Brought to you by INTERNATIONAL ISLAMIC UNIVERSITY MALAYSIA

Search  Sources Lists  SciVal » ® YA
Document details
<Backtoresults 1 of 1
$]Export ¥, Download (gpPrint X E-mail %) Save to PDF ﬁ{ Add to List More... >

Full Text View at Publisher

Sains Malaysiana
Volume 49, Issue 3, March 2020, Pages 537-544

Computational quest for finding potential Ebola VP40 inhibitors : A molecular
docking study (Article) (Open Access)

[Pencarian Pengiraan untuk Mencari Potensi Perencat Ebola VP40: Suatu
Kajian Mengedok Molekul]

Yussoff, M.A.M.2, Hamid, AAA®, Hamid, S.A.P, Halim, K.BA?® & o

aDepartment of Biotechnology, Kulliyyah of Science, International Islamic University Malaysia, Kuantan, Pahang Darul
Makmur, 25200, Malaysia

bDepartment of Chemistry, Kulliyyah of Science, International Islamic University Malaysia, Kuantan, Pahang Darul
Makmur, 25200, Malaysia

Research Unit for Bioinformatics and Computational Biology, Kulliyyah of Science, International Islamic University
Malaysia, Kuantan, Pahang Darul Makmur, 25200, Malaysia

Abstract v View references (53)

Interaction of Ebola virus matrix protein VP40 with RNA is crucial in the early infection stage to facilitate the
transcription of the viral gene. Thus, VP40 is a promising target to inhibit the Ebola virus from spreading. This study
aims to identify and optimize ligands that can potentially block the VP40-RNA binding site. A total of 42 compounds
from previously studied ligands from the literature were simulated against the RNA binding site using Autodock Vina.
The top ten ligands were used as templates for similarity search in ZINC database followed by structured-based virtual
screening. Then, the ADME properties of the top compounds were predicted computationally using SwissADME
server. Our results showed that Q-96 (ZINC ID: 1338855) is the best docked compound with binding free energy of -7.5
kcal/ mol. The compound also has satisfactory ADME properties prediction with good lipophilicity value, moderate
water solubility and high gastrointestinal absorption. Besides, this ligand does not violate any drug likeness rules as
well as no PAINS and Brenk alerts, indicate it has the properties as a drug. Thus, it is worth to carry out further
investigations on this structure more in silico as well as in vitro and in vivo levels towards finding the treatment for
Ebola virus disease. © 2020 Penerbit Universiti Kebangsaan Malaysia. All rights reserved.
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