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Table 1: Timeline plots and 2D interaction diagrams of the selected seven hit compounds
	S. no
	Time-line plot
	2D interaction diagram

	1.
	CHEMBL164344
[image: ]
	[image: ]

	2.
	CHEMBL196676
[image: ]
	[image: ]

	3.
	CHEMBL387132
[image: ]
	[image: ]

	4.
	CHEMBL4291724
[image: ]
	[image: ]

	5.
	CHEMBL608526†
[image: ]
	[image: ]

	6.
	CHEMBL4569308†
[image: ]
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	7.
	CHEMBL98211†
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	8.
	CHEMBL164344†
[image: ]
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	9.
	Remdesivir
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	10.
	Cinnamaldehyde
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	[image: ]


† indicates protomers
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A timeline representation of the interactions and contacts (H-bonds, Hydrophobic, lonic, Water bridges)
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A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
30.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown.
Note: it is possible to have interactions with >100% as some residues may have multiple interactions of a

single type with the same ligand atom. For example, the ARG side chain has four H-bond donors that can all
hydrogen-bond to a single H-bond acceptor.

L Type here to search

@ 23°C Sunny

A D& =) &

(<]

.

405PM =]
12/22/2023 Y2




image4.png
n
&

@ @ & MD.CHEMBLI676.100ns21¢ X +

C @ File | GyKishore/MD_Studies/ChainA/CHEMBL196676/datal/MD_CHEMBL196676_100ns_21_9_2023.pdf

g v Y Draw v & Read aloud

Ll © Type here to search

Ask Copilot = A 9 | of13 | ) | Bd

senast
ssp.s
sl \IIIII I\HI‘ )

s |
N 1
R 1 (1] 0

N LN | \ HIH‘HN“'

L
HH\|I|| Il ‘\}IHMI\H\HHHIH}‘ ‘”\le i

A go0 i
sen_es1 AT
sl | |

20
Time (nsec)

Atimeline representation of the interactions and contacts (H-bonds, Hydrophobic, lonic, Water bridges)
summarized in the previous page. The top panel shows the total number of specific contacts the protein
makes vith the ligand over the course of the trjectory. The bottom panel shows which residues interact with
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A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
20.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown.

Note: it is possible to have interactions with >100% as some residues may have multiple interactions of a
single type with the same ligand atom. For example, the ARG side chain has four H-bond donors that can all
hydrogen-bond to a single H-bond acceptor.
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Atimeline representation of the interactions and contacts (H-bonds, Hydrophobic, lonic, Water bridges)
summarized in the previous page. The top panel shows the total number of specific contacts the protein
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A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
20.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown.

Note: itis possible to have interactions with >100% as some residues may have multiple interactions of a
single type with the same ligand atom. For example, the ARG side chain has four H-bond donors that can all
hydrogen-bond to a single H-bond acceptor.
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A timeline representation of the interactions and contacts (H-bonds, Hydrophobic, lonic, Water bridges)
summarized in the previous page. The top panel shows the total number of specific contacts the protein
makes with the ligand over the course of the trajectory. The bottom panel shows which residues interact with
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A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
30.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown.
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A timeline representation of the interactions and contacts (H-bonds, Hydrophobic, lol Water bridges)
summarized in the previous page. The top panel shows the total number of specific contacts the protein
makes with the ligand over the course of the trajectory. The bottom panel shows which residues interact wi
the ligand in each trajectory frame. Some residues make more than one specific contact with the ligand, which
is represented by a darker shade of orange, according to the scale to the right of the plot.
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A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
30.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown. . @

=z 3:55 PM
L Type here to search fl » @ 23C Sunny A O & =m d) 7z

® 12/22/2023 L5





image14.png
Al

w

@ @ | & MD.6M71 Cinnamaldehyde 100 X B MD_6M71_CHEMBL98211.100n: X -+

&  © O File | G/Kishore/MD_Studies/ChainA/CHEMBL98211_datal/MD_6M71_CHEMBL98211_100ns_15_12_2023.pdf

Ll © Type here to search

g v YV Draw v & Read aloud

Ask Copilot = = 9 | of12 | )

ASP,:Q,HH\H'HI‘ LRI L

TYR_456 | ‘

ver sa2
iy 1

w551

svos5» T I NN

aassa

ARG_555
THR_556

s i

2 WW

THR_680

[ \I‘H\ }IHI‘HH

sen_oon

sen_soz JINNRII I | vl\ ’IH ’I \I\I \“ H\HH \HHI
] HHII i HHIIII\

i \

\ W i
sen_7s0 |
st 760 A II\III IIII\IIMIH M Il

Asp_761 |
ors 813
SER_B14 |
ARG_836

Time (nsec)

23°C Sunny

A D& =)

3
» ex

yel

1 8 G = L

45

Q

402 PM =]
12/22/2023 Y2




image15.png
@ [0 | ® MD_6M71 Cinnamaldehyde 100 X 8 MD_6M71_CHEMBL98211_100n: X

G @ File | GKishore/MD_Studies/ChainA/CHEMBL98211_datal/MD_6M71_CHEMBL98211_100ns_15_12_2023.pdf

g v Y Draw v & 10 | of12 | ) | (B

Read aloud | Ask Copilot -

" H20

Q Charged (negative) Polar Solvent exposure
) Charged (positive) Water

A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
30.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown.
Note: it is possible to have interactions with >100% as some residues may have multiple interactions of a
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A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than
30.0% of the simulation time in the selected trajectory ( 0.00 through 100.00 nsec), are shown.
Note: it is possible to have interactions with >100% as some residues may have multiple interactions of a
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summarized in the previous page. The top panel shows the total number of specific contacts the protein -

359 PM =]
12/22/2023 Y2

23°C Sunny A B & m 9) &

L Type here to search =)




image19.png
s"’ @ [ & MDRemdesivir 100ns.24 0922 X -+ - u] X

C @ File | Gy/Kishore/MD_Studies/ChainA/Remdesivir/datal/MD_Remdesivir 100ns 24 09 23.pdf Sl m = B - &

S0 Y Daw v & 10 of13 | ) | D Qe Bl v & a

Read aloud | Ask Copilot -+

o,
P
Schrodingernc. Repor generale 08:26:2023 0843
yﬂ
Ligand-Protein Contacts 5
w
+
J Charged (negative) Water Solvent exposure
) Charged (positive) —e Pi-cation (m)]
A schematic of detailed ligand atom interactions with the protein residues. Interactions that occur more than o
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