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Quality grade discrimination of Jiangxiang Xijiu by non-targeted
metabolomics method
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ABSTRACT: Objective To establish a non-targeted metabolomics method for identifying the quality grade of
Jiangxiang Xijiu. Methods The different quality grades of Jiangxiang Xijiu were analyzed by ultra performance
liquid chromatography-high resolution mass spectrometry (UPLC-HRMS) combined with non-targeted metabolomics
technology, and different grades of liquor samples were screened, the quality grade of Jiangxiang Xijiu was
distinguished by principal component analysis (PCA) model. The detection data was processed by Compound
Discoverer 3.2 metabolomics analysis software and the characteristic compound information in the liquor samples
was analyzed. Results The cumulative contribution rate of PC1 and PC2 in principal component analysis reached
67.5%, which could fully reflect the characteristics of samples. The results showed that the clustering heat map and
principal component analysis could clearly distinguish the different grades of samples, and the classification results
of 4 different grades of wine samples were consistent with the actual wine sample information. Conclusion
Non-targeted metabolomics technology can be used to distinguish different quality grades of Jiangxiang Xijiu, which

can also reflect the differences of different quality grades of liquor and the corresponding characteristic compound
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FREE, 0.1%F R, V-V, TH), B M AR 5 mmol/L
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TEB RS, W IR 3.5 kV; #5540 psi; 4HHS 10 arb;
BT IRMAGILEE 380 °C; B LA 350 °C; Fflik=X
Full Mass/dd-MS2 (Discovery), 47z 50~750 m/z.
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Total ion chromatograms of different grades of liquor samples
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Table 1 Information of differential compounds in different grades of liquor samples
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i CsH; NO, 117.07917 1.294 94.9
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D-Ifi & R CsHoNO, 115.06361 1.341 96.2
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Fig.5 Peak area box diagrams of differential compounds in different grades of liquor samples
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