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Figure 28. Molecular Sophe Graphical User Interface showing the Frequency Form of a 
Multidimensional Experiment. 

If the user selected a multidimensional CW EPR spectrum, for example, a 
multifrequency variable-temperature experiment (Fig. 28), then additional tabs are 
added to the CW EPR Experiment Form, namely, Temperature and Frequency. 
These tabs allow the user to define the start and increment values for the particular 
parameter and the number of datapoints in the additional dimension. The parame-
ters in this Tab, for example the temperature tab, override the temperature setting 
in the Continuous Wave tab. This also applies to the microwave frequency and 
Goniometer Angle. 

2.20.  Sophe Computational Parameters 

The Sophe tab (Fig. 29) allows the user to input various parameters required 
for the computational calculation, definition of the SOPHE Grid (§3.1), and deter-
mination of the transition probability (selection rules to be used). In the Calculation 
Panel, matrix diagonalization is currently the only method available for performing 
continuous wave and pulsed EPR simulations. The field segmentation algorithm 


