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A rapid targeting method of natural products based on PubChem database
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Abstract: To provide a new targeting method of natural products based on PubChem database with anisodamine as an example. Totally
35 potential targets, which give the explanation for the pharmacological activities of anisodamine, are found. Moreover, some new
guided information is indicated. The targeting method is rapid, convenient, and free, and could provide a relatively accurate result
without the support of high-performance computing. This method is easy to conduct for the researchers in chemistry of Chinese

materia medica (CMM) and phytochemistry to predict the pharmacological activities of natural products and their acted targets,

therefore it is a very promising method in CMM research.
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O LMP-1 [Human herpesvirus 4] 4 1
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Fig. 3 BioActivity Analysis—targets analysis
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Table 1 Targeting results based on PubChem for anisodamine
LN GR7NN e
short transient receptor potential channel 6 INER, 12
muscarinic acetylcholine receptor M1 K 11
regulator of G-protein signaling 4 isoform 2 N 5
multidrug resistance protein 1 A 4
muscarinic acetylcholine receptor M4 KR 3
LANA NIEZHieE 8 1Y 3
prostaglandin E2 receptor EP2 subtype A 3
histone-lysine N-methyltransferase EHMT2 isoform b A 2
histone acetyltransferase KAT2A A 2
probable DNA dC->dU-editing enzyme APOBEC-3A N 2
14-3-3 protein zeta/delta A 1
4'-phosphopantetheinyl transferase N/A 1
5-hydroxytryptamine receptor SA A 1
apoptotic protease-activating factor 1 isoform c A 1
cardiac alpha tropomyosin ¥ 1
chromobox protein homolog 1 A 1
D (1A) dopamine receptor A 1
DNA dC->dU-editing enzyme APOBEC-3G A 1
human 2-oxoglutarate oxygenase Loc390245 A 1
LMP-1 NEZ I 4 B 1
M18 aspartyl aminopeptidase JEJE B Plasmodium falciparum 3D7 1
muscarinic acetylcholine receptor M1 A 1
muscarinic acetylcholine receptor M2 A 1
muscarinic acetylcholine receptor M3 A 1
muscarinic acetylcholine receptor M4 N 1
muscarinic acetylcholine receptor M5 A 1
muscarinic receptor 3 N/A 1
phospholipase A2 VRV-PL-VIIla N/A 1
polyadenylate-binding protein 1 4 1
potassium voltage-gated channel subfamily KQT member 1 A 1
salicylate synthase Mbtl LERZ AT Mycobacterium tuberculosis 1
CDC1551
thioredoxin glutathione reductase =R 1
troponin C, slow skeletal, and cardiac muscles A 1
troponin I, cardiac muscle A 1
troponin T, cardiac muscle isoform 3 A 1

AR A AN e PE R AT A SRS BT BREREE RURRE LB R A A A AT DA
R I M LIRS AT 5 MU ORI L 2R, BIPIIRER AR SRR (R AR AT
BT RERE AR, XL HATPT ER AR S RRESE . Sl R R, AT R A SR
LB O Lo (1 Y e AR AUUES B A AL IL DRIREE A OR IR A 2 L B B A (R 1 B bR . 3K
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Table 2 Comparison on targeting results and reported activities of anisodamine
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