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12 protonated HMDB0000132

protonated HMDB0000132, spectral sim. = 932, #1

Spectra of protonated HMDB0000132, spectral sim. = 932, #1
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Spectra of deprotonated HMDB0000143, spectral sim. = 813, #16

Structural similarity plot of deprotonated HMDB0000143
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15 deprotonated HMDB0000148

Spectra of deprotonated HMDB0000148, spectral sim. = 793, #4

Structural similarity plot of deprotonated HMDB0000148
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Spectra of protonated HMDB0000202, spectral sim. = 869, #2
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40 protonated HMDB0000254

Spectra of protonated HMDB0000254, spectral sim. = 718, #6

Structural similarity plot of protonated HMDB0000254

0 OH
o Ny

HO

g
o

—— computed
B experimental .

o I o 14
N o ®

structural similarity to
reference metabolite

o
o

® reference metabolite
other metabolites

Succinic acid

600 800

protonated HMDB0039324, spectral sim. = 858, #1

1000

1200 1400
frequency, cm?

1600 1800 0

protonated HMDB0000940, spectral sim. = 822, #2

-
I
Struc. sim. = 0.47

Xi-3-Hydroxy-2-
oxobutanoic acid

Son

600 800 1000 1200 1400 1600 1800

frequency, cm™!

protonated HMDB0000202, spectral sim. = 785, #4

200 400 600

spectral similarity

800

1000

protonated HMDB0000349, spectral sim. = 800, #3

H

P

HO,

Struc. sim. = 0.14

600
Threonolactone

800 1000 1200 1400 1600 1800
frequency, cm

protonated HMDB0130020, spectral sim. = 775, #5

HOYOH‘
o

e

e

H
Struc. sim. = 0.64
Methyimalonic acid

— T T T
800 1000 1200 1400 1600 1800
frequency, cm™!

600

protonated HMDB0031204, spectral sim. = 705, #7

Sulbd |

HO,
™
D
HO' ;Y
oH
Struc. sim.

600 800

1000 1200 1400 1600 1800
frequency, cm™!

Erythrono-1,:

protonated HMDB0000254, spectral sim. = 718, #6

A
I 1

Struc. sim. = 0.60
3-methoxy-3-
oxopropanoic acid

600

800 1000 1200 1400 1600 1800
frequency, cm™*

<]

o
1)

Struc. sim. = 0.45

4-Hydroxy-2-
oxobutanoic acid

600 800

1000 1200 1400 1600 1800
frequency, cm*

41 deprotonated HMDB0000263

Spectra of deprotonated HMDB0000263, spectral sim. = 817, #1
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43 protonated HMDB0000272
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Spectra of protonated HMDB0000272, spectral sim. = 869, #1
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47 deprotonated HMDB0000300

Spectra of deprotonated HMDB0000300, spectral sim. = 928, #1
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51 protonated HMDB0000301 Spectra of protonated HMDB0000301, spectral sim. = 692, #3
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53 protonated HMDB0000306 Spectra of protonated HMDB0000306, spectral sim. = 876, #1
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55 protonated HMDB0000323

Spectra of protonated HMDB0000323, spectral sim. = 688, #1
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56 deprotonated HMDB0000434

Spectra of deprotonated HMDB0000434, spectral sim. = 970, #1
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Spectra of sodiated HMDB0000434, spectral sim. = 920, #1
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Spectra of deprotonated HMDB0000446, spectral sim. = 909, #1

Structural similarity plot of deprotonated HMDB0000446
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Spectra of deprotonated HMDB0000448, spectral sim. = 847, #2

Structural similarity plot of deprotonated HMDB0000448
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Spectra of protonated HMDB0000510, spectral sim. = 876, #2
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Spectra of sodiated HMDB0000532, spectral sim. = 915, #1
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Spectra of deprotonated HMDB0000661, spectral sim. = 629, #8
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91 protonated HMDB0000687 Spectra of protonated HMDB0000687, spectral sim. = 917, #1
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Spectra of deprotonated HMDB0000821, spectral sim. = 914, #2
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102 deprotonated HMDB0000822

Spectra of deprotonated HMDB0000822, spectral sim. = 878, #1

Structural similarity plot of deprotonated HMDB0000822
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Spectra of sodiated HMDB0000822, spectral sim. = 850, #2

Structural similarity plot of sodiated HMDB0000822
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Spectra of sodiated HMDB0000842, spectral sim. = 818, #1
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Spectra of sodiated HMDB0000873, spectral sim. = 884, #1

Structural similarity plot of sodiated HMDB0000873

4-Methylcatechol 600 860 10b0

sodiated HMDB0000873, spectral sim. = 884, #1

Struc. sim. =1.00  g0p 800
4-Methylcatechol

1000 1200 1400 1600 1800
frequency, cm

sodiated HMDB0059712, spectral sim. = 816, #4

Struc.sim. = 0.41 o0 800 1000 1200 1400 1600 1800
3-Hydroxybenzyl frequency, cm-1
alcohol quency,

sodiated HMDB0135619, spectral sim. = 738, #7

J—
Struc. sim. = 0.28 g0 800
3-methoxyphenol

1000 1200 1400 1600 1800
frequency, cm™!

sodiated HMDB0040280, spectral sim. = 619, #10

Struc.sim. = 0.19  g00 800
1-(2-Furanyl)-1-
propanone

1000 1200 1400 1600 1800
frequency, cm

116 deprotonated HMDB0000904

—— computed 107 g reference metabolite e
m experimental oo ®  other metabolites
2gos8
23
B
£ o6
gt
BS ®
Eeos o %o
g °
£%o02 ° (Y
0.0
1200 1400 1600 1800 0 200 400 600 800 1000

frequency, cm™*

sodiated HMDB0001398, spectral sim. = 852, #2

— =4
ﬂ

o

Struc.sim. =0.40 o0 800

H 1000 1200 1400 1600 1800
Guaiacol

frequency, cm™t

sodiated HMDB0029696, spectral sim. = 809, #5

H\j =

1000 1200 1400 1600 1800

Struc. sim. =043 600 800
Mequinol frequency, cm~!

sodiated HMDB0035226, spectral sim. = 660, #8

1000 1200 1400 1600 1800
frequency, cm™*

Struc. sim. = 0.22 600 800
2-Acetyl-5-
methylfuran

sodiated HMDB0034877, spectral sim. = 570, #11

Struc. sim. =0.20 o0 800
2-Acetyl-3-
methylfuran

1000 1200 1400 1600 1800
frequency, cm™"

Spectra of deprotonated HMDB0000904, spectral sim. = 891, #1

4,6-Heptadiyne-1,3-
diol

spectral similarity

sodiated HMDB0011724, spectral sim. = 816, #3

Struc. sim. = 0.41  gop 800
4-Hydroxybenzyl
alcohol

1000 1200 1400 1600 1800
frequency, cm~!

sodiated HMDB0059709, spectral sim. = 760, #6

Struc.sim. =0.36 00 800
2-Hydroxybenzyl
alcohol

1000 1200 1400 1600 1800
frequency, cm?

sodiated HMDB0032917, spectral sim. = 654, #9

kR,

Struc. sim. 600 800
1-(2- Furany\) Fng
propanone

1000 1200 1400 1600 1800
frequency, cm™*

sodiated HMDB0038963, spectral sim. = 476, #12

1.

Struc. sim. = 0.21 g0 800 1000 1200 1400 1600 1800
frequency, cm™!

Structural similarity plot of deprotonated HMDB0000904

—— computed
= experimental

HzNﬁ 0

oy NH

structural similarity to
reference metabolite

s o o o v
N s & ® o

e
o

@ reference metabolite
® other metabolites

Citrulline 600 800 1000 1200 1400 1600 1800 0

deprotonated HMDB0000904, spectral sim. = 891, #1

Tf

Struc, sim. = 1.0 600 800 1000 1200 1400 1600 1800
Cltrulllne frequency, cm™!

117 protonated HMDB0000904

frequency, cm™!

deprotonated HMDB0003148, spectral sim. = 889, #2

Struc 5|m
ni -1
frequency, cm™

Spectra of protonated HMDB0000904, spectral sim. = 939, #1

600 800 1000 1200 1400 1600 1800

200 400 600 800 1000
spectral similarity

Structural similarity plot of protonated HMDB0000904

—— computed
W experimental

HO. 40

H3N’\\‘

structural similarity to
reference metabolite
c o o »
= o ® o

o
o

e
o

@ reference metabolite
® other metabolites

Citrulline 600 800 1000

protonated HMDB0000904, spectral sim. = 939, #1

o,

Struc. sim. = 1.00 g0
Citrulline

800 1000 1200 1400 1600 1800
frequency, cm?

1200 1400 1600 1800 0
frequency, cm™!

protonated HMDB0003148, spectral sim. = 857, #2

v /°\r“ Ns¥

Struc. sim. = 0.32 600 800 1000 1200 1400 1600 1800
Argininic acid frequency, cm-1

200 400 600 800 1000
spectral similarity



118 sodiated HMDB0000904

Spectra of sodiated HMDB0000904, spectral sim. = 916, #1
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Spectra of sodiated HMDB0001149, spectral sim. = 861, #2
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Spectra of sodiated HMDB0001336, spectral sim. = 923, #1

Structural similarity plot of sodiated HMDB0001336
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Spectra of protonated HMDB0003320, spectral sim. = 881, #2
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Spectra of protonated HMDB0003633, spectral sim. = 909, #1

Structural similarity plot of protonated HMDB0003633
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Spectra of sodiated HMDB0004095, spectral sim. = 957, #1

Structural similarity plot of sodiated HMDB0004095
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Spectra of protonated HMDB0012128, spectral sim. = 787, #1
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Spectra of deprotonated HMDB0013318, spectral sim. = 884, #1
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Spectra of protonated HMDB0013318, spectral sim.
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171 protonated HMDB0014389 Spectra of protonated HMDB0014389, spectral sim. = 905, #1 Structural similarity plot of protonated HMDB0014389
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Spectra of sodiated HMDB0014389, spectral sim. = 915, #1
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Spectra of protonated HMDB0031861, spectral sim. = 822, #1
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178 protonated HMDB0041923

Spectra of protonated HMDB0041923, spectral sim. = 840, #1
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