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Figure 10. Molecular Sophe Graphical User Interface showing the Explorer Tree and the 
Sample Form. 

program in which to display the resultant spectra. The name of the simulation can 
also be modified through the Simulation Form. A right mouse click on the Simula-
tion Node displays a menu enabling the user to save, delete, copy, print, and run a 
simulation. 

2.3.  Sample Form 

The Sample Node (entitled “Sample” or “Molybdenum Enzyme” in Fig. 8) is 
the next level of the Explorer Tree and a left click displays the Form shown in Fig-
ure 10. The sample can consist of multiple molecules (added through the Molecule 
menu (top toolbar or right mouse click) in different proportions, which itself will 
be able to be optimized. This is important for many paramagnetic samples. For 
example, metalloproteins often have more than a single prosthetic group that is 
paramagnetic and consequently gives rise to multicomponent EPR spectra. Inclu-
sion or exclusion of a particular molecule/molecular fragment can be toggled with 
the radio button adjacent to the Molecule name in the Molecule Form. 

The state of the sample (Crystal, Powder, Frozen Solution, Liquid, Gas, or 
Glass) may also be chosen, which will govern various aspects of the computational 
program, Sophe. If the Crystal state is chosen, the user can then select the Point 
Group for the host crystal. 


