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Figure S1. The 1H-NMR spectrum of cladosporiumin I (1) in DMSO-d6 
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Figure S2. The 13C NMR spectrum of cladosporiumin I (1) in DMSO-d6 
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Figure S3. The HSQC spectrum of cladosporiumin I (1) in DMSO-d6 
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Figure S4. The HMBC spectrum of cladosporiumin I (1) in DMSO-d6 
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Figure S5. The 1H-1H COSY spectrum of cladosporiumin I (1) in DMSO-d6 
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Figure S6. The (+)-HRESIMS spectrum of cladosporiumin I (1) 
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Figure S7. The 1H-NMR spectrum of cladosporiumin J (2) in DMSO-d6 

 



10 
 

Figure S8. The 13C NMR spectrum of cladosporiumin J (2) in DMSO-d6 
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Figure S9. The HSQC spectrum of cladosporiumin J (2) in DMSO-d6 
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Figure S10. The HMBC spectrum of cladosporiumin J (2) in DMSO-d6 
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Figure S11. The 1H-1H COSY spectrum of cladosporiumin J (2) in DMSO-d6 

 



 

Figuure S12. The IR spectrum of claddosporiumin J (22) 
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Figure S13. The (+)-HRESIMS spectrum of cladosporiumin J (2) 
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Figure S14. The 1H-NMR spectrum of cladosporiumin K (3) in DMSO-d6 
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Figure S15. The 13C NMR spectrum of cladosporiumin K (3) in DMSO-d6 
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Figure S16. The HMBC spectrum of cladosporiumin K (3) in DMSO-d6 
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Figure S17. The 1H-1H COSY spectrum of cladosporiumin K (3) in DMSO-d6 

 



 

Figuure S18. The IR spectrum of claddosporiumin K ((3) 
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Figuure S19. The (+)-HRESIMS specctrum of cladospporiumin K (3)
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Figure S20. The 1H-NMR spectrum of cladosporiumin L (4) in DMSO-d6 
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Figure S21. The 13C NMR spectrum of cladosporiumin L (4) in DMSO-d6 
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Figure S22. The HSQC spectrum of cladosporiumin L (4) in DMSO-d6 
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Figure S23. The HMBC spectrum of cladosporiumin L (4) in DMSO-d6 
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Figure S24. The 1H-1H COSY spectrum of cladosporiumin L (4) in DMSO-d6 

 



 

Figuure S25. The IR spectrum of claddosporiumin L (4) 
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Figure S26. The (+)-HRESIMS spectrum of cladosporiumin L (4) 
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Figure S27. The 1H-NMR spectrum of cladosporiumin M (5) in CDCl3 
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Figure S28. The 13C NMR spectrum of cladosporiumin M (5) in CDCl3 
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Figure S29. The HSQC spectrum of cladosporiumin M (5) in CDCl3 
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Figure S30. The HMBC spectrum of cladosporiumin M (5) in CDCl3 
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Figure S31. The 1H-1H COSY spectrum of cladosporiumin M (5) in CDCl3 
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Figuure S32. The IR spectrum of claddosporiumin M ((5) 
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Figure S33. The (+)-HRESIMS spectrum of cladosporiumin M (5) 
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Figure S34. The 1H-NMR spectrum of cladosporiumin N (6) in DMSO-d6 
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Figure S35. The 13C NMR spectrum of cladosporiumin N (6) in DMSO-d6 
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Figure S36. The HSQC spectrum of cladosporiumin N (6) in DMSO-d6 
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Figure S37. The HMBC spectrum of cladosporiumin N (6) in DMSO-d6 
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Figure S38. The 1H-1H COSY spectrum of cladosporiumin N (6) in DMSO-d6 
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Figure S39. The (+)-HRESIMS spectrum of cladosporiumin N (6) 
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Figure S40. The 1H-NMR spectrum of cladosporiumin O (7) in DMSO-d6 
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Figure S41. The 13C NMR spectrum of cladosporiumin O (7) in DMSO-d6 
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Figure S42. The HMBC spectrum of cladosporiumin O (7) in DMSO-d6 
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Figure S43. The (+)-HRESIMS spectrum of cladosporiumin O (7) 
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Figure S44. The 1H-NMR spectrum of cladodionen (8) in DMSO-d6 
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Figure S45. The 13C NMR spectrum of cladodionen (8) in DMSO-d6 

 

The major compound of cladodionen 

The major compound of cladodionen 
was treated with acidic water. 



 

Figuure S46. The IR spectrum of claddodionen (8) 
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Figure S47. The (+)-HRESIMS spectrum of cladodionen (8) 
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Figure S48. HPLC analysis of FDAA derivates of acidic hydrolysates of cladosporiumin L (4) 
(Column: YMC-Pack ODS-A column, 250×4.6 mml.D. , S-5 μm, 12 nm). 

 
Figure S49. HPLC analysis of FDAA derivates of D-Val and L-Val (Column: YMC-Pack ODS-A 
column, 250×4.6 mml.D. , S-5 μm, 12 nm). 

 
 

 

Figure S50. HPLC chromatograms of compound cladosporiumin L (4) before and after acid 
treatment 
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Figure S51
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Figure S54. The (+)-HRESIMS spectrum of cladosporiumin F 

 

Figure S55. The (+)-HRESIMS spectrum of cladosporiumin H 
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Table S1. Free energies (G) and equilibrium populations (P) of stable conformers of 1a and 1b with R configuration at C-10 in CH3OH 
Conformer Conformation G (kcal/mol) P (%) Conformer Conformation G (kcal/mol) P (%) 

(5R, 10R)-1a-1

 

-493102.1267 42.89  (5R, 10R)-1b-1 -493101.8931 28.91  

(5R, 10R)-1a-2

 

-493101.1117 7.73  (5R, 10R)-1b-2 -493100.9144 5.54  

(5R, 10R)-1a-3

 

-493100.5243 2.86  (5R, 10R)-1b-3 -493100.3143 2.01  

(5R, 10R)-1a-4

 

-493100.8912 5.32  (5R, 10R)-1b-4 -493100.5250 2.87  

(5R, 10R)-1a-5

 

-493099.8114 0.86  (5R, 10R)-1b-5 -493099.4899 0.50  

(5R, 10R)-1a-6

 

-493099.2133 0.31  (5R, 10R)-1b-6 -493098.9320 0.19  

   Total: 59.98    Total: 40.02 
 



56 
 

Table S2. Free energies (G) and equilibrium populations (P) of stable conformers of 1a and 1b with S configuration at C-10 in CH3OH 
Conformer Conformation G (kcal/mol) P (%) Conformer Conformation G (kcal/mol) P (%) 

(5R, 10S)-1a-1

 

-493102.1865 47.77  (5R, 10S)-1b-1 -493101.8078 25.19  

(5R, 10S)-1a-2

 

-493101.1329 8.06  (5R, 10S)-1b-2 -493100.7791 4.43  

(5R, 10S)-1a-3

 

-493100.5576 3.05  (5R, 10S)-1b-3 -493100.1712 1.59  

(5R, 10S)-1a-4

 

-493100.8302 4.83  (5R, 10S)-1b-4 -493100.5579 3.05  

(5R, 10S)-1a-5

 

-493099.7721 0.81  (5R, 10S)-1b-5 -493099.6409 0.65  

(5R, 10S)-1a-6

 

-493099.2377 0.33  (5R, 10S)-1b-6 -493099.0377 0.23  

   Total: 64.85    Total: 35.15
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Table S3. Free energies (G) and equilibrium populations (P) of stable conformers of 2 with R configuration at C-8 in CH3OH 
Conformer Conformation G (kcal/mol) P (%) Conformer Conformation G (kcal/mol) P (%) 

2-1 

 

-540314.3871 19.71 2-6 

 

-540313.4774 4.24 

2-2 -540314.3796 19.46 2-7 -540313.1813 2.57 

2-3 -540314.1949 14.25 2-8 -540313.1316 2.36 

2-4 

 

-540314.1882 14.08 2-9 -540313.0808 2.17 

2-5 

 

-540314.1594 13.42 2-10 

 

-540313.0489 2.06 
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2-11 -540313.0194 1.96 2-3 -540312.9645 1.78 

2-12 

 

-540313.0174 1.95     

 


