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Streszczenie

The g-tensor components and isotropic hyperfine constants of
solvent-affected radical anion from 3,4-dihydroxybenzoic acid
were computed at UBP86/EPR-II level and correlated with the
molecular and electronic structures. The role of solvent was
considered in two ways: by using a conductor-like screening
model (COSMO) and by adding water molecules, hydrogen
bonded to the radical. To reach the best efficiency of the
calculations, the theoretical EPR parameters were compared
with experimental derived from high-field (406.4 GHz) and X-
band spectra. Inclusion of water molecules in the first hydration
sphere of the radical appears to be mandatory for correct
prediction of its properties.
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