Estimated free energy of binding:
-2.65 kcal/mol

Estimated free energy of binding:
-3.21 kcal/mol

Estimated free energy of binding:
-3.41 kcal/mol

Estimated free energy of binding:
-4.15 kcal/mol

Supplementary Figure S4. Predicted structure of PtGRXB4 in complex with its substrate by
molecular docking. A, B, C and D represent the structure of PtGRXB4 complexed with HED,
DHA, L-cystine and Cum-OOH, respectively.




