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Molecular docking results 

Figure S1. Results of molecular docking of compounds with KatG 
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Number 
Compound 

Lib Dock  

Score 
2D Diagram 

a 

 

131.864 

 

b 

 

131.267 

 

c 

 

129.983 
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d 

 

127.704 

 

e 

 

121.216 

 

f 

 

112.102 
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g 

 

111.913 

 

h 

 

104.716 

 

i 

 

102.313 
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g 

 

102.238 

 

k 

 

101.993 

 

l 

 

101.704 

 



S6 

 

m 

 

95.3294 

 

n 

 

94.4023 

 

o 

 

94.3721 
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p 

 

94.0665 

 

q 

 

93.7336 

 

r 

 

92.1993 
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s 

 

90.1955 

 

t 

 

86.3805 
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NMR Spectra and HRMS spectra of compounds 

 

Figure S2. 1H NMR Spectrum of Compound 3a 

 

 

 

Figure S3. 13C NMR Spectrum of Compound 3a 
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Figure S4. HRMS Spectrogram of Compound 3a 
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Figure S5. 1H NMR Spectrum of Compound 3b 

 

 

 

Figure S6. 13C NMR Spectrum of Compound 3b 
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Figure S7. HRMS Spectrogram of Compound 3b 
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Figure S8. 1H NMR Spectrum of Compound 3c 

 

 

 

Figure S9. 13C NMR Spectrum of Compound 3c 
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Figure S10. HRMS Spectrogram of Compound 3c 

 

 

 



S15 

 

 

 

Figure S11. 1H NMR Spectrum of Compound 3d 

 

 

 

Figure S12. 13C NMR Spectrum of Compound 3d 
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Figure S13. HRMS Spectrogram of Compound 3d 
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Figure S14. 1H NMR Spectrum of Compound 3e 

 

 

 

Figure S15. 13C NMR Spectrum of Compound 3e 
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Figure S16. HRMS Spectrogram of Compound 3e 
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Figure S17. 1H NMR Spectrum of Compound 4f 

 

 

 

Figure S18. 13C NMR Spectrum of Compound 4f 
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Figure S19. 1H NMR Spectrum of Compound 4g 

 

 

 

Figure S20. 13C NMR Spectrum of Compound 4g 
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Figure S21. HRMS Spectrogram of Compound 4g 
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Figure S22. 1H NMR Spectrum of Compound 4h 

 

 

 

Figure S23. 13C NMR Spectrum of Compound 4h 
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Figure S24. 1H NMR Spectrum of Compound 4i 

 

 

 

Figure S25. 13C NMR Spectrum of Compound 4i 
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Figure S26. HRMS Spectrogram of Compound 4i 
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Figure S27. 1H NMR Spectrum of Compound 4j 

 

 

 

 

Figure S28. 13C NMR Spectrum of Compound 4j 
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Figure S29. 1H NMR Spectrum of Compound 4k 

 

 

 

Figure S30. 13C NMR Spectrum of Compound 4k 
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Figure S31. 1H NMR Spectrum of Compound 4l 

 

 

 

Figure S32. 13C NMR Spectrum of Compound 4l 
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Figure S33. HRMS Spectrogram of Compound 4l 
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Figure S34. 1H NMR Spectrum of Compound 4m 

 

 

 

Figure S35. 13C NMR Spectrum of Compound 4m 

 



S30 

 

 

 

Figure S36. HRMS Spectrogram of Compound 4m 
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IR Spectra of compounds 3a-e and 4g, i, l, m 

 

Figure S37. IR Spectra of compound 3a 

 

 

Figure S38. IR Spectra of compound 3b 

 

 

Figure S39. IR Spectra of compound 3c 
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Figure S40. IR Spectra of compound 3d 

 

 

Figure S41. IR Spectra of compound 3e 

 

 

Figure S42. IR Spectra of compound 4g 
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Figure S43. IR Spectra of compound 4i 

 

 

Figure S44. IR Spectra of compound 4l 

 

 

Figure S45. IR Spectra of compound 4m 


