Metabolome plots

## [1] "X-25656"

G R
150
100
50
0 A—A—b A A A A A

>
@)
()
o
C 150
-g 100 g
c
8 50
0 A A A A A A A A
@©
150
100 =
(@]
50
0 A A b A A A A A
## [1] "sphingosine"
G R
10 ‘_&\V‘/A\tﬂ/* >
0.5 O
o 00
(@)
c 3
-‘g : ‘/J/\/ S
c O
_8 0 k\\A——A—A—A—A
@®©
-0 /\\—-/\(A 3
0.5 o
0.0
## [1] "glyphosate"
G R
2 >
1 @)
o O A—h—k A—A—A—A
O 3
g 2
)
o
cC1 o
2
A A A A A A A A
S
2 —
1 (@]
0 A A A A A A A A



##

abundance

##

abundance

OFrRrNWAOOG

##

abundance

##

[1] "glycerol 3-phosphate"
G R

Nea
o N

0.0
. M
1.0

0.5

o B N W

0.0
[1] "ethylmalonate"
G R

[1] "2-pyrrolidinone"
G R
L2 M
1.0
os ‘/\W
0.6
0.4
1.25
1.00 \‘/\‘//—KA
0.75
0.50

15
12

iy ‘\\\/—/
0.6
0.3

[1] "cyclo(phe-pro)"

o)/

oda

a1

v

oda

o1

v

oL



abundance

Hlklt

i i

##

abundance

o B N W O

##

abundance
éi, {i E%.m

LG

1.0
0.8
0.6
0.4
12
1.0

0.8
0.6

1.2
1.0
0.8
0.6
0.4

[1]

2.0
15
1.0
0.5
0.0

[1]

0.9
0.6
0.3

1.6
12
0.8
0.4

1.6
12
0.8
0.4

(1]

"sphinganine"

il

"valerate (5:0)"

"methylphosphate"

o)

od

oL

o)/

oda

oL

v

od

oL



abundance

##

abundance

s

##

abundance
SZ» éf g G

il

2.0
15
1.0
0.5
2.0
15
1.0
0.5
2.0

15

=
o

HlIK AL

A TR

[1]

1.25
1.00
0.75
0.50
0.25
0.00

15
1.0
0.5
0.0
15
1.0
0.5
0.0

"indoleacetate"

[1] "butyrate/isobutyrate (4:0)"

0.9
0.6
0.3

1.0
0.5
1.6
1.2

0.8
0.4

[1]

"ribose"

o)

od

oL

v

oda

ol

o)/

oda

oL



abundance

L
|

##

abundance

##

abundance

##

o)

od

Y A

0.0

[1] "3-ketosphinganine"

SooEE oLy
[ Nelé Ne] (el NeolNé) N
oa ov

2.0
1.5
o \ 3
0.5

[1] "sphingomyelin (d17:1/16:0, d18

AN

>

O
1.6

O
o ‘_\\\(\/A ©
0.8
25
2.0 —
15 @)
1.0

0.5

[1] "1,3-propanediol"

:1/15:0, d16:1/17:0)*"



ikl
i

##

abundance
<§I égl <§ O

il

abundance
<£% Zif) Ei} Gj

L

##

1.0

0.5

1.0

0.5

1.6
1.2
0.8
0.4

[1]

[1]

[1]

"cyclo(leu-pro)"

"methylsuccinate"

"oleoyl ethanolamide"

o)

od

oL

o)

oda

o1

v

oda

ol



abundance

##

abundance

abundance

3.0
25 “A\/*A\kxf
2.0
1.5
1.0
2.0

15
[1] "4-hydroxycinnamate"

1.0
G R

12

1.0

0.8

0.6

0.4

0.5
4

N W

3
2
1

k\_‘_‘_‘_‘

15

1.2

0.9

0.6

[1] "X-24731"

G R

0.9

0.7

0.5

0.3

Lo ‘_/"\/\L-A
1.0

0.5

12 k/‘/*\‘_‘/A\\/,
0.8
0.4

[1] "cyclo(phe-pro) (L,D)*"

o)

oda

oL

o)

oda

o1

od

a1



abundance

##

abundance

##

abundance

##

10 A\“}\*»/A\,*
0.8
06
1.2 k/KA\*J/A\kA
1.0
08
0.6
12

G R

[1] "phosphate"
G R

16

1.2 ‘_\F/\/\

o A/\.)—s—a/ﬂ
0.4

1.50
1.25
1.00
0.75
0.50
1.2 /\\//
1.0
0.8
0.6
0.4

[1] "caproate (6:0)"

o)/

-
(@]

v

oda

ol

o)

o1



abundance

2k

it £l

##

abundance

abundance

1.6
12
0.8
0.4

1.0

0.5

[1]

=
o

1l

0.8
0.6

1.25
1.00
0.75
13
11
0.9
0.7

[1]

AT
il

0.5

25
2.0
15
1.0
0.5

2.0
15
1.0
0.5

(1]

"tryptamine"

"2-oxindole-3-acetate"

"3-hydroxyarachidatex"

o)/

oda

oL

o)

oda

o1

oV

od

a1



2.0
15
1.0

0.5
2.0

15
1.0
0.5

o)

abundance
2d

il

QA TR

15
1.0
0.5

oL

## [1] "maltol"

0.9
0.6
0.3

1.6
12
0.8
0.4

abundance
od

LRI

1.6
12
0.8
0.4

o1

## [1] "N6,N6-dimethyllysine"

=
o

el
AR

1.2
0.9
0.6

oV

1.0

0.5

abundance

1.50
1.25
1.00
0.75

—
@)

## [1] "uridine 5'-monophosphate (UMP)"



i
il

##

abundance
{i ?i ﬁ; o

Ui

##

abundance

JURI

1.00
0.75
0.50
0.25

2.0
15
1.0
0.5
0.0

2.0

1.0
0.5
0.0

[1]

1.0
0.8
0.6
0.4
0.2

1.2
0.8
0.4

1.25
1.00
0.75
0.50
0.25

[1]

"isovalerate (i5:0)"

"2,4-di-tert-butylphenol"

il

## [1] "N-acetylaspartate (NAA)"

o)

od

oL

o)/

oda

oL

v

oda

a1

11



abundance

OFRPNWARUIUTO RPN WD

##

abundance

##

abundance

0 0E

2.0
15

0.5

®

;

Al

JULE

[1] "indole-3-carboxylate"

1.0
0.8
0.6
0.4

12
1.0
0.8
0.6
0.4

12
1.0
0.8
0.6
0.4

[1]

1.0

0.5

15
1.0
0.5
1.6
1.2

0.8
0.4

[1]

G

Laﬁk/kﬂgl/\\

A A4 A A A A A

Py,
VAW
w

"X-15956"

o)

od

oL

v

oda

ol

v

oda

o1

12



abundance

##

abundance

abundance

##

1.0
0.8
0.6

0.4
1.25

1.00
0.75

0.50
1.1
1.0
0.9
0.8
0.7
0.6

[1]

2.0
15
1.0
0.5
0.0

2.0
15
1.0
0.5
25
2.0
15
1.0
0.5

[1]

1.75
1.50
1.25
1.00

15
12
0.9
0.6

25
2.0
15
1.0
0.5

[11]

A A

\“\/\/\«A

I S

"cholesterol sulfate"

T
RN
T

"stearoyl ethanolamide"

G R

"tyramine"

o)/

oda

oL

v

oda

o1

v

a1

13



15
1.0 O
0.5
(5]
(&)
% 2.0
o 15 )
c O
E%lo
0.5
T 20
- % 3
1.0 O
0.5
## [1] "pentose acidx"
G R
2.0 «\\rA\/ﬁ\Y}
1.5 >
1.0 0
® 05
O 16
% 12
: )
o
€ o8 0
3 0.4 L
® 175
1.50
1.25 —
1.00 O
0.75
## [1] "docosapentaenoate (n3 DPA; 22:5n3)"
G R
4
3 >
2
1 W
()
O 5
c 4
© 3 w)
-8 2 O
Egl
A—a L LA A A
8o
5
5 —
3
2 O
! /‘\A—a—/\__A
0

## [1] "3-hydroxy-2-methylpyridine"



abundance

higl

1 L

##

abundance

sty

##

abundance

il

##

12
1.0
0.8

1.2
1.0
0.8

14
1.2
1.0
0.8
0.6

[1]

0.9
0.6
0.3

"pyridoxamine"

"X-25830"

"oleate/vaccenate (18:1)"

o)

od

oL

o)

oda

oL

v

oda

oL

15



abundance

##

abundance

abundance

##

[1]

1.25
1.00
0.75
0.50
0.25

1.25
1.00
0.75
0.50
0.25

12
0.8
0.4

[1]

1.25
1.00
0.75
0.50

2.0
15
1.0
0.5

2.0
15
1.0
0.5

[1]

SN
SO
\»«N\\V\«

"solanidine"

G R

"carboxyethyl-GABA"

o)/

oda

oL

v

oda

o1

o)/

oda

oL

16



abundance

##

abundance
UoO R N WA G

Al

i
il

12
1.0
0.8
0.6

15
12
0.9
0.6
0.3
1.2
1.0
0.8
0.6
0.4

A
A
=V

e
AN
Y

[1] "3-hydroxystearate"

14
1.2

0.8

0.5

G

AN

R

At

i

ol

[1] "4-ureidobutyrate"

1.6
12
0.8

0.4
1.6

1.2
0.8

0.4
2.0
15
1.0
0.5

[1]

"hypoxanthine"

o)

od

oL

v

oda

o)

oda

1L

17



abundance

##

abundance

##

abundance

OoOFRrNWkA~O

G R
k*‘*\kA/A\FA 1/\\’k4/*\k*

SV

PN WO

[1]

[1]

1.00
0.75
0.50
0.25
0.00

2.0

15
1.0
0.5

2.0
15
1.0
0.5

[1]

"adenine"

G R

N
NA\/\

"N-acetyl-cadaverine"

LS
AL
KM/«/

"oxalate (ethanedioate)"

o)

od

oL

v

oda

o)/

oda

oL

18



abundance

b
g

##

abundance

##

abundance

##

11
0.9
0.7
0.5
0.3

15

1.0

1.50
1.25
1.00
0.75
0.50

(1]

cooPRRk
N ook

22
gt

o
©

1.2
1.0
0.8

[1]

14

il

0.5

15
1.0
0.5
0.0

[1]

"N-carbamoylvaline"

"4-guanidinobutanoate"

"linoleate (18:2n6)"

o)

od

oL

o)

oda

1L

o)/

oda

oL

19



abundance

##

abundance
O, NWAH OFRP NWDHA OFRP NWD

##

abundance

ik
it

o R, N

o B N W

(1]

(1]

1.50
1.25
1.00
0.75

(1]

il

il

"docosahexaenoate (DHA; 22:6n3)"

"2-iminopiperidine"

io
ﬁm

LA
A

"xanthine"

o)/

oda

oL

v

od

oL

o)

oda

oL

20



abundance

##

abundance

abundance

##

WO » N W

=N

2.0
15
1.0
0.5

[1]

1.00
0.75
0.50
0.25

N W = N W

=

[1]

[1]

"N-acetylmuramate"

G R

"serotonin"

G R

"iminodiacetate (IDA)"

od

v

ol

o)/

od

oL

21



11
0.9
0.7
0.5
0.3

0.9
0.7
0.5
0.3
1.25
1.00
0.75
0.50

abundance

## [1]

15
1.0

0.5
1.00
0.75
0.50
0.25

abundance

1.25
1.00
0.75
0.50

## [1]

2.0
15
1.0
0.5
0.0

abundance

O, N WD

## [1]

A—Ah—A A A A A A

"3-formylindole"

.//\j/\/‘
H\f‘/
A

R

e

"N-acetylputrescine"

\m

v

o

"X-23662"

A e

SN

o)/

oda

oL

o)

oda

o1

oda

ol

22



abundance

##

abundance

Gl

##

abundance
Eg/) éfﬁ Kii? o

LG

##

e r
[ B)

o
N =}

O, N WhMO

[1]

1.6
1.2
0.8
0.4

0.9
0.6
0.3

15
1.0

0.5

[1]

1.0
0.8
0.6

0.4
25

2.0
15
1.0

1.75
1.50
1.25
1.00
0.75
0.50

[1]

il

i - i

"X-11787"

"N-acetyl-1-methylhistidinex"

"3-hydroxymyristate"

o)/

oda

oL

o)/

oda

oL

o)/

oda

oL

23



abundance

##

abundance

abundance

gl

BN
o o

[y

e

il

[1] "3-amino-2-piperidone"

==
o N

il

s T

©o o
o ™

2
1

[1] "phenylalanine"

2.0
15
1.0

0.5
2.0

15

1.0

2.0
15
1.0
0.5

[1] "tyrosine"

o)

od

oL

o)

oda

o1

v

oda

ol

24



R
il

##

abundance
EQX/ E///> ?fm

L

abundance

##

15
12
0.9
0.6
0.3

o)

15

1.0

2.0
15
1.0
0.5

—
(@]

[1] "(8)-a-amino-omega-caprolactam"

v

2.0
15
1.0

0.5
1.6

12

ol

0.8

[1] "X-25041"

G R
13
11
09 \\\{A\y*~\\
2.0

15 A\/\/\‘/\

1.0

0.5

2.0 x\\y}/kl/ka

15 —
1.0 O
05

[1] "N-acetylkynurenine (2)"

o)/

oda

25



abundance

##

abundance

abundance

##

0.9
0.7
0.5
0.3
2.0
15
1.0
0.5

3
2
1

[1]

[1] "2-heptyl-1H-quinolin-4-one (HHQ)"

30
20

0
15
10

20
15
10

(1]

S
NN

N

"l1-methyl-4-imidazoleacetate"

G R

G R

"5-methyl-2'-deoxycytidine"

o)

od

v

oda

-
(@]

v

oda

ol

26



R

G
15 \/\A\‘/\/
1.0
0.5

1.25
0.75 ‘/A\\\y/A\&/A/A E%

o)

0.50

1.25

1.00 &\kA/‘*ﬂ\\,A

0.75 (_-|)
0.50

0.25

## [1] "glycosyl-N-palmitoyl-sphingosine (d18:1/16:0)"

abundance

G R

2.0

15 >

1.0 O
o 05
O 20
% 1.5

’ (W)
Eg 1.0 O
>
B 05
©

2.5
2.0
o \\\/\4 (_4
1.0

## [1] "docosapentaenoate (n6 DPA; 22:5n6)"
G R
5.0
25

00 A—a—4—a 4 4 a4

o N M O
o)

7.5

abundance
2d

7.5
5.0
25

0.0 M

a1

## [1] "fumarate"

27



abundance

##

abundance
:?I fg xii» O

i Ik Tkl

abundance

sl

##

1.2
0.9

e
1l

o)

od

—
(@]

[1] "7-hydroxycholesterol (alpha or

15

1.0

2.0
15
1.0
0.5

[1]

15
1.2
0.9
0.6
0.3

1.0
0.8
0.6
1.2
1.0
0.8
0.6
0.4

[1]

"X-24237"

"dihomo-linoleate (20:2n6)"

o)

oda

o1

v

oda

a1

beta)"

28



abundance

dldl gl

it

##

abundance

sl Kl

abundance

##

1.6
1.2
0.8

2.0
15
1.0
0.5

[1] "X-24973"

1.25
1.00
0.75
0.50
0.25
0.00
12
1.0
0.8

0.6
1.2

1.0
0.8
0.6

[1] "arachidonate (20:4n6)"

G R

5

4

3

2 *\k,,/‘ﬂ\‘ﬁ‘/A
1 A\‘\‘/‘/A\x_‘/A

6

4

2

0 A A 4L A A A A A

6

4

2

0 A/\—A—A/\_‘

[1] "3-hydroxy-3-methylglutarate"

o)

oda

ol

o)

od

o1

o)

od

oL

29



abundance

##

abundance

abundance

2.0
1.6
1.2

2.0
15
1.0
0.5

2.0
15
1.0
0.5

[1] "cytidine 5'-monophosphate (5'-CMP)"

1.0
0.8
0.6
0.4
0.2
2.0

15
1.0
0.5

2.0
15
1.0
0.5

(1]

(1]

e S ava

G R

"2S,3R-dihydroxybutyrate"
G R

"phenethylamine"

o)/

oda

-
(@]

v

oda

ol

o)

oda

1L

30



o)

1.2
0.8
1.75
1.50
1.25
1.00

—
(@]

SO
il

## [1] "butyrylputrescine/isobutyrylputrescine"

2

v

1

0
1.6
1.2
0.8
0.4

i
Il

2.0
15
1.0
0.5
0.0

o1

## [1] "palmitoyl ethanolamide"
R

G
35
3.0
25
2.0
15
1.0

>
@]
()
O
c 10
-g 0.8 g
c
3 0.6
< 04
2 —
O
1

## [1] "pyridoxate"

31



abundance
Sf//> é:/) <£f) o

fik

##

abundance

il

abundance

il

1.0
0.8
0.6
0.4
2.0
1.6
1.2

0.8
2.0

15

1.0

[1] "1-methylhypoxanthine

1.00
0.75
0.50
0.25
2.0
15
1.0
0.5

[1] "nicotinate ribonucleoside"

1.6
12
0.8
0.4

25
2.0
15
1.0

[1] "N(1)-acetylspermine"

o)

od

oL

o)

oda

o1

oV

od

a1

32



abundance
P NWDRMOOOEFRPNWMODN BN [e)]

##

abundance

il

##

abundance

il

##

HEENA

- Hid

[1] "X-13507"

13
11
0.9
0.7
1.25
1.00
0.75
0.50
0.25

1.75
1.50
1.25
1.00
0.75

o)

oda

o1

[1] "sphingomyelin (d18:2/16:0, d18

14
1.2
1.0
0.8

0.6
11

1.0
0.9
0.8
0.7

o)/

15
1.2
0.9
0.6

oL

kLl

[1] "N,N-dimethyl-5-aminovalerate"

:1/16:1) %"

33



abundance

##

abundance

##

abundance

o P N W O B N WO

##

N

o N MO

[1]

0.9
0.6
0.3
0.0
3
2

o N MO

[1] "eicosapentaenoate (EPA; 20:5n3)"
G R
3

A A b A A A A A

=

[1]

"N-acetylhistamine"

=
RN

N

R ST G

"hydantoin-5-propionate"

o)

od

oL

o)/

oda

—
(@]

od

oL

34



abundance

##

abundance

##

abundance

1.1 \./\//\‘/A

0.9

0.7

0.5

1.4

1.2

10 A\\\/
0.8

0.6

1.4

1.2

1.0

0.8

[1] "dihomo-linolenate (20:3n3 or

B N W

e d

OoOFrRr NWM

Ve N

[1] "2'-deoxyadenosine"

oOFRrNWM

G R
3
2
1 ‘\_H_‘_H
1.5
AR
0.5

15
1.0
0.5 \

[1] "guanine"

o)/

oda

I16) n

oda

o1

o)/

oda

oL

35



abundance

##

abundance

##

abundance

##

2.0
15
1.0
0.5

1.25
1.00
0.75
0.50
0.25

[1]

1.0
0.8
0.6

12
11
1.0
0.9
0.8

coorkR
Nooori

[1]

[11]

o)/

oda

—
(@]

"6-oxopiperidine-2-carboxylate"

G R

AN

R
SVS

"daidzein"

"N6-carboxymethyllysine"

o)

od

o1

o)/

oda

36



abundance

##

abundance

##

abundance

12
1.0
0.8
0.6
0.4

15
1.0
0.5

2.0
15
1.0

[1]

11
1.0
0.9
0.8

[1]

BN oW A

1.00
0.75
0.50
0.25

N W

[1]

A
M N
R

"N,N,N-trimethyl-5-aminovalerate"

Ra e

———
T

"creatine"

o)/

oda

—
(@]

o)

oda

oL

o)/

oL

37



abundance

##

abundance

##

abundance

##

1.0

12
0.8
0.4

25
2.0
15
1.0

[1]

[1]

1.6
12
0.8
0.4
15

1.0

0.5

15
1.0

0.5

[1]

"palmitate (16:0)"
G R

"cis-4-decenoate (10:1n6)x*"
G R
A M, A

S

"eicosenoate (20:1)"

o)/

oda

oL

o)

oda

oL

o)/

oda

oL

38



Sl
i TR

##

abundance

abundance

1.50
1.25
1.00
0.75

0.50
25

2.0
15
1.0
0.5
2.0
15
1.0
0.5

[1]

1.75
1.50
1.25
1.00
0.75
1.0
0.8
0.6
0.4

15

1.0

[1]

12
1.0
0.8

1.50
1.25
1.00
0.75
0.50
15
12
0.9

0.6

[11]

"X-25008"

PER
e

"stearate (18:0)"
G R

L
AL
rpa N

"X-15461"

/ o

o)

od

oL

o)

oda

o1

o)/

o)
(@]

—
(@]

39



abundance
\zix igf» k\\é§>7 o

AUkl

##

abundance

##

abundance

LIS

##

2.0
15
1.0
0.5

15
1.0

0.5

1.0

0.5

[1]

2.0
15
1.0
0.5

o o R R
o v o w

T
i itk T

o
o

[1]

16
12
0.8
0.4

0.45
0.40
0.35
0.30
0.25

1.00
0.75
0.50
0.25

[1]

"N-stearoyltaurine"

"glucuronate"

"3-hydroxypyridine"

o)/

oda

oL

o)

oda

oL

o)/

oda

oL

40



0.9
0.6
0.3

G
A A A
VAN N
‘\—ar—‘\./\/‘

o)

0.8

0.7
1.25
1.00
0.75
0.50
0.25

abundance
<i;:/l :gg/l }{///I m
2d

oL

## [1] "6-phosphogluconate"

1.0
0.5
1.0

0.8
0.6

oda

iy

Il

0.2

abundance

1.00
0.75
0.50
0.25

—
(@]

## [1] "adenosine 5'-monophosphate (AMP)"
G R

1.6
12
0.8
0.4

## [1] "serine"

i
]

abundance
2d

?
]



abundance

##

abundance

o N B DO P N W h

%

[1] "1-stearoyl-2-oleoyl-GPC (18:0/18:1)"

N A~ O

%

G R

!
%

o)/

oda

—
(@]

o)

oda

oL

42



