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Abstract

We report results of conductivity and Seebeck coefficient calculations for 
Fe1-xNixTiSb half-Heusler alloys [1] with various x contents. As a computational method we use the Korringa-Kohn-Rostoker (KKR) formalism with coherent potential approximation (CPA) [2,3]. Our main goal was to determine the Fermi surface topology changes with Ni alloying. Because the geometry of Fermi surface is closely related to the Seebeck coefficient and conductivity, we were able to elucidate the main mechanism affecting the experimentally observed transport features. When passing through x=0.5 the Fermi surface changes from electron-like to the hole-like form which clearly explains changing the sign of Seebeck coefficient. 
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