
−1

−0.8

−0.6

−0.4

−0.2

0

0.2

0.4

0.6

0.8

1

Ty
ro

si
ne

U
A

 7
.3

2 
(m

ix
)

N
−

ac
et

yl
se

ro
to

ni
n

C
re

at
in

in
e+

cr
ea

tin
e

G
ua

ni
di

no
ac

et
at

e
U

A
 3

.9
3(

s)
U

A
 0

.9
3(

s)
P

F
C

ar
ni

tin
e

U
A

 2
.9

3(
s)

U
A

 3
.9

5(
s)

C
ho

lin
e

3−
hy

dr
ox

yi
so

bu
ty

ra
te

4−
de

ox
ye

ry
th

ro
ni

c 
ac

id
Ly

si
ne

A
ce

ta
te

Tr
im

et
hy

la
m

in
e

G
ly

ci
ne

G
lu

ta
m

in
e

La
ct

at
e

A
la

ni
ne

P
ro

lin
e 

be
ta

in
e

U
A

 1
.6

7(
s)

U
A

 1
.1

5(
m

ix
)

U
A

 1
.2

9(
s)

U
A

 2
.7

8(
s)

U
A

 2
.8

3(
s)

2−
hy

dr
ox

yi
so

bu
ty

ra
te

U
A

(p
yr

od
ox

in
e)

S
uc

ci
na

te
C

itr
at

e
A

ce
to

ne
P

yr
og

lu
ta

m
at

e 
(5

−
ox

op
ro

lin
e)

U
A

 0
.7

5(
d)

O
es

tr
og

en
 m

et
ab

ol
ite

Le
uc

in
e

Is
ol

eu
ci

ne
V

al
in

e
3−

hy
dr

ox
yb

ut
yr

at
e+

3−
am

in
oi

so
bu

ty
ra

te
3−

hy
dr

ox
yi

so
va

le
ra

te
4−

de
ox

yt
hr

eo
ni

c 
ac

id
U

A
 1

.2
5 

(d
)

F
or

m
at

e
P

ro
ge

st
er

on
e 

m
et

ab
ol

ite
P

re
gn

an
ed

io
l−

3−
G

N
−

ac
et

yl
 n

eu
ra

m
in

ic
 a

ci
d

S
cy

llo
−

in
os

ito
l

U
A

 1
.9

9(
t)

N
−

ac
et

yl
 g

ly
co

pr
ot

ei
n 

fr
ag

m
en

ts
3−

In
do

xy
ls

ul
fa

te
p−

cr
es

ol
 s

ul
fa

te
P

he
ny

la
ce

ty
lg

lu
ta

m
in

e
D

im
et

hy
la

m
in

e
T

M
A

O
2P

y
1−

M
et

hy
l−

ni
co

tin
am

id
e

F
um

ar
at

e
U

A
 6

.4
8(

d)
F

ur
oy

lg
ly

ci
ne

U
A

 6
.5

9(
s)

3−
am

in
oi

so
bu

ty
ra

te
4−

hy
dr

ox
yp

he
ny

la
ce

ta
te

H
ip

pu
ra

te
U

A
 8

.7
9(

d)
N

−
M

et
hy

ln
ic

ot
in

ic
 a

ci
d

Tyrosine
UA 7.32 (mix)

N−acetylserotonin
Creatinine+creatine

Guanidinoacetate
UA 3.93(s)

UA 0.93(s)PF
Carnitine

UA 2.93(s)
UA 3.95(s)

Choline
3−hydroxyisobutyrate

4−deoxyerythronic acid
Lysine

Acetate
Trimethylamine

Glycine
Glutamine

Lactate
Alanine

Proline betaine
UA 1.67(s)

UA 1.15(mix)
UA 1.29(s)
UA 2.78(s)
UA 2.83(s)

2−hydroxyisobutyrate
UA(pyrodoxine)

Succinate
Citrate

Acetone
Pyroglutamate (5−oxoproline)

UA 0.75(d)
Oestrogen metabolite

Leucine
Isoleucine

Valine
3−hydroxybutyrate+3−aminoisobutyrate

3−hydroxyisovalerate
4−deoxythreonic acid

UA 1.25 (d)
Formate

Progesterone metabolite
Pregnanediol−3−G

N−acetyl neuraminic acid
Scyllo−inositol

UA 1.99(t)
N−acetyl glycoprotein fragments

3−Indoxylsulfate
p−cresol sulfate

Phenylacetylglutamine
Dimethylamine

TMAO
2Py

1−Methyl−nicotinamide
Fumarate

UA 6.48(d)
Furoylglycine

UA 6.59(s)
3−aminoisobutyrate

4−hydroxyphenylacetate
Hippurate

UA 8.79(d)
N−Methylnicotinic acid
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