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Table S1. The M06-2X/6-311+G(d) calculated adsorption energies (Ead, kJ/mol), charge transfer (qCT, e), HOMO and LUMO energies (eV), HOMO(SOMO)-LUMO energy gap (Eg, eV) and its change (%ΔEg) relative to the pristine surface 
	surface/complex
	Ead
	qCT
	EHOMO/SOMO
	ELUMO
	Eg
	%ΔEg       

	BNNF
	-
	-
	-8.14
	-0.26
	7.88
	-

	A
	-13.94
	0.002
	-8.18
	-0.65
	7.53
	-4.4

	B
	-29.25
	0.028
	-8.14
	-0.75
	7.39
	-6.2

	Al-BNNF
	-
	-
	-8.15
	-0.56
	7.59
	-

	C
	-80.58
	0.148
	-7.88
	-2.56
	5.32
	-29.9

	Si-BNNF
	-
	-
	-6.39
	-0.26
	6.13
	-

	D
	-181.82
	0.662
	-7.26
	-0.33
	6.93
	13.1
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