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Theoretical Investigation on Electronic Properties of Ga(IO3)3 Crystal

Sadati, Seyede Zeinab ; Baedi, Javad
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Abatract

In this paper electronic properties of Ga(IO3)3 crystal such as density of state, band structure, band gap, kind of

bounds, in the hexagonal phase by initial principle have been computed. The calculations were performed in the

frame of density functional theory (DFT), using the full potential linearized augmented plane wave (FP-LAPW)

method with the generalized gradient approximation (GGA). In this study, the electronic gap have been calculated

3.5eV for this compound. P orbital electrons of atoms combined large role in the density of state below the Fermi

level and are high that it can work electronic useful.
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