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[bookmark: _Toc241573979]Fig. S1. Representative microplate-based assay biological screening against bacterial cells.
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[bookmark: _Toc241573980]Fig. S2. Representative microdilution assay in microplate format for the determination of minimum inhibitory concentration (MIC) against Mycobacterium species.
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[bookmark: _Toc241573981]Fig. S3. Representative microdilution assay in microplate format for the determination of minimum bactericidal concentration (MBC).
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[bookmark: _Toc241573982]Fig. S4. Infrared spectrum for 5-(1-phenyl-1H-pyrazol-4-ylmethylene)-2-thioxo-dihydro-pyrimidine-4,6-dione LQFM231 (2) in KBr.
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[bookmark: _Toc241573983]Fig. S5. 1H NMR spectrum for 5-(1-phenyl-1H-pyrazol-4-ylmethylene)-2-thioxo-dihydro-pyrimidine-4,6-dione – LQFM231 (2) in DMSO-d6.
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[bookmark: _Toc241573984][bookmark: _Hlk137795210]Fig. S6. 1H 13C HSQC NMR contour map for 5-(1-phenyl-1H-pyrazol-4-ylmethylene)-2-thioxo-dihydro-pyrimidine-4,6-dione – LQFM231 (2) in DMSO-d6.
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[bookmark: _Toc241573985]Figure S7. 1H 13C HMBC NMR contour map for 5-(1-phenyl-1H-pyrazol-4-ylmethylene)-2-thioxo-dihydro-pyrimidine-4,6-dione – LQFM231 (2) in DMSO-d6.
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[bookmark: _Toc241573986]Fig. S8. Mass spectrum obtained for 5-(1-phenyl-1H-pyrazol-4-ylmethylene)-2-thioxo-dihydro-pyrimidine-4,6-dione – LQFM231 (2).
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[bookmark: _Toc241573987][bookmark: _Hlk137797273]Fig. S9. Infrared spectrum for 5-((1-(4-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM232 (3) in KBr.
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[bookmark: _Toc241573988]Fig. S10. 1H NMR spectrum for 5-((1-(4-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM232 (3) in DMSO-d6.
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[bookmark: _Toc241573989]Fig. S11. 1H 13C HSQC NMR contour map for 5-((1-(4-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM232 (3) in DMSO-d6.
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[bookmark: _Toc241573990]Fig. S12. 1H 13C HMBC NMR contour map for 5-((1-(4-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM232 (3) in DMSO-d6.
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[bookmark: _Toc241573991]Fig. S13. Mass spectrum obtained for 5-((1-(4-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione -  LQFM232 (3).
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[bookmark: _Toc241573992][bookmark: _Hlk137799767][bookmark: _Hlk135205594]Fig. S14. Infrared spectrum for 5-((1-(2-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM233 (4) in KBr.

LQFM233
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[bookmark: _Toc241573993]Fig. S15. 1H NMR spectrum for 5-((1-(2-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM233 (4) in DMSO-d6.
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[bookmark: _Toc241573994]Fig. S16. 1H 13C HSQC NMR contour map for 5-((1-(2-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM233 (4) in DMSO-d6.
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[bookmark: _Toc241573995]Fig. S17. 1H 13C HMBC NMR contour map for 5-((1-(2-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM233 (4) in DMSO-d6.
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[bookmark: _Toc241573996]Fig. S18. Mass spectrum obtained for 5-((1-(2-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione -  LQFM233 (4).
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[bookmark: _Toc241573997][bookmark: _Hlk137801134][bookmark: _Hlk135205723][bookmark: _Hlk141335560]Fig. S19. Infrared spectrum for 5-((1-(4-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM234 (5) in KBr.

LQFM234
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[bookmark: _Toc241573998]Figure S20. 1H NMR spectrum for 5-((1-(4-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM234 (5) in DMSO-d6.
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[bookmark: _Toc241573999]Fig. S21. 1H 13C HSQC NMR contour map for 5-((1-(4-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM234 (5) in DMSO-d6.
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[bookmark: _Toc241574000]Figure S22. 1H 13C HMBC NMR contour map for 5-((1-(4-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM234 (5) in DMSO-d6.
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[bookmark: _Toc241574001]Fig. S23. Mass spectrum obtained for 5-((1-(4-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM234 (5).
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[bookmark: _Toc241574002]Fig. S24. Infrared spectrum for 5-((1-(2-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM237 in KBr (6).

LQFM237
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[bookmark: _Toc241574003]Fig. S25. 1H NMR spectrum for 5-((1-(2-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM237 (6) in DMSO-d6.
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[bookmark: _Toc241574004]Figure S26. 1H 13C HSQC NMR contour map for 5-((1-(2-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM237 (6) in DMSO-d6.
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[bookmark: _Toc241574005]Figure S27. 1H 13C HMBC NMR contour map for 5-((1-(2-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM237 (6) in DMSO-d6.
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[bookmark: _Toc241574006]Fig. S28. Mass spectrum obtained for 5-((1-(2-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM237 (6).
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[bookmark: _Toc241574007]Fig. S29. Infrared spectrum for 5-((1-(3-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM238 (7) in KBr.

LQFM238




[image: Diagrama

O conteúdo gerado por IA pode estar incorreto.]

[bookmark: _Toc241574008]Fig. S30. 1H NMR spectrum for 5-((1-(3-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM238 (7) in DMSO-d6.

[image: ]



[bookmark: _Toc241574009]Fig. S31. 1H 13C HSQC NMR contour map for 5-((1-(3-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM238 (7) in DMSO-d6.

[image: ]



[bookmark: _Toc241574010]Fig. S32. 1H 13C HMBC NMR contour map for 5-((1-(3-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM238 (7) in DMSO-d6.


[image: ]


[bookmark: _Toc241574011]Fig. S33. Mass spectrum obtained for 5-((1-(3-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM238 (7).

[image: Gráfico

O conteúdo gerado por IA pode estar incorreto.]


[bookmark: _Toc241574012][bookmark: _Hlk137808339]Fig. S34. Infrared spectrum for 5-((1-(2-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM239 (8) in KBr.

LQFM239



[image: Diagrama

O conteúdo gerado por IA pode estar incorreto.]


[bookmark: _Toc241574013]Fig. S35. 1H NMR spectrum for 5-((1-(2-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM239 (8) in DMSO-d6.

[image: ]



[bookmark: _Toc241574014]Fig. S36. 1H 13C HSQC NMR contour map for 5-((1-(2-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM239 (8) in DMSO-d6.

[image: ]



[bookmark: _Toc241574015]Fig. S37. 1H 13C HMBC NMR contour map for 5-((1-(2-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM239 (8) in DMSO-d6.


[image: ]


[bookmark: _Toc241574016]Fig. S38. Mass spectrum obtained for 5-((1-(2-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM239 (8).

[image: Gráfico

O conteúdo gerado por IA pode estar incorreto.]




[bookmark: _Toc241574017][bookmark: _Hlk137810055]Fig. S39. Infrared spectrum for 5-((1-(3-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM240 (9) in KBr.

LQFM240



[image: Diagrama

O conteúdo gerado por IA pode estar incorreto.]


[bookmark: _Toc241574018]Fig. S40. 1H NMR spectrum for 5-((1-(3-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM240 (9) in DMSO-d6.

[image: ]



[bookmark: _Toc241574019]Fig. S41. 1H 13C HSQC NMR contour map for 5-((1-(3-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM240 (9) in DMSO-d6.

[image: ]



[bookmark: _Toc241574020]Fig. S42. 1H 13C HMBC NMR contour map for 5-((1-(3-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM240 (9) in DMSO-d6.

[image: ]


[bookmark: _Toc241574021]Fig. S43. Mass spectrum obtained for 5-((1-(3-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM240 (9).

[image: Linha do tempo

O conteúdo gerado por IA pode estar incorreto.]
[bookmark: _Toc241574022]
Fig. S44. Infrared spectrum for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM281 (10) in KBr.
LQFM281



[image: Uma imagem contendo Interface gráfica do usuário

O conteúdo gerado por IA pode estar incorreto.]


[bookmark: _Toc241574023]Fig. S45. 1H NMR spectrum for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM281 (10) in DMSO-d6.


[image: ]


[bookmark: _Toc241574024]Fig. S46. 13C NMR spectrum for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM281 (10) in DMSO-d6.


[image: ]


[bookmark: _Toc241574025]Fig. S47. 1H 13C HSQC NMR contour map for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM281 (10) in DMSO-d6.


[image: ]


[bookmark: _Toc241574026]Fig. S48. 1H 13C HMBC NMR contour map for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM281 (10) in DMSO-d6.

[image: ]


[bookmark: _Toc241574027]Fig. S49. Mass spectrum obtained for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM281 (10).

[image: Gráfico, Gráfico de caixa estreita

O conteúdo gerado por IA pode estar incorreto.]



[bookmark: _Toc241574028][bookmark: _Hlk135207073]Fig. S50. Infrared spectrum for 5-((1-(4-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM282 (11) in KBr.

LQFM282



[image: Interface gráfica do usuário

O conteúdo gerado por IA pode estar incorreto.]


[bookmark: _Toc241574029]Figure S51. 1H NMR spectrum for 5-((1-(4-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM282 (11) in DMSO-d6.

[image: ]



[bookmark: _Toc241574030]Fig. S52. 1H 13C HSQC NMR contour map for 5-((1-(4-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM282 (11) in DMSO-d6.

[image: ]



[bookmark: _Toc241574031]Fig. S53. 1H 13C HMBC NMR contour map for 5-((1-(4-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM282 (11) in DMSO-d6.


[image: ]


[bookmark: _Toc241574032]Fig. S54. Mass spectrum obtained for 5-((1-(4-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM282 (11).

[image: Uma imagem contendo Linha do tempo

O conteúdo gerado por IA pode estar incorreto.]


[bookmark: _Toc241574033]Table S1. 1H and 13C NMR spectral data for 5-(1-phenyl-1H-pyrazol-4-ylmethylene)-2-thioxo-dihydro-pyrimidine-4,6-dione – LQFM231 (2) in DMSO-d6.
	


	
	[bookmark: _Toc241574034] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574035] 13C

	3
	8.85 (s)
	146.9

	4
	-
	119.0

	5
	9.56 (s)
	136.0

	6
	8.35 (s)
	144.6

	1’
	-
	138.5

	2’, 6’
	7.89 (ddd, 8.6; 1.2; 2.1)
	119.2

	3’, 5’
	7.59 (ddd, 8.6; 7.4; 2.1)
	129.7

	4’
	7.45 (tt, 7.4; 1.2)
	127.8

	1”
	-
	114.1

	2”, 6”
	-
	160.7; 161.9

	4”
	-
	178.4

	NH
	12.43 (s); 12.41 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: ddd (doublet of doublet of doublet), s (singlet), tt (triplet of triplet).





[bookmark: _Toc241574036]Table S2. 1H and 13C NMR spectral data for 5-((1-(4-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM232 (3) in DMSO-d6.

	


	
	[bookmark: _Toc241574037] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574038] 13C

	3
	8.83 (s)
	147.0

	4
	-
	119.4

	5
	9.50 (s)
	136.3

	6
	8.33 (s)
	144.6

	1’
	-
	135.6

	2’, 6’
	7.92 (dd, 8.6; 4.7)
	121.4

	3’, 5’
	7.44 (brt, 8.6)
	116.5

	4’
	-
	161.7

	1”
	-
	114.5

	2”, 6”
	-
	161.1; 162.5

	4”
	-
	178.7

	NH
	12.43 (s); 12.41 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: brt (broad triplet), dd (doublet of doublet), s (singlet).





[bookmark: _Toc241574039]Table S3. 1H and 13C NMR spectral data for 5-((1-(2-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione - LQFM233 (4) in DMSO-d6.

	


	
	[bookmark: _Toc241574040][bookmark: _Hlk137800136] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574041] 13C

	3
	8.80 (s)
	147.9

	4
	-
	119.3

	5
	9.49 (d, 2.1)
	139.8

	6
	8.39 (s)
	145.5

	1’
	-
	127.3

	2’
	-
	153.8

	3’
	7.43 (ddd, 8.4; 5.7; 2.4)
	126.1

	4’
	7.61 – 7.49 (m)
	130.6

	5’
	7.92 (td, 8.1; 1.3)
	125.5

	6’
	7.61 – 7.49 (m)
	117.7

	1”
	-
	114.9

	2”, 6”
	-
	161.7; 162.5

	4”
	-
	178.8

	NH
	12.44 (s); 12.41 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: d (doublet), ddd (doublet of doublet of doublet), m (multiplet), s (singlet), td (triplet of doublet).





[bookmark: _Toc241574042]Table S4. 1H and 13C NMR spectral data for 5-((1-(4-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM234 (5) in DMSO-d6.
	


	
	[bookmark: _Toc241574043] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574044] 13C

	3
	8.85 (s)
	147.7

	4
	-
	119.7

	5
	9.56 (s)
	136.9

	6
	8.33 (s)
	145.0

	1’
	-
	137.4

	2’, 6’
	7.92 (dab, 8.9)
	121.5

	3’, 5’
	7.66 (dab, 8.9)
	130.3

	4’
	-
	132.9

	1”
	-
	114.9

	2”, 6”
	-
	161.2; 162.2

	4”
	-
	179.0

	NH
	12.44 (s); 12.42 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: dab (doublet in second-order system), s (singlet). 





[bookmark: _Toc241574045]Table S5. 1H and 13C NMR spectral data for 5-((1-(2-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM237 (6) in DMSO-d6.

	


	
	[bookmark: _Toc241574046] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574047] 13C

	3
	8.79 (s)
	147.3

	4
	-
	118.6

	5
	9.37 (s)
	141.1

	6
	8.38 (s)
	145.2

	1’
	-
	136.7

	2’
	-
	137.1

	3’
	7.75 – 7.71 (m)
	127.6

	4’
	7.59 – 7.55 (m)
	127.6

	5’
	7.63 – 7.59(m)
	131.0

	6’
	7.79 – 7.75 (m)
	130.0

	1”
	-
	114.6

	2”, 6”
	-
	160.9; 162.1

	4”
	-
	178.7

	NH
	12.44 (s); 12.40 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: d (doublet), m (multiplet), s (singlet).





[bookmark: _Toc241574048]Table S6. 1H and 13C NMR spectral data for 5-((1-(3-chlorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM238 (7) in DMSO-d6.

	


	
	[bookmark: _Toc241574049] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574050] 13C

	3
	8.85 (s)
	147.7

	4
	-
	119.6

	5
	9.55 (s)
	137.2

	6
	8.31 (s)
	144.8

	1’
	-
	139.9

	2’
	7.97 (t, 2.1)
	119.7

	3’
	-
	134.6

	4’
	7.50 (ddd, 8.1; 2.1; 0.8)
	128.4

	5’
	7.61 (t, 8.1)
	134.2

	6’
	7.87 (ddd, 8.1; 2.1; 0.8)
	118.6

	1”
	-
	114.8

	2”, 6”
	-
	160.8; 162.3

	4”
	-
	178.8

	NH
	12.40 (s); 12.38 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: d (doublet), ddd (doublet of doublet of doublet), s (singlet), t (triplet).





[bookmark: _Toc241574051]Table S7. 1H and 13C NMR spectral data for 5-((1-(2-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM239 (8) in DMSO-d6.

	


	
	[bookmark: _Toc241574052] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574053] 13C

	3
	8.77 (s)
	147.7

	4
	-
	118.6

	5
	9.31 (s)
	141.4

	6
	8.38 (s)
	145.8

	1’
	-
	138.8

	2’
	-
	118.8

	3’
	7.89 (dd, 8.1; 1.1)
	134.5

	4’
	7.52 (ddd, 8.1; 7.6; 1.4)
	132.2

	5’
	7.61 (ddd, 7.6; 7.9; 1.1)
	129.8

	6’
	7.68 (dd, 7.9; 1.4)
	129.4

	1”
	-
	114.5

	2”, 6”
	-
	160.8; 162.0

	4”
	-
	178.7

	NH
	12.40 (s); 12.37 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: dd (doublet of doublet), ddd (doublet of doublet of doublet), s (singlet).





[bookmark: _Toc241574054]Table S8. 1H and 13C NMR spectral data for 5-((1-(3-fluorophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM240 (9) in DMSO-d6.

	


	
	[bookmark: _Toc241574055] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574056] 13C

	3
	8.86 (s)
	148.1

	4
	-
	119.9

	5
	9.56 (s)
	137.7

	6
	8.32 (s)
	145.4

	1’
	-
	140.5

	2’
	7.78 (ddd, 10.2; 2.5; 2.3)
	107.8

	3’
	-
	162.5

	4’
	7.30 (dddd, 8.5; 8.3; 2.5; 0.9)
	115.6

	5’
	7.64 (ddd, 8.3; 8.0; 2.0)
	132.8

	6’
	7.76 (ddd, 8.0; 2.3; 0.9)
	116.2

	1”
	-
	115.3

	2”, 6”
	-
	162.6; 161.2

	4”
	-
	179.0

	NH
	12.45 (s); 12.43 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: ddd (doublet of doublet of doublet), dddd (doublet of doublet of doublet of doublet), s (singlet).





[bookmark: _Toc241574057]Table S9. 1H and 13C NMR spectral data for 5-((1-(3-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM281 (10) in DMSO-d6.

	


	
	[bookmark: _Toc241574058] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574059] 13C

	3
	8.85 (s)
	147.1

	4
	-
	119.2

	5
	9.56 (s)
	136.7

	6
	8.31 (s)
	144.4

	1’
	-
	139.6

	2’
	8.11 (dd, 2.1; 2.0)
	122.4

	3’
	-
	121.9

	4’
	7.64 (ddd, 8.0; 2.1; 1.9)
	130.6

	5’
	7.54 (dd, 8.1; 8.0)
	131.8

	6’
	7.91 (ddd, 8.1; 2.0; 1.9)
	118.3

	1”
	-
	114.5

	2”, 6”
	-
	161.8; 160.4

	4”
	-
	178.4

	NH
	12.41 (s); 12.39 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: dd (doublet of doublet), ddd (doublet of doublet of doublet), s (singlet).





[bookmark: _Toc241574060]Table S10. 1H and 13C NMR spectral data for 5-((1-(4-bromophenyl)-1H-pyrazol-4-yl)methylene)-2-thioxo-dihydropyrimidine-4,6(1H,5H)-dione – LQFM282 (11) in DMSO-d6.
	


	
	[bookmark: _Toc241574061] 1H (multiplicity, J Hz)
	[bookmark: _Toc241574062] 13C

	3
	8.84 (s)
	147.2

	4
	-
	119.1

	5
	9.55 (s)
	136.3

	6
	8.32 (s)
	144.2

	1’
	-
	137.6

	2’, 6’
	7.85 (dab, 9.0)
	121.2

	3’, 5’
	7.78 (dab, 9.0)
	132.9

	4’
	-
	120.3

	1”
	-
	114.3

	2”, 6”
	-
	161.5; 161.1

	4”
	-
	178.4

	NH
	12.41 (s); 12.39 (s)
	-

	1H and 13C NMR assignments are based on 1H and 1H–13C HSQC/HMBC spectra. Measured in DMSO-d6 at 500 MHz and 125 MHz. Multiplicities: dab (doublet in second-order system), s (singlet). 





[bookmark: _Toc241574063]Table S11. Clinical strains of Mycobacterium sp. Identification.*
	Species 
	Identification

	M. abscessus subsp abscessus
	ATCC 19977

	M. tuberculosis H37Ra
	ATCC 25177

	M. abcessus subsp. massiliense  
	GO06

	M. abscessus subsp. abscessus
	rpoB and hsp65 genes partial sequencing

	M. intracellulare
	rpoB and hsp65 genes partial sequencing  

	M. abscessus subsp. bolletii
	rpoB and hsp65 genes partial sequencing  


*Except for the ATCC strains, all strains were previously identified using the rpoB and hsp65 genes sequencing, for NTM strains, and mycobacterial interspersed repetitive unit-variable number tandem repeat 24-loci, insertion sequence (IS)6110 and whole-genome sequencing for M. tuberculosis strains



[bookmark: _Toc241574064]Table S12: Cell viability and CC50 of L929 submitted to different concentrations of LQFM238 (7).

	Concentration (μg/mL)
	Cellular viability (%)
	CC50

	DMSO 2% (v/v)
	98.38 ± 1.072
	103.797 ± 40.258

	Control
	96.42 ± 0.6254
	

	2.6 μg/mL
	93.24 ± 4.332
	

	5.21 μg/mL
	92.09 ± 2.392
	

	10.42 μg/mL
	93.72 ± 2.757
	

	20.84 μg/mL
	93.81 ± 2.769
	

	41.67 μg/mL
	72.44 ± 15.73ab
	


-Legend: CC50: cytotoxic concentration that causes death in 50% of the cells analyzed. Differences considered statistically significant when p < 0.05. a Statistically significant different from DMSO group. b Statistically significant different from control group.
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