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Isotopologue distribution of glycolytic metabolites
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Relative Amounts

Relative amounts of TCA metabolites
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Isotopologue distribution of TCA metabolites

a-KG Asn
100 100
75 751
50 - 50 -
25 - 25
O- [~ —— - — 0-
MO M1 M2 M3 M4 M5 MO M1 M2 M3 M4
*% *% *% *% *%k%k *%
Fum Gln
751 75 -
50 -
25
0- _____
ML M2 M3 M4 MO M1 M2 M3 M4 M5
*kk *% *%k%k *% *k%k *%k%k *k*k *%k%k *% *k%k
Mal Palmitate
100
75
75
50 -
50
25 - -
04 -‘_ 0 —
MO M1 M2 M3 M4 MOA MM I MBI M1 MM I2NBMIG16
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Pyr Succ
100+
75-
50-
25 -
| - ) e
MO M1 M2 M3 MO M1 M2 M3 M4
* * *kk *% *%k%k

Isotopologue
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Fractional Contribution to TCA metabolites
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Relative amounts of PPP metabolites
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Isotopologue distribution of PPP metabolites
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754

50+

251

e ml____ma

MO M1 M2 M3 M4 M5 M6

**k% *%* *k%k *%* *% *k%k
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*k*% *k% *%k%k *% * **
UMP
100+
751
504
254
O- ——— et e —— —

MO M1 M2 M3 M4 M5 M6 M7 M8 M9

*k%k *kk kkk kkk *kk  k  kk%

Isotopologue
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Fractional Contribution to PPP metabolites

G3P G6P-F6P *** Glc *** GlcA ***
IMP ** Lac *** PRPP *** RSP **
Rib ST7P *** UMP ***

Conditions
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Relative Amounts
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Relative amounts of Currency metabolites

ADP ***

ADP/ATP *
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AMP/ATP *+*
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Creatine/P—Creatine *
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P-Creatine ***
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Isotopologue distribution of Currency metabolites
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Fractional Contribution to Currency metabolites

ADP *** AMP *** ATP *** Creatine
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NADP+
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Relative Amounts
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Relative amounts of Cysteine metabolites

5M-adenosine ***

Cystathionine **
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Homocysteine ***
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Conditions
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Isotopologue distribution of Cysteine metabolites

5M-adenosine Cystathionine GSH
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Fractional Contribution to Cysteine metabolites
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Relative Amounts

Relative amounts of Amino Acids

2-HG ***

1.25+
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24 0.75- 24
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0.251

0.00+

Ser **

1.2

0.91

0.6 1

0.3+

0.01
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Isotopologue distribution of Amino Acids

2-HG
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Met Phe Pro
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751 754 751
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25 - 25 - 25
O ) T b T T f— T f 0 ) O L T T T T — T — T
MO M1 M2 M3 M4 M5 MO M1 M2 M3 M4 M5
* *% *k%k *%k% *k%k *
Trp Val
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01 0 01

Isotopologue
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2-HG Ala *** Arg Asn *** Asp ***
Gln *** Glu *** Gly *** His Leu/lle
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Relative amounts of Fatty Acids intermediates

Ac—carnitine ***

Ac—choline ***

CDP-choline ***

CDP-EtA **

1.51

1.01

0.51

0.01

Choline ***

Glycerol-3—P ***

Glycerol *

P—-Choline ***
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o
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=
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2.01

1.51

1.01

0.5+

0.01

e

P—EtA ***

Palmitate ***

2.5

2.0+

1.51

1.0

0.51

0.0+

Conditions
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Isotopologue distribution of Fatty Acids intermediates

Ac—carnitine Ac—choline CDP-choline CDP-EtA
100 1001 100
751
751 75 754
50 1 50 - 50 501
251 254 25 25+
O- —-h - O- — O o Ckhe — — — [ — 0- e EE2T) — — — —
MO M1 M2 M3 M4 M5 M6 M7 M8 M9 MO M1 M2 M3 M4 M5 M6 M7 MOV IM2VI3VIAVISVIaV M VI 1 NI I 18 1.4 MOM1M2M3M4M5M6M7M8MaVI1M11
*%k% *% *%k% *% *% *%k%k * * *
Choline Glycerol Glycerol-3-P P-Choline
100 - 100 100
751 751 754
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MO M1 M2 M3 M4 M5 MO M1 M2 M3 M1 M2 M3 MO M1 M2 M3 M4 M5
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Fractional Contribution to Fatty Acids intermediates
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Ac—carnitine *** Ac—choline CDP-choline CDP-EtA
Choline * Glycerol-3—-P *** Glycerol P-Choline
P—-EtA Palmitate **

Conditions
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Relative amounts of Hexosamine metabolites

GBP-F6P *** Glc *** GICN-6P ***
- 6 3-
- 4 2-
- 2- 1- -
| s I N [ - N -
GlcN ** . GIcNAC-6P *** GIcNAC ***
2.0 2.0
- 1.5+ 1.54
1.0+ 1.0-
’ 0.0 0.0
GlucA ** UDP-GICcNAC ***
2-
i 01 -

Conditions
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Isotopologue distribution of Hexosamine metabolites

G6P-F6P
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50+
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MO ML M2 M3 M4 M5 M6
*%k%k *% *kk *% *% *kk

GIcN-6P
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50+

25

O- —
MO ML M2 M3 M4 M5 M6

GlucA
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O-
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M3 M4 M5 M6
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GIcNAc

100 1
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Isotopologue
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M5 M6
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100 1
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754

50
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100 -
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Fractional Contribution to Hexosamine metabolites

GOoP-FoP *** Glc *** GIcN-6P
o e mmm T -
GIcN *** GIcNAc-6P GIcNAc *

GlucA

UDP-GICcNAC ***
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Relative Amounts
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Relative amounts of Adenosine derivatives

A FFE Adenine **
1.0
— ) i
1 : : 0.01 : : :
ATP *** dA **
12-
8-
4-
| I .| - ﬁ
Hypoxanthine *** IMP ***
1.2
0.8-
- - - .
1 : : 0.0 : : :

Xanthine ***

1.5+

1.0

0.5+

0.0+

ADP ***

dAMP

Inosine ***

1.51

1.01

0.5+

0.01

1.251

1.00 1

0.75+

0.50 1

0.257

0.00+

1.00 1

0.75+

0.50 1

0.257

0.001

AMP **

dATP ***

Uric Acid ***

Conditions
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Isotopologue distribution of Adenosine derivatives

A

100 1
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ATP
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Hypoxanthine
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MO M1 M2
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Xanthine
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75+
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MO M1 M2

M4
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Adenine
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754
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251

O-
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M1

M2 M3 M4

M5

dA

100 -

754

50+
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O-

MO M1 M2 M3 M4 M5 M6 M7 M8 MOV 10

IMP
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MO M1
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ADP AMP
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O- T f‘l T T T I_ T I_ I— I— 0- T T *f_l _I _I_—I _I_—I I_
MO M1 M2 M3 M4 M5 M6 M7 M8 MAOM 10 MO M1 M2 M3 M4 M5 M6 M7 M8 MAOM10
*%k%k * *% * *kk * *%k% * *%k%k k%% *%k%k *% kkk kkk kkk *%
dAMP dATP
100 100+
754 754
501 504
25 - 25+
o = T = = o= - -- - =
MO M1 M2 M3 M4 M5 M6 M7 M8 MAOM 10 MO M1 M2 M3 M4 M5 M6 M7 M8 MOM10
*%k%k *%k%k )%k k%% *kk *%k%
Inosine Uric Acid
100 100+
754 754
501 50 -
25 - 25+
o{EEd_ —| oA — —

MO M1 M2 M3 M4 M5 M6 M7 M8 MOM10

*kk kkk kkk kkk
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Fractional Contribution to Adenosine derivatives

A~ Adenine ADP *** AMP ***
ATP *** dA dAMP dATP ***
Hypoxanthine *** IMP ** Inosine *** Uric Acid
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o
1

Xanthine
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Isotopologue distribution of Cytidine derivatives
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Isotopologue distribution of Guanine derivatives
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Fractional Contribution to Guanine derivatives
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Isotopologue distribution of Uracil derivatives

du

100 -

754

50 1

25+

MO ML M2 M3 M4 M5 M6 M7 M8 M9

*k%k *kk *k%k *k%k *k%k *k%k

UMP

75+

501

25+

—in.. Cm e e

MO M1 M2 M3 M4 M5 M6 M7 M8 M9

*k*k *k*k *k*k *k*k *k*k * *k%

80 1

60 1

40

201

MO ML M2 M3 M4 M5 M6 M7 M8 M9

*% *kk *k%k *k%k

Uracil

100 1

754

501

251

M3

*k*k

M2

*k*k

M1

*k%k

Isotopologue

MO

*k%k

M4

UDP
100-
751
50-
25 -
0- -hm ﬁL = — —_—— —_—
MO ML M2 M3 M4 M5 M6 M7 M8 M9
*%k% *%k%k *%k% *%k% *%k% *% *%k%k *%
UTP
100+
751
50-
25-
0- - B e e e e e e e e e
MO M1 M2 M3 M4 M5 M6 M7 M8 M9
* *% *% *% *kk

Conditions
10180pap
10300pap
1030Htum1



% Fractional Contribution

Fractional Contribution to Uracil derivatives
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Relative amounts of CoA metabolism
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Fractional Contribution to CoA metabolism
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