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Spectra of sodiated HMDB0000148, spectral sim. = 931, #1

Structural similarity plot of sodiated HMDB0000148

—— computed 107 g reference metabolite e
W experimental - @ other metabolites oo o0
=208
OH 22
£ 0.6
H, Ef .
o T2 041
y ]
59
£% o029
OH
0.01
L-Glutamic acid 600 800 1000 1200 1400 1600 1800 0 200 400 600 800 1000

25.9 kj/mol

: 600
L-Glutamic acid

800 1000 1200 1400 1600 1800
frequency, cm™!

sodiated HMDB0000148, spectral sim. = 914, #4

-

iy
T

800 1000 1200 1400 1600 1800
frequency, cm™!

22.6 kJ/mol
L-Glutamic acid

600

sodiated HMDB0000148, spectral sim. = 881, #7

g

__
800 1000 1200 1400 1600 1800
frequency, cm

36.1 kj/mol
L-Glutamic acid

600

sodiated HMDB0000148, spectral sim. = 821, #10

9.8 kJ/mol

L-Glutamic acid 600

800

1000 1200 1400 1600 1800
frequency, cm™

sodiated HMDB0000148, spectral sim. = 798, #13

g

10.0 kJ/mol
L-Glutamic acid

600 800 1000 1200 1400 1600 1800

frequency, cm™!

17 deprotonated HMDB0000159

frequency, cm™!

sodiated HMDB0000148, spectral sim. = 929, #2

11.5 kj/mol
L-Glutamic acid

600 800 1000 1200 1400 1600 1800

frequency, cm™*

sodiated HMDB0000148, spectral sim. = 909, #5

~

PN f;

800 1000 1200 1400 1600 1800
frequency, cm~!

35.3 kj/mol 600
L-Glutamic acid

sodiated HMDB0000148, spectral sim. = 869, #8

19.7 kj/mol
L-Glutamic acid

600 800 1000 1200 1400 1600 1800

frequency, cm™!

sodiated HMDB0000148, spectral sim. = 811, #11

KKO/Q‘

36.1 kjjmol 600 800 1000 1200 1400 1600 1800
L-Glutamic acid frequency, cm-1

sodiated HMDB0000148, spectral sim. = 784, #14

18.9 kJ/mol
L-Glutamic acid

600 800 1000 1200 1400 1600 1800

frequency, cm™*

Spectra of deprotonated HMDB0000159, spectral sim. = 940, #1

spectral similarity

sodiated HMDB0000148, spectral sim. = 923, #3

20.6 kj/mol
L-Glutamic acid

600 800 1000 1200 1400 1600 1800

frequency, cm™!

sodiated HMDB0000148, spectral sim. = 883, #6

o
|

:

-
800 1000 1200 1400 1600 1800
frequency, cm™!

34.1 kJ/mol
L-Glutamic acid

600

sodiated HMDB0000148, spectral sim. = 852, #9

o
e

0.0 kj/mol
L-Glutamic acid

g

600 800 1000 1200 1400 1600 1800

frequency, cm?

sodiated HMDB0000148, spectral sim. = 800, #12

0.0
EJQT
12.6 kJ/mol 600 800 1000 1200 1400 1600 1800

L-Glutamic acid ey
frequency, cm

Structural similarity plot of deprotonated HMDB0000159

= computed 107 o reference metabolite L
W experimental @ other metabolites
Vi
H, o
0.0
L-Phenylalanine 600 800 1000 1200 1400 1600 1800 0 200 400 600 800 1000

deprotonated HMDB0000159, spectral sim. = 940, #1

%

800 1000 1200 1400 1600 1800
frequency, cm™!

9.2 kj/mol

600
L-Phenylalanine

frequency, cm™t

deprotonated HMDB0000159, spectral sim. = 927, #2

8.8 kJ/mol
L-Phenylalanine

800 1000 1200 1400 1600 1800
frequency, cm™*

600

spectral similarity

deprotonated HMDB0000159, spectral sim. = 919, #3

i~y

N

800 1000 1200 1400 1600 1800
frequency, cm™

0.0 kj/mol 600

L-Phenylalanine



18 protonated HMDB0000159

Spectra of protonated HMDB0000159, spectral sim. = 894, #1

Structural similarity plot of protonated HMDB0000159
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Spectra of protonated HMDB0000172, spectral sim. = 900, #1

Structural similarity plot of protonated HMDB0000172
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Spectra of deprotonated HMDB0000191, spectral sim. = 750, #1
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Spectra of sodiated HMDB0000191, spectral sim. = 909, #1
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Spectra of deprotonated HMDB0000247, spectral sim. = 958, #1

Structural similarity plot of deprotonated HMDB0000247
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Spectra of deprotonated HMDB0000251, spectral sim. = 459, #1

Structural similarity plot of deprotonated HMDB0000251
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40 protonated HMDB0000254 Spectra of protonated HMDB0000254, spectral sim. = 772, #1 Structural similarity plot of protonated HMDB0000254
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Spectra of deprotonated HMDB0000272, spectral sim. = 883, #1

Structural similarity plot of deprotonated HMDB0000272
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Spectra of deprotonated HMDB0000292, spectral sim. = 789, #1
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53 protonated HMDB0000306 Spectra of protonated HMDB0000306, spectral sim. = 876, #1 Structural similarity plot of protonated HMDB0000306
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Spectra of deprotonated HMDB0000434, spectral sim. = 970, #1

Structural similarity plot of deprotonated HMDB0000434
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Spectra of deprotonated HMDB0000446, spectral sim. = 909, #1

Structural similarity plot of deprotonated HMDB0000446
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Spectra of protonated HMDB0000446, spectral sim. = 928, #1

Structural similarity plot of protonated HMDB0000446
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Spectra of sodiated HMDB0000448, spectral sim. = 897, #1
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Spectra of deprotonated HMDB0000510, spectral sim. = 888, #1
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Spectra of protonated HMDB0000510, spectral sim. = 876, #1
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Spectra of protonated HMDB0000512, spectral sim. = 887, #1
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Spectra of protonated HMDB0000517, spectral sim. = 935, #1

Structural similarity plot of protonated HMDB0000517
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Spectra of deprotonated HMDB0000630, spectral sim. = 913, #1
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Spectra of deprotonated HMDB0000641, spectral sim. = 913, #1
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Spectra of sodiated HMDB0000641, spectral sim. = 935, #1

Structural similarity plot of sodiated HMDB0000641
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Spectra of deprotonated HMDB0000661, spectral sim.
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Structural similarity plot of deprotonated HMDB0000661

—— computed 107 ¢ reference metabolite ° e
B experimental o ® other metabolites
o} Sg o084
| 2
8
£8 069
HO @ €
T8 o4
o El
59
o 0o 5% 021
0.0
Glutaric acid 600 800 1000 1200 1400 1600 1800 0 200 400 600 800 1000
frequency, cm™! spectral similarity
deprotonated HMDB0000661, spectral sim. = 717, #1 deprotonated HMDB0000661, spectral sim. = 629, #2
o o
. M . J\/\k
] )
11.1 ki/mol 600 800 1000 1200 1400 1600 1800 -0 kj/mol 600 800 1000 1200 1400 1600 1800
Glutaric acid frequency, cm-! Glutaric acid frequency, cm™t
87 protonated HMDB0000661 Spectra of protonated HMDB0000661, spectral sim. = 798, #1 Structural similarity plot of protonated HMDB0000661
—— computed 107 @ reference metabolite o ome
B experimental ® other metabolites
OH Los8
2
]
AN go°
204
25
= ER
Ho™ o £%02
0.0
Glutaric acid 600 800 1000 1200 1400 1600 1800 0 200 400 600 800 1000

protonated HMDB0000661, spectral sim. = 798, #1

- gt

1000 1200 1400 1600 1800

48.6 kj/mol

Glutaric acid 800

frequency, cm™!

protonated HMDB0000661, spectral sim. = 758, #4

Ll

o on

56.9 kj/mol

600
Glutaric acid

800

1000 1200 1400 1600 1800

frequency, cm™!

protonated HMDB0000661, spectral sim. = 701, #7

&

on

0.0 k/mol 600 800
Glutaric acid

1000 1200 1400 1600 1800

frequency, cm™*

frequency, cm™?

protonated HMDB0000661, spectral sim. = 782, #2

47.2 kj/mol

Glutaric acid £00

800 1000 1200 1400 1600 1800

frequency, cm~t

protonated HMDB0000661, spectral sim. = 716, #5

iy
L,\ A
10"
22.8 Kj/mol 600 800 1000 1200 1400 1600 1800
Glutaric acid

frequency, cm™*

spectral similarity

protonated HMDB0000661, spectral sim. = 775, #3

'

\ON

AN

on

44.0 kj/mol

Glutaric acid 600

800 1000 1200 1400 1600 1800

frequency, cm™!

protonated HMDB0000661, spectral sim. = 714, #6

1.9 kj/mol
Glutaric acid

1000 1200 1400 1600 1800
frequency, cm™*

600 800



88 deprotonated HMDB0000679

Spectra of deprotonated HMDB0000679, spectral sim. = 966, #1

Structural similarity plot of deprotonated HMDB0000679
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Spectra of sodiated HMDB0000679, spectral sim. = 939, #1
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91 protonated HMDB0000687 Spectra of protonated HMDB0000687, spectral sim. = 917, #1 Structural similarity plot of protonated HMDB0000687
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92 sodiated HMDB0000687

Spectra of sodiated HMDB0000687, spectral sim. = 896, #1

Structural similarity plot of sodiated HMDB0000687
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94 protonated HMDB0000715 Spectra of protonated HMDB0000715, spectral sim. = 842, #1 Structural similarity plot of protonated HMDB0000715
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Spectra of deprotonated HMDB0000759, spectral sim. = 908, #1

Structural similarity plot of deprotonated HMDB0000759
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Spectra of protonated HMDB0000759, spectral sim. = 920, #1
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Structural similarity plot of protonated HMDB0000759
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Spectra of deprotonated HMDB0000765, spectral sim. = 960, #1

Structural similarity plot of deprotonated HMDB0000765
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Spectra of deprotonated HMDB0000821, spectral sim. = 914, #1

Structural similarity plot of deprotonated HMDB0000821
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Spectra of sodiated HMDB0000821, spectral sim. = 896, #1

Structural similarity plot of sodiated HMDB0000821
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Spectra of deprotonated HMDB0000828, spectral sim. = 896, #1

Structural similarity plot of deprotonated HMDB0000828
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Spectra of protonated HMDB0000828, spectral sim. = 946, #1
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Spectra of sodiated HMDB0000828, spectral sim. = 935, #1

Structural similarity plot of sodiated HMDB0000828
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Spectra of sodiated HMDB0000860, spectral sim. = 887, #1

Structural similarity plot of sodiated HMDB0000860
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Spectra of sodiated HMDB0000873, spectral sim. = 898, #1

Structural similarity plot of sodiated HMDB0000873
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Spectra of sodiated HMDB0000904, spectral sim. = 918, #1

Structural similarity plot of sodiated HMDB0000904
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Spectra of deprotonated HMDB0000929, spectral sim. = 911, #1

Structural similarity plot of deprotonated HMDB0000929
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Spectra of protonated HMDB0000929, spectral sim. = 938, #1

Structural similarity plot of protonated HMDB0000929

LTryptophan 600 800

protonated HMDB0000929, spectral sim. = 938, #1

0.0 kj/mol 600 800
L-Tryptophan

1000 1200 1400 1600 1800
frequency, cm

protonated HMDB0000929, spectral sim. = 866, #4

m\\\/ g

40.6 kj/mol 600 800
L-Tryptophan

1000 1200 1400 1600 1800
frequency, cm?

protonated HMDB0000929, spectral sim. = 850, #7

Lodhoa {

14.4 kJ/mol 600 800 1000 1200 1400 1600 1800
Lryptophan frequency, cm™?

protonated HMDB0000929, spectral sim. = 836, #10

45.9 kJ/mol 600 800
L-Tryptophan

1000 1200 1400 1600 1800
frequency, cm?

121 sodiated HMDB0000929

frequency, cm™*

protonated HMDB0000929, spectral sim. = 892, #2

£,

37.6 K/mol 600 800
L-Tryptophan

1000 1200 1400 1600 1800
frequency, cm™"

protonated HMDB0000929, spectral sim. = 851, #5

Looaod]

13.2 k)/mol 600 800 1000 1200 1400 1600 1800
LTryptophan frequency, cm~?

protonated HMDB0000929, spectral sim. = 845, #8

daihdad

43.9 kJ/mol 600 800 1000 1200 1400 1600 1800
LAryptophan frequency, cm™*

Spectra of sodiated HMDB0000929, spectral sim. = 895, #1

—— computed 107 g reference metabolite @ee o
= experimental . ® other metabolites
2os
S
'
£ o6
g
g
S04
<
K]
202
0.0
1000 1200 1400 1600 1800 0 200 400 600 800 1000

spectral similarity

protonated HMDB0000929, spectral sim. = 887, #3

37.7 k/mol 600 800

1000 1200 1400 1600 1800
L-Tryptophan

frequency, cm™?

protonated HMDB0000929, spectral sim. = 850, #6

IWYNI

10.2 kj/mol 600 800 1000 1200 1400 1600 1800
LTryptophan frequency, cm-1

protonated HMDB0000929, spectral sim. = 844, #9

22 | hudhd Al

17.3 k/mol 600 800 1000 1200 1400 1600 1800
Lryptophan frequency, cm™*

Structural similarity plot of sodiated HMDB0000929

—— computed
. experimental

o |y
® o

ity to

reference metabolite

o
o

o
o

©
S

o
o

® reference metabolite
® other metabolites

LTryptophan 600 800

sodiated HMDB0000929, spectral sim. = 895, #1

1000

1000 1200 1400 1600 1800
frequency, cm~!

10.2 kj/mol 600 800
L-Tryptophan

sodiated HMDB0000929, spectral sim. = 834, #4

1000 1200 1400 1600 1800
frequency, cm™!

18.0 ky/mol 600 800
L-Tryptophan

sodiated HMDB0000929, spectral sim. = 795, #7

33.6 kJ/mol 600 800
L-Tryptophan

1000 1200 1400 1600 1800
frequency, cm™*

1200 1400 1600 1800 0

frequency, cm?

sodiated HMDB0000929, spectral sim. = 891, #2

0.0 kj/mol 600 800
L-Tryptophan

1000 1200 1400 1600 1800
frequency, cm

sodiated HMDB0000929, spectral sim. = 832, #5

By

800 1000 1200 1400 1600 1800
frequency, cm™*

27.7 kj/mol 600
LTryptophan

200 400 600 800
spectral similarity

1000

sodiated HMDB0000929, spectral sim. = 888, #3

""/ni -

23.0 kj/mol 600 800

1000 1200 1400 1600 1800
L-Tryptophan

frequency, cm™!

sodiated HMDB0000929, spectral sim. = 813, #6

soai N

36.1 kj/mol 600 800 1000 1200 1400 1600 1800
LTryptophan frequency, cm™?




122 deprotonated HMDB0000930 Spectra of deprotonated HMDB0000930, spectral sim. = 880, #1 Structural similarity plot of deprotonated HMDB0000930
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Spectra of protonated HMDB0000959, spectral sim. = 949, #1

Structural similarity plot of protonated HMDB0000959
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Spectra of deprotonated HMDB0001149, spectral sim. = 943, #1

Structural similarity plot of deprotonated HMDB0001149
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Spectra of sodiated HMDB0001149, spectral sim. = 902, #1

Structural similarity plot of sodiated HMDB0001149
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Spectra of protonated HMDB0001859, spectral sim. = 923, #1

Structural similarity plot of protonated HMDB0001859
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Spectra of protonated HMDB0001886, spectral sim. = 731, #1
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138 protonated HMDB0001890 Spectra of protonated HMDB0001890, spectral sim. = 841, #1 Structural similarity plot of protonated HMDB0001890
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139 sodiated HMDB0001890 Spectra of sodiated HMDB0001890, spectral sim. = 838, #1 Structural similarity plot of sodiated HMDB0001890
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Spectra of deprotonated HMDB0001964, spectral sim. = 892, #1

Structural similarity plot of deprotonated HMDB0001964
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Spectra of protonated HMDB0002302, spectral sim. = 731, #1
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150 protonated HMDB0002432 Spectra of protonated HMDB0002432, spectral sim. = 949, #1 Structural similarity plot of protonated HMDB0002432
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157 deprotonated HMDB0003320 Spectra of deprotonated HMDB0003320, spectral sim. = 889, #1
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159 deprotonated HMDB0003633 Spectra of deprotonated HMDB0003633, spectral sim. = 913, #1
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160 protonated HMDB0003633 Spectra of protonated HMDB0003633, spectral sim. = 911, #1 Structural similarity plot of protonated HMDB0003633
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Spectra of protonated HMDB0012128, spectral sim. = 787, #1
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Spectra of deprotonated HMDB0013318, spectral sim. = 921, #1
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170 deprotonated HMDB0014389 Spectra of deprotonated HMDB0014389, spectral sim. = 850, #1 Structural similarity plot of deprotonated HMDB0014389
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Spectra of protonated HMDB0028850, spectral sim. = 928, #1

Structural similarity plot of protonated HMDB0028850
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Spectra of protonated HMDB0036458, spectral sim.
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179 protonated HMDB0041931 Spectra of protonated HMDB0041931, spectral sim. = 924, #1 Structural similarity plot of protonated HMDB0041931
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181 protonated HMDB0059720 Spectra of protonated HMDB0059720, spectral sim. = 918, #1 Structural similarity plot of protonated HMDB0059720
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182 sodiated HMDB0059720 Spectra of sodiated HMDB0059720, spectral sim. = 912, #1 Structural similarity plot of sodiated HMDB0059720
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186 deprotonated HMDB0061705 Spectra of deprotonated HMDB0061705, spectral sim. = 902, #1 Structural similarity plot of deprotonated HMDB0061705
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