Supplemental Table S3 — The AbsolutelDQ® p180 kit by Biocrates AG Life Sciences with all of the analytes
and their standard nomenclature.

Amino acids (21)

Ala Alanine Lys Lysine

Arg Arginine Met Methionine
Asn Asparagine Qrn Ornithine
Asp Aspartate Phe Phenylalanine

Cit Citrulline Pro Proline

Glu Glutamate Ser serine

Gin Glutamine Thr Threonine
Gy Glycine Trp Tryptophan
His Histidine Tyr Tyrosine

le soleucinge Val Valine

Leu Leucine

Ac-0rn dcetylornithine Met-50 Methionine sulfoxide

alpha-Afh alpha-Aminoadipic acid ditro-Tyr Mitrotyrosine
ADBAA Asymmetric dimethylarginine PEA Phenylethylamine
Carnosinge Carnosine Putrescine Futrescine
Creatinine Creatinine Sarcosine Sarcosine

™

DOPA Dihydroxyphenylalanine Serotonin Serotonin
Dopamine Dopamine Spermidine Spermidine

Histamine Histamine Spermine Spermine
cd-0OH-Fro cis-4-Hydroxyproline SOM A Symmetric dimethylarginine
td-OH-Pro frans-4-Hydroxyproline Taurine Taurine

Kynurenine Kynurenine



Acylcarnitines (40)

C4-OH
(C3-DC)
C4:1
Ch

Cg

C10
C10:1
C10:2
ci2
Ci12-DC
C12:1
C14:1
C14:1-OH

C14:2

Carnitine

Acetylcarnitine
Propionylcarnitine

Hydroxypropionylcarnitine
Fropenoylcarnitine
Butyrylcarnitine

Hydroxybutyrylcarnitine
(Malonylcarniting)
Butenylcarnitine
Valerylcarnitine
Nonaylcarnitine
Decanoylcarnitine
Decenoylcarnitine
Decadienylcarnitine
Dodecanoylcarnitine
Dodecanedioylcarnitine
Dodecenoylcarnitine
Tetradecanoylcarnitine
Tetradecenoylcarnitine
Hydroxytetradecenoylcarnitine
Tetradecadienylcarnitine

C5-DC
(CB-0OH}
C5-M-DC
C5-0H
(C3-DC-M)
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C5:1-DC
CE
(C4:1-DC)
C6:1

C8
Cl4:2-0H

Ci6
C16-OH

Cile:1
C16:1-0H
Ci16:2
C16:2-0H
Ci8
C18:1
C18:1-0H
Cl18:2

Glutarylcarnitine
{(Hydroxyhexanoylcarnitine)

Methylglutarylcarnitine
Hydroxyvalerylcarnitine
{Methylmalonylcarnitine)
Tiglylcarnitine
Glutaconylcarnitine
Hexanoylcarnitine
(Fumarylcarnitine)
Hexenoylcarnitine

Pimeloylcarnitine
Octanoylcarnitine
Hydroxytetradecadienylcarnitine
Hexadecanoylcarnitine
Hydroxyhexadecanoylcarnitine
Hexadecenoylcarnitine
Hydroxyhexadecenoylcarnitine
Hexadecadienylcarnitine
Hydroxyhexadecadienylcarnitine
QOctadecanoylcarnitine
Octadecenoylcarnitine
Hydroxyoctadecenoylcarnitine
Octadecadienylcarnitine



lysoPC a C14:0
soPC a C16:0
lysoPC a C16:1

soPC a C17:0
lyscPC a C18:0
yvsoPC a C18:1
lysoPC a C18:2
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lysoPC a C20:4

soFC a C24:0
lysoPC a CEET
wsoPC a C26:
lysoPC a C28:0
vsoPC a C28:1
FC aa C24:0
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FC aa C26:0

FC aa C28:1

o~ C-0

FC aa C30:0
PC aa C30:2°

BC aa C32:0
FC aa C32:1

il d8 a6 8

FC aa C32:3

SM{OH) C14:1
SMC16:1
SM (OH) C16:1

H1

PC aa C34:1

PC
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PC aa C34:3
PC aa C34:4

PC aa C36:0
PC aa C36:

PC aa C36:

O - ool
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PC aa C36:4
PC aa C36:5
PC aa C36:6
PC aa C38:0
PC aa C38:1°

e

1
. ad a....-..-..-t-
PC aa C38:4

O™ == 300
PC aa C38:5

PC aa C38:6
PC aa C40:1
2

Di™ 5=

PC aa C40:
PC aa C40:3
PC aa C40:4
PC aa C40:5

PC aa C40:6

SM C18:0

~q0
Sp C18:1

SM C20:2

SM (OH) C22:1

Hexoses (including glucose)
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PC ae C32

PC ae C32:2
PC ae C34:(
PC ae C34:1
PC ae C34:2
PC ae C34:3
PC ae C36:0
PC ae C36:1
PC ae C36:2
PC ae C36:3
PC ae C36:4
PC ae C36:5
PC ae C38:0
PC ae C38:1

Sphingomyelins (15)

SM (OH) C22:2
SMC22:3
SM C24:0

M C240

Monosaccharides (1)

1=

=) =

IR ]

(1] 1]

M rh fb b
ol KN

W Lo L

oo

=
k)
1]

]

O

Ju

{ ]

[ %]

1= 1= L)

L)

=
OO
1]

m
0
B
o=
.

=
i)
(1]
o
el &
Ju
{ ]
o

1=

=
wiks)
1]
(1]

el &
Ju
[

1=

L)

=
o
(1]
m
0
Fa
P
La

=
i)
(1]
o

el &
Fu
[
A F

1=

L
OO
1]
m
[
a
.

1=

=
o O
o
m M
)
i
=

SM(OH) C24:1

SM C26:0

SM C26:1
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