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I - Reactional conditions studied for the reaction of β-NO2-TPP 1 with p-chlorophenoxyacetonitrile






Table S1. Summary of the reactional conditions studied for the reaction of β-NO2-TPP 1 with p-chlorophenoxyacetonitrile.
	[bookmark: _Hlk11228105]Entry
	Solvent
	Base
	T (°C)
	Time (h)
	Compound
	Yield (%)

	1
	Toluene
	KOH
	r.t.
	72
	- a)
	-

	2
	Toluene
	KOH
	60
	72
	- a)
	-

	3
	Toluene
	KOH
	110
	72
	3
	20

	4
	Toluene
	NaOH
	110
	72
	- b)
	-

	5
	Toluene
	t-BuOK
	110
	72
	3
	28

	6
	Toluene
	Cs2CO3
	110
	72
	- b)
	-

	7
	DMF
	KOH
	r.t.
	24
	- a)
	-

	8
	DMF
	KOH
	60
	0.5
	4 
	13

	9
	DMF
	KOH
	150
	0.5
	- b)
	-

	10
	DMF
	NaOH
	r.t.
	24
	- a)
	-

	11
	DMF
	NaOH
	60
	0.5
	- b)
	-

	12
	DMF
	NaOH
	150
	0.33
	- b)
	-

	13
	DMF
	t-BuOK
	r.t.
	24
	- a)
	-

	14
	DMF
	t-BuOK
	60
	24
	4
	34

	15
	DMF
	Cs2CO3
	150
	0.5
	- b)
	-

	16
	DMSO
	t-BuOK
	60
	24
	4
	22

	17
	THF
	KOH
	70
	24
	- a)
	-


a) – No reaction; b) – Degradation.   












II - NMR and Mass spectra of compounds 2-4, 2-Cu and 5-Zna-c 


Figure S1. 1H NMR spectrum of compound 3 in CDCl3.


Figure S2. COSY (1H/1H) NMR spectrum of compound 3 in CDCl3.


Figure S3. 13C NMR spectrum of compound 3 in CDCl3.



Figure S4. 13C NMR DEPT 135 spectrum of compound 3 in CDCl3.

Figure S5. HSQC (13C/1H) NMR spectrum of compound 3 in CDCl3.



Figure S6. HMBC (13C/1H) spectrum of compound 3 in CDCl3.
[image: ]
Figure S7. MS-ESI(+) spectrum of compound 3.




Figure S8. 1H NMR spectrum of compound 4 in CDCl3.

Figure S9. COSY (1H/1H) NMR spectrum of compound 4 in CDCl3.



Figure S10. 13C NMR spectrum of compound 4 in CDCl3.

[image: ]
Figure S11. MS-ESI(+) spectrum of compound 4.


[image: ]
Figure S12. MS-ESI(+) spectrum of compound 2-Cu.

 


Figure S13. 1H NMR spectrum of compound 5-Zna in CDCl3. 




Figure S14. 13C NMR spectrum of compound 5-Zna in CDCl3.

[image: ]
Figure S15. MS-ESI(+) spectrum of compound 5-Zna.



Figure S16. 1H NMR spectrum of compound 5-Znb in CDCl3.




Figure S17. 13C NMR spectrum of compound 5-Znb in CDCl3.




Figure S18. COSY (1H/1H) spectrum of compound 5-Znb in CDCl3.
[image: ]
Figure S19. MS-ESI(+) spectrum of compound 5-Znb.

 

Figure S20. 1H NMR spectrum of compound 5-Znc in CDCl3. 




Figure S21. 13C NMR spectrum of compound 5-Znc in CDCl3.




Figure S22. COSY (1H/1H) spectrum of compound 5-Znc in CDCl3.

[image: ]
Figure S23. MS-ESI(+) spectrum of compound 5-Znc.
 



Figure S24. 1H NMR spectrum of compound 2 in CDCl3.



Figure S25.  13C NMR spectrum of compound 2 in CDCl3.




Figure S26. DEPT-135 NMR spectrum of compound 2 in CDCl3.

[image: ]
Figure S27. MS-ESI(+) spectrum of compound 2.
 





III - Absorption spectra of compounds 2-4 and 2-Cu and 5-Zna-c

[image: ]
Figure S28. Absorption spectra of compounds 2 and 2-Cu (A), 3 and 4 (B) and 5-Zna-c (C) in DMF at room temperature.






IV - Mass fragmentation studies data
[image: ]
Figure S29. Mass spectra of compounds 2, 3, 4, 2-Cu, 5-Zna, 5-Znb and 5-Znc; * - [M+H]+ ions;                            ∆ - [M+2H]2+ ions.



Scheme S1. Proposed structures for the fragment ions of compounds 3.


Scheme S2. Propose structures for fragments of compounds 2 




Scheme S3. Proposed structures for fragment ions of compounds 4.

[image: ]
[bookmark: _Hlk25227774]Figure S30. MS3 spectrum of [M+H]+→ m/z 639.42 → product ions for compound 4.


Scheme S4. Proposed structure for the fragment ions with m/z 676.

[image: ]
Figure S31. MS3 spectrum of [M+H]+→ m/z 704.35 → product ions for compound 5-Znc.
S19
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