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Supplementary Table 

Table S1 The work function (WF) and band gap (Eg) of two-, three-, four-, five-, and 

six-layer 2D g-C12N7H3 computed with PBE function. The band gap differences (ΔEg) 

between the multilayers and monolayer g-C12N7H3 are shown. 

Layers 1 2 3 4 5 6 n 

WF(eV) 6.26 6.20 6.20 6.18 6.13 6.13 ---- 

Eg(eV) 2.30 1.98 1.84 1.77 1.72 1.69 1.69 

ΔEg(eV) 0 0.32 0.46 0.53 0.58 0.61 0.61 

 


