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Abstract

. elements like Zr are added to influence properties,
For the prediction of properties can be done by implementing ICME approach of integrating
useful information from multiple modelling techniques at different scales. In, the present
work the enthalpy of formation of NiAl and Ni3Al is predicted in consideration with Zr
solubility. To predict this, Wagner Schottky model is used. The enthalpies of formation of
point defects were determined from first principle calculations. Using these, the site
preference of Zr in NiAl and Ni3Al was predicted. It was found that Zr prefers the Al
sublattice for all cases in both NiAl and NisAl. After this the enthalpies of formation of
intermetallic with terary Zr solubility was determined. A qualitative estimate of the effect

of Zr on the elastic properties of NiAl
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