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ELECTRONIC STRUCTURE OF THE DIVACANCY
IN SEMICONDUCTORS (I)
BASIC EQUATIONS

REN SHANG-YUAN Mao DE-qiaxae

(Department of Physics, University of Science and Technology of China, Hefei)

L1 MiNg-FU
(Graduate School, University of Science and Techno ogy of China, Beijing)

ABSTRACT

A complete set of equations for determining the energy levels and the wavefunc-
tions with different symmetry of eleetronic states of the ideal divacancy in cubic se-
miconductors is obtained using the Koster-Slater Green’s function method. TUsing an
empirical tight binding Hamiltonian for the band structure of the host and the on-site
pertubation approximation for the defect, only the on-site and the off-site Green’s fune-
tions of the host and their derivatives with respect to energy E are involved in these
equations,



