Figure S1. 3D representation of redocking of crystallographic structures and its co-cristalizated lignads.
A) 7QXZ structure with -(3,5-Dichlorophenyl) pyridine-derived, B) SMIM structure with 2,5-
dideoxystreptamine derived, C) 7O1Y with guanylhydrazone-based inhibitor 2 (mi307), D) 7LCU
structure with BOS-318 inhibitor. (Figures obtained with PyMOL v. 2.5.4). Blue-green color represent
the crystallographic structures with its ligand inhibitors and pink structure represent structure

redocking with its ligand inhibitors.
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Figure S2. Representation of the 3D and 2D structures of the molecular interactions between the Fur
active site (FurAct) and 3-(3,5-Dichlorophenyl) pyridine-derived (3DPP-D). A) Full complex, B) Specific
interactions of 3DPP-D. (Figures obtained with the PyYMOL v. 2.5.4 and Discovery studio v.21.1.0.20298

softwares).
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Figure S3. 3D and 2D representations of Fur active site (FurAct) and its molecular interactions with
the potential ligands A-B) Overview of overlay complexes, C) NPF, D) PFD, E) PGZ, F) RGZ. (Figures
obtained with the PyMOL v. 2.5.4 and Discovery studio v.21.1.0.20298 softwares).
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Figure S4. 3D representation of the models of the complexes between FuAct and its potential ligands
during the last ten percent of molecular dynamic simulation. A) NPF (Naphtofluorescein), B) PFD

(pirfenidone), C) PGZ (pioglitazone), D) RGZ (rosiglitazone). (Figures obtained with PyMOL2).
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Figure S5. 1. 2D representation of models of the complexes formed between FuAct and its potential
ligands in the last ten percent of molecular dynamic simulation. A) NPF (Naphtofluorescein), B) PFD
(pirfenidone), C) PGZ (pioglitazone), D) RGZ (rosiglitazone). (Figures obtained with the PyMOL v.

2.5.4 and LigPlot+ v.2.2.8 softwares).
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Figure S6. 3D representation of models of the complex between FuAll and its potential ligands during
the last ten percent of molecular dynamic simulation. A) NPF (Naphtofluorescein), B) PFD

(pirfenidone), C) PGZ (pioglitazone), D) RGZ (rosiglitazone). (Figures obtained with PyMOL v. 2.5.4).
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Figure S7. 2D representation of models of the complexes formed between FuAll and its potential

ligands in the last ten percent of molecular dynamic simulation. A) NPF (Naphtofluorescein), B) PFD

(pirfenidone), C) PGZ (pioglitazone), D) RGZ (rosiglitazone). (Figures obtained with the PyMOL v.

2.5.4 and LigPlot+ v.2.2.8 softwares).
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Figure S8. Comparison of 3D representation of the complexes formed between FuAct and FuAll and
the potential ligands obtained by molecular docking and molecular dynamic simulation. (Figures
obtained with Discovery Studio V. 2021). Yellow boxes represent the interaction site determined by

molecular dockings, and green boxes represent the interaction site determined by molecular dynamics.



