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Abstract

In this paper, we have calculated the InAs structural parameters such as lattice
constant, bulk modulus and its derivative, stability and density state in
zincblende and wurtzite phases. The calculations have been performed using
pseudopotential method in the framework of density functional theory by Es-
presso package. The calculated structural parameters are in good agreement
with experimental results. The results showed that zincblende phase is more
stable than wurtzite phase and InAs in zincblende and wurtzite phases is a nar-
row gap semiconductor. Also, the results of the contribution of different orbit-
als show that in the conduction band, there is a strong overlap between p orbit-
als of In and As atoms and the orbital s of In, while at the top of the valence
band, the overlap of p orbitals of In and As atoms is predominant.
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