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Much attention has been paid to thermoelectric materials which can convert waste heat to electrical energy as a
technique for energy conversion. Silicon-based clathrate compound is one of the candidates of thermoelectric
materials. To find a new p-type silicon-based clathrate, electronic structures of BagTM,Sis— (TM = Ni, Pt) were
calculated by using first-principles calculations. Comparison result of the formation energies for n-type and p-type
implies that BagPt,Sis- tends to exhibit p-type property compared to BagNi,Sis—. This result supports our

experimental study.
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