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Figure S1. Pairwise sequence alignment of the target sequence AgGSTE5 against template sequence AgGSTE2 through the BLAST algorithm.1 The 
alignment between target and template sequences displayed a sequence homology with similarity and identity levels of 76 and 52%, respectively.
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Figure S2. Comparison of Ramachandran plots of (a) the X-ray structure 2IMI solved at 1.4 Å; (b) the structural model of AgGSTE5 in order to assess 
the stereochemical plausibility of the latter. 
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Figure S3: Force field parameters for GSH molecule using GROMOS nomenclature for bonded terms. Atom types, atom names and atomic partial charges 
(left on top); bond parameters (right on top); angle parameters (center); dihedral angles (left on bottom) and improper terms (right on bottom).
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Figure S4. Force field parameters for DDT molecule using GROMOS nomenclature for bonded terms. Atom types, atom names and atomic partial charges 
(right on top); bond parameters (left on the middle); angle parameters (right on middle); dihedral angles (left on bottom) and improper terms (right on bottom).
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Figure S5. Time-evolution of the secondary structure elements for subunits of the holoform AgGSTE2 (a, b), AgGSTE2-I114T/F120L (c, d) and AgGSTE5 
(e, f) during 50 ns of simulation. Secondary structure definition according to Kabsch and Sander.2 Analyses were carried out over intervals of 5 ps.
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