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Mechanism of Scutellaria barbata-Hedyotis diffusa pair based on network
pharmacology
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Abstract: Objective To investigate the components and pharmacology mechanism of Scutellaria Barbata-Hedyotis diffusa pair by
network pharmacology. Method All of chemical components related to the two traditional Chinese medicines were collected from
the TCMSP database, the oral bioavailability (OB)=30% and drug likeness(DL) >0.18 were used as the screeing conditions for
candidate compounds. The targets and diseases related to molecular compounds were found through the TCMSP, the biological
pathways related to targets were found through CTD online analysis platform. Result The 33 candidateactive molecules, 230
corresponding targets and 319 related diseases were obtained through network pharmacology screning. The components with higher
degree value included quercetin and luteolin. The top three targets were PTGS1, PTGS2 and HSP90, these targets can joint in 30
pathways, such as pathways in cancer. immune system, calcium signaling. And these compounds may play a role in cancer,
cardiovascular disease, inflammatory diseases. Conclusion The results preliminarily verify the activity components and
pharmacology mechanism of Scutellaria Barbata-Hedyotis diffusa Pair, and provides a good foundation for further study on the
mechanism of action.
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Table 1 33 candidate compounds predicted in Scutellariae Barbatae Herba-Hedyotis Diffusae Herba through OB and DL

R k] Rty EA2 i OB/% DL #L&%
M12245 5,7,4'-trihydroxy-6-methoxyflavanone 36.63 0.27 6
M12246 5,7,4'-trihydroxy-8-methoxyflavanone 74.24 0.26 6
M12248  5-hydroxy-7,8-dimethoxy-2-(4-methoxyphenyl) chromone 65.82 0.33 26

M12250 7-hydroxy-5,8-dimethoxy-2-phenyl-chromone
M12251
M12252
M2776
M12254  campesterol
M953  3-B-hydroxycholest-5-ene
M358  B-sitosterol
M12266  rivularin
M1973  sitosteryl acetate
M12269 stigmasta-5,22-dien-3-ol-acetate
M12270 stigmastan-3,5,22-triene
M449  stigmasterol

chrysin-5-methylether
9, 19-cyclolanost-24-en-3-ol

baicalin

M173  wogonin

M1735 dinatin

M1755  24-ethylcholest-4-en-3-one
M2714  baicalein

M2719  6-hydroxynaringenin
M2915  salvigenin

M351 rhamnazin
M359  sitosterol
M5190
M5869  daucostero_qt

Mo luteolin
M8206

eriodictyol

moslosooflavone

M98 quercetin

43.72  0.25 26
37.27 0.2 25
38.69 0.78 1
40.12 0.75 2
37.58 0.71 1
37.87 0.68 4
3691 0.75 38
37.94 037 22
40.39 0.85 1
46.44 0.86 1
45.03 0.71 1
48.83 0.76 31
30.68 0.23 45
30.97 0.27 17
36.08 0.76 2
33.52 0.21 37
33.23 0.24 0
49.07 0.33 18
47.14 0.34 23
3691 0.75 3
71.79 0.24 9
3691 0.75

36.16 0.25 57
44.09 0.25 25
46.43 0.28 151
34.86 0.26 0
43.83 0.76 2

M1646  2,3-dimethoxy-6-methyanthraquinone

M1659  poriferasterol

M1663 4aS,6aR,6aS,6bR,8aR,10R,12aR, 14bS)-10-hydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1, 32.03 0.76 0
3,4,5,6,6a,7,8,8a,10,11,12,13, 14b-tetradecahydropicene-4a-carboxylic acid

M1670  2-methoxy-3-methyl-9, 10-anthraquinone

37.83 0.21 31
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Fig.1 Compound-target network of Scutellaria Barbata-Hedyotis Diffusa
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Fig.2 Target-diseases interaction network of Scutellaria Barbata-Hedyotis Diffusa
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Fig.3 Target-diseases interaction network of Scutellaria Barbata-Hedyotis Diffusa under condition of Degree=3
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Table 2 interaction pathway of ‘Scutellaria Barbata-Hedyotis Diffusa’

ID Pathway ID Pathway
hsa04080 Neuroactive ligand-receptor interaction R-HSA-1280215 Cytokine Signaling in Immune system
hsa04933 AGE-RAGE signaling pathway in diabetic | R-HSA-881907  Gastrin-CREB signalling pathway via PKC and MAPK

complications
hsa04020 Calcium signaling pathway R-HSA-375280 Amine ligand-binding receptors
hsa05418 Fluid shear stress and atherosclerosis R-HSA-6785807 Interleukin-4 and 13 signaling
hsa05200 Pathways in cancer R-HSA-373076 Class A/1 (Rhodopsin-like receptors)
hsa04657 IL-17 signaling pathway R-HSA-500792 GPCR ligand binding
hsa04151 PI3K-Akt signaling pathway R-HSA-109582 Hemostasis
hsa04668 TNF signaling pathway R-HSA-372790 Signaling by GPCR
hsa05219 Bladder cancer R-HSA-449147  Signaling by Interleukins
hsa04725 Cholinergic synapse R-HSA-168256 Immune System
hsa04726 Serotonergic synapse R-HSA-162582  Signal Transduction
hsa04022 c¢GMP-PKG signaling pathway R-HSA-388396 GPCR downstream signaling
hsa05144 Malaria R-HSA-390696  Adrenoceptors
hsa04540 Gap junction R-HSA-390648 Muscarinic acetylcholine receptors
hsa05323 Rheumatoid arthritis R-HSA-416476 G alpha (q) signalling events
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