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Chromatographic conditions for Orbitrap and LC-tandem MS studies
Separations were performed using a Luna C18(2) column (2 mm i.d., length 150 mm, particle size 3 µm) and a SecurityGuard (both Phenomenex, Torrance, CA, USA) at 30 ± 2 °C. The flow rate was 0.2 mL/min. The HPLC gradient was established by mixing two mobile phases. Phase A: MilliQ water and phase B: methanol. Chromatographic separation was achieved with the following gradient: 0–1 min: 0% B; 1–19 min: 0100% B; 19–29 min: 100% B; 29–29.1 min: 1000% B; 29.1–35 min: 0% B. 10 µL of each sample was injected.

Confirmation via LC-tandem MS
The tandem MS was operated in positive ion mode using nitrogen as collision gas and multiple reaction monitoring (MRM) for quantification. Parameters adjusted were collision gas (CAD), 6 mTorr; curtain gas (CUR), 20 psi; ion source gas 1 (GS1), 30 psi and ion source gas 2 (GS2), 40 psi; source temperature (TEM), 500 °C; entrance potential (EP), 10 V. The ionspray voltage (IS) was adjusted to 5.5 kV and the interface heater (ihe) set on. Two MRM transitions for each substance were monitored for identification and quantification of the analytes. Parameters such as declustering potential, collision energy, and cell exit potential were optimized in the auto-tuning routine of the Analyst 1.4.2 software.
Table S5 gives an overview of all MS parameters. For chromatographic conditions see above.
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