Supplementary Materials

S5-fluorouracil/Coumarin and 5-fluorouracil/Chromone

Hybrids: Synthesis and Drug-likeness Modeling

Laura Giraldo-Arroyave, Andrés F. Yepes and Wilson Cardona-Galeano”

! Quimica de Plantas Colombianas, Institute of Chemistry, Faculty of Exact and Natural Sciences,
University of Antioquia, UdeA, Calle 70 No. 52-21, A.A 1226, Medellin 050010, Colombia.
laura.giraldoa@udea.edu.co (L.G.-A); andresf.yepes@udea.edu.co (A.F.Y.)

* Correspondence: wilson.cardonal@udea.edu.co

TH, 3C NMR and MS spectra



Figure S1a; 'H NMR of compound 8a: 5-fluoro-1-((1-(3-((2-0x0-2H-chromen-7-yl)oxy)propyl)-1H-1,2,3-

triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S1b; *C NMR of compound 8a:
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Figure S1c; MS spectra of compound 8a:
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Figure S2a; 'H NMR of compound 8b: 5-fluoro-1-((1-(4-((2-ox0-2H-chromen-7-yl)oxy)butyl)-1H-1,2,3-triazol-

4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S2b; '* C NMR of compound 8b:
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Figure S2¢; MS spectra of compound 8b:
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Figure S3a; 'H NMR of compound 8¢: 5-fluoro-1-((1-(5-((2-ox0-2H-chromen-7-yl)oxy)pentyl)-1H-1,2,3-

triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S3b; '° C NMR of compound 8c:
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Figure S3¢; MS spectra of compound 8c:
C:\Users\andre...1\442_1527.mzML Injection 1 MS1 (+) profile MS*2 + spectrum 0.00 m/z 137.00
5000000
4500000+
122.0946
4000000 100.00%
3500000 453442.;55"1/06
3000000 280.1196
67.41%
2500000
J 163.0381
2000000 44.97%
1500000
1000000
114.0132 281.1236
13.20% [123.0991
1 % 175.0377 209.1095 11.45%
500000 09 1222403 SE5% 7.14%  7.85% 2?5;24 312.1337 3711369 414.1337
S 2.83% I 3.09% 2.83% 2.19%
0 |.l.|, ||.|Im o JL e b ,,.|‘.| TR A L,.,L .|. L L l L

70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450

34000

32000

30000

28000

26000

24000

22000

20000

18000

16000

14000

12000

10000

8000

6000

4000

2000

- -2000

m/z (Da)



Figure S4a; 'H NMR of compound 8d: 5-fluoro-1-((1-(6-((2-oxo-2H-chromen-7-yl)oxy)hexyl)-1H-1,2,3-

triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S4b; ' C NMR of compound 8d:
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Figure S4¢; MS spectra of compound 8d:
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Figure S5a; 'H NMR of compound 9a: 5-fluoro-1-((1-(3-((4-oxo-4H-chromen-7-yl)oxy)propyl)-1H-1,2,3-

triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S5b; > C NMR of compound 9a:
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Figure S5¢; MS spectra of compound 9a:
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Figure S6a; 'H NMR of compound 9b: 5-fluoro-1-((1-(4-((4-oxo-4H-chromen-7-yl)oxy)butyl)-1H-1,2,3-triazol-
4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S6b; ' C NMR of compound 9b:
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Figure S6c¢; MS spectra of compound 9b:
C:\Users\andre...2\428_1370.mzML Injection 1 MS1 (+) profile MS~2 + spectrum 0.00 m/z 107.00
4000000
3500000 00000
3000000
25000001 428.1350
65.96%
2000000
1500000+
175.0404
33.82%
10000004 140101 199.03%
19.57% 163.0270 21.99% 270.1145
89.0354 117.0332  14.17% 16.32%
500000 11.04% 10.86% 226.1241 57,1051
167.0487 6.94% 298.1096 10 400.1262
{ ‘ | ‘ s Tewe 305 50%% g
0] th... .|‘|._.__||\ || 0 P A R A [ -1 |\ L. L I 0-86% L [

11000

10000

9000

- 8000

F- 7000

- 6000

5000

{4000

13000

12000

11000

+-1000

70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430

m/z (Da)



320
300
280
260
240
I 220
200
180
I 160
I 140
120
I 100
180
160
I-20

Figure S7a; '"H NMR of compound 9¢: 5-fluoro-1-((1-(5-((4-oxo-4H-chromen-7-yl)oxy)pentyl)-1H-1,2,3-
triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S7b; '* C NMR of compound 9¢:

Figure S7¢; MS
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spectra of compound 9c¢:
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Figure S8a; 'H NMR of compound 9d: 5-fluoro-1-((1-(6-((4-oxo-4H-chromen-7-yl)oxy)hexyl)-1H-1,2,3-

triazol-4-yl)methyl)pyrimidine-2,4(1H,3H)-dione
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Figure S8b; ' C NMR of compound 9d:
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Figure S8¢; MS spectra of compound 9d:
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