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Below is the standard PDB format of the top 6 pocket sites from the top 6 ranked clusters: The potential 6 ligand binding sites in your protein:

HEADER binding site ID: 1

KON 1 C3 CON 1 -10.167 16.624 65.875 2 -0.03 fite: o o o o
AON 2 C3 PR 1 -0.724 14.806 63.57 1 1.96 A e

RESI VAL C '3 LEU_A"141 SER_A"144 CYS_A"145 LEUC'4
ATON 3 C3 GE 1 ~8.718 16.990 66.987 127 RESI ASN_A'142"  GLY.A'143"  HIS.A'd1 LEU_A"27" MET 4'49"
ATON 4 €3 LCS 1 -10.207 16.006 66.048 1 4.9 RS TRAZ TRAZS  GNAIS CISAY TIRAS
ATON 5 C3 PAS 1 -8.574 18.748 67.23 2 1.18 REST THRA'24"  SERA'46" THRA'21"  LEUA'16T" TIRA'118
AON 6 C3 SN 1 -10.049 25.8%8 65.482 1 5.28 HEADER binding site ID: 2
ATOK T3 N 2 -%6.3% 12114 %460 1 L.6d RESI  ILEA'106° GLNA'110° THRA'LL ASNA'1S1"  GLN.A'107"
KON 8 C3 FK 2 -35.460 16.434 55.676 2 1.48 B Wpe LRALE R LGE  IRAE BB

RESI PHE_A'8 GLN_& 127 THR_& 292 ASP_4"295 ARG_A 208
AON 9 C3 GE 2  -3T.886 6.662 99.4% 2 115 =N e s
AN 10 €3 LS 2 -9 6.929 S.23T 3 10§ RESI  LEA0° PROANE HISAMS IEAT THRAS
ATON 11 C3 SFN 2 -37.297 13,132 54.912 3 &.01 RESI ASP_A'245"  GLUA'240"  PRO_A'241" THRA'201"  LYS_A"102°
AN 12 C3 LGS 3 -25.674 2.646 45.165 2 1.23 HEADER binding site ID: 3
KON 13 C3 PAS 3 -25.506 2.857 45207 3 0.2 RESI  PEAY TRAWT LEUAB PEAML CLUATSE
AN 14 C3 SN 3 -25.30 3.321 47.813 2 8.07 B Mead  InAS QLR smAs

HEADER binding site ID: 4
KON 15 C3 PR 4 -18.151 33.463 53.189 3 1.42 B QUEN QAW mSAe QL s
AN 16 C3 GEE 4 -15.861 93.282 55.951 3 1.15 B OTRAE ML TOAN AN LA
ATON 17 C3 PAS § -36.003 -14.607 43.817 1 215 RESI LEUATS"  PROA'DS"  THRA'93  METLA'IT.  GLY.A'TL
ATON 18 C3 CON 6 -26.277 -3.481 54.674 3 -0.80 REST PRO_A'122"  GLY.A'120°  CYS_A'16 VAL_A'18" ASN_A'95"
TER RESI ALA_A"04" GLN_4'69" SER_A"121"  GLN.A'19° ASN_A'T2"
AN 13 IPT 1 -0.583 18.182 65.867 6 15.03 e
AN 2 C3 T 2 -36.951 11054 56.743 5 8.3 SRR

RESI GLU_A"270
KON 3 C3 NPT 3 -05.526 2.041 46.082 5 4,59 L e
AON 4 C3IPT 4 -17.006 33.575 54.210 2 2.57 RSI LA LA LAET  GUAEE  APARS
ATON 5 C3 IPT 5§ -35.008 -14.607 43.817 1 2.15 RESI GLUA'200"  ARG_A'131" THRA'199" TVRA'239"  LYS_A"137"
ATON 6 C3 JPT 6  -26.217 -3.481 54.674 1 -0.80 RESI  LEUA'2T2" TIRA'237

B LYS102A
S A o105

HIS248
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Fig. (S3). (A) Docking result of with Torvoside A (C,;H,.O,;) Ligand with SARS-CoV2 Main Protease (6lu7). (B) Residues interaction of the SARS-

CoV2 Main Protease (61u7) with Torvoside A (C,;H,,0,;) Ligand.
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Fig. (S4). (A) Docking result of with 2,3,4-trimethyltriacontane (C,,H,) Ligand with SARS-CoV2 Main Protease (6lu7). (B) Residues interaction of
the SARS-CoV2 Main Protease (61u7) with 2,3,4-trimethyltriacontane (C,,H) Ligand.

Fig. (S5). (A) Docking result of with Torvanol A Q27134802 rel-potassium (3R,4S)-3-{5-[(E)-2-carboxyethenyl]-2-hydroxy-3-methoxyphenyl}-6-
methoxy-3,4-dihydro-2H-chromen-4-yl sulfate (C,H,,KO,,S) Ligand with SARS-CoV2 Main Protease (61u7). (B) Residues interaction of the SARS-
CoV2 Main Protease (6lu7) Torvanol A Q27134802 rel-potassium (3R,4S)-3-{5-[(E)-2-carboxyethenyl]-2-hydroxy-3-methoxyphenyl}-6-
methoxy-3,4-dihydro-2H-chromen-4-yl sulfate (C,,H,,KO,,S) Ligand.

Fig. (S6). (A) Docking result of 5-hexatriacontanone (C;;H,,0) Ligand with SARS-CoV2 Main Protease (61u7). (B) Residues interaction of SARS-
CoV2 Main Protease (61u7) with 5-hexatriacontanone (C,,H,,0) Ligand.
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Fig. (S7). (A) Docking result of Torvanol A (C,,H,,0,,S) Ligand with SARS-CoV2 Main Protease (61u7). (B) Residues interaction of SARS-CoV2

Main Protease (61u7) with Torvanol A (C,H,,0,,S) Ligand.

ASN238A

EU287A

Fig. (S8). (A) Docking result of Jurubine (C;;H;,NO;) Ligand with SARS-CoV2 Main Protease (61u7). (B) Residues interaction of SARS-CoV2 Main

Protease (61u7) with Jurubine (C;H;,NOy) Ligand.

Fig. (S9). (A) Docking result of Tritriacontan-3-one (C,,HO) Ligand with SARS-CoV2 Main Protease (61u7). (B) Residues interaction of SARS-

CoV2 Main Protease (61u7) with Tritriacontan-3-one (C;;H,O) Ligand.
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A B

LEU115A

Fig. (S10). (A) Docking result of Torvoside F (C,;H,,0,) Ligand with SARS-CoV2 Main Protease (6lu7). (B) Residues interaction of SARS-CoV2
Main Protease (61u7) with Torvoside F (C,;H,,0,) Ligand.

Fig. (S11). (A) Docking result of Chlorogenone, Spirostane-3,6-dione (C,,H,,0,) Ligand with SARS-CoV2 Main Protease (61u7). (B) Residues
interaction of SARS-CoV2 Main Protease (61u7) with Chlorogenone, Spirostane-3,6-dione (C,,H,,0,) Ligand.

Fig. (812). Solanum torvum Sw. (Family: Solanaceae), commonly known as Turkey Berry.
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Table S1. List of Solanum torvum phytochemical compounds downloaded from NCBI Pubchem database.

S.No. Compound Name Pub Molecular |Molecular
Chem ID:| Formula Weigh
1. Torvoside H 70697829 | C,H,,O 903.1
(258)-26-0-(beta-D-glucopyranosyl)-6alpha,26-dihydroxy-5alpha-spirostan-3-one 6-O-[alpha-L- g/mol
rhamnopyranosyl-(1->3)-beta-D-quinovopyranoside

2. Torvonin A 131751074 C,,H,O,, 724.9
g/mol

3. Torvoside E 131753159 C,HO,4 770.9
g/mol

4. Torvoside A 131753157 C,H,Oy4 905.1
g/mol

5. 2,3, 4-trimethyltriacontane 129837279 Cy;Hg 464.9
g/mol

6. Torvanol A 70697823 |C,H,,KO,,S| 490.5
Q27134802 g/mol

rel-potassium (3R,4S)-3-{5-[(E)-2-carboxyethenyl]-2-hydroxy-3-methoxyphenyl}-6-methoxy-3,4-
dihydro-2H-chromen-4-yl sulfate

7. 5-hexatriacontanone 129847814 C,H,,0 |521 g/mol
8. Torvanol A 5321987 | C,,H, O,,S | 452.4
g/mol
9. Jurubine 12304761 | C,H,NO, | 595.8
g/mol
10. Tritriacontan-3-one 545660 C,;H, O 478.9
g/mol
11. Torvoside F 131753160 C,H,,0, 903.1
g/mol
12. Chlorogenone, 13889197 | C,H,0, 428.6
Spirostane-3,6-dione g/mol

Table S2. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torvoside H (255)-26-O-(beta-D-
glucopyranosyl)-6alpha,26-dihydroxy-Salpha-spirostan-3-one 6-O-[alpha-L-rhamnopyranosyl -(1->3)-beta-D-
quinovopyranoside (C,H,,0,) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 SA LYS 3.77 3072 50
2 126A TYR 3.34 3072 1194
3 126A TYR 333 3058 1197
4 127A GLN 3.34 3072 1208
5 137A LYS 3.82 3047 1307
6 286A LEU 3.69 3070 2686
Hydrogen Bonds
Index|Residue[ AA |Distance H-A |Distance D-A|Donor Angle Protein donor? Sidechain|Donor Atom|Acceptor Atom
1 127A |GLN 3.29 4.03 132.62 1204 [Nam] 3026 [O3]
2 131A |ARG 2.63 3.47 141.35 1248 [Ng+] 3036 [03]
3 137A |LYS 2.60 3.54 151.08 1311 [N3+] 3022 [03]
4 199A |THR 3.00 3.92 157.10 3036 [03] 1865 [03]
5 199A [THR 2.67 3.02 102.15 1865 [03] 3039 [03]
6 199A [THR 241 3.02 119.65 3039 [03] 1865 [O3]
Water Bridges
Index|Residue| AA [Dist. A-W|Dist. D-W|Donor Angle|Water Angle Protein donor? Donor Atom|Acceptor Atom|Water Atom
1 SA |LYS| 3.67 3.04 133.38 95.57 53 [N3+4] 3024 [03] 2941
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(Table S2) contd.....
Salt Bridges
Index|Residue| AA [Distance Protein positive? Ligand Group|Ligand Atoms
1 SA  [LYS| 3.29 Carboxylate | 3028, 3031
2 SA [LYS| 4.55 Carboxylate 3023, 3026
3 131A |ARG| 4.63 Carboxylate | 3029, 3032
4 137A |LYS| 4.94 Carboxylate 3029, 3032

Table S3. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torvonin A (C;,H,,0,,, Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 137A LYS 2.71 3083 1307
2 197A ASP 3.06 3054 1846
3 199A THR 3.98 3056 1866
Hydrogen Bonds
Index|Residue| AA [Distance H-A [Distance D-A|Donor Angle Protein donor? Side chain Donor Atom|Acceptor Atom
1 SA [LYS 3.28 4.04 131.69 53 [N3+] 3033 [03]
2 236A |LYS 3.07 3.77 125.46 2235 [N3+] 3034 [03]
3 287A |LEU 2.57 3.17 118.61 2689 [Nam)] 3025 [03]
4 288A |GLU 3.49 3.84 103.27 3027 [03] 2706 [02]
Water Bridges
Index|Residue| AA [ Dist. A-W Dist. D-W [Donor Angle|Water Angle|Protein donor? (Donor Atom|Acceptor Atom| Water Atom
1 288A |GLU 2.59 3.14 103.81 108.33 2705 [03] 3027 [03] 2991
2 289A | ASP 3.58 3.84 123.07 96.83 2708 [Nam] 3027 [03] 2941
Salt Bridges
Index Residue AA Distance Protein positive? Ligand Group Ligand Atoms
1 S5A LYS 4.74 Carboxylate 3028, 3031
2 137A LYS 5.17 Carboxylate 3023, 3026

Table S4. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torveside E (C,,HO,, ) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom

1 SA LYS 2.23 3063 51

2 SA LYS 3.25 3071 49

3 126A TYR 2.95 3043 1194

4 126A TYR 3.20 3047 1197

5 126A TYR 3.75 3040 1195

6 141A LEU 3.54 3072 1346

7 141A LEU 291 3073 1348

8 288A GLU 3.92 3083 2703

9 291A PHE 3.93 3083 2736

Hydrogen Bonds
Index|Residue| AA |Distance H-A|Distance D-A[Donor Angle Protein donor? Sidechain|Donor Atom|Acceptor Atom

1 SA  [LYS 3.10 3.78 125.83 45 [Nam] 3032 [03]
2 SA [LYS 3.31 3.77 107.83 53 [N3+] 3024 [03]
3 123A |SER 3.51 3.97 111.28 3033 [03] 1172 [02]
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4 123A |SER 3.11 3.56 111.06 1174 [03] 3035 [03]
5 139A |SER 3.19 3.86 128.62 1326 [03] 3027 [03]
6 207A |TRP 2.66 3.57 154.39 1937 [Nar] 3038 [03]
7 282A |LEU 2.16 2.77 119.02 3038 [03] 2655 [02]
Water Bridges
Index Residue|AA Dist. A-W [ Dist. D-W [Donor Angle| Water Angle | Protein donor? [Donor Atom|Acceptor Atom| Water Atom
1 |282A |LEU 3.52 2.71 115.89 99.89 3036 [03] 2655 [02] 2986
Salt Bridges
Index Residue AA Distance Protein positive? Ligand Group Ligand Atoms
1 S5A LYS 4.19 Carboxylate 3029, 3032

Table SS. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torveside A (C,;H,,O,, ) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 104A VAL 3.72 3069 1000
2 104A VAL 3.75 3053 1001
3 151A ASN 2.89 3051 1423
4 292A THR 3.31 3067 2745
5 294A PHE 3.37 3055 2762
Hydrogen Bonds
Index Residue AA|Distance H-A|Distance D-A[Donor Angle Protein donor? Sidechain|Donor Atom|Acceptor Atom
1] 105A ARG 2.67 3.65 165.97 1003 [Nam] 3027 [03]
2 | 110A GLN 3.18 3.63 109.02 1061 [N3] 3028 [03]
3 | 246A HIS 3.05 3.49 108.69 3033 [03] 2344 [Nar]
Water Bridges
Index|Residue| AA | Dist. A-W | Dist. D-W |Donor Angle| Water Angle |Protein donor? [Donor Atom|Acceptor Atom| Water Atom
1 102A |LYS 4.09 3.10 115.74 85.47 978 [N3+] 3023 [03] 2954

Table S6. Interaction of the SARS-CoV2 Main Protease (6lu7) with 2,3,4-trimethyltriacontane (C,;H; ) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 4A ARG 3.63 3027 32
2 SA LYS 2.71 3029 49
3 291A PHE 3.33 3036 2737

Table S7. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torvanol A Q27134802 rel-potassium (3R,4S)-3-{5-
[(E)-2-carboxyethenyl]-2-hydroxy-3-methoxyphenyl}-6-methoxy-3,4-dihydro-2H-chromen-4-yl sulfate (C,,H,,KO,,S) Ligand.

Hydrophobic Interactions

Index Residue AA Distance Ligand Atom Protein Atom
1 4A ARG 3.66 3052 33
2 SA LYS 3.43 3044 49
3 S5A LYS 3.48 3043 51
4 137A LYS 3.61 3028 1309
5 286A LEU 3.78 3033 2687
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Table S8. Interaction of the SARS-CoV2 Main Protease (6lu7) with 5-hexatriacontanone (C,;H,,0 ) Ligand.

Hydrophobic Interactions

Index | Residue AA Distance Ligand Atom Protein Atom

1 137A LYS 3.07 3072 1308

2 197A ASP 2.86 3051 1846

3 286A LEU 3.76 3049 2687

Hydrogen Bonds
Index|Residue| AA [Distance H-A [Distance D-A|Donor Angle Protein donor? Sidechain|Donor Atom|Acceptor Atom
1 131A ARG 3.30 3.98 127.37 1248 [Ng+]| 3024 [03]
2 135A |THR 3.22 4.00 140.40 1290 [03] 3028 [03]
3 169A |THR 2.11 2.95 146.03 1600 [O3] 3029 [03]
4 169A |THR 2.95 3.69 133.60 3032 [03] 1600 [03]
5 169A |THR 2.80 3.51 129.07 3033 [03] 1598 [02]
6 171A |VAL 3.09 3.44 102.23 1609 [Nam]| 3032 [O3]
7 197A | ASP 3.01 3.88 146.61 1842 [Nam]| 3026 [O3]
Water Bridges
Index|Residue| AA | Dist. A-W Dist. D-W [Donor Angle|Water Angle| Protein donor? [Donor Atom|Acceptor Atom| Water Atom
1 133A |ASN 3.94 2.77 157.46 101.40 1269 [Nam] 3026 [03] 2976
Salt Bridges

Index Residue AA Distance Protein positive? Ligand Group Ligand Atoms

1 137A LYS 5.37 Carboxylate 3025, 3026

2 137A LYS 4.35 Carboxylate 3027, 3030

Table S9. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torvanol A (C,H,,0,,S ) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 107A GLN 2.37 3053 1033
2 108A PRO 3.40 3034 1045
3 108A PRO 3.00 3032 1046
4 110A GLN 222 3053 1058
5 132A PRO 3.78 3038 1259
6 134A PHE 4.00 3032 1283
7 198A THR 3.79 3046 1857
8 235A MET 3.54 3054 2222
9 240A GLU 3.52 3040 2284
10 241A PRO 3.15 3033 2294
11 243A THR 3.29 3031 2311
Table S10. Interaction of the SARS-CoV2 Main Protease (6lu7) with Jurubine (C;;H;,NOy) Ligand.
Metal Complexes
Index Residue AA Metal | Target | Distance Location
Complex 1: K, linear (2)
1 27 LIG 3022 3025 2.68 Protein.mainchain
2 27 LIG 3022 3030 2.48 Protein.mainchain
Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
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1 238A ASN 3.18 3048 2258
Hydrogen Bonds
Index|Residue| AA |Distance H-A|Distance D-A[Donor Angle Protein donor? Side Chain Donor Atom|Acceptor Atom
1 238A [ASN 3.36 3.93 117.89 2261 [Nam] | 3033 [O.co2]
Water Bridges
Index|Residue( AA | Dist. A-W | Dist. D-W |Donor Angle] Water Angle |Protein donor? |Donor Atom|Acceptor Atom| Water Atom
1 287A |LEU 3.66 2.79 173.41 91.33 2689 [Nam] 3027 [03] 2980

Table S11. Interaction of the SARS-CoV2 Main Protease (61u7) with Tritriacontan-3-one (C,;HO) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 239A TYR 3.89 3048 2273
2 286A LEU 3.60 3046 2687
Hydrogen Bonds
Index|Residue| AA |Distance H-A|Distance D-A|Donor Angle Protein donor? Side chain Donor Atom|Acceptor Atom
1 131A |ARG 3.19 3.81 121.44 1247 [Ng+] 3030 [02]
2 131A |ARG 3.00 3.34 100.90 1248 [Ng+] 3025 [03]
3 197A | ASP 3.10 3.71 121.93 3025 [03] 1849 [02]
4 238A |ASN 3.12 3.74 121.08 2261 [Nam] 3027 [03]
5 289A [ASP 245 3.28 140.88 2708 [Nam] 3029 [03]
Water Bridges
Index|Residue|AA |Dist. A-W|Dist. D-W|Donor Angle|Water Angle Protein donor? Donor Atom|Acceptor Atom|Water Atom
1 |290A [GLU[ 3.50 3.49 134.66 93.63 2717 [Nam] | 3029 [03] 2941
2 |290A [GLU| 3.10 3.85 112.02 87.50 2717 [Nam]| 3028 [O2] 2991

Table S12. Interaction of the SARS-CoV2 Main Protease (6lu7) with Torvoside F (C,;H,,0,,) Ligand.

Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
1 115A LEU 3.93 3025 1108
2 122A PRO 3.47 3038 1166
3 125A VAL 2.88 3028 1187
Hydrogen Bonds
lndex| Residue AA|Distance H-A [Distance D-A|Donor Angle Protein donor? Sidechain|Donor Atom|Acceptor Atom
1 | 17A | MET 2.39 3.05 122.86 148 [Nam] 3023 [02]

Table S13. Interaction of the SARS-CoV2 Main Protease (6lu7) with Chlorogenone, Spirostane-3,6-dione (C,,H,,0,) Ligand.

Hydrophobic Interactions

Index Residue AA Distance Ligand Atom Protein Atom
1 137A LYS 3.46 3045 1309
2 199A THR 3.68 3043 1866
3 286A LEU 2.83 3048 2684
4 286A LEU 3.82 3046 2686
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Hydrophobic Interactions
Index Residue AA Distance Ligand Atom Protein Atom
5 287A LEU 3.81 3052 2695
6 290A GLU 3.61 3047 2722
Water Bridges
Index|Residue| AA | Dist. A-W Dist. D-W |Donor Angle| Water Angle(Protein donor? |Donor Atom|Acceptor Atom| Water Atom

1 SA  [LYS 3.83 3.04 133.38 126.57 53 [N3+] 3025 [02] 2941
2 288A [GLU 3.90 3.14 103.81 113.88 2705 [03] 3025 [02] 2991
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