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Ab inittio STUDY OF VANADIUM CATECHOLATE BIDENTATE COMPLEXES

ZHENG Kang-Cheng HUANG Jia-Duo SHEN Yong ZHANG Shui-Ying
(School of Chemistry and Chemical Erngineering , Zhongshkan Universily , Guangzhon 510275)

The investigation of vanadium catecholate bidentate complexes V {cat);"~ (H,cat =catelchel, o-
HOC,H,OH, »=1,2) as structural unit have been performed for @b trtfw calculation, applying Gaus-
sian 94W software package and taking LanL2DZ basis set. The stabilities of the complexes, the ener-
gies of the molecular orbilals. the population regularities of the atomic net charges and the composition
characteristics of some frontier melecular orbitals have been discussed. Some results obtained may be
useful as theoretical references for the synthesis of the transition metal bidentate complexes, the molec-

ular assembly analysis and the study of the active site in the enzymes and proteins, etc.
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