
Table 1_ESM
 2, 5b and 6 computed electronic spectra. For each system are reported the excitation energies (nm) in nm of the most intense transitions, the corresponding oscillator strength (f) and the main 1-electron transitions (1e). The lowest most intense experimental transition (exp) is also reported for the sake of comparison. nmHAQN ,fHAQN and 1eHAQN are the excitation energies, oscillator strength and 1-electron transition for the sole HAQN portion.
	
	
	nm
	f
	1e
	exp
	nmHAQN
	fHAQN
	1eHAQN

	2
	S1
	492
	0.19
	HOMO→LUMO
	503
	491
	0.13
	HOMO→LUMO

	
	S4
	366
	0.16
	HOMO-2→LUMO+1 (87%)
	
	
	
	

	
	S27
	230
	0.36
	HOMO→LUMO+3 (45%)
HOMO-7→LUMO+1 (35%)
	
	
	
	

	
	S48
	196
	0.17
	HOMO-2→LUMO+3 (47%)
HOMO-21→LUMO (13%)
	
	
	
	

	5b
	S1
	444
	0.15
	HOMO→LUMO (79%)
HOMO-3→LUMO (16%)
	408
	441
	0.11
	HOMO→LUMO (80%)
HOMO-3→LUMO (12%)

	
	S20
	269
	0.19
	HOMO-2→LUMO (60%)
HOMO-1→LUMO+1 (11%)
	
	
	
	

	
	S43
	228
	0.20
	HOMO-2→LUMO+2 (34%)
	
	
	
	

	
	S50
	220
	0.20
	HOMO-12→LUMO (20%)
	
	
	
	

	6
	S1
	436
	0.01
	HOMO-5→LUMO (55%)
HOMO→LUMO (34%)
	
	
	
	

	
	S3
	389
	0.11
	HOMO→LUMO (49%)
HOMO-5→LUMO (27%)
	342
	376
	0.11
	HOMO→LUMO (60%)
HOMO-1→LUMO (32%)

	
	S21
	270
	0.13
	HOMO-22→LUMO (48%)
HOMO-3→LUMO+1 (33%)
	
	
	
	

	
	S31
	254
	0.14
	HOMO-11→LUMO+1 (37%)
HOMO-7→LUMO+1 (10%)
	
	
	
	

	
	S47
	238
	0.23
	HOMO-12→LUMO+1 (49%)
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