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Abstract:
A novel approach known as “database based dynamic target metabolomics”, from untargeted recognition and identification to targeted quantification for metabolites in bio-fluid samples on the basis of metabolomic database were developed. The RP-UHPLC/MS and HILIC-UHPLC/MS system were performed for untargeted lipid and polar metabolite profiling, respectively. Metabolite peak features in RP and HILIC systems were assigned by molecular feature extract to remove interference from other fragment ions. HRMS/MS data of assigned metabolites were processed by the Lipid Maps database to identify the lipid compounds and the METLIN QTOF MS/MS database and PCDL database for the polar metabolites in different biological samples. The identified metabolites both lipid and polar compounds were assigned to generate the targeted lists for quantification, and the in-home PCDL HRMSMS database of targeted metabolites for different bio-sample was established. This approach is suitable for modern metabolomic research which takes the advantages of the untargeted recognition and identification ability and the targeted accuracy quantification, with the dynamic and automatic characterization. 
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