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Abstract

The martensitic transformations in alloy systems were studied using molecular
dynamics simulations. ‘The modified embedded atom method was used with the
pseudo monoatomic potentials which included angular dependence of each atoms. The
thermally induced B2 to 3R martensitic and 3R to B2 reversé martensitic
transformations have been obtained in the present molecular dynamics simulations of
NiAl alloy for the first time with the bulk computational model. The transformation is
accompanied by a twin in 3R phase which lead to a lattice-invariant deformation and
minimize the transformation strain energy.
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