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Effect of Cation Vacancy on the Spectra
of Sn2* Centers in Alkali Halides.

II. Computer Simulation.

Abstract: The lineshape function for optical absorption due to ionic impurities with
the ns? outer electron configuration, incorporated substitutionally in alkali halide cry-
stals, has been simulated for divalent impurity ions in order to check the validity of
the tetraganal field perturbation model which was developed in the previous paper I.
The complete energy matrix has been diagonalized directly.

Integration over the six dimensional interaction mode coordinates has been carried
out numerically using Monte Carlo method. The calculated lineshape functions for
optical absorption at several temperatures are in reasonably satisfactory agreement

with the experimentally determined lineshapes.
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