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Figure S1. Percentage purity of AT (1).
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Figure S2. Percentage purity of HAT (2).
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Figure S3. Percentage purity of MED (3).
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Figure S4. '"H NMR spectrum of Alternariol (AT) (1) in CDsOD.
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Figure S5. 13C NMR spectrum of Alternariol (AT) (1) in CDsOD.
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Figure S6. COSY spectrum of Alternariol (AT) (1) in CD3OD.
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Figure S7. HSQC spectrum of Alternariol (AT) (1) in CDsOD.



J. Fungi 2021, 7, 876 60f11

~10
20

@)

30

0] OH [ a0

60
-80
OH oo

° oL [ 100
. . .
1 o 110

f1 (ppm)

120
- 130
° - 140
- 150
160

L 'lH’J

170
180
- 190
=200
210
220

T T T T T T T

T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
2 (ppm)

Figure S8. HMBC spectrum of Alternariol (AT) (1) in CDsOD.
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Figure S9. '"H NMR Spectrum of 5'-hydroxy-alternariol (HAT) (2) in DMSO-ds.
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Figure S10. ®*C NMR Spectrum of 5-hydroxy-alternariol (HAT) (2) in DMSO-ds.
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Figure S11. COSY Spectrum of 5'-hydroxy-alternariol (HAT) (2) in DMSO-ds.
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Figure S12. HSQC Spectrum of 5'-hydroxy-alternariol (HAT) (2) in DMSO-ds.
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Figure S13. HMBC Spectrum of 5-hydroxy-alternariol (HAT) (2) in DMSO-ds.
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Figure S14. '"H NMR spectrum of Mycoepoxydiene (MED) (3) in DMSO-ds.
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Figure S15. *C NMR Spectrum of Mycoepoxydiene (MED) (3) in DMSO-ds.
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Figure S16. COSY Spectrum of Mycoepoxydiene (MED) (3) in DMSO-db.
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Figure S17. HSQC Spectrum of Mycoepoxydiene (MED) (3) in DMSO-ds.
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Figure S18. HMBC Spectrum of Mycoepoxydiene (MED) (3) in DMSO-de.
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Figure S19. Plots of root mean square deviation (RMSD) during 1 ns MD simulation of (a) hMAO-A and (b) hMAO-B
complexes with AT.



