Figure legends for the article titled as: “In silico investigation of phenolic
derivatives from Silybum marianum against SARS-CoV-2 proteins as a

pharmacological drug repurposing strategies to mitigate the pandemic”
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Figure 1: The genome organization of SARS-CoV-2 and its translational regions

+ Spike Protein (S)

+ Lipid Bilayer

» sSRNA

o
N : Q
~ P >
5 r|]
' S
Papain-like L
rotease Protease
Helicase
& o N i {
7 q§ ?. Q) A A N L
Wi et DY > £, A
& N % 2 %




Figure 2: The image represents the bioavailability radar for the ligand molecules Silibinin(a),
Isosilybin(b), Silychristin(c) and Silidianin(d)
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Figure 3: Interaction of main protease(6LU7) with different ligand molecules(Silibinin,

Isosilybin, Silychristin & Silidianin) in 3D diagrammatic view(a) and 2D schematic view(b)
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Figure 4: Interaction of RNA binding domain of nucleocapsid phosphoprotein(6VYQO) with
different ligand molecules(Silibinin, Isosilybin, Silychristin & Silidianin) in 3D diagrammatic

view(a) and 2D schematic view(b)

(b)

GLY ey &5
' ]
ax an
cn € av GLL i it
c7l GLY €16 TR "
T 141 a1 = =
Cc7e GIN
SER ' cies
c7s GLY.
ciz :
e n 6x 566
<3 ALA ary «07. 4
css [
ax® @ 2
AN Cis s 72
r, &2 & ; o
2 : . ke
< C 13 HL C\I\{‘ e >
R an o
PRO
Cs0
Interactions ] i mass W oot captor Accaster
[ encer o [ Bl creoora momn s TR
B s e e ] o [ caontdopensons .
[] Carbon ydropensons [ R [~
[6VYO-Silibinin]| [6VYO-Isosilybin|
ASP
cis
@ l‘S7
ciT g
) ARG = =
iy () R
vt GLN s €68 Cil ALA
438 c0 e cne
AN, 40
1 o 591 ist 652 ILE
c26 TRP (RO, 9
i cios Co7 69 c3y
y [ s94
AL
* ool ci3s
421 o]
\ 464 o =
BE, N4 B e VAL
CBI gy 379 ~£»°}\ cix Ly ASN
L% 1YS C140
csl
LYS LEU Interactions
C65 Ced [ vencerviass B e
- Conventonal Hydrogen Bond ] At
Ak
[ venderwass Il fovoratie Accepor-Accestr [ siovestle Ooner-Ource = M

[6VYO-Silychristin| [6VYO-Silidiadin]




Figure 5: Interaction of spike receptor binding domain(7BZ5) with different ligand
molecules(Silibinin, Isosilybin, Silychristin & Silidianin) in 3D diagrammatic view(a) and 2D

schematic view(b)
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Figure 6: (a)Root mean square deviation(RMSD) trajectories of macromolecules(6LU7, 6VYO
& 7BZ5)(BLACK) with silibinin molecule(RED) and (b)Root mean square fluctuation(RMSF)
trajectories of macromolecules(6LU7, 6VYO & 7BZ5) during 100ns molecular dynamics

simulation
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Figure 7: PCA of different macromolecules(6LU7, 6VYO & 7BZ5) and eigen values of the

covariance matrix during 100ns simulation process
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Figure 8: Secondary structure of macromolecules(6LU7, 6VYO & 7BZ5) during 100ns MD

simulation process
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Figure 9: RMSF of silibinin ligand with different macromolecules(6LU7, 6VYO

during 100ns MD simulation
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Figure 10: Radius of Gyration(a) and solvent accessible surface area(b) of different

macromolecules(6LU7, 6VYO & 7BZ5) during 100ns MD simulation process
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Figure 11. Protein-ligand interaction profile(PLIP) of Silibinin with  different

macromolecules(6LU7, 6VYO & 7BZ5) in 3D(a) & 2D(b) schematic view representing different
bonds and bond length after 100ns MD simulation last frame
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