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Supplementary information

Table S1. Software tools integrated in patRoon that implement most of the workflow functionality.
	
	HRMS data
	Features
	Annotation
	Processing

	
	PT
	PO
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	FG
	MSPL
	FOR
	COM
	CMT
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	nontarget
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	PT: data pre-treatment; PO: feature parameter optimization; FTS: features; FG: feature groups; MSPL: MS peak lists; FOR: formulae; COM: compounds; CMT: components; (1): using msConvert; (2) customized code base, see main text; (3) using FileConverter; (4): using FeatureFinderMetabo; (5): using MapAlignerPoseClustering (retention time alignment) and FeatureLinkerUnlabeled(QT) (grouping); (6): requires features from DataAnalysis as input; (7): conversion of screening results to grouped features.






