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Molecular docking results

Figure S1. Results of molecular docking of compounds with KatG
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NMR Spectra and HRMS spectra of compounds

2.87
2.85
2.84

9.94
8.99
2
85
65
63
63
33
33
31
3
3
O
0
0
0
4.29
4.27
4.26

£
&
¢

H0.97=
0.99=
2.04<

@7 2.10

X
181+
2.06=

T T T T T T T T T T

o 65 60 55 50 45 40 35 230 25 20 L5 10
£1 (ppm)

Figure S2. 'H NMR Spectrum of Compound 3a
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Figure S3. 3C NMR Spectrum of Compound 3a
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ltem name: 3a Channel name: 1: Average Time 0.1046 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Itemn description:
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Figure S4. HRMS Spectrogram of Compound 3a
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Figure S6. °C NMR Spectrum of Compound 3b
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ltem name: 3b
Itemn description:
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Figure S9. >°C NMR Spectrum of Compound 3¢
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ltem name: 3c Channel name: 1: Average Time 0.1131 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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Figure S10. HRMS Spectrogram of Compound 3¢
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Figure S12. 3C NMR Spectrum of Compound 3d
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ltem name: 3d Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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Figure S13. HRMS Spectrogram of Compound 3d
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Figure S15. 3C NMR Spectrum of Compound 3e
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ltem name: 3e Channel name: 1: Average Time 0.1131 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Itemn description:
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Figure S16. HRMS Spectrogram of Compound 3e

S18



(4000000

(3500000

3000000

2500000

2000000

1500000

1000000

500000

380000

360000

(340000

(320000

300000

(280000

260000

(240000

(220000

(200000

180000

160000

(140000

120000

100000

80000

60000

40000

(20000

-0

(-=20000

i B2 2 N2
18
S\\‘:/EHZ
|
1L|
ha ®
L
‘\\(),//
9
]
I | A
ki i b -8 i ki
=3 -] A ™ - -
s SS &a 3 2 S
Al -~ D e o~ ~
13 12 bl 10 9 8 ] 5 3 2 1 0 -1
£1 (ppm)
. 1
Figure S17. '"H NMR Spectrum of Compound 4f
i 1 T 1100 1 1
18
S W
|
f
|
"
o
l
4 3
‘\\()//’
8
{ 1 & 1 1
i
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

£1 (ppm)

Figure S18. 3C NMR Spectrum of Compound 4f
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ltem name: 4g Channel name: 1: Average Time 0.1462 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Itemn description:
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Figure S21. HRMS Spectrogram of Compound 4g
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Figure S23. 3C NMR Spectrum of Compound 4h
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Figure S25. 3C NMR Spectrum of Compound 4i
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ltem name: 4i Channel name: 1: Average Time 0.1377 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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Figure S26. HRMS Spectrogram of Compound 4i
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Figure S27. "H NMR Spectrum of Compound 4j
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Figure S28. °C NMR Spectrum of Compound 4j
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Figure S29. 'H NMR Spectrum of Compound 4k
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Figure S30. 3C NMR Spectrum of Compound 4k
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Figure S32. 3C NMR Spectrum of Compound 41
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ltem name: 41 Channel name: 1: Average Time 0.1462 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Itemn description:
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Figure S33. HRMS Spectrogram of Compound 41
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Figure S35. 3C NMR Spectrum of Compound 4m
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ltem name: 4m Channel name: 1: Average Time 0.1174 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Itemn description:
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Figure S36. HRMS Spectrogram of Compound 4m
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IR Spectra of compounds 3a-e and 4g, i, 1, m
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Figure S37. IR Spectra of compound 3a
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Figure S38. IR Spectra of compound 3b
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Figure S39. IR Spectra of compound 3¢
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Figure S40. IR Spectra of compound 3d
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Figure S41. IR Spectra of compound 3e
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Figure S42. IR Spectra of compound 4g
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Figure S43. IR Spectra of compound 4i
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Figure S44. IR Spectra of compound 41
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Figure S45. IR Spectra of compound 4m
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