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Fig. 1. Schematic plot of p-p and p-d coupling in zincblende semiconductor: (a) p—p coupling only (b) inclusion of p—p and p-d
coupling.

ergies of the cation d bands are not too far from extended, they also directly contribute to ground
the VBM. The calculated energies of the cation-

state properties [13]. Note that whereas previous
derived d band I'j5, are 7.27, 8.43 and 7.38 eV i
below the VBM for ZnTe, CdTe, and HgTe, re-

studies have indirectly incorporated d electron
spectively (i.e., a few eV above the bottom of the

effects by using aromic quantities (pseudopoten-

tials [5,6] or orbital energies [3,4]) which exhibit d
valence band). (ii) In a tetrahedral zincblende screenmg, they all neglected the d bands, henee
nevintnl 4ha naninn e Achitals lhaon tha fnncaa frrmamaa ol? wts nlaen affante—a

indiontad

try representation (t, or I5) as the cation d fig. 1b.
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