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Molecule ID Molecule name MW OB (%) DL BBB HL TPSA RBN

MOL000098 quercetin 302.25 46.43 0.28 −0.77 14.40 131.36 1

MOL000422 kaempferol 586.25 41.88 0.24 −0.55 14.74 111.13 1

MOL012777 kaempferol-3-O-α-ඔ-

rhamnoside

434.43 41.88 0.69 −1.65 16.15 166.14 3

MOL004083 tamarixetin 316.28 32.86 0.31 −0.44 14.59 120.36 2

tbl1fn1MW, molecular weight; OB, oral bioavailability; DL, drug-likeness; BBB, blood-brain barrier; HL, Drug

half-life; PSA, polar surface area; RBN, rotatable bond number.
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Protein UniProt Protein UniProt Protein UniProt Protein UniProt Protein UniProt

EIF6 P56537 NQO1 P15559 VEGFA P15692 PPARA Q07869 PON1 P27169

CYP3A4 P08684 INSR P06213 MGAM O43451 PPARD Q03181 DIO1 P49895

PTGS2 P35354 IL1A P01583 HSPB1 P04792 CLDN4 O14493 PARP1 P09874

SLC6A2 P23975 EGFR P00533 MAPK8 P45983 DUOX2 Q9NRD8 IKBKB O14920

MMP9 P14780 F10 P00742 HAS2 Q92819 HSPA5 P11021 AHSA1 O95433

PTGS1 P23219 CYP1A1 P04798 COL1A1 P02452 SCN5A Q14524 PLAU P00749

MMP3 P08254 NCF1 P14598 NFE2L2 Q16236 RASA1 P20936 NOS3 P29474

CXCL11 O14625 RXRA P19793 XDH P47989 IL6 P05231 SULT1E1 P49888
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Protein UniProt Protein UniProt Protein UniProt Protein UniProt Protein UniProt

MMP2 P08253 RELA Q04206 ACHE P22303 BIRC5 O15392 NOS2 P35228

IL10 P22301 F7 P08709 CAV1 Q03135 IGF2 P01344 TOP2B Q02880

MMP1 P03956 NPEPPS P55786 CYP1B1 Q16678 SELE P16581 MYC P01106

TGFB1 P01137 CYP1A2 P05177 CCL2 P13500 PRKCA P17252 TOP2A P11388

CXCL10 P02778 AHR P35869 ERBB3 P21860 ICAM1 P05362 SLPI P03973

GSTM1 P09488 POR P16435 ERBB2 P04626 CDK1 P06493 KCNH2 Q12809

PGR P06401 MAPK1 P28482 NFKBIA P25963 AR P10275 GSTP1 P09211

GSTM2 P28161 DCAF5 Q96JK2 ELK1 P19419 STAT1 P42224 TNF P01375

TOP1 P11387 HIF1A Q16665 CHEK1 O14757 SOD1 P00441 CXCL2 P19875

SLC2A4 P14672 THBD P07204 CHEK2 O96017 CCNB1 P14635 COL3A1 P02461

SERPINE1 P05121 CD40LG P29965 BCL2L1 Q07817 GSK3B P49841 E2F2 Q14209

IFNG P01579 F3 P13726 NKX3-1 Q99801 MAPK14 Q16539 CHUK O15111

IL1B P01584 JUN P05412 EGF P01133 RASSF1 Q9NS23 DPP4 P27487

RUNX2 Q13950 PPARG P37231 PTGER3 P43115 IGFBP3 P17936 HK2 P52789

SPP1 P10451 CRP P02741 HSP90AA1 P07900 CXCL8 P10145 PRSS1 P07477

PLAT P00750 GJA1 P17302 RUNX1T1 Q06455 PCOLCE Q15113 NR1I2 O75469

ODC1 P11926 AKT1 P31749 TP53 P04637 VCAM1 P19320 ADRA1B P35368

GABRA1 P14867 AKR1C3 P42330 RB1 P06400 BCL2 P10415 CASP8 Q14790

MAOB P27338 FOS P01100 CDK2 P24941 BAX Q07812 PSMD3 O43242

ACACA Q13085 CASP3 P42574 PRKCB P05771 AKR1B1 P15121 CHRM1 P11229

ACPP P15309 HSF1 Q00613 ADRB2 P07550 IRF1 P10914 CTSD P07339

ABCG2 Q9UNQ0 CASP9 P55211 CCND1 P24385 MPO P05164 IL2 P60568
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Protein UniProt Protein UniProt Protein UniProt Protein UniProt Protein UniProt

NR1I3 Q14994 PCP4 P48539 NCOA2 Q15596 ALOX5 P09917 E2F1 Q01094

CDKN1A P38936 HMOX1 P09601 CHRM2 P08172 SERPIND1 P05546
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Term Description Count P -LOG(P) Fold

Enrichment

Bonferroni Benjamini FDR

Biological process (BP)

GO:0042493 Response to drug 28 6.36E-19 1.82E+01 9.727243 1.46E-15 1.46E-15 1.11E-15

GO:0045944 Positive regulation

of transcription

from RNA

polymerase II

promoter

44 5.15E-18 1.73E+01 4.736843 1.19E-14 5.93E-15 9.01E-15

GO:0010628 Positive regulation

of gene

expression

24 3.97E-16 1.54E+01 9.674204 1.02E-12 3.40E-13 7.77E-13

GO:0045893 Positive regulation

of transcription,

DNA-templated

31 8.32E-16 1.51E+01 6.357111 1.79E-12 4.47E-13 1.35E-12
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Term Description Count P -LOG(P) Fold

Enrichment

Bonferroni Benjamini FDR

GO:0043066 Negative

regulation of

apoptotic process

27 1.35E-13 1.29E+01 6.266971 3.10E-10 6.20E-11 2.36E-10

GO:0071222 Cellular response

to

lipopolysaccharide

16 1.68E-13 1.28E+01 14.95364 3.85E-10 6.42E-11 2.93E-10

GO:0032496 Response to

lipopolysaccharide

18 2.43E-13 1.26E+01 11.59135 5.58E-10 7.97E-11 4.24E-10

GO:0071456 Cellular response

to hypoxia

15 2.93E-13 1.25E+01 16.50157 6.74E-10 8.42E-11 5.12E-10

GO:0006954 Inflammatory

response

24 1.15E-12 1.19E+01 6.687708 2.65E-09 2.94E-10 2.01E-09

GO:0001666 Response to

hypoxia

17 6.79E-12 1.12E+01 10.4382 1.56E-08 1.56E-09 1.19E-08

Cellular component (CC)

GO:0005615 Extracellular

space

52 2.88E-20 1.95E+01 4.424685 7.57E-18 7.57E-18 3.77E-17

GO:0005829 Cytosol 66 1.33E-11 1.09E+01 2.281955 3.50E-09 1.75E-09 1.74E-08

GO:0005576 Extracellular

region

37 9.07E-08 7.04E+00 2.63404 2.39E-05 7.95E-06 1.19E-04

GO:0005654 Nucleoplasm 51 1.70E-07 6.77E+00 2.099653 4.48E-05 1.12E-05 2.23E-04

GO:0045121 Membrane raft 13 2.45E-07 6.61E+00 7.233071 6.46E-05 1.29E-05 3.21E-04

GO:0031012 Extracellular

matrix

15 3.09E-07 6.51E+00 5.808261 8.12E-05 1.35E-05 4.04E-04

GO:0005901 Caveola 8 1.47E-06 5.83E+00 14.10663 3.87E-04 5.53E-05 0.001927

GO:0070062 Extracellular

exosome

49 1.50E-06 5.82E+00 1.997937 3.95E-04 4.94E-05 0.001966

GO:0005739 Mitochondrion 30 3.47E-06 5.46E+00 2.583389 9.13E-04 1.02E-04 0.00455
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Term Description Count P -LOG(P) Fold

Enrichment

Bonferroni Benjamini FDR

GO:0005634 Nucleus 75 3.91E-06 5.41E+00 1.587484 0.001028 1.03E-04 0.005121

Molecular function (MF)

GO:0019899 Enzyme binding 32 2.08E-22 2.17E+01 10.26708 1.03E-19 1.03E-19 2.99E-19

GO:0042802 Identical protein

binding

33 3.25E-13 1.25E+01 4.707314 1.62E-10 8.09E-11 4.68E-10

GO:0005515 Protein binding 125 1.99E-12 1.17E+01 1.52023 9.90E-10 3.30E-10 2.87E-09

GO:0008134 Transcription

factor binding

21 2.06E-12 1.17E+01 7.900272 1.02E-09 2.56E-10 2.96E-09

GO:0042803 Protein

homodimerization

activity

30 2.90E-11 1.05E+01 4.390758 1.44E-08 2.88E-09 4.17E-08

GO:0046982 Protein

heterodimerization

activity

23 3.66E-10 9.44E+00 5.284647 1.82E-07 3.04E-08 5.27E-07

GO:0004879 RNA polymerase

II transcription

factor activity,

ligand-activated

sequence-specific

DNA binding

8 3.50E-08 7.46E+00 23.74262 1.74E-05 2.49E-06 5.04E-05

GO:0043565 Sequence-specific

DNA binding

20 3.54E-07 6.45E+00 4.125165 1.76E-04 2.20E-05 5.10E-04

GO:0019901 Protein kinase

binding

17 4.54E-07 6.34E+00 4.830612 2.25E-04 2.51E-05 6.53E-04

GO:0008144 Drug binding 9 5.17E-07 6.29E+00 12.65232 2.57E-04 2.57E-05 7.43E-04
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ID Term Input

no.

P-value -LOG(P) Corrected

P-value

hsa05200 Pathways in cancer 60 3.31E-67 6.65E+01 8.15E-65

hsa04933 AGE-RAGE signalling pathway in diabetic

complications

31 3.18E-46 4.55E+01 3.92E-44

hsa05418 Fluid shear stress and atherosclerosis 33 7.04E-46 4.52E+01 5.78E-44

hsa05161 Hepatitis B 32 3.83E-42 4.14E+01 2.35E-40

hsa05215 Prostate cancer 27 3.27E-39 3.85E+01 1.61E-37

hsa05167 Kaposi sarcoma-associated herpesvirus

infection

30 3.24E-37 3.65E+01 1.33E-35

hsa05163 Human cytomegalovirus infection 31 1.60E-36 3.58E+01 5.62E-35

hsa04657 IL-17 signalling pathway 25 5.08E-36 3.53E+01 1.45E-34

hsa05160 Hepatitis C 28 5.31E-36 3.53E+01 1.45E-34

hsa04668 TNF signalling pathway 25 2.99E-34 3.35E+01 7.36E-33

hsa05169 Epstein–Barr virus infection 27 1.38E-31 3.09E+01 3.08E-30
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ID Term Input

no.

P-value -LOG(P) Corrected

P-value

hsa04151 PI3K-Akt signalling pathway 31 6.33E-31 3.02E+01 1.30E-29

hsa05212 Pancreatic cancer 21 1.06E-30 3.00E+01 2.00E-29

hsa05166 Human T-cell leukaemia virus 1 infection 27 1.14E-30 2.99E+01 2.01E-29

hsa05142 Chagas disease (American

trypanosomiasis)

22 7.40E-30 2.91E+01 1.21E-28

hsa05222 Small cell lung cancer 21 5.48E-29 2.83E+01 8.42E-28

hsa05162 Measles 23 5.83E-29 2.82E+01 8.43E-28

hsa04010 MAPK signalling pathway 28 7.20E-29 2.81E+01 9.84E-28

hsa05225 Hepatocellular carcinoma 24 9.86E-29 2.80E+01 1.28E-27

hsa05219 Bladder cancer 17 1.76E-27 2.68E+01 2.16E-26
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