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Figure S1: Optimised structures of biomarkers (a) Benzene, (b) Toluene (c) Aniline and (d) 
o-Toluidine

Table S1: Bond parameters of gas molecules 

Parameter Compound Calculated value Reference value

Aniline (C-N) 1.395  Å 1.392 Å (1)

Benzene (C-C) 1.399  Å 1.399 Å (2)

Toluene ( C1-C2) 1.403  Å 1.397 Å (4)

Toluene (C2-C3) 1.398 Å 1.394 Å (4)

Bond length

O-toluidine (C-C) 1.404 Å 1.405 Å (5)

Aniline (N-C-C) 120 0 1200 (1)

Benzene (C-C-C) 119 0 54 ‘ 119 0 28´ (3)

Toluene (C6-C1-C2) 119.40 0 119.400 (4)

Bond angle 

 

O-toluidine (N-C-C) 118.90 120.30 (5)



Figure S2: Band structure of g-C3N4/CoN4 heterojunction

Figure S3: Band structure of g-C3N4 using HSE06 functional
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