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A Study of optical properties of Calcium Carbonate compound in
hexagonal (calcite) and orthorhombic (aragonite) phases

Salehi, Hamdollah; Shanbedi, Amin; Amiri, Peiman
Department of Physics, Shahid Chamran University, Ahwaz

Abstract- At the present work, static dielectric constant, static refractive index, optical band gap and the energy dissipation
function are have been studied. The calculations have been performed with pseudopotential method in density functional

theory framework by using Quantume Espresso package. The obtained refractive index for the hexagonal phase in the x and z
directions are \/fo and \/vy, respectively, and for the orthorhombic phase at x, y and z directions are \/fA, V/f6 and \/x#
Jrespectively. Moreover is calculated the optical band gap of hexagonal and orthorhombic phases at X, y and z directions.

Keywords: energy dissipation function, static dielectric constant, refractive index, optical band gap.
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" Generalized Gradient Approximation
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