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Figure 1. 1H NMR of Phenylbiguanide hydrochloride (1a) 

 

 
Figure 2. 13C NMR of Phenylbiguanide hydrochloride (1a) 

Compound 1a 
1H NMR 

Compound 1a 
13C NMR 



S3 

 

 
Figure 3. 1H NMR of Phenylbiguanide (1b) 

 

 

 
Figure 4. 13C NMR of Phenylbiguanide (1b) 
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Figure 5. 1H NMR of N2,N2-dimethyl-6-pentadecyl-1,3,5-triazine-2,4-diamine (2a) 

 

 
Figure 6. 13C NMR of N2,N2-dimethyl-6-pentadecyl-1,3,5-triazine-2,4-diamine (2a) 
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Figure 7. 1H NMR of N2,N2-dimethyl-6-phenyl-1,3,5-triazine-2,4-diamine (2b) 

 

 
Figure 8. 13C NMR of N2,N2-dimethyl-6-phenyl-1,3,5-triazine-2,4-diamine (2b) 
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Figure 9. 1H NMR of 2-(4-amino-6-(dimethylamino)-1,3,5-triazin-2-yl)phenol (2c) 

 

 
Figure 10. 13C NMR of 2-(4-amino-6-(dimethylamino)-1,3,5-triazin-2-yl)phenol (2c) 
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Figure 11. HRMS spectrum of 2-(4-amino-6-(dimethylamino)-1,3,5-triazin-2-yl)phenol (2c) 

 

 

 

Compound 2c 

m/z calcd for C11H13N5O [M+H]+ 232.1198 
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Figure 12. IR spectrum of 2-(4-amino-6-(dimethylamino)-1,3,5-triazin-2-yl)phenol (2c)  
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Figure 13. 1H NMR of (E)-N2,N2-dimethyl-6-styryl-1,3,5-triazine-2,4-diamine (2d) 

 

 
Figure 14. 13C NMR of (E)-N2,N2-dimethyl-6-styryl-1,3,5-triazine-2,4-diamine (2d) 
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Figure 15. 1H NMR of Methyl 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylate (2e) 

 

 
Figure 16. 13C NMR of Methyl 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylate (2e) 
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Figure 17. HRMS spectrum of Methyl 4-amino-6-(dimethylamino)-1,3,5-triazine-2-

carboxylate (2e) 

 

 

Compound 2e 

m/z calcd for C7H11N5O2 [M+Na]+ 220.0810 
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Figure 18. IR spectrum of Methyl 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylate 

(2e) 
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Figure 19. 1H NMR of 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylic acid (2f) 

 

 
Figure 20. 13C NMR of 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylic acid (2f) 
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Figure 21. HRMS spectrum of 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylic acid 

(2f) 

 

 

Compound 2f 

m/z calcd for C6H9N5O2 [M+Na]+ 206.0654 
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Figure 22. IR spectrum of 4-amino-6-(dimethylamino)-1,3,5-triazine-2-carboxylic acid (2f) 
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Figure 23. 1H NMR of 6-pentadecyl-N2-phenyl-1,3,5-triazine-2,4-diamine (3a) 

 

 
Figure 24. 13C NMR of 6-pentadecyl-N2-phenyl-1,3,5-triazine-2,4-diamine (3a)  
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Figure 25. HRMS spectrum of 6-pentadecyl-N2-phenyl-1,3,5-triazine-2,4-diamine (3a) 

 

 

 

Compound 3a 

m/z calcd for C6H9N5O2 [M+H]+ 398.3284 
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Figure 26. IR spectrum of 6-pentadecyl-N2-phenyl-1,3,5-triazine-2,4-diamine (3a)  
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Figure 27. 1H NMR of N2,6-diphenyl-1,3,5-triazine-2,4-diamine (3b) 

 

 
Figure 28. 13C NMR of N2,6-diphenyl-1,3,5-triazine-2,4-diamine (3b) 
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Figure 29. 1H NMR of 2-(4-amino-6-(phenylamino)-1,3,5-triazin-2-yl)phenol (3c) 

 

 
Figure 30. 13C NMR of 2-(4-amino-6-(phenylamino)-1,3,5-triazin-2-yl)phenol (3c) 
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Figure 31. HRMS spectrum of 2-(4-amino-6-(phenylamino)-1,3,5-triazin-2-yl)phenol (3c) 

 

 

 

Compound 3c 

m/z calcd for C15H13N5O [M+H]+ 280.1198 
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Figure 32. IR spectrum of 2-(4-amino-6-(phenylamino)-1,3,5-triazin-2-yl)phenol (3c) 
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Figure 33. 1H NMR of (E)-N2-phenyl-6-styryl-1,3,5-triazine-2,4-diamine (3d) 

 

 
Figure 34. 13C NMR of (E)-N2-phenyl-6-styryl-1,3,5-triazine-2,4-diamine (3d) 
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Figure 35. HRMS spectrum of (E)-N2-phenyl-6-styryl-1,3,5-triazine-2,4-diamine (3d) 

 

 

 

 

 

Compound 3d 

m/z calcd for C17H15N5 [M+H]+ 290.1406 
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Figure 36. IR spectrum of (E)-N2-phenyl-6-styryl-1,3,5-triazine-2,4-diamine (3d) 
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Figure 37. 1H NMR of Methyl 4-amino-6-(phenylamino)-1,3,5-triazine-2-carboxylate (3e) 

 

 
Figure 38. 13C NMR of Methyl 4-amino-6-(phenylamino)-1,3,5-triazine-2-carboxylate (3e) 
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Figure 39. 1H NMR of 4-amino-6-(phenylamino)-1,3,5-triazine-2-carboxylic acid (3f) 

 

 
Figure 40. 13C NMR of 4-amino-6-(phenylamino)-1,3,5-triazine-2-carboxylic acid (3f) 
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Figure 41. HRMS spectrum of 4-amino-6-(phenylamino)-1,3,5-triazine-2-carboxylic acid 

(3f) 

 

Compound 3f 

m/z calcd for C10H9N5O2 [M+2Na-H]+ 276.0473  
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Figure 42. IR spectrum of 4-amino-6-(phenylamino)-1,3,5-triazine-2-carboxylic acid (3f) 
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Figure 43. The cytotoxicity of twelve 1,3,5-triazine derivatives at 100 µM. 
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Figure 44. The concentration-response curves of the six 1,3,5-triazine derivatives at different 

concentrations (25, 50 and 100 µM) against SW620 and HCT116 cell lines for the calculation 

of IC50 values. 
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Figure 45. Particle size distribution determined by DLS – Condition A 

 

 

 
Figure 46. Particle size distribution determined by DLS – Condition C 
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