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Table S1. Calculated physicochemical properties of compound 1.

Property Value
Number of H-bond acceptors 4
Number of H-bond donors 2
Molecular weight 346.38 g/mol
ALogP98 5.08
Molecular surface area 347.01 A2
Molecular polar surface area 70.67 A2
ADMET absorption level Good

Table S2. Predicted targets of compound 1.

Target Description Max Tc P-Value
PON1 Serum paraoxonase/arylesterase 1 0.34 2.784e-21
CELA1 Chymotrypsin-like elastase family member 1 0.41 1.144e-14
CBR1 Carbonyl reductase [NADPH] 1 0.31 3.485e-08

NQO1 NAD(P)H dehydrogenase [quinone] 1 0.31 7.109e-08
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Figure S1. HR-ESI-MS spectrum of 1.
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Figure S2. '"H-NMR spectrum (CDCI3, 500 MHz) of 1.
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Figure S3. ®C-NMR spectrum (CDCI3, 125 MHz) of 1.
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Figure S4. '"H-'"H COSY spectrum of 1.
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Figure S5. ROESY spectrum of 1.

‘ ‘i | | | ppm

100

e

~150

200

T T T T T T T T T T T T T

13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

Figure S6. HMBC spectrum of 1.
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Figure S7. HSQC spectrum of 1.
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Figure S8. HR-ESI-MS spectrum of 2.
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Figure S10. ®*C-NMR spectrum (CDCls, 125 MHz) of 2.
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Figure S11. '"H-'H COSY spectrum of 2.
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Figure S12. ROESY spectrum of 2.
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Figure S13. HMBC spectrum of 2.
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Figure S14. HSQC spectrum of 2.
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Figure S15. HR-ESI-MS spectrum of 3.

249.1123

0.6981 ppm

249.0

[
sl
™
sy

o

Ci3 *CHy7 04 =250.1155

250.1156

0.5636 ppm

8.5 8,0 7.5 7.0 6.5 &.0 5.3 5.0 4.5
Lo=] I Nag
=] B
-

250.0
[ s W0
W =)
O o
(e} "
™ —
T T T
2.5 2.0 1

Figure S16. 'H-NMR spectrum (CDCls, 500 MHz) of 3.
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Figure S17. 3C-NMR spectrum (CDCls, 125 MHz) of 3.
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Figure S18. '"H-'"H COSY spectrum of 3.
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Figure S19. 1D selective NOESY (dn 2.58) spectrum of 3.

2.7907
1.5532

ppm

L R I
85 80 75 70 65 60 5.

50 45 40 35 30 25 20 15 1.0

T

Figure S20. 1D selective NOESY (du 2.79) spectrum of 3.
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Figure S21. 1D selective NOESY (dn 3.95) spectrum of 3.
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Figure S22. HMBC spectrum of 3.
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Figure 523. HSQC spectrum of 3.
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Figure S24. HR-ESI-MS spectrum of 4.
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Figure 525. 'H-NMR spectrum (CDCls, 500 MHz) of 4.
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Figure 526. *C-NMR (CDCls, 125 MHz) spectrum of 4.
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Figure S27. 'H-'H COSY spectrum of 4.
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Figure 528. ROESY spectrum of 4.
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Figure S29. HMBC spectrum of 4.
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Figure S30. HSQC spectrum of 4.
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Figure S31. HR-ESI-MS spectrum of 5.
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Figure S32. 'H-NMR spectrum (CDCls, 500 MHz) of 5.
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Figure S33. 3C-NMR spectrum (CDCls, 125 MHz) of 5.

Figure S34. '"H-'"H COSY spectrum of 5.
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Figure S35. 1D selective NOESY (dH 6.84) spectrum of 5.
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Figure S36. HMBC spectrum of 5.
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Figure S37. HSQC spectrum of 5.
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