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Synthesis of 6,6'-(((2-(Dimethylamino)ethyl)azanediyl)bis(methylene))bis(2-(tert-

butyl)-4-methylphenol), H2L3. A mixture of 2-tert-butyl-4-methylphenol (8.213 g, 50 mmol), 

Et3N (5.052 g, 50 mmol), 37% HCHO (4.173 g, 50 mmol) and N,N-dimethylethylenediamine 

(2.204 g, 25 mmol) was dissolved in methanol (60 mL). The reaction mixture was stirred under 

gentle reflux for 3 days, then the solution was reduced to half of its volume by a rotary evaporator. 

The white precipitate, which was obtained was collected by filtration, recrystallized from EtOAc, 

washed with Et2O, and air dried (yield: 4.85 g, 47.7 %). Characterization: Anal. Calcd for 

C28H44N2O2 (MM = 441.3489 g/mol): C, 76.32; H,10.06; N, 6.36%.  Found: C, 76.50; H, 10.24; 

N, 6.35%. m.p. 167-170° C. ESI-MS (MeOH): m/z = 469.3804 (100%), Calcd [H2L3+H]+ = 

441.34812. IR bands (ATR, cm-1): ~3200 (sh) ν(O-H); 2947 (m), 2917 (vw), 2867 (vw), 2810 (w) 
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ν(C-H); 1570 (vw) ν(C=N); 1465 (s), 1442 (s), 1371 (s), 1354 (s) ν(C=C, C-N, C-O); 1226 (vs), 

1200(s), 1186 (s), 1123 (m), 1105 (m), 1043 (m), 984 (m), 762 (s), 470 (m), 429 (m), 418 (vs).  1H 

NMR (d6-DMSO, 400 MHz, δ in ppm): δ = 6.89, 6.76 (s, 1H each, protons-ph); 3.51, 3,17 (s, 2H, 

N-CH2-ph); 2.20, 2.17 (s, 3H, CH3-N; 8H, N-CH2-CH2-N); CH3-ph); 1.32 (s, 9H, (CH3)3C).  
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Fig. S1. IR spectrum  of H2L3.
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Fig. S2. 1H NMR spectra of H2L3 in d6-DMSO.
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Fig. S3. ESI-MS of H2L3 in CH3OH.
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Fig. S4. IR spectrum of [Zn2(L1)2](ClO4)2 (1)  
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Fig. S5. IR spectrum of [Zn2(L2)2](ClO4)2 (2)  
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Fig. S6. IR spectrum of [Zn(L3)(H2O)]‧CH3OH (3). 
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Fig. S7. IR spectrum of [Zn(L4)] (4).  
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Fig. S8. IR spectrum of [Zn(L5)] (5).  
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Fig. S9. IR spectrum of [Zn(L6)] (6).  
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Fig. S10. ESI-MS of H2L4 in CH3OH.

Fig. S11. ESI-MS of complex 3 in CH3CN.  
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Fig. S12. ESI-MS of complex 4 in CH3CN.  

Fig. S13. ESI-MS of complex 5 in CH3CN.  
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Fig. 14. ESI-MS of complex 6 in CH3CN. 

Fig. S15. ESI-MS of 1 in CH3CN. 
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Fig. S16. ESI-MS of complex 2 in a CH3CN/HCOOH (1:1) mixture.

Fig. S17. UV spectrum of 1 (3.64 x 10-5 M) in MeOH.     
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Fig. S18. UV spectrum of 2 in CH3CN (8.994 x 10-5 M) (top) and in DMSO (1.04 x 10-4 M) 
(bottom). 
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Fig. S19. UV spectrum of 4 in CH3CN (2.067 x 10-4 M).   

Fig. S20: ORTEP view of 1 showing also disordered parts of the complex.
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Fig. S21. Packing plot of 1.

Fig. S22. Packing plot of 2.
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Fig. S23. Packing plot of 3.

Fig. S24. Packing plot of 4.
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Fig. S25. Packing plot of 5.

Fig. S26. Packing plot of 6.
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Fig. S27. 1H NMR spectrum of free H2L4 measured in CDCl3.   
 

Fig. S28. 13C NMR spectrum of free H2L4 measured in CDCl3.   
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Fig. S29. 1H NMR spectrum of [Zn(L4)] (4) measured in CDCl3 immediately after the sample 
dissolution.   

Fig. S30. 1H NMR spectrum of [Zn(L4)] (4) measured in CDCl3 22 h after the sample dissolution.   
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Fig. S31. 1H NMR spectrum of [Zn(L4)] (4) measured in CDCl3 6 days after the sample 
dissolution.   

Fig. S32. 13C NMR spectrum of [Zn(L4)] (4) measured in CDCl3 immediately after the sample 
dissolution.  
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Fig. S33. 13C NMR spectrum of [Zn(L4)] (4) measured in CDCl3 22 h after the sample 
dissolution. *The selected signals belonging to the free H2L4 ligand.  

Fig. S34. 13C NMR spectrum of [Zn(L4)] (4) measured in CDCl3 6 days after the sample 
dissolution. *The selected signals belonging to the free H2L4 ligand.  

* *

* *
* *
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Fig. S35. The effect of complexes 2, 3, and 5, and ligand H2L6 on intracellular levels of 

zinc in A2780 cells incubated with half-toxic concentrations of the compounds for 2, 6, 12, 

24, 48, and 72 h. The determined values are averages from three parallel determinations 

± standard deviation.


