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ABSTRACT

In this paper, the electronic and thermoelectric properties of Sb, A NSr,, A=P, As, and Bi has been investigated. The calcula-
tions were done within density functional theory and using pseudo-potential method with plane wave. HSE hybrid functional
was used for exchange correlation potential. The electronic results showed that band gap increases by doping P and As atoms
and decreases by doping Bi atom. The seebeck coeficient, electrical conductivity and electronic thermal conductivity were
calculated in three temperatures of 300, 500 and 700 K. The electrical and electronic thermal conductivity increases with tem-
perature. Seebeck coefficient in the room temperature were obtained higher than that of other temperaturs. The maximum
Seebeck coefficient of Sb, P NSr, was higher than that of others.
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