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Figure S1. The calculated band structure of Cu3VSe, (a), CusNbSe, (¢), and CusTaSe, (e), as
well as the calculated total and partial DOS data of Cu;VSe, (b), CusNbSe, (d), and

Cus;TaSey (f), respectively.
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Figure S2. The calculated phonon spectra of Cu;VSe, (a), CusNbSe, (¢), and CusTaSe, (e),
as well as the calculated total and partial phonon DOS data of Cu;VSe, (b), Cu;NbSe, (d),
and CusTaSe, (f).
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Figure S3. The temperature 7 and carrier density n dependences of the ZT values of the p-
type Cu;VSe, (a), CusNbSe, (¢), and CuzNbSe, (€), as well as the n-type CuzVSe, (b),
CU3NbSC4 (d), CLI3NbSC4 (f)



