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Thermodynamic Properties of Csl and Rbl Compounds: ab-initio method

Kazemi Noorodinvand, Anush; Vaez, Aminollah

Department of Physics, University of Isfahan, Isfahan
Abstract

In this article, energy changes versus volume were obtained via ab-initio calculations, based on density
functional theory, for two alkali halides, Rbl and Csl. Using energy-volumes diagrams and quasi harmonic
approximation, thermodynamics properties of the two compounds were calculated. Thermodynamics properties
such as constant-pressure/volume specific heats, Griiniesen parameter and bulk modulus were calculated in the
temperature range of 0-300K and compared with experimental data, it is seen that, there is a good agreement

between calculated results and experimental data.
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