[bookmark: _GoBack]S2 Text. Product ion spectra of identified metabolites in the Swedish cohorts (upper spectrum) and their corresponding standards (lower spectrum) on a UPLC-QTOFMS operated in ESI positive ion mode, as well as for tentatively identified metabolites based on comparisons to public database reference standards.

Panel 1: Metabolite eluting at 7.78 min represented by [2M + K]+ = 603.467 identified as oleic acid.
[image: Macintosh HD:Users:nowakchr:Desktop:Project III_Metabolomic Fingerprint:MS:V3:MS V3:NIST plots:Oleic 1.png]

Panel 2: Metabolite eluting at 0.73 min represented by a fragment ion at m/z 166.058 identified as L-tyrosine.
[image: ASHG_2015:tyr.png]

Panel 3: Metabolite eluting at 1.90 min represented by [M + H]+ = 202.048 identified as hippuric acid. [image: ASHG_2015:hipp.png]Panel 4: Metabolite eluting at 4.66 min represented by [M + Na]+ = 431.277 identified as 3a,6b,7b-trihydroxy-5b-cholanoic acid.
[image: Macintosh HD:Users:nowakchr:Desktop:Project III_Metabolomic Fingerprint:MS:V3:MS V3:NIST plots:Trihdroxy....png]


Panel 5: Mass spectrum of tentatively identified lysophosphatidylcholine 20:3 (C28H52NO7P, MW = 545.348 Da) and its fragmentation pattern using a UPLC-QTOFMS operated in ESI positive ion mode, where the protonated molecule [M + H]+ = 546.356 and the adduct and fragment ions at m/z 568.338 and m/z 184.074 are represented by the adduct [M + Na]+ as well as the loss of a phosphocholine group [C5H14NO4P]+, respectively.
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Panel 6: Mass spectrum of tentatively identified palmitoleic acid (C16H30O2, MW = 254.224 Da) and its fragmentation pattern using a UPLC-QTOFMS operated in ESI ion positive mode, where the protonated molecule [M + H]+ = 255.232 and the adduct and fragment ions at m/z 293.3179, m/z 277.202, m/z 237.222, m/z 219.211 are represented by adduct formation [M + K]+ and [M + Na]+ as well as the loss of water [M + H - H2O] and [M + H - 2H2O].
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Panel 7: Metabolite eluting at 9.66 min represented by [M + H]+ = 431.388 tentatively identified as gamma-tocopherol. 
       Gamma-Tocopherol
Elemental Composition: C28H48O2 [M+H]+ theoretical m/z: 431.388 [M+H]+ measured m/z: 431.388
Mass accuracy (mDa): 0
TOFMS ES+
[M+H]+

Panel 8: Metabolite eluting at 2.39 min represented by [M + H]+ = 585.271 tentativeley identified as bilirubin.
 
Bilirubin
Elemental Composition: C33H36N4O6 [M+H]+ theoretical m/z: 585.271 [M+H]+ measured m/z: 585.271
Mass accuracy (mDa): 0
TOFMS ES+
[M+H]+
299








Panel 9: Metabolite eluting at 5.42 min represented by [M + Na]+ = 325.235 identified as monoacylglycerol (14:0).
[image: ]

Panel 10: Metabolite eluting at 7.20 min represented by [M + Na]+ = 379.282 identified as monoacylglycerol (18:1).
[image: ]

Panel 11: Metabolite eluting at 6.62 min represented by [M + H - H2O]+ = 337.273 identified as monoacylglycerol(18:2).
[image: ]
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Palmitoleic acid
Elemental Composition: C;sHso0,
[M+H]+ theoretical m/z: 255.232
[M+H]+ measured m/z: 255.232

Mass accuracy (mDa): 0

TOFMS ES+

[M+K]*

293.179
100-

[M#Na]'

[M+H~H,0]"
[M+H - 21,01+ \ IM+H]
\ 237222 /
i |, | 352178 401768 |
o — o : ,

547.404

210 240 270 300 330 380 390 420 450 480 510 540 570

OH

5




image7.png




image8.emf
 

(twingene_small) 431.388_570.580 MS spectrum

160 200 240 280 320 360 400 440 480 520 560 600 640

0

50

100

165.092

431.388

629.404


image9.png




image10.emf
 

(twingene_small) 431.388_570.580 MS spectrum

160 200 240 280 320 360 400 440 480 520 560 600 640

0

50

100

165.092

431.388

629.404


image9.emf
 

(twingene_small) 587.278_166.360 MS spectrum

300 330 360 390 420 450 480 510 540 570 600 630

0

50

100

299.139

494.228

585.271


image10.png




image13.emf
 

(twingene_small) 587.278_166.360 MS spectrum

300 330 360 390 420 450 480 510 540 570 600 630

0

50

100

299.139

494.228

585.271


image14.png




image11.emf
 

325.235_342.836 MS spectrum monoacyl glycerol mixture; MONOMYRISTIN Head to Tail MF=54 RMF=658

210 220 230 240 250 260 270 280 290 300 310 320 330

0

100

100

211.206

211.2065

229.2167

239.023 259.2055 271.1575

285.243

285.2432

303.2525

325.235

325.2356


image12.emf
 

379.288_432.185 MS spectrum monoacyl glycerol mixture; MONOOLEIN Head to Tail MF=199 RMF=656
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377.267_397.143 MS spectrum monoacyl glycerol mixture; MONOLINOLEIN Head to Tail MF=83 RMF=523
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