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tope. The user should ensure that the total abundance for all isotopes corresponds 
to 100%. Naturally abundant isotopes can be selected by pressing the button in the 
right-hand bottom corner of the Form. A fictitious spin (I = 0) has been added to all 
atoms enabling a quick way of selecting an atom with (I = 0) and reducing overall 
computational times. Note that the abundance of this isotope will have to be modi-
fied in the Isotope Form. 

Figure 21. Molecular Sophe Graphical User Interface showing the Explorer Tree and the 
Position Coordinate Form. 

2.13.  Position Form 

The atom's coordinates can be entered through the Position Form (Fig. 21). 
Since it makes no sense to have mixed units for the atom's coordinates, the units 
for the atoms coordinates are defined in the Molecule Form (Fig. 11). The atom's 
coordinates can be optionally used to determine the anisotropic components of 
either the superhyperfine or exchange interaction matrices. 


