ELECTRONIC  STRUCTURE  OF  MxMo6Se
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 Chevrel phases with defects.
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The electronic structure of defected MxMo6Se
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 Chevrel phases (M = Ti, Sn ) has been investigated with the KKR-CPA method. In all these cases, the Se vacancies do appear as double donors with the corresponding electrons filling some of the holes below the gap. The occurrence of Se vacancies is energetically favoured by the filling of such bonding states. This may also explain why x > 1 in SnxMo6Se7.5 (x
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1.2) and x < 1 in TixMo6Se7.5 (x
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0.8). The low DOS at EF corresponds well to semi-metallic properties of the Ti0.8Mo6Se7.5 alloy, previously observed in resistivity experiments. Transport coefficients calculations from the calculated band structure are under way for these compounds.
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