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Figure S 1. 1H NMR spectrum of 2,4,6-tris(phenylthio)-1,3,5-triazine (1) in CDCl3.



Figure S 2. 13C NMR spectrum of 2,4,6-tris(phenylthio)-1,3,5-triazine (1) in CDCl3.



Figure S 3. 1H NMR spectrum of 2,4,6-tris(p-tolylthio)-1,3,5-triazine (2) in CDCl3.



Figure S 4. 13C NMR spectrum of 2,4,6-tris(p-tolylthio)-1,3,5-triazine (2) in CDCl3.



Figure S 5. 1H NMR spectrum of 2,4,6-tris((4-chlorophenyl)thio)-1,3,5-triazine (3) in 
CDCl3.



Figure S 6. 13C NMR spectrum of 2,4,6-tris((4-chlorophenyl)thio)-1,3,5-triazine (3) in 
CDCl3.



Figure S 7. 1H NMR spectrum of 3-nitrobenzene-1-sulfonyl chloride in CDCl3.



Figure S 8. 13C NMR spectrum of 3-nitrobenzene-1-sulfonyl chloride in CDCl3.



Figure S 9. 1H NMR spectrum of 3-nitrobenzenethiol in CDCl3.



Figure S 10. 13C NMR spectrum of 3-nitrobenzenethiol in CDCl3.



Figure S 11. 1H NMR spectrum of 2,4,6-tris((3-nitrophenyl)thio)-1,3,5-triazine (4) in 
DMSO-d6.



Figure S 12. 13C NMR spectrum of 2,4,6-tris((3-nitrophenyl)thio)-1,3,5-triazine (4) in DMSO-
d6.
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Figure S 13. 1H NMR spectrum of 2-methyl-5-nitrobenzene-1-sulfonyl chloride in 
DMSO-d6.



Figure S 14. 13C NMR spectrum of 2-methyl-5-nitrobenzene-1-sulfonyl chloride in 
DMSO-d6.



Figure S 15. 1H NMR spectrum of 2-methyl-5-nitrobenzenethiol in CDCl3.



Figure S 16. 13C NMR spectrum of 2-methyl-5-nitrobenzenethiol in CDCl3.



Figure S 17. 1H NMR spectrum of 2,4,6-tris((2-methyl-5-nitrophenyl)thio)-1,3,5-triazine 
(5) in DMSO-d6.



Figure S 18. 13C NMR spectrum of 2,4,6-tris((2-methyl-5-nitrophenyl)thio)-1,3,5-
triazine (5): in DMSO-d6.



Figure S 19. 1H NMR spectrum of 2,4,6-tris(2,6-dimethylphenylthio)-1,3,5-triazine (6)
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Figure S 20. 13C NMR spectrum of 2,4,6-tris(2,6-dimethylphenylthio)-1,3,5-triazine (6)
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Figure S 21. 1H NMR spectrum of 2,3,4,5,6-pentamethylbenzenethiol
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Figure S 22. 13C NMR spectrum of 2,3,4,5,6-pentamethylbenzenethiol
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Figure S 23. 1H NMR spectrum of 2,4,6-tris(2,3,4,5,6-pentamethyl phenylthio)-1,3,5-
triazine (7)
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Figure S 24. 13C NMR spectrum of 2,4,6-tris(2,3,4,5,6-pentamethyl phenylthio)-1,3,5-
triazine (7)
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Figure S 25. 1H NMR spectrum of 2,4,6-tris((2,3,5,6-tetrafluorophenyl)thio)-1,3,5-
triazine (8).
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Figure S 26. 13C NMR spectrum of 2,4,6-tris((2,3,5,6-tetrafluorophenyl)thio)-1,3,5-
triazine (8).
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Figure S 27. SCXRD structure of 2,4,6-tris(phenylthio)-1,3,5-triazine (1): CCDC-1403546

Color code: S, yellow; C, grey; H, salmon; N, blue. Selected distances (Å): S(1A)-C(1A), 

1.749(3); S(1A)-C(4A), 1.772(3); S(2A)-C(2A), 1.761(3); S(2A)-C(10A), 1.774(3); S(3A)-

C(3A), 1.749(3); S(3A)-C(16A), 1.767(3); N(1A)-C(3A), 1.333(4); N(1A)-C(1A), 1.333(4); 

N(2A)-C(2A), 1.329(4); N(2A)-C(1A), 1.349(4); N(3A)-C(3A), 1.331(4); N(3A)-C(2A), 

1.341(4). Selected angles (deg): C(1A)-S(1A)-C(4A), 103.64(14); C(2A)-S(2A)-C(10A), 

104.88(15); C(3A)-S(3A)-C(16A), 104.20(15); C(3A)-N(1A)-C(1A), 113.2(3); C(2A)-

N(2A)-C(1A), 112.6(3); C(3A)-N(3A)-C(2A), 113.6(3); N(1A)-C(1A)-N(2A), 127.0(3); 

N(1A)-C(1A)-S(1A), 120.4(2); N(2A)-C(1A)-S(1A), 112.6(2); N(2A)-C(2A)-N(3A), 

126.9(3); N(2A)-C(2A)-S(2A), 121.4(2); N(3A)-C(2A)-S(2A), 111.7(2); N(3A)-C(3A)-

N(1A), 126.6(3); N(3A)-C(3A)-S(3A), 112.2(2); N(1A)-C(3A)-S(3A), 121.2(2).



Figure S 28. SCXRD structure of 2,4,6-tris(p-tolylthio)-1,3,5-triazine (2): CCDC-1403547

Color code: S, yellow; C, grey; H, salmon; N, blue. Selected distances (Å): S(1)-C(1), 

1.746(3); S(1)-C(4), 1.777(2); S(2)-C(2), 1.756(2); S(2)-C(11), 1.774(3); S(3)-C(3), 1.755(3); 

S(3)-C(18), 1.774(3); N(1)-C(1), 1.338(3); N(1)-C(3), 1.343(3); N(2)-C(2), 1.333(3); N(2)-

C(1), 1.343(3); N(3)-C(3), 1.335(3); N(3)-C(2), 1.339(3). Selected angles (deg): C(1)-S(1)-

C(4), 109.89(12); C(2)-S(2)-C(11), 105.28(12); C(3)-S(3)-C(18), 104.05(12); C(1)-N(1)-C(3), 

112.9(2); C(2)-N(2)-C(1), 113.9(2); C(3)-N(3)-C(2), 113.3(2); N(1)-C(1)-N(2), 126.4(2); 

N(1)-C(1)-S(1), 122.70(19); N(2)-C(1)-S(1), 110.83(18); N(2)-C(2)-N(3), 126.3(2); N(2)-

C(2)-S(2), 112.64(18); N(3)-C(2)-S(2), 120.99(19); N(3)-C(3)-N(1), 127.1(2); N(3)-C(3)-

S(3), 120.40(18); N(1)-C(3)-S(3), 112.46(18).



Figure S 29. SCXRD structure of 2,4,6-tris((4-chlorophenyl)thio)-1,3,5-triazine (3): 
CCDC-1403548

Color code: S, yellow; Cl, green; C, grey; H, salmon; N, blue. Selected distances (Å): Cl(1)-

C(7), 1.740(3); Cl(2)-C(13), 1.741(3); Cl(3)-C(19), 1.741(3); S(1)-C(1), 1.753(3); S(1)-C(4), 

1.778(3); S(2)-C(2), 1.751(3); S(2)-C(10), 1.776(3); S(3)-C(3), 1.752(3); S(3)-C(16), 

1.772(3); N(1)-C(1), 1.329(4); N(1)-C(3), 1.336(3); N(2)-C(2), 1.336(4); N(2)-C(1), 1.346(3); 

N(3)-C(2), 1.331(4); N(3)-C(3), 1.336(3). Selected angles (deg): C(1)-S(1)-C(4), 105.44(13); 

C(2)-S(2)-C(10), 102.15(13); C(3)-S(3)-C(16), 104.02(13); C(1)-N(1)-C(3), 112.9(2); C(2)-

N(2)-C(1), 113.5(2); C(2)-N(3)-C(3), 112.9(2); N(1)-C(1)-N(2), 126.4(3); N(1)-C(1)-S(1), 

121.6(2); N(2)-C(1)-S(1), 112.0(2); N(3)-C(2)-N(2), 126.7(3); N(3)-C(2)-S(2), 119.8(2); 

N(2)-C(2)-S(2), 113.5(2); N(3)-C(3)-N(1), 127.5(3); N(3)-C(3)-S(3), 119.5(2); N(1)-C(3)-

S(3), 113.0(2).



Figure S 30. SCXRD structure of 2,4,6-tris((3-nitrophenyl)thio)-1,3,5-triazine (4): 
CCDC-1403549

Color code: S, yellow; O, red; C, grey; H, salmon; N, blue. Selected distances (Å): S(1)-C(1), 

1.756(3); S(1)-C(4), 1.758(3); S(2)-C(2), 1.746(3); S(2)-C(10), 1.774(3); S(3)-C(3), 1.741(3); 

S(3)-C(16), 1.770(4); O(1)-N(4), 1.205(4); O(2)-N(4), 1.216(4); O(3)-N(5), 1.211(4); O(4)-

N(5), 1.183(4); O(5)-N(6), 1.206(5); O(6)-N(6), 1.194(5); N(1)-C(1), 1.323(4); N(1)-C(3), 

1.345(4); N(2)-C(1), 1.325(4); N(2)-C(2), 1.330(4); N(3)-C(3), 1.320(4); N(3)-C(2), 1.326(4); 

N(4)-C(6), 1.468(4); N(5)-C(14), 1.460(5); N(6)-C(20), 1.458(5). Selected angles (deg): C(1)-

S(1)-C(4), 105.77(16); C(2)-S(2)-C(10), 103.26(17); C(3)-S(3)-C(16), 101.88(17); C(1)-N(1)-

C(3), 112.5(3); C(1)-N(2)-C(2), 112.9(3); C(3)-N(3)-C(2), 113.2(3); O(1)-N(4)-O(2), 

123.9(4); O(1)-N(4)-C(6), 118.0(4); O(2)-N(4)-C(6), 118.2(4); O(4)-N(5)-O(3), 122.7(4); 

O(4)-N(5)-C(14), 118.4(4); O(3)-N(5)-C(14), 118.9(4); O(6)-N(6)-O(5), 123.5(5); O(6)-N(6)-

C(20), 119.0(5); O(5)-N(6)-C(20), 117.3(5); N(1)-C(1)-N(2), 127.5(3); N(1)-C(1)-S(1), 

121.5(3); N(2)-C(1)-S(1), 110.9(2); N(3)-C(2)-N(2), 127.0(3); N(3)-C(2)-S(2), 120.2(3); 

N(2)-C(2)-S(2), 112.8(3); N(3)-C(3)-N(1), 126.9(3); N(3)-C(3)-S(3), 120.4(3); N(1)-C(3)-

S(3), 112.7(3).



Figure S 31. SCXRD structure of 2,4,6-tris((2-methyl-5-nitrophenyl)thio)-1,3,5-triazine (5): 
CCDC-1403550

Color code: S, yellow; O, red; C, grey; H, salmon; N, blue. Selected distances (Å): S(1)-C(1), 

1.749(3); S(1)-C(4), 1.774(3); S(1)-C(4B), 1.776(5); S(2)-C(2), 1.753(2); S(2)-C(11), 

1.776(3); S(3)-C(3), 1.751(3); S(3)-C(18), 1.777(3); N(5)-O(3), 1.213(3); N(5)-O(4), 

1.214(3); N(5)-C(16), 1.471(3); N(6)-O(6), 1.210(3); N(6)-O(5), 1.212(2); N(6)-C(23), 

1.471(3); N(1)-C(1), 1.327(3); N(1)-C(3), 1.331(3); N(2)-C(2), 1.330(3); N(2)-C(1), 1.337(3); 

N(3)-C(2), 1.322(3); N(3)-C(3), 1.330(3); N(4)-O(1), 1.210(4); N(4)-O(2), 1.214(4); N(4)-

C(9), 1.461(5). Selected angles (deg): C(1)-S(1)-C(4), 106.2(2); C(1)-S(1)-C(4B), 96.9(3); 

C(2)-S(2)-C(11), 104.15(12); C(3)-S(3)-C(18), 100.59(11); O(3)-N(5)-O(4), 123.8(2); O(3)-

N(5)-C(16), 118.2(2); O(4)-N(5)-C(16), 118.0(2); O(6)-N(6)-O(5), 123.6(3); O(6)-N(6)-

C(23), 118.0(2); O(5)-N(6)-C(23), 118.4(2); C(1)-N(1)-C(3), 113.0(2); C(2)-N(2)-C(1), 

113.0(2); C(2)-N(3)-C(3), 113.0(2); N(1)-C(1)-N(2), 126.7(2); N(1)-C(1)-S(1), 121.16(18); 

N(2)-C(1)-S(1), 112.2(2); N(3)-C(2)-N(2), 127.1(2); N(3)-C(2)-S(2), 120.38(19); N(2)-C(2)-

S(2), 112.48(19); N(3)-C(3)-N(1), 127.1(2); N(3)-C(3)-S(3), 118.58(19); N(1)-C(3)-S(3), 

114.29(17); O(1)-N(4)-O(2), 124.5(5); O(1)-N(4)-C(9), 112.7(4); O(2)-N(4)-C(9), 122.9(5).



Figure S 32. SCXRD structure of 2,4,6-tris(2,6-dimethylphenylthio)-1,3,5-triazine (6): 
CCDC-1436792

Color code: S, yellow; C, grey; H, salmon; N, blue. Selected distances (Å): S(1)-C(4), 

1.722(7); S(1)-C(1), 1.740(3); S(1)-C(4A), 1.829(10); S(2)-C(2), 1.752(3); S(2)-C(12), 

1.755(7); S(2)-C(12A), 1.757(10); S(3)-C(20A), 1.718(8); S(3)-C(3), 1.750(3); S(3)-C(20), 

1.781(5); N(1)-C(2), 1.327(3); N(1)-C(1), 1.334(3); N(2)-C(3), 1.333(3); N(2)-C(2), 1.333(3); 

N(3)-C(1), 1.324(3); N(3)-C(3), 1.326(3). Selected angles (deg): C(4)-S(1)-C(1), 106.8(4); 

C(1)-S(1)-C(4A), 97.2(6); C(2)-S(2)-C(12), 101.5(6); C(2)-S(2)-C(12A), 106.7(9); C(20A)-

S(3)-C(3), 104.7(10); C(3)-S(3)-C(20), 100.5(7); C(2)-N(1)-C(1), 113.3(2); C(3)-N(2)-C(2), 

112.9(2); C(1)-N(3)-C(3), 113.4(2); N(3)-C(1)-N(1), 126.6(2); N(3)-C(1)-S(1), 119.69(18); 

N(1)-C(1)-S(1), 113.68(19); N(1)-C(2)-N(2), 126.8(2); N(1)-C(2)-S(2), 119.8(2); N(2)-C(2)-

S(2), 113.4(2); N(3)-C(3)-N(2), 126.9(2); N(3)-C(3)-S(3), 118.9(2); N(2)-C(3)-S(3), 114.2(2); 

C(5)-C(4)-C(9), 120.0; C(5)-C(4)-S(1), 118.2(6); C(9)-C(4)-S(1), 121.7(6);



Figure S 33. SCXRD structure of 2,4,6-tris(2,3,4,5,6-pentamethyl phenylthio)-1,3,5-triazine 
(7): CCDC-1436793

Color code: S, yellow; C, grey; H, salmon; N, blue. Selected distances (Å): S(1)-C(1), 

1.749(5); S(1)-C(4), 1.774(6); S(2)-C(2), 1.745(6); S(2)-C(15), 1.784(5); S(3)-C(3), 1.734(5); 

S(3)-C(26), 1.788(5); N(1)-C(2), 1.345(6); N(1)-C(1), 1.348(6); N(2)-C(2), 1.310(6); N(2)-

C(3), 1.326(6); N(3)-C(1), 1.309(7); N(3)-C(3), 1.348(6). Selected angles (deg): C(1)-S(1)-

C(4), 104.3(3); C(2)-S(2)-C(15), 103.4(3); C(3)-S(3)-C(26), 103.9(3); C(2)-N(1)-C(1), 

113.0(5); C(2)-N(2)-C(3), 114.3(4); C(1)-N(3)-C(3), 114.1(5); N(3)-C(1)-N(1), 126.2(5); 

N(3)-C(1)-S(1), 122.0(5); N(1)-C(1)-S(1), 111.8(5); N(2)-C(2)-N(1), 126.6(5); N(2)-C(2)-

S(2), 119.8(4); N(1)-C(2)-S(2), 113.6(5); N(2)-C(3)-N(3), 125.7(5); N(2)-C(3)-S(3), 119.4(4); 

N(3)-C(3)-S(3), 114.9(4); C(5)-C(4)-C(9), 121.2(6); C(5)-C(4)-S(1), 120.0(5); C(9)-C(4)-

S(1), 118.7(5).



Figure S 34. SCXRD structure of 2,4,6-tris((2,3,5,6-tetrafluorophenyl)thio)-1,3,5-triazine 
(8): CCDC-1452878

Color code: S, yellow; C, grey; H, salmon; N, blue; F, green. Selected distances (Å): S(1)-

C(1), 1.747(6); S(1)-C(4), 1.757(6); S(2)-C(10), 1.753(6); S(2)-C(2), 1.754(6); S(3)-C(3), 

1.750(6); S(3)-C(16), 1.768(7); N(1)-C(2), 1.334(7); N(1)-C(1), 1.336(7); N(2)-C(3), 

1.326(7); N(2)-C(2), 1.330(7); N(3)-C(1), 1.327(7); N(3)-C(3), 1.338(7). Selected angles 

(deg): C(1)-S(1)-C(4), 100.9(3); C(10)-S(2)-C(2), 101.5(3); C(3)-S(3)-C(16), 101.9(3); C(2)-

N(1)-C(1), 113.2(5); C(3)-N(2)-C(2), 112.5(5); C(1)-N(3)-C(3), 113.4(5); N(3)-C(1)-N(1), 

126.2(5); N(3)-C(1)-S(1), 119.3(4); N(1)-C(1)-S(1), 114.5(5); N(2)-C(2)-N(1), 127.3(5); 

N(2)-C(2)-S(2), 119.4(5); N(1)-C(2)-S(2), 113.3(5); N(2)-C(3)-N(3), 127.3(5); N(2)-C(3)-

S(3), 120.6(5); N(3)-C(3)-S(3), 112.1(4); C(9)-C(4)-C(5), 117.8(6); C(9)-C(4)-S(1), 120.5(6);

C(5)-C(4)-S(1), 121.7(6).



Figure S 35. SCXRD structure of 2,4,6-tris(2,6-dimethylphenylthio)-1,3,5-triazine 
(60.5C6F6): CCDC-1436791

Color code: S, yellow; F, green; C, grey; H, salmon; N, blue. Selected distances (Å): S(1)-

C(1), 1.751(3); S(1)-C(4), 1.784(3); S(2)-C(2), 1.757(3); S(2)-C(12), 1.776(3); S(3)-C(3), 

1.749(3); S(3)-C(20), 1.777(3); F(1)-C(28), 1.343(4); F(2)-C(29), 1.340(4); F(3)-C(30), 

1.334(4); N(1)-C(2), 1.344(4); N(1)-C(1), 1.353(4); N(2)-C(2), 1.325(4); N(2)-C(3), 1.335(3);

N(3)-C(1), 1.326(4); N(3)-C(3), 1.341(4). Selected angles (deg): C(1)-S(1)-C(4), 102.66(15); 

C(2)-S(2)-C(12), 103.74(14); C(3)-S(3)-C(20), 101.66(14); C(2)-N(1)-C(1), 112.8(3); C(2)-

N(2)-C(3), 113.6(3); C(1)-N(3)-C(3), 113.4(2); N(3)-C(1)-N(1), 126.6(3); N(3)-C(1)-S(1), 

120.3(2); N(1)-C(1)-S(1), 113.1(2); N(2)-C(2)-N(1), 126.8(3); N(2)-C(2)-S(2), 120.0(2); 

N(1)-C(2)-S(2), 113.2(2); N(2)-C(3)-N(3), 126.7(3); N(2)-C(3)-S(3), 119.9(2); N(3)-C(3)-

S(3), 113.4(2).



Figure S 36. TGA of 1.



Figure S 37. TGA of 2.



Figure S 38. TGA of 3.



Figure S 39. TGA of 4.



Figure S 40. TGA of 5.



Figure S 41. TGA of 6.



Figure S 42. TGA of 7.



Figure S 43. TGA of 8.



Figure S 44. TGA of 60.5C6F6.



Table S 1. Crystallographic data for 2,4,6-tris(phenylthio)-1,3,5-triazine (1): CCDC-
1403546



Table S 2. Crystallographic data for 2,4,6-tris(p-tolylthio)-1,3,5-triazine (2): CCDC-1403547



Table S 3. Crystallographic data for 2,4,6-tris((4-chlorophenyl)thio)-1,3,5-triazine (3): 
CCDC-1403548



Table S 4. Crystallographic data for 2,4,6-tris((3-nitrophenyl)thio)-1,3,5-triazine (4): 
CCDC-1403549



Table S 5. Crystallographic data for 2,4,6-tris((2-methyl-5-nitrophenyl)thio)-1,3,5-triazine 
(5): CCDC-1403550



Table S 6. Crystallographic data for 2,4,6-tris(2,6-dimethylphenylthio)-1,3,5-triazine (6): 
CCDC-1436792



Table S 7. Crystallographic data for 2,4,6-tris(2,3,4,5,6-pentamethyl phenylthio)-1,3,5-
triazine (7): CCDC-1436793



Table S 8. Crystallographic data for 2,4,6-tris(2,3,4,5,6-pentamethyl phenylthio)-1,3,5-
triazine (8): CCDC-1452878



Table S 9. Crystallographic data for 2,4,6-tris(2,6-dimethylphenylthio)-1,3,5-triazine 
(60.5C6F6): CCDC-1436791


