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Band-shape engineering of thermoelectric materials for high thermoelectric
efficiency
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The thermoelectric effect is a direct conversion of heat to electricity or
vice versa. In this study, we instigated new thermoelectric materials by means of band-shape
engineering, which means that shape of electronic band structures is modified by substituting
constituent elements of compounds in order to enhance thermoelectric efficiency. We found that
LaOAsSe2, in which As and Se are hypothetically substituted with Bi and S of LaOBiS2, can exhibit
large thermoelectric performance with the dimensionless figure of merit ZT > 2.
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