Electronic and optical properties of the semiconducting chalcopyrites


ABSTRACT
 We present calculated electronic and optical properties of the semiconducting chalcopyrites CuGaSe2, CuGaS2, CuInSe2, and CuInS2. These results were performed in the framework of density functional theory (DFT) using full potential linearized augmented plane wave (FP-LAPW) method. The calculated absorption coefficient gives the most important information in terms of energy band gaps of these chalcopyrites, using the LDA and mBJ corrections.
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