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Theoretical Study on the Reaction of Small Molecule
Si,H —Si,H,” +H,
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[ Abstract |
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The structures of reactant, product and transition state of Si,H,” ——Si,H,” + H, are gained using

the method of UHF/6-31G(d). With the Gaussian 03W , the intrinsic reaction coordinate is got, and determine the

specific reaction path and activation energy. At last the distributing characters of charges in reactant and product is

determined by analyzing the distribution of Mulliken charge.
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