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Table S1. Main structural parameters after the Rietveld refinement from NPD data at 973
K for SnTe, defined in the cubic Fm-3m space group; a = 6.4042(3) A.

AtOl’l’l Slte X y zZ B (AZ) focc
Sn  4a 0.0 00 00 4.8(2) 0.97(5)
Te 4b 0.5 0.5 0.5 5.5(3) 1.0

Discrepancy factors: Rp=3.36%, Rwp= 4.90%, Rprage= 3.06%; 3>= 5.58
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Figure S1. NPD profiles after the Rietveld refinement of the cubic crystal structure at 523,
673,773 and 873 K.
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Figure S2. Band structure of the SnTe model.
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Figure S3. Density of States of the SnTe model.



mag WD 2\% det | Landin, < W 2\%
20 000 mm | 5.30 kV | vCD V 14.9 C mm | 5.00kV |vCD | 2.7

Figure S4. SEM images with (a) 20,000x and (b) 60,000x magnification, illustrating the
nanostructuration in layers observed in SnTe prepared by arc melting.
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Figure S5. (a) Quality Factor, B, and (b) electronic Quality Factor, Bg, of the arc-melted SnTe
and the arc-melted and sintered SnTe.
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Figure S6. ZT vs reduced Fermi energy (1) relation. The line is the calculated data, and the
point is the experimental measurement.



