Table S1 Results of performed quality control for the 186 metabolites

X Coefficient of 2 Number of
Metabolite Proportion > LOD

. ac 1 . e 3
variation missing values

Acylcarnitines

co 7% 100% 0
C10 7% 93% 0
C10:1 9% 70% 0
C10:2 7% 48% 0
C12 6% 97% 0
C12-DC 5% 0% 0
Cl12:1 12% 19% 0
Ci4 10% 90% 0
Cl4:1 12% 100% 0
C14:1-OH 15% 50% 0
C14:2 15% 96% 0
C14:2-OH 16% 21% 0
Cl6 10% 100% 0
C16-OH 32% 6% 0
Cl6:1 29% 15% 0
C16:1-OH 27% 5% 0
C16:2 18% 55% 0
C16:2-OH 18% 0% 0
C18 11% 97% 0
c18:1 9% 100% 0
C18:1-OH 42% 3% 0
C18:2 11% 100% 0
Cc2 7% 100% 0
c3 7% 100% 0
C4-0OH (C3-DC) 13% 6% 0
C3-OH 83% 40% 0
Cc3:1 24% 0% 0
ca 6% 100% 0
ca:1 12% 3% 0
c5 22% 100% 0
C5-DC (C6-OH) 56% 3% 0
C5-M-DC 19% 1% 0
C5-OH (C3-DC-M) 13% 0% 0
C5:1 11% 66% 0
C5:1-DC 16% 20% 0
C6 (C4:1-DC) 13% 42% 0
c6:1 20% 0% 0
C7-DC 14% 70% 0
c8 6% 81% 0
c9 29% 44% 0
Amino Acids
Ala 13% 100% 0
Arg 9% 100% 0
Asn 15% 100% 0
Asp 20% 100% 0
Cit 15% 100% 0
GIn 9% 100% 0
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PC aa C40:6
PC aa C42:0
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PC ae C42:0 8% 78% 0
PC ae C42:1 12% 100% 0
PC ae C42:2 9% 100% 0
PC ae C42:3 8% 100% 0
PCae C42:4 7% 97% 0
PC ae C42:5 5% 87% 0
PC ae C44:3 13% 100% 0
PCae C44:4 11% 100% 0
PC ae C44:5 7% 100% 0
PC ae C44:6 6% 100% 0
Lyso-Phosphatidylcholines
lysoPC a C14:0 6% 70% 0
lysoPC a C16:0 7% 100% 0
lysoPC a C16:1 8% 100% 0
lysoPC a C17:0 8% 100% 0
lysoPC a C18:0 6% 100% 0
lysoPC a C18:1 7% 100% 0
lysoPC a C18:2 7% 100% 0
lysoPC a C20:3 8% 100% 0
lysoPC a C20:4 7% 100% 0
lysoPC a C24:0 24% 0% 0
lysoPC a C26:0 36% 4% 0
lysoPC a C26:1 7% 0% 0
lysoPC a C28:0 23% 47% 0
lysoPC a C28:1 25% 99% 0
Sphingomyelins
SM (OH) C14:1 10% 100% 0
SM (OH) c16:1 9% 100% 0
SM (OH) C22:1 9% 100% 0
SM (OH) C22:2 9% 100% 0
SM (OH) C24:1 10% 100% 0
SM C16:0 9% 100% 0
SM C16:1 8% 100% 0
SM C18:0 8% 100% 0
SM C18:1 8% 100% 0
SM C20:2 10% 100% 0
sMm c22:3* - 0% 0
SM C24:0 9% 100% 0
SM C24:1 10% 100% 0
SM C26:0 19% 100% 0
SM C26:1 15% 100% 0

A red value indicates that the metabolite didn't met the quality control criteria (CV or LOD). Metabolites
with blue background were excluded from the present study.

! average coefficient of variation (CV) across the 15 QC samples
2 proportion of metabolites above the detection threshold (‘Limits of Detection’, LOD)
? total number of samples where serum concentration could not be determined

“ serum concentration could not be determined for any of the 15 QC samples



