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ABSTRACT

The ground-state properties of Nb(C,_,[ ],) have been calculated by using a LDF-LM-
TO-ASA supercell method. The calculation was performed by quadruple unit-cell such as
Nb,C,[ ],»Nb,C,[1, ,Nb,C,[ 1,,Nb,C,[]; and Nb,C,[],. The equilibrium lattice constant a(x),
bulkmoduli B(x), Debye temperatures 6,(x) and heat of formation A(x) obtained from LM-
TO calculation were combined with Bernoull’s distribution. These results are in agreement

with experimental data.
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