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Table S1 The stability and reproducibility of method from 5 ions of the quality control samples. “VIP” showed the variable importance in the projection. “RSD (%)” means relative standard deviation.

	Peaks No.
	Metabolites
	VIP
	Retention time (min)
	RSD (%)

	1
	2-Hexyl-1-octanol
	1.30754
	9.2916
	0.096201

	2
	D-Galactose
	1.02766
	17.1253
	0.011889

	3
	Glutamine
	1.13108
	20.7534
	0.04241

	4
	L-Tyrosine
	1.27196
	28.3305
	0.011148

	5
	Tetracosahexaene
	1.75389
	40.5583
	0.030353





Fig. S1 ROC curves of the candidate biomarkers in validation batch.
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Fig. S2 The abundance of 9,12-octadecadienoic acid, inosine, L-proline and octadecanoic acid in validation batch. “*” showed a significance in Mann–Whitney U test with a p＜0.05.
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