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% of viability for Chloroquine

conc

pM/mL % viability |% viability (% viability

15 5.597655 6.297361  [4.897948 16.79296 5.597655
7.5 4.198241 4.198241  4.198241 12.59472 4.198241
3.75 3.498534 3.498534  4.897948 11.89502 3.965005
1.875 2.798827 4.897948  [3.498534 11.19531 3.73177
0.937 3.498534 5.597655  |4.897948 13.99414 4.664712
0.468 19.59179 18.89208  [23.79003 62.2739 20.75797
0.234 30.08739 33.58593  [39.18358 102.8569 34.28563
0.117 81.16599 82.56541  93.76071 257.4921 85.8307
0.0585 100 100 100 300 100
0.029 100 100 100 300 100
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samar-Fkaliopy-sispy4#235 RT: 395 AV- 1 SB: 2 445,445 NL- 268E2

T- {0,0} + c El Full ms [40.00-1000.00]
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samar-Ekaliopy-sispy1 #237 RT- 398 AV- 1 SB: 2 445 445 NL 4292

T- {0,0} + ¢ E1 Full ms [40.00-1000.00]
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samar-Ekaliopy-sispy3 #6366 RT- 1.07-1.12 AV- 4 SB: 2 445 445 NL 186FE2

T- {0,0} + ¢ Bl Full ms [40.00-1000.00]
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samar-Fkaliopy-sispy2 #118 RT- 199 AV:- 1 SB: 2 445,445 NL- 465E2

T- {0,0} + ¢ E1 Full ms [40.00-1000.00]
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samar-Fkaliopy-sispi5 #118 RT: 199 AV- 1 SB: 2 445_445 NL 3.60E2

T- {0,0} + ¢ E1 Full ms [40.00-1000.00]
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samar-Ekaliopy-sispi1 #170 RT: 286 AV- 1 SB: 2 445,445 NL 560E2

T- {0,0} + ¢ E1 Full ms [40.00-1000.00]
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Cytotoxicity assay:
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Anti-COVID Cpd report

3A \ Conc (micro g/pl) Cytotoxicity%

1000 74.9480

500 50.2564

250 28.876276

125 15.212

62.5 12.1323

31.2 5.35241

Cytotoxicity
y=0.0711x+ 7.8059
0 200 400 600 800 1000 1200
—@— Conc (micro g/ul) Cytotoxicity% Linear (Cytotoxicity%)
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4A | Conc (micro g/pl) Cytotoxicity%
1000 75.9821
500 52.8768
250 29.78287
125 14.97829
62.5 11.87209
31.2 6.16757

Cytotoxicity

y=0.0725x+8.1664 -,
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200
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5A | Conc (micro g/ul) Cytotoxicity%
1000 74.8721
500 50.13435
250 28.23546
125 16.8754
62.5 13.12375
31.2 5.83231
Cytotoxicity

y=0.07x+8.5542 -,
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3C | Conc (micro g/pl) Cytotoxicity%
1000 76.7863
500 51.2423
250 29.2411
125 15.95432
62.5 11.6224
31.2 6.02111

Cytotoxicity
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4C | Conc (micro g/ul) Cytotoxicity%
1000 79.12321
500 41.45364
250 39.12891
125 28.11989
62.5 23.12398
31.2 15.02359

Cytotoxicity
100

80 y = 0.0596x + 18.122
60
40
20

0 200 400 600 800 1000 1200

—@— Conc (micro g/ul) Cytotoxicity%

Linear (Cytotoxicity%) Linear (Cytotoxicity%)



5C \ Conc (micro g/pl) Cytotoxicity%
1000 85.9899
500 50.11032
250 37.12091
125 28.00918
62.5 12.97801
31.2 10.65442

Cytotoxicity

100
90
80
70
60
50
40
30
20
10

0
0 200 400 600 800 1000 1200

—@— Conc (micro g/ul) —@— Cytotoxicity%  ceeceeee- Linear (Cytotoxicity%)



3B \ Conc (micro g/pl) Cytotoxicity%
1000 83.6251
500 53.8761
250 39.1991
125 22.0918
62.5 17.1098
31.2 4.65510

Cytotoxicity
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4B \ Conc (micro g/ul) Cytotoxicity%
1000 77.0009
500 58.0981
250 49.1205
125 37.76181
62.5 25.1651
31.2 19.18054
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Cytotoxicity

400 600 800 1000 1200
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5B \ Conc (micro g/ul) Cytotoxicity%
1000 90.9826
500 60.2976
250 44.2976
125 30.0092
62.5 21.14378
31.2 16.1887

Cytotoxicity

100
90 y = 0.075x + 19,2424
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3D \ Conc (micro g/ul) Cytotoxicity%
1000 89.5618
500 56.1097
250 44.2652
125 32.7651
62.5 21.1987
31.2 9.19871

Cytotoxicity

100
90 y = 0.0747x+17.662:
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aD Conc (micro .
g/ul) Cytotoxicity%
1000 88.01981
500 55.66551
250 30.19711
125 23.19871
62.5 11.18711
31.2 2.187511

Cytotoxicity

100
90 y = 0.0844x +7.36924
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5D \ Conc (micro g/ul) Cytotoxicity%
1000 73.14226
500 56.7811
250 29.0912
125 18.07912
62.5 14.7896
31.2 8.90569

Cytotoxicity
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4E | Conc (micro g/pl) Cytotoxicity%
1000 77.09444
500 50.9866
250 22.45123
125 14.3221
62.5 11.3308
31.2 2.30256

Cytotoxicity
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5E \ Conc (micro g/pl) Cytotoxicity%
1000 88.1425
500 56.2314
250 22.2232
125 11.33456
62.5 10.98061
31.2 5.18705

Cytotoxicity
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90 y =0.0879x +3.5081. ¢
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2D structure of compound 3a inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



3D structure of compound 3a inside the active site of RNA polymerase (RdRp) (PDB: 6m71)
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2D structure of compound 4b inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



3D structure of compound 4b inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



2D structure of compound 4d inside the active site of RNA polymerase (RdRp) (PDB: 6m71)
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3D structure of compound 4d inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



2D structure of compound 4e inside the active site of RNA polymerase (RdRp) (PDB: 6m71)
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3D structure of compound 4e inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



2D structure of Chloroquine inside the active site of RNA polymerase (RdRp) (PDB: 6m71)
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3D structure of Chloroquine inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



2D structure of Remdesivir inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



3D structure of Remdesivir inside the active site of RNA polymerase (RdRp) (PDB: 6m71)



2D structure of compound 3a inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)



3D structure of compound 3a inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)
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2D structure of compound 4b inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)
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3D structure of compound 4b inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)
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2D structure of compound 4d inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)



3D structure of compound 4d inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)



2D structure of compound 4e inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)



3D structure of compound 4e inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)
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2D structure of Chloroquine inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)



3D structure of Chloroquine inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)
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2D structure of Remdesivir inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)
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3D structure of Remdesivir inside the active site of spike glycoprotein (SGp) (PDB: 6VXX)



