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Figure S1. 
1
H NMR and 

13
C spectra of compound 1 in CD3OD. 

 

 

 

 

 

 



 

 

 

Figure S2. HSQC and 
1
H-

1
H COSY spectra of compound 1in CD3OD 

 

 

 

 



Figure S3. HMBC and NOESY spectra of compound 1 in CD3OD 

 

 

 

 

 

Figure S4. HRESIMS spectrum of compound 1. 



 
Figure S5. IR and UV spectra of compound 1. 

 



 

 

Figure S6. 
1
H NMR and 

13
C spectra of compound 2 in CD3OD. 

 

 



 

 

Figure S7. HSQC and 
1
H-

1
H COSY spectra of compound 2in CD3OD. 

 

 



 

 

Figure S8. HMBC and NOESY spectra of compound 2 in CD3OD. 

 



 

 

Figure S9. HRESIMS spectrum of compound 2. 

 

 
 

Figure S10. IR and UV spectra of compound 2. 

 



 

 

 

 

 

Figure S11. 
1
H NMR and 

13
C spectra of compound 3 in CD3OD. 



 

 

Figure S12. HSQC and 
1
H-

1
H COSY spectra of compound 3in CD3OD. 



 

 

Figure S13. HMBC and NOESY spectra of compound 3 in CD3OD. 



 

 

Figure S14. HRESIMS spectrum of compound 3. 



 
Figure S15. IR and UV spectra of compound 3. 

 



 

Figure S16. 
1
H NMR and 

13
C spectra of compound 4 in CD3OD. 

 



 

Figure S17. HSQC and 
1
H-

1
H COSY spectra of compound 4in CD3OD. 

 



 

Figure S18. HMBC and NOESY spectra of compound 4 in CD3OD. 

 



 

Figure S19. HRESIMS spectrum of compound 4. 

 
Figure S20. IR and UV spectra of compound 4. 



 

 

 

Figure S21. 
1
H NMR and 

13
C spectra of compound 5 in CD3OD. 



 

 

Figure S22. HSQC and 
1
H-

1
H COSY spectra of compound 5 in CD3OD. 



 

 

Figure S23. HMBC and NOESY spectra of compound 5 in CD3OD. 



 

 

Figure S24. HRESIMS spectrum of compound 5. 



 
Figure S25. IR and UV spectra of compound 5. 

 



 

 

 

 

Figure S26. 
1
H NMR and 

13
C spectra of compound 6 in CD3OD. 

 



 

Figure S27. HSQC and 
1
H-

1
H COSY spectra of compound 6 in CD3OD. 

 



 

Figure S28. HMBC and NOESY spectra of compound 6 in CD3OD. 

 



 

Figure S29. HRESIMS spectrum of compound 6. 

 
Figure S30. IR and UV spectra of compound 6. 



 

 

 

Figure S31. 
1
H NMR and 

13
C spectra of compound 7 in CD3OD. 



 

 

Figure S32. HSQC and 
1
H-

1
H COSY spectra of compound 7 in CD3OD. 



 

 

Figure S33. HMBC and NOESY spectra of compound 7 in CD3OD. 



 

 

Figure S34. HRESIMS spectrum of compound 7. 



 
Figure S35. IR and UV spectra of compound7. 

 



 

 

 

Figure S36. 
1
H NMR and 

13
C spectra of compound 8 in CD3OD. 

 



 

Figure S37. HSQC and 
1
H-

1
H COSY spectra of compound 8 in CD3OD. 

 



 

Figure S38. HMBC and NOESY spectra of compound 8 in CD3OD. 

 



 

Figure S39. HRESIMS spectrum of compound 8. 

 
Figure S40. IR and UV spectra of compound 8. 



 

 

 

Figure S41. 
1
H NMR and 

13
C spectra of compound 9 in CD3OD. 



 

 

Figure S42. HSQC and 
1
H-

1
H COSY spectra of compound 9 in CD3OD. 



 

 

 

 

Figure S43. HMBC and NOESY spectra of compound 9 in CD3OD. 



 

 

 

 

 

 

 

 



 

Figure S44. HRESIMS spectrum of compound 9. 

 
 

Figure S45. IR and UV spectra of compound 9. 

 

 



Figure S46. 
1
H NMR and 

13
C spectra of compound 10 in CD3OD. 

 

 

 

 

 

 

 



Figure S47. ESIMS spectrum of compound 10. 

 

Figure S48. 
1
H NMR and 

13
C spectra of compound 11 in CD3OD. 
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Figure S49. ESIMS spectrum of compound 11. 

 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Figure S50. 
1
H NMR and 

13
C spectra of compound 6a in CD3CN. 

 

 

 

 

 

 



 

Figure S51. HSQC and 
1
H-

1
H TOCSY spectra of compound 6a in CD3CN 

 

 

 

 

 

 



 

Figure S52. HMBC and ROESY (mixing 200 ms) spectra of compound 6a in CD3CN 

 

 

  



 

Figure S53. Cytotoxicity of the isolated compounds 1-10 to PC-12 cells 

 

 

The test compounds at 10 μM for 48 h did not show any toxicity. 

 

Figure S54. Effect of compound 1 on the NGF-promoted neurite outgrowth  

in PC-12 cells 
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Table S1. 
1
H and 

13
C data of 9-11, and cyathin I in CD3OD. 

 

No. 9  10  11  cyathin I
a
  

 δH δC δH δC δH δC δH δC 

1 3.49 d (6.0) 81.9 1.70 m 

1.43 m 

40.9 1.75 m 

1.68 m 

39.6 6.25 (d, 5.5) 145.8 

2 4.43 d (6.0) 75.1 2.25 m 29.5 2.43 m 29.6 6.34 (d, 5.5) 128.9 

3  140.5  141.5  145.9  143.0 

4  146.6  137.0  143.7  143.1 

5 2.55 m 45.6 2.31 m 38.9  155.7 2.45 (dd, 3.5, 

13.0) 

38.8 

6  43.2  44.1  49.0  46.5 

7 1.63 2H m 28.7 1.56 m 

1.49 m 

30.6 2.44 m 

1.37 m 

34.1 1.44 (m); 1.60 

(td, 4.2, 13.6) 

29.8 

8 1.77 m 

1.40 m 

37.9 1.58 m 38.1 1.73 m 

1.66 m 

37.6 1.24(td, 4.6, 

13.6); 1.72 

(m) 

32.4 

9  50.7  49.0  50.3  55.1 

10 2.47 2H m 29.0 2.16 td 

(12.7, 3.5) 

1.53 m 

32.5 5.94 d 

(8.1) 

121.3 1.52 (m); 2.34 

(m) 

31.6 

11 5.87 m 129.6 4.17 m 76.6 6.85 dd 

(8.1, 2.0) 

147.0 4.24 (t, 3.0) 76.9 

12  143.1 2.29 m 49.4  139.7 2.37 (m) 49.5 

13 4.52 d (9.4) 68.9 4.41 d 

(7.7) 

70.0 3.02 dd 

(17.6, 6.3) 

2.55 d 

(17.6) 

29.6 4.54 (d, 8.0) 70.3 

14 3.46 d (9.4) 81.1  107.6 3.70 d 

(6.3) 

75.1  107.8 

15 4.26 d 

(12.7) 

4.10 d 

(12.7) 

66.4 3.81 dd 

(10.9, 5.9) 

3.57 dd 

(10.9, 8.7) 

62.2 9.37 s 196.0 3.61 (dd, 9.0, 

10.5); 3.85 

(dd, 5.5, 10.5) 

62.2 

16 0.96 s 17.8 1.03 s 12.8 1.00 s 27.1 0.89 (s) 12.9 

17 1.08 s 20.4 1.03 s 24.1 1.02 s 24.2 1.04 (s) 20.6 

18 2.91 m 28.2 2.96 m 27.4 2.88 m 28.0 3.00 (sept, 

6.8) 

26.9 

19 1.16 d (6.9) 23.0 0.92 d 

(6.8) 

21.5 1.07 d 

(6.9) 

21.8 1.07 (d, 6.8) 23.0 

20 1.07 d (6.9) 22.3 1.02 d 

(6.8) 

22.6 0.98 d 

(6.9) 

21.8 1.12 (d, 6.8) 23.1 

A data from literature.  



 

Table S2. Logarithms of Free Binding Energy of the NO Inhibitor to the Active Cavities of 

iNOS (PDBcode: 3E7G) and Targeting Residues with Hydrogen of the Binding Site. 

 iNOS 

compound log(FBE) kcal/mol targeting residues 

11 -9.22 ILE462  

 

 


