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Figure S1. The 1H NMR spectrum of compound 1.

 

Figure S2. The 1H NMR spectrum of compound 2. 

 

 



 Figure S3. The 1H NMR spectrum of compound 3. 

 

 

Figure S4. The 1H NMR spectrum of compound 4. 

 



 Figure S5. The 1H NMR spectrum of compound 5. 

 

 

Figure S6. The 1H NMR spectrum of compound 6. 

 



 
Figure S7. The IR spectrum of compound 1. 

 

 

 

Figure S8. The IR spectrum of compound 2. 
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 Figure S9. The IR spectrum of compound 3.  

 

 

 Figure S10. The IR spectrum of compound 4. 
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Figure S11. The IR spectrum of compound 5. 

 

 

Figure S12. The IR spectrum of compound 6. 
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Figure S13. Thermal ellipsoid plot, drawn at the 50% probability level, of [Zn(Br)2L1] (1) with 

atomic numbering scheme. Selected bond lengths (Å) and angles (º): Zn(1)-N(2) 2.096(3), 

Zn(1)-N(1) 2.175(4), Zn(1)-N(3) 2.193(3), Zn(1)-I(1) 2.6147(6), Zn(1)-I(2) 2.6170(6); 

N(2)-Zn(1)-N(1) 74.45(12), N(2)-Zn(1)-N(3) 74.27(12), N(1)-Zn(1)-N(3) 148.71(13), 

N(2)-Zn(1)-I(1) 121.10(9), N(1)-Zn(1)-I(1) 95.39(10), N(3)-Zn(1)-I(1) 99.93(10), N(2)-Zn(1)-I(2) 

118.99(9), N(1)-Zn(1)-I(2) 99.70(10), N(3)-Zn(1)-I(2) 96.06(9), I(1)-Zn(1)-I(2) 119.91(2). 

 

Figure S14. Thermal ellipsoid plot, drawn at the 50% probability level, of [Zn(Br)2L1] (1) with 

atomic numbering scheme. Selected bond lengths (Å) and angles (º): Zn(1)-N(2) 2.1086(19), 

Zn(1)-N(3) 2.209(2), Zn(1)-N(1) 2.228(2), Zn(1)-Br(2) 2.3876(4), Zn(1)-Br(1) 2.4084(4); 

N(2)-Zn(1)-N(3) 74.45(7), N(2)-Zn(1)-N(1) 73.80(7), N(3)-Zn(1)-N(1) 148.13(8), N(2)-Zn(1)-Br(2) 

119.13(6), N(3)-Zn(1)-Br(2) 95.46(6), N(1)-Zn(1)-Br(2) 102.22(6), N(2)-Zn(1)-Br(1) 128.86(6), 

N(3)-Zn(1)-Br(1) 99.60(6), N(1)-Zn(1)-Br(1) 98.07(6), Br(2)-Zn(1)-Br(1) 111.967(15).  



 
Figure S15. Thermal ellipsoid plot, drawn at the 50% probability level, of [Zn(Br)2L1] (1) with 

atomic numbering scheme. Selected bond lengths (Å) and angles (º): Zn(1)-N(2) 2.093(2), 

Zn(1)-N(1) 2.205(2), Zn(1)-N(3) 2.232(2), Zn(1)-I(2) 2.5919(3), Zn(1)-I(1) 2.6077(4); 

N(2)-Zn(1)-N(1) 74.64(8), N(2)-Zn(1)-N(3) 73.98(8), N(1)-Zn(1)-N(3) 146.64(8), N(2)-Zn(1)-I(2) 

140.76(6), N(1)-Zn(1)-I(2) 97.73(6), N(3)-Zn(1)-I(2) 99.35(6), N(2)-Zn(1)-I(1) 05.09(6), 

N(1)-Zn(1)-I(1) 97.28(6), N(3)-Zn(1)-I(1) 101.52(7), I(2)-Zn(1)-I(1) 114.104(12).  

 
Figure S16. Thermal ellipsoid plot, drawn at the 50% probability level, of [Zn(Br)2L1] (1) with 

atomic numbering scheme. Selected bond lengths (Å) and angles (º):  Zn(1)-N(2) 2.103(3), 

Zn(1)-N(1) 2.218(3), Zn(1)-N(3) 2.230(3), Zn(1)-Br(1) 2.3857(7), Zn(1)-Br(2) 2.4062(7); 

N(2)-Zn(1)-N(1) 74.35(12), N(2)-Zn(1)-N(3) 74.19(11), N(1)-Zn(1)-N(3) 148.49(11), 

N(2)-Zn(1)-Br(1) 119.44(9), N(1)-Zn(1)-Br(1) 97.02(9), N(3)-Zn(1)-Br(1) 99.89(9), 

N(2)-Zn(1)-Br(2) 125.84(9), N(1)-Zn(1)-Br(2) 98.36(9), N(3)-Zn(1)-Br(2) 98.43(8), 

Br(1)-Zn(1)-Br(2) 114.70(2). 

 



 

 

 

 

 

 

 
Figure S17. Thermal ellipsoid plot, drawn at the 50% probability level, of [Zn(Br)2L1] (1) with 

atomic numbering scheme. Selected bond lengths (Å) and angles (º): Zn(1)-N(2) 2.095(3), 

Zn(1)-N(3) 2.221(3), Zn(1)-N(1) 2.232(3), Zn(1)-I(2) 2.5838(5), Zn(1)-I(1) 2.6051(5); 

N(2)-Zn(1)-N(3) 74.36(11), N(2)-Zn(1)-N(1) 73.94(11), N(3)-Zn(1)-N(1) 147.98(12), 

N(2)-Zn(1)-I(2) 118.23(8), N(3)-Zn(1)-I(2) 97.98(9), N(1)-Zn(1)-I(2) 100.82(9), N(2)-Zn(1)-I(1) 

129.08(8), N(3)-Zn(1)-I(1) 97.59(8), N(1)-Zn(1)-I(1) 98.76(8), I(2)-Zn(1)-I(1) 112.661(18). 

 

  



 

 

 

 

 

 

 

 

 

Figure S18. The UV−vis spectra of complexes 2, 4, 5 and 6 in PBS buffer solution over a period 

of 72h. 
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Figure S19. The microscopic photographs of Eca-109 cancer cells treated with different 

concentrations of compound 2, 4, 5 and 6. 

 

 

Figure S20. The microscopic photographs of A549 cancer cells treated with different 

concentrations of compounds and control photographs (C for blank group, C1 for 5 μM 

cisplatin and C2 for 40 μM cisplatin). 

 



 

 

 

 

 

 

 
Figure S21. The microscopic photographs of Bel-7402 cancer cells treated with different 

concentrations of compounds and control photographs (C for blank group, C1 for 2.5 μM 

cisplatin and C2 for 5 μM cisplatin). 

 

 

 

 

 

 



 

Figure S22. Fluorescence emission spectra of 1.6 μM BSA in Tris-HCl buffer (PH = 7.2) 

solution with series concentration of compound 1, 2, 3 and 5, and the curves for Stern-Volmer 

equation as the insets. 

 

0.000005 0.000010

1.1

1.2

1.3

1.4

1.5

y = 1+46340x

R=0.99462

I o
 /

 I

[Complex] 

0.000005 0.000010

1.5

2.0

2.5

3.0

y = 1+114652x

R=0.99189

I o
 /

 I

[Complex] 

0.0000005 0.0000010

1.05

1.10

1.15

1.20

y = 1+176087x

R=0.98859

I o
/I

[Complex] 

0.0000005 0.0000010

1.05

1.10

1.15

1.20

y = 1+176215x

R=0.9783

I o
/I

[Complex] 



   

 

Figure S23. The docking conformation of complexes 2–6 to BSA，and amino acid residues 

surrounding compounds 2–6. 
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 Figure S24. Absorption spectra of 20μM compounds 2, 4, 5 and 6 in Tris-HCl buffer (PH=7.2) 

solution with series concentration of CT-DNA, The plots of A0/(A–A0) versus the 

concentration of CT-DNA as the insets.

 Figure S25. CD spectra of compounds 2, 4, 5 and 6 to CT-DNA at different concentration 

ratios. 
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Figure S26. The docking conformation of complexes 2–6 to DNA (PDB ID: 4JD8).  
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