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[ Abstract] Objective To explore the potential active components and
molecular mechanism of Yin-Qin oral liquid(YQOL) for treatment of pediatric

coronavirus pneumonia (COVID-19). Methods With the help of TCMSP and
BATMAN-TCM platform obtaining honeysuckle, scutellaria baicalensis, bupleurum,
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cicada slough active chemical constituents and action targets. Through UniProt, GeneCards
database convert Target and gene, and then Cytoscape3.7.2 was used to construct the “active-
target” networks and perform topological analysis, The core targets were analyzed by GO and
KEGG functional enrichment analysis by R software. Results The network analysis indicated that
56 active ingredients affected 266 key target proteins, and the key targets involve PTGS1, GSK3p,
NCOAZ2, ESR1, ESR2, etc. The function enrichment analysis of GO was involved in 237 biological
processes(BP), 54 cell components (CC), and 65 molecular function (MF). There are 66 items
enriched in KEGG pathway, involving Neuroactive ligand-receptor interaction, cancer and cAMP
signaling pathway, etc. Molecular docking revealed that bupleurum, scutellaria baicalensis and
honeysuckle contained more potential anti-covid-19 active ingredients, and Bupleurum saponins (A,
D), baicalin and isopterin have the strongest affinity. Conclusion The active compounds in YQOL
may interfere multiple pathways through antivirus, inhibition of inflammatory factors and regulation
of immunity and provide a research direction for elucidation of the anti-COVID-19 pharmacological
mechanism of YQOL.
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Table 1. The main active components in YQOL

348

P S A FR AT i OB (%) DL RV
M1 ent-Epicatechin 290.29 48.96 0.24 Cigcs
M2 wogonin 284.28 30.68 0.23 Cigcs
M3  (2R)-7-hydroxy—5-methoxy-2—phenylchroman—4-one 270.30 55.23 0.20 WA
M4 sitosterol 414.79 36.91 0.75 A
M5 Norwogonin 270.25 39.40 0.21 Cigcs
M6 5,2" -Dihydroxy—6,7,8—trimethoxyflavone 344.34 31.71 0.35 A
M7 coptisine 320.34 30.67 0.86 Cigcs
M8 acacetin 284.28 34.97 0.24 Cigcs
M9 baicalein 270.25 33.52 0.21 A
M10 Diop 390.62 43.59 0.39 Cigcs
M11 epiberberine 336.39 43.09 0.78 Cigcs

MI12 5,7,2,5—tetrahydroxy—8,6—dimethoxyflavone 376.34 33.82 0.45 A
M13 Carthamidin 288.27 41.15 0.24 Cigcs
M14 Dihydrobaicalin_qt 272.27 40.04 0.21 B

M15 Salvigenin 328.34 49.07 0.33 Cigcs
M16 52" ,6° —Trihydroxy—7,8—dimethoxyflavone 330.31 45.05 0.33 S
M17 57,2 6" —Tetrahydroxyflavone 286.25 37.01 0.24 B

M18 Skulleapflavone 11 374.37 69.51 0.44 A
M19 oroxylina 284.28 4137 0.23 HE
M20 Panicolin 314.31 76.26 0.29 WA

M21 5,7.4" —Trihydroxy—-8-methoxyflavone 300.28 36.56 0.27 Cigcs
M22 Neobaicalein 374.37 104.34 0.44 I
M23 Dihydrooroxylin 286.30 66.06 0.23 A
M24 Moslosooflavone 298.31 44.09 0.25 e
M25 11,13-FEicosadienoic acid, methyl ester 322.59 3928 0.23 S
M26 5,74’ —trihydroxy—6-methoxyflavanone 302.30 36.63 0.27 B
M27 57,4’ —trihydroxy—8—methoxyflavanone 302.30 7424 0.26 AR
M28 rivularin 34434 37.94 0.37 A
M29 petunidin 317.29 30.05 0.31 L]
M30 3,5,6,7—tetramethnxiifgrf(;ﬁéS—trimethoxyphenyl) 43046 2107 0.50 s
M31 Linoleyl acetate 308.56 42.10 0.20 |
M32  —spinasterol 412.77 42.98 0.76 sef
M33 Longikaurin A 348.48 47.72 0.53 L
M34 Areapillin 360.34 48.96 0.41 S
M35 isorhamnetin 316.28 49.60 0.31 e
M36 Cubebin 356.40 57.13 0.64 B
M37 Mandenol 308.56 42.00 0.19 SR
M38 Ethyl linolenate 306.54 46.10 0.20 S

(-)-(3R.8S,9R,9aS,10aS)-9—ethenyl-8—(heta—D—

M3 5 ioeantoD 2oy 28129 87.47 023 BRI

carboxylic acid_qt

M40 secologanic dibutylacetal _qt 384.57 53.65 0.29 K yia
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i BT AR AHXS 43 it OB (%) DL R

M41 beta—carotene 536.96 37.18 0.58 GARAE

M42 ZINCO3978781 412.77 43.83 0.76 SARAE

M43 Chryseriol 300.28 35.85 0.27 SARAE

5—hydroxy—7-methoxy—2-(3,4,5—trimethoxyphenyl) A

M44 oot 358.37 51.96 0.41 SR

M45 Centauroside_gqt 434.48 55.79 0.50 SR AL

M46 loniceracetalides B_qt 314.37 61.19 0.19 A

M47 dinethylsecologanoside 434.44 48 46 0.48 e Lyid

M43 luteolin 286.25 36.16 0.25 SARAE

M49 Chitin 203.19 N/A N/A g

M50 Isoxanthopterin 179.16 N/A N/A it

M51 Erythropterin 265.18 N/A N/A i gsg

M52 beta—sitosterol 414.79 36.91 0.75 wA, ST

M53 Eriodyctiol (flavanone) 288.27 41.35 0.24 WA, SRIE

M54 kaempferol 286.25 41.88 0.24 sely, &4RAE

M55 quercetin 302.25 46.43 0.28 SERH, SERAE
5 AN
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