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Fabl in complex with Triclosan

Structural representation of the
binding site of Fabl drug target with
Triclosan and NADH co-factor.




Pharmacophore modelling

Receptor-ligand based e-Pharmacophore modelling of Fabl
protein with Triclosan and the other binding site residues.



2-D structure of control inhibitor with
top three screened compounds

Control Inhibitor Compound 1 Compound 2 Compound 3



Fabl in complex with control inhibitor
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* 2D interaction map of triclosan showing pi-pi and halogen bond
interactions.

* 3D orientation of Triclosan with its binding pose in the cavity of Fabl
protein.



2-D Maps of top three hits in complex
with Fabl target

Compound 2 Compound 3
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* 2D interaction maps of top three hits showing hydrogen bonds, pi-pi
and halogen bond interactions in complex with Fabl drug target.



Structural dynamics of Fabl enzyme-ligand
complexes
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* (A) Root mean square deviations of top three hits i.e. Compound 1 (maroon
colour), 2 (cyan colour), 3 (orange colour) and control inhibitor triclosan
(purple colour).

* (B) Root mean square fluctuations of top three hits i.e. Compound 1
(maroon colour), 2 (cyan colour), 3 (orange colour) and control inhibitor
triclosan (purple colour).



Structural dynamics of Fabl enzyme-ligand
complexes

<
=
S
£
[}
=~
&
S
=
w
2
=
=
=

le+05 le+05 1.5e+05
Time (ps) Time (ns)

* (CQ) Radius of gyration of top three hits i.e. Compound 1 (maroon colour), 2
(cyan colour), 3 (orange colour) and control inhibitor triclosan (purple
colour).

* (D) Solvent accessible surface area of top three hits i.e. Compound 1
(maroon colour), 2 (cyan colour), 3 (orange colour) and control inhibitor
triclosan (purple colour).



Secondary structure analysis
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* (A) Secondary structure analysis of control drug triclosan.
* (B) Secondary structure analysis of Compound 1.




Secondary structure analysis
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* (C) Secondary structure analysis of Compound2.
* (D) Secondary structure analysis of Compound 3.



Principal Component analysis
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* Principal component analysis of top three hits i.e. Compound 1
green colour), 2 (red colour), 3 (blue colour) and control
inhibitor triclosan (black colour).
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