Supp. Figure S1: In vitro/in vivo viability/infection assays. Colony growth after 12 days post-inoculation (dpi) of P. expansum
on PDA medium amended with buffer solution (positive control, A), water (negative control, B), 1 mM meticrane (C),
1 mM 6-hydroxycoumarine (D), 1 mM p-anisic acid (E). P. expansum lesion diameters on positive (buffer, F) and negative (water,
G) control apples at 8 dpi. Lesion diameters at 8 dpi on apples treated by meticrane, 6-hydroxycoumarin and p-anisic acid (100 pg/
wound for all the three compounds) (H-J).
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Supp. Table S1: List of residues within 4 A from the crystallized or docked ligands within the indicated homologous
crystallized structures sampled by using pGenThreader and I-tasser, for comparative modelling purposes. In the last column, residues
of the 3D comparative model of the investigated P. expansum GMC oxidoreductase (PatE, patulin synthase) within 4 A from the

docked patulin are reported.
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Supp. Table S2: List of 10 small molecules chosen among the first 20 best hits based on the lowest calculated binding energy, on
the presence of aromatic moieties and on their similarity with patulin and (E)-ascladiol.
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Supp. Table S3: List of 11 small molecules energetically/structurally related to the saccharin molecule, which is among the ligands
more similar to patulin and (£)-ascladiol, within the screened library.
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Supp. Table S4: List of 11 small molecules structurally/energetically related to the umbelliferone molecule, able to control
patulin production.
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Supp. Table S5: List of 11 small molecules structurally/energetically related to the p-anisic acid, known for being able to inhibit
Socl.pdb used as a protein template for comparative modelling of P. expansum GMC oxidoreductase.
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Supp. Table S6: List of 11 small molecules structurally/energetically related to the ellagic acid, structurally related to the
umbelliferone molecule, able to control patulin production.
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Supp. Table S7: List of 11 small molecules structurally/energetically related to tyrosol, similar in structure to p-anisic acid (able
to inhibit Soc1.pdb) and benzaldehyde (substrate for 3gdn.pdb and 61qy.pdb), which are among the best protein templates to be used
for the comparative modelling of P. expansum GMC oxidoreductase.
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Supp. Table S8: List of 11 small molecules structurally/energetically related to the gallic acid, similar in structure to the p-anisic acid

(able to inhibit Socl.pdb) and benzaldehyde (substrate for 3gdn.pdb and 61qy.pdb), which are among the best protein templates to be
used for the comparative modelling of P. expansum GMC oxidoreductase.
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