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Abstract
Large cluster models of SigHj; »SigsHy, s SigHg, and SiggH,q are used to simulate the Si(112)
surface, respectively. The net charge and its distritution of these systems are calculated by
means of semiempirical CNDO-SCF method. The results indicate that the cluster models
Si,H;, and SiiHy, are not large enough to simulate the Si(112) surface, and the cluster of
Sig,He, is a reasonable one for modeling Si(112) sur'ace. We also found that the net charges
existing at surface atoms were concentrated in the cirection (or in the opposite direction) of

the corresponding dangling bonds—this property is determined by the atomic structure of

the surface.
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