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Abstract : Structural, electronic, and magnetic properties of Co and Mn-doped CdTe have been studied by employing the full
potential linear augmented plane waves (FP-LAPW) method within the spin-polarized density functional theory (DFT). The
electronic exchange-correlation energy is described by generalized gradient approximation (GGA) as exchange–correlation
(XC) potential. We have calculated the lattice parameters, bulk modulii and the first pressure derivatives of the bulk modulii,
spin-polarized band structures, and total and local densities of states. The value of calculated magnetic moment per Co and Mn
impurity atoms is found to be 2.21 µB for CdCoTe and 3.20 µB for CdMnTe. The calculated densities of states presented in this
study identify the half-metallic of Co and Mn-doped CdTe.
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