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Figure S1. Determination of the optical band gap of bare and grafted B12N12 nanocage cluster.


Table S1.  Band gap and threshold wavelengths value for the bare and grafted B12N12 nanocage cluster.

	Molecular system
	Eg   [ev]

	
	 (First peak)
	 (Second peak)

	B12N12
	3.69
	1.84

	B12N12-PhNO2
	3.33
	0.48

	B12N12-Ph
	2.32
	0

	B12N12-C6H13
	2.56
	0.25
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