HIWTH GG, . 6:
GlanrBamrena enat g e
(ApRRUL pLp 0% S DY FHEDET
OB LOBHBIF L)
DILD BB D HT T FIT SRS
Fnyseir senflesf (pempuiiev
EE I EAVIN T g
S ST GO BLPHUILIT LIV
enevdhaps BrrmBifluy
Qgpuws i wesr Gadeal s
AlSTarTi.

RPeu a:diensd oTouL.
LotD, HTENTH S5 P
FLIIIT L0 B D6V & Lo
2.uPii Haeuelussv Sugm®

g G gour s Hesr H s
HTGUE)
eval L. sr evL. TS

Bapimih 3% 1. 14, miTui6y

YT emIg UL Pt DL
g:rmg %m@i%mm tom
b 2. ufifufuseo genpailes
Lo TELLT B (B (L HEEN
LG5 (Rement B3I, LOHES
@B s seir & enfl oof!
apenpuiiey Heomr BT &
AUHIL (RGO ). emeuTon
LITH e eud S M HEm e
QT BaenT 2B H
60 LIS PLp QU Fa 1)) VT
Qs S, PHHS PO
LWBHSS S eNFSHDLIL. 55
e ppenew Senguyp Fi
Qladrwrmay. s posirer

2021

DINAKARAN - 06.01.2021

GarGyrarm maiyams s @b
wwbgH1 G jromiseir oeor By

SeM e LpeVS
S DI H M e
wavst B LG S5y,
2% T M
smeu e & ofledr
LI L{T Hmi &
snar i enauss)
ETINEVE T Y
BHenau wimen |

s b B & e

SIS — srvaiL 63T LISHE6me.
GUTSIFILTST culg6L6MLOLIL]

Bl HET ppew
eneuran T
T
& B e o b 3
BT H @ sy G
L&Y, eheuiT e
PRI LIT B
_ Bmmus mem
b S @Daenaweflis
B How

senfafl (penp WERERS . Cswer
uflev ey (B L Sugr Ay RE . Halg
YESOUL BT Quumrpmer DM T G
B afl, e

Quow BHs svaur
Q6T 2. (HLDT DB KD
#n) GFwLIL. 2. Fajth.
Qasm Qg mero eneaTen
DYHE LYT HBIFEHET LOTH
Durenod g allenr s
DB BNEL. LISV LT &%
HEN6N ()N eVeU d| HTSHH S
dntqid LD RS (BB,
SPEMAY B HLOIT I 65T T QYLD
0HDENEU HEHEBHID DB
LiwiggysiTan BT & GlFwrsves
b,

wrSeurdFrall wrd
uTH P, Br.enw e,

2Ty 85053 Bus wowh

s, BoreliBearme. Pew,
Gamsvanrigefics, B mref
BB, DoGarorlu
e wppnd 9.8.6p. 371
2R wenatFemin BFTH
swen s GLr Lfinsenr s
&L (Y6 aresr . Baflr
N LI% T B QUIT 604 Wt extl 6T,
Lot reur L v Guumerp
Wb HeT allen T i
o poain QasnSgmeny
shauTenen oF B L1t Feb
LILISY] STTeT BT & (K HHLD
STE YTTUIFPUN Hevw
(B LR S LIL (B 6T 9T 5.
@eireumay spaui S e



The Coval Post  1ced

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

2 Covai Post Network 50 January 6, 2021

a
ALATAPEX UNIVERSITY
-~

The COVID-19 outbreak is spreading alarmingly and the number of deaths is also increasing every day in s
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. |. Jevakanthan
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/s41598-020-75762-7). 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 ce
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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