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Orthogonality Decomposition Scheme of
Molecular Interaction Energy

Ding, Fu-Jiang*® Zhang, Liang-Fu Li, Guang-Nian
(Chengdu Institute of Organic Chemistry, Academia Sinica, Chengdu, 610015)

Abstract

The molecular interaction energy orthogonality decomposition method has been
presented which is based on expanding the wavefunction of combined reactants A and
B in a series of gelected electronic configuration wavefunctions of the product AB. A
quantitative estimate of the relative importance of ¢ and w bond in A—B bond has
been obtained. As an example, the orthogonality decomposition of the reaction energy
of borane and carbon monoxide forming borane carbonyl has been carried out to
illustrate the application of this method.



