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Fig. 1 2X2X2 supercell model. the small, big and

central balls indicate Zn, Te and Co, respectively
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Fig. 2 Total DOS of ZnTe and Co doped ZnTe(a) . and the
partial DOS of Co,Fermi energy is set to zero
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Fig. 3 The absorption coefficient of ZnTe and
Co doped ZnTe
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Fig. 4 The real number part (a) and imaginary

number part (b) of complex dielectric

indexes of ZnTe and Co doped ZnTe
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Abstract; The ground state total energy.,structure,electronic and optical properties of zinc blende ZnTe and ZnTe :

Co are studied from Dendity Functional Theory (DFT) based first principle calculations. It shows that the Co

doped ZnTe have a smaller lattice constant and the local crystal structural changes around the Co atoms in the

lattice. The density of states (DOS) is calculated, which reveals the energy gap is reduced. The absorption

coefficients and the complex dielectric functions e, and ¢, are calculated, and the results show that for the Co doped

ZnTe, the absorption peaks at the high wavelength area are not as sharp and distinct as the undoped one, and the

absorption ranges are extended to even higher wavelength area.
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