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Table 1. MOLECULAR DOCKING OF CADAMBA PHYTOCHEMICALS WITH 6M2N SARS COV-2 PROTEIN

INTERACTION BETWEEN LIGAND AND PROTEIN

SR
NO ) s HERIR s UV HYDROGEN BOND INTERACTION HYDROPHOBIC INTERACTION
1 Native ligand -7.2 2.446 MET-49 CYS-145, CYS-44, MET-165, ASN-142, HIS-41
2 Remdesivir -7.1 3.333 PHE-140, LEU-141, GLN-189 GLU-166, CYS-145, ASN-142, HIS-163, HIS-164, ,THR-25, MET-49
3 Naringenin -7.5 3.48 ASP-187, GLY-143, SER-144 HIS-41, HIS-163, ASN-142, CYS-145, MET-165
4 Palmitic Acid -4.6 5.136 SER-144, CYS-145, ASN-142, GLY-143 MET-165, HIS-41, CYS-44, MET-49
5 Emodine -7.8 2.228 ASP-187, ASN-142 HIS-41, CYS-145, MET-49, CYS-44
6 Linalool -4.4 1941 CYS-44, MET-49, HIS-41
7 Camphene -4.3 14— HIS-41, MET-49, MET-165
8 P-Cymol -4.6 1698 PRO-52, MET-49, CYS-44, HIS-41
9 Linalyl Acetate -4.8 2.54 GLN-189 MET-165, HIS-41, HIS-163, CYS-145
10 Catechin -7.6 2.572 GLU-166, GLN-189 MET-165, CYS-145, ASN-142, HIS-41, HIS-163
11 Chrysophanol -7.5 2.721 MET-49, GLN-189 MET-165, CYS-44
12 Physcion -7.5 2.426 CYS-44, ASP-187, MET-49, HIS-41, MET-165
HIS-41, MET-165, GLN-189, PRO-52, TYR-54, CYS-44, GLU-166, ARG-
13 B-Phellandrene -4.5 1991 188, ASP-187, HIS-164
14 Terpinolene -5 1987 HIS-41
15 2-Nonanol -3.7 300 MET-165, MET-49, CYS-44, HIS-41
16 Myrcene -4.1 1561 MET-49, MET-165, HIS-41
17 Ursolic Acid -5.6 3607 ASN-142
18 Leucocyanidine -7.8 2.777 GLN-189, LEU-141 HIS-41, HIS-164, HIS-163, ASN-142, MET-49, CYS-145
19 Epicatechine -7.5 2.903 GLU-166, GLN-189 MET-165, CYS-145, ASN-142, HIS-41, GLY-143
20 Dihydrotectochrysin -7 2.619 GLU-166, GLN-143 CYS-44, CYS-145, MET-49, LEU-27, HIS-41
21 Sakuranetin -7.2 3.352 GLU-166 CYS-44, CYS-145, HIS-41, MET-49
22 Alpha-Curcumene -5.7 2381 HIS-41, CYS-145, HIS-163
23 Quinovic Acid -5.6 2998 - GLN-189
24 Aromadendrin -7.7 3.046 MET-49, GLU-166 CYS-44, CYS-145
25 Beta-Sitosterol -6.3 3.38 ARG-188 MET-49, MET-165, HIS-41
26 Lupeol -5.7 3303 HIS-41
27 Taxifolin -7.9 2.105 GLN-189, MET-49, GLU-166 CYS-145,CYS-44
28 Oleic Acid -5.1 3.612 LEU-141, SER-144, CYS-145 HIS-41, MET-49, MET-165, CYS-44
29 Geraniol -4.6 2.221 GLU-166 MET-49, MET-165, HIS-41, CYS-145, CYS-44, PRO-52
30 Geranyl Acetate -5.4 2.167 ASN-142, CYS-145, GLU-143, SER-144 HIS-41, MET-49, CYS-44
31 Apigenin -7.5 3.144 ASP-1887, GLY-143 MET-165, HIS-41, HIS-163, LEU-141, ASN-142, CYS-145
32 Sigmasterol -6.6 3.84 ARG-188 MET-49, MET-165, HIS-41
33 Quercetin-3-rhamnoglucoside -8.7 2.349 GLU-166, LEU-167, TYR-54, ASN-142, THR-26 GLN-189, MET-49, CYS-44, HIS-41
34 Kaempferol -7.7 2.75 HIS-41, GLN-189 MET-49, MET-165, ASN-142
35 Genistein -7.8 2.659 GLU-166, GLN-189 MET-165, CYS-145, ASN-142
36 Chrysin -7.2 2.921 MET-49, ASP-187 HIS-41, CYS-44, THR-25
37 Genkwanin -7.3 3.428 PHE-140, GLU-166 CYS-44, MET-49, MET-145, HIS-41, ASN-142
38 Tectochrysin 7.1 2.451 GLN-189, ARG-188 HIS-41, MET-165, CYS-44, ASP-187, ASN-142, GLU-166
39 Kaempteritrin -7.2 5.074 ASP-187, ASN-142, THR-24, THR-26 MET-49, HIS-41, CYS-145
40 B-Sitosterol glucoside -6.7 4.443 THR-24, ASN-119 CYS-145, CYS-44, MET-165, HIS-41
41 30'-CaffeoylSweroside -7.6 3.904 ASP-187, ASN-119, THR-25, THR-26, ASN-142, MET-49, CYS-44, HIS-41, ARG-188
42 Alpha-Selinene -6.4 1948 MET-49, MET-165, CYS-44, HIS-41
43 Dihydrocinchonine -6.8 179 HIS-41, MET-165
44 Orientalone -6.7 2200 - CYS-44, MET-49, HIS-41
45 Neosakuranin -8.1 3.928 ASN-142, THR-25, SER-144, LEU-144 CYS-145, PRO--168, LEU-167, MET-165, MET-49
46 2"-hydroxy-2,4,4',5-tetramethoxy -7.1 3.235 HIS-41, GLN-189 MET-49, MET-165, GLU-166, LEU-167, THR-25, SER-49
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Table 2. Physiochemical properties of Phytochemicals

Docking Molecular Follows
::;' Ligands Score Weight No. of Rotatable bonds AF(I:-cbe(:)r::r HD-:::f T(:ff‘ Log P Lipinski Vi:l: ‘tioofns
) (Kcal/mol) (g/mol) Rule
1 Native ligand 7.2 270.24 1 5 3 90.90 2.24 Yes 0
2 Remdesivir -7.1 602.58 14 12 14 213.36 1.50 No 2
3 Naringenin -7.5 272.25 1 5 3 86.99 1.84 Yes 0
4 Palmitic acid -4.6 256.42 14 2 1 37.3 5.2 No 1
5 Emodin -7.8 270.24 0 5 3 94.83 1.87 Yes 0
6 Linalool -4.4 154.25 4 1 1 20.23 2.66 Yes 0
7 Camphene -4.3 136.23 0 0 0 0 3.43 No 1
8 p-Cymol -4.6 134.22 1 0 0 0 3.5 No 1
9 Linalyl acetate -4.8 196.29 6 2 0 26.3 3.24 Yes 0
10 Catechin -7.6 290.27 1 6 5 110.38 0.85 Yes 0
11 Chrysophenol -7.5 254.24 0 4 2 74.6 2.38 Yes 0
12 Physcion -7.5 284.26 1 5 2 83.83 2.27 Yes 0
13 Beta-Phellandrene -4.5 136.23 1 0 0 0 3.07 Yes 0
14 Terpinolene -5.0 136.23 0 0 0 0 3.4 Yes 0
15 2-Nonanol -3.7 144.25 6 1 1 20.23 2.77 Yes 0
16 Myrcene -4.1 136.23 4 0 0 0 3.43 Yes 0
17 Ursolic acid -5.6 456.7 1 3 2 57.53 5.88 No 1
18 Leucocyanidin -7.8 306.27 1 7 6 130.61 0.07 No 1
19 Epicatechin -7.5 290.27 1 6 5 110.38 0.85 Yes 0
20 Dihydrotectochrysin -7.0 270.28 2 4 1 55.76 2.66 Yes 0
21 Sakuranetin -7.2 286.28 2 5 2 75.99 2.25 Yes 0
22 Curcumene -5.7 202.34 4 0 0 0 4.86 No 1
23 Quinovic acid -5.6 486.68 2 5 3 94.83 4.85 No 1
24 Aromadendrin -7.7 288.25 1 6 4 107.22 0.99 Yes 0
25 B-sitosterol -6.3 414.71 6 1 1 20.23 7.19 No 1
26 Lupeol -5.7 426.72 1 1 1 20.23 7.26 No 1
27 Taxifolin -7.9 304.25 1 7 5 127.45 0.63 Yes 0
28 Oleic acid -5.1 282.46 15 2 1 37.3 5.71 No 1
29 Geraniol -4.6 154.25 4 1 1 20.23 2.78 Yes 0
30 Geranyl acetate -5.4 196.29 6 2 0 26.3 3.21 Yes 0
31 Apigenin -7.5 270.24 1 5 3 90.9 2.11 Yes 0
32 Stigmasterol -6.6 412.69 5 1 1 20.23 6.97 No 1
33 Rutin -8.7 610.52 6 16 10 269.43 -1.12 No 3
34 Kaempferol -7.7 286.24 1 6 4 111.13 1.58 Yes 0
35 Genistein -7.8 270.24 1 5 3 90.9 2.04 Yes 0
36 Chrysin -7.2 254.24 1 4 2 70.67 2.55 Yes 0
37 Genkwanin -7.3 284.26 2 5 2 79.9 2.5 Yes 0
38 Tectochrysin -7.1 268.26 2 4 1 59.67 2.95 Yes 0
39 Kaempteritrin -7.2 578.52 5 14 8 228.97 -0.46 No 3
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