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Figure S1. The *H-NMR spectrum of cladosporiumin I (1) in DMSO-ds
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Figure S2. The **C NMR spectrum of cladosporiumin I (1) in DMSO-ds
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Figure S3. The HSQC spectrum of cladosporiumin | (1) in DMSO-ds
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Figure S4. The HMBC spectrum of cladosporiumin I (1) in DMSO-ds
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Figure S5. The 'H-'H COSY spectrum of cladosporiumin I (1) in DMSO-ds
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Figure S6. The (+)-HRESIMS spectrum of cladosporiumin | (1)
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Figure S7. The *H-NMR spectrum of cladosporiumin J (2) in DMSO-ds
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Figure S8. The **C NMR spectrum of cladosporiumin J (2) in DMSO-de
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Figure S9. The HSQC spectrum of cladosporiumin J (2) in DMSO-ds
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Figure S10. The HMBC spectrum of cladosporiumin J (2) in DMSO-ds
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Figure S11. The *H-'H COSY spectrum of cladosporiumin J (2) in DMSO-ds
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Figure S12. The IR spectrum of cladosporiumin J (2)
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Figure S13. The (+)-HRESIMS spectrum of cladosporiumin J (2)
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Figure S14. The *H-NMR spectrum of cladosporiumin K (3) in DMSO-ds
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Figure S15. The *C NMR spectrum of cladosporiumin K (3) in DMSO-dj

185. 78

173.12

163. 44

—127.77
~125.65

105. 61

81.14

62. 42

—42.85
41,06

_~23.31
—21.61
~19.59

- 2E+05

- 2E+05

- 2E+05

- 2E+05

- 2E+05

- 2E+05

- 2E+05

~ 1E+05

~ 1E+05

~ 1E+05

~ 1E+05

~ 1E+05

90000

= 80000

= 70000

- 60000

50000

40000

30000

20000

10000

Y

T
200

T
190

T
180

170

T
160

150

T
140

130

T
120

T T T
110 100
f1 (ppm)

~—10000

—-20000

17



Figure S16. The HMBC spectrum of cladosporiumin K (3) in DMSO-ds
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Figure S17. The *H-'H COSY spectrum of cladosporiumin K (3) in DMSO-ds
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Figure S18. The IR spectrum of cladosporiumin K (3)
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Figure S19. The (+)-HRESIMS spectrum of cladosporiumin K (3)
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Figure S20. The *H-NMR spectrum of cladosporiumin L (4) in DMSO-ds
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Figure S21. The *C NMR spectrum of cladosporiumin L (4) in DMSO-ds
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Figure S22. The HSQC spectrum of cladosporiumin L (4) in DMSO-ds
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Figure S23. The HMBC spectrum of cladosporiumin L (4) in DMSO-ds
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Figure S24. The *H-'H COSY spectrum of cladosporiumin L (4) in DMSO-ds
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Figure S25. The IR spectrum of cladosporiumin L (4)
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Figure S26. The (+)-HRESIMS spectrum of cladosporiumin L (4)
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28



Figure S27. The *H-NMR spectrum of cladosporiumin M (5) in CDCls
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Figure S$28. The *C NMR spectrum of cladosporiumin M (5) in CDCls
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Figure S29. The HSQC spectrum of cladosporiumin M (5) in CDCl;
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Figure S30. The HMBC spectrum of cladosporiumin M (5) in CDCl;
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Figure S31. The *H-'H COSY spectrum of cladosporiumin M (5) in CDCl;
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Figure S32. The IR spectrum of cladosporiumin M (5)
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Figure S33. The (+)-HRESIMS spectrum of cladosporiumin M (5)

Mass Spectrum SmartFormula Report
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489.1995 1 C26H30N2NaO6 100.00 489.1996 0.3 0.1 26.0 125 even ok
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Figure S34. The *H-NMR spectrum of cladosporiumin N (6) in DMSO-ds
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Figure $35. The *C NMR spectrum of cladosporiumin N (6) in DMSO-d
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Figure S36. The HSQC spectrum of cladosporiumin N (6) in DMSO-ds
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Figure S37. The HMBC spectrum of cladosporiumin N (6) in DMSO-ds
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Figure S38. The *H-'H COSY spectrum of cladosporiumin N (6) in DMSO-ds
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Figure S39. The (+)-HRESIMS spectrum of cladosporiumin N (6)

) Mass Spectrum SmartFormula Report
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Figure S40. The *H-NMR spectrum of cladosporiumin O (7) in DMSO-ds
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Figure S41. The *C NMR spectrum of cladosporiumin O (7) in DMSO-dj
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Figure S42. The HMBC spectrum of cladosporiumin O (7) in DMSO-dg

bl nd lnam

L

10
20
30
r40
50
60
r70
80
790
- 100
- 110
- 120
r130
r 140
r 150
r 160
r170
r 180

—
10.5

—T T T ‘* T T ‘* T ‘" [ " T ‘" T "~ T * T ‘" T "~ T " T "~ T * T " T 7
9.5 9.0 85 80 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.

2 (ppm)

—
5 1.0 0.5

£1 (ppm)

44



Figure S43. The (+)-HRESIMS spectrum of cladosporiumin O (7)

Mass Spectrum SmartFormula Report
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Figure S44. The *H-NMR spectrum of cladodionen (8) in DMSO-dj
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Figure S45. The *C NMR spectrum of cladodionen (8) in DMSO-dj
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Figure S46. The IR spectrum of cladodionen (8)
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Figure S47. The (+)-HRESIMS spectrum of cladodionen (8)

Mass Spectrum SmartFormula Report
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Figure S48. HPLC analysis of FDAA derivates of acidic hydrolysates of cladosporiumin L (4)
(Column: YMC-Pack ODS-A column, 250x4.6 mml.D. , S-5 um, 12 nm).
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Figure S49. HPLC analysis of FDAA derivates of D-Val and L-

column, 250x4.6 mml.D., S-5 um, 12 nm).
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Figure S51. The ICP-AES analysis report of magnesium content in compound cladosporiumin L (4)
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Figure S52. The (+)-HRESIMS spectrum of cladosporiumin E

Mass Spectrum SmartFormula Report
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5252203 1 C2BHMNZNaDB 10000 5252207 og 05 35 105 even ok
5472021 1 C2HIIN2ZNa208 10000 5472027 10 0s 209 105 even ok
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Figure S53. The (+)-HRESIMS spectrum of cladosporiumin G

Mass_Sp;ébtrum SmartFormula Report
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Figure S54. The (+)-HRESIMS spectrum of cladosporiumin F
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Figure S55. The (+)-HRESIMS spectrum of cladosporiumin H
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Figure S56. Pictures of inhibition zones in the disc diffusion test

Escherichia coli Bacillus subtilis Micrococcus luteus

The samples indicated by the arrow are EtOAc extracts of Cladosporium sphaerospermum EIODSF

008 obtained from the preliminary experiment. (100 wg/disc)
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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 CH3;OH

Conformer Conformation G (kcal/mol) P (%) Conformer Conformation G (kcal/mol) P (%)
(5R, 10R)-1a-1 1493102.1267 | 42.89 (5R, 10R)-1b-1 -493101.8931 |  28.91
(5R, 10R)-1a-2 4931011117 | 7.73 (5R, 10R)-1b-2 -493100.9144 |  5.54
(5R, 10R)-1a-3 1493100.5243 | 2.86 (5R, 10R)-1b-3 -493100.3143 | 2.01
(5R, 10R)-1a-4 -493100.8912 |  5.32 (5R, 10R)-1b-4 |} 14931005250 | 2.87
(5R, 10R)-1a-5 1493099.8114 |  0.86 (5R, 10R)-1b-5 -493099.4899 | 0.50
(5R, 10R)-1a-6 1493099.2133 | 0.31 (5R, 10R)-1b-6 -493098.9320 | 0.19
Total: 59.98 Total: 40.02
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Table S2. Free energies (G) and equilibrium populations (P) of stable conformers of 1a and 1b with S configuration at C-10 in CH3;OH

Conformer Conformation G (kcal/mol) P (%) Conformer Conformation G (kcal/mol) P (%)
(5R, 10S)-1a-1 -493102.1865 47.77 (5R, 105)-1b-1 -493101.8078 25.19
(5R, 105)-1a-2 -493101.1329 8.06 (5R, 108)-1b-2 -493100.7791 4.43
(5R, 105)-1a-3 }I -493100.5576 3.05 (5R, 105)-1b-3 -493100.1712 1.59

g S
\ . "
(5R, 105)-1a-4 | A 11\ \ -493100.8302 4.83 (5R, 10S)-1b-4 ) 1 -493100.5579 3.05
{
(5R, 105)-1a-5 J&P\Cé -493099.7721 0.81 (5R, 105)-1b-5 -493099.6409 0.65
(5R, 105)-1a-6 JIM -493099.2377 0.33 (5R, 10S)-1b-6 -493099.0377 0.23
7
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 CH3;0H

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
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