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Prediction of characteristic chromatogram for Abri herba based on network

pharmacology and molecular docking
ZHANG Chengzhong, ZHU Xueyan, BU Qitao, WANG Hongrui, HUANG Baokang( School of Pharmacy, Naval Medical
University, Shanghai 200433 China)

[Abstract] Objective To predict the potential Q-markers of Abri herba based on network pharmacology and molecular
docking and to establish a quality control characteristic. Methods The network relationship of "4bri herba - component - target -
pathway" was constructed by using a variety of databases and the method of network pharmacology. The potential Q-markers of
Abri herba were predicted and then the characteristic Chromatogram of Abri herba was established by high performance liquid
chromatography Results
hypaphorine. schaftoside in Abri herba were closely associated with the main targets, such as AKT1, STAT3, HIF1A, GRB2,
MMP9, which could act on HIF-1, PI3K-Akt, JAK-STAT and other signaling pathways and have good pharmacological activities to

Through the network pharmacological prediction, it was found that the components of abrine

be potential Q-markers of Abri herba. Then HPLC was used to establish the characteristic according to retention time. Conclusion

Through network pharmacology and molecular dock-prediction combined with HPLC detection, the characteristic chromatogram
was established with the components of abrine hypaphorine, schaftoside as Q-markers, which could control the quality of Abri
herba by combining the components and pharmacological activities.

[Key words] Abri herba; network pharmacology; Q-markers; characteristic chromatogram
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AR 027 231 @AM R AGE LR
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(30% ~ 40%B) ; 75 ~ 80 min(40% ~ 60%B) ; 80 ~
85 min(60% ~ 75%B); 85 ~ 95 min(75% ~ 75%B) .
FEVRIEE R 25 °C L 30 'C. 35 'C, ifiik: 0.8 ml/min,
1.0 mI/min. 1.2 ml/min. I PE 4 278 nm, FEAE
710 pl.
232 W&

(1) X I A 28 Y ) o 85 < O % R BBOAHE JEL
Bl AR AR S AR S AR N R 5~ 10
mg, 73l B 10 ml ZF I, I R 2, B4,
KT R S A 2T

(2) B3 o V5 W 1 o B8 < ORGPk BBURE i A R
1 g BHEIEH A, NP EE 50 ml, #)E &, el
PEHC 2 h, B, B, #hEBUR A, DB, i
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233 KEEERLE
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0.3%. 0.3%. 0.3%. 0.3%(& 7. % 2).
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[\

S SRRSO
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AH LT85 2. 00 s 3. B (RIS 4. S = s

2 WHRAE ISR R EERE

woam o U TR oo
W1 AHIE T IR 18.058 1.00 0.6
2 A B 21.658 1.20 0.7
I3 BT 42.865 2.37 0.4
W4 REMREA 47.433 2.63 0.3

234 RREtERE

Bt 1GC01-010 8 2.3.2 T R A 1A
il 5 V5 1 R AR, 43 #E 0,204, 12,24 h
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W SR BRI TE], 31480 RSD%, 23914 0.09%., 0.10% .
0.05%. 0.05%(3 3).

#£3 BREMLIEIEIERERE (/min)

B Ceh) AR MINARR ORI SRAIURETY
0 16.892 20.783 42.283 46.967
2 16.892 20.783 42.283 46.967
4 16.9 20.808 42.308 47.000
8 16.867 20.758 42.258 46.950
12 16.858 20.742 42.242 46.942
24 16.875 20.775 42.300 47.000
RSD(%) 0.09 0.10 0.05 0.05
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R4 HERFFEEAEXRERE (2= 13)

. AR T ) B I SRS
B ] (#/min) 1 B4 i 1A] (#/min ) LR B4 18] (#/min) P E3 Hist 1] (¢/min)
Xof R 18.058 1.00 21.658 1.20 42.865 237 47.433 2.63
JGC-01-001 17.717 1.00 21.175 1.20 42.400 2.39 46.767 2.64
JGC-01-002 17.733 1.00 21.183 1.19 42.200 2.38 46.917 2.65
JGC-01-003 18.025 1.00 21.658 1.20 42.900 2.38 - -
JGC-01-004 18.033 1.00 21.683 1.20 43.950 2.44 47.483 2.63
JGC-01-006 18.183 1.00 21.408 1.18 42700 2.35 47.542 2.61
JGC-01-007 17.967 1.00 21.675 121 42933 2.39 - -
JGC-01-010 16.881 1.00 20.775 1.22 42279 2.49 47.000 2.78
JGC-03-004 17.650 1.00 21.225 1.20 42.475 2.41 - -
JGC-03-012 17.833 1.00 21.350 1.20 42325 2.37 48.392 2.71
JGC-04-003 17.000 1.00 21.575 1.27 42175 2.48 47.083 2.77
JGC-04-004 17.475 1.00 21.500 123 42417 2.43 45.683 2.61
JGC-04-006 17.975 1.00 22.650 1.26 42417 2.36 - -
JGC-04-007 17.892 1.00 21.400 1.20 42708 2.39 47.067 2.63
FAE 17.720 1.00 21.481 121 42.606 2.40 47.104 2.67
RSD% 2.1 0.0 1.9 2.1 1.1 1.7 1.4 2.3
T -7 i ARSI AR 56 (0350
x5 TEGEZEIERERBEZME (=3)
[EREF SO U1 U2 %3 g4
N Thermo 1.00 1.20 237 2.63
Agilent 1.00 1.22 2.54 2.93
Diamonsil 1.00 1.24 2.51 2.82
PR fE 1.00 1.22 2.47 2.79
RSD(%) 0.00 1.30 3.00 4.40
FEIR( C) 25 1.00 1.20 2.34 2.60
30 1.00 1.20 2.37 2.63
35 1.00 1.19 2.34 2.64
- fE 1.00 1.20 2.35 2.62
RSD(%) 0.00 1.40 1.10 0.70
Tt (ml/min) 0.8 1.00 1.20 237 2.63
1.0 1.00 1.20 2.53 2.85
12 1.00 1.19 2.66 3.08
RN 1.00 1.20 2.52 2.85
RSD(%) 0.00 0.40 4.70 6.40
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