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Congratulations to our
2020 Top Young Scientist:

Anika Chebrolu
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Hemagglutinin molecule depicting
its 3 chains

Anika 13 H fE7~x (CGRJR: youngscientistlab.com)
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Protein
envelope

M2 protein

Neuraminidase (NA) M1 protein
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* Preparing = Screening for + Initial Docking = ADMET * Final Docking * Lead molecule
Hemagglutinin Drug- Likeness Stage Verification Stage declaration
Protain Properties Stage

FTMap Results

Monbonded Inleiactions
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Hbond Interactions
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* Preparing * Screening for * |mitial Docking = ADMET * Final Docking * Lead molecule
Hemagglutinin Drug- Likenass Stage Verification Stage declaration
Protein Properties Stage

ZINC database

.- Lipinski's Rule of 5 is a set
criteria used to determine
compounds that have a good
absorption and permeation in
the biological systems,

The set criteria is;: molecular
weight is under 500 g/mol, the
value of LogP is lower than 5,
and the molecule has utmost 5-
H don’t and 10 H-acceptor
atoms.
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* Preparing *» Screening for = Initial Docking = ADMET
Hemagglutinin Drug- Likeness Stage Verification
Protein Properties Stage
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Preliminary
Step

= Preparing * Screening for * Initial Docking = ADMET
Hemagglutinin Drug- Likeness Stage Verification
Protein Properties Stage

A Absorption determines how the drug is absorbed by the body
into the bloodstream through oral administration.

D tribution is how the drug is carried out to the rest of the
via the bloodstream.

describes how the compounds breaks down.
tion |5 related to how the compound exits the body.

determines the potential harmfulness of the
compound.
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* Final Docking * Lead molecule
Stage declaration
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* Final Docking * Lead molecule
Stage declaration
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Stepl > Step2 > Step3 ) Step5 2

* Preparing » Screening for * |nitial Docking » ADMET + Final Docking * Lead molecule
Hemagglutinin Drug- Likeness Stage Verification Stage dn:lnr\tioﬂ
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Protein Properties

Six Molecules In Final Docking Stage

HhD:
R RTINS 30T

* Preparing = Screening for * Initial Docking = ADMET » Final Docking * Lead molecule
Hemagglutinin Drug- Likeness Stage Verification Stage = declaration
Protein Properties Stage r
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i ' | 3.1.0

XM T, A LAEREE & R EE I R A, BUBE R A e il 4897
Anika Chebrolu Ui, SRIGIINAILAT & — R 2, (Hith i TAE MR 5. Wi~
— A~ Hirg S5REEF RN 255 7, B I R R N BB AT IR T
o



N

=

[ . A ¥ T

a B a8 B =

EEDEN
https://www.newsindiatimes.com/americas-future-seven-indian-american-middle-sc
hoolers-among-top-10-in-young-scientists-challenge/
https://www.youngscientistlab.com
https://edition.cnn.com/2020/10/18/us/anika-chebrolu-covid-treatment-award-scn-t
rnd/index.html?utm_term=link&utm_source=twCNNi&utm_content=2020-10-19T16
%3A45%3A07&utm_medium=social
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