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Figure 3. The XSophe (v 1.1.4) main Window. The interface allows creation and execution 
of multiple input files on local or remote hosts. There are macro task buttons to guide the 
novice through the various menus and two button bars to allow easy access to the menus. For 
example, the bottom bar (left to right), Experimental Parameters, Spin System, Spin Hamil-
tonian, Instrumental Parameters, Single Crystal Settings, Lineshape Parameters, Transition 
Labels/Probabilities, File Parameters, Sophe Grid Parameters, Optimisation Parameters, 
Execution Parameters and Batch Parameters. 

Continuous Wave EPR Spectra 
Spectra types: 

Solution, randomly oriented and single-crystal. 
Symmetries: 

Isotropic, axial, orthorhombic, monoclinic and triclinic. 
Multidimensional spectra: 

Variable temperature, multifrequency and the simulation of single-crystal 
spectra in a plane perpendicular to a user defined axis. 

Methods 
Matrix diagonalization — mosaic misorientation linewidth model. 
Sophe Interpolation. 
A choice of perturbation theory or matrix diagonalization for superhyperfine 

interactions. 


