[bookmark: _GoBack][bookmark: _Toc428971877]Table S5. Isotopologue grouping parameters used for the function pattern.search2(), nontarget R package. See package manual for further parameter descriptions.
	Parameter
	Value

	mztol
	3

	ppm
	TRUE

	inttol
	0.3

	rttol*
	0.1 [minutes]

	use_isotopes
	FALSE

	use_charges
	FALSE

	use_marker
	TRUE

	quick
	TRUE


* Not to be confused with the parameter in Table S-3.
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