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ABSTRCT
Metabonomics is a very useful to find new biomarkers. For the high sensitivity and resolution, chromatography-MS-based platforms are preferred to analyze the bio-fluid samples: serum, and urine in metabonomics. 

The raw data obtained from GC/MS or HPLC/MS always comprise the three-dimensional information of the metabolites: retention times, mass-charge-ratio (m/z), and peak intensities. In order to get more useful information for finding potential biomarkers, chemometrics and other multivariate data analysis methods are necessary. The biomarker discovery and unknown identification are typical scientific problems to be covered. 

In our study, a comprehensive metabonomics analytical method is developed including capillary GC/MS, GCxGC-TOF MS, various HPLC and Superbaric HPLC-MSn. A systemic strategy for the identification of potential biomarkers has also developed including finding the quasi-molecular ions, determining accuracy molecular weight, making use of the information of the fragmentation patterns, searching the database on internet, such as the Pub Compound and KEGG., and standard samples confirmation. For ‘difficult to identify biomarker’, micro-preparation of fraction, derivatived GC-MS and information-dependent data acquiring technique in MSn have to be applied, in the meantime, gas chromatographic retention index is made use to distinguish the metabolite isomers.
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