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Figure 20. Molecular Sophe Graphical User Interface showing the Explorer Tree and the 
Isotope Form. 

Representations in the Linewidth Parameter Form (Fig. 19) include orthorhombic, 
axial, and isotropic symmetries. Units include MHz, 10–4 cm–1, and nanoseconds 
(nsec), the latter being more appropriate for pulsed EPR spectra. For pulsed EPR 
spectra we also include the nuclear spin–spin relaxation time T2N. Addition of a 
more a generalized linewidth model involving a distribution of spin Hamiltonian 
parameters and positional coordinates (bond lengths and orientations) is forthcom-
ing. The approach will be similar to that employed for the D- and E-strain 
linewidth model in the XSophe-Sophe-XeprView® computer simulation software 
suite.

2.12.  Atom Isotopes 

The Isotope Form (Fig. 20) contains a list of the atoms isotopes and their natu-
ral abundance, nuclear spin, if known, and the quadrupole moment if the nuclear 
spin is greater than ½. Nuclei can be chosen by selecting the check box adjacent to 
the isotope. The abundance of an isotope can be modified if the user requires the 
simulation of spectra in which the EPR active molecule contains an enriched iso-


