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Table 1: Flavonoids and selective COX-2 blocker having anticancer activities.

open access

Flavonoids Pubchemid  Organ or tissue type References
Delphinidin CID 128853 Skin cancer [84, 85]
Quercetin CID 5280343  Skin cancer [86, 87]
Myricetin CID 5281672  Skin cancer [88-92]
Equol CID 91469 Skin cancer, Prostate cancer, Breast Cancer [93, 94]
Isorhamnetin CID 5281654  Article I. Skin cancer, Colon cancer, Colorectal cancer  [95-97]
Quercetin-3-methyl ether CID 5280681  Article II. Skin cancer, Breast cancer, Leukaemia [98-100]
Kaempferol CID 5280863  Skin cancer, Colon cancer [101-103]
Eriodictyol CID 440735 Skin cancer, Breast Cancer [104, 105]
Luteolin CID 5280445  Skin cancer, Lung cancer, Prostate cancer, Colon cancer. [106-110]
5-deoxykaempferol CID 5281611  Skin cancer [111]
7,3'4'-Trihydroxyisoflavone  CID 5284648  Skin cancer [72]
4',6,7-trihydroxyisoflavone ~ CID 5284649 Colon cancer [112]
Celocoxib CID 2662 Cyclooxygenase-2 inhibitor in cancer [113, 114]
Table 2: Summary of FlexX docking results with COX-2 and ligands.

Flavonoids Score  Match Lipo  Ambig Clash Rot AGKj/mol Ligand Efficiency
Celocoxib -2685 -21.15 -1473 -7.33 6.77 42 29 0.27

Isorhamnetin -2093 2232  -11.21 -8.56 8.76 70 -30 0.31

5-deoxykaempferol -19.26  -1565 -11.83 -5.77 4.40 42 29 0.35

Equol -2194 -1743 -1288 -5.71 448 42 27 0.36
4',6,7-trihydroxyisoflavone -20.61 -17.03 -10.03 -6.17 3.89 42  -26 0.31

Eriodictyol 2463 2497 -11.21 -743 6.58 70 23 0.26

Quercetin -21.66 -2406 -11.19 -6.85 8.05 70 -20 0.21

Myricetin 2159 -2318 -1227 -7.26 7.38 84 -19 0.20
7,3'4-Trihydroxyisoflavone -26.25 -23.85 -11.82 -6.92 6.75 42 -18 0.22

Quercetin-3-methyl ether -2488 2555 -1048 -7.76 6.51 70 -16 0.16

Kaempferol -2092 -1793 -13.00 -7.33 6.35 56 -15 0.17

Delphinidin -1841 -2392 -11.55 -7.36 1036 84 -15 0.16

Luteolin -27.67 2693 -1023 -7.25 5.75 56 -13 0.14

Table 3: Type of interactions and interacting amino acid residues of COX-2 protein with selected ligands, generated from ArgusLab.

Flavonoids Binding  H-Bonding Hydrophobic Bonding Pi-Cation

Energy - S,

keal /mol Pi - Alkyl Pi-Pi Pi-Sigma
Celecoxib -9.35 Q2, R120, [ 531,G530 /523 A527 ] 352, 198 - V349, Y348 -
Isorhamnetin -8.25 - V349, 1352, V523, - 5953, A527, V523
5-deoxykaempferol -9.14 - V523 [517, A516 Y355 V349 -
Equol -9.92 Q2, F518 V52, V349 T2 ] 531 A5 - -
4',6,7-trihydroxyisoflavone  -9.89 5580 V523, A527 1352, 1,531 - V349 -
Eriodictyol -9.50 F18, R120 - - A5, V39, V53
Quercetin -8.94 R513, R120, Q192 V52, V349, 1352 - V5B, A5 -
Myricetin -8.91 R120 V349, V52 - A5, V528 -
7,3' 4'-Trihydroxyisoflavone  -9.86 - A7, V523, 581, 352 - 5353, V349 -
Quercetin-3-methyl ether -8.26 H2, 553 A5, V39, 1352 - V349, V52 -
Kaempferol -10.64 /385, G330 V349 1352 - 13%2, V523, A516
Delphinidin -8.94 E524 Vo, Vite, 2 Y5 L% R120
Luteolin -10.72 5530 AS16, 1352, V349 - Vo -
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