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Table S1. Secondary structure (a-helix content, %) of the BSA at different pH values

pH Modelling Method of Greenfield and Fasman
3.0 55.1 54.5
7.4 67.2 68.9

Table S2. Solvent accessible surface area (SASA) of the Trp residues of BSA at various pH values

Residue Trpl34 Trp213

pH7.4 pH 3.0 pH7.4 pH 3.0
SASA (Non-polar) 11.05 41.05 19.85 71.18
SASA (Polar) 0 0 16.92 14.33

SASA 11.05 41.05 36.75 85.51




Table S3. Free binding energy of BSA-template complexes at pH 3.0

Template molecule

AGMM-GBSAI kcaI/mOI

Complex BSA—template

ZEA

:-33.8
:-40.9
:-47.8
:-35.1
:-25.7

u B~ WNR

ZEA (pH 7.4)

:-40.3
:-37.9
:-28.6
:-23.9
:-23.5

u B WN R

DON

:-49.8
:-46.5
:-39.0
:-36.7
:-33.8
:-31.6
:-23.3

NOUH WNR

DOM-1

:-50.5
:-39.3
:-36.0
:-29.3
:-21.7

u B~ WNR

AFB-1

:-65.9
:-56.3
:-51.9
:-43.2
:-41.5
:-41.4
:-38.7
:-34.7
:-34.7
10:-26.5

OO NOUILAL,WNR

KWA

:-59.8
:-53.6
:-40.8
:-40.5
:-37.6
:-30.5
:-23.6

NOU S WNR
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Fig.S1. RMSD of BSA during molecular dynamics simulation.
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Fig.S2. Results of molecular modelling of BSA-ZEA complex at pH 3.0: (I) location of ZEA in the
supposed binding site; (Il) protein—ligand interactions percentage; (lll) system RMSD; (IV) the

intensity of contacts between the ligand and amino acids during simulation time.



