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Figure S1. LR-ESI-MS of 1.   

[M+H]+ [M+Na]+ 

[M-H]- 

[M-H2O+H]+ 
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Figure S2. HR-ESI-MS of 1. 
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Figure S3. 1H NMR spectrum of 1 in chloroform-d at 500 MHz. 
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Figure S4. 13C NMR spectrum of 1 in chloroform-d at 125 MHz. 
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Figure S5. 1H-1H COSY spectrum of 1 in chloroform-d at 500 MHz. 
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Figure S6. HMBC spectrum of 1 in chloroform-d at 500 MHz. 
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Figure S7. HSQC spectrum of 1 in methanol-d4 at 500 MHz. 
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Figure S8. ROESY spectrum of 1 in methanol-d4 at 500 MHz.
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Figure S9. LR-ESI-MS of 2.  

[M+Na]+ 

[M+H]+ 

[2M+Na]+ 

[M-H]- 

1+ 

225.01 
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Figure S10. HR-ESI-MS of 2. 
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Figure S11. 1H NMR spectrum of 2 in chloroform-d at 500 MHz. 
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Figure S12. 1H-1H COSY spectrum of 2 in chloroform-d at 500 MHz. 
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Figure S13. HMBC spectrum of 2 in chloroform-d at 500 MHz. 
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Figure S14. HSQC spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S15. 1H NMR spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S16. DEPTQ spectrum of 2 in methanol-d4 at 125 MHz. 
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Figure S17. 1H-1H COSY spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S18. HMBC spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S19. HSQC spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S20. ROESY spectrum of 2 in methanol-d4 at 500 MHz.
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Figure S21. LR-ESI-MS of 3.  

[M+H]+ 

[M+Na]+ 

[2M+Na]+ 

[M-H]- 

1+ 

238.99 

[M-H2O+H]+ 
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Figure S22. HR-ESI-MS of 3. 
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Figure S23. 1H NMR spectrum of 3 in chloroform-d at 700 MHz. 
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Figure S24. DEPTQ NMR spectrum of 3 in chloroform-d at 175 MHz. 
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Figure S25. 1H-1H COSY spectrum of 3 in chloroform-d at 700 MHz. 
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Figure S26. HMBC spectrum of 3 in chloroform-d at 700 MHz. 
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Figure S27. HSQC spectrum of 3 in chloroform-d at 700 MHz. 
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Figure S28. ROESY spectrum of 3 in chloroform-d at 700 MHz. 
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Table S1. 1D (1H and 13C) NMR data of 3 and dentipellinol.[1] 

pos. 

3 Dentipellinol[1] 

δC,a type δH
b
 (multi, J[Hz]) δC,c type δH

d
 (multi, J[Hz]) 

1 163.1, C  163.9, C  

2 119.1, C  119.9, C  

3 131.1, CH 8.40 d (2.2) 132.5, CH 8.49 d (2.2) 

4 128.6, C  129.4, C  

5 134.0, CH 8.28 d (2.2) 134.9, CH 8.28 d (2.2) 

6 129.8, C  132.4, C  

7 205.5, CO  207.1, CO  

8 27.1, CH3 2.73 s 27.0, CH3 2.74 s 

9 196.2, CO  198.7, CO  

10 26.5, CH3 2.61 s 26.4, CH3 2.61 s 

11 69.7, CH 5.19 dd (7.2, 3.5) 69.6, CH 5.15 dd (6.8, 3.3) 

12 66.0, CH2 α 3.67 dd (11.2, 7.2) 

β 3.97 dd (11.2, 3.5) 

66.7, CH2 α 3.55 dd (11.4, 6.8) 

β 3.79 dd (11.4, 3.3) 

1-OH - 13.16 br s    

Measured in chloroform-d at a 175 / b 700 MHz. 
Measured in methanol-d4 at c 150 / d 600 MHz. 
[1] Ki, D.-W.; Kim, C.-W.; Choi, D.-C.; Oh, G.-W.; Doan, T.-P.; Kim, J.-Y.; Oh, W.-K.; Lee, I.-K.; Yun, B.-
S. Chemical constituents of the culture broth of Dentipellis fragilis and their anti-inflammatory activities. 
Phytochemistry 2023, 214, 113828. 

 

 

 
Figure S29. Experimental and calculated ECD spectra of 3.
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Figure S30. LR-ESI-MS of 4.  

[M+H]+ 

[M-H]- 
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Figure S31. HR-ESI-MS of 4. 
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Figure S32. 1H NMR spectrum of 4 in chloroform-d at 500 MHz. 
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Figure S33. DEPTQ spectrum of 4 in chloroform-d at 125 MHz. 
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Figure S34. 1H-1H COSY spectrum of 4 in chloroform-d at 500 MHz. 
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Figure S35. HMBC spectrum of 4 in chloroform-d at 500 MHz. 
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Figure S36. HSQC spectrum of 4 in chloroform-d at 500 MHz. 



S40 
 

 

Figure S37. ROESY spectrum of 4 in chloroform-d at 500 MHz.
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Figure S38. LR-ESI-MS of 5.  

[M+H]+ 

1+ 

301.13 

[M+Na]+ 
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Figure S39. HR-ESI-MS of 5. 
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Figure S40. 1H NMR spectrum of 5 in chloroform-d at 500 MHz. 
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Figure S41. 13C NMR spectrum of 5 in chloroform-d at 125 MHz. 
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Figure S42. 1H-1H COSY spectrum of 5 in chloroform-d at 500 MHz. 
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Figure S43. HMBC spectrum of 5 in chloroform-d at 500 MHz. 



S47 
 

 

Figure S44. HSQC spectrum of 5 in chloroform-d at 500 MHz. 
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Figure S45. ROESY spectrum of 5 in chloroform-d at 500 MHz. 


