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Synthesis of 6-(2-Furyl) and 6-(2-Thienyl)-4-trifluoromethylpyrimidinones and -pyrimidines
from 4-(2-Heteroaryl)-4-methoxy-1,1,1-trifluoro-3-buten-2-ones
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Figure S1. '"H NMR spectrum of the 6-(2-furyl)-4-trifluoromethyl-1H-pyrimidin-2-one (2a), DMSO-d,.
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Figure S2. "C[H] NMR spectrum of the 6-(2-furyl)-4-trifluoromethyl-1/-pyrimidin-2-one (2a), DMSO-d,.
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Figure S3. '"H NMR spectrum of the 6-(2-thienyl)-4-trifluoromethyl-1H-pyrimidin-2-one (2b), DMSO-d,.
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Figure S4. C NMR spectrum of the 6-(2-thienyl)-4-trifluoromethyl-1/-pyrimidin-2-one (2b), DMSO-d,.
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Figura S5. 'TH NMR spectrum of the 6-(2-furyl)-2-methyl-4-trifluoromethylpyrimidine (3a), CDCI,.
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Figure $6. °C NMR spectrum of the 6-(2-furyl)-2-methyl-4-trifluoromethylpyrimidine (3a), CDCI,.
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Figure S7. '"H NMR spectrum of the 2-methyl-6-(2-thienyl)-4-trifluoromethylpyrimidine (3b), CDCI,.
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Figure S8. “C[H] NMR spectrum of the 6-(2-thienyl)-2-methyl-4-trifluoromethylpyrimidine 3b, CDCL,.
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Figure S9. '"H NMR spectrum of the 6-(2-furyl)- 2-phenyl-4-trifluoromethylpyrimidine 4a, CDCI,.
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Figure S10. *C NMR spectrum of the 6-(2-furyl)-2-phenyl-4-trifluoromethylpyrimidine 4a, CDCI,.
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Figure S11. HMBC spectrum of the 6-(2-furyl)-2-phenyl-4-trifluoromethylpyrimidine 3b, CDCI..
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Figure S12. "H NMR spectrum of the 2-phenyl-6-(2-thienyl)-4-trifluoromethylpyrimidine 4b, CDCI,.
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Figure S13. *C[H] NMR spectrum of the 2-phenyl-6-(2-thienyl)-4-trifluoromethylpyrimidine 4b, CDCI,.
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Figure S14. 'H NMR spectrum of the 2-amino-6-(2-furyl)-4-trifluoromethylpyrimidine 5a, CDCI..
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Figure S15. °C [H] NMR spectrum of the 2-amino-6-(2-furyl)-4-trifluoromethylpyrimidine 5a, CDCL,.
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Figure 816. 'H NMR spectrum of the 2-amino-6-(2-thienyl)-4-trifluoromethylpyrimidine 5b, CDCI,.
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Figure S17. *C[H] NMR spectrum of the 2-amino-6-(2-thienyl)-4-trifluoromethylpyrimidine 5b, CDCI,.
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Figure S18. 'H NMR spectrum of the 6-(2-furyl)-2-(1H-pyrazol-1-yl)-4-trifluoromethyl-pyrimidine 6a, CDCI,.
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Figure S19. "C[H] NMR spectrum of 6-(2-furyl)-2-(1H-pyrazol-1-yl)-4-trifluoromethyl-pyrimidine 6a,CDCI,.
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Figure S20. 'H NMR spectrum of the 2-(1H-pyrazol-1-yl)-6-(2-thienyl) 4-trifluoromethylpyrimidine 6b, CDCI..
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Figure S21. "C[H] NMR spectrum of the 2-(1H-pyrazol-1-yl)-6-(2-thienyl)-4-trifluoromethylpyrimidine 6b, CDCI,.
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Figure $22. 'H NMR spectrum of the 6-(2-furyl)-2-tiomethyl-4-trifluoromethylpyrimidine 7a, CDCI,.
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Figure $23. "C[H] NMR spectrum of the 6-(2-furyl)-2-tiomethyl-4-trifluoromethylpyrimidine 7a, CDCI,.
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Figure S24. 'TH NMR spectrum of the 6-(2-thienyl)-2-tiomethyl-4-trifluoromethylpyrimidine 7b, CDCI,.

Figure S$25. *C[H] NMR spectrum of the 6-(2-thienyl)-2-tiomethyl-4-trifluoromethylpyrimidine 7b, CDCI,.

o
]
el

7 -

7787
7784
7563
7581
77551
7549
7426
7148
7138
7135
7126

Flores et al.

LI
L1 1010 11

0.000

174.140
160.206
56.200
55841
55582
55251
140223
1317208

105,582
105564

—_—

17310
76993
TEE

14.081

S13



S14 Synthesis of 6-(2-Furyl) and 6-(2-Thienyl)-4-trifluoromethylpyrimidinones J. Braz. Chem. Soc.

Abundance Average of 8.434 to 8.514 min.:
230

150000
140000
130000
120000
110000

246 281 304 377 458

SR RN LSRR B AR R RS LR RS S

0! e
mz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Figure S26. MS of 6-(2-furyl)-4-trifluoromethyl-1 H-pyrimidin-2-one (2a).
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Figure S27. MS of 6-(2-thienyl)-4-trifluoromethyl-1H-pyrimidin-2-one (2b).
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Figure S28. MS of 6-(2-furyl)-2-methyl-4-trifluoromethylpyrimidine (3a).

1500000

1000000

z=>

134

50

161

Average of 7.882 to 7.888 min.:
244

184 204
L 260 284303323 351 390407425 448 473 512 536

"
Pt e

0 LA S TARSS RS EARAA LT LA BARS IARAS R AN RARAA AR bt ALED AAS
40 60 80 100120140160180200220240260260300320340360380400420440460480500520540

Figure S29. MS of 2-methyl-6-(2-thienyl)-4-trifluoromethylpyrimidine (3b).
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Figure S30. MS of 6-(2-furyl)- 2-phenyl-4-trifluoromethyl-pyrimidine (4a).

Abyndange Average of 13.548 to 13.566 min..

150000

100000 103

5163 “
|||.. .||I| J

287
0m.l ||...| L T e 2 2% pgan . 35 %6

B Ty v---|.-n|n|-||-||--|.||v-;u-- T

i I
miz—> 40 60 100120140160180200220240260280300320340360380400

Figure S31. MS of 2-phenyl-6-(2-thienyl)-4-trifluoromethylpyrimidine (4b).



