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Quantum chemical studies on the structures and electronic spectra of C~6~0SiH~2
TENG QIWEN,FENG JKANG,WU SHI,LI HONGMEI,WANG LIMING,SUN JAZHONG

Abstract The INDO series of methods are used to study two kinds of structures of C~6~0SiH~2: one is C~2~v isomer
with a bridging SIH~2 across the bond beetween tow fused six-membered rings in C~6~0, and the other is C~sisomer with
abridging SiH~2 across the bond between a five- and a six-membered ringsin C~6~0. From the view of total energy and
LUMO- HOMO energy gap, the most stable structure of C~6~0SiH~2 is C~2~v geometry in which bridging C(15)-C(30)
bond length and bondorder are 0.1508nm and 0.9369, thus forming a cyclopropane-like structure. The electronic spectra
and NMR spectra of both isomers have been cal culated based on the similar studies about the isoel ectronic molecules
C~6~00 and C~6~0CH~2, the electronic spectra of which are in good agreement with the experimental results.
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