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A Study of the Electronic and Optical Properties of CdSiP, Based on Density
Functional Theory

Seyyed Magsood Golzan, Arash Abdollahi , and Sima Mahmoodi
Department of physics, Faculty of Science, Urmia University of Urmia, P.O.Box165, Urmia.

Abstract- In this study, the electronic and optical properties of chalcopyrite CdSiP, have been investigated in the
framework of density functional theory (DFT) using GGA-WC and B3LYP functionals. The electronic properties
included band structure and density of states, and optical properties included dielectric function, absorption
coefficient, refractive index and extinction coefficient, and reflectance have been calculated and the results are
compared with experimental data. The results show that despite the fact that the hybrid B3LYP functional provides
more accurate band structure profile, the GGA-WC functional can be successfully used to estimate the optical
properties of CdSiP..
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Band Structure
Band gap is 2.616 eV
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