[bookmark: _GoBack][bookmark: _Toc428971875]Table S3. Parameters used for series extraction, R nontarget package, function homol.search(). See package manual for parameter descriptions.
	Parameter
	Article symbol
	Value

	elements
	-
	FALSE

	use_C
	-
	TRUE

	minmz
	Δm/zmin
	3

	maxmz
	Δm/zmax
	80

	minrt
	ΔRTmin 
	-2 [minutes]

	maxrt
	ΔRTmax
	2 [minutes]

	ppm
	related to ε
	TRUE

	mztol
	ε
	3

	rttol1
	ΔΔRT
	0.2

	minlength
	nmin
	5

	mzfilter
	-
	FALSE

	spar2
	related to λ
	0.45

	R2
	R2
	0.98


1 Not to be confused with the parameter in Table S-5. 
2 Check documentation of R function smooth.spline() for how this parameter is defined. 
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