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Figure S1. 'H-NMR (600 MHz, Acetone-d;) spectrum of compound P1
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Figure S2. 13C-NMR (125 MHz, Acetone-dg) spectrum of compound P1
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Figure S3. COSY (Acetone-d;) spectrum of compound P1
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Figure S4. HSQC (Acetone-dg) spectrum of compound P1
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Figure S5. HMBC (Acetone-d;) spectrum (total) of compound P1
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Figure S6. HMBC (Acetone-d;) spectrum (sketched) of compound P1
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Figure S7. NOESY (Acetone-d;) spectrum of compound P1
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Figure S8. MS spectrum of compound P1 (Acetone-dp)
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Figure S9. 'H-NMR (600 MHz, CDCls) spectrum (total) of compound P2
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Figure $10. *H-NMR (600 MHz, CDCl3) spectrum (sketched) of compound P2
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Figure S11. 'H-NMR (600 MHz, CDCl3) spectrum (sketched) of compound P2
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Figure S12. 'H-NMR (600 MHz, CDCl3) spectrum (sketched) of compound P2
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Figure S13. 3C-NMR (125 MHz, CDCl;) spectrum of compound P2
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Figure $14. COSY (CDCl;) spectrum of compound P2
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Figure S15. HSQC (CDCls) spectrum of compound P2
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Figure $16. HMBC (CDCls) spectrum of compound P2
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Figure $17. NOESY (CDCl;) spectrum of compound P2
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Figure $18. MS spectrum of compound P2 (CDCl3)
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Figure S$19. Structural novelty check of compound P2
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Figure S20. 'H-NMR (600 MHz, Acetone-dg) spectrum of compound P3
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Figure S21. 'H-NMR (600 MHz, Acetone-d;) (sketched) spectrum of compound P3
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Figure S22. 3C-NMR (125 MHz, Acetone-ds) spectrum of compound P3
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ppm

Figure $23. COSY spectrum of compound P3 (Acetone-dp)
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Figure $24. HSQC spectrum (total) of compound P3 (Acetone-ds)
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Figure $25. HSQC spectrum (sketched) of compound P3 (Acetone-ds)
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Figure $26. HMBC spectrum (total) of compound P3 (Acetone-ds)
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Figure $27. HMBC spectrum (sketched) of compound P3 (Acetone-dy)
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Figure $28. HMBC spectrum (sketched) of compound P3 (Acetone-dy)
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Figure $29. HMBC spectrum (sketched) of compound P3 (Acetone-dy)
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Figure $30. NOESY spectrum of compound P3 (Acetone-dp)
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Figure S31. NOESY spectrum (sketched) of compound P3 (Acetone-ds)
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Figure $32. NOESY spectrum (sketched) of compound P3 (Acetone-ds)
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Figure $33. MS spectrum of compound P3 (Acetone-ds)
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Figure S34. 'H-NMR (600 MHz) spectrum of compound P4 (CDCls)
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Figure $35. 3C-NMR (125 MHz) spectrum of compound P4 (CDCl3)
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Figure $36. COSY spectrum of compound P4 (CDCls)
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Figure $37. HSQC spectrum of compound P4 (CDCl3)
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Figure $38. HMBC spectrum (total) of compound P4 (CDCl3)
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Figure $39. HMBC spectrum (sketched) of compound P4 (CDCl3)
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Figure $40. NOESY spectrum of compound P4 (CDCls)
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Figure S41. MS spectrum (CDCl3) and structural novelty check for compound P4
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Figure S43. 3C-NMR (125 MHz) spectrum of compound P5 (CDCl3)
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Figure S44. COSY spectrum of compound P5 (CDCls)
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Figure S45. HSQC spectrum of compound P5 (CDCl3)

]
l__.,UJ o e 4 blb _

1L L

80

i

100

=110

—- 120

- 130

o

S46



L

Figure S46. HMBC spectrum (total) of compound P5 (CDCl3)
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Figure S47. HMBC spectrum (sketched) of compound P5 (CDCls)
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Figure S48. HMBC spectrum (sketched) of compound P5 (CDCls)
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Figure $49. NOESY spectrum of compound P5 (CDCls)
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(“ INSTITUTE OF CHEMISTRY

Sample name: P5117
Operator: Hang VHH

Method: +IDA TOF MS/MS

Date: 2022.10.13

Figure S50. MS spectrum of compound P5 (CDCls)
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Figure S51. Structural novelty check for compound P5
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