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Lattice Parameters Calculations  

 

The lattice parameters of AgSbTe2 were determined from the powder XRD data using the 

relations below:  

 

Equation 1:  Bragg’s law:  d = λ/2sinθ  

 

In this relation, d denotes the interplanar spacing, λ is the X-ray wavelength (1.54 Å for Cu 

Kα radiation), and 2θ is the corresponding diffraction angle.   

 

Equation 2:  a = b = c = d√ℎ2 + 𝑘2 + 𝑙2  

 

In this expression, a = b = c denote the lattice parameters, which are identical in the cubic 

𝐹𝑚3̅𝑚 structure. The symbols, h, k and l represent the Miller indices of the diffracting planes 

and can be obtained from reported AgSbTe2 diffraction data in the literature.  

 

Equation 3: 

Microstructural Characterization  

 

 

Figure S1 Microstructural observation of AgSbTe2. (a) SEM image, (b) Quantitative 

compositional analysis through EDS. 



 

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 AgSb0.94Ge0.06Te2 

element x y z U11 U22 U33 

Te1 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 

Sb1 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 

 

Composition 
η 

(%) 
Power Density (mWcm-2) ΔT (K) Ref Setup 

AgSb0.94Ge0.06Te2  4.3 276 370 
This 

work 
1-leg 

4 mol% Y doped AgSbTe2 - 388 334 1 4-leg 

Ag1.02Ge0.02Sb0.96Te2 7 282 350 2 1-leg 

Ag0.98SbTe2 - 268 325 3 2-leg 

AgSbTe2 13.3 - 370 4 1-leg 

(AgSbTe2)0.98 

(AgAlSe2)0.02 

11.2 - 323 5 
1-leg 

5.2 - 323 2-leg 

AgSb0.97Fe0.03Te2.01 10 - 323 6 4-leg 

AgSb0.96Hg0.04Te2 8.4 450 325 7 4-leg 

AgSb0.94Sn0.06Te2/ 

Yb0.25Co3.75Fe0.25Sb12 
12.1 1130 370 8 

Uni-

couple 

AgSbTe2 7.3 - 290 9 1-leg 
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