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[bookmark: OLE_LINK3][bookmark: OLE_LINK4]The first data comes from a previous article on the study of goat milk fat. We tested the workflow system with raw mass spectrometry data of goat milk fat from a previous study. (https://dx.doi.org/10.1021/acs.jafc.0c02234). The second data (mzML) were downloaded from the MetaboLights (MTBLS549). For a number of reasons, we chose a total of 23 data in positive and negative ion mode to test the metabolomic workflows system. Additional details can be found at (http://www.ebi.ac.uk/metabolights).





Table S1. Triacylglycerols compound identified from workflow A and workflow C.
	Workflow A
	
	
	
	
	

	Identifier
	Formula
	Description
	m/z
	rt (min)
	Adduction

	[LMGL03013748]
	C51H92O6
	TG (13:0_15:0_20:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013843]
	C51H92O6
	TG (13:0_17:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013842]
	C51H92O6
	TG (13:0_17:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013774]
	C51H92O6
	TG (13:0_15:1_20:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013864]
	C51H92O6
	TG (13:0_17:1_18:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013885]
	C51H92O6
	TG (13:0_17:2_18:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014229]
	C51H92O6
	TG (14:0_16:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014228]
	C51H92O6
	TG (14:0_16:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014154]
	C51H92O6
	TG (14:0_14:1_20:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014252]
	C51H92O6
	TG (14:0_16:1_18:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014296]
	C51H92O6
	TG (14:0_17:1_17:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014985]
	C51H92O6
	TG (15:0_15:1_18:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03015033]
	C51H92O6
	TG (15:0_16:1_17:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013234]
	C51H92O6
	TG (12:0_14:0_22:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013444]
	C51H92O6
	TG (12:0_18:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013443]
	C51H92O6
	TG (12:0_18:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013336]
	C51H92O6
	TG (12:0_16:0_20:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013262]
	C51H92O6
	TG (12:0_14:1_22:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013462]
	C51H92O6
	TG (12:0_18:1_18:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013360]
	C51H92O6
	TG (12:0_16:1_20:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03013426]
	C51H92O6
	TG (12:0_17:2_19:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012718]
	C51H92O6
	TG (13:0_13:0_22:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012772]
	C51H92O6
	TG (14:0_14:0_20:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012881]
	C51H92O6
	TG (15:0_15:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012880]
	C51H92O6
	TG (15:0_15:0_18:3)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012829]
	C51H92O6
	TG (14:1_14:1_20:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012933]
	C51H92O6
	TG (15:1_15:1_18:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03010020]
	C51H92O6
	TG (16:1/16:1/16:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014633]
	C51H92O6
	TG (14:1_16:0_18:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014679]
	C51H92O6
	TG (14:1_17:0_17:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03012847]
	C51H92O6
	TG (14:1_17:1_17:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014612]
	C51H92O6
	TG (14:1_15:1_19:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03014657]
	C51H92O6
	TG (14:1_16:1_18:1)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03015359]
	C51H92O6
	TG (15:1_16:0_17:2)
	818.7305 
	13.69 
	M+NH4;1+

	[LMGL03015383]
	C51H92O6
	TG (15:1_16:1_17:1)
	818.7305 
	13.69 
	M+NH4;1+

	Workflow C
	
	
	
	
	

	
[UT000511]
	
C51H92O6
	Triacylglycerol 14:0-16:1-18:2
	
818.7304
	
13.81
	
[M+NH4]+







