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Figure 54. Spin Hamiltonian parameters as a function of the iteration number. Circles are 
the initial parameters used to generate the experimental spectrum: (a) g-values; (b) D and E
values. 

6.  CONCLUSIONS 

The Molecular Sophe software described herein provides scientists with an in-
tegrated tool for the determination of the molecular (geometric and electronic 
structure) of redox cofactors in metalloproteins and also other paramagnetic spe-
cies found in other areas such as solid-state physics, materials science, nanotech-
nology, chemistry, biochemistry, microbiology, and medicine. 
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