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3-Benzyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3a
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Figure S1. 1H NMR spectrum (400 MHz, DMSO-d6) of 3-benzyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3a.
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Figure S2. 13C NMR spectrum (100 MHz, DMSO-d6) of 3-benzyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3a.
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Figure S3. LC/MS data for 3-benzyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3a.
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Figure S4. IR spectrum of 3-benzyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3a.
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Figure S5. UV/Vis spectrum of 3-benzyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3a (MeOH).
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Figure S6. 1H NMR spectrum (400 MHz, DMSO-d6) of 3-ethyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3b.
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Figure S7. 13C NMR spectrum (100 MHz, DMSO-d6) of 3-ethyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3b.
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Figure S8. LC/MS data for 3-ethyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3b.
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Figure S9. IR spectrum of 3-ethyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3b.
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Figure S10. UV/Vis spectrum of 3-ethyl-1-(4-oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)thiourea 3b (MeOH).

1-(4-Oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)-3-phenylthiourea 3c.
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Figure S11. 1H NMR spectrum (400 MHz, DMSO-d6) of 1-(4-Oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)-3-phenylthiourea 3c.
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Figure S12. 13C NMR spectrum (100 MHz, DMSO-d6) of 1-(4-Oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)-3-phenylthiourea 3c.
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Figure S13. LC/MS data for 1-(4-Oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)-3-phenylthiourea 3c.
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Figure S14. IR spectrum of 1-(4-Oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)-3-phenylthiourea 3c.
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Figure S15. UV/Vis spectrum of 1-(4-Oxo-2-thioxo-1,4-dihydroquinazo​lin-3(2H)-yl)-3-phenylthiourea 3c (MeOH).
1-Benzyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]quina​zolin-1-ium-2-thiolate 6a. 
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Figure S16. 1H NMR spectrum (400 MHz, DMSO-d6) of 1-benzyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]quina​zolin-1-ium-2-thiolate 6a.
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Figure S17. 13C NMR spectrum (100 MHz, DMSO-d6) of 1-benzyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]quina​zolin-1-ium-2-thiolate 6a.
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Figure S18. LC/MS data for 1-benzyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]quina​zolin-1-ium-2-thiolate 6a.
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Figure S19. IR spectrum of 1-benzyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]quina​zolin-1-ium-2-thiolate 6a.
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Figure S20. UV/Vis spectrum of 1-benzyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]quina​zolin-1-ium-2-thiolate 6a (MeOH).

1-Ethyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]​quina​zolin-1-ium-2-thiolate 6b. 
[image: image21.png]L

oy AP [ ‘
o W |
‘//
I |l ] .
U\ i
sl Dol e o
[ L“ l S =
i alsla @ 4

8.0 6.0 5.0 4.0 3.0 20 1.1
File name: RINO1490

Expert: D.Stepanova SF: 400.0773 MHz; sw: 8013 Hz; at: 2.04 sec NS: ; pw: 7,25 usec SI: 65536, TD: 32768

Date: 20_feb_2019 Solvent: DMSO 0129 Nuclear: 1H

TE: 209K block: $29780




Figure S21. 1H NMR spectrum (400 MHz, DMSO-d6) of 1-ethyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]​quina​zolin-1-ium-2-thiolate 6b.
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Figure S22. 13C NMR spectrum (100 MHz, DMSO-d6) of 1-ethyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]​quina​zolin-1-ium-2-thiolate 6b.
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Figure S23. LC/MS data for 1-ethyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]​quina​zolin-1-ium-2-thiolate 6b.
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Figure S24. IR spectrum of 1-ethyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]​quina​zolin-1-ium-2-thiolate 6b.
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Figure S25. UV/Vis spectrum of 1-ethyl-5-thioxo-5,6-dihydro-[1,2,4]triazolo[1,5-c]​quina​zolin-1-ium-2-thiolate 6b (MeOH).

1-Phenyl-5-thioxo-5,6-dihydro-[1,2,4]tri​azo​lo[1,5-c]quina​zolin-1-ium-2-thiolate 6c.
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Figure S26. 1H NMR spectrum (400 MHz, DMSO-d6) of 1-phenyl-5-thioxo-5,6-dihydro-[1,2,4]tri​azo​lo[1,5-c]quina​zolin-1-ium-2-thiolate 6c.
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Figure S27. 13C NMR spectrum (100 MHz, DMSO-d6) of 1-phenyl-5-thioxo-5,6-dihydro-[1,2,4]tri​azo​lo[1,5-c]quina​zolin-1-ium-2-thiolate 6c.
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Figure S28. LC/MS data for 1-phenyl-5-thioxo-5,6-dihydro-[1,2,4]tri​azo​lo[1,5-c]quina​zolin-1-ium-2-thiolate 6c.
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Figure S29. IR spectrum of 1-phenyl-5-thioxo-5,6-dihydro-[1,2,4]tri​azo​lo[1,5-c]quina​zolin-1-ium-2-thiolate 6c.
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Figure S30. UV/Vis spectrum of 1-phenyl-5-thioxo-5,6-dihydro-[1,2,4]tri​azo​lo[1,5-c]quina​zolin-1-ium-2-thiolate 6c (MeOH).
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