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Procedure for Calculation of Electron Transfer Matrix Element

in the Case of Pseudo—orthogonality

LI Xiang—Yuan” TIAN An—Min HE Fu—Cheng YAN Guo—Sen
(Department of Chemistry, Sichuan Union University, Chengdu, 610064)

Abstract One example for which the two electron—localized states have a zero—overlap was des-
cribed in this article. In the case of “ pseudo—orthogonality”, the computational algorithm devel-
oped by Farazdel, Clementi, et al. caused an abnormal computation and an infinite Vg, emerged.
To achieve a normal computation of Vy,, some derivation was done and modification necessary to
HONDO-8 was suggested by the authors. Rational results were obtained.



