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1H-and ®C-NMR spectra were recorded using Bruker Avance II 400 and 100 MHz
spectrometers in 99.99% DMSO-ds and 99.82% CDCls (2 mg/mL) using TMS as the stand-
ard solvent. ESI-MS spectra were measured on LCMS 2010 VG mass spectrometer in
Methanol/DCM solvent (10 pug/mL).

H-NMR for 4; "H-NMR & *C-NMR for 5a-1; ESI-Mass for 5a, 5b, 5¢, 5d, 5e, 5, 5g, 5j,
5], 5n and 5q; Docking figures of 5b, 5¢, 5d, 5e, 5g, 5k, 51, 5m, 50 and 5q
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Figure S1. "H-NMR of 6-chloro-3-methyl-1-(prop-2-yn-1-yl)pyrimidine-2,4(1H,3H)-dione (4).
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Figure S2. 'TH-NMR 6-chloro-3-methyl-1-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione (5a).
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Figure S3. *C-NMR 6-chloro-3-methyl-1-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione (5a).
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Figure S4. 'H-NMR

of 6-chloro-1-((1-(4-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-di-

one (5b).
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Figure S5. 3C-NMR 6-chloro-1-((1-(4-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-dione

(5b).
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Figure S6. 'TH-NMR of 6-chloro-1-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-di-

one (5c¢).

Figure S7. 3C-NMR of 6-chloro-1-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-di-
one (5¢).
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Figure S8. 'TH-NMR of 6-chloro-3-methyl-1-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
(5d).
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Figure S9. ®*C-NMR of 6-chloro-3-methyl-1-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
(5d).
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Figure S10. 'H-NMR of 6-chloro-1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-

dione (5e).
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Figure S11. ®*C-NMR of 6-chloro-1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-

dione (5e).
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Figure S12. '"H-NMR of 1-((1-benzyl-1H-1,2,3-triazol-4-yl)methyl)-6-chloro-3-methylpyrimidine-2,4(1H,3H)-dione (5f).
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Figure 13. 3C-NMR of 1-((1-benzyl-1H-1,2,3-triazol-4-yl)methyl)-6-chloro-3-methylpyrimidine-2,4(1H,3H)-dione (5f).
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Figure S14. 'H-NMR of 1-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-6-chloro-3-methylpyrimidine-2,4(1H,3H)-di-

one (5g).
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Figure S15. *C-NMR of 1-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-6-chloro-3-methylpyrimidine-2,4(1H,3H)-di-
one (5g).
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Figure S16. 'H-NMR of 6-chloro-3-methyl-1-((1-(4-methylbenzyl)-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-di-

one (5h).
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Figure 17. 3C-NMR of 6-chloro-3-methyl-1-((1-(4-methylbenzyl)-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-di-

one (5h).
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Figure S18. 'H-NMR of 6-chloro-1-((1-(3-methoxybenzyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-

dione (5i).
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Figure S19. 3C-NMR of 6-chloro-1-((1-(3-methoxybenzyl)-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-

dione (5i).
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Figure 520. '"H-NMR of 6-chloro-3-methyl-1-((1-(3-phenoxybenzyl)-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-

dione (5j).
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Figure S21. "H-NMR of 1-((1-((3-(2H-chromen-3-yl)-1,2,4-oxadiazol-5-yl)methyl)-1H-1,2,3-triazol-4-yl)methyl)-6-chloro-3-

methylpyrimidine-2,4(1H,3H)-dione (5k).
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Figure S22. BC-NMR of 1-((1-((3-(2H-chromen-3-yl)-1,2,4-oxadiazol-5-yl)methyl)-1H-1,2,3-triazol-4-yl)methyl)-6-chloro-

3-methylpyrimidine-2,4(1H,3H)-dione (5k).
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Figure S23. '"H-NMR of 6-chloro-1-((1-((3-(8-methoxy-2H-chromen-3-yl)-1,2,4-oxadiazol-5-yl)methyl)-1H-1,2,3-triazol-4-
yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-dione (51).
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Figure S24. *C NMR of 6-chloro-1-((1-((3-(8-methoxy-2H-chromen-3-yl)-1,2,4-oxadiazol-5-yl)methyl)-1H-1,2,3-triazol-4-
yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-dione (51).
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Figure S25. 'H-NMR of 6-chloro-3-methyl-1-((1-(4-((4-methyl-2-oxo-2H-chromen-7-yl)oxy)butyl)-1H-1,2,3-triazol-4-

yl)methyl)pyrimidine-2,4(1H,3H)-dione (5m).
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Figure S26. “C-NMR of 6-chloro-3-methyl-1-((1-(4-((4-methyl-2-oxo-2H-chromen-7-yl)oxy)butyl)-1H-1,2,3-triazol-4-

yl)methyl)pyrimidine-2,4(1H,3H)-dione (5m).
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Figure S27. 'TH-NMR of 2-(3-(4-((6-chloro-3-methyl-2,4-dioxo-3,4-dihydropyrimidin-1(2H)-yl)methyl)-1H-1,2,3-triazol-1-
yl)propyl)-1H-benzo[w]isoquinoline-1,3(2H)-dione (5n).
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Figure S28. ®*C-NMR of 2-(3-(4-((6-chloro-3-methyl-2,4-dioxo-3,4-dihydropyrimidin-1(2H)-yl)methyl)-1H-1,2,3-triazol-1-

yl)propyl)-1H-benzo[w]isoquinoline-1,3(2H)-dione (5n).
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Figure S30. *C-NMR of 6-chloro-1-((1-hexyl-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-dione (50
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Figure 529. 'TH-NMR of 6-chloro-1-((1-hexyl-1H-1,2,3-triazol-4-yl)methyl)-3-methylpyrimidine-2,4(1H,3H)-dione (50).

)-

Figure S31. "H-NMR of 6-chloro-3-methyl-1-((1-octyl-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione (5p).
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Figure S32. 3C-NMR of 6-chloro-3-methyl-1-((1-octyl-1H-1,2,3-triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione (5p).
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Figure S33. 'TH-NMR of 1,1'-((1,1'-(butane-1,4-diyl)bis(1H-1,2,3-triazole-4,1-diyl))bis(methylene))bis(6-chloro-3-methylpy-

rimidine-2,4(1H,3H)-dione) (5q).
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Figure S34. 3C-NMR of 1,1'-((1,1'-(butane-1,4-diyl)bis(1H-1,2,3-triazole-4,1-diyl))bis(methylene))bis(6-chloro-3-methylpy-

rimidine-2,4(1H,3H)-dione) (5q).
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Figure S35. 'H-NMR of 1,1'-((1,1'-(pentane-1,5-diyl)bis(1H-1,2,3-triazole-4,1-diyl))bis(methylene))bis(6-chloro-3-

methylpyrimidine-2,4(1H,3H)-dione) (5r).
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Figure S36. "“C-NMR of 1,1'«((1,1-(pentane-1,5-diyl)bis(1H-1,2,3-triazole-4,1-diyl))bis(methylene))bis(6-chloro-3-

methylpyrimidine-2,4(1H,3H)-dione) (5r).
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Figure S40. ESI mass spectrum of 5d.



Molecules 2021, 26, 1952 20 of 26

Figure S41. ESI mass spectrum of 5e.
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Figure S42. ESI mass spectrum of 5f.
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Figure §45. ESI mass spectrum of 51.
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Figure S46. ESI mass spectrum of 5n.
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Figure S48. Docking interactions of 5b in the active site of the VEGFR-2 protein.
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Figure 549. Docking interactions of 5¢ in the active site of the VEGFR-2 protein.
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Figure S50. Docking interactions of 5d in the active site of the VEGFR-2 protein.
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Figure S51. Docking interactions of 5e in the active site of the VEGFR-2 protein.
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Figure S53. Docking interactions of 5k in the active site of the VEGFR-2 protein.
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Figure S54. Docking interactions of 51 in the active site of the VEGFR-2 protein.
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Figure S55. Docking interactions of 5m in the active site of the VEGFR-2 protein.
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Figure S56. Docking interactions of 50 in the active site of the VEGFR-2 protein.
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Figure S57. Docking interactions of 5q in the active site of the VEGFR-2 protein.



