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Orthogonality decomposition scheme of molecular interaction energy
DING FUJANG,ZHANG LIANGFU,LI GUANGNIAN

Abstract The mol. interaction energy orthogonality decomposition method is based on expanding the wave function of
combined reactants A and B into a series of selected electronic configuration wave functions of the product AB. A quant.
estimate of the relative importance of sand p bond in A-B bond is obtained. As an example, the orthogonality
decomposition of the reaction energy of BH3 and CO forming borane carbony! is carried out to illustrate the application of
this method.

Key words CHEMICAL REACTION MOLECULAR ORBITAL THEORY ENERGY DECOMPOSITION
METHOD

DOl:

) fE
ZIKI,fIZI I

F Supporting info

» PDF(OKB)

K [HTML 4= 3] (0K B)
¥ 275 30k
k55 5 B A5t

b JUASCHER 28 IR
IR IR EES

¥ IO G A
b RG]

¥ Email Alert

b SOt

b S S R
HHRAF B
AT W BN )
AHIGCEE
PASSCAE R AH R
- KR

- A

AR




