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Quality Markers of Suanzaoren Decoction Based on Chemical Components irn Vivo and Network Pharma-

cology

LI Jing', CHEN Weiyan®, LI Song’, ZHAO Shaohua®, LIU Minyan ", LI Zhiwei'" (1. Hebei University of Science &
Technology , Shijiazhuang 050018 , China; 2. Heibei Tibetan Medicine Quality and Technology Innovation Center, Shijiazhuang Universi-
ty, Shijiazhuang 050035, China; 3. Shijiazhuang Yiling Pharmaceutical Co. , Lid. , Shijiazhuang 050035, China)

ABSTRACT: OBJECTIVE To predict the potential quality marker ( Q-Marker) components of Suanzaoren Decoction based on
the prototype chemical composition of in vivo by using network pharmacology. METHODS Firstly, the plasma samples and urine
samples of rats were collected within 4 h and 24 h after intragastric administration of Suanzaoren Decoction, respectively. Then,
based on the chemical components found in vivo, the key action targets and key pathway were obtained by network pharmacology,
and the network map of " component-target-pathway" was carried out to predict the quality markers of Suanzaoren Decoction against
insomnia, anxiety and depression. RESULTS A total of 20 prototype compounds were detected in rats. The 23 core targets were
predicted and 14 prototype components associated with pharmacodynamic efficacy were screened through network pharmacology, the
14 components including jujuboside A, enoxolone, ferulic acid, magnoflorine, liquiritigenin, isoliquiritigenin, poricoic acid A,
spinosin, coclaurine, timosaponin BII, glycyrrhizic acid, jujuboside B, liquiritin and senkyunolide A played multiple targets and
multiple pathways to regulate insomnia, anxiety, depression. CONCLUSION 1t is predicted that the 14 chemical components are
considered as potential quality markers of Suanzaoren Decoction by analyzing prototype chemical composition in vivo combined with
network pharmacology. The results can provide reference for the quality control of Suanzaoren Decoction, and lay a foundation for
elucidating the mechanism of its pharmacodynamic substances.

KEY WORDS : Suanzaoren Decoction; chemical component in vivo; high performance liquid chromatography quadrupole time-of-flight

tandem mass spectrometry ; network pharmacology; Q-Marker
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Tab.1 Indentification of the chemical components in vivo after oral Suanzaoren Decoction
Peak Molecular IR Monitoring Error .
/. 2 Source
umber Compound formula Jmin sons m/z %10-6 MS ource
1 Neomangiferin CpsHygO16 6.79 [M-H] - 583.130 5 -2.6 493.093 9,421.077,331. 041 1,301.030 7,271.018 7 Plasma/ urine
2 Mangiferin CHig0yp  8.55 [M-H]- 4210776 -0.1  331.043 5,301. 034 3,259.027 3,258.015 2 Plasma/ urine
3 Coclaurine C7HgNO3  8.67 [M+H]* 2861438 -0.6  269.118 4,237.094 6,209. 097 4,175.079 3,107.050 9 Plasma/ urine
4 Vicenin-2 CyH301s 912 [M-H]- 593.1512 0.7  417.124 3,255.069,175. 026 8,113.026 6 Plasma
5 Magnoflorine CyHyNO,  9.21 [(M]+ 342.170 0 -1.7  299.133 1,297.116 1,282.092 3,265.089 4,237.094 5, Plasma/urine
222.070 8,191. 088 1
6 Ferulic acid CioHipO04 12200 [M-H]- 193.050 6 -3.1 193.051 5,134.030 4 Plasma
7 Spinosin CyH30p5  12.33 [M-H]- 607166 8 0.7  321.043,292.035 4,236. 048 2,117.037 1 Plasma/ urine
8 Vitexin CyHy0pp  12.65 [M-H]- 431.098 4 -0.5  255.004 3,175.022 9,135.008 1,119. 049 7 Plasma/urine
9 Liquiritin CyHpO09 1273 [M-H]- 417.1191 -0.4  255.004 8,135.007 4,119. 048 4 Plasma/ urine
10 6"-Feruloylspinosin CagHyO15  18.12 [M-H] - 783.214 2 -1.6  427.115 8,292. 040 2,191. 074 2 Plasma
11 Tsoliquiritin apioside CyeHz0013  19.40  [M-H]- 549.161 4 -3.5  255.064 3,135.009,119.050 3 Plasma
12 Timosaponin B I C45H7(,O]g 20. 58 [M-H] - 919.490 8 0.8 757.433 8,595.378,433.323 7 Plasma
13 Liquiritigenin Cl5H1204 20. 41 [M-H] - 255.066 3 0.1 135.006 7,119.048 8,91.018 8 Plasma/ urine
14 Jujuboside A CsgHoyO26  26.39  [M-H]~ 1205.59 1 2.6 1073.559 4,911.510 5,749. 444 1,603.397 9 Plasma
15 Tsoliquiritigenin CisHip04 26,59 [M-H] - 255.066 3 -0.9 135.007 3,119.049 5,91.019 1 Plasma/ urine
16 Jujuboside B CsHgyOy  27.06 [M-H]- 1043.5432 1 911. 498 ,749. 443 5 ,603. 384 9 Plasma
17 Glyceyrrhizie acid CpHp01  27.09 [M-H] - 821.396 5 0 627.343 1,583.371 8,511. 359 7,469. 320 9,351. 061 Plasma
18 Senkyunolide A CpHi0,  29.17 [M+H]* 193.122 3 0.6 175.11,147.116 2,137. 005 87,105. 069 1 Urine
19 Poricoic acid A C3HyOs 3286 [M-H]- 497.3273 -2.7  423.287 6,363.266 3,347.235 2,213.1259,211. 146 1 Plasma
20 Enoxolone C3Hu04 3346 [M-H]- 469.3323 —3.8  425.341 3,409.308 4,355.259 1,229.229 2 Plasma
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Fig. 8 KEGG enrichment analysis for the targets of Suanzaoren Decoction in the treatment of disease
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Fig. 9 GO enrichment analysis for the targets of Suanzaoren Decoction in the treatment of disease
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