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Introduction

Alzheimer's Disease (AD), is characterized by a progressive
deterioration in cognitive function as a result of brain damage.
The cholinergic system anomalies are the most severely affected.
As cholinergic deficits could be treated by reversibly inhibiting the
acetylcholinesterase (AChE) enzyme, inhibition of AChE has
become one of the most promising therapy options for AD.

The main goal : investigate the natural product inhibitors of AChE
and their potential therapeutic value for the cholinergic
hypothesis in the development of AD using molecular docking
approach.

PDB ID : 604W

Selected drugs : Ginsensoside, Apigenin, Curcumin, Mangiferin,
Galantamine, Resveratrol, Rivastigmine, Ribalinine, Caranine, and
tazettine

Preparation of protein
PDB file -> Notepad++

Methodology

Preparation of ligands

Avogadro Software
MMFF94s force field,

Conjugate gradient algorithm
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2D,3D ligand interaction
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Results and discussion
Docking protocol : Validated by re

docking of donepeazil.

Pharmaco kinetics results : All
the selected drugs has potential
bio availability on the AChE
inhibitory activity.
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Fig. 3
Ligand Binding affinity/
kcal mol
galantamine 9.1
caranine -9.5
tazettine -9.2
mangiferin -9.2
rivastigmine -8.1
caranine -9.5
ginsenosides -9.9
ribalinine -8.9
apigenin -10.0
resveratrol -9.3
curcumin -10.3

Conclusion

Pharmaco Kkinetics : all the
selected drugs are suitable for
the docking process

The re docking results showed
that the conformation of the
docked ligand sufficiently
matches with the original ligand
Binding affinity : Apigenin,
Ginsensoside, Curcumin and
Caranine showed the highest
potential for inhibitory activity.

Study of natural product inhibitors of AChE and their potential therapeutic value for the
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