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Table S1. Electronic properties of pure, H"@N-coronene , H"@nB-coronene and formation
energies of each surface.

H* permeability Formation
through pure Charge on ener er
and d(g)pegl (B,N) Hg+ HOMO | LUMO | En.(eV) at%iynp
coronene models (kcal/mol)
Coronene 0.58 | 1105 4.98 6.07 -1e0.14
Pure 7-BN 0.54 -12.81 -5.75 7.06 -142.43
B-Coronene 0.50 -11.03 -4.13 6.90 -157.02
2B-Coronene 0.56 -10.90 -6.68 4.22 -153.61
3B-Coronene 0.45 -11.35 -6.56 4.80 -150.38
4B-Coronene 0.37 -10.54 -6.76 3.78 -146.48
5B-Coronene 0.33 -10.92 -5.98 4.93 -142.69
6B-Coronene 0.31 -10.35 -6.87 3.48 -137.91
N-Coronene -0.23 -11.08 -4.47 6.61 -158.13
2N-Coronene -0.69 -8.24 -5.14 3.10 -155.91
3N-Coronene -0.81 -8.32 -5.09 3.23 -153.75
4N-Coronene -0.40 -9.12 -5.29 3.83 -150.57
5SN-Coronene -0.46 -9.24 -4.20 5.04 -147.45
6N-Coronene -0.60 -8.92 -4.85 4.07 -144.24
BN-Coronene 0.52 -10.76 -5.07 5.68 -157.20
2(BN)-coronene 0.48 -10.51 -5.23 5.28 -155.06
3(BN)-Coronene 0.53| -10.50 -5.73 4.78 -153.64
2B-DBC 0.47 -9.24 -4.95 4.28 -169.99
2B2N-DBC 0.48 9.43 -4.81 4.63 -162.79
nBN-DBC -0.13 -8.83 -6.28 2.54 -170.71







