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Table 1 Calculation parameters.

Electron correlation HSEO06

Calculation code Quantum Espresso

Pseudopotential
Threshold on total energy
Threshold on forces
Kinetic energy cutoff
k-points

g-points

Norm conserving
107 Ry/Bohr
10~* Ry/Bohr

90 Ry
6x6x6
6x6x6
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Fig.1 The powder XRD pattern of the as-grown a-SrSi».
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Fig.2 (a) Calculated E; as a function of the a, and (b) the
calculated Seebeck coefficients S with respect to temperature.
4. MEE
AWFZENZ XV | Eg DRRD T/ E 72 a-SrSip 12
Ob\f*ﬂﬁ TR ENERRRFE D R R S, U A
LA 2R ERSA R RS ROV THET D,

[Ref.] D. Shiojiri, et al., J. Appl. Phys. 129 (2021) 115101.

12-140 13.2



