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• General Troubleshooting 
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How to get support 

3 

You have a 
question about 

TopSpin? 

Contact your local 
Bruker office 

Get an support 
identification 

(‘support token’)  

Execute  

‘savelogs’ 

Send Information 
automatically or 

manually to Bruker 

Your question can 
be answered as 
soon as possible 



Hot to start savelogs 
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Command line or… 

… from the menu. 



How to use savelogs 
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1) Start savelogs 2) Enter support token 

3) Add additional files 

    (if required) 



How to use savelogs 
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Send result automatically to Bruker 

… or manually. 



• TD0 
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TD0 
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1D 13C 

experiment 

Time needed: 

10h 

NS = 10 000 
TD0 = 1 

NS = 1 000 
TD0 = 10 

NS = 10 000 



• Temperature Calibration 
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Basic Principle of Temperature Control  
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Measured temperature might 

differ from temperature inside 

the sample 



Effects of different/unstable temperature 
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Sample needs time to 

equilibrate 

Temperature must be identical 

to compare spectra 

295K 
298K 
300K 
310K 



How to calibrate? 
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Sample Range 

80% Glycol in DMSO-d6 300 – 380K 

Glycol, pure 300 – 380K 

4% Methanol in Methanol-d4 181.2 – 300K 

Methanol, pure 180.1 – 299.9K 

99.8% Methanol-d4 282 – 330K 

FP 

EFP with LB=3 

Temperature dependent 



How to calibrate? 
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Sample Range 

80% Glycol in DMSO-d6 300 – 380K 

Glycol, pure 300 – 380K 

4% Methanol in Methanol-d4 181.2 – 300K 

Methanol, pure 180.1 – 299.9K 

99.8% Methanol-d4 282 – 330K 

FP 

EFP with LB=3 

Temperature dependent 

AU program: 

CALCTEMP 



Set correction in Temperature Control 
[edte] 
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• User Directories 
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Summary 

• each user starts with a list of default directories (e.g. lists/pp 
and lists/pp/user)  

 

• each user can remove one or more default directories from 
its list 

 

• each user can specify one or more additional source 
directories  

 

• each user can define the order of the directories which 
defines the search order within TopSpin 
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How to use different source directories 
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<shared folder> 

<Home>/myPP 

../pp 

../pp/user 



How to use different source directories 
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<shared folder> 

<Home>/myPP 

../pp 

../pp/user 

 

Bruker files in: 
 
…/exp/stan/nmr/lists/pp 
 
These files are write protected! 
 
You can be sure that these files always 
contain the original Bruker library file! 



How to use different source directories 
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<shared folder> 

<Home>/myPP 

../pp 

../pp/user 

User files in: 
 
…/exp/stan/nmr/lists/pp/user 
 
By default all user-specific files will be 
stored here; read- and writable 
 
You have an easy setup to distribute 
user-specific files to all colleagues 



How to use different source directories 
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<shared folder> 

<Home>/myPP 

../pp 

../pp/user 

Each user can define his own source 
directories 
 
If you store them e.g. in your home 
directory, then they are automatically 
read and write protected for anybody 
else 



How to use different source directories 
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<shared folder> 

<Home>/myPP 

../pp 

../pp/user 

These files can be easily distributed! 
 
It is easy to use e.g. your pulse 
programs on different spectrometers, 
just define a network drive as a source 
directory. 



Convert parameter sets 
[paracon] 
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Parameters of one 
spectrometer cannot 
be used at another 
spectrometer. 

 

Need to be converted 
to spectrometer 
frequency and 
routing: 

paracon 

 

Supports user 
defined directories 



• Serial processing 
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Repetitive Tasks … 
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You would like to 
run a sequence of 
processing steps? 

and these should 
 be executed on  
several datasets? 



Serial Processing 
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each individual step can be done one 
after the other or immediately 

Do this with one mouse click: 
Serial Processing 



Serial Processing – find datasets 
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Serial Processing – find datasets 
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Serial Processing – find datasets 
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Serial Processing – commands 
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Serial Processing – commands 
example 
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Serial Processing – execute 
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Serial Processing 
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… 

Dataset commands 



Group members meet serial processing 
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TopSpin adds all 

selected datasets 

into a temporary 

dataset list file. 



• qumulti 
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Command spooler 

• Any command in TopSpin can be sent to the spooler  
(qu <command>) 

 

• Tasks in the spooler are executed sequentially 

 

• It is possible to define the experiment number on which a 
command should be queued: 
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qumulti 
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The current dataset 

is automatically  

enabled in the  

list of expnos. 



qumulti 
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Each expno can 

be added manually 

to the dataset list. 



qumulti * 
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All expnos can 

be preselected 

with option:   *  



qumulti n-m 
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A range of expnos 

can be preselected 

with option:   n-m  



qumulti n,m 
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Specific expnos 

can be preselected 

with option:   n,m 



qumulti 
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Command can be set  

on command line, 

e.g.:    

qumulti 1-4,11 efp    

or 

qumulti efp 1-4,11 



qumulti 
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More than one 

command can be set 

in the command 

window 

em;ft;apk;ppf 



qumulti vs. Serial Processing 
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qumulti 
 

For NMR data stored 
under one dataset 

name 
=  

Using of Expnos 
 
 

Serial Processing 
 

For NMR data stored 
under several dataset 

names 
=  

Using of Names 
 

fast  powerful  



• Serial Integration 
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intser – automatic integration of a series 
of spectra 
 

 

• User defined list of datasets 

 

• Use integrals of first dataset in list 

 

• Allows easy normalization of any integral 

 

• For 1D and 2D 
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Define integrals in first dataset 
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Advanced processing – intser 

47 



intser – flowbar 
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intser – define list 
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intser – parameters 
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Calibrate sets value of 

specified integral to 

defined value and all 

others relative to this one 



intser – parameters 
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Global scaling: 

All integrals relative to 

the intensity of the first 

spectrum in the list 



intser – results with global scaling 
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intser – parameters 
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Global scaling: 

All integrals relative to 

the intensity of the first 

spectrum in the list 



intser – results without global scaling 
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intser – parameters 
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Normalize sets 

sum of all integral 

of one spectrum to 

defined value 



intser – results without global scaling 
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intser – results 
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Result file can be easily imported into excel 

 Simple graphical presentation 



• Write/read lists for integration 
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Integrate small set of spectra 

59 

Set 1 
Set 2 

Set 3 

Save 

integration 

regions and 

use for each 

spectrum! 

Integrate each 

spectrum 

individually? 

Integrate each 

spectrum 

individually? 



Load first spectrum and integrate it 

60 



Export integral regions 
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Save as intrgn 

62 



Save as intrgn 
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Load next spectrum and import region list 
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Load next spectrum and import region list 
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Integrals need to be calibrated 
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Integral values are 

not scaled to 

reference 

spectrum! 



Load next spectrum and import region list 
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wmisc/rmisc  
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• Can be called from command line as well 

 

• Commands are: wmisc and rmisc 

 

• To call specific file, the type of list and the name need to be 
specified (wmisc/rmisc <type> <name>) 

 

• Example: rmisc intrng juice 

 



• Useful commands 
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Copy parameters between datasets 
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Copy parameters between datasets 

71 



Copy parameters between datasets 
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Drag and Drop 
Dataset with desired parameters 



Copy parameters between datasets 
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Copy parameters between datasets 
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Copy parameters between datasets 
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Copy parameters between datasets 
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COSY  HSQC 
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Caution: 

AQ will be changed 

when changing 

SW(F2)! 

Should not exceed 

200ms for HSQCs! 



HSQC  HMBC 
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Useful commands – expl 
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expl: 

opens explorer 

(or konquerer) 

window within the 

dataset path 



Useful commands – expl top 
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expl top: 

opens explorer 

(or konquerer) 

window within the 

TopSpin 

installation 

directory 

Very useful if you  

have more than  

one installation! 



Useful commands – expl prop 
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expl prop: 

opens explorer (or 

konquerer) window 

within the user 

specific topspin 

configuration 

directory 



Useful commands – expl help 
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expl help: 

lists all available 

options 



Useful commands – command history 

84 

command history: 

use up/down arrow 

keys to go back to  

previously entered 

commands 

 
 
 
use keyboard 



Useful commands – command line history 
cmdhist 
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lists all entered 

commands since 

start of TopSpin 



How to identify parameter sets? 
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How to identify parameter sets? 
Comments! 
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Comments 

88 



• Archiving & Accounting 
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Accounting in TopSpin 

• Accounting in TopSpin has to be activated manually once 
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Archiving configuration 
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Like archive option in 

ICON-NMR  

 

will archive each 

acquisition which has been 

started from within 

TopSpin GUI 

 

(for AU programs: use  

‘XCMD(“sendgui zg”)’ 



Archiving configuration 
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If an experiment is 

executed a second time, 

the dataset is added to the 

archive as a new expno  

 

Increment is user-specific. 



Archiving configuration 
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A new accounting 

possibility is implemented. 



Accounting in TopSpin 

• The accounting file (a file per day; XML format) will be stored 
in: <topspinhome>/prog/curdir/acqhistory 

• The accounting file can be opened via  
Manage  Spectrometer  Spectrometer Usage (account) 

 

 

 

 

 

• or the TopSpin command account  
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Accounting in TopSpin 
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Accounting in TopSpin 
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Accounting in TopSpin 
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Accounting in TopSpin 

• User-specific accounting with TopSpin-internal users 

98 



TopSpin-internal users 
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Accounting in TopSpin 

• Switching the user can be executed with the commands  
login / logoff 
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User-specific accounting in TopSpin 
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• Save/Convert Data Sets 

102 



Save data as… 
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Copy data set to new destination 
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Save data set as ZIP file 

105 



Save data set as ZIP file 
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Save data set in a JCAMP-DX file 
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JCAMP??? 
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JCAMP is a IUPAC standard format! 
It is an ASCII file that contains all necessary 

information of the spectrum/FID. 
 



Save data set in a JCAMP-DX file 
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JCAMP-DX: TopSpin 

For JCAMP format, you can choose between the following 
compression mode: 

 

• FIX (=0) : table format 
 

• PACKED (=1) : no spaces between the intensity values 
 

• SQUEEZED (=2) : the sign of the intensity values is encoded 
in the first digit 
 

• DIFF/DUP (=3) : the difference between successive values is 
encoded, suppressing repetition of successive equal values 
(default = DIFF/DUP) 
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JCAMP-DX: TopSpin 

For the included data types, you have the following choices: 

 

• FID: raw data 

• RSPEC+ISPEC: real and imaginary processed data 

• RSPEC: real processed data 

• PARAMS: parameter files 

• FID+RSPEC+ISPEC: raw data, real and imaginary processed 
data 

• FID+ALL_PROCNOS: raw data and all processed data 

• ALL_EXPNOS_DIM_1_2: all EXPNOS of the dimensions 1D 
and 2D under this <NAME> 
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JCAMP-DX 

Parameters 

Acquisition audit trail 

Parameter on the plot 

Some examples about the 

content of JCAMP: 
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JCAMP-DX 

Spectrometer  
configuration 
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Some examples about the 

content of JCAMP: 
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JCAMP-DX 

Parameters 

Spektrum/FID 

Some examples about the 

content of JCAMP: 



Datasets as text file 
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The command tojdx converts NMR dataset into JCAMP 

format. It contains also peak information, audit trail, pulse 

program etc.  

Works on 1D and 2D data, raw/real/imaginary data. 

The command totxt has been implemented to store the data 

of the displayed region in text format.  

Works on 1D and 2D data. 

A new AU program convbin2asc has been implemented. It 

writes a 1D spectrum, with or without imaginary data points, 

into a file in ASCII table format. 



Datasets as text file 

116 

tojdx 
totxt 

convbin2asc 



NMR meets Excel 
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