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On Bonding Energy and Average Bonding Energy in Superlattice

Molecular Layer

Wang Renzhi and Huang Meichun
(Deporsmemt of Physics, Xiamen Universiry, 361005)

Abstract

Based on the LMTO-ASA approach, an accurate method for calculating the bonding
energy Ey, anti-bonding energy E, and average hybrid energy E, in superlattice molecular
layer is suggested. The changes of the energies E,,E, and E; on the interface of (GaP),
(i8Si)1(001) due to the superlattice formed have been investigated. The numerical results show
that the average hybrid energies E, in two sides of the heterojunction will aim each other.
The question about Ej as a reference level in the theory of valence band-off AE, is alse
discussed.
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