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Table 1: Molecular Docking Approaches.

In this approach, interaction energy as per ligand-receptor pair are

To achieve the best docked conformer of ligand and receptor, ligand
is allowed to fit into receptor’s groove based upon minimum energy

Every move of ligand into receptor's pocket for best fitting generates an
energy as Total Energy of System, which is compared to find out best

Performing the molecular modeling. through this approach, requires
much longer time as large energy profiling needs to be estimated.
However, grid-based tools and fast optimization methods have

Simulation Approach

calculated

To attain the decked conformer via this approach, selvent accessible
wopographic features of ligand and receptor in terms of matching surface
is described. This is followed by the estimation of shape complementarity
between interacting molecules for finding out optimal groove/ pocket for

consideration.

docked conformer with minimum energy

Shape complementarity approach allows both types of docking:
flexible docking and rigid docking. In case of flexible or soft docking
This approach is more compatible to accept ligand Aexibility in molecular conformational changes may take place among bound and free interacting

modeling tool, which facilitates real assessment of molecular perception

and interaction between ligand and receptor molecules.

significantly transfigured this downside,
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Shape Complementarity Approach

This approach implies the estimation of complementarity between ligand

and receptor surface

ligand binding on its target.

This methed consists of surface representation of receptor and ligand
[i.e. surface construction and smoothing), features/ourvature calculation
followed by docking and scoring contingent to geometric complementary

criteria.

maolecules. This is accompanied with the penetration and overlapping
of both interacting molecules on each other. However, rigid docking
does not let spatial alteration into shape of interacting molecules during

maolecular modeling

This methed encompasses the rapid scanning of large number of ligands
for the binding on its target in a few seconds and hence, provides quick

and robust outcomes
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