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Ab initio studies on icosahedral molecules 1. The electronic structure of Cu~13 —
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Abstract Ab initio calcns. were made for Cu clusters Cun with n =2, 4, 6, 8 and 13. The basic sets as well as bonding -
parameters, total energies and binding energies were given. The configurations of S, P, and d orbitals of Cul3 clustersare —H"
given, and showed that Cul3 does not have the metallic band characteristics. -
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