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S1-A. Analysis of trifluoroacetyl sample 1 (degraded from compound 3) and 
trifluoroacetyl tetritol standards by gas chromatography. 

Erythritol 
D-threitol L-threitol 

Sample 1 

Retention time 
(minute) 

Retention time 
(minute) 
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S1-B. Analysis of trifluoroacetyl pentitol standards by gas chromatography. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
S1-C. Analysis of trifluoroacetyl sample 2 (degraded from mixture of compounds 4 
and 5) by gas chromatography. 
 
 
 
 
 
 
 
 

Adonitol 

Retention time 
(minute) 

L-arabitol D-arabitol 
Xylitol 

Retention time  
(minute) 

Sample 2 

D-arabitol 
L-arabitol 
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S1-D. Analysis of trifluoroacetyl sample 2 (degraded from mixture of compounds 4 
and 5) and L-arabitol in one injection by gas chromatography. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
S1-E. Analysis of trifluoroacetyl sample 2 (degraded from mixture of compounds 4 
and 5) and D-arabitol in one injection by gas chromatography. 

Retention time 
(minute) 

Sample 2 L-arabitol 

Sample 2 and D-arabitol 

Retention time 
(minute) 
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S2. UV spectrum of compound 1. 
 
 
 
 

 

 
S3. HRESIMS spectrum of compound 1. 
 

Peak #11 100% at 23.43 min
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S4. 1H NMR (600 MHz, CD3OD) spectrum of compound 1. 
 

 
S5. 13C NMR (150 MHz, CD3OD) spectrum of compound 1. 
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S6. 1H-1H COSY (600 MHz, CD3OD) spectrum of compound 1. 
 

 
 
S7. HSQC (600 and 150 MHz, CD3OD) spectrum of compound 1. 
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S8. HMBC (600 and 150 MHz, CD3OD) spectrum of compound 1. 
 
 

 
 
S9. UV spectrum of compound 2. 
 
 

Peak #3 100% at 17.37 min
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S10. HRESIMS spectrum of compound 2. 
 
 

 

 
S11. 1H NMR (600 MHz, CD3OD) spectrum of compound 2. 
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S12. 13C NMR (150 MHz, CD3OD) spectrum of compound 2. 
 

 
 
S13. 1H-1H COSY (600 MHz, CD3OD) spectrum of compound 2. 
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S14. HMBC (600 and 150 MHz, CD3OD) spectrum of compound 2. 
 

 

 
S15. UV spectrum of compound 3. 
 

Peak #13 100% at 25.00 min

-10,0

70,0

200 250 300 350 400 450 500 550 595

%

nm

232.1

269.9

No spectra library hits found!

13 
 



 

 

 
S16. HRESIMS spectrum of compound 3. 
 

 
 
S17. 1H NMR (600 MHz, CD3OD) spectrum of compound 3. 
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S18. 1H-1H COSY (600 MHz, CD3OD) spectrum of compound 3. 
 
 

 
 
S19. HSQC (600 and 150 MHz, CD3OD) spectrum of compound 3. 
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S20. HMBC (600 and 150 MHz, CD3OD) spectrum of compound 3. 
 
 
 
 
 

 
 
S21. UV spectrum of mixture of 4 and 5. 
 
 
 
 
 
 
 

Peak #8 100% at 19.01 min
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S22. HRESIMS spectrum of mixture of 4 and 5. 
 

 
 
 
S23. 1H NMR (600 MHz, CD3OD) spectrum of mixture of 4 and 5. 
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S24. 13C NMR (150 MHz, CD3OD) spectrum of mixture of 4 and 5. 
 
 

 

 
S25. 1H-1H COSY (600 MHz, CD3OD) spectrum of mixture of 4 and 5. 
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S26. HSQC (600 and 150 MHz, CD3OD) spectrum of mixture of 4 and 5. 
 
 

 
 
S27. HMBC (600 and 150 MHz, CD3OD) spectrum of mixture of 4 and 5. 
 

19 
 



 

 

 
 
S28. UV spectrum of mixture of 6 and 7. 
 

 
 
 
S29. HRESIMS spectrum of mixture of 6 and 7. 
 

Peak #8 100% at 21.06 min
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S30. 1H NMR (600 MHz, CD3OD) spectrum of mixture of 6 and 7. 
 

 
 
S31. 13C NMR (150 MHz, CD3OD) spectrum of mixture of 6 and 7.. 
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S32. 1H-1H COSY (600 MHz, CD3OD) spectrum of mixture of 6 and 7.  
 

 
 
S33. HSQC (600 and 150 MHz, CD3OD) spectrum of mixture of 6 and 7. 
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S34. HMBC (600 and 150 MHz, CD3OD) spectrum of mixture of 6 and 7. 
 
 

 

 
 
S35. UV spectrum of compound 8. 
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S36. HRESIMS spectrum of compound 8. 
 
 

 
 
S37. 1H NMR (600 MHz, CD3OD) spectrum of compound 8. 
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S38. 1H-1H COSY (600 MHz, CD3OD) spectrum of compound 8. 
 

 
 
S39. HSQC (600 and 150 MHz, CD3OD) spectrum of compound 8. 
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S40. HMBC (600 and 150 MHz, CD3OD) spectrum of compound 8. 
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S41. Phytotoxic bioassay for fusaric acid derivatives (20 μL at three locations on 
barley leaf). 
 
 

                     
scratch the surface of the leaf            add the test solution 
 
 

 

Score     0       1      2        3       4       5 
 Visual rating: 0 = no necrosis (negative control); 5 = severe necrosis. 
 
 
Compound 1 

  
           0          0.5 mM    1.0 mM     2.0 mM   4.0 mM           8.0 mM 
 
 
Compound 2 

 
0       0.5 mM    1.0 mM         2.0 mM   4.0 mM         8.0 mM 
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Compound 3 

 

0               0.5 mM   1.0 mM     2.0 mM     4.0 mM         8.0 mM          
 
 
Mixture of compounds 4 and 5      

 
0        0.5 mM   1.0 mM        2.0 mM     4.0 mM         8.0 mM 

 
 
Mixture of compounds 6 and 7 

 
0           0.5 mM   1.0 mM        2.0 mM    4.0 mM       8.0 mM 

 
 
 
Compound 8 

 
0             0.5 mM     1.0 mM      2.0 mM   4.0 mM         8.0 mM 
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