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Investigation of structural, electronic and mechanical properties of Oxide Spinel
MgA1204
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Abstract

Mechanical properties of spinel crystal MgAl,O, such as effective charge of born, dielectric constant in center
of Brillouin zone have investigated by using density functional theory with local density approximation.
Obtained results show that this composition is semiconductor and its band gap is 3.7 eV. Born effective charge
values for atoms are related to longitudinal charge transitions and diagonal of this tensor is related to ionic
bond of spinel.

PACS No. 71.20, 62.20
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