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Figure 6. New approach to determining molecular structure of molecules from EPR spectra. 

Gnuplot, ivview, and Ghostview) for visualizing and comparing simulations and 
experimental EPR spectra. This provides scientists with powerful research tools for 
determining the geometric and electronic structure of magnetically isolated and 
coupled paramagnetic centers within metalloproteins and other paramagnetic 
molecules. Molecular Sophe is Project oriented. Each project can contain a number 
of simulations, each of which contains a sample with one or more molecules con-
sisting of atoms and bonds (interactions). The scientist can then choose a range of 
experiments to be applied to that sample to elucidate the geometric and electronic 
structure of the molecule(s). Upon starting Molecular Sophe (mosophe), a splash 
screen, similar to that shown in Figure 7, is displayed showing the progress of 
loading the software and finally allows the user to choose a project from the Pro-
ject list to load into Molecular Sophe. This list of projects is stored in the user's 
home directory (/home/user/.mosophe/projects). 

Pressing the Load button displays the graphical user interface for Molecular 
Sophe (Fig. 8). Molecular Sophe's graphical user interface incorporates a Menu, 
Tool bar, Explorer Tree, Forms, Control bar, and Message bar (Fig. 8). The main 
menu provides access to all functions whilst the toolbar contains some of the com-
monly used functions in creating a sample, adding experiments, and running exter-
nal programs (XeprView®, printing, and a units calculator). The choice of external 
programs and CORBA settings should be set through the Preferences window ac-
cessed from the menu (Edit, Edit Preferences) and saved to disk so that in future 
runs of Molecular Sophe the settings are loaded automatically upon startup. All of 
the Buttons, Fields, and Tree Nodes have context-sensitive help that can be ac-
cessed by moving the mouse over the desired widget. 


