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Figure S1. The TG/DTA/DTG curve of 1.
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Figure S2. The TG/DTA/DTG curve of 2.
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Figure S3. The TG/DTA/DTG curve of 3.
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Figure S4. The TG/DTA/DTG curve of 4.
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Figure S5. The TG/DTA/DTG curve of 5.

[image: ]Figure S6. MALDI TOF MS spectrum of 1.
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Figure S7. MALDI TOF MS spectrum of 2.
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Figure S8. MALDI TOF MS spectrum of 3.
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Figure S9. MALDI TOF MS spectrum of 4.


[image: ]Figure S10. MALDI TOF MS spectrum of 5.





[image: ]
Figure S11. IR spectrum of primary ligand.
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Figure S12. IR spectrum of 1.
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Figure S13. IR spectrum of 2.
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Figure S14. IR spectrum of 3.
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Figure S15. IR spectrum of 4.
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Figure S16. IR spectrum of 5.



Figure S17. 1H NMR spectra of Zn(II) complex, 5 in DMSO.










[bookmark: _Ref37774292]Table S1. The experimental and calculated electronic transitions of the complex 1.
	         λ (nm)
	O.S.
	Main Contributions

	Exp.
	Theo.
	
	

	291
	265
	0.33
	H-8(A) →L(A) (12%), H(A) →L+5(A) (10%)

	
	266
	0.12
	H-5(A)→L+2(A) (12%)

	
	267
	0.03
	H(A)→L+5(A) (17%)

	
	269
	0.13
	H-8(A)→L(A) (14%), H-1(A)→L+4(A) (14%)

	
	271
	0.02
	H-5(A)→L+7(A) (13%), H-5(B)→L+7(B) (10%)

	
	273
	0.03
	H(A)→L+5(A) (12%)

	
	275
	0.01
	H-2(A)→L+1(A) (10%)

	
	289
	0.02
	H-7(A)→L+8(A) (11%), H-1(A)→L+1(A) (17%)

	
	290
	0.01
	H-1(B)→L+7(B) (28%)

	
	291
	0.01
	H-2(A)→L+1(A) (13%), H-1(A)→L+1(A) (16%)

	
	298
	0.02
	H-2(B)→L+2(B) (34%)

	
	304
	0.06
	H-1(A)→L+3(A) (13%), H-2(B)→L(B) (19%), H-1(B)→L+6(B) (12%)

	
	309
	0.04
	H-2(A)→L+3(A) (13%), H-2(B)→L+1(B) (10%), H-2(B)→L+2(B) (15%)

	
	313
	0.02
	H-2(A)→L+3(A) (15%), H-1(A)→L+3(A) (16%), H-2(B)→L+1(B) (10%)

	
	321
	0.02
	H(B)→L+1(B) (12%), H(B)→L+5(B) (16%)

	
	325
	0.01
	H(B)→L+5(B) (15%)

	
	328
	0.03
	H-1(B)→L+5(B) (14%)

	
	331
	0.02
	H(A)→L+2(A) (15%), H(B)→L+6(B) (12%)

	398
	334
	0.01
	H-2(A)→L(A) (13%), H(A)→L(A) (12%)

	
	344
	0.02
	H(B)→L+4(B) (38%)

	
	347
	0.05
	H-1(B)→L+3(B) (15%)

	
	360
	0.04
	H-1(A)→L+2(A) (21%), H-1(A)→L+15(A) (10%)

	
	365
	0.04
	H-2(A)→L+2(A) (10%), H-1(A)→L+2(A) (27%), H(A)→L+2(A) (10%)

	
	374
	0.11
	H-1(A)→L+2(A) (18%)

	
	375
	0.73
	H(A)→L+1(A) (38%)

	
	386
	0.05
	H-1(A)→L+2(A) (12%)

	
	391
	0.05
	H-2(A)→L(A) (12%), H(A)→L(A) (19%)

	
	393
	0.05
	H-2(A)→L+2(A) (24%), H-1(A)→L(A) (18%), H(A)→L+2(A) (14%)

	
	406
	0.13
	H-1(A)→L(A) (21%), H(A)→L+3(A) (18%), H(B)→L+3(B) (15%)

	
	427
	0.05
	H-2(A)→L(A) (14%), H(B)→L+3(B) (24%)

	461
	499
	0.01
	H-1(B)→L+3(B) (13%), H(B)→L+2(B) (13%)

	
	501
	0.02
	H(B)→L+2(B) (23%)

	
	550
	0.01
	H-1(B)→L(B) (25%), H-1(B)→L+1(B) (10%), H-1(B)→L+2(B) (17%)

	
	570
	0.02
	H(B)→L(B) (28%), H(B)→L+1(B) (12%), H(B)→L+2(B) (24%)






Table S2. The experimental and calculated electronic transitions of the complex 2.
	         λ (nm)
	O.S.
	Main Contributions

	Exp.
	Theo.
	
	

	290
	212
	0.15
	H-1(B)→L+2(B) (12%)

	
	213
	0.06
	H-7(B)→L+8(B) (13%), H-1(B)→L+2(B) (19%)

	
	218
	0.19
	H-7(B)→L+9(B) (32%)

	
	238
	0.22
	H-3(A)→L+3(A) (11%), H-2(B)→L+3(B) (13%)

	
	250
	0.05
	H-4(A)→L+1(A) (15%), H-2(A)→L+1(A) (11%), H-3(B)→L(B) (10%)

	
	251
	0.12
	H-3(B)→L(B) (17%)

	
	264
	0.59
	H-8(A)→L(A) (11%), H-5(A)→L+2(A) (15%), H-4(B)→L+2(B) (18%)

	
	266
	0.23
	H-8(A)→L(A) (15%), H-5(A)→L+2(A) (15%), H-6(B)→L+1(B) (15%), 

	433
	331
	0.23
	H(A)→L+3(A) (40%), H(B)→L+3(B) (41%)

	
	
377            
	1.05
	H(A)→L(A) (14%), H(A)→L+1(A) (24%), H(B)→L(B) (35%), H(B)→L+1(B) (14%)

	
	428
	0.01
	H-20(B)→L+9(B) (18%), H-18(B)→L+9(B) (14%), H-8(B)→L+9(B) (25%)

	
	436
	0.03
	H-8(B)→L+8(B) (10%)

	
	447
	0.02
	H-9(B)→L+8(B) (27%)
















Table S3. The experimental and calculated electronic transitions of the complex 3.
	         λ (nm)
	O.S.
	Main Contributions

	Exp.
	Theo.
	
	

	362
	328
	0.01
	H(B)→L+8(B) (23%), H(B)→L+9(B) (48%)

	
	329
	0.03
	H-21(A)→L(A) (42%)

	
	343
	0.01
	H-6(B)→L+1(B) (26%), H-4(B)→L+1(B) (33%)

	
	344
	0.02
	H-2(A)→L+3(A) (17%), H-4(B)→L+1(B) (15%), H-2(B)→L+2(B) (10%)

	
	350
	0.01
	H-15(A)→L(A) (11%), H(B)→L+8(B) (10%)

	
	359
	0.01
	H-6(B)→L+1(B) (10%), H-4(B)→L+1(B) (19%), H-3(B)→L+1(B) (32%)

	
	366
	0.02
	H(B)→L+7(B) (13%), H(A)→L+6(A) (12%),

	
	368
	0.07
	H-16(B)→L(B) (15%), H(B)→L+6(B) (12%), H(B)→L+7(B) (28%)

	
	377
	0.01
	H-14(A)→L(A) (34%), H-13(A)→L(A) (17%)

	
	378
	0.02
	H-6(A)→L+1(A) (37%), H(B)→L+6(B) (13%)

	
	381
	0.03
	H(A)→L+5(A) (13%), H(B)→L+6(B) (18%)

	429
	411
	0.07
	H-17(A)→L(A) (16%), H(A)→L+2(A) (10%)

	
	418
	0.37
	H(A)→L+2(A) (17%), H(B)→L+4(B) (20%)

	
	421
	0.22
	H(B)→L+4(B) (15%)

	
	431
	0.10
	H-8(A)→L(A) (10%)

	
	438
	0.01
	H-16(B)→L(B) (13%)

	
	480
	0.16
	H(B)→L+2(B) (25%), H(B)→L+4(B) (11%), H(B)→L+7(B) (10%)

	
	483
	0.05
	H(A)→L+6(A) (28%), H(B)→L+2(B) (15%), H(B)→L+7(B) (22%)

	
	504
	0.06
	H-13(A)→L(A) (16%), H-12(B)→L(B) (16%)













Table S4. The experimental and calculated electronic transitions of the complex 4.
	         λ (nm)
	O.S.
	Main Contributions

	Exp.
	Theo.
	
	

	290
	         311
	0.02
	H-6(A)→L+5(A) (14%), H-2(A)→L+2(A) (11%), H-2(A)→L+5(A) (14%)

	
	315
	0.01
	H-3(A)→L+1(A) (10%), H-3(A)→L+2(A) (32%), H-3(B)→L+2(B) (12%)

	
	325
	0.01
	H-5(A)→L+1(A) (10%), H-5(B)→L+2(B) (10%), H-4(B)→L+2(B) (12%)

	
	325
	0.01
	H-5(A)→L+1(A) (17%)

	
	343
	0.02
	H-2(A)→L+1(A) (21%)

	
	346
	0.01
	H-2(A)→L+1(A) (14%), H-1(A)→L+3(A) (18%)

	367
	376
	0.05
	H(A)→L+4(A) (63%), H(A)→L+5(A) (10%)

	
	379
	0.01
	H-1(B)→L+2(B) (82%), H-1(B)→L+3(B) (12%)

	
	380
	0.16
	H(A)→L+4(A) (24%), H(A)→L+5(A) (11%), H-6(B)→L+1(B) (10%)

	
	384
	0.01
	H(B)→L+5(B) (76%)

	
	389
	0.02
	H-2(A)→L+5(A) (13%), H-2(B)→L+3(B) (13%)

	
	400
	0.01
	H-15(A)→L(A) (12%), H-13(A)→L(A) (10%), H-14(B)→L(B) (17%)

	
	410
	0.08
	H(A)→L+3(A) (73%)

	459
	411
	0.01
	H-5(A)→L+3(A) (12%), H-5(B)→L+4(B) (12%), H(B)→L+4(B) (24%)

	
	411
	0.04
	H-17(A)→L(A) (11%)

	
	412
	0.05
	H(A)→L+3(A) (12%), H(B)→L+4(B) (49%)

	
	416
	0.60
	H(A)→L+2(A) (28%), H(B)→L+3(B) (29%), H(B)→L+4(B) (10%)

	
	419
	0.07
	H-7(B)→L(B) (23%), H-6(B)→L(B) (17%), H-5(B)→L+1(B) (11%)

	
	421
	0.04
	H-7(B)→L(B) (10%), H-6(B)→L(B) (14%), H-5(B)→L+1(B) (39%) 

	
	424
	0.08
	H-11(B)→L(B) (12%)

	
	436
	0.01
	H-6(B)→L(B) (14%), H-2(B)→L+1(B) (20%)

	
	459
	0.01
	H-3(A)→L(A) (41%), H(A)→L+1(A) (38%)

	
	462
	0.05
	H-3(B)→L(B) (12%), H(B)→L+2(B) (43%)

	
	468
	0.04
	H-6(A)→L(A) (10%), H-3(A)→L(A) (13%), H(A)→L+1(A) (23%)

	
	478
	0.01
	H(B)→L+2(B) (39%)

	
	511
	0.01
	H-32(B)→L+1(B) (18%), H-24(B)→L+1(B) (13%)

	
	522
	0.01
	H-1(B)→L+1(B) (16%), H(B)→L+1(B) (10%)



[bookmark: _Ref37774315]



Table S5. The experimental and calculated electronic transitions of the complex 5.
	         λ (nm)
	O.S.
	Main Contributions

	Exp.
	Theo.
	
	

	288


	234
	0.20
	H-2→L+6 (24%)

	
	236
	0.04
	H→L+7 (63%), H→L+8 (15%)

	
	236
	0.17
	H-2→L+6 (21%), H→L+7 (12%)

	
	238
	0.02
	H-22→L+1 (21%), H-21→L+1 (17%)

	
	240
	0.03
	H-15→L+2 (18%), H-13→L+2 (10%)

	
	241
	0.02
	H-14→L+2 (12%), H-12→L (23%)

	
	245
	0.05
	H-16→L+1 (10%), H-12→L (28%)

	
	247
	0.05
	H-16→L+1 (23%), H-7→L+1 (13%)

	
	249
	0.07
	H-10→L (17%), H-3→L+3 (27%)

	
	250
	0.09
	H-10→L (25%), H-3→L+3 (28%)

	
	253
	0.02
	H-10→L (20%), H-3→L+1 (17%)

	
	254
	0.08
	H-2→L+3 (58%), H-2→L+6 (10%)

	
	255
	0.01
	H-6→L+6 (62%)

	
	257
	0.01
	H-18→L+1 (19%), H-17→L+1 (11%), H-8→L (10%)

	
	258
	0.01
	H-3→L+1 (16%)

	
	259
	0.05
	H-18→L+1 (22%), H-8→L (28%)

	
	262
	0.01
	H-8→L (36%), H-7→L+1 (13%)

	
	263
	0.02
	H-4→L+3 (52%), H-3→L+3 (22%)

	
	265
	0.28
	H-5→L+2 (11%), H-5→L+4 (43%)

	
	267
	0.10
	H-11→L (10%), H-5→L+4 (14%)

	352
	302
	0.01
	H-7→L (16%), H-2→L+1 (55%)

	
	303
	0.01
	H-7→L (25%), H-2→L+1 (11%), H→L+2 (28%)

	
	312
	0.01
	H-4→L (10%), H-3→L (37%), H→L+2 (24%)

	
	314
	0.03
	H-6→L+1 (75%), H→L+6 (10%)

	
	322
	0.16
	H-6→L+1 (13%), H→L+6 (68%)

	
	368
	1.09
	H→L+3 (87%)

	
	385
	0.01
	H-2→L (71%)

	
	389
	0.01
	H-6→L (79%)

	
	413
	0.02
	H-18→L (33%)

	
	417
	0.01
	H-16→L (43%)

	
	420
	0.01
	H-17→L+1 (15%), H-16→L (14%)

	
	434
	0.01
	H-22→L (12%), H-22→L+1 (12%), H-20→L (13%)

	
	466
	0.01
	H-17→L (11%), H→L+1 (43%)
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