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Table S1. List of physicochemical properties, QED, and OB of compounds from C. cassia

No. Compound Name MW ALOGP HBA HBD PSA ROTB AROM ALERTS OQED OB
1  oa-terpineol 154.25 2.58 1 1 20.23 1 0 1 0.575 TRUE
2 [-bisabolene 204.35 4.83 0 0 0.00 4 0 1 0.575 TRUE
3  a-bisabolol 222.37 3.76 1 1 20.23 4 0 1 0.718 TRUE
4 linalool 154.25 2.66 1 1 20.23 4 0 1 0.617 TRUE
5  camphene 136.23 3.43 0 0 0.00 0 0 1 0.447 TRUE
6  p-Pinene 136.23 3.42 0 0 0.00 0 0 1 0.447 TRUE
7 camphor 152.23 2.37 1 0 17.07 0 0 0 0.521 TRUE
8  geranyl acetate 196.29 3.21 2 0 26.30 6 0 1 0.610 TRUE
9  cinnzeylanol 384.46 0.54 7 6 95.45 1 0 0 0.393 TRUE
10 anhydrocinnzeylanol 366.45 1.36 6 4 107.22 1 0 1 0.522 TRUE
11  cinnzeylanone 382.45 0.37 7 5 127.45 1 0 0 0.443 TRUE
12 anhydrocinnzeylanine 408.49 1.44 7 3 113.29 3 0 2 0478 TRUE
13 cinncassiol A 19-O-3-D-glucopyranoside 544.59 -1.04 12 8 206.60 5 0 1 0.195 FALSE
14  cinncassiol A 382.45 0.52 7 5 127.45 2 0 1 0.441 TRUE
15  cinncassiol B 400.46 -0.05 8 7 150.84 2 0 0 0.341 FALSE
16  cinncassiol C 380.43 0.46 7 4 124.29 2 0 0 0.549 TRUE
17 cinncassiol E 39845  -0.22 8 6 139.84 1 0 0 0.356 FALSE
18  cinncassiol F 398.45 0.4 8 5 136.68 1 0 0 0.428 FALSE
19  cinncassiol G 382.45 0.48 7 5 127.45 2 0 1 0.440 TRUE
20  16-O-p-D-glucopyranosyl-19-deoxycinncassiol G 544.59 -0.87 12 8 206.60 5 0 1 0.199 FALSE
21  cinnacasol 382.45 0.52 7 5 127.45 2 0 1 0441 TRUE
22 perseanol 384.46 0.19 7 6 130.61 1 0 0 0.380 FALSE
23 cinncassiol D1 352.47 1.69 5 4 90.15 2 0 0 0.607 TRUE
24  cinncassiol D1 glucoside 514.61 0.03 10 7 169.30 5 0 0 0.266 FALSE
25  cinncassiol D2 368.46 0.96 6 5 110.38 2 0 0 0.497 TRUE
26  cinncassiol D3 368.46 0.87 6 5 110.38 2 0 0 0495 TRUE
27 18-hydroxyperseanol 40046  -0.96 8 7 150.84 1 0 0 0.297 FALSE
28  caryophyllene 204.35 424 0 0 0.00 0 0 1 0.518 TRUE
29  a-cubebene 204.35 431 0 0 0.00 1 0 1 0.558 TRUE
30 (-)-isoledene 204.35 4.26 0 0 0.00 0 0 1 0.517 TRUE
31  patchouli alcohol 222.37 3.56 1 1 20.23 0 0 0 0.664 TRUE
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Table S2. List of expected active compounds from C. cassia

No. Compound Name MW ALOGP HBA HBD PSA ROTB AROM ALERTS QED OB
1 a-terpineol 154.25 2.58 1 1 20.23 1 0 1 0.575 TRUE
2 -bisabolene 204.35 4.83 0 0 0.00 4 0 1 0.575 TRUE
3 a-bisabolol 222.37 3.76 1 1 20.23 4 0 1 0.718 TRUE
4 linalool 154.25 2.66 1 1 20.23 4 0 1 0.617 TRUE
5 camphene 136.23 343 0 0 0.00 0 0 1 0.447 TRUE
6 -Pinene 136.23 3.42 0 0 0.00 0 0 1 0.447 TRUE
7 camphor 152.23 2.37 1 0 17.07 0 0 0 0.521 TRUE
8 geranyl acetate 196.29 3.21 2 0 26.30 6 0 1 0.610 TRUE
9 anhydrocinnzeylanol 366.45 1.36 6 4 107.22 1 0 1 0.522 TRUE
10 cinnzeylanone 382.45 0.37 7 5 127.45 1 0 0 0.443 TRUE
11 anhydrocinnzeylanine 408.49 1.44 7 3 113.29 3 0 2 0478 TRUE
12 cinncassiol A 382.45 0.52 7 5 127.45 2 0 1 0.441 TRUE
13 cinncassiol C 380.43 0.46 7 4 124.29 2 0 0 0.549 TRUE
14 cinncassiol G 382.45 0.48 7 5 127.45 2 0 1 0.440 TRUE
15 cinnacasol 382.45 0.52 7 5 127.45 2 0 1 0.441 TRUE
16 cinncassiol D1 352.47 1.69 5 4 90.15 2 0 0 0.607 TRUE
17 cinncassiol D2 368.46 0.96 6 5 110.38 2 0 0 0.497 TRUE
18 cinncassiol D3 368.46 0.87 6 5 110.38 2 0 0 0495 TRUE
19 caryophyllene 204.35 4.24 0 0 0.00 0 0 1 0.518 TRUE
20 a-cubebene 204.35 4.31 0 0 0.00 1 0 1 0.558 TRUE
21 (-)-isoledene 204.35 4.26 0 0 0.00 0 0 1 0.517 TRUE
22 patchouli alcohol 222.37 3.56 1 1 20.23 0 0 0 0.664 TRUE
23 a-copaene 204.35 4.30 0 0 0.00 1 0 1 0.559 TRUE
24 a-muurolene 204.35 4.08 0 0 0.00 1 0 1 0.565 TRUE
25 a-cadinol 222.37 3.43 1 1 20.23 1 0 1 0.674 TRUE
26 1-(1,5-dimethyl-4-hexenyl)-4-methylbenzene 202.34 4.86 0 0 0.00 4 1 1 0.612 TRUE
27 cedrene 204.35 4.36 0 0 0.00 0 0 1 0.514 TRUE
28 a-calacorene 200.32 4.38 0 0 0.00 1 1 0 0.631 TRUE
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