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HOME COIMBATORE TAMIL NADU INDIA WORLD BUSINESS

Tamil Nadu reports 15,759 new cases, 378 deaths and 29,243 recoveries today; active ¢

COIMBATORE Hor

Alagappa University professor collaborates for target-specific and r
targeting organics for COVID-19

4 Covai Post Network i January 6, 2021

1tz

4
ALOGCAREA UnIvEReITY
~

The COVID-19 outbreak is spreading alarmingly and the number of deaths is also increasing every day in <
the world.

Collaborative research and mobilization of scientific skills is needed to address the COVID-19 challenge. Ir
collaborative research culture, Professor J. Jeyakanthan, Professor and Head, Department of Bioinformatic
University, has jointly collaborated with Dr. Doc. N. Arul Murugan Docent in Theoretical Chemistry and Bic
Department of Theoretical Chemistry and Biology, School of Engineering Sciences in Chemistry, Biotechnc
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KTH Royal Institute of Technology, Stockholm, Sweden, to refocus their research work to support frontline
identifying the potent phytochemicals to treat COVID-19 infections.

In an international collaborative research to address the existing COVID-19 challenge, Prof. |. Jeyakanthan
list of individual drugs and cocktails that deserve testing in clinical environment for treatment of COVID-1¢
are published in Scientific Reports (https://doi.org/10.1038/541598-020-75762-7). The researchers propost
double scoring approach to computationally screen lead drug-like compounds from DrugBank database a
important SARS-CoV-2 viral targets, namely 3C-like protease (3CLpro), papain-like protease (PLpro), RNA-d
polymerase (RdRp) and the spike (S) protein which play a major role in viral replication and human cell rec

They have identified a variety of as-yet-unexplored ways to attack COVID-19, in addition to proposing drug
namely Baloxavir marboxil, Natamycin and RU85053 can simultaneously inhibit multiple viral proteins bas
free energies implemented in AutoDock Vina and molecular mechanics—generalized Born surface area af
CoV-2 is a rapidly mutating positive single strand RNA virus with as many as 12,000 mutations reported til
a key mutation - D614G.

Therefore, this multi-targeting ability of drugs offers an effective route to deal with drug resistance which
drugs to work around the viral mutations. Accordingly, if a drug that can target several proteins and if one
becomes mutated, the drug can still be effective on other viral proteins. This is the potency of multi-target
drugs cocktails proposed in this article. In addition, the researchers have identified a few compounds suct
Phthalocyanine, Tadalafl, Lonafarnib, Nilotinib, Dihydroergotamine and R-428 which can bind to all the sp:
targets simultaneously and can serve as multi-targeting drugs. Further, their study also included the bindi
estimation for various compounds which are currently under drug trials.

It is shown that Remdesivir binds to RdRp and 3CLpro with high binding affinity indicating that it can be cz
multi-targeting drug. Baricitinib and Umifenovir were found to be compounds with superior target-specifi
Darunavir is found again to be a multi-targeting drug.

" ouble scoring approach also explains why some drugs like hydroxychloroquine and Oseltamivir are not\
against any of the viral targets and in particular, the former compound has only moderate binding affinity
potential towards RdRp. Among the drugs that the study recommended for testing were Tivantinib, Olapa
Golvatinib, Sonidegib, Regorafenib and PCO-371. The paper also provides a listing of multi-targeting drugs
DB04016, Phthalocyanine and Tadalafil which can also be effective in combating the rapidly mutating corc
More details about this research work can be found at: Searching for target-specific and multi-targeting ol
Covid-19 in the Drugbank database with a double scoring approach. Scientific reports. https://doi.org/10.1
020-75762-7
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Alagappa Varsity placed 122
in Asia Rankings
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New study backs anti-viral powers of 'kabasura

kudineer'

TNN [ Nov 11, 2022, 10.43 AM IST

MADURAL: A recently published in silico (computer simulation) study in
Indian Journal of Biochemistry and Biophysics has shown promise in
establishing possible anti-viral potential of phytochemicals in kabasura
kudineer, betel leaf and keelanelli and their potential use as Covid-19
therapeutics.

Indian Journal of Biochemistry and Biophysics is a peer-reviewed research
Journal of CSIR-National Institute of Science Communication and Policy
Research (CSIR-NIScPR), New Delhi.
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INPROVING IMMUNITY?

> Research showed several
phytochemicals in the compounds

exhibited inhibitory activity against

SARS-CoV-2 protein targets

» Phytochemicals can potentiallyact

as multi-targeting drug cocktail

» Study said proposed compounds
have safety margins and therapeutic |
effects potentially superior to reference
drugs used in treatment of Covid-19 |24

Dr J Jeyakanthan, head of Bioinformatics department, Alagappa University, Karaikudi and Dr N Arul Murugan, KTH Royal
Institute of Technology, Stockholm, Sweden (currently at Indraprastha Institute of Information Technology, Delhi) studied the
anti-viral activity of medicinal plants using in silico approaches to provide scientific evidence supporting therapeutic properties
of the herbal drugs and their formulations.

"Currently, omicron variant of SARS-CoV-2 virus has more than 100 hundred sub-lineages. Extensive researches are still in
progress to discover effective therapeutics against SARS-CoV-2 " said Dr Jeyakanthan.

Ayush ministry recommended siddha polyherbal formulation kabasura kudineer with 42 compounds from different medicinal
plants, incl.uding betel leaf and keelanelli. "Based on this rationale, the best anti-Covid-19 compounds from kabasura kudineer

were screened.

In this study, the therapeutic effects of the chosen compounds were comprehensively studied for their binding efficiency with
human ACE-2 receptor, SARS-CoV-2 protein targets (PLpro; 3CLpro, RdRp) and interface region of spike protein-ACE-2
compiex," explained Dr Jeyakanthan. The research showed that a few phytochemicals exhibited efficient inhibitory activity
against PLpro while Chebulagic acid was highly active against 3CLpro and RdRp.
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