Table S1. Superposition and intermolecular interactions between the different ligand determined in Algerian fir and the main protease of Sars-cov

2 virus using PM7 Method (Covid19)
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Table S2. Superposition and intermolecular interactions between the different ligand determined in Algerian fir and 4PRV presents in E. coli

using PM7 Method
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Table S3. Superposition and intermolecular interactions between the different ligand determined in Algerian fir and S. aureus 4URO

protein receptor using PM7 Method

Molecule Molecular Docking H-Bond Hydrophobic Interactions
ASP
A:32 PRO ILE
A62 A6l 6L ARG
A33 AS59
AN )
A29
: GLY
&j : A‘SO
Apigenin >— o *\ " Gly
<< >__ GlY A128
A58
GLY ’ASP
A8l ASG
SER THR
ILE A30 A129
ATT
w O GG 2
S
u_ofgeeees 1 Al =
. . = ..-*" =™ (ass
Apigetrin —L ? = >
-~ 3/ 7 B l( | ] A:30
. NN N =
A% S




G
3 / LYS
- A:48
s GLU
% Ad7
A -
N S
. )\ L f LYS
Astragalin PN A'S3
Y
L \\1 o G
_ >\u=’.1_
TRP f\;lgg
A:S1
SER ASN
ABE A29
Gl =
A53 s A
Lofawy  (ase ;
s .o a5 4
. '.,. R LEU
'h,;: A158
Chlorogenic @ nb_Q\\ y
Acid N\ N
L - :'."
\ S e
S lasy
ASP
A28




VAL =
s N
1 2
< \ - @= Az
o ’A‘ksz
AN =
Hesperldln - 7 x x' "\}) THR Al‘igl
N A129
/< _ { )
: .,) | D G iy
2 o< - o~ L o Ass
= E : e S
A5 I 1 =
z PRO
fie N2
GLN
A153
5P
8
6L FR e THR
: ’ / A150
. &%, TRP %
Hyperoside W AU L A
", : ? AN //
% ~ N 6LU
/| P / 157
\ W"
Pl ]
RN
| %
LM
Q [}
.
HIS
A21
TRP
A2 (e
Asp RS
A28, R
g N\ a
x )\ /777
Luteolin = > H—e
H l) K
LoH . GLY
. HIS .
GLY G’ A:21 s A:12
A:83 A:25

ILE
A:ll




i e
Luteoline-7- 25/
glucoside
e
All
GLN
A:92
. GLuy AsP
Protocatechuic @135 HQ RVCE
. S— H
H o \
Acid o (- S <
N2 \Y
LYs i
A:111 LYS
A:110
TRP
A:24
HIS .
A:21 . ARG
e A:154
HIS .
A:20 K" I {
i N /‘\\/)\\
Quercetin i I i
Gy \};ﬁ»\..,\( R R gy,
A:16 \. ‘ ¢
"'ﬂn/J\.'{:'/‘/ ‘GLy
N A:157
. GLN
. ARG A:153
THR A17
Ai150




Rutin

ALA
A:36 ARG
A9 )
El.sus .... A62 @
: 4 B A60 GLY
4 R A8
"
N \)_ [ ﬂ T THR
.- Jig A129
Quercitrin & P o
LGP e &
Ny N . ot &3
s, { ASP
AS6
N
A29 e
GLY ILE
A8L A7
Asp
ASN A32
A29
Asp *
A28 GLU <’
ARG < ;
a1se)...., f § W -




Penicillin

+: Van der Waals; i: Pi-Cation; +: Unfavorable Acceptor -Acceptor; +: Pi-Donor Hydrogen Bond; #: Pi-Sulfur; +: Pi-Sigma; I: Conventional Hydrogen Bond; +: Sulfur
-X; & Pi-Alkyl.






