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Lattice Parameters Calculations

The lattice parameters of AgSbTe, were determined from the powder XRD data using the
relations below:

Equation 1: Bragg’s law: d =2\/2sin0

In this relation, d denotes the interplanar spacing, / is the X-ray wavelength (1.54 A for Cu
Ka radiation), and 28 is the corresponding diffraction angle.

Equation2: a=b=c=dVh? + k? +1[?

In this expression, a = b = ¢ denote the lattice parameters, which are identical in the cubic
Fm3m structure. The symbols, h, k and 1 represent the Miller indices of the diffracting planes
and can be obtained from reported AgSbTe; diffraction data in the literature.

Equation 3:

Microstructural Characterization

(b)

Ago 585D 3T,
Region Atomic %
Ag (%) | 225
Sb(%) | 26.3
Te (%) 51.2

Figure S1 Microstructural observation of AgSbTe,. (a) SEM image, (b) Quantitative
compositional analysis through EDS.



(a) Increased atomic ordering (short range)

(b) Decreased long range disorder
(dislocations) & Increased alloy scattering

(c) Decreased grain boundary scattering

-

Figure S2 Schematic showing the impact of Ge doping on short and long-range disorder. (a)
increased atomic ordering, (b) decreased density of dislocations and increased alloy scattering,
(c) increased grain size decreasing grain boundary scattering.



Table S1 Structural parameters obtained from the PDF refinement of AgSbo.04Geo.osTe2

element X y z Ul U?? U3

Tel 0.0 0.5 0.0 0.0270 0.0085 0.0270

Te2 0.0 0.0 0.0 0.0170 0.0170 0.0170

Sbl 0.5 0.5 0.5 0.0254 0.0254 0.0254

Ag 0.5 0.5 0.5 0.0205 0.0205 0.0205

Sb2 0.5 0.5 0.0 0.0006 0.0006 0.0006

omposition ower Density (mWem-® e etup
C iti ?0/) Power Density (mWem2) AT (K) Ref S
0
AgSbo.9:GeoosTez 43 276 370 NS e
work
4 mol% Y doped AgSbTe, - 388 334 ! 4-leg
Agi.00Geo.02SbogsTer 7 282 350 2 1-leg
AgoosSbTer - 268 325 3 2-leg
AgSbTe, 133 - 370 ¢ I-leg
(AgSbTez)o.98 11.2 - 323 5 1-leg
(AgAlSer)o.n 52 - 323 2-leg
AgSbo.o7Feo.03Tez.01 10 - 323 6 4-leg
AgSbo.osHgo.04Ter 8.4 450 325 7 4-leg
AgSbo.94Sno.06 Tez/ 3 Uni-
Ybo.25C03.75Fe0.25Sb1z 1211130 370 couple
AgSbTe) 7.3 - 290 o 1-leg
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