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S1.2. (A) LE and HE spectra of Metabolite 2 (right) and XICs with a £20 mDa mass
window (left); (B) proposed fragmentation pathway for Metabolite 2
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S1.3. (A) LE and HE spectra of Metabolite 3 (right) and XICs with a £20 mDa mass
window (left); (B) proposed fragmentation pathway for Metabolite 3
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S1.4. (A) MS/MS spectra acquired at 10, 20 and 40 eV for Metabolite 4 (right) and XIC

of the [M+H]" in the LE function with a £20 mDa mass window; (B) proposed
fragmentation pathway for Metabolite 4
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S1.5. MS/MS spectra collected at 10, 20, 30 and 40 eV for Metabolite 1.
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S1.6. MS/MS spectra collected at 10, 20, 30 and 40 eV for Metabolite 2.
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38 S1.7. MS/MS spectra collected at 10, 20, 30 and 40 eV for Metabolite 3.



10 eV

43920535 9t
£
& 50000+
&
2
z
c
= 28117609 37904000 421.19916 438.71426|440.20834
0 86.09539 11406858 14608593 167.08588 10406687 213.12378230.02606 25112668 27011742 J 300.34903 34205292 36609396 ; v \ i
T T T T T T T T T T T T T T T T T T T
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
20 eV
86.09610 134ed
]
£ 10000
o
=
& 439.20562
=
o
E : 217.98425 : 31411059 . 378.99401 . 3943523
= . BO7B00 | BBAILZ 41406055 12028920 162.10809 190.08209 \ 23115198 26318007 201052 301 o7135 ; aaro701 3P0 ao7161a P2
T T T T T T T T T T T T T T T T T T T
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
30 eV
86.00617 945e3
£
=
S
£ 50001
&
Fi 190.08722
= : 88.18169 : ; .
" 8202958 7 11607579 770" 15508634 18112564 2203583 53114018 263.17707 30002231 32331138 L0 0> 36611357 411.08386 439.23414
T T T T T T T T T T T T T T T T T T T
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
40 eV
86.09550 3683
T 5000
E
=
Q
<)
2 2500
z 190.08511
80.04592 14806734 15, 19406144 25594648 39017340 425.16917
s o " |94.02052 12003009 | 13805905 17506345 | ’ 22099705 24427381 291.98686 320.33456 37715525 \ 440.07086
T T T T T T T T T T T T T T T T T T T
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
39 Observed mass [m/z]
40 S1.8. MS/MS spectra collected at 10, 20, 30 and 40 eV for Metabolite 4.
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