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To discuss the rationality of the doped B2S3 monolayers, we calculate their formation 

energies ( ∆E )1
 as shown in Table R1. ∆E is defined as ∆E = E (MxBySz) − 

xE (M) − yE (B) − zE (S), (M = C, N, Sn). It is clear that the difference between the 

pristine B2S3 and the M-doped B2S3 is pretty small，about 0.041, 0.049, and 0.039 eV, 

respectively. It indicates that it is reasonable for these doped configurations. 

Table S1 The formation energies of B2S3, C/N/Sn-doped B2S3. 
 

Materials Formation energy (eV/Å
2
) 

B2S3 -0.076 

C-doped B2S3 -0.035 

N-doped B2S3 -0.027 

Sn-doped B2S3 -0.037 
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