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Table S1. The band gaps calculated by first-principles (HSE scheme) for 325 vdWHs.

vdWHs E, (V) vdWHs E e €V) vdWHs E, (€V)
BN/BP 1.81 AIN/SnGe 0.46 GaAs/AsAs 1.58
BN/BAs 1.57 AIN/SnC 1.95 GaAs/SbSb 0.82
BN/BSb 0.98 AIN/NN 3.33 GaSb/InN 0.61
BN/AIN 3.93 AIN/PP 2.19 GaSb/InP 1.02
BN/AIP 2.88 AIN/AsAs 2.08 GaSb/InAs 0.85
BN/AlAs 2.25 AIN/SbSb 1.27 GaSb/InSb 0.75
BN/AISb 1.99 AlP/AlAs 1.90 GaSb/SiC 1.13
BN/GaN 3.13 AIP/AISb 1.76 GaSb/SiGe 0.22
BN/GaP 2.19 AlIP/GaN 2.46 GaSb/SnSi 0.31
BN/GaAs 1.76 AIP/GaP 1.57 GaSb/GeC 1.02
BN/GaSb 1.13 AlP/GaAs 1.36 GaSb/SnGe 0.30
BN/InN 1.55 AIP/GaSb 1.09 GaSb/SnC 1.10
BN/InP 1.39 AIP/InN 1.33 GaSb/NN 1.24
BN/InAs 1.35 AlP/InP 1.15 GaSb/PP 0.96
BN/InSb 0.97 AlP/InAs 1.02 GaSb/AsAs 0.89
BN/SiC 3.27 AIP/InSb 0.84 GaSb/SbSb 0.81
BN/SiGe 0.78 AIP/SiC 2.24 InN/InP 0.60
BN/SnSi 0.63 AlIP/SiGe 0.64 InN/InAs 0.43
BN/GeC 291 AlP/SnSi 0.59 InN/InSb 0.33
BN/SnGe 0.51 AlIP/GeC 2.13 InN/SiC 1.35
BN/SnC 2.05 AIP/SnGe 0.45 InN/SiGe 0.51
BN/NN 3.89 AlIP/SnC 1.79 InN/SnSi 0.55
BN/PP 2.73 AIP/NN 2.99 InN/GeC 1.15
BN/AsAs 2.06 AlP/PP 1.95 InN/SnGe 0.43
BIN/SbSb 1.06 AlP/AsAs 1.96 InN/SnC 1.09
BP/BAs 1.34 AIP/SbSb 1.25 InN/NN 1.35
BP/BSb 091 AlAs/AlSb 1.15 InN/PP 1.30
BP/AIN 1.79 AlAs/GaN 2.35 InN/AsAs 1.25
BP/AIP 1.37 AlAs/GaP 1.06 InN/SbSb 0.82
BP/AlAs 1.29 AlAs/GaAs 1.72 InP/InAs 0.69
BP/AISb 0.64 AlAs/GaSb 1.07 InP/InSb 0.59
BP/GaN 1.49 AlAs/InN 1.30 InP/SiC 1.16
BP/GaP 0.65 AlAs/InP 1.13 InP/SiGe 0.11
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