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Table.1: Set-1 = reported SARs-CoV 3CL-proteases inhibitors with their binding scores and

pharmacophoric similarity with respect to pharmacophore model -1 (Ph-1).

Name Structure IC 50 - AGy, (Kcal /mol) Similarity / Ph-1
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Table:2. Reported PLp inhibitors used for developing pharmacophore model -2 ( Ph-2), along with their

binding score and molecular similarity with Ph-2 model.

-AGy (Kcal  Similarity /

Name Structure IC50 /mol) Ph-1 Ref
Bavachinin Y 384+2.4 -7.9 0.591
Neobavaisoflavone S 183+1.1 -7.8 0.567

S e (Kim et
e al.,
Isobavachalcone _Xry 7.3+0.8 -8.2 0.691 2014

Methylbavachalcone Y 10.1+1.2 -8.6 0.658
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Fig.1:. H-bond analysis of complexes throughout the trajectory, a.) 3CLp complexex , b.) PLp
complexes.In case of 3CLp Lopinavir was showing very high variation in H-bonds due to its unstable

binding.
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Fig:2. MM/PBSA - Energy Decomposition analysis of PLp complexes.
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Fig:3.a.) The plot indicates the relationship between vanderwaal volume of reported 3CLp inhibitors and their
binding energy (R=0.90).The dotted line indicates the active site pocket volume of 3CLp = 572.4 A? as cut-off; b.)
The plot indicates the relationship between total polar surface of reported PLp inhibitors and their binding energy
(R=0.81). Coloured points indicate binding energies estimated from MD simulation and black points indicate

binding energies estimated form docking.
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Fig:4. Interaction plot of 3CLp complexes after 30ns simulation a.)Lopinavir , b.)Tipranavir ,
c.)Nelfinavir, d.)Licochalcone-D and e.) Wedelolactone.



Figure. 5:

a.)
ALA (TYR
A:246 “@
i

PRO
b) A247

GLU
A:167
TYR
A:264
PRO
A:247
PRO
A:248
c.) , (o) d.)
£GL0) sy
Al67.
i - » L 4
o . o’
e
o= ‘} 166
! PRO
" A:247
’
s U}
’
¢
L4
4 et

PRO
A247

e.)

ALA
A:246

ASP
A:164

PRO
A:247

PRO
A:248

Interactions

:l van der Waals - Pi-Pi T-shaped
- Conventional Hydrogen Bond D Alkyl

I Pication [ Pi-akyt
[ Pi-anion

Fig:5. Interaction plot of PLp complexes after 30ns simulation a.)Lopinavir , b.)Tipranavir ,
c.)Nelfinavir, d.)Licochalcone-D and e.) Wedelolactone.



