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Figure 11. Molecular Sophe Graphical User Interface showing the Molecule Form. 

2.4.  Molecule Form 

The name of the molecule (Cytochrome C, in Fig. 11) can be changed in the 
Molecule Form and a comment added if desired. The units for the atom's positional 
coordinates within the molecule and the lineshape function for all of the experi-
ments (simulations) can be defined in the Molecule Form (Fig. 11). 

2.5.  Adding Atoms 

Once a molecule (Fig. 11) has been added at the sample Node, the user can 
add atoms and subsequently bonds (see §2.14) through the Molecule menu or by a 
right mouse click on the Molecule Node. In this context, the term “bond” is loosely 
defined to include not only bonds but also interactions between electron spins and 
either nuclear spins (superhyperfine interaction) or other electron spins (exchange 
interaction). Adding an atom displays a Periodic Table (Fig. 12) from which the 
user can select an atom by clicking (left mouse button) on the appropriate element. 
The atom is then added to the Molecule in the Explorer. 


