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Figure 1S. EDXRD spectrum at 560°C with reference lines for (a) Cu2Ba3Sn2S8 (space group I4̅3d) and 

(b) BaCu4S3 (space group Pnma).The shaded areas show the peaks coming from either the fluorescence 

signals or from the diffraction signals of the Mo back contact. The red lines indicate the signals that could 

not be explained by the precence of only CBTS and/or  BaCu4S3. 
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Figure 2S. (a) Evolution of the lattice parameters a (red circles) and c (blue circles) as a function of 

temperature of the CBTS phase (space group P31) derived from the in-situ EDXRD data acquired on the 

process with the “S-anneal” conditions. (b) Temperature dependence of the unit cell volume of CBTS. 

The red line is a linear fit used to derive a linear thermal expanstion coefficient  of 4.01 × 10-5 K-1 from 

the slope. 

 


