpar

Description:

See also:

Related:

fidsave

Description:

fifolpsize

Description:

Values:
See also:
Related:

file
Description:

See also:
Related:

files

Syntax:

Description:

Add parameters for FID display in current experiment (M)

Creates the FID display parameters axisf, crf,deltaf, dotflag, vpf,
and vp£f i inthe current experiment. Use £ idpar to define these parameters
in old parameter sets (they are already defined in new parameter sets).

NMR Spectroscopy User Guide

addpar Add selected parameters to current experiment (M)
axisf Axislabel for FID displays and plots (P)

crf Current time domain cursor position (P)

deltaf Difference of two time cursors (P)

dotflag Display FID as connected dots (P)

vpf Current vertical position of FID (P)

vpfi Current vertical position of imaginary FID (P)

Save data (M)

Macro to save data. It uses svfdir and svEname 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 theacquire statement in the manual User Programming for
information on identifying the boards). The value is set using the label Fifo

L oop Size in the Spectrometer Configuration window (opened by config).

2048
VnmrJ Installation and Administration

config Display current configuration and possibly changeit (M)

File name of parameter set (P)

Containsthefile name of the parameter set returned by a+t or rtp command.
This parameter is reset when the go command isissued. If the systemisnotin
automation mode (auto="'n"'), file isresettothe 'exp' value. If the
systemisin automation mode (auto="y"'), £ile isset to the path of the
directory where the datais stored.

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 £iles command uses the graphics window to
display file names. A mouse clicked on afile name selects it and the file name
isdisplayed in reverse video. Various operations can be conducted on one or
more sel ected files. The menus used for the £iles program are placed in the
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standard menul ib directories. Refer to the manual NMR Spectroscopy User
Guide for moreinformation on using menus, and refer to the manual User
Programming for information on programming menus.

Arguments. files menu isthe £iles menu to control the menu buttons; the default
menuis 'files main' orthelast active £iles menu.

Examples. files
files('files dir")
Seealso: User Programming

Related: filesinfo Return £i1es display information (C)
tape Control tape options of £11es program (P)

filesinfo Return file information for files display (C)

Syntax: (1) filesinfo ('number') : $Snumber files
(2) filesinfo('name'<,file numbers) :$file
(3) filesinfo('redisplay"')
Description:  Allows access to the list of files selected from the £ 1 1 es interactive display.
filesinfo isnormally 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 unlessthe £11es programis active.

Arguments: 'number' isakeyword to return the number of files selectedinthe files
display, or 0 if no files have been selected.

S$number files isthereturnvariablewhen 'number' isused.

'name ' isakeyword to return alist of file names selected inthe files
display.

file number isanumber followingthe 'name' keyword to returnonly the
filenamein thelist givenby file number.

$file isastring variable that returnsthe file name when 'name ' isused.

'redisplay' isakeyword that causes the current contents of the directory
to be displayed. This display is useful after making changesin the directory,
such as deleting or creating afile.

Seealso: User Programming
Related: files Interactively handle files (C)

filtfile File of FIR digital filter coefficients (P)

Description:  Specifies name of afile of FIR (finite impulse response) digital filter
coefficients. Thisfile isatext file with one real filter coefficient per line
(complex filtersare not supported). If the parameter £i1tf£ile doesnot exist
in the current experiment, enter addpar ('downsamp') or
addpar ('oversamp') toaddit. Entering addpar ('downsamp ')
creates the digitd filtering and downsampling parameters downsamp,
dscoef,dsfb,dslsfrg,and £iltfile. Similarly, entering
addpar ('oversamp') createsdigita filtering and oversampling
parametersdef osfilt, filtfile, oscoef,osfb,osfilt,
oslsfrqg,and oversamp.

Values. Filename. Thefile must bein the user’'s vnmrsys/£i1t1ib directory.

Related: addpar Add selected parameters to current experiment (M)
def osfilt Defaultvalueof osfilt (P)
downsamp Downsampling factor applied after digita filtering (P)
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findxmlmenu

Description:

fitspec

Syntax:

Description:

Arguments:

Examples:

See also:
Related:

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)

oslsfrg 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.

Perform spectrum deconvolution (C, U)

(FromVnmrJ) fitspec< (<'usell's><, ><'setsfreq's>)>
(From UNIX) fitspec

Fits experimental datato Lorentzian and/or Gaussian lineshapes. fitspec
usesasastarting pointdatainafilef it spec . inpar, which must be prepared
prior to performing the calculation. This file contains the frequency, intensity,
linewidth, and (optionally) the Gaussian fraction of the lineshape. Any number
followed by an asterisk (*) is held fixed during the calculation; all other
parameters are varied to obtain the best fit. £itspec createsafile
fitspec.data, whichisatext representation of the spectral data (that part
of the spectrum between sp and sp+wp). After the calculation is finished, the
results of the fit are contained in afile fitspec.outpar, with aformat
identical to fitspec.inpar.

It is often useful to use the output from a deconvolution as the input to a spin
simulation to ensure the most accurate possible frequencies for the spin
simulation calculation. For this reason, the frequencies and amplitudes of the
calculated lines in a deconvolution are automatically stored in the parameters
s1freq, respectively, from where they can serve as input to an iterative spin
simulation. If the spin system is defined after adeconvolutionisperformed, this
informationislost (s1 freq isreset). Inthis case,
fitspec('setslfreq') can be used to copy the information from
fitspec.outpar backinto s1freq. Thisisnot necessary if you definethe
spin system before performing the deconvolution (you need not perform the
entire spin simulation, only define the spin system).

'usell' isakeywordto preparethefile fitspec. inpar fromthelastline
listing (storedin 11frqgand 11amp). All lines are set to have alinewidth of
s1w and afixed Gaussian fraction of 0. If another starting point is desired, this
file can be edited with atext editor. Alternatively, the macro usemark may be
used.

'setslfreq' isakeyword to copy the information from thefile
fitspec.outpar back intothe parameters s 1 freq.

fitspec

fitspec('usell')

fitspec('setslfreq')

NMR Spectroscopy User Guide

llamp List of line amplitudes (P)
11frg List of line frequencies (P)
setgauss Set a Gaussian fraction for lineshape (M)
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fixgrd
Syntax:
Description:
Arguments:
Examples:

Related:

fixpar

Description:

Related:

fixpar3rf

Applicability:

Description:

fixpar4rf

Applicability:

Description:

slfreq Measured line frequencies (P)

sp Start of plot (P)

usemark Use “mark” output as deconvol ution starting point (M)
wp Width of plot (P)

Convert gauss/cm value to DAC (M)
fixgrd(gradient value) :parameter

Usesthe gcal valuein the probe tableto return the DAC value for a specified
gradient strength.

gradient value istherequired gradient strength in gauss/cm.
parameter isany local variable or VnmrJ variable.
fixgrd(20) :gzlvl

gcal Gradient calibration constant (P)

Correct parameter characteristics in experiment (M)

After bringing parametersinto the current experiment with convert, rt,
rtp,of rtv, fixpar isautomatically executed. £ ixpar updates old
parameter characteristics and reconciles parameter differences due to the
hardware on the spectrometer. If amacro user £ ixpar exists, fixpar runs
it aso. Thisallows an easy mechanism to customize parameter sets.

convert Convert data set from a VX R-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 Macrocalled 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 isrunasapart of the standard £ ixpar
macro if the system configuration parameter numr £ ch isgreater 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.

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 isrun asapart of the standard £ i xpar macroif the
system configuration parameter numr £ ch isgreater than 3 (i.e., the number of
rf channels on the system is set at 4).
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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. fixpar5srf isrun asapart of the standard £ i xpar macroif the
system configuration parameter numr £ ch isgreater than 4 (i.e., the number of
rf channels on the system is set at 5).

fixup Adjust parameter values selected by setup macros (M)

Description: Called by the experiment setup macrosh1, ¢13, he, hcapt, capt, and
hcosy. Asprovided, thetext of £ixup isal in quotes so that it does nothing.
It isintended to provide each user with a mechanism to make adjustmentsto
values selected by the setup macros.

fixpsg Update psg libraries (M)

Description: Used by patchinstall to recompile the psg files and create new psg
libraries1ibpsglib.soin /vaomr/lib.

flashc Convert compressed 2D data to standard 2D format (C)
Syntax: flashc(<'nf's,'ms'|'mi'|'rare',ns,traces,echoes)

Description: Converts 2D FID data files from compressed formats (seqcon="'nncsn',
seqgcon='ncenn', seqcon="'nncen') to standard format
(segcon="ncsnn') or from standard format to compressed format.
Compressed datais taken by using the n© parameter; that is, compressed data
isacquired as one large uninterrupted “multiFID” acquisition.

flashc readsthefile £id inthe acqfil subdirectory of the current
experiment.

flashc can convert acompressed-compressed multislice, multiecho, or multi-
image seguence. It can also convert a“rare” type sequence with a compressed
phase-encode echo train.

flashc changesthe values of the following parameters:
Compressed-compressed or standard format to compressed format
e ni issetto1if noargument is provided.

e nf issettothevaueof nf divided by the multislice, ms, or multi-image,
mi, vaue

e arraydim is set to the product of its original value and the value of the
traces argument.

e arrayelemts issetto 1if no parameters were arrayed during data
acquisition or to 2 if any parameter was arrayed during data acquisition.

Compressed format to standard format

e nf isset to the value of the traces argument, or to 1 if no argument is
provided.

e ni jsset tothevaueof nf divided by the multislice, ms, or multi-image,
mi, vaue

e arraydimissettotheproduct of itsorigina value and the original value
of nf.

e arrayelemts issetto 1if no parameters were arrayed during data
acquisition or to 2 if any parameter was arrayed during data acquisition.
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Arguments:

Examples:

See also:
Related:

flipflop
Applicability:
Description:

See also:

Fluorine

Description:

flush
Description:

See also:
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nf isthe number of FIDs in the second dimension of a 2D experiment. When
converting datain the standard format to acompressed format, nf must always
be the first argument.

When converting compressed-compressed or “rare” type sequences, the first
argument must be a string defining the type of compression:

e 'mi' isakeyword for the multi-image type of compression.
e 'ms' isakeyword for the multislice type of compression.

e 'rare' isakeywordfor the“rare” multiecho, raretype, fast-imaging data
sets.

(Standard to compressed) ns is the number of images slices or array elements
to be retained.

(Compressed-compressed or rare to standard) traces isthe number of
compressed tracesto retain for each ni. The parameter nf isset to this number
after £lashc hasrun.

(Compressed-compressed or rare to standard) echoes isthe number of
compressed echoes, used with “rare” type formatting.

Compressed-compressed or standard format to compressed format
flashc ('nf') (standard to compressed)

flashc ('nf', 'ms',ns) (compressed phase-encode and multislice)
flashc ('nf', 'mi',ns) (compressed multi-image and phase-encode)

Compressed-compressed format or rare format to standard format
flashc (simple compressed phase-encode)

flashc ('ms',ns) (compressed phase-encode and multislice)
flashc ('mi',ns) (compressed multi-image and phase-encode)
flashc('rare',ns,etl)

VnmrJ Imaging NMR

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 incrementsin 1st indirectly detected dimension (P)

Set up parameters for FLIPFLOP pulse sequence (M)
Systems with solids module.

Setsup amultipulse parameter set for tuning out “ phase glitch” in the probe and
pulse amplifier.

User Guide: Solid-Sate NMR

Set up parameters for 19F experiment (M)
Set Up parameters for = experiment.

Write out data in memory (C)

Writes out the current data and parameters in memory buffers. Normally, this
information is not written to disk until exiting VnmrJ or joining another
experiment. One reason to use £ Lush isto be able to access experimenta data
from a program separate from the VnmrJ program.

User Programming
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fn

Description:

Values:

fnl

Description:

Values:

See also:

Related:

fn2

Description:

See also:

Related:

fn2D

Description:

See also:

Related:

01-999346-00 B 1207

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 asthe fo dimension in
2D data sets, the f3 dimension in 3D data sets, etc.

'n' or anumber equal to apower of 2 (minimum is 32). If £n is not entered
exactly asapower of 2, it isautomatically rounded to the nearest higher power
of 2 (e.g., setting £n=32000 gives £n=32768). £n can belessthan, equal to,
or greater than np, the number of directly detected data points:

e If fnislessthan np, only £n points are transformed.

e |If fn isgreater than np, £n minus np zeros are added to the data table
(“zero-filling”).

e If fn="n", fn isautomatically set to the power of 2 greater than or equal
to np.

Fourier number in 1st indirectly detected dimension (P)

Selects the Fourier number for the Fourier transformation along the first
indirectly detected dimension. This dimension is often referred to as the f1
dimension of amulti-dimensional data set. The number of incrementsalong this
dimension is controlled by the parameter ni.

fn1 issetinamanner analogousto the parameter £, with np being substituted
by 2*ni.
NMR Spectroscopy User Guide

fn Fourier number in directly detected dimension (P)

fn2 Fourier number in 2nd indirectly detected dimension (P)

ni Number of incrementsin 1st indirectly detected dimension (P)
np Number of data points (P)

Fourier number in 2nd indirectly detected dimension (P)

Selects the Fourier number for the Fourier transformation aong the second
indirectly detected dimension. Thisdimension is often referred to as the f,
dimension of amultidimensional data set. The number of increments along this
dimensioniscontrolled by the parameter ni 2. £n2 issetinamanner analogous
to the parameter £n, with np being substituted by 2*ni2.

NMR Spectroscopy User Guide
fn Fourier number in directly detected dimension (P)

fnl Fourier number in 1st indirectly detected dimension (P)
ni2 Number of incrementsin 2nd indirectly detected dimension (P)
np Number of data points (P)

Fourier number to build up 2D DOSY display in freq. domain (P)

In 2D DOSY sequences (Dbppste, DgcsteSL, Doneshot, Dbppsteinept),
replaces £ when setting up the 2D display.

NMR Spectroscopy User Guide

Synthesize and display DOSY plot (C)
Process DOSY experiments (M)

ddif
dosy
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F

focus

Description:

See also:

foldcc
Syntax:

Description:

See also:

Related:

foldj

Description:

Related:

foldt
Syntax:

Description:

Arguments:

Related:
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Send keyboard focus to input window (C)

Sends keyboard focus to the input window. Thisisonly useful for macro
programming.

User Programming

Fold INADEQUATE data about two-quantum axis (C)
foldcc

Symmetrizes 2D INADEQUATE data along the P-type double-quantum axis
and applies an automatic dc baseline correction. foldcc functionsfor both
hypercomplex and complex 2D data.

NMR Spectroscopy User Guide
dc Calculate spectrd drift correction (C)

foldj Fold J-resolved 2D spectrum about f1=0 axis (C)
foldt Fold COSY-like spectrum along diagonal axis (C)
rotate Rotate 2D data (C)

Fold J-resolved 2D spectrum about f;=0 axis (C)

Symmetrizes heteronuclear 2D-J, or rotated homonuclear 2D-J, experiments
about the f;=0 axis. The £o1dj command functions with both complex and
hypercomplex 2D data.

foldcc Fold INADEQUATE data about 2-quantum axis (C)
foldt Fold COSY-like spectrum along diagonal axis (C)
rotate Rotate 2D data (C)

Fold COSY-like spectrum along diagonal axis (C)
foldt< ('symm'|'triang') >

Folds COSY-like correlation spectra about the diagonal. The 2D spectrum must
exhibit a P-type diagonal for foldt to work properly (a P-type diagona goes
from the bottom | eft-hand side to the top right-hand side of the contour display.)
foldt functionsfor both hypercomplex and complex 2D databut requiresthat
fn=fnl and sw=swil.

'symm' isakeyword for the folding processto perform asymmetrization of
the data by replacing every two symmetry-related points with the one point
therein that has the least magnitude. This valueis the defaullt.

'triang' isakeyword for the folding processto perform atriangularization
of the data by replacing every two symmetry-related pointswith their geometric
mean.

fn Fourier number in directly detected dimension (P)
fnl Fourier number in 1st indirectly detected dimension (P)

foldcc Fold INADEQUATE data about 2-quantum axis (C)
foldj Fold J-resolved 2D spectrum about f1=0 axis (C)
rotate Rotate 2D data (C)

sw Spectral width in directly detected dimension (P)

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

Description:

See also:

Related:

format

Applicability:
Syntax:

Description:

Arguments:

Examples:

Open FontSelect window (C)

Opens the FontSelect window for defining fontsin window panes created by
setgrid. A different font can be selected for every window pane combination
of rows and columns. Separate fonts can a so be selected for alarge or small
overall graphic window.

NMR Spectroscopy User Guide

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 a real number or convert a string for output (C)
All

format (realvar, 'length', 'precision') : $rval
format (stringvar, 'isreal') : $rval
format (stringvar, <'upper' Ofr 'lower's>) :$sval

Give the command these arguments to format the output as a real number.
Accepts arguments specifying the real number length, precision, and output
variable. The realvar input must be areal number, string holding areal
number, or a string variable that satisfies the rules for areal number.

Givethe command two arguments, stringvar and isreal totest thestring.
The command returnsa 1 if the first argument can represent areal number and
a0 if it cannot. The output is written to the specified output variable.

Give the command two arguments, stringvar and either 'upper' or
'lower' towritethestringtotheoutput string variable(e.g., $sval) ineither
all upper caseor all lower case. Thetemporary $ parameter (e.g., Ssval) must
first beinitialized asastring (e.g., $sval="").

realvar ared variable

stringvar astring variable

length of the real number

precision of therea number

$sval atemporary string $ parameter

Srval atemporary real $ parameter

format (a,5,2) :sa
If a=24.1264 thenstring sa='24.13"

format (solvent, 'lower') :nl
If solvent="'CDC13' thenstringnl="'cdcl3"

format ($1, 'isreal') : Sa
Setssa to 1if $1 represents anumber or Sets $a to 0 if $1 representsastring.

Ssval=""
Initialize Ssval to astring variable to return the value into a string

Ssnum = '143.92"'
Srnum = 32.75

format (Srnum, 3,1) : Ssval
sets $sval tothe string '32.8'., $sval isastring return value.

format (Srnum, 3,1) : Srval
sets $rval tothe number 32.8. $rval isareal return value.

Format string value $snum = '143.92"
format ($snum, 3,1) : $sval sets$sval tothestring '143.9"
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format ($snum, 3, 1) : $rval setssrval tothenumber 143.9
Seealso: User Programming

Related: n1,n2,n3 Name storage for macros (P)
rl-r7 Real-value storage for macros (P)
fp Find peak heights or phases (C)
Syntax: fp<(<'phase', ><indexl, index2,...>)>

Description:  Following aline listing (either d11 or n11), £p measures the peak height of
each peak in an array of spectra. The results of the analysis are written to atext
file £p . out inthe current experiment directory. If thenpoint parameteris
defined in the current parameter set and thisparameter is“on,” it determinesthe
range of data points over which amaximum is searched when determining peak
heights. The possible values of npoint are1to fn/4. The defaultis 2.

Arguments. 'phase' isakeyword to measure the phase of each peak instead of height.

index1, index2, . . . restrictsmeasuring peak heightsor phasestothelines
listed.
Examples. fp

fp(1,3)
fp ('phase")

Seealso: NMR Spectroscopy User Guide

Related: 411l Display listed line frequencies and intensities (C)
fn Fourier number in directly detected dimension (P)
getll Get line frequency and intensity from linelist (C)
nl Position cursor at the nearest line (C)
nll Find line frequencies and intensities (C)
npoint Number of pointsfor £p peak search (P)

fpmult First point multiplier for np FID data (P)

Description:  Allows error correction if the first point of an FID is misadjusted. In a1D
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*“f3ridges.” Theseridges can clearly be seenin thenoiseregion
on the top and bottom of a 2D spectrum (when t race="£1') asalow-
intensity profile of the diagonal. The sign and intensity of theridgesis
controlled by the magnitude of fpmult.

It has been recogni zed that thefirst point of aFID 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 givesyou a method to fine-tune the actual
correction factor.

Values: Defaultis 1.0, except that if the processing involves backward extension of the
time-domain data with linear prediction, the default changesto 0.5. If fpmult
issetto 'n', fpmult takeson its default vaue.

Seealso: NMR Spectroscopy User Guide

Related: 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)
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fpmultl

Description:

Values:
See also:

Related:

fpmult2

Description:

Values:
See also:

Related:

fr

Applicability:
Syntax:

Description:

Arguments:

Related:

fread

Syntax:

Description:

Arguments:

01-999346-00 B 1207

First point multiplier for ni interferogram data (P)

Operates on ni hypercomplex or complex interferogram datain a manner
analogousto fpmult. In many 2D experiments, the t1 values are adjusted so
thereis no first-order phasing in the f1 and fo dimensions. In this case,
fpmultl should be 0.5. If thety valueis adjusted so that there is a 180° first-
order phase correction, fpmult1 should be 1.0.

Default valueis0.5. If fpmultlissetto 'n', it takesonits default value.
NMR Spectroscopy User Guide

fpmult First point multiplier for np FID data (P)
fpmult2 First point multiplier for ni2 interferogram data (P)
ni Number of incrementsin 1st indirectly detected dimension (P)

First point multiplier for ni2 interferogram data (P)

Operates on ni 2 hypercomplex or complex interferogram datain a manner
analogousto £pmult. In many 3D experiments, thet, valueis adjusted so that
thereisno first-order phasing in the f; and f, dimensions. In this case,
fpmult2 should be 0.5. If the t, value is adjusted so that there is a 180° first-
order phase correction, fpmult2 should be 1.0.

Default valueis0.5. If fpmult2issetto 'n', it takes onits default value.
NMR Spectroscopy User Guide

fpmult First point multiplier for np FID data (P)
fpmultl First point multiplier for ni interferogram data (P)
ni2 Number of incrementsin 2nd indirectly detected dimension (P)

Full recall of a display parameter set (M)
All

fr (n<,noupdates)

Recall al the parameters of the specified display parameter set and set the
current display parametersto those values.
n=1 to 9

noupdate as second argument prevents the automatic update of interactive
programs.

T Recall display parameter set (M)
Save display parameters as a set (M)

Read parameters from file and load them into a tree (C)
fread(file<, tree<, 'reset|'value'>>)

Reads parameters from afile and loads the parameters into atree. The tree can
be global, current, processed, or system global. £read can read from any file
that has parameters stored in the correct VnmrJ format.

Note that if parameters are read into the global tree, certain important system
parameters are not |oaded because these parameters should not be changed. The

parameters that are not loaded are userdir, systemdir, curexp,
autodir, auto, vamraddr, and acgaddr

file isthe name of the file containing parameters stored in VnmrJ format.

tree isoneof thekeywords 'global', 'current', 'processed', or
'systemglobal'. Thedefaultis ' current '. Thisargument specifiesthe

231
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Examples:

See also:

Related:

fsave

fsq

232

Syntax:

Description:
Arguments:

Examples:

See also:

Related:

Description:

type of tree into which the parameters are loaded. Refer tothe create
command for more information on types of trees.

'reset ' isakeyword that causes the parameter tree to be cleared before the
new parameter file isread. Without this option, parameters read from afile are
added to the existing prel oaded parameters. To use thisoption, t ree must also
be specified.

'value' isakeyword that causes only the values of the parametersin thefile
to be loaded. If a preloaded variable does not already exist, a new oneis not
created. Parameter attributes are not changed, and enumerated val ues are not
changed. To use this option, t ree must also be specified.

fread('/vnmr/stdpar/Hl.par/procpar')
fread('sampvar', 'global')
fread('setvar', 'current', 'reset')
fread('varl', 'processed', 'value')

User Programming

auto Automation mode active (P)

autodir Automation directory absolute path (P)
create Create new parameter in a parameter tree (C)
curexp Current experiment directory (P)

destroy Destroy a parameter (C)

display Display parameters and their attributes (C)
fsave Save parameters from atree to afile (C)

rtp Retrieve parameters (C)

systemdir System directory (P)

userdir User directory (P)

Save parameters from a tree to a file (C)
fsave (file<, tree>)
Writes parameters from a parameter tree to afile.

file isthe nameof thefile, which can be any valid file for which the user has
write permission. If the file already exists, it will be overwritten.

tree isoneof thekeywords 'global', 'current', 'processed’, or
'systemglobal'. Thedefaultis ' current '. Refertothe 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 |oad them into atree (C)
svp Save parameters from current experiment (C)

Frequency-shifted quadrature detection (P)

Selects whether to use frequency-shifted quadrature detection. When £sq is
turned on, if dsp is on, the observe frequency is offset by o=1=frq, and the
digital filter isalso offset by os1sfrqg. Thedefault value of oslsfrqgis
1.25%sw.

The effect of £sq isto offset only the digital filter by os1<frqg. The observe
frequency must be offset by o=1sf rg by modifying the pulse sequence as
described in the manual NMR Spectroscopy User Guide.
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ft

Values:
See also:

Related:

Syntax:

Description:

Arguments:

'n' turns frequency-shifted quadrature detection off. 'v ' turnsit on.
NMR Spectroscopy User Guide

dsp Type of DSP for data acquisition (P)

oslsfrg 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) £t ('inverse', exp number, expansion factor)

In syntax 1, performs a Fourier transform on one or more 1D FIDs without
weighting appliedtothe FID. £t executesaleft-shift, zero-order phaserotation,
and a frequency shift (first-order phase rotation) according to the parameters
lsfid,phfid,and 1sfrg, respectively, on the time-domain data, prior to
Fourier transformation. The type of Fourier transform to be performed is
determined by the parameter proc. Solvent suppression isturned on or off with
the parameters ssf£ilter and ssorder. For arrayed data sets, £t Fourier
transforms al of the array elements. To Fourier transform selected array
elements, £t can be passed numeric arguments.

Insyntax 2, £t performsan inverse Fourier transform of the entire spectrum.
(VnmrJdoes not currently support inverse Fourier transformation of arrayed 1D
or 2D data sets.)

options can beany of thefollowing (all string arguments must precede the
numeric arguments):

e 'acqg' isakeyword to check if any elements of a multi-FID experiment
have already been transformed. If so, these previously transformed
elements will not be retransformed.

e 'dodc' isakeyword for all spectrato be drift corrected independently.
e 'nodc' isakeyword to not perform the usua FID drift correction.

e 'nods' isakeyword to prevent an automatic spectral display (d<) from
occurring. This outcome isuseful for various plotting macros.

e 'noft' isakeyword to skip the Fourier transform, thereby allowing use
of all spectral manipulation and plotting commands on FIDs.

e 'zero' isakeyword to zero theimaginary channel of the FID prior to the
Fourier transform. This zeroing occurs after any FID phasing. Itsuseis
generaly limited to wideline solids applications.

'nf ' isakeyword that makesasingle FID element containing nt tracesto be
transformed asif it were n t separate FID elements. If 'nf ' precedesthelist of
numeric arguments, the rules for interpreting the numeric arguments change
dlightly. Passing no numeric arguments results in the transformation of all n
tracesinthefirst FID element. Passing a single numeric argument results in the
transformation of all nf tracesin the requested FID element (e.g.,

ft ('nf',3) transformsall nt tracesfor element 3). Regardless of the
requested FID element, the resulting spectraare labeled as 1 to n £ because
multiple elements cannot be transformed using £t ( 'nf ') . Subsequent
numeric arguments are interpreted as previously described.

start istheindex of aparticular element to be transformed. For an array,
start istheindex of thefirst element to be transformed.

finish istheindex of thelast element to be transformed for an array.

step specifies the increment between successive elements that are to be
transformed for an array. The default is 1.
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Examples:

See also:
Related:

ftld

234

Syntax:

Description:

Arguments:

'inverse' isakeyword specifying an inverse Fourier transform.

exp_number isthe number of the experiment, from 1to 9, for storing the
resulting FID from the inverse Fourier transform.

expansion factor definesthe expansion of the spectrum before the
inverse Fourier transform is performed. This argument is equivalent to a
multiplier for the £ n parameter. The multiplier isrestricted to between 1 and 32
and is rounded up internally to the nearest power of 2.

ft
1)
3,7)
2,10,2)
ft('nf',3)

NMR Spectroscopy User Guide

dcrmv Remove dc offsets from FIDs in specia cases (P)

fn Fourier number in directly detected dimension (P)
1sfid Number of pointsto left-shift thenp FID (P)

lsfrg Frequency shift of the £n spectrumin Hz (P)

nf Number of FIDs (P)

phfid Zero-order phasing constant for np FID (P)

proc Type of processing on thenp FID (P)

ssfilter Full bandwidth of digital filter to yield afiltered FID (P)
ssorder Order of polynomial to fit digitaly filtered FID (P)

wft Weight and Fourier transform 1D data (C)

fr(
fr(
fr(

Fourier transform along f, dimension (C)

(1) £t1d (element number)
(2) £t1d<('nf',element number)
(3) £t1d< (<options, ><coefficientss) >

Performsthe first Fourier transformation along the f2 dimension, without
weighting, and matrix transposition. £t 14 alows the display of t1
interferogramswith the dcon and dconi commands. For arrayed 2D FID data,
asingle array element can beweighted and transformed using syntax 1 or 2. The
keyword 'nf ' isused in syntax 2 to specify that the 2D datais collected in the
compressed form using 'nf '. Complex and hypercomplex interferograms can
be constructed explicitly by supplying aseries of optionsand coefficients using
syntax 3.

For information on real as opposed to complex Fourier transforms, see the
descriptions of the proc, proc1, and proc2 parameters. For information
about Hadamard transforms, see the description of the proc1 parameter and
the VnmrJ NMR Liquids user guide. For information on | eft-shifting, zero-order
phase rotation, and frequency shifting of the FID and interferogram time-
domain data during the 2D Fourier transformation, see the descriptions of the
parameters 1sfid, 1sfidl, 1sfid2,phfid, phfidl, phfid2, 1sfrq,
lsfrgl,and 1sfrqg2, asappropriate. For information on the Ifs (low-
frequency suppression) and zfs (zero-frequency suppression) solvent
suppression options, see the description of the parameters ssfilter and
ssorder, andthemacro parfidss.

element number isasingle array element to be weighted and transformed.
options can bethe keywords 'ptype' or 'ntype' but neither servea
useful function becausethedifferentia effect of these argumentsisapplied only

during the course of the second Fourier transformation. The default is
'ntype’.
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See also:
Related:

ftlda

Syntax:

Description:

Arguments:
See also:

Related:

coefficients areaseries of coefficients according to the following
scheme: RR1 isthe coefficient used to multiply thereal part (first R) of spectra
set 1 beforeit is added to the real part (second R) of the interferogram. TR2
would thus represent the contribution from the imaginary part of spectraset 2 to
the real part of the interferogram, and so on. The scheme is depicted below.

ft1d (RR1, IR1,RR2,IR2,...,RI1,II1,RI2,II2,...)
where:

RR1*REAL (w2, element=1

( -> REAL(t1l)
IR1*IMAG (w2, element=1

(

(

-> + REAL(t1)
-> + REAL(t1)
-> + REAL(t1)

)
)
RR2*REAL (w2 ,element=2)
IR2*IMAG (w2, element=2)
RI1*REAL
IT1*IMAG
RI2*REAL
II2*IMAG

-> IMAG(t1l)
-> + IMAG(t1l)
-> + IMAG(t1l)
-> + IMAG(t1l)

w2,element=1
w2,element=1
w2,element=2
w2,element=2

)
)
)
)

—~ e~~~

NMR Spectroscopy User Guide

dconi Interactive 2D data display (C)

ft2d Fourier transform 2D data (C)

1sfid Number of complex points to left-shift np FID (P)

1sfidl Number of complex pointsto left-shift ni interferogram (P)
1sfid2 Number of complex pointsto left-shift ni2 interferogram (P)
lsfrg Frequency shift of the £n spectrum (P)

lsfrqgl Frequency shift of the £n1 spectrum (P)

1sfrqg2 Frequency shift of the £n2 spectrum (P)

parfidss Create parameters for time-domain solvent subtraction (M)
phfid Zero-order phasing constant for np FID (P)

phfidl Zero-order phasing constant for ni interferogram (P)
phfid2 Zero-order phasing constant for ni interferogram (P)

proc Type of processing onnp FID (P)

procl Type of processing onni interferogram (P)

proc?2 Type of processing onni2 interferogram (P)

pmode Processing mode for 2D data (P)

ssorder Order of polynomial to fit digitaly filtered FID (P)
ssfilter Full bandwidth of digital filter to yield afiltered FID (P)
wft2d Weight and Fourier transform 2D data (C)

Fourier transform phase-sensitive data (M)
ftlda< (options) >

Performsthe first (f,) transform of a2D transform or the first part of a 3D
transform. Otherwise, £t 1da hasthe same functionality asthe ft2da
command. See the description of £t2da for further information. For
information about Hadamard transforms, see the description of the proc1
parameter and the VnmrJ NMR Liquids user guide.

options arethe sameasused with f-2da. See ft2da for details.
NMR Spectroscopy User Guide

ft2d Fourier transform 2D data (C)

ft2da Fourier transform phase-sensitive data (M)

wftlda Weight and Fourier transform phase-sensitive data (M)
wft2da Weight and Fourier transform phase-sensitive data (M)
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F

ftldac
Syntax:
Description:

Arguments:

Related:

ft2d
Syntax:

Description:

Combine arrayed 2D FID matrices (M)
ftldac< (<multls><,mult2>,...<,multn>) >

Allows ready combination of 2D FID matrices within the framework of the 2D
Fourier transformation program. No weighting is performed. £t 1dac reguires
that the databe acquired either without f1 quadrature or with f ; quadratureusing
the TPPI method. Thismacro isused for TOCSY (with multiple mixing times).

multl,mult2, ..., multn are multiplicative coefficients. The nth
argument isareal number and specifiesthe multiplicative coefficient for thenth
2D FID matrix.

ft2dac Combine arrayed 2D FID matrices (M)

Tocsy Set up parameters for TOCSY pulse sequence (M)
wftlda Weight and Fourier transform phase-sensitive data (M)
wftldac Combine arrayed 2D FID matrices (M)

Fourier transform 2D data (C)

(1) £t2d (array element)

(2) ft2d ('nf'<array element>)

(3) £t2d< (<options, ><plane number, ><coefficientss) >
(4) £t2d('ni'|'ni2',element number, increment)

(5) ft2d('ni'|'ni2',increment, <coefficientss>)

Performs the complete 2D Fourier transformation, without weighting, in both
dimensions. If the first Fourier transformation has already been done using
ftld,wftld, ftlda, or witlda,the ££2d command performsonly the
second (t;) transform.

For arrayed 2D FID data, asingle array element can be weighted and
transformed using syntax 1. If the datais collected in “compressed” form using
'nf ', syntax 2 must be used. Complex and hypercomplex interferograms can
be constructed explicitly by supplying a series of coefficientsusing syntax 3. If
an arrayed 3D dataset isto be selectively processed, theformat of the arguments
to £t2d changesto syntax 4. For example, £t2d ('ni', 1, 2) performsa2D
transform along np and ni of the second ni 2 increment and the first element
within the explicit array. This command yieldsa 2D np—n1i frequency plane.

Arrayed 3D data sets can also be subjected to 2D processing to yield 2D
absorptive spectra. If the States-Haberkorn method is used aong both f1 (ni
dimension) and fo (ni 2 dimension), there aregenerally 4 spectraper (ni,niz2)
3D element. In this case, using syntax 5, entering ££2d ('ni2',2,<16
coefficientss) performsa2D transformalong np and ni2 of the second
ni increment using the 16 coefficients to construct the 2D t1-interferogram
from appropriate combinations of the 4 spectraper (ni,ni2) 3D element.

If there are n data sets to be transformed, asin typical phase-sensitive
experiments, 4 *n coefficients must be supplied. Thefirst 2 *n coefficients are
the contributions to the real part of the interferogram, alternating between
absorptive and dispersive parts of the successive data sets. The next 2*n
coefficients are the contributions to the imaginary part of the interferogram, in
the same order. Thus, using the definition that thefirst letter refersto the source
data set, the second | etter refersto the interferogram, and the number identifies
the source data set, we have the following cases:

Data sets Coefficient order

1 RR1, IR1, RI1, IIl
2 RR1, IR1, RR2, IR2, RI1, II1l, RI2, II2
3 RR1, IR1, RR2, IR2, RR3, IR3, RI1l, IIl,
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Arguments:

Data sets Coefficient order

RI2, II2, RI3, II3

The coefficients are often 1, 0, or -1, but thisis not always the case. Any non-
integral coefficient can be used, and as many coefficients can be nonzero as is
desired. Up to 32 coefficients can be supplied, which at 4 per data set allowsthe
addition, subtraction, etc., of eight 2D data sets (e.g., 8 different phase cycles).

For information on real as opposed to complex Fourier transforms, see the
descriptions of the proc, proc1, and proc2 parameters. For information
about Hadamard transforms, see the description of the proc1 parameter and
the VnmrJ NMR Liquids user guide. For information on | eft-shifting, zero-order
phase rotation, and frequency shifting of the FID and interferogram time-
domain data during the 2D Fourier transformation, see the descriptions of the
parameters 1sfid, 1sfidl, 1sfid2,phfid, phfidl, phfid2,1lsfrqg,
lsfrgl,and 1sfrqg2, asappropriate. For information on the Ifs (low-
frequency suppression) and zfs (zero-frequency suppression) solvent
suppression options, see the description of parameters ssfilter and
ssorder,andmacro parfidss.

array element isasingle array element to be transformed.

options can beany of thefollowing (all string arguments must precede the
numeric arguments):

e 'ptype' isakeyword to transform P-type datato yield a P-type contour
display.

e 'ntype' isakeyword to transform N-type datato yield a P-type contour
display. Thisisthe default.

e 't2dc' isakeyword to apply adc correction to each to FID prior to the
first Fourier transform. The last 1/16-th of the time domain data is used to
calculate the dc level.

e 'tldc' isakeyword to apply adc correction to each tp interferogram
prior to the second Fourier transform. The last 1/16-th of the time domain
datais used to calculate the dc level.

e 'f2sel' isakeywordto alow only preselected fo regions to be
transformed along t1. The t1 interferograms in the non-selected fo regions
are zeroed but not transformed. The same mechanism used to select
baseline regionsfor baseline correction (bc) is used to select the fo regions
to betransformed along t1. Set intmod="partial' and partition the
integral of the spectrum into several regions. The even numbered f5 regions
(e.0., 2, 4, 6) aretransformed along t1; the odd numbered regions are not
transformed along t1.

e 'nf' isakeyword to transform arrayed or multi-slice 2D data that has
been collected in the compressed form as single 2D FIDs with multiple
(nf) traces.

e 'ni2' isakeyword to transform non-arrayed 2D data that have been
collected with ni2 and sw2 (instead of ni and sw1). addpar ('3d")
creates the necessary processing parameters for the 'ni2 ' operation.

e 'noop' isakeyword to not perform any operation on the FID data. This
option is used mainly to allow macros, such aswf t 2da, to have the same
flexibility as commands.

coefficients areaseries of coefficients according to the following

scheme: RR1 isthe coefficient used to multiply thereal part (first R) of spectra
set 1 beforeit is added to the real part (second R) of the interferogram. TR2
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would thus represent the contribution from the imaginary part of spectraset 2 to
the real part of the interferogram, and so forth. The scheme is depicted bel ow.

ft2d (RR1, IR1,RR2,IR2,...,RI1,II1,RI2,II2,...)
where:

RR1*REAL (w2, element=1) -> REAL (t1)
IR1*IMAG (w2, element=1) -> + REAL(tl)
RR2*REAL (w2 ,element=2) -> + REAL(t1l)
IR2*IMAG (w2, element=2) -> + REAL(tl)

RI1*REAL (w2,element=1) -> IMAG (t1)
ITI1*IMAG (w2, element=1) -> + IMAG(tl)

RI2*REAL (w2,element=2) -> + IMAG(tl)
II2*IMAG (w2, element=2) -> + IMAG(tl)

'ni' isakeywordto selectively transform aparticular np—ni 2D planewithin
anon-arrayed 3D data set. To identify the plane, 'ni ' isfollowed by the
plane number argument, an integer from 1 through ni2.

'ni2 ' isakeyword to selectively transform aparticular np—ni2 2D plane
within anon-arrayed 3D data set. To identify theplane, 'ni2' isfollowed by
theplane number argument, aninteger from 1 through ni.

element number isthenumber of an element within theexplicit array when
selectively processing an arrayed 3D data set; it rangesfrom 1 toni2

increment isthe increment within the explicit array when selectively

processing an arrayed 3D data set; itranges 1 to arraydim/ (ni*ni2) .
Examples: ft2d(1,0,0,0,0,0,1,0)

ftad (1)

fta2d('nf', 3)

ft2d ('ptype',...)

Seealso: NMR Spectroscopy User Guide

Related: dconi Interactive 2D data display (C)
dcrmv Remove dc offsets from FIDs in specia cases (P)
fpmult First point multiplier for np FID data (P)
fpmultl First point multiplier for ni interferogram data (P)
ftid Fourier transform along f, dimension (C)
1sfid Number of complex points to left-shift np FID (P)
1sfidl Number of complex pointsto left-shift ni interferogram (P)
1sfid2 Number of complex pointsto left-shift ni2 interferogram (P)
lsfrg Frequency shift of the £n spectrum (P)
lsfrqgl Frequency shift of the £n1 spectrum (P)
1sfrqg2 Frequency shift of the £n2 spectrum (P)
parfidss Create parameters for time-domain solvent subtraction (M)
phfid Zero-order phasing constant for np FID (P)
phfidl Zero-order phasing constant for ni interferogram (P)
phfid2 Zero-order phasing constant for ni2 interferogram (P)
proc Type of processing onnp FID (P)
procl Type of processing onni interferogram (P)
proc2 Type of processing onni2 interferogram (P)
pmode Processing mode for 2D data (P)
ssorder Order of polynomial to fit digitaly filtered FID (P)
ssfilter Full bandwidth of digital filter to yield afiltered FID (P)
wftld Weight and Fourier transform f, for 2D data (C)
wft2d Weight and Fourier transform 2D data (C)
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ft2da
Syntax:

Description:

Arguments:

Fourier transform phase-sensitive data (M)
ft2da< (options) >

Processes 2D FID dataand 2D planesat particular t; or t, timesfrom a3D data
set for a pure absorptive display. £t2da differsfrom wtt2da only inthat, in
the case of wft1da, weighting of the time-domain datais performed prior to
the FT. £t2da functions analogously to £t 1da and wft1da, except that
ft2da and wit2da perform only the f, Fourier transform. For information
about Hadamard transforms, see the description of the proc1 parameter and
the VnmrJ NMR Liquids user guide.

Macros ft1da, witlda, £t2da, and wit2da function for hypercomplex
2D FID data(phase=1,2) and for TPPI 2D FID data (phase=3 or
phase=1, 4) acquired either with ni or ni 2. If the datawere acquired with
ni, no additiona arguments need be used with the macros. If the data were
acquired with ni2, the keyword 'ni2' must be used.

For phase=1,2

wft2da=wft2d('ptype',1,0,0,0,0,0,1,0)

For phase=3: wft2da=wft2d(1,0,0,0)

For phacse=1, 4:

wft2da=wft2d('ptype',1,0,0,0,0,0,1,0)

Macros ftlda, witlda, ft2da, and wit2da support selective 2D
processing within a3D FID dataset. All permutations of hyercomplex and TPPI
modes of data acquisition in t; and t, can be handled. For selective f5f5
processing, the numeric argument immediately following the 'ni2' keyword
isinterpreted to be the t; increment number, which specifies the particular f,f3
plane (plane number, see below) to be processed. For selective f1f3
processing, the t, increment number either follows the keyword 'ni ', which
isoptional, or is associated with the first numeric argument that does not
immediately follow a 'bc' keyword.

For information on real as compared to complex Fourier transformation, seethe
description of proc or proci. For information on the Ifs (low-frequency
suppression) and zfs (zero-frequency suppression) solvent suppression options,
see the description of parameters s=filter and ssorder, and the macro
parfidss.

options can beany of thefollowing (the order is not important):

e 'ntype', 't2dc’', 'tldc',and 'f2sel ' arekeywordsthat function
the same as when supplied to the £ - 2d and wf t 2d commands. Refer to
the £ t2d command for a description of these options.

e 'be! isakeyword for abaseline correction of the phase-corrected f,
spectra prior to the f; Fourier transform. The baseline regions must have
been previously determined. The default polynomial order is1, whichleads
toasplinefit. A different polynomial order can be specified by inserting a
numerical argument following 'bc'.

e 'dc' isakeyword for adrift correction (dc) of thef, spectraprior to the
f, Fourier transformation.

e 'ni' isakeyword to selectively transform aparticular np—ni 2D plane
within anon-arrayed 3D data set. To identify the plane, 'ni ' isfollowed
by plane number, aninteger from 1 throughni2.

e 'ni2' isakeyword to selectively transform aparticular np—ni2 2D
plane within a non-arrayed 3D data set. To identify theplane, 'ni2' is
followed by plane number, an integer from 1 through ni.

e '0l1d"' isakeyword to allow dataacquired before the February 25, 1988,
software release to be processed correctly. 'old ' does not function for
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selective 2D processing within 3D data sets. If noni2 or ni
plane number isgiven, itisassumed that the datasetisonly 2D in
either ni2 or ni, respectively.

Seealso: NMR Spectroscopy User Guide

Related: flcoef Coefficient to construct F1 interferogram (P)
f2coef Coefficient to construct F2 interferogram (P)
ftlda Fourier transform phase-sensitive data (M)
parfidss Create parameters for time-domain solvent subtraction (M)
phase Phase selection (P)
proc Type of processing on thenp FID (P)
procl Type of processing on theni interferogram (P)
ssorder Order of polynomial to fit digitaly filtered FID (P)
ssfilter Full bandwidth of digital filter to yield afiltered FID (P)
wftlda Weight and Fourier transform phase-sensitive data (M)
wft2da Weight and Fourier transform phase-sensitive data (M)

ft2dac Combine arrayed 2D FID matrices (M)
Syntax: ft2dac< (<multls><,mult2>,...<,multn>)>

Description:  Allows ready combination of 2D FID matrices within the framework of the 2D
FT program. No weighting is performed. Data must be acquired either without
f1 quadrature or with f1 quadrature using the TPPI method. £t 2dac is used
with TOCSY (with multiple mixing times).

Arguments. multl,mult2,..multn aremultiplicative coefficients. Thenthargumentis
area number and specifies the coefficient for the nth 2D FID matrix.

Related: ftidac Combine arrayed 2D FID matrices (M)
Tocsy Set up parameters for a TOCSY pulse sequence (M)
wftldac Combine arrayed 2D FID matrices (M)
wft2dac Combine arrayed 2D FID matrices (M)
ft3d Perform a 3D Fourier transform on a 3D FID data set (M,U)
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Syntax: (FromVnmrJ) £t3d< (<data directorys><,nu