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Table S1. Calculated electronic transition bands of compound 4 using TD-DFT method. 

λmax (nm) f Major contributions
336.9 0.1493 H→L (78%)
309.7 0.0002 H-2→L (84%), H-2→L + 3 (11%) 
301.9 0.0002 H→L + 1 (94%) 
288.0 0.0000 H→L + 2 (94%) 
285.8 0.2552 H-1→L (70%), H→L + 3 (11%)
274.0 0.0001 H-3→L + 1 (92%) 
261.2 0.0077 H-1→L + 1 (94%) 
257.9 0.1364 H→L + 3 (71%)
254.6 0.0000 H-1→L + 2 (84%), H→L + 4 (12%) 
243.6 0.0003 H-1→L + 2 (12%), H→L + 4 (79%) 
236.2 0.0000 H-3→L (55%), H-2→L + 3 (36%) 
233.9 0.0000 H-3→L (44%), H-2→L + 3 (47%) 
230.5 0.0000 H-2→L + 1 (98%) 
230.3 0.0781 H-4→L (14%), H-1→L + 3 (75%)
219.5 0.0077 H-4→L (20%), H-2→L + 2 (72%)
216.7 0.0660 H-4→L (56%), H-2→L + 2 (23%), H-1→L + 3 (10%) 
216.1 0.0000 H-1→L + 4 (88%) 
209.1 0.0004 H→L + 5 (94%) 
201.4 0.0009 H-4→L + 1 (98%) 
201.2 0.0017 H→L + 6 (79%) 
198.7 0.0147 H-3→L + 2 (93%) 
197.4 0.0000 H-1→L + 5 (67%) 
196.2 0.0000 H→L + 7 (75%) 
194.2 0.0014 H-5→L (12%), H-4→L + 2 (62%) 
193.8 0.0001 H-5→L (69%), H-1→L + 5 (15%) 
193.1 0.0155 H-2→L + 4 (87%) 
188.8 0.0009 H→L + 8 (89%) 
188.2 0.0000 H-3→L + 3 (99%) 
185.7 0.0971 H-4→L + 3 (80%) 
181.9 0.0020 H-1→L + 6 (73%), H→L + 10 (17%) 
181.5 0.0383 H-6→L (47%), H→L + 9 (30%) 
181.5 0.0007 H-8→L (32%), H-1→L + 7 (30%), H→L + 10 (25%) 
180.0 0.0005 H-8→L (59%), H→L + 10 (18%) 
178.2 0.0784 H-3→L + 4 (87%) 
177.2 0.0000 H-1→L + 6 (11%), H-1→L + 7 (51%), H→L + 10 (29%) 
176.2 0.0971 H-6→L (22%), H→L + 9 (46%) 
175.0 0.0006 H-4→L + 4 (43%), H→L + 12 (20%), H→L + 13 (21%) 
174.7 0.0091 H-7→L (78%) 
172.4 0.0000 H-4→L + 4 (42%), H→L + 12 (17%), H→L + 13 (30%) 
171.5 0.0102 H-2→L + 5 (89%) 
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Table S2. Calculated chemical shifts δ (ppm) of the compound 4 using GIAO method. 

Atom δcalc (ppm) δexp.(ppm) Atom δcalc (ppm) δexp.(ppm) 

H6 8.34 7.51 C9 36.88 28.7 
H7 4.54 7.51 C12 37.89 28.4 
H10 1.70 2.26 C15 122.19 108.7 
H11 1.98 2.26 C16 168.84 153.9 
H13 1.97 2.24 C17 109.32 99.6 
H14 2.07 2.24 C18 180.06 156 
H22 3.70 4.42 C19 198.40 188.4 
H24 1.98 2.26 C20 122.83 112.6 
H25 2.07 2.24 C21 62.23 45.8 
H26 3.70 4.42 C23 211.45 201.2 

 


