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Supplementary Tables

Supplementary Table 1. Binding energy of bioactive constituents of long pepper, ginger, clove and black pepper

Chemical name Chemical structure Binding energy
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Supplementary Table 2. “Lipinski’s rule of five” for the bioactive constituents of ginger, clove, long pepper and black
pepper targeting human cathepsin L protease

Molecular Water . I .
S.no. | Compound weight HBD | HBA TPSA solubility Lipophilicity | Druglikeness
Ginger

6 gingerdiol

1. (CID 11369949) | 296-40g/mol | 3 4 69.92A | soluble 3.13 0.55
6 gingerol Moderate

2 (CID 442793) 294.39g/mol 2 4 66.76 A soluble 3.13 0.55
8gingerdione Moderate

3 (CID 14440537) 320.42g/mol 1 4 63.60 A soluble 3.81 0.55
10 gingerdione

4 (CID 14440539) 348.48g/mol 1 4 63.60 A Poor soluble 4.58 0.55
10 Paradol

5 (CID 51352076) | 33449g/mol | 1 3 46.53 A | Poorsoluble | 5.39 0.55
10 shagaol

6 (CID 6442612) 332.48/mol 1 3 46.53 A Poor soluble 5.24 0.55
6 Paradol Moderate

7 (CID 94378) 278.39/mol 1 3 46.53 A soluble 3.96 0.55
Zingiberene

8 (CID 92776) 204.35/mol 0 0 0A soluble 4.47 0.55

Clove

Alpha Cedrene

9 (CID 6431015) 204.35/mol 0 0 0A soluble 436 0.55
Alpha

10 muurolene (CID | 204.35g/mol 0 0 0A soluble 4.08 0.55
12306047)
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13 E;lgj;"’l CID 64 20g/mol | 1 2 2046 A | soluble 225 0.55
Jasmone (CID

14 1549018) 164.24g/mol 0 1 17.07 A soluble 2.74 0.55
Kaempferol

15 (CID 5280863) 286.24g/mol 4 6 111.13 A | soluble 1.58 0.55
Rhammetin

16 (CID 5281691) 316.26g/mol 4 7 120.36 A | soluble 1.63 0.55

Long pepper

Bisdemethoxycu

17 rcumin (CID 308.3g/mol 2 4 74.60 A soluble 2.83 0.55
5315472)
Caumaperine

18 (CID 10131321) 257.33g/mol 1 2 40.54 A soluble 2.74 0.55
PiperolactanA

19 (CID: 265.26g/mol 2 3 62.32A soluble 2.85 0.55
30810116)

Black pepper

Piperolein B Moderate

21 (CID 21580213) 343.46 g/mol 0 3 38.77A soluble 4.47 0.55
Sabinene (CID 136.23 g/mol

22 10887971) 0 0 0.00 A Soluble 3.25 0.55
(2E,4E)-2-Meth
yI-1-[(S)-2-(pyrr
olidine-1-carbon 279

20 yl)-pyrrolidin-1- | 304.43g/mol 0 2 40.62A Soluble ’ 0.55
yl]-octa-2,4-dien
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Supplementary Table 3. Toxicity evaluation of bioactive constituents of ginger, clove, long pepper and black pepper

Compounds | Mutagenic Tumorigenic Irritant Reproductive Effect

Ginger

6 gingerdiol (CID 11369949) None None None None

6 gingerol (CID 442793) None None None None

8gingerdione (CID 14440537) None None None None

10gingerdione(CID14440539) None None None None

10 Paradol (CID 51352076) None None None None

10 shagaol(CID 6442612) None None None None

6 Paradol (CID 94378) None None None None

Zingiberene (CID 92776) None None None None
Clove

AlphaCedrene (CID 6431015) None None None None

Alpha muurolene (CID 12306047) None None None None

Beta cadinene (CID 10657) None None None None

Eugenitin (CID 3083581) None None None None

Eugenol (CID 3314) None None None None

Jasmone (CID 1549018) None None None None
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Kaempferol (CID 5280863) None None None None
Rhammetin (CID 5281691) None None None None
Long pepper
Bisdemeﬂgo;y;:;;;lmin (CID None None None None
Caumaperine (CID 10131321) None None None None
PiperolactanA(CID30810116) None None None None
Black pepper
Piperolein B (CID 21580213) None None None None
Sabinene (CID 10887971) None None None None
(2E,4E)-2-Methyl-1-[(S)-2-(pyrrolidin
e-1-carbonyl)-pyrrolidin-1-yl]-octa-2,4 None None None None
-dien-1-one  (CID 44292388)
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