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Fig. S1. ESI-MS spectrum of p-anisic acid (1)  
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Fig. S2. 1H NMR spectrum of  p-anisic acid (1) in CD3OD. 

 

 

 

 

 

 

 

 

 

 

 

  



 

 

Fig. S3.  DEPTQ spectrum of  p-anisic acid (1) in CD3OD. 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

Fig. S4. ESI-MS spectrum of p-anisic acid methyl ester (2)  
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 Fig. S5. 1H NMR spectrum of p-anisic acid methyl ester (2) in CDCl3  

 

 

 

 

 

 

 

 

 

 

 



 

Fig. S6. 13C NMR spectrum of p-anisic acid methyl ester (2) in CDCl3 

 

 

 

 

 

 

 

 

 

 

 



 

 Fig. S7. ESI-MS spectrum of benzyl anisate (3)  
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Fig. S8. 1H NMR spectrum of benzyl anisate (3) in CDCl3 

 

 

 

 

 

 

 

 

  

 



  

Fig. S9. 13C NMR spectrum of benzyl anisate (3) in CDCl3 

 

 

 

 

 

 

 

  

 

 

 

 



 

 

 Fig. S10. HSQC spectrum of benzyl anisate (3) 

 

 

 

 

 

 

 

 

  

 



 

 

 Fig. S11. HMBC spectrum of benzyl anisate (3) 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

Fig. S12. ESI-MS spectrum of syringic acid (4)  
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Fig. S13. 1H NMR spectrum of syringic acid (4) in DMSO-d6 

 

 

  

 

 

 

 

 

 

 

 

6

5

4

3

2

1

7

HO

OH

OO

89

O



  

Fig. S14. 13C NMR spectrum of syringic acid (4) in DMSO-d6 
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Fig. S15. ESI-MS spectrum of sinapic acid (5)  
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 Fig. S16. 1H NMR spectrum of sinapic acid (5) in DMSO-d6 

 

 

 

 

 

 

 

 

 

  

 



 

 

 Fig. S17. 13C NMR spectrum of of sinapic acid (5) in DMSO-d6 

 

 

 

 

 

 

  

 

 

 

 



  

 

 

 

 

 

 

 

 

 

 

 

Fig. S18. ESI-MS spectrum of acetosyringone (6)  
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Fig. S19. 1H NMR spectrum of acetosyringone (6) in DMSO-d6 

 

 

 

 

 

 

 

 

 

 

 

 



 

Fig. S20. 13C NMR spectrum of acetosyringone (6) in DMSO-d6 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

 Fig. S21. ESI-MS spectrum of phenyl acetic acid (7)  
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Fig. S22. 1H NMR spectrum of phenyl acetic acid (7) in CD3OD 

 

 

 

 

 

 

 

  

 

 

 



 

 

 Fig. S23. 13C NMR spectrum of phenyl acetic acid (7) in CD3OD 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 Fig. S24. ESI-MS spectrum of gentisaldehyde (8)  
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Fig. S25. 1H NMR spectrum of gentisaldehyde (8) in CD3OD 

 

 

 

 

 

 

 

 

 

 



 

 

 

 Fig. S26. 13C NMR spectrum of gentisaldehyde (8) in CD3OD 

 

 

 

 

 

  

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

  

 Fig. S27. ESI-MS spectrum of p-hydroxy benzaldehyde (9) 
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 Fig. S28. 1H NMR spectrum of p-hydroxy benzaldehyde (9) in DMSO-d6 

 

 

 

 

 

 

 

 

 

 



 

 

 

Fig. S29. 13C NMR spectrum of p-hydroxy benzaldehyde (9) in DMSO-d6 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Fig. S30. ESI-MS spectrum of anthranilc acid (10) 
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 Fig. S31. 1H NMR spectrum of anthranilc acid (10) in CD3OD 

 

 

 

 

 

 

 

 

 



 

 

 

 Fig. S32. 13C NMR spectrum of anthranilic acid (10) in CD3OD 

 

 

 

 

 

 

 

 

 



 

 

 

 

Fig. S33. ESI-MS spectrum of ergosterol peroxide (11) 
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Fig. S34. 1H NMR spectrum of ergosterol peroxide (11) in CDCl3 
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 Fig. S35. 13C NMR spectrum of ergosterol peroxide (11) in CDCl3 
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 Fig. S36. HSQC spectrum of ergosterol peroxide (11) in CDCl3 
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 Fig. S37. HMBC spectrum of ergosterol peroxide (11) in CDCl3 

 

 

 

 

 

 

  

 



 

 

 

 Fig. S38. COSY spectrum of ergosterol peroxide (11) in CDCl3 

 

 

 

 

 

 

 

 

 



 

Figure S39. HPLC profiles (detected at 254 nm) of fungal extracts obtained from different culture media. 

(a) rice; (b) sabouraud Dextrose; (c) Czapek Dox; (d) malt extract; (e) malt extract + salt. 

 

 



 

Table S1. Results of the ten top-scored 3D hypothetical pharmacophores generation with 

information of statistical significance. 

 

 
Hypothesis Score F value degree of freedom 

Hypo 1 72.82 -108.99 0.0 
Hypo 2 71.54 -101.46 7.52 
Hypo 3 69.74 -101.70 7.28 
Hypo4 65.56 95.43 13.56 
Hypo 5 64.83 95.20 13.78 
Hypo 6 63.27 92.67 16.31 


