
●●
●

●
●
●

●
●
●
●

●
●
●
●
●

●
●
●
●
●
●

●
●
●
●
●
●
●

●
●
●
●
●
●
●
●

●

●

●

●
●

●
●
●
●

●
●

●
●
●
●
●
●
●
●

●
●

●
●
●
●
●
●
●
●

●

●
●
●
●
●
●
●
●
●
●

●
●

●
●

●
●
●

●
●
●
●
●
●
●
●

●

●

●
●
●

●

●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●

●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●

●

●
●
●
●
●
●
●
●
●

●

●
●

●
●
●
●
●
●
●
●

●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●

●

●
●
●
●
●
●
●

●

●

●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●

●

●
●
●

●
●
●
●
●
●

●

●
●
●
●
●
●
●

●

●
●
●
●
●
●

●

●

●
●
●

●

●
●
●

●
●

●

●
●
●
●
●
●
●

●

●

●
●
●
●
●
●

●

●

●

●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●

●

●

●

●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●

●
●
●
●

●

●

●

●
●
●

●

●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●

●

●

●
●
●

●

●
●

●

●

●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●

●
●

●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●

●

●

●
●
●

●

●
●
●
●

●
●

●

●

●
●
●
●

●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●

●
●

●

●
●

●
●

●

●
●

●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●

●
●

●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●

●
●

●
●

●
●
●
●

●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●
●

●
●
●

●

●
●

●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●
●

●
●
●

●

●
●
●

●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●

●

●

●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●

●
●
●
●
●
●
●
●

●

●
●
●
●

●

●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●

●
●
●
●
●
●
●
●
●
●
●
●
●
●

●
●
●

●

●

●

●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
●
● −1

−0.8

−0.6

−0.4

−0.2

0

0.2

0.4

0.6

0.8

1In
os

in
e

P
or

so
n

A
lb

an
in

 F

A
pi

os
yl

gl
uc

os
yl

 4
−

hy
dr

ox
yb

en
zo

at
e

6−
{6

−
ca

rb
ox

y−
2−

[3
,4

−
di

hy
dr

ox
y−

5−
(3

,4
,5

−
tr

ih
yd

ro
xy

be
nz

oy
lo

xy
)b

en
zo

yl
ox

y]
−

3,
4−

di
hy

dr
ox

yp
he

no
xy

}−
3,

4,
5−

tr
ih

yd
ro

xy
ox

an
e−

2−
ca

rb
ox

yl
ic

 a
ci

d

P
ec

ta
ch

ol

A
rm

ill
ar

in

2−
[(

6E
)−

8−
hy

dr
ox

y−
3,

7−
di

m
et

hy
lo

ct
a−

2,
6−

di
en

−
1−

yl
]b

en
ze

ne
−

1,
3,

5−
tr

io
l

P
S

(1
7:

1(
9Z

)/
22

:0
)

1−
[(

5−
A

m
in

o−
5−

ca
rb

ox
yp

en
ty

l)a
m

in
o]

−
1−

de
ox

yf
ru

ct
os

e

A
sp

ar
ty

lg
ly

co
sa

m
in

e

E
pl

er
en

on
e

G
ly

ce
ro

ph
os

ph
oc

ho
lin

e

P
S

(2
0:

4(
5Z

,8
Z

,1
1Z

,1
4Z

)/
18

:0
)

B
en

zo
qu

in
on

ea
ce

tic
 a

ci
d

D
ih

yd
ro

xy
ac

et
on

e 
ph

os
ph

at
e

2−
ch

lo
ro

m
uc

on
ic

 a
ci

d

3−
H

yd
ro

xy
−

4−
am

in
op

yr
id

in
e 

su
lfa

te

E
th

ep
ho

n

C
hl

or
ph

en
es

in

an
hy

dr
or

et
in

ol

L−
P

he
ny

la
la

ni
ne

3−
am

in
o−

2−
na

ph
th

oi
c 

ac
id

2−
H

yd
ro

xy
ad

ip
ic

 a
ci

d

M
er

ca
pt

op
ur

in
e

P
ho

sp
ho

ch
ol

in
e

B
et

ai
ne

P
an

to
th

en
ic

 A
ci

d

P
an

te
th

ei
ne

 4
'−

ph
os

ph
at

e

Ly
so

P
C

(1
8:

1(
9Z

))

F
la

vi
n 

ad
en

in
e 

di
nu

cl
eo

tid
e 

(F
A

D
)

5−
(3

,4
−

D
ih

yd
ro

xy
−

1,
5−

cy
cl

oh
ex

ad
ie

n−
1−

yl
)−

5−
et

hy
lb

ar
bi

tu
ric

 a
ci

d

7−
K

et
od

eo
xy

ch
ol

ic
 a

ci
d

Ly
so

P
C

(2
0:

5(
5Z

,8
Z

,1
1Z

,1
4Z

,1
7Z

))

P
S

(2
0:

4(
5Z

,8
Z

,1
1Z

,1
4Z

)/
0:

0)

P
S

(2
2:

6(
4Z

,7
Z

,1
0Z

,1
3Z

,1
6Z

,1
9Z

)/
0:

0)

H
yd

ro
co

rt
is

on
e 

cy
pi

on
at

e

A
vi

ch
ol

ic
 a

ci
d

P
I(

O
−

20
:0

/0
:0

)

3a
lp

ha
,1

2a
lp

ha
,1

6a
lp

ha
−

Tr
ih

yd
ro

xy
−

5b
et

a−
ch

ol
an

−
24

−
oi

c 
A

ci
d

Ta
ur

oc
ho

lic
 a

ci
d

S
ul

fo
lit

ho
ch

ol
yl

gl
yc

in
e

3a
lp

ha
−

H
yd

ro
xy

−
5b

et
a−

ch
ol

a−
7,

9(
11

)−
di

en
−

24
−

oi
c 

A
ci

d

P
he

ne
th

yl
am

in
e 

gl
uc

ur
on

id
e

P
PA

(1
6:

0/
18

:1
(9

Z
))

L−
G

lu
ta

m
at

e

N
2−

M
on

od
es

−
m

et
hy

ln
iz

at
id

in
e

L−
ga

m
m

a−
gl

ut
am

yl
−

L−
is

ol
eu

ci
ne

L−
is

ol
eu

cy
l−

L−
pr

ol
in

e

Oxidized glutathione

Inosine

Porson

Albanin F

Apiosylglucosyl 4−hydroxybenzoate

6−{6−carboxy−2−[3,4−dihydroxy−5−(3,4,5−trihydroxybenzoyloxy)benzoyloxy]−3,4−dihydroxyphenoxy}−3,4,5−trihydroxyoxane−2−carboxylic acid

Pectachol

Armillarin

2−[(6E)−8−hydroxy−3,7−dimethylocta−2,6−dien−1−yl]benzene−1,3,5−triol

PS(17:1(9Z)/22:0)

1−[(5−Amino−5−carboxypentyl)amino]−1−deoxyfructose

Aspartylglycosamine

Eplerenone

Glycerophosphocholine

PS(20:4(5Z,8Z,11Z,14Z)/18:0)

Benzoquinoneacetic acid

Dihydroxyacetone phosphate

2−chloromuconic acid

3−Hydroxy−4−aminopyridine sulfate

Ethephon

Chlorphenesin

anhydroretinol

L−Phenylalanine

3−amino−2−naphthoic acid

2−Hydroxyadipic acid

Mercaptopurine

Phosphocholine

Betaine

Pantothenic Acid

Pantetheine 4'−phosphate

LysoPC(18:1(9Z))

Flavin adenine dinucleotide (FAD)

5−(3,4−Dihydroxy−1,5−cyclohexadien−1−yl)−5−ethylbarbituric acid

7−Ketodeoxycholic acid

LysoPC(20:5(5Z,8Z,11Z,14Z,17Z))

PS(20:4(5Z,8Z,11Z,14Z)/0:0)

PS(22:6(4Z,7Z,10Z,13Z,16Z,19Z)/0:0)

Hydrocortisone cypionate

Avicholic acid

PI(O−20:0/0:0)

3alpha,12alpha,16alpha−Trihydroxy−5beta−cholan−24−oic Acid

Taurocholic acid

Sulfolithocholylglycine

3alpha−Hydroxy−5beta−chola−7,9(11)−dien−24−oic Acid

Phenethylamine glucuronide

PPA(16:0/18:1(9Z))

L−Glutamate

N2−Monodes−methylnizatidine

L−gamma−glutamyl−L−isoleucine

 Correlation

Figure S1: The correlation of the top 50 differential metabolites used the Pearson correlation coefficient for analysis




