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First-principles investigation of the electronic, thermoelectric
and phonon properties of Sb,Tes

Kargar, Razie; Rezaei Rokn Abadi, Mahmood; Ghorbani, Shaban Reza

Department of Physics, Faculty of Science, Ferdowsi University of Mashhad.

Abstract

Antimony telluride is one of the well known thermoelectric materials. In this paper properties of crystalline
Sh,Te; were calculated by the first principles calculation. At the first band structure and band gap were
obtained. Then thermal properties such as seabeck coefficient, thermal and electrical conductivity and power
factor with respect to temperature were calculated. Finally phonon dispersion and Raman activated modes were
obtained.

PACS No: 63,65,71,72
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Tel= £(u,u,u)

Sh= %(v,v,V)
Te2=(0,0,0)
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