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ABST RACT
An ab initio method with mixed-basis norm-conserving non-local pseudopotential has been employed to study the ge-
ometry and electronic properties of transition metal aluminide NiAl. The structure-energy phase diagram, band structure,
electronic density of states and valence electron charge density contours have been show n. The crystal structure, lattice
onstant, bulk modulus and band structures obtained by our calculation are in good agreement with other theoretical re-

sults and experimental data.
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