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NMR data 

  

 

Figure S1. (A) 
1
H and (B) 

13
C spectrum of (3) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons. Peak from residual water is also assigned.  
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Figure S2. (A) 
1
H and (B) 

13
C spectrum of (4) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons.  
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Figure S3. (A) 
1
H and (B) 

13
C spectrum of (5) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons.  
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Figure S4. (A) 
1
H and (B) 

13
C spectrum of (6) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons.  
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Figure S5. (A) 
1
H and (B) 

13
C spectrum of (7) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons.  
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Figure S6. (A) 
1
H and (B) 

13
C spectrum of (8) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons.  
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Figure S7. (A) 
1
H and (B) 

13
C spectrum of (9) in CDCl3 (S) showing the integration of aromatic 

and aliphatic protons.  

 

 

S

N
N

S

9

NH

O

OEt

S

N
N

S

9

NH

O

OEt

ppm 

(S) 

A 

ppm 

(S) 

B 



9 
 

  

 

Figure S8. (A) 
1
H and (B) 

13
C spectrum of (10) in CDCl3 (S) showing the integration of 

aromatic and aliphatic protons. Peak from residual water is also assigned.  
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Figure S9. (A) 
1
H and (B) 

13
C spectrum of (11) in CDCl3 (S) showing the integration of 

aromatic and aliphatic protons.  
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Figure S10. (A) 
1
H and (B) 

13
C spectrum of (12) in CDCl3 (S) showing the integration of 

aromatic and aliphatic protons. Peaks from residual THF (*) are also assigned.  

ppm 

(S) 

A 

ppm 

(S) 

B 

S

N
N

O

12

Br

4

S

N
N

O

12

Br

4

* * 

* 

* 



12 
 

 

 

Figure S11. (A) 
1
H and (B) 

13
C spectrum of (13) in CD3OD (S) showing the integration of 

aromatic and aliphatic protons. Peak from residual water is also assigned.  
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Figure S12. (A) 
1
H and (B) 

13
C spectrum of (14) in CDCl3 (S) showing the integration of 

aromatic and aliphatic protons.  
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Figure S13. (A) 
1
H and (B) 

13
C spectrum of (15) in CDCl3 (S) showing the integration of 

aromatic and aliphatic protons.  
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Figure S14. (A) 
1
H and (B) 

13
C spectrum of (16) in CDCl3 (S) showing the integration of 

aromatic and aliphatic protons.  
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Figure S15. (A) 
1
H and (B) 

13
C spectrum of 2-[(2-((2``-((4``–(benzo[d]thiazol–2-

yl)phenyl)(methyl)amino)ethyl)thio]ethyl)amino) acetic acid (L1) in DMSO-d6 (S) showing 

the integration of aromatic and aliphatic protons.   
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Figure S16. (A) 
1
H and (B) 

13
C spectrum of 2-[2`-(2``-((4```-(6````-methylbenzo[d]thiazol–2-

yl)phenyl)(methyl)amino)ethylthio)ethylamino] acetic acid (L2) in CD3OD (S). Peak from 

residual water is also assigned.  
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Figure S17. (A) 
1
H and (B) 

13
C spectrum of [4-(benzo[d]thiazol–2-yl)phenyl]–5–oxa–10–thia-

2,13–diazapentadecan–15-oic acid (L3) in CD3OD (S). Peak from residual water is also 

assigned.  
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Figure S18. (A) 
1
H and (B) 

13
C spectrum of 2-[4`-((6``–methyl)benzo[d]thiazol–2-yl)phenyl]–5–

oxa–10-thia-2,13–diazapentadecan-15-oic acid (L4) in CD3OD (S). Peak from residual water is 

also assigned.  
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Figure S19. (A) 
1
H and (B) 

13
C spectrum of Re1 in DMF-d7 (S) and 20 ºC.  
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Figure S20. (A) 
1
H and (B) DEPT spectrum of Re2 in DMF-d7 (S) and 20 ºC. Peak from 

residual water is also assigned.  
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Figure S21. (A) 
1
H and (B) DEPT spectrum of Re3 in DMF-d7 (S) and 20 ºC. Peak from 

residual water is also assigned.  
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Figure S22. (A) 
1
H and (B) DEPT spectrum of Re4 in DMF-d7 (S) and 20 ºC. Peak from 

residual water is also assigned.  
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