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Table S1. Test calculations for energy cutoff and k-points settings. 

Energy cutoff Energy of bulk 

SnSe (eV) 

Number of 

k-points 

Energy of 5-ZNR 

(eV) 

100 -33.526887 3 -77.281321 

150 -32.780371 4 -77.280047 

200 -32.809316 5 -77.277008 

250 -32.830009 6 -77.275635 

300 -32.83318 7 -77.275768 

350 -32.833772 8 -77.275682 

400 -32.834969 9 -77.275688 

450 -32.833962 10 -77.275667 
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