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Bold text is used for commands to be entered on the command line and which must be 
confirmed by the enter button (↵).  
Underlined text is for buttons that can be clicked on. 
 
 

The TopSpin interface 

 
The TopSpin window consist of several areas, bars, fields and buttons: 

1 The Title bar with program version and computer name 
 

 
 

2 The Menu bar with pull down menus for TopSpin operations. But for most operations it 
is usually easier to type in commands directly when you are familiar with the software 
operations 

3 The Upper Toolbar with buttons for data handling, switching to interactive modes (phase 
correct, calibrate, baseline correct, peak pick, integrate, multiple display), display 
settings, and starting acquisition 
 
 
 
 

 
4 The Lower Toolbar with buttons for display manipulations 
5 The Browser and Portfolio for browsing, selecting, and opening data 
6 The Command Line for keyboard input 
7 The Status bar for the display of information during command execution 
8 The Acquisition Status bar from where the acquisition can be followed and controlled 
9 The Data area 
10 The Lock display 



Bruker 1D processing NMR-manual for 1H and 13C 
 

2 

To open a stored fid 
• Log in (username, password).  

• Double-click on the Topspin icon  to start the software. 
 

• Open the data set you want to process. 
  
The auto-sampler store a copy of the run on the Nevyn (N): server.  
The data from the 500 MHz you either use the icon “copy NMR data” before you log out to 
place a copy on Nevyn or the SSH-programme to copy over the file to your own computer.  
 
If it is a Bruker fid- Open NMR data stored in standard Bruker formats 
 

  
 
On “this computer” you double click on the N server  nmr  mark the file you want and 
then click on the button “display” . 

 
If it is a Varian fid-  
Open NMR data stored in special formats choose filetype – VNMR, Then go to the place you 
have the fid. Mark it and press the VNMR data conversion button.  
A “vconv” window appears make sure all data are filled in.  
  

The data from the Varian 300MHz, you can 
find on Nevyn – go by double clicking on 
My network places  hole Network  
Microsoft Windows network   Organ  
ORGAN-NEVYN  old nmr på ORGAN-
NEVYN  nmr3  your username  
vnmrsys  data  mark the fid you are 
interested in and press the VNMR data 
conversion button. 

 
If you already have a processed copy on your computer, search in the browser (no. 5 in the 
figure on page 1, Topspin interface), drag the file into the Data area (no. 9 in the figure on 
page 1, Topspin interface) or right click and choose between “Display” or Display In New 
Window”  

 
Bug 
• If you copy over the raw fid again, some of the phasing values from your already processed 

fid will still be there and cause problems with the scale. The workaround is to process the fid 
again with ef and then apk.  
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Data processing 
  
• The parameters that define the processing of data may be examined on the ProcPar tab (or 

edp) which will present them in a table. Many of these will be set automatically by the 
software, which is able to determine the type of processing required for the type of data 
acquired.  
 

• Zerofilling  
The number of data points acquired is td and the number of data points transformed is si. The 
parameter si is normally used to improve the appearance of the data by zero-filling. If si 
equals td then td zeros are added to the data. This is because td refers to complex pairs of 
data points, whereas si refers just too real data points. The minimum value for si is therefore 
td/2, which results in no zero filling. A further restriction is that si must be an integral power 
of 2 (2n). If you want to zerofill and td is around 64k set si to 64k, 128k or 256k.  
 
td <enter> or change the parameter under AcquPar tab 

Check the value of td. If necessary increase si, e.g.:  

si 128k <enter> or change the parameter under ProcPar tab 
 
• Window functions 

Often, you may wish to apply a suitable window function to your data before the transform, 
such as for sensitivity or resolution enhancement.  
 
Sensitivity enhancement is controlled by the parameter lb which defines the linebroadening 
required in Hertz. To carry out the weighting you should enter em (exponential 
multiplication) and then you may perform ft. A more convenient way is to use ef which 
performs both exponential multiplication and Fourier transformation.  
 
For resolution enhancement, you must define lb as a negative number and gb which defines 
the point at which the window function reaches its maximum value (must be between 0 and 
1). Similarly, gm will perform the weighting and gf will perform both weighting and 
transform. 
 
.winf <enter> open a interactive window multiplication window 
 

• Fourier transformation ft  
The spectrum is saved with the processing number defined with edc and the raw FID remains 
on disk also, unchanged. 
 

• Phase correction  
This may be performed automatically or manually. Automatic correction is executed with the 
command apk and further small adjustments may be carried out with manual interaction 
 
To enter the correction routine, click on the phase icon and a new icon panel will appear 
within the spectrum window. 
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By default the biggest peak is selected as the reference point for phasing as shown by the 
vertical line but may be redefined by placing the cursor on an appropriate peak at one edge of 
the spectrum, right clicking and selecting Set Pivot Point. Now place the cursor over the 0 
icon, hold down the left mouse button and drag to correct the phase of the reference peak 
then repeat the process for the 1 icon and correct all other peaks in the spectrum. Click on the 
Save and Return icon (the disk and arrow symbol) to store the new phase data. Spectra may 
be processed identically at a later date with pk or fp (ft and pk) to give the correctly phased 
data. 
 

• Baseline Correction  
Again, this may be performed automatically or manually. The automatic polynomial 
correction is executed with abs and is sufficient for most cases (note this is the same 
command as for performing automatic integration; to execute a baseline correction without 
regenerating a new integral list use abs n). The manual mode is entered via the baseline 
correct icon. 
 

• Calibration/referencing  
This allows you define the chemical shift for any reference peak in the spectrum. Click on 
the calibrate icon and move the cursor over the spectrum. Place the cursor on the top of the 
reference peak and select with the left mouse button. 
Type in the desired reference in the window that appears (the units are as those chosen for 
the axis). 
 
External referencing 
From an external referencing run can you use the SR value. For e.g for a 2D HSQC go to the 
ProcPars section and set sr(F1) and sr(F2) to the same value as in the 1H and 13C spectrum. 

 
 

• Peak Picking  
Before attempting peak picking, you may wish to correct the spectrum baseline. Automatic 
peak-picking may be executed with the pps command; the peak list may be viewed in the 
Peaks tab.  
The manual mode provides greater flexibility. Enter this mode with the peak-pick icon and 
select the icon shown in green (shaded) below (in general in TOPSPIN, a green icon 
indicates this mode is selected or is turned on).  
 

 
 
You can now drag a shaded box over the peaks of interest, excluding those that are too small 
or too large as desired, and everything within the box is added to the peak list. You may draw 
multiple boxes to include all the required peaks, then use the save and return (disk) icon. 
 
 

• Integration  
Before attempting integration it is necessary to have a well phased spectrum and any 
necessary baseline correction must have been completed. As with phase correction, 
integration may be performed automatically or manually. 
To automatically integrate a spectrum, enter the command abs; this procedure will also carry 
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out a polynomial baseline correction on the data before selecting integral regions, so you will 
not usually need to do baseline correction yourself. The integrals are written to a file named 
‘intrng’ and may be viewed in the Integrals tab). 
 
To enter the manual integration routine, click on the integrate icon and a new icon panel will 
appear.  

 

 
 

To generate new integrals, it is necessary to define the appropriate regions. Select the icon in 
green (shaded) above and drag over each of the peak regions to be integrated. Place the 
cursor over an integral region and use the right mouse button to calibrate the peak intensity 
or delete the region. Use the save and return (disk) icon to store the new integral regions 

 
 

• Multiple display  
It is often useful to overlay spectra for comparison and TOPSPIN is able to overlay multiple 
spectra, both 1D and 2D 
Enter this mode with the multiple display icon and a new panel appears in the Browser 
window that will contain the list of the displayed spectra.  
 

 
 
Add data to the current spectrum simply by dragging & dropping into the spectrum window 
the required processed data set. The displayed spectra may be scaled or moved (or removed 
from the display) independently by selecting a spectrum via clicking directly on this and 
using the scaling buttons on the icon bar within the spectrum window. 

 
• Measuring J values 

The values of coupling constants may be measured with the distance measurement tool. First 
expand the spectrum to show the multiplet to be analysed and then activate the measurement 
tool icon (it will turn green). Use the left button to fix the reference point on a multiple line 
and the drag to another line. Repeat this process for all splitting to be measured and then 
right-click to exit this mode (or move the cursor out of the spectrum window). 
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• Sample information 
As an alternative to the title window the Sample tab allows you to record pertinent 
information about the sample under study and may be a useful way to cross-reference the 
NMR data with laboratory book information. It is possible to add new named text boxes of 
your choice with the + icon should you wish. 
 

• Molecular structures 
The Structure tab allows a chemical structure to be stored with the NMR data set. This can be 
drawn with the Bruker tools within the window or it may be imported as a mol file or pdb file 
for example. This facility is more appropriate when using TOPSPIN as a processing tool on 
local workstations rather than on the NMR spectrometers themselves. 
 

• Plotting 
There exist two possible routes to plot from TOPSPIN: 
1) Plot directly the spectrum as on screen and 
2). Invoke the interactive plot editor TOPSPINPLOT, 
Method 1 (print active window) is simple for routine output whereas method 2 provides most 
flexibility and highest quality  

 
 


