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Prediction of Quality Markers and Fingerprint Analysis of Aquilariae Lignum Resinatum

YANG Huizhen, HE Runying, LI Ying, GE Xizhen'(College of Biochemical Engineering, Beijing Union University,
Beijing 100023, China)

ABSTRACT: OBJECTIVE To find the quality marker(Q-marker) of Aquilariae Lignum Resinatum. METHODS Preliminary
screening of potential Q-markers in Aquilariae Lignum Resinatum through network pharmacology, and establishing fingerprints of
13 batches of Aquilariae Lignum Resinatum by HPLC. Principal component analysis(PCA) was used for natural clustering of 13
batches of Aquilariae Lignum Resinatum materials. On this basis, orthogonal partial least squares discriminant analysis(OPLS-DA)
was used to screen the different components of different types of Aquilariae Lignum Resinatum materials to verify and speculate
Q-marker of Aquilariae Lignum Resinatum. RESULTS Four active ingredients in Aquilariae Lignum Resinatum were predicted as
potential Q-markers through network pharmacology. Then ten common peaks were calibrated with HPLC fingerprint. The
agarotetrol peak, 6,7-dimethoxy-2-(2-phenylethyl)chromone peak and 2-(2-phenethyl)chromone peak were confirmed. The analysis
results of PCA and OPLS-DA showed that the differential component of different batches of Aquilariae Lignum Resinatum was
agarotetrol. Meanwhile, combined with the results of network pharmacological analysis, it was confirmed that agarotetrol was also
the main active component of Aquilariae Lignum Resinatum to exert its efficacy and could be used as a potential Q-marker of
Aquilariae Lignum Resinatum. CONCLUSION  Agarotetrol can be used as a potential Q-marker of Aquilariae Lignum Resinatum.
KEYWORDS: Aquilariae Lignum Resinatum; fingerprint; network pharmacology; quality marker
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Y1015-200311-01 Htita, K& W AL E TS
Y1015-190613-02 i, K& W AR ES T

Y1015-190613-03 #E#th, <& bats)
Y1015-190521-04 +# 0, 57 jia3s)

LM P AT
LREM P LT
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Y1015-190521-06 E#in, [imFEx  Wm  WALLET LMY
Y1015-190521-07 JKH, SEF & WdtZEP M TS

Y1015-190521-08 K, S HokvEE Wb FE iy
Y1015-200920-09 #E#m, A HRVGE W& T2
Y1015-200920-10 L #tn, <& FE &M PTG
Y1015-200920-11 +#, <& W RSN T

Y1015-190521-12 KA, SME M Wb ZE P
Y1015-190521-13 e, Sibd  4ifa  WHtZES M1

HA R R vE, o k49 F B (oral
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BRAT PR UTA TR PERLS1, JERE ) 11 VTR
HAeaY, Ak sai K 1. MM TCMSP K&
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FERE A, 193 395 LA, R B A
UniProt #1512 1 8LAOM AU RE P 44 B L
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R TS TR A .
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DAVID 6.8 B xT 252 A>T ot e R ik 4 7 3
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B34 H, il functional Annotation Chart, 1%
i Benjaminin<0.01 #Ef77fi 1k, A 235 4 H,
HKHE P<0.05. & EAFHE (false discovery rate,
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Fig. 1 Active ingredients of Aquilariae Lignum Resinatum
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Fig.2 Protein-protein interaction network
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Nodes of different sizes and colors in the figure represent the degree value of the target protein, the larger the node and the darker the color, the greater the
degree value of the target protein in the network system; the connection between the nodes represents the binding score, the thicker the line, represents the
closer the potential interaction relationship between the target protein.
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Fig.3 GO enrichment analysis(the first 20 items) and KEGG enrichment analysis
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Fig. 5 Superposition of HPLC fingerprints of domestic, imported Aquilariae Lignum Resinatum and control medicinal material
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Fig. 6 Common mode of HPLC fingerprint of domestic and imported Aquilariae Lignum Resinatum
l-agarotetrol; 6—6, 7-dimethoxy-2-(2-phenylethyl)chromone; 8—2-(2-phenethyl)chromone.

®2 I3MAEFHM HPLC XA EAMNE
Tab. 2 Similarity of HPLC fingerprints of 13 batches of
Aquilariae Lignum Resinatum

fit= HAABLEE fit= HAABLE
B26142 1.000 Y1015-190521-07 0.692
Y1015-200311-01 0.987 Y1015-190521-08 0.822
Y1015-190613-02 0.917 Y1015-200920-09 0.807
Y1015-190613-03 0.922 Y1015-200920-10 0.863
4Y1015-190521-04 0.975 Y1015-200920-11 0.916
Y1015-190521-05 0.986 Y1015-190521-12 0.837
Y1015-190521-06 0.880 Y1015-190521-13 0.820

Q2(cum)=0.414, FIATM LR R4f. FAER 3D
PCA #5rKl, Xﬁ'%#nnlmﬁ,m%‘é% i N 8 M
13 *:Iéuu%cj‘] kK, MmN AN, HARSHEME
R —3, B BY, SRILE T,
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