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Table SI 
The HOMOs-1 HOMOs-2, and LUMOs+1 contributions of individual fragments (in %) to the FMOs of the investigated molecules.
	
	HOMOs-1
	
	HOMOs-2
	
	LUMOs+1

	Species
	TZa
	CBb
	ARc
	
	TZa
	CBb
	ARc
	
	TZa
	CBb
	ARc

	1a
	12.7
	44.3
	43.0
	
	37.1
	42.2
	20.5
	
	37.2
	42.4
	20.4

	1b
	11.6
	40.6
	47.8
	
	11.6
	40.6
	47.8
	
	42.3
	44.5
	13.2

	1c
	16.1
	56.8
	27.1
	
	16.2
	56.8
	27.0
	
	21.5
	27.3
	51.3

	1d
	12.1
	41.0
	46.9
	
	12.1
	41.0
	47.0
	
	36.0
	41.2
	22.8

	2a
	14.4
	46.3
	39.4
	
	14.4
	46.3
	39.4
	
	42.1
	34.1
	23.8

	2b
	13.5
	43.1
	43.4
	
	13.5
	43.1
	43.4
	
	47.0
	36.2
	16.8

	2c
	16.6
	55.4
	28.0
	
	16.6
	55.4
	28.0
	
	20.7
	21.1
	59.3

	2d
	13.6
	42.8
	43.6
	
	13.6
	42.8
	43.6
	
	41.1
	33.5
	25.4


a TZ: 1,3,5-triazine moieties; b CB: conjugate bridge moieties; c AR: aromatic moieties
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Fig. SI. The distribution patterns of HOMOs-1 HOMOs-2, and LUMOs+1 for the investigated molecules.
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