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SI-1 Additional experimental details
Exact mass spectrometric parameters used for the detection of transformation products (TP) after metabolism simulation by electrochemistry coupled to high-resolution tandem mass spectrometry (EC-HRMS/MS) are listed in Table SI-1.1. Parameters used for data-dependent acquisition (DDA) of fragment spectra alongside the mass spectrometric detection are further listed in Table SI-1.2.
[bookmark: _Ref202273732]Table SI-1.1: Mass spectrometric parameters used for the detection of TPs after metabolism simulation by EC-HRMS/MS.
	Parameter
	Description

	Ionization mode
	Positive ion electrospray

	Spectra Rate
	4 Hz

	Source
	

		End Plate Offset
	500 V

		Capillary
	3500 V

		Nebulizer
	0.3 bar

		Dry Gas
	4 l min-1

		Dry Temp
	200 °C

	Tune
	

		Deflection 1 Delta
	70 V

		Funnel 1 RF
	250 Vpp

		isCID energy
	0 eV

		Funnel 2 RF
	500 Vpp

		Multipole RF
	450 Vpp

		Collision Energy
	5 eV

		Collision RF
	550 Vpp

		Ion Energy
	5 eV

		Low Mass
	50 m/z

		Transfer Time
	50 µs

		Pre Puls Storage
	13 µs




[bookmark: _Ref202274108]Table SI-1.2: Exact parameters used for DDA of fragment spectra of TPs generated by metabolism simulation utilizing EC-HRMS/MS.
	Parameter
	Description

	MS/MS Spectra
	

		Rate Control
	Same as MS spectrum

		Multi CE
	50% & 100%

	MS Filter
	

		Normalized Threshold
	31 counts/1000 scans

	Precursor Ion Selection
	

		Selection by
	Fixed number

		Number of Precursors
	3

	Active Exclusion
	

		Exclude after
	5 spectra

		Release after
	1 min

	Isolation & Fragmentation
	

		Isolation Width
	1 m/z

		CE
	30 eV

		Fallback Charge State
	1 z



