Phyllanthus amarus as a potential drug candidate for the management of hepatitis B
P.O Usman, M.U Okoro, |.A Duru and C.O Akalezi

Department of Chemistry, Federal University of Technology Owerri, PM.B 1526, Owerri, Nigeria
39 Commonwealth Poster Presentation 2022

Globally Method Docking Result

PHE
B:lZ}

=  Extraction of plant root and characterization of extract
* Docking studies of phytochemicals in plant root extract against hepatitis B core

“TRP
YR B:102
IB\}}I;" — -~
)

People living with chronic protein Y | 32A mutant using Autodock Vina in PyRx software, version 0.8. 4 1
hepatitis B a0 o
350 (mm) Protein chain B: Y132A a o -
323 3132

. . Ciclopirox
Nitazoxanid

\

Binding Interactions

/
/N

‘l m2015 ®=2019 m=2020 m202|

The Plant
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composition affinity N ”
I-Nonadecene 0.57 4.3 :‘Ss pre ity
4-Tetradecen-3-one 3.16 -5.8
Dibutyl Phthalate 3.20 -5.4
Butanoic Acid 0.46 37 4-Tetradecen-3-one Cyclohexyl-15-crown-ether
n-Hexadecanoic Acid 32.08 -4.3 What we observed
Octadecanoic Acid 463 42 From the table and binding energy data, 4-tetradecen-3-one and cyclohexyl-
Oleic Acid 49.06 -4.7
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Inhibition of Hepatitis B Virus secretion by blocking capsid assembly or
Targeting Hepatitis B virus (HBV) capsid assembly modulators (CpAMs) can

Contact: opus24.pu@gmail.com open a wide range of opportunities for drug design




