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Methyl ferulate | Cluster 2|5.158 kcal/mol

Methyl ferulate | Cluster 3|5.147 kcal/mol
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Pentyl ferulate | Cluster 2|5.908 kcal/mol Pentyl ferulate | Cluster 3|5.489 kcal/mol




Dodecyl ferulate | Cluster 2|5.259 kcal/mol Dodecyl ferulate | Cluster 3|5.157 kcal/mol

Figure S1. Binding modes of the second and third clusters for alkyl and alkenyl FA esters in the active site of MP™.



Oleyl ferulate | Cluster 2|4.895 kcal/mol

Oleyl ferulate|Cluster 3|4.863 kcal/mol

Figure S2. Binding modes of the second and third clusters for fatty acid, polyol, tocopherol and sterol FA derivatives in the

active site of MP™,




D-glucose ferulate| Cluster 2| 7.078 kcal/mol

' D-glucose ferulate | Cluster 3|6.925 kcal/mol




‘ D-xylose ferulate| Cluster 2|7.218 kcal/mol D-xylose ferulate| Cluster 3|7.033 kcal/mol

Figure S3. Binding modes of the second and third clusters for monosaccharide esters of FA in the active site of MP™.



D-lactose ferulate|Cluster 2|7.387 kcal/mol




| Galactobiose ferulate | Cluster 2]8.264 kcal/mol Galactobiose ferulate|Cluster 3|8.057 kcal/mol

Figure S4. Binding modes of the second and third clusters for disaccharide esters of FA in the active site of MP™.



Raffinose ferulate|Cluster 3| 7.911 kcal/mol

Figure S5. Binding modes of the second and third clusters for trisaccharide and sugar alcohol esters of FA in the active site

of Mpre,




FOS ferulate 1| Cluster 2|8.003 kcal/mol

FOS ferulate 1| Cluster 3|7.964 kcal/mol

Figure S6. Binding modes of the second and third clusters for FOS esters of FA in the active site of MP™.

Ferulic acid rutinoside | Cluster 2|7.928 kcal/mol

Ferulic acid rutinoside | Cluster 3|7.490 kcal/mol

Figure S7. Binding modes of the second and third clusters for FA rutinoside in the active site of MP™.




Compound 7a|Cluster 2|6.557 kcal/mol

Compound 7a|Cluster 3|6.363 kcal/mol




Compound e27|Cluster 2|7.756 kcal/mol

Compound e27|Cluster 3|7.705 kcal/mol




|
- Compound 2y| Cluster 2| 6.174 kcal/mol

Compound 2y | Cluster 3|6.099 kcal/mol




Ferulic acid trimer|Cluster 2|8.223 kcal/mol

‘ Ferulic acid trimer| Cluster 3|7.660 kcal/mol

Figure S8. Binding modes of the second and third clusters for chemically synthesized FA derivatives in the active site of

Mpro






