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Identification of Emodin Metabolites in vivo by HPLC-HRMS and MMDF Technique
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[ Abstract]  Objective: To discover and identify the metabolites of emodin in rat plasma by using high performance
liquid chromatography-high resolution mass spectrometer ( HPLC-HRMS) and multiple mass defect filter (MMDF) technology.
Methods: HRMS datasets of compounds in the plasma samples were automatically collected by using HPLC-HRMS
technology. High resolution-extracted ion chromatography (HREIC) was adopted to extract the possible predictable metabolites
of emodin. According to the results of the predictable metabolites, MMDF technology was then used to conduct narrow-range
filtering ( mass number range: +100; mass defect filtering range: +0.025) by taking the four predictable metabolites with
high exposure in vivo (M9, MI11, MI5 and M18) and emodin as template compounds, and unpredictable metabolites were
analyzed. Results: 18 metabolites were recognized and identified quickly, and 3 of them (M4, M13 and M16) were first
found. Compared to traditional MDF technology, this method can cut down false positive results more significantly.
Conclusion; In this study, a simple, reliable and efficient method for identifying in vivo metabolites of emodin was
developed, and it was confirmed that the major metabolic pathways of emodin are glucuronic acid conjugation and sulfation,
thus providing a basis for future studies on emodin. In addition, this method has a great potential in the analysis of in vivo
metabolites of traditional Chinese medicines.
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