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Abstract
We present a theoretical calculation on the atomic and electronic structure of a-SiC and its non-polar 1010  surface using
the full-potential-linear-augmented-plane-wave FPLAPW approach. The calculated lattice constants and bulk modulus of a-SiC
crystal are in excellent agreement with experimental data. The atomic and electronic structure of o-SiC 1010 surface have been
calculated by employing slab and supercell models. Tt is found that the surface is characterized by a top-layer bond-length-con-
tracting rotation relaxation in which both Si and C atoms have the tendency to move down toward the bulk to form planar configu-
ration with their neighbours and Si moves further toward the bulk than C does. Furthermore surface relaxation induces the trans-

formation from semi-metallic to semiconducting characterization.
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