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Bioinformatics Prediction of Active Components in Xiao-Qing-Long

Decoction against Symptoms of Cough and Dyspnea

Li Siyang, Zhu Zhixian, Dong Jie
(The Affiliated Hospital of Nanjing University of Chinese Medicine, Nanjing 210001, China)

Abstract: This study was aimed to identify active components from traditional Chinese medicine (TCM) formula Xiao—

Qing— Long (XQL) decoction against cough and dyspnea through a pathway pattern—based method. All compounds

contained in candidate herbs and associated genes of XQL decoction were collected from TCM Database and CTD

database. And then, the pathway pattern of cough and dyspnea was revealed using the DAVID Functional Annotation

Bioinformatics Microarray Analysis and KEGG database. The extracted pathway pattern was used to calculate gene

scores, which was employed to reflect the importance of genes to the disease. The effectiveness of compounds was
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calculated through matching associated genes of compounds to the disease associated gene target list. The results showed
that based on analysis mentioned above, the top three ranked genes closely related to the disease were MAPK1, MAPK3
and RELA. The compounds with top three efficacy indices were paeonol, glycyrol and geraniin. It was concluded that the
pathway pattern—based method can better predict active components from XQL decoction, which may be effective as a
small molecule drug against the symptom of cough and dyspnea. The data mining method would be beneficial for
standardization and modernization of TCM.

Keywords: Xiao—(Qing—Long decoction, data mining, gene scores, efficacy indices
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