Table 7: H. sapiens Recon 1 metabolites. Alphabetized list of compartment-specific
metabolites. Metabolite formula and charge were determined based on ionization state at pH
7.2 (see text for details).



Abbreviation bolite Name Formula Charge Compartment
10fthf 10 10-Formyl-THF C20H21N707 -2 Cytosol
10fthf 10-Formyltetrahydrofolate 10-Formyl-THF C20H21N707 -2
10fthf 10 10-Formyl-THF C20H21N707 -2 Lysosome
10fthf 10-Formyltetrahydrofolate 10-Formyl-THF C20H21N707 -2 i i
10fthf5glu 10-formyltetrahydrofolate-[Glu](5) C40H45N11019 6 Cytosol
10fthf5glu 10-formyltetrahydrofolate-[Glu](5) C40H45N11019 -6
10fthf5glu 10-formyltetrahydrofolate-[Glu](5) C40H45N11019 -6 Lysosome
10fthf5glu 10-formyltetrahydrofolate-[Glu](5) C40H45N11019 -6 i i
10fthf6glu 10-formyltetrahydrofolate-[Glu](6) C45H51N12022 -7 Cytosol
10fthféglu 10-formyltetrahydrofolate-[Glu](6) C45H51N12022 -7
10fthf6glu 10-formyltetrahydrofolate-[Glu](6) C45H51N12022 -7 Lysosome
10fthféglu 10-formyltetrahydrofolate-[Glu](6) C45H51N12022 -7 i i
10fthf7glu 10-formyltetrahydrofolate-[Glu](7) C50H57N13025 -8 Cytosol
10fthf7glu 10-formyltetrahydrofolate-[Glu](7) C50H57N13025 -8
10fthf7glu 10-formyltetrahydrofolate-[Glu](7) C50H57N13025 -8 Lysosome
10fthf7glu 10-formyltetrahydrofolate-[Glu](7) C50H57N13025 -8 i i
11-cis-retfa fatty acid 11-cis-retinol C20H290FULLR2CO 0 Cytosol
11-cis-retfa fatty acid 11-cis-retinol C20H290FULLR2CO 0
11docrtsl 11-Deoxycortisol 11-Deoxycortisol C21H3004 0 Cytosol
11docrtsl 11-Deoxycortisol 11-Deoxycortisol C21H3004 0 i
11docrtsl 11-Ds isol 11-Deoxycortisol C21H3004 0
11docrtstrn 11-Deoxycorticosterone ;lz('): dione, Cortexone, bél(fg;ox y!c (: rl’i‘co:mrone C21H3003 0

Cytosol
11docrtstrn 11-Deoxycorticosterone ;lz('): dione, Cortexone, bél(fg;ox y!c (: rl’i‘co:mrone C21H3003 0 A )
Mitochondria
11docrtstrn 11-Deoxycorticosterone ;lz('): dione, Cortexone, bél(fg;ox y!c (: rl’i‘co:mrone C21H3003 0
12harachd 12 hydroxy arachidonic acid C20H3103 -1 Reticul
(5Z,8Z,10E,1427)-(12S)-12-Hydroperoxyicosa-
5,8,10,14-tetraenoic acid, 12-HPETE, 12-
2HPET 12y 581014 topronetrtcienot i 12 c20Hs104 B
Hydroperoxyicosatetraenoate, 12-
Hydroperoxyicosatetraenoic acid
Cytosol
12ppd-R (R)-Propane-1,2-diol gfg:afe'zi';pa"e“'”" (R)-Propylene glycol, D-1.2- | gy g5 o yrosol
12ppd-S (5)-Propane-1,2-diol Sl:a';:;zfa"e““’" (S)-Propytene glycol, L-3.2- |35 o yrosol
(5Z,8Z,10E,147)-(12R)-12-Hydroperoxyicosa-
5,8,10,14-tetraenoic acid, 12-HPETE, 12-
12RHPET 12R-Hydroperoxyeicosatetraenoate Hydroperoxyeicosatetraenoic acid, 12- C20H3104 -1
Hydroperoxyicosatetraenoate, 12-
Hydroperoxyicosatetraenoic acid
Cytosol
13-cis-oretn C20H2703 -1 Cytosol
13-cis-oretn 13-cis-oxo-retinoic acid C20H2703 -1 Nucleus
13-cis-retn 13-cis-retinoate C20H2702 -1 Cytosol
13-cis-retn 13-cis-retinoate C20H2702 -1 Nucleus
13-cis-retn 13-cis-retinoate C20H2702 -1
13-cis-retnglc 13-cis-retinoy! glucuronide C26H3508 -1 Cytosol
13-cis-retnglc 13-cis-retinoyl glucuronide C26H3508 -1 Extracellular
13-cis-retnglc 13-cis-retinoyl glucuronide C26H3508 -1 ic Reticuli
13dampp 1,3-Diaminopropane #.:?—Pmpanedla_mlqe‘ Propane-1,3-diamine, C3H12N2 2 Cytosol
(R)-2-Hydroxy-3-(phosphonooxy)-1-
13dpg 3-Phospho-D-glyceroyl phosphate g::f‘p?;lg}::f;c:’r';re?;?;ﬁg:‘;fo?; Z?;g;::;'d‘ icamHaotorz -4
phosphate
Cytosol
(5Z,8Z,11Z,13E)-(15S)-15-Hydrop
5,8,11,13-tetraenoate, 15-HPETE, 15-
15HPET 15-Hydroperoxyeicosatetraenoic acid :z:;gszzz:222::2::222?;2;:: 15. C20H3104 -1
Hydroperoxyicosatetraenoate, 15-
Hydroperoxyicosatetraenoic acid
Cytosol
17ahprgnlone 17alpha- 17alpha-Hydroxyp C21H3203 0 Cytosol
17ahprgnlone 17alpha-Hydroxypregnenolone 17alpha-Hydroxypregnenolone C21H3203 0 Reticul
17alpha-Hydroxy-4-pregnene-3,20-dione, 17alpha-
17ahprgstrn 17alpha-Hydroxyprogesterone :5::23::;2%2:;?;?12? ;Z:glﬁ'-]j:ene-z‘zo- dione.17/C21H3003 0
ol Cytosol
17alpha-Hydroxy-4-pregnene-3,20-dione, 17alpha-
17ahprgstrn 17alpha-Hydroxyprogesterone :5::23::;2%2:;?;?12? ;Z:glﬁ'-]j:ene-z‘zo- dione.17|C21H3003 0
ol Reticul
18harachd 18 hydroxy idonic acid C20H3103 -1
1a2425thvitd2 1-alpha,24R, 25-Trihydroxyvitamin D2 C28H4404 0
1a2425thvitd3 1-alpha,24R, 25-Trihydroxyvitamin D3 C27H4404 0 Mitochondria
1a25dhvitd2 1-alpha,25-Dihydroxyvitamin D2 C28H4403 0 I i
1a25dhvitd3 1-alpha,25-Dihydroxyvitamin D3 Calcitriol;, Rocaltrol (TN) C27H4403 0 Mitochondria
1glyc_hs 1 acyl phosphoglycerol gtycerol "hg"lili::el glycerolipid, phoso glycerol, | e\ 1+ 317pF 11 | RCO2 1
1mncam 1-MethyInicotinamide C7HIN20 1 Cytosol
1mncam 1 icotinami C7HIN20 1 Extracellul
1mpyr 1-Methylpyrrolinium 1-Methylpyrrolinium C5H10N 1 Cytosol




Abbreviation Name Formula Charge Compartment
1p2cbx| 1-Pyrroline-2-carboxylate 1-Pyrroline-2-carboxylic acid C5H6NO2 -1
1p3h5c L-1-Pyrroline-3-hydroxy-5-carboxylate 3-Hydroxy-L-1-pyrroline-5-carboxylate C5HB6NO3 -1
1pipdn2c deltal-Piperideine-2-carboxylate C6HINO2 0
(S)-1-Pyrroline-5 1-Pyrroline-5
1pyrsc 1-Pyrroline-5-carboxylate N acid, L-1-Pyrroline.5 4 N C5HBNO2 -1
! 7 Cytosol
(S)-1-Pyrroline-5 1-Pyrroline-5
1pyrsc 1-Pyrroline-5-carboxylate A N 4 N C5HBNO2 -1
acid, L-1-Pyrroline-5 § .
Mitochondria
20ahchsterol 20alpha-hydroxy cholesterol C27H4602 0 I i
23doguin 2,3-Dioxo-L-gulonate 2:3—dlketo—gulon|c acid, 2,3-diketogulonate, DKG, C6H707 1
Cytosol
23dpg 2,3-Disphospho-D-glycerate 2,3-Bisphospho-D-glycerate, 3-Phospho-D-glycerof C3H3010p2 5
D ester, DPG
Cytosol
2425dhvitd2 24R,25-Dihyoxyvitamin D2 C28H4403 0 Cytosol
2425dhvitd2 24R,25-Dihyoxyvitamin D2 C28H4403 0
2425dhvitd2 24R,25-Dihyoxyvitamin D2 C28H4403 0
2425dhvitd3 24R,25-Dihydroxyvitamin D3 C27H4403 0 Cytosol
2425dhvitd3 24R,25-Dihydroxyvitamin D3 C27H4403 0 Extracellular
2425dhvitd3 24R,25-Dihydroxyvitamin D3 C27H4403 0 I i
2anph 2,4 dihydroxy nitrophenol 2 hydroxy 4 nitrophenol, 2 hydroxy, 4 hydroxy nitr C6HENO4 o
benzene Cytosol
24nph 2,4 dihydroxy nitrophenol 2 hydroxy 4 nitrophenol, 2 hydroxy. 4 Rydoxy it og 54 o
benzene
1-(5" i 4-(N
( (
. N 1-(5'-Phosphoribosyl)-5-amino-4-|
25aics E:::bi;{:nﬁr:’:]’lzclcizg hospho (N-succinocarboxamide)-imidazole, 5'- C13H15N4012P -4
Phosphoribosyl-4-(N-succinocarboxamide)-5-
aminoimidazole
Cytosol
25hvitd2 25-Hydroxyvitamin D2 C28H4402 0 Cytosol
25hvitd2 25-Hydroxyvitamin D2 C28H4402 0
25hvitd2 25-Hydroxyvitamin D2 C28H4402 0 Mitochondria
N P Calcidiol;, Calcifediol anhydrous;, Calcifediol;,
25hvitd3 25-Hydroxyvitamin D3 Calderol (TN) C27H4402 0 Cytosol
N P Calcidiol;, Calcifediol anhydrous;, Calcifediol;,
25hvitd3 25-Hydroxyvitamin D3 Calderol (TN) C27H4402 0 Extracellular
N R Calcidiol;, Calcifediol anhydrous;, Calcifediol;,
25hvitd3 25-Hydroxyvitamin D3 Calderol (TN) C27H4402 0 Mitochondria
2amac 2-Aminoacrylate Dehydroalanine C3H5NO2 0 Cytosol
2ameph ( i 2 i h Ciliatine C2H7NO3P -1 Cytosol
2aobut L-2-Amino-3-oxobutanoate L-2-Amino-acetoacetate C4H7NO3 0 i
2c23dh56dhoxin 2-Carboxy-2,3-dihydro-5,6-dihydroxyindole > Carboxy 2.8 dihydro-S6-dihydroxyindole, | copignog -1 ool
2coum cis-2-Hydroxy cinnamate 2-Coumarinate C9H703 -1 Cytosol
2dp6mep 2-Decaprenyl-6-methoxyphenol C57H8802 0 I
2-D | thoxy-1,4 C57H8603 0 Mitochondri
D 1-3-methy! 1.4
2dp6mobg_me 2- yl-6-methoxy-1, C58H8803 0 Mitochondria
2D 1-3-methyl-5-hydroxy-6-methoxy-1,4-
2dpmhobg i C58H8804 0 Mitochondri
2drlp 2-Deoxy-D-ribose 1-phosphate Deoxy-ribose 1-phosphate C5H907P -2 Cytosol
2dr5p 2-Deoxy-D-ribose 5-phosphate C5H907P -2 Cytosol
2hb 2-Hydroxybutyrate 2-Hydroxybutyric acid C4H703 -1 Cytosol
2hb 2-Hydroxybutyrate 2-Hydroxybutyric acid C4H703 -1 Extracellular
2hyoxplac 2-Hydroxyphenylacetate 2-Hydroxyphenylacetate C8H703 -1 Cytosol
2-0x0-4 i 4 i0-2-
2kmb 2-keto-4-methylthiobutyrate C5H703s -1 Cytosol
2maacoa 2-Methyl-3-acetoacetyl-CoA 2-Methylacetoacetyl-CoA C26H38N7018P3S -4 Mitochondria
® vl 1-CoA, 2-Methylb "
2mb2coa trans-2-Methylbut-2-enoyl-CoA CoA, Tiglyl-CoA, methylcrotonoyl-CoA, C26H38N7017P3S -4
thylcrotonyl-CoA, tigloyl-CoA " N
methylerotonyl-CoA, tigloyl-Co Mitochondria
2mbcoa 2-Methylbutanoyl-CoA 2-Methylbutyryl-CoA C26H40N7017P3S -4 I i
o . (2)-But-2-ene-1,2,3-tricarboxylate, cis-2- P
2mcacn cis-2-Methylaconitate Methylaconitate C7H506 3 Cytosol
2mcit 2-Methylcitrate C7H707 -3 Cytosol
2mcit 2-Methylcitrate C7H707 -3
mop 2-Methyl-3-oxopropanoate (S)-methylmalonate semialdehyde, S—Ox_u—z— C4H503 1
2mp2coa 2-Methylprop-2-enoyl-CoA Methacrylyl-CoA, Methylacrylyl-CoA C25H36N7017P3S -4 Mitochondria
2-Ketobutyric acid, 2-Oxobutanoic acid, 2-
2obut 2-Oxobutanoate Oxobutyrate, 2-Oxobutyric acid, alpha-Ketobutyrats+20° L
Cytosol
20x0adp 2-Oxoadipate 2-Oxoadipic acid C6HB05 -2 Cytosol
20x0adp 2-Oxoadipate 2-Oxoadipic acid C6H605 -2 Mitochondria
2pg D-Glycerate 2-phosphate 2-Phospho-D-glycerate, 2-phosphoglyceric acid ~ C3H407P -3 Cytosol
X ). lic aci lic aci E
2pglyc 2-Phosphoglycolate acid, pl acid C2H206P 3 Cytosol
34dhcinm 3,4-Dihydroxy-trans-cinnama trans-Caffeate C9H704 -1 Cytosol
34dhmald 3,4-Di d C8H804 0 Cytosol
34dhoxmand 3,4-Dihydroxymandelate C8H705 -1 Cytosol
34dhoxpeg 3,4-Dihydroxyphenylethyleneglycol 3,4-Dihydroxyphenylethyleneglycol C8H1004 0 Cytosol
34dhoxpeg 3,4-Dihydroxyphenylethyleneglycol 3,4-Dihydroxyphenylethyleneglycol C8H1004 0
34dhpac 3,4-Dihydroxyphenylacetaldehyde 3.4-Dinydroxyphenylacetaldehyde, Cc8Hg03 o

Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
3,4-Dil P acetate, 3,4-Dil
34dhpha 3,4-Dihydroxyphenylacetate acetic acid, 3,4-Dihydroxyphenylacetic acid, C8H704 -1
Homoprotocatechuate
Cytosol
3-Hydroxy-L-tyrosine, Dihydroxy-L-phenylalaning
34dhphe 3,4-Dihydroxy-L-phenylalanine Hydroxy-L-tyrosine, L-Dopa, L-beta-(3,4- C9H11INO4 0
Dihydroxyphenyl)alanine, Levodopa
ihydroxyphenylalanit vodop: Cytosol
3-Hydroxy-L-tyrosine, Dihydroxy-L-phenylalaning
34dhphe 3,4-Dihydroxy-L-phenylalanine Hydroxy-L-tyrosine, L-Dopa, L-beta-(3,4- C9H11INO4 0
Dihydroxyphenyl)alanine, Levodopa
34hpl 3-(4-Hydroxyphenyl)lactate 4-+ p-t C9H904 -1
o 4-Hydroxyphenylpyruvate, p- B
34hpp 3-(4-Hydroxyphenyl)pyruvate Hydroxyphenylpyruvic acid C9H704 1 Cytosol
o 4-Hydroxyphenylpyruvate, p- B
34hpp 3-(4-Hydroxyphenyl)pyruvate Hydroxyphenylpyruvic acid C9H704 1
- " Cyclic GMP, Guanosine 3'5-cyclic »
35cgmp 35-Cyclic GMP monophosphate, Guanosine 3',5"-cyclic phosphate CLOHLINSO7P 1
Cytosol
- " Cyclic GMP, Guanosine 3'5-cyclic »
35cgmp 35-Cyclic GMP monophosphate, Guanosine 3',5"-cyclic phosphate CLOHLINSO7P 1
- " Cyclic GMP, Guanosine 3'5-cyclic »
35cgmp 35-Cyclic GMP monophosphate, Guanosine 3',5"-cyclic phosphate CLOHLINSO7P : n
Golgi Apparatus
. " Cyclic GMP, Guanosine 3'5-cyclic B
35cgmp Cyclic GMP monophosphate, Guanosine 3',5'-cyclic phosphate CLOHLINSO7P 1
Nucleus
35diotyr 3,5-Diiodo-L-tyrosine 3,5-Diiodotyrosine, L-Diiodotyrosine C9HII2NO3 0 Cytosol
( i 3
()
3aib L-3-Amino-isobutanoate isobutyrate, L-3-Amino-isobutyrate, b- C4HINO2 0
inoi Cytosol
() i 3
3aib L-3-Amino-isobutanoate isobutyrate, L-3-Amino-isobutyrate, b- C4HINO2 0
inoi Extracellul
(S) i 3
3aib L-3-Amino-isobutanoate isobutyrate, L-3-Amino-isobutyrate, b- C4HINO2 0
inoi Mitochondri:
3aib-D D-3-Amino-isobutanoate D-3-Amino-isobutanoate C4HINO2 0 Cytosol
3aib-D D- D. C4HINO2 0 Extracellul
3aib-D D-3-Amino-isobutanoate D-3-Amino-isobutanoate C4HINO2 0 i i
3'-Adenosine monophosphate, 3'-Adenylic acid,
3amp 3-AMP AMP 3'-phosphate, Adenosine 3'-phosphate, C10H12NSO7P -2
Adenosine-3'-monophosphate
Lysosome
3dhguln 3-Dehydro-L-gulonate 3-keto-L-gulonate C6H907 -1 Cytosol
3dpdhb 3-Decaprenyl-4,5-dihdydroxybenzoate C57H8504 -1 I
3dpdhb_me 3-D |-4-hydroxy-5 C58H8704 -1 Mitochondria
3dphb 3-Decaprenyl-4-hydroxybenzoate C57H8503 -1 i i
3dsphgn 3-D ingani 3-Dehydro-D C18H38NO2 1 Cytosol
3-Hydroxy-2,6-dimethyl-5-methylene-heptanoyl-CoA C31H48N7018P3S -4 Mitochondria
3-Hydroxy-2,6-dimethyl-5-methylene-heptanoyl-CoA C31H48N7018P3S -4
3hanthrn 3-Hydroxyanthranilate 3-Hydroxyanthranilic acid C7H7NO3 0 Cytosol
3hbcoa (S)-3-Hydroxybutanoyl-CoA (S)-3-Hydroxybutyryl-CoA C25H38N7018P3S -4 Mitochondria
3hbcoa (S)-3-Hydroxybutanoyl-CoA (S)-3-Hydroxybutyryl-CoA C25H38N7018P3S -4 Peroxisome
3hbcoa-R (R)-3-Hydroxybutanoyl-CoA (3R)-3-Hydroxybutanoyl-CoA C25H38N7018P3S -4 Mitochondria
3hibutcoa (S)-3-Hydroxyisobutyryl-CoA C25H38N7018P3S -4 I i
3hmbcoa (S)-3-Hydroxy-2-methylbutyryl-CoA (2S,3S)-3-Hydroxy-2-methylbutanoyl-CoA C26H40N7018P3S -4
3hm 3-Hydroxy-2-methylpropanoate © i 3 i Scanros -1
P ydroxy: Viprop: Hydroxyisobutyric acid
3-Hydroxyisobutyryl coemzyme A, 3-
) ' i 1-CoA, 3-+ prop
3hpcoa 3-Hydroxypropionyl-CoA coemzymeA, 3-Hydroxypropanoyl-CoA, 3- C24H36N7018P3S -4
Hydroxypropionyl coemzyme A
lydroxypropiony! Y| Cytosol
3-Hydroxyisobutyryl coemzyme A, 3-
) ' i 1-CoA, 3-+ prop
3hpcoa 3-Hydroxypropionyl-CoA coemzymeA, 3-Hydroxypropanoyl-CoA, 3- C24H36N7018P3S -4
Hydroxypropionyl coemzyme A
3-Hydroxyisobutyryl coemzyme A, 3-
) ' i 1-CoA, 3-+ prop
3hpcoa 3-Hydroxypropionyl-CoA coemzymeA, 3-Hydroxypropanoyl-Co, 3- C24H36N7018P3S -4
Hydroxypropionyl coemzyme A
yeroxypropiony Y Peroxisome
3-+ 3-
; propanoic acid,|
3hpp 3-Hydroxypropanoate 3 3 N 3 C3H503 -1
Hydroxypropionic acid, Hydracrylic acid
Cytosol
3htmelys 3-Hydroxy-N6,N6,N6-trimethyl-L-lysine C9H20N203 0 Cytosol
3htmelys 3-Hydroxy-N6,N6,N6-trimethyl-L-lysine C9H20N203 0 I
3hxkynam 3-Hydroxykynurenamine C9H13N202 1 Cytosol
3ityr-L 3-lodo-L-tyrosine 3-lodo-L-tyrosine C9H10INO3 0 Cytosol
3mahpga 3-Methoxy-4-hy C9H1004 0 Cytosol




Abbreviation bolite Name Formula Charge Compartment
3mb2coa 3-Methylbut-2-enoyl-CoA 3-Methylcrotonoyl-CoA C26H38N7017P3S -4 Mitochondria
3mgcoa 3-Methylglutaconyl-CoA trans-3-Methylglutaconyl-CoA C27H37N7019P3S -5 I i
3mida 3-Methylimidazoleacetic acid L-Methyl-4-imidazoleacetic acid, Tele- C6HTN202 1

acid Cytosol
amida 3-Methylimidazoleacetic acid Lty imiazojencenic acid, Tele CoHN202 -1
3midz 3-Methylimidazole acetaldehyde L-Methylimidazole-4-acetaldehyde, C6HEN20 o
Cytosol
2-Keto-3-methylbutyric acid, 2-Ketovaline, 2-Oxo-
methylbutanoate, 2-Oxoisopentanoate, 2-
3mob 3-Methyl-2-oxobutanoate Oxoisovalerate, 3-Methyl-2-oxobutyric acid, alpha CSHT03 :
Ketovaline
Cytosol
2-Keto-3-methylbutyric acid, 2-Ketovaline, 2-Oxo:
methylbutanoate, 2-Oxoisopentanoate, 2-
3mob 3-Methyl-2-oxobutanoate Oxoisovalerate, 3-Methyl-2-oxobutyric acid, alpha: CSHT03 1
Ketovaline
(R)-2-0x0-3-methylpentanoate, (S)-2-oxo-3-
2 3 alph
3mop (S)-3-Methyl-2-oxopentanoate keto-beta-methylvalerate, alpha-oxo-beta- C6H903 L
methylvalerate, ketoisoleucine
Cytosol
(R)-2-0x0-3-methylpentanoate, (S)-2-oxo-3-
2 3 alph
3mop (S)-3-Methyl-2-oxopentanoate keto-beta-methylvalerate, alpha-oxo-beta- C6H903 L
methylvalerate, ketoisoleucine
3mox4hoxm 3-Meth 4-hy Vanillylmandelic acid C9H905 -1 Cytosol
3mox4hpac 3-Methoxy-4 C9H1003 0 Cytosol
3moxtyr 3-Methoxytyramine C9H14NO2 1 Cytosol
3odcoa 3-Oxodecanoyl-CoA C31H48N7018P3S -4 Peroxisome
3oddcoa 3-0; 0A C33H52N7018P3S -4 i
3ohdcoa 3-Oxohexadecanoyl-CoA C37HB0N7018P3S -4 Peroxisome
3ohodcoa 3-0; 0A C39H64N7018P3S -4 i
3ohxccoa 3-Oxohexacosyl-CoA C47H80N7018P3S -4 Peroxisome
3otdcoa 3-0; 0A C35H56N7018P3S -4 i
3padsel 3" lenylylselenate 3-P ine-5" C10H11N5013P2Se -4 Cytosol
g . 3-Phosphoglycerate, 3-phosphoglyceric acid, D- P
3pg 3-Phospho-D-glycerate Glycerate 3-phosphate C3H407P 3 Cytosol
3-Phosphohydroxypyruvic acid, 3-
3php 3-Phosphohydroxypyruvate 3 C3H207P -3
acid Cytosol
3sala 3-Sulfino-L-alanine 3-Sulfinoalanine, 3-sulphino-L-alanine, L-Cysteind a5 345 2
sulfinic acid, L-Cysteinesulfinic acid
Cytosol
3sala 3-Sulfino-L-alanine 3-Sulfinoalanine, 3-sulphino-L-alanine, L-Cysteind a5 345 2
sulfinic acid, L-Cysteinesulfinic acid
3snpyr 3-Sulfinopyruvate 3-Sulfinopyruvate, 3-Sulfinylpyruvate C3H205S -2 Cytosol
3snpyr 3-Sulfinopyruvate 3-Sulfinopyruvate, 3-Sulfinylpyruvate C3H205S -2 I
3spyr 3-Sulfopyruvate C3H2065 -2 Cytosol
3spyr 3-Sulfopyruvate C3H206S -2 I
3uib 3-Ureidoi C5H9IN203 -1 Cytosol
-(2-Ami 4 E
42A3HP24DB 4-(: 4 C10H8NO5 1 Cytosol
: N 4,4'-dimethyl cholesta-8,14,24-triene-3-beta-ol,
44mctr 4,4-dimethylcholesta-8,14,24-trienol delta-8-14-24-dimethy N C29H460 0 Cytosol
44metr 4.4-dimethylcholesta-8,14,24-trienol 3;:;’“3“3’ | cholesta-8,14,24-triene-3-betavol, | g1 1460 o
- 14D _ 4,4-dimethyl-Salph
44mzym 4,4-dimethylzymosterol Cholesta-8,14,24-trien-3beta-ol C29H480 0
46dhoxquin 4,6-Dihydroxyquinoline Quinoline-4,6-diol C9H7NO2 0 Cytosol
i 4,8-Dihydro; i Quinoline-4,8-diol CIH7NO2 0 Cytosol
4aabutn 4-Acetamidobutanoate C6H10NO3 -1 Cytosol
4aabutn 4 i C6H10NO3 -1 Mitochondri:
(4-Ami idine, 4-Amil ic acid, 4-
4abut 4-Aminobutanoate Aminobutylate, 4-Aminobutyric acid, GABA, C4HINO2 0
gamma-Aminobutyric acid
Cytosol
(4-Ami idine, 4-Amil ic acid, 4-
| 4abut 4-Aminobutanoate Aminobutylate, 4-Aminobutyric acid, GABA, C4HINO2 0
gamma-Aminobutyric acid
Extracellular
(4-Ami idine, 4-Amil ic acid, 4-
4abut 4-Aminobutanoate Aminobutylate, 4-Aminobutyric acid, GABA, C4HINO2 0
gamma-Aminobutyric acid
Lysosome
(4-Ami idine, 4-Amil ic acid, 4-
| 4abut 4-Aminobutanoate Aminobutylate, 4-Aminobutyric acid, GABA, C4HINO2 0
gamma-Aminobutyric acid N N
Mitochondria
4-Aminobutyral 2-ami I
4abutn 4-Aminobutanal C4H10NO 1
[¢f Cytosol
4aphdob 4-(2-Aminophenyl)-2,4-dioxobutanoate C10H8NO4 -1 Cytosol
4fumacac 4-Fumarylacetoacetate 4-Fumar ic acid, Fumar C8HB606 -2 Cytosol
4h20gt 4-Hydroxy-2-oxoglutarate 4-Hydroxy-2-oxoglutaric acid, D-4-Hydroxy-2- g, -2
Cytosol
4h20glt 4-Hydroxy-2-oxoglutarate 4-Hydroxy-2-oxoglutaric acid, D-4-Hydroxy-2- g -2




Abbreviation bolite Name Formula Charge Compartment
4-+ ic acid, + i
4hbz 4-Hydroxybenzoate acid, Hydroxybenzoic acid C7H503 -1
4hbzcoa 4-hydroxybenoyl-CoA C28H36N7018P3S -4 Mitochondria
| 4hdebrisoquine 4 hydroxy debrisoquine C10H14N30 1 Cytosol
andebrisoquine 4 hydroxy i C10H14N30 1 Extracellu
4hglusa L-4-Hydroxyglutamate semialdehyde C5HINO4 0 i i
ahoxpacd 4-Hydroxyp 2-(4-Hydroxyp d C8H802 0 Cytosol
4hphac 4-Hydroxyphenylacetate 4-Hydroxyphenylacetic acid C8H703 -1 Cytosol
4hphac 4-Hydroxyphenylacetate 4-Hydroxyphenylacetic acid C8H703 -1 Extracellular
4hpro-LT trans-4-Hydroxy-L-proline C5HINO3 0 I i
4hpro-LT trans-4-Hydroxy-L-proline C5HINO3 0
4izp 4-Imidazolone-5-propanoate 45-Dihydro-4-0xo-5-imidazolepropanoate, 4- C6H7N203 -1
Imidazolone-5-propionic acid
Cytosol
[4mlacac 4-Maleylacetoacetate C8H606 -2 Cytosol
4mop 4-Methyl 2-Oxoi Iph: C6H903 -1 Cytosol
4mop 4-Methyl-2-oxopentanoate 2-Oxoisocaproate, alpha-ketoisocaproate C6H903 -1 I
4mptnl 4-Methylpentanal 4-Methylpentanal C6H120 0 Mitochondria
[4mtolbutamide 4 hydroxy tolbutamide 4 methyl hydroxy tolbutamide C12H18N204S 0 Cytosol
i 4 hydroxy 4 methyl hydroxy C12H18N204S 0 Extracellul
[4mzym_intl |4-Methylzymosterol intermediate 1 C29H4603 0 ic Reticuli
[4mzym_int2 4 ylzymosterol i iate 2 C28H440 0
N 4-Hydroxynitrobenzene, Niphen, PNP, p-
4nph 4-Nitrophenol Nitrophenol C6H5NO3 0 Cytosol
N 4-Hydroxynitrobenzene, Niphen, PNP, p-
4nph 4-Nitrophenol Nitrophenol CBHSNO3 0 Extracellular
IUPAC Name: 1-nitro-4-sulfooxy-benzene, Sulfuri
4nphsf 4-Nitropheny! sulfate acid 4-nitropl ester, p-Ni C6HANO6S -1
sulfate, p-Nitrophenyl sulfate
Cytosol
IUPAC Name: 1-nitro-4-sulfooxy-benzene, Sulfuri
4nphsf 4-Nitropheny! sulfate acid 4-nitropl ester, p-Ni C6H4ANO6S -1
sulfate, p-Nitrophenyl sulfate
Extracellular
4ppan D-4'-Phosphopantothenate (R)-4'-Phosphopantothenate C9H15NO8P -3 Cytosol
4ppan D-4' (R)-4" C9H15NO8P -3 Mitochondri
4ppeys N-((R)-4-Phosphopantothenoyl)-L-cysteine (R)-4'-Phosphopantothenoyl-L-cysteine C12H20N209PS -3 Cytosol
4pyrdx 4-Pyridoxate 4-Pyridoxic acid C8HINO4 0 Cytosol
4pyrdx 4-Pyridoxate 4-Pyridoxic acid C8HINO4 0
4tmeabut 4-Trimeth, C7H16NO 1 Cytosol
4tmeabut 4-Trimethylammoniobutanal C7H16NO 1 I
4tmeabutn 4-Trimeth, i C7H15NO2 0 Cytosol
56dihindlcrbxIt 5,6-Dihydroxyindole-2-carboxylate C9HBNO4 -1 Cytosol
56dthm 5,6-Dihydrothymine 5,6-Dihydro-5-methyluracil, Dihydrothymine C5H8N202 0 Cytosol
2, 3H)-Pyrimidinedione, 4(1H, 4-
56dura 5,6-dihydrouracil dihydroxypyrimidine, 5, 6-Dihydro-2, C4HBN202 0
Dil ile, k il, dihydro-, di i
Cytosol
2-Ox0-5-amino-pentanoate, 2-Ox0-5-
5a2opntn 5-Amino-2-oxopentanoate aminopentanoate, alpha-Keto-delta- C5HINO3 0
aminopentanoate Peroxisome
17beta-Hydroxy-5alpha-androstan-3-one, 17beta-
Sadtststerone 5alpha-Dihydrotestosterone Hydroxyandrostan-3-one, 5alpha- C19H3002 0
Dihydrotestosterone, Androstanolone
Cytosol
17beta-Hydroxy-5alpha-androstan-3-one, 17beta-
Sadtststerone Salpha-Dihydrotestosterone Hydroxyandrostan-3-one, 5alpha- C19H3002 0
Dihydrotestosterone, Androstanolone
17beta-Hydroxy-5alpha-androstan-3-one, 17beta-
Sadtststerone Salpha-Dihydrotestosterone Hydroxyandrostan-3-one, 5alpha- C19H3002 0
Dihydrotestosterone, Androstanolone -
Saditststeroneglc Salpha-Dihydrotestosterone glucuronide C25H3808 0 Cytosol
Sadtststeroneglc 5alpha-Dihydrotestosterone glucuronide C25H3808 0
Sadtststeroneglc 5Salpha-Dihydrotestosterone glucuronide C25H3808 0
Sadtststerones Salpha-Dihydrotestosterone sulfate C19H2905S -1 Cytosol
Sadtststerones 5Salpha-Dihydrotestosterone sulfate C19H2905S -1 Extracellular
15" i 4-carboxy-5
15" i 5-amino-4 imidazol
1-(5"-Phosphoribosyl)-5-amino-4-
5aizc 5-amino-1-(5-phospho-D-ribosyl)imi imi late, 1-(5-Phospho-D-ribosyl)-5- [COH11N3O9P -3
4-imi late, 5*-Phosphorib -
boxy-5-aminoimi 5. i 5
amino-4-imidazolecarboxylate
Cytosol
- Amino-4- 5-Amino-4 ic acid. 5-Aminolevuli
5aop 5-Amino-4-oxopentanoate acid, C5HINO3 0 Cytosol
- Amino-4- 5-Amino-4 ic acid. 5-Aminolevuli
5aop 5-Amino-4-oxopentanoate acid, C5HINO3 0 Mitochondria
Sdhf folate (DHF) C39H43N11018 -6 Cytosol
5dhf folate (DHF) C39H43N11018 -6 Extracellul
5dhf folate (DHF) C39H43N11018 -6 Lysosome
5dhf folate (DHF) C39H43N11018 -6 Mitochondri;
Sdpmev (R)-5-Diphosphomevalonate C6H10010P2 -4 Peroxisome
Sforthf 5 imi drofol C20H22N806 -2 Cytosol
Sithf 5-Formyltetrahydrofolate Folinic acid, L(-)-5-Formyl-5,6,78-tetrahydrofolic| . 1 757 2
acid Cytosol




oxobutyroyl-CoA, Acetoacetyl coenzyme A

Abbreviation Name Formula Charge Compartment
Sfinf 5-Formyltetrahydrofolate :c"i";“'c acid, L()-5-Formyl-5,6,7,8-tetrahydrofolic| ., 1o 707 2
2-Ox0-5-guanidino-pentanoate, 2-Ox0-5-
5g2oxpt 5-Guanidino-2-oxopentanoate idil 5 idino-2- C6H11N303 0
pentanoate Peroxisome
5 hydroxy ol C17H19N304S 0 Cytosol
Shomeprazole 5 hydroxy omeprazole C17H19N304S 0
i 5-Hyd i C10HINO2 0 Cytosol
Shoxindact 5-Hydroxyindoleacetaldehyde C10HINO2 0 I
i 5-Hyd i C10H8NO3 -1 Cytosol
Shoxindoa 5-Hydroxyindoleacetate C10H8NO3 -1 I
Shoxnfkyn 5-Hydroxy-N-formylkynurenine C11H12N205 0 Cytosol
(6E,8Z,11Z,14Z)-(5S)-5-+
SHPET 5-Hydrop 6-tr 8,11,14 6,8,11,14 5-HPETE, 5-F 61C20H3104 -1
trans-8,11,14-cis-eicosatetraenoate
Cytosol
Shtrp 5-Hydroxy-L-tryptophan 5-HTP C11H12N203 0 Cytosol
Shirp 5-Hydroxy-L-tryptophan 5-HTP C11H12N203 0 Extracellular
Shxkyn 5-Hydroxykynurenine C10H12N204 0 Cytosol
Shxkynam 5-Hydroxykynurenamine C9H13N202 1 Cytosol
. . 5-Methylthio-D-ribose 1-phosphate, S5-Methyl-5-
5 Ithio-5-d y 1-phosphat E
5mdrlp y-D-ribose 1-phospl h -ribose 1-phosphate C6H1107PS 2 Cytosol
5mdrulp 5-Methylthio-5-deoxy-D-ribulose 1-phosphate C6H1107PS -2 Cytosol
Smoxact 5 thoxyi C11H10NO3 -1 Cytosol
5'-Deoxy-5'-(methylthio)adenosine, 5'-
5mta 5-Methylthioadenosine i ine, 5'-S- i C11H15N503S 0
Methylthioadenosine
Cytosol
Smth 5-Methyltetrahydrofolate g'g";'by"5-3-7;‘*"5'fahy‘1:g'°'a‘j- NS-methyl- | cooriaanzos 1
B ! 7 Cytosol
sminf 5-Methyltetrahydrofolate > ey 8,67 S evanydofolate NS ety caomaanzos 1
B ! g Extracellular
Soxpro 5-Oxoproline 5-Oxoproline, 5-Fyrrc||d0n?-2-c.arb0xyl|c acid, C5HENO3 1
Pyroglutamate, Pyroglutamic acid
Cytosol
-5- (R)-5 loonic acid, (R) lonic aci i
Spmev (R)-5-Phosphomevalonate 5-phosphate C6H1007P 3
Sthf folate (THF) C39H45N11018 -6 Cytosol
Sthf folate (THF) C39H45N11018 -6 Extracellul
5thf folate (THF) C39H45N11018 -6 Lysosome
Sthf folate (THF) C39H45N11018 -6 Mitochondri;
6a2ohxnt 6-Amino-2-oxohexanoate 2-Ox0-6-aminocaproate C6H11INO3 0 Peroxisome
6dhf folate (DHF) C44H49N12021 -7 Cytosol
6dhf haxglutamy! folate (DHF) C44H49N12021 -7
6dhf folate (DHF) C44H49N12021 -7 Lysosome
6dhf haxglutamy! folate (DHF) C44H49N12021 -7 i i
6-Hyd i C13H16N203 0 Cytosol
6Bhtststerone 6 beta hydroxy testosterone C19H2803 0 Cytosol
6Ghtststerone 6 beta hydroxy testosterone C19H2803 0 Extracellular
6Bhtststerone 6 beta hydroxy testosterone C19H2803 0 ic Reticuli
6pgc 6-Phospho-D-gluconate 6-phosphogluconic acid, D-gluconate 6-phosphate | C6H10010P -3 Cytosol
6pgc 6-Phospho-D-gluconate 6-phosphogluconic acid, D-gluconate 6-phosphate | C6H10010P -3 et
6pgl 6-phospho-D-glucono-1,5-lactone D-Glucono-1,5-lactone 6-phosphate C6H909P -2 Cytosol
6pgl 6-phospho-D-glucono-1,5-lactone D-Glucono-1,5-lactone 6-phosphate C6H909P -2 Reticul
g ¥ g . 6-Pyruvoyl-tetrahydropterin, 6-
6pthp 6-Pyruvoyl-5,6,7,8-tetrahydropterin Pyruvoyltetrahydropterin C9H11IN503 0 Cytosol
g ¥ g . 6-Pyruvoyl-tetrahydropterin, 6-
6pthp 6-Pyruvoyl-5,6,7,8-tetrahydropterin Pyruvoyltetrahydropterin C9H11IN503 0 Nucleus
6thf folate (THF) C44H51N12021 -7 Cytosol
6thf hexaglutamyl folate (THF) C44H51N12021 -7
6thf folate (THF) C44H51N12021 -7 Lysosome
6thf hexaglutamyl folate (THF) C44H51N12021 -7 I i
7dhchsterol 7-Dehydrocholesterol 7-dien-3beta-ol, Cholesta-5, Provitamin D3 C27H440 0 Cytosol
7dhchsterol 7-Dehydrocholesterol 7-dien-3beta-ol, Cholesta-5, Provitamin D3 C27H440 0 et
7dhf folate (DHF) C49H55N13024 -8 Cytosol
7dhf heptaglutamy! folate (DHF) C49H55N13024 -8
7dhf folate (DHF) C49H55N13024 -8 Lysosome
7dhf heptaglutamy! folate (DHF) C49H55N13024 -8 I i
7thf folate (THF) C49H57N13024 -8 Cytosol
Tthf heptaglutamy! folate (THF) C49H57N13024 -8
7thf folate (THF) C49H57N13024 -8 Lysosome
Tthf heptaglutamy! folate (THF) C49H57N13024 -8 I i
9-cis-retfa fatty acid 9-cis-retinol C20H290FULLR2CO 0 Cytosol
9-cis-retfa fatty acid 9-cis-retinol C20H290FULLR2CO 0
3-acetoacetyl-CoA, 3-ketobutanoyl-CoA, 3-
aacoa | Acetoacetyl-CoA CoA, 3 0A, 3- C25H36N7018P3S -4
oxobutyroyl-CoA, Acetoacetyl coenzyme A
obutyroy it fid Cytosol
3-acetoacetyl-CoA, 3-ketobutanoyl-CoA, 3-
aacoa | Acetoacetyl-CoA ketobutyroyl-CoA, 3-oxobutanoyl-CoA, 3- C25H36N7018P3S -4




Abbreviation bolite Name Formula Charge Compartment
3-acetoacetyl-CoA, 3-ketobutanoyl-CoA, 3-
aacoa | Acetoacetyl-CoA ketobutyroyl-CoA, 3-oxobutanoyl-CoA, 3- C25H36N7018P3S -4
oxobutyroyl-CoA, Acetoacetyl coenzyme A .
Peroxisome
aact 1-Amino-2-propanone C3HBNO 1 Cytosol
aact |Aminoacetone 1-Amino-2-propanone C3HBNO 1 I
abt L-Arabinitol L-Arabinol, L-Arabitol, L-Lyxitol C5H1205 0 Cytosol
abt L-Arabinitol L-Arabinol, L-Arabitol, L-Lyxitol C5H1205 0
2 Acetate Acetic acid, Ethar_wlc _amd, _Ethyllc a_cld, _ C2H302 1
Methanecarboxylic acid, Vinegar acid, vinegar
Cytosol
Acetic acid, Ethanoic acid, Ethylic acid,
ac Acetate Methanecarboxylic acid, Vinegar acid, vinegar C2H302 B
ac Acetate Acetic acid, Ethar_wlc _amd, _Ethyllc a_cld, ) C2H302 1
Methanecarboxylic acid, Vinegar acid, vinegar .
Golgi Apparatus
Acetic acid, Ethanoic acid, Ethylic acid,
ac Acetate Methanecarboxylic acid, Vinegar acid, vinegar C2H302 L
3-Oxobutanoic acid, Acetoacetic acid, beta-
acac |Acetoacetate Ketobutyric acid C4H503 -1 Cytosol
acac Acetoacetate 3—0xohuta_nonc' acid, Acetoacetic acid, beta- C4H503 1
Ketobutyric acid
acac Acetoacetate 3—0xohuta_nonc' acid, Acetoacetic acid, beta- C4H503 1
Ketobutyric acid
acac Acetoacetate 3—0xohuta_nonc' acid, Acetoacetic acid, beta- C4H503 1 )
Ketobutyric acid Peroxisome
acACP Acetyl-ACP C13H23N208PRS -1 Cytosol
Aceteldehyde, Acetic aldehyde, Aldehyde, Aldehy
acald Acetaldenyde C(2), Ethanal, Ethyl aldehyde, acetylaldehyde C2H40 0
Cytosol
Aceteldehyde, Acetic aldehyde, Aldehyde, Aldehy
acald Acetaldehyde C2H40 0
C(2), Ethanal, Ethyl aldehyde, acetylaldehyde Extracellular
o o A A o :
' ke e, v Mitochondria
Aceteldehyde, Acetic aldehyde, Aldehyde, Aldehy
acald Acetaldehyde C(2), Ethanal, Ethyl aldehyde, acetylaldehyde C2H40 0
Aceteldehyde, Acetic aldehyde, Aldehyde, Aldehy
acald Acetaldehyde C(2), Ethanal, Ethyl aldehyde, acetylaldehyde C2H40 0
accoa Acetyl-CoA Acetyl coenzyme A C23H34N7017P3S -4 Cytosol
accoa | Acetyl-CoA Acetyl coenzyme A C23H34N7017P3S -4 Golgi Apparatus
accoa Acetyl-CoA Acetyl coenzyme A C23H34N7017P3S -4 i i
accoa | Acetyl-CoA Acetyl coenzyme A C23H34N7017P3S -4 Nucleus
accoa | Acetyl-CoA Acetyl coenzyme A C23H34N7017P3S -4 Reticul
accoa Acetyl-CoA Acetyl coenzyme A C23H34N7017P3S -4
1-Hydroxy-2-propanone, 2-Ketopropyl alcohol,
acetol Acetol Acetone alcohol, Hydroxyacetone, Methylketol, |C3H602 0
Pyruvic alcohol, Pyruvinalcohol
Cytosol
acetone Acetone 2-Propanone, Dimethyl ketone C3H60 0 Cytosol
acetone Acetone 2-Propanone, Dimethyl ketone C3H60 0 Extracellular
acetone Acetone 2-Propanone, Dimethyl ketone C3H60 0 I i
acg5p N-Acetyl-L-glutamyl 5-phosphate N-Acetyl-L-glutamate 5-phosphate C7HINOSP -3 Mitochondria
acg5sa N-Acetyl-L-glutamate 5 2-Acetamido-5-0x C7H10NO4 -1 i i
ide_hs alpha GalNAc globoside (homo sapiens) GalNAC alpha globoside C52H92N3027FULLRCO o Cytosol
> hs alpha GalNAc globoside (homo sapiens) GalNAc alpha globoside C52H92N3027FULLRCO 0 Golgi Apparatus
 hs alpha GalNAc globoside (homo sapiens) GalNAC alpha globoside C52H92N3027FULLRCO o Lysosome
N 2-Acetamido-2-deoxy-D-galactose, GalNAc, N-
acgal N-Acetyl-D-galactosamine Acetyl-D- N C8H15NO6 0 Cytosol
N 2-Acetamido-2-deoxy-D-galactose, GalNAc, N-
acgal N-Acetyl-D-galactosamine Acetyl-D- N C8H15NO6 0 Golgi Apparatus
" 2-Acetamido-2-deoxy-D-galactose, GalNAc, N-
acgal N-Acetyl-D-galactosamine Acetyl-D- N C8H15NO6 0 Lysosome
acgallp N-Acetyl-D-galactosamine 1-phosphate C8H14NO9P -2 Cytosol
acgalfuc12gall
e hs (Gal)2 (GalNAC)1 (Glc)1 (GIeNAC)1 (LFuc)l (Cer)l C58H102N3031FULLRCO o olgi Apparatus
acgalfucgalacgalfuc12gallda o (Gal)3 (GalNAC)2 (Gle)1 (GIcNAC)1 (LFuc)2
ide.hs Type 1A glycolipid cent C78H135N4045FULLRCO 0 Cytosol
12gall
puctzan 42 1ype 1A glycolipid gg::;i (GaINAC)2 (GIO)L (GIENAQL (LFUC)2 | o701 36n40a5FULLRCO. [0
acgalfucgalacgalfucl2gall4al . (Gal)3 (GalNAc)2 (Glc)1 (GIeNAC)1 (LFuc)2
ide.hs Type 1A glycolipid cent C78H135N4045FULLRCO 0 Golgi Apparatus
(Gal)4 (GaINAc)2 (Gle)1 (GIcNAC)2 (LFuc)2
. Type I1IAb C92H158NSOS5FULLRCO 0
al14acglcgalgluside_hs (Cer)l Cytosol
(Gal)4 (GaINAc)2 (Gle)1 (GIcNAC)2 (LFuc)2
al14acglcgalgluside_hs Type I1IAb (Cenl C92H158NSOS5FULLRCO 0
(Gal)4 (GalNAC)2 (Glc)1 (GIcNAC)2 (LFuc)2
al14acglcgalgluside_hs Type I1IAb (Cenl C92H158NSOS5FULLRCO 0 .
Golgi Apparatus
acgalfucgalacglcgal14acglcgd
glusice hs (Gal)3 (GalNAC)1 (Glc)1 (GIeNAC)2 (LFuc)l (Cer)l C72H125N4041FULLRCO o olgi Apparatus
acgalfucgalacglcgalgluside_h| L (Gal)2 (GalNAcC)1 (Gle)1 (GIcNAC)1 (LFuc)l
s Type IA glycolipid (Cen1 C58H102N3031FULLRCO 0 Golgi Apparatus
acgam N-Acetyl-D-glucosamine 2-Acetamido-2-deoxy-D-glucose, GISNAC, N- | g, 11 o 0

Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
acgam N-Acetyl-D-glucosamine 2-Acetamido-2-deoxy-D-glucose, GISNAC, N- | g, 11 n o 0
acgam N-Acetyl-D-glucosamine 2-Acetamido-2-deoxy-D-glucose, GIENAC, N- | g1y 506 0
Lysosome
acgamlp N-Acetyl-D-glucosamine 1-phosphate C8H14NO9P -2 Cytosol
acgamép N-Acetyl-D-glucosamine 6-phosphate C8H14NO9P -2 Cytosol
ide_hs beta GaINAc globoside (homo sapiens) 1V3GalNAch-Gh4Cer C52H92N3027FULLRCO 0 Cytosol
_hs beta GaINAc globoside (homo sapiens) 1V3GalNAcb-Gb4Cer C52H92N3027FULLRCO 0 Golgi Apparatus
 hs beta GalNAc globoside (homo sapiens) 1V3GalNAcb-Gb4Cer C52H92N3027FULLRCO o Lysosome
eolcL3galacglcgalidacglogal,) 7 C66H115N4O37FULLRCO [0 )
gluside_hs Golgi Apparatus
acglcgali4acglcgalgluside_hgnlc5Cer (Gal)2 (Glc)1 (GIcNAC)2 (Cer)1 C52H92N3027FULLRCO o Golgi Apparatus
uside_hs (Gal)3 (Gle)1 (¢ (Cen1 C66H115N4037FULLRCO 0 Golgi Apparatus
acglcgalgbside_hs GIcNAc-Gal globoside (homo sapiens) (Gal)3 (GaINAc)1 (Glc)1 (GIcNAc)1 (Cer)1 C58H102N3032FULLRCO 0 Golgi Apparatus
> hs (Gal)1 (Glc)1 (GIcNAc)1 (Cer)1 Lc3Cer C38H69N2017FULLRCO 0 Golgi Apparatus
acglu N-Acetyl-L-glutamate N-Acetyl-L-glutamic acid C7HINOS -2 Mitochondria
. " L C17H29NO14PFULLRCO2FULL
acgpail_hs N-Acetyl-D-glucosaminylphosphatidylinositol R2CO2 -1 Cytosol
ach  Acetylcholine Acetylcholine, O-Acetylcholine C7H16NO2 1 Cytosol
ach Acetylcholine Acetylcholine, O-Acetylcholine C7H16NO2 1 Extracellular
ach  Acetylcholine Acetylcholine, O-Acetylcholine C7H16NO2 1 Nucleus
acmana N-Acetyl-D- 2-Acetamido-2-deoxy-D-monnose C8H15NO6 0 Cytosol
acmanap N-Acetyl-D-mannosamine 6-phosphate N-Acetyl-D-mannosamine 6-phosphate, N- C8H14NO9P -2
6-pl hats Cytosol
alosyl GbS;, Disialosylgalactosylgloboside,
lacn13acngalgbside_hs sialyl (1,3) sialyl (2,6) galactosylgloboside (homo sapiens) |Disialosylglobopentaosylceramide;, C72H121N4043FULLRCO -2
V3NeuAclVBNeuAc-Gb5Cer;
Cytosol
ialosyl GbS;, Disialosylgalactosylgloboside,
lacn13acngalgbside_hs sialyl (1,3) sialyl (2,6) galactosylgloboside (homo sapiens) |Disialosylglobopentaosylceramide;, C72H121N4043FULLRCO -2
V3NeuAclV6NeuAc-Gb5Cer;
Extracellular
alosyl GbS;, Disialosylgalactosylgloboside,
acn13acngalgbside_hs sialyl (1,3) sialyl (2,6) galactosylgloboside (homo sapiens) alosylglobopentaosylceramide;, C72H121N4043FULLRCO -2
V3NeuAclVBNeuAc-Gb5Cer; "
Golgi Apparatus
 hs sialyl (2,3) sialyl (2,6) galactosylgloboside (homo sapiens) |(Gal)3 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)l C72H121N4043FULLRCO -2 Cytosol
acn23acngalgbside_hs sialyl (2,3) sialyl (2,6) galactosylgloboside (homo sapiens) |(Gal)3 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)l C72H121N4043FULLRCO -2 Extracellular
_hs sialyl (2,3) sialyl (2,6) galactosylgloboside (homo sapiens) |(Gal)3 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)l C72H121N4043FULLRCO -2 Golgi Apparatus
:‘;"“C"g“u"“g'Cgalglus'de— (Gal)2 (Glo)1 (GIcNAG)L (NeuSAC)2 (Cer)1 C66H111N4O38FULLRCO -2 sl
2cnacngal14acglogalgluside_f, (Gal)2 (Glo)1 (GIcNAG)L (NeuSAC)2 (Cer)l C66H111N4O38FULLRCO -2
hs Extracellular
acnacngalldacglcgalgluside_| p
hs (Gal)2 (Glc)1 (GIcNAC)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO 2 Golgi Apparatus
> _hs disialyl galactosylgloboside (homo sapiens) VV3(NeuAc)2-GbSCer C72H121N4043FULLRCO -2 Cytosol
 hs disialy! gal ide (homo sapiens) \/3(NeuAc)2-Gb5Cer C72H121N4043FULLRCO -2 Extracellu
> _hs disialyl galactosylgloboside (homo sapiens) VV3(NeuAc)2-GbSCer C72H121N4043FULLRCO -2 Golgi Apparatus
5-Acetamido-3,5-dideoxy-D-glycero-D-galacto-2-
lacnam N-Acetylneuraminate nonulosonic acid, N-Acetylneuraminic acid, C11H18NO9 -1
NeuSAc Cytosol
5-Acetamido-3,5-dideoxy-D-glycero-D-galacto-2-
lacnam N-Acetylneuraminate nonulosonic acid, N-Acetylneuraminic acid, C11H18NO9 -1
NeuSAc Lysosome
5-Acetamido-3,5-dideoxy-D-glycero-D-galacto-2-
acnam N-Acetylneuraminate nonulosonic acid, N-Acetylneuraminic acid, C11H18NO9 -1
Neu5Ac Nucleus
acnamp N 9-phosphat C11H17NO12P -3 Cytosol
(Gal)2 (Glc)1 (GIcNAc)1 (NeuSAc)1 (Cer)l, 3'-
acngall ide_hs lyl LML;, IV3-a-NeuSAc-nLc4Cer;, Sialyl-3- C55H95N3030FULLRCO -1
paragloboside;, snLc4Cer .
Golgi Apparatus
1
N L E
ide_hs I c6Cer (Gal)3 (Glc)1 (GIcNAC)2 (NeuSAc)1 (Cer)1 C69H118N4040FULLRCO 1 Cytosol
1
N L E
ide_hs I c6Cer (Gal)3 (Glc)1 (GIcNAC)2 (NeuSAc)1 (Cer)1 C69H118N4040FULLRCO 1 Extracellular
1
N L E
de.hs ( c6Cer (Gal)3 (Glc)1 (GIeNAC)2 (NeuSAC)1 (Cer)l C69H118N4040FULLRCO 1 Golgi Apparatus
acngalacglcgalgluside_hs  [(Gal)3 (Glc)1 (GIcNAc)1 (Cer)1 C55H95N3030FULLRCO -1 Golgi Apparatus
MSGG, Monosialyl-Gb5,
acngalgbside_hs sialyl galactosylgloboside (homo sapiens) Monosialylgalactosylgloboside, SSEA-4, V3NeuA¢E€61H105N3035FULLRCO -1
Gb5Cer Golgi Apparatus
acorn N2-Acetyl-L-ornithine C7H14N203 0 Cytosol
ACP acy carrier protein C11H21N207PRS -1 Cytosol
ACP acyl carrier protein C11H2IN207PRS -1 i
acrn O-Acetylcarnitine C9H17NO4 0 Cytosol
acrn O-Acetylcarnitine CY9H17NO4 0 i
acrn O itine C9H17NO4 0
acrn O-Acetylcarnitine C9H17NO4 0 Peroxisome
. 1H-Purin-6-amine, 6-Aminopurine, A, Ade,
ade Adenine inimine, Vitamin B4 C5HSNS 0 Cytosol
ade Adenine 1H—PL_1r!n—_6—am|(|e‘ 6_—Ammopurme. A, Ade, C5HSNS o
Vitamin B4
ade Adenine 1H—PL_1r!n—_6—am|(|e‘ 6_—Ammopurme. A, Ade, C5HSNS o
Vitamin B4 Lysosome
adhap_hs acyl-dihydroxyacetone phosphate C3H406PFULLRCO -2 Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
adhap_hs yl-dihydroxyacetone phosphate C3H406PFULLRCO -2
9-B-D-ribofuranosyl-9H-purin-6-amine, 9-beta-D-
adn Adenosine Ribofuranosyladenine, Adenine riboside, C10H13N504 0
Adenocard, rA Cytosol
9-B-D-ribofuranosyl-9H-purin-6-amine, 9-beta-D-
adn Adenosine Ribofuranosyladenine, Adenine riboside, C10H13N504 0
Adenocard, rA Extracellular
9-B-D-ribofuranosyl-9H-purin-6-amine, 9-beta-D-
adn Adenosine Ribofuranosyladenine, Adenine riboside, C10H13N504 0
Adenocard, rA Lysosome
-ribofuranosyl-9H-purin-6-amine, 9-beta-D-
adn Adenosine furanosyladenine, Adenine riboside, C10H13N504 0
Adenocard, rA Mitochondria
(5, (5'-Deoxy-5'-adenosyl)cobamide coenzyme, 5,
Deoxy-5'-adenosyl vitamin B12, 5'-Deoxy-5'-
denosyl-5, 5-D 5. in, 6-
Dimethylbenzimidazolyl)cobamide coenzyme, 6-
Dimeth imi 5.4 d 1
6-Di imi 1-Co-5'-deoxy|
adocbl | Adenosylcobalamin 5'-adenosylcobamide, 6- C72H100CoN18017P 0
dimethylbenzimidazolyl)cobamide coenzyme, 6-
dimethylbenzimidazolylcobamide,
Adenosylcobalamin, Calomide, Cobalamin
coenzyme, Cobamamide, Coenzyme B12, DMBC
o D N
Funacomide, Vitamin B12 coenzyme, a-(5
adp [ADP d ine 5" C10H12N5010P2 -3 Cytosol
adp [ADP Adenosine 5'-diphosphate C10H12N5010P2 -3
adp [ADP d ine 5'-di C10H12N5010P2 -3 Mitochondri:
adp [ADP Adenosine 5-diphosphate C10H12N5010P2 -3 Nucleus
adp [ADP d 5'-di C10H12N5010P2 -3
adp ADP Adenosine 5-diphosphate C10H12N5010P2 -3 Peroxisome
adpglc ADPglucose denosine di C16H23N5015P2 -2 Cytosol
adpman |ADPmannose C16H23N5015P2 -2 Cytosol
adprbp ADPribose 2'-phosphate C15H20N5017P3 -4 Cytosol
adprbp [ADPribose 2'-phosphate C15H20N5017P3 -4
adprib | ADPribose ADP—D—nbcse_. AD'P—nbose‘ ad(_emne—dlphosphate— C15H2IN5014P2 B
ribose, adenosine diphosphate ribose
Cytosol
adprib | ADPribose ADP—D—nbcse_. AD'P—nbose‘ ad(_emne—dlphosphate— C15H2IN5014P2 7
ribose, adenosine diphosphate ribose
adprib | ADPribose ADP—D—nbcse_. AD'P—nbose‘ ad(_emne—dlphosphate— C15H2IN5014P2 7
ribose, adenosine diphosphate ribose
adm adrenic acid adrenic _acnd(_22:4.n—6), docosa-7,10,13,16- C22H3502 1
acid Cytosol
adm adrenic acid adrenic _acn:c(izz:ll.n—G), docosa-7,10,13,16- C22H3502 1
adm adrenic acid adrenic _acn:c(izz:ll.n—G), docosa-7,10,13,16- C22H3502 1
adrncoa adrenyl coenzyme A C43HB66N7017P3S -4 Cytosol
adrncoa adrenyl coenzyme A C43H66N7017P3S -4 i
adrcoa adrenyl coenzyme A C43HB66N7017P3S -4
adrncrn Adrenyl carnitine adrenic acid carnitine C29H49NO4 0 Cytosol
adrnern Adrenyl carnitine adrenic acid carnitine C29H49NO4 0 Mitochondria
(R)-(-)-Adnephrine, (R)-(-)-Adrenaline, (R)-(-)-
" Epinephrine, (R)-(-)-Epirenamine, 2-benzenediol, 4
adml Adrenaline [(1R)-1-Hydroxy-2-(methylamino)ethyl]-1, L- COH14NO3 t
Adrenaline
Cytosol
(R)-(-)-Adnephrine, (R)-(-)-Adrenaline, (R)-(-)-
" Epinephrine, (R)-(-)-Epirenamine, 2-benzenediol, 4
adml Adrenaline [(1R)-1-Hydroxy-2-(methylamino)ethyl]-1, L- COH14NO3 t
Adrenaline
Extracellular
adsel Adenylylselenate Adenosine-5'-phosphoselenate C10H12N5010PSe -2 Cytosol
2,3-Epoxyaflatoxin B1, Aflatoxin B1 2,3-epoxide,
. . Aflatoxin B1 8,9-epoxide, Aflatoxin B1 8,9-oxide,
aflatoxin aflatoxin B1 Aflatoxin B1 epoxide, Aflatoxin B1-2,3-oxide C17H1206 0
[MeSH: aflatoxin B1-2,3-oxide]
Cytosol
2,3-Epoxyaflatoxin B1, Aflatoxin B1 2,3-epoxide,
. . Aflatoxin B1 8,9-epoxide, Aflatoxin B1 8,9-oxide,
aflatoxin aflatoxin B1 Aflatoxin B1 epoxide, Aflatoxin B1-2,3-oxide C17H1206 0
[MeSH: aflatoxin B1-2,3-oxide]
agm [Agmatine (4-Aminobutyl) guanidine C5H16N4 2 Mitochondria
3alpha-Hydroxy-5beta-androstan-17-one, 3alpha-
ahandrostan 3alpha-Hydroxy-5beta-androstan-17-one Hydi i 17-one, Eti Ipha-ol- |C19H3002 0
17-one
ahandrostanglc 3alpha-ol-17-one 3 C25H3808 0 Cytosol
ahandrostanglc Ipha-ol-17-one C25H3808 0 Extracellular
ahandrostanglc Ipha-ol-17-one 3- C25H3808 0 ic Reticul
ahcys S-Adenosyl-L-homocysteine S-Adenosylhomocysteine C14H20N605S 0 Cytosol
ahcys S-Adenosyl-L-homocysteine S-Adenosylhomocysteine C14H20N605S 0 I
ahcys S-Adenosyl-L-homocysteine S-Adenosylhomocysteine C14H20N605S 0 Nucleus




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
ahcys d I-L ine nosylhomocysteine C14H20N605S 0 i i
2-Amino-4-hydroxy-6-(erythro-1,2,3-
i ihydrop tri 6.
AT A e ~ . (L-erythro-1,2-Dihydroxypropyl 3-triphosphate)-7,
ahdt 2-Amino-4-hydroxy-6-(erythro-1,2,3- i in;, 6-[(1S,2R)-1,2-Dihydroxy-3- COH12N5013P3 -4
tr prop; 7,8-dihyd in, H2-
neopterin triphosphate, dihydroneopterin
triphosphate
Cytosol
2-Amino-4-hydroxy-6-(erythro-1,2,3-
i ihydropteridine tri 6
o Ari o A e ~ . (L-erythro-1,2-Dihydroxypropyl 3-triphosphate)-7,
ahdt 2-Amino-4-hydroxy-6-(erythro-1,2,3- i in;, 6-[(1S,2R)-1,2-Dihydroxy-3- C9H12N5013P3 -4
tr prop; 7,8-dihyd in, H2-
neopterin triphosphate, dihydroneopterin
triphosphate
Nucleus
1-(5"-Phosphoribosyl)-5-amino-4-
imi ide, 5-Phospho-ribosyl-5
. . " . - |4-imidazol ide, 5" il 1-5
aicar 5-Amino-1-(5-Phospho-D-ribosyl 4 amidg P P C9H13N408P -2
4-carboxamide ribotide, 5-Phosphoribosyl-4-
carbamoyl-5-aminoimidazole, AICAR
Cytosol
1-(5"-Phosphoribosyl)-5-aminoimidazole, 1-(5-
. N . .. Phospho-D-ribosyl)-5-aminoimidazole, 5'-
air 5-amino-1-(5-phospho-D-ribosyl)imidazole Phosphoribosyl-5-aminoimidazole, AIR, C8H12N307P -2
Aminoimidazole ribotide
Cytosol
ak2g_hs 1-alkyl 2-acylglycerol C5H1002FULLRFULLR2CO2 [0 Cytosol
" C10H2005NPFULLRFULLR2C
ak2gchol_hs 1-alkyl 2-acylglycerol 3-phosphocholine o Cytosol
ak2gp_hs 1-alkyl 2-acylglycerol 3-phosphate C5H906PFULLRFULLR2CO -2 Cytosol
ak2gpe_hs 1-alkyl 2-acylglycerol 3-phosphoethanolamine C7H1605NPFULLRFULLR2CO |0 Cytosol
. 1-01 1-2-1 " 1-
ak2lgchol_hs 1-alkyl 2-lysoglycerol 3-phosphocholine A C10H2105NPFULLR 0
yl-2-ly gly Cytosol
ytoso
. 1-01 121 " 1-
ak2lgchol_hs 1-alkyl 2-lysoglycerol 3-phosphocholine A C10H2105NPFULLR 0
Y had Extracellular
akdhap_hs 1-alkyldihydroxyacetone phosphate C3H406PFULLRC2H4 -2 Cytosol
akdhap_hs 1-alkyldihydroxyacetone phosphate C3H406PFULLRC2H4 -2 i
2-Ketoglutaric acid, Oxoglutaric acid, alpha-
2k 2-Oxoglutarate Ketoglutarate, alpha-Ketoglutaric Acid C5H405 2
Cytosol
2-Ketoglutaric acid, Oxoglutaric acid, alpha-
2k 2-Oxoglutarate Ketoglutarate, alpha-Ketoglutaric Acid C5H405 2
Extracellular
2-Ketoglutaric acid, Oxoglutaric acid, alpha-
2k 2-Oxoglutarate Ketoglutarate, alpha-Ketoglutaric Acid C5H405 2
2-Ketoglutaric acid, Oxoglutaric acid, alpha-
2k 2-Oxoglutarate Ketoglutarate, alpha-Ketoglutaric Acid C5H405 2
2-Ketoglutaric acid, Oxoglutaric acid, alpha-
2k 2-Oxoglutarate Ketoglutarate, alpha-Ketoglutaric Acid C5H405 2
akgp_hs 1-alkylglycerol 3-phosphate (homo sapiens) C4H1004PFULLRCO2 -2 Cytosol
ala-B beta-Alanine 3-Aminopropanoate, 3-aminopropionic acid C3H7NO2 0 Cytosol
ala-B beta-Alanine 3-Aminopropanoate, 3-aminopropionic acid C3H7NO2 0
ala-B beta-Alanine 3-Aminopropanoate, 3-aminopropionic acid C3H7NO2 0
ala-D D-Alanine D-2-Aminopropionic acid C3H7NO2 0 Cytosol
ala-D D-Alanine D-2-Aminopropionic acid C3H7NO2 0
ala-D D-Alanine D-2-Aminopropionic acid C3H7NO2 0 Lysosome
ala-D D-Alanine D-2-Aminopropionic acid C3H7NO2 0 Peroxisome
g Alani - .
ala-L L-Alanine L prop acid, L-alpl C3H7NO2 0 Cytosol
ala-L L-Alanine L propionic acid, L-alpha-Al C3H7NO2 0
ala-L L-Alanine L propionic acid, L-alpha-Al C3H7NO2 0
Lysosome
ala-L L-Alanine L propionic acid, L-alpha-Al C3H7NO2 0
ala-L L-Alanine L propionic acid, L-alpha-Al C3H7NO2 0 .
Peroxisome
atdstrn Aldosterone 11beta,21-Dihydroxy-3,20-dioxo-4-pregnen-18-al, C21H2805 o
Aldosterone Cytosol
atdstrn Aldosterone 11beta,21-Dihydroxy-3,20-dioxo-4-pregnen-18-al, C21H2805 o
Aldosterone
atdstrn Aldosterone 11beta,21-Dihydroxy-3,20-dioxo-4-pregnen-18-al, C21H2805 o
Aldosterone
alkylR1oh hydroxy alkyl chain C2H50FULLR 0
alpa_hs lysophosphatidic acid (homo sapiens) C3HB05PFULLRCO2 -2 Cytosol
alpa_hs ic acid (homo sapiens) C3HB05PFULLRCO2 -2 Mitochondri
alpam S-aminomethyldihydrolipoamide C9H21N20S2 1 I




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
alpro Idih ipoylprotei CHBNS2X 1 Mitochondria
am6sa 2-Aminomuconate 6-semialdehyde 2-Aminomuconate semialdehyde C6H7NO3 0 Cytosol
amet d I-L i itine, ionil C15H23N605S 1 Cytosol
amet S-Adenosyl-L-methionine Acylcarnitine, S-Adenosylmethionine C15H23N605S 1 I
amet d I-L i itine, ionil C15H23N605S 1 Nucleus
amet S-Adenosyl-L-methionine Acylcarnitine, S-Adenosylmethionine C15H23N605S 1 Reticul

(5-Deoxy-5-adenosyl)(3-
ametam S-Adenosylmethioninamine aminopropyl)methylsulfonium salt, S-Adenosyl-L-|C14H24N603S 2
methioninamine Cytosol
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5 |C10H12NSO7P -2
hosphate, Adenylate, Adenylic acid
phosp 4 e act Cytosol
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5 |C10H12NSO7P -2
phosphate, Adenylate, Adenylic acid
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5 |C10H12NSO7P -2
hosphate, Adenylate, Adenylic acid "
phosp 4 Y Golgi Apparatus
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5 |C10H12NSO7P -2
phosphate, Adenylate, Adenylic acid
Lysosome
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5'- |C10H12NSO7P -2
phosphate, Adenylate, Adenylic acid
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5'- |C10H12NSO7P -2
phosphate, Adenylate, Adenylic acid -
5'-AMP, 5'-Adenosine monophosphate, 5'-Adenylit
amp AMP acid, ine 5" d ine 5 |C10H12NSO7P -2
phosphate, Adenylate, Adenylic acid .
Peroxisome
amuco 2-Aminomuconate 2-Ami ic acid, C6HENOA4 -1
Cytosol
5beta-Androstane-3,17-dione C19H2802 0
4 —di drost-4 -
andrstndn | Androstenedione N L7-dione, A7 C19H2602 0
dione
andrstrn |Androsterone 3alpha-Hydroxy-5alpha-androstan-17-one C19H3002 0 Cytosol
andrstrn |Androsterone 3alpha-Hydroxy-5alpha-androstan-17-one C19H3002 0 Extracellular
andrstrn |Androsterone 3alpha-Hydroxy-5alpha-androstan-17-one C19H3002 0
andrstrnglc androsterone glucuronide C25H3808 0 Cytosol
androsterone glucuronide C25H3808 0 Extracellul
andrstrnglc androsterone glucuronide C25H3808 0 ic Reticul
anth Anthranilate 2-'Am|_nobenzoate‘ _Anthram_llc a?ld‘ Vitamin L, CTHENO2 1
Vitamin L1, o-Aminobenzoic acid
Cytosol
Analgesine, Anodynine, Antipirin, Antipyrin,
antipyrene antipyrene Apirelina, P[?\;Ueg:?' Ph_enaz_on [MeSH: pyrazon], C11H12N20 0
antipyrine [MeSH: Antipyrine]
pyrine [ pyrine] Cytosol
Analgesine, Anodynine, Antipirin, Antipyrin,
antipyrene antipyrene Apirelina, P[?\;Ueg:?' Ph_enaz_on [MeSH: pyrazon], C11H12N20 0
antipyrine [MeSH: Antipyrine]
apda P1,P4-Bis(5'-adenosyl) AppppA C20H24N10019P4 -4 Cytosol
apnnox alpha-Pinene-oxide alpha-Pinene-oxide C10H160 0 Cytosol
apnnox alpha-Pinene-oxide alpha-Pinene-oxide C10H160 0 Extracellular
apoC Apocarboxlase (no lys residue) XH 0 Cytosol
apoC Apocarhoxlase (no lys residue) XH 0 Mitochondria
apoC-Lys |Apocarboxylase (Lys residue) C6H13N20X 0 Cytosol
apoC-Lys Apocarboxylase (Lys residue) C6H13N20X 0 Mitochondria
2poC-Lys._bin Holocarboxylase (biotin covalent bound to Lys residue of C16H27NAO3SX o
apoC) Cytosol
2poC-Lys._bin Holocarboxylase (biotin covalent bound to Lys residue of C16H27NA03SX o . .
apoC) Mitochondria
appnn (+)-alpha-Pinene (+)-alpha-Pinene C10H16 0 Cytosol
appnn (+)-alpha-Pinene (+)-alpha-Pinene C10H16 0 Extracellular
20(S)-Hydroxyprogesterone, 20alpha-
Dil i 20alpha-Hydroxy-4-preg
aprgstrn 20alpha-Hydroxyprogesterone 3-0ne, 20alpha-Hydroxypregn-4-en-3-one, 20alpha] C21H3202 0
Hydroxyprogesterone, Progesterol-20alpha
Cytosol
20(S)-Hydroxyprogesterone, 20alpha-
Dil P 20alpha-Hydroxy-4-pregs
aprgstrn 20alpha-Hydroxyprogesterone 3-0ne, 20alpha-Hydroxypregn-4-en-3-one, 20alpha] C21H3202 0
Hydroxyprogesterone, Progesterol-20alpha
Extracellular
aprut N-Acetylputrescine C6H15N20 1 Cytosol
aps Adenosine 5" APS, Adenylylsulfate C10H12N5010PS -2 Cytosol
agcobal Aquacob(l1l)alamin Aquacobalamin C62H93CoN13015P 0 Cytosol
aqcobal | Aquacob(l1)alamin i C62H93CON13015P 0 Extracellu




Abbreviation Name Formula Charge Compartment
arab-L L-Arabinose C5H1005 0 Cytosol
arab-L L-Arabinose C5H1005 0
arach Arachidic acid Arachidic acid, Eicosanoic acid, Icosanoic acid  |C20H3902 -1 Cytosol
arach Arachidic acid Arachidic acid, Eicosanoic acid, Icosanoic acid  |C20H3902 -1
arachcoa arachidyl coenzyme A C41H70N7017P3S -4 Cytosol
arachcoa arachidyl coenzyme A C41H70N7017P3S -4 i
arachcoa arachidyl coenzyme A C41H70N7017P3S -4
arachcrn arachidyl carnitine arachidic acid - carnitine C27H53NO4 0 Cytosol
arachcrmn arachidyl carnitine arachidic acid - carnitine C27H53NO4 0 Mitochondria

(5Z,8Z,11Z,147)-Icosatetraenoic acid,
arachd arachidonic acid Arachidonate, Arachidonic acid, cis-5,8,11,14- C20H3102 -1
Eicosatetraenoic acid, eicosanoate 20:4
Cytosol
(5Z,8Z,11Z,147)-Icosatetraenoic acid,
arachd arachidonic acid Arachidonate, Arachidonic acid, cis-5,8,11,14- C20H3102 -1
Eicosatetraenoic acid, eicosanoate 20:4
Extracellular
(5Z,8Z,11Z,147)-Icosatetraenoic acid,
arachd arachidonic acid Arachidonate, Arachidonic acid, cis-5,8,11,14- C20H3102 -1
Eicosatetraenoic acid, eicosanoate 20:4
' 0A, i CoA,
arachdcoa C20:4-CoA acid Coenzyme A C41H62N7017P3S -4 Cytosol
arachdcoa C20:4-CoA i oA, arachidonate CoA, C41H62N7017P3S -4
) acid Coenzyme A Mitochondria
arachdcoa C20:4-CoA ; oA CoA, C41H62N7017P3S -4
acid Coenzyme A
arachdcrn C20:4 carnitine Arachidonate carnitine C27H45NO4 0 Cytosol
arachdcrn C20:4 carnitine carnitine C27H45NO4 0 Mitochondri;
arg-D D-Arginine D-2-Amino-5-guanidinovaleric acid C6H15N402 1 Peroxisome
arg-L L-Arginine (S)-2-Amino-5-guanidinovaleric acid, Arg, Arginif6H15N402 1 Cytosol
arg-L L-Arginine (S)-2-Amino-5-guanidinovaleric acid, Arg, ArginifC6H15N402 1
arg-L L-Arginine (S)-2-Amino-5-guanidinovaleric acid, Arg, ArginifC6H15N402 1
argsuc N(omega)-(L-Arginino)succinate LA g|n|n0§u!:man:;e,’\l‘.: (irgnmpo_succnmc_acud, L |c10H17n406 -1
! Cytosol
asch-L L-Ascorbate Ascorbate, Ascorbic acid, L-Ascorbic acid, Vitamil C6HBO6 o
C Cytosol
asch-L L-Ascorbate éscurhate, Ascorbic acid, L-Ascorbic acid, Vitami C6HBO6 o
g ~ . 2-Amino-3-carbamoylpropanoic acid, 2-
asn-L. L-Asparagine . inamic acid, Arg C4HBN203 0 Cytosol
asn-L L-Asparagine 2—A_m|no—a—_carb_amoylpropanmc acid, 2- CaHEN203 o
acid, Arg
asn-L L-Asparagine 2—A_m|no—a—_carb_amoylpropanmc acid, 2- CaHEN203 o
acid, Arg
| Asn-X-Ser/Thr protein-linked asparagine residue (N-glycosylation site) XH 0 Lysosorme
Asn-X-Ser/Thr protein-linked ine residue (N ion site) XH 0 et
asp-D D-Aspartate D-2-Aminobutanedioic acid, D-Aspartic acid C4HBENO4 -1 Cytosol
asp-D D-Aspartate D-2-Aminobutanedioic acid, D-Aspartic acid C4HBENO4 -1
asp-D D-Aspartate D-2-Aminobutanedioic acid, D-Aspartic acid C4HBENO4 -1 .
Peroxisome
asp-L. L-Aspartate 2-aminosuccinic acid, Asp, L-Aspartic acid C4HBNO4 -1 Cytosol
asp-L. L-Aspartate 2-aminosuccinic acid, Asp, L-Aspartic acid C4HBNO4 -1
asp-L. L-Aspartate 2-aminosuccinic acid, Asp, L-Aspartic acid C4HBNO4 -1
'-adenylate tri denosine 5*-tri 10 -
atp ATP 5 y 5-tr H12N5013P3 4 Cytosol
atp ATP 5'-adenylate trij d ine 5'-tri 10H12N5013P3 -4
atp ATP 5'-adenylat d 5-tr 10H12N5013P3 -4
-ad |ate di -1 10l -
atp ATP 5 y 5-tr H12N5013P3 4 Nucleus
atp ATP 5'-adenylat d 5-tr 10H12N5013P3 -4 I
atp ATP 5'-adenylate trij d ine 5'-tri 10H12N5013P3 -4 .
Peroxisome
Aquasol E, Ephanyl, Eprolin, Esorb, Pheryl-E,
avitel alpha-Tocopherol Phytogermine, Vita plus E, Vita plus Ealpha- C29H5002 0
Tocopherol, Viteolin, Waynecomycin
Cytosol
Aquasol E, Ephanyl, Eprolin, Esorb, Pheryl-E,
avitel alpha-Tocopherol Phytogermine, Vita plus E, Vita plus Ealpha- C29H5002 0
Tocopherol, Viteolin, Waynecomycin
1721-51-3, 2H-1-Benzopyran-6-ol, 3,4-dihydro-
avite2 alphs-Tocotrienol 2,5,7,8-tetramethyl-2-(4,8,12-trimethyl-3,7,11- C20H4402 o

tridecatrienyl)-, CHEMID001721513, Tocotrienol,
alpha, zetal-Tocopherol

Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
1721-51-3, 2H-1-Benzopyran-6-ol, 3,4-dihydro-
: - : 2,5,7 8-tetramethyl-2-(4,8,12-trimethyl-3,7,11-
avite2 2Ipha-Tocotrienol tridecatrienyl)-, CHEMID001721513, Tocotrienol, C20H4402 0
alpha, zetal-Tocopherol
b2coa Crotonoyl-CoA 2-Butenoyl-CoA, But-2-enoyl-CoA, Crotonyl-CoA| C25H36NTO17P3S 4
trans-But-2-enoyl-CoA
b2coa Crotonoyl-CoA 2-Butenoyl-CoA, But-2-enoyl-CoA, Crotony-CoAt o 360701 7p3s 4 )
trans-But-2-enoyl-CoA Peroxisome
beta-Aminoj aldehyde C3HBNO 1 Cytosol
beta-Aminoj aldehyde C3H8NO 1 i
bdg2hc cis-beta-D-Glucosyl-2-hydroxycinnamate beta-D-Glucosyl C15H1808 0 Cytosol
betald Betaine aldehyde C5H12NO 1 Cytosol
betald Betaine aldehyde C5H12NO 1 Mitochondria
(R)-3-+ i acid, (R)-3-Hydroxybutyri
bhb (R)-3-Hydroxybutanoate acid, 3-hydroxybutyrate C4H703 1 Cytosol
i acid, (R)-3-Hydroxybutyri
bhb (R)-3-Hydroxybutanoate 3-hydroxybutyrate C4H703 -1 Extracellular
i acid, (R)-3-Hydroxybutyri
bhb (R)-3-Hydroxybutanoate | 3-hydroxybutyrate C4H703 -1 Mitochondria
bildglcur Bilirubin beta-diglucuronide Bilirubin bis-glucuronoside C45H50N4018 -2 Cytosol
bildglcur Bilirubin beta-diglucuronide Bilirubin bis-glucuronoside C45H50N4018 -2
bildglcur Bilirubin beta-diglucuronide Bilirubin bis-glucuronoside C45H50N4018 -2 Reticul
bilglcur Bilirubin i Bilirubin-glucuronoside C39H44N4012 0 Cytosol
bilglcur Bilirubin monoglucuronide Bilirubin-glucuronoside C39H44N4012 0
bilglcur Bilirubin i Bilirubin-glucuronoside C39H44N4012 0
bilirub Bilirubin C33H34N406 -2 Cytosol
bilirub Bilirubin C33H34N406 -2 Extracellular
bilirub Bilirubin C33H34N406 -2 ic Reticul
biliverd Biliverdin C33H32N406 -2 Cytosol
biocyt Biocytin N6-D-Biotinyl-L-lysine, epsilon-N-Biotinyl-L-lysif€16H28N404S 0 Cytosol
biocyt Biocytin N6-D-Biotinyl-L-lysine, epsilon-N-Biotinyl-L-lysif€16H28N404S 0 Extracellular
biocyt Biocytin N6-D-Biotinyl-L-lysine, epsilon-N-Biotinyl-L-lysif€16H28N404S 0 Mitochondria
biocyt Biocytin N6-D-Biotinyl-L-lysine, epsilon-N-Biotinyl-L-lysif€16H28N404S 0 Nucleus
btamp Biotinyl-5'-AMP C20H27N709PS -1 Cytosol
btamp Biotinyl-5'-AMP C20H27N709PS -1 Mitochondria
btcoa Butanoyl-CoA Butyryl-CoA C25H38N7017P3S -4 i i
btn Biotin Coenzyme R, D-Biotin, Vitamin B7, Vitamin H  |C10H15N203S -1 Cytosol
btn Biotin Coenzyme R, D-Biotin, Vitamin B7, Vitamin H  |C10H15N203S -1
btn Biotin Coenzyme R, D-Biotin, Vitamin B7, Vitamin H  |C10H15N203S -1
btn Biotin Coenzyme R, D-Biotin, Vitamin B7, Vitamin H  |C10H15N203S -1 Nucleus
but Butyrate (n-C4:0) Butanoate, Butanoic acid, Butyric acid C4H702 -1 Cytosol
but Butyrate (n-C4:0) Butanoic acid, Butyric acid C4H702 -1
but Butyrate (n-C4:0) Butanoate, Butanoic acid, Butyric acid C4H702 -1 Mitochondria
148-03-8, 2H-1-Benzopyran-6-ol, 3,4-dihydro-2.5,
trimethyl-2-((4R,8R)-4,8,12-tri idecyl)-,
(2R)-rel-, 2H-1-Benzopyran-6-ol, 3 4-dihydro-2,5.4-
bvite beta-tocopherol trimethyl-2-(4,8,12-trimethyltridecyl)-, 3,4-Dihydrg€28H4802 0
2,5,8-trimethyl-2-(4,8, 12-tri i 2H-
benzopyran-6-ol, CHEMID000148038, EINECS
205-708-5
Cytosol
148-03-8, 2H-1-Benzopyran-6-ol, 3,4-dihydro-2.5,
trimethyl-2-((4R,8R)-4,8,12-tri idecyl)-,
(2R)-rel-, 2H-1-Benzopyran-6-ol, 3 4-dihydro-2,5.4-
bvite beta-tocopherol trimethyl-2-(4,8,12-trimethyltridecyl)-, 3,4-Dihydrg€28H4802 0
2,5,8-trimethyl-2-(4,8, 12-tri i 2H-
benzopyran-6-ol, CHEMID000148038, EINECS
205-708-5
Benzenecarboxylic acid, Benzoic acid, Dracylic
bz Benzoate acid, Phenylformic acid C7H502 L Cytosol
bz Benzoate Bgnzenecarboxyl}c ac.ld. Benzoic acid, Dracylic C7H502 1
acid, Phenylformic acid Extracellular
bz Benzoate Bgnzenecarboxyl}c ac.ld. Benzoic acid, Dracylic C7H502 1
acid, Phenylformic acid
C226-CoA, Docosahexaenoic acid coenzyme a,
c226c0a cervonyl coenzyme A cervonic acid coenzyme a, docosa-4,7,10,13,16,19{C43H62N7017P3S -4
hexaenoic acid coenzyme a
Cytosol
C226-CoA, Docosahexaenoic acid coenzyme a,
c226c0a cervonyl coenzyme A cervonic acid coenzyme a, docosa-4,7,10,13,16,19{ C43H62N7017P3S -4
hexaenoic acid coenzyme a N N
Mitochondria
C226-CoA, Docosahexaenoic acid coenzyme a,
c226c0a cervonyl coenzyme A cervonic acid coenzyme a, docosa-4,7,10,13,16,19{ C43H62N7017P3S -4
hexaenoic acid coenzyme a
c226cm cervonyl carnitine cervonic acid carnitine C29H45N04 0 Cytosol
c226crn cervonyl carnitine cervonic acid carnitine C29H45N0O4 0 Mitochondria
c2m26dcoa is-2-Methy|-5-isoprop: 2,5-dienoyl-CoA C31H46N7017P3S -4 i i
is-2-Methy|-5-i: il 5-di 1-CoA C31H46N7017P3S -4




Abbreviation Name Formula Charge Compartment
ca2 Calcium Ca2+ Ca 2 Cytosol
ca2 Calcium Ca2+ Ca 2
cala N-Carbamoyl-beta-alanine 3-Ureidopropanoate, 3-Ureidopropionate, beta- |17 503 -1
Ureidopropionic acid
Cytosol
o cAwP raresnogtat i acad | [cioMNsOS? a
phosphate, Cy y Cytosol
camp AMP 3',5"-Cyclic AMP, Ad'enosme 3_[7‘5[_—cycllc C10H1IN506P 1
monophosphate, Cyclic adenylic acid
!
phosphate, Cy W Golgi Apparatus
carn L-Carnosine L-Carnosine, Nalpha-(beta-alanyl)-L-histidine C9H14N403 0 Cytosol
caro beta-Carotene C40H56 0 Cytosol
caro beta-Carotene C40H56 0
carveol (E)-carveol (-)-trans-Carveol, (E)-carveol C10H160 0 Cytosol
carveol (E)-carveol (-)-trans-Carveol, (E)-carveol C10H160 0
chasp N-Carbamoyl-L-aspartate C5HBN205 -2 Cytosol
cbll Cob(l)alamin Cbl, Vitamin B12s C62HB88CON13014P -1 i
cbl2 Cob(l1)alamin Vitamin B12r C62H92CoN13014P 0 Cytosol
cbl2 Cob(ll)alamin Vitamin B12r C62H92CoN13014P 0 i
cbp Carbamoy! phosphate CH2NOSP -2 Cytosol
cbp Carbamoy! phosphate CH2NO5P -2 I
cbp Carbamoy! phosphate CH2NO5P -2
cca_d3 Calcitroic acid (D3) lalpha(OH)-23-carboxy-24,25,26,27-tetranor-D3  |C22H3304 -1 Cytosol
cca_d3 Calcitroic acid (D3) 1lalpha(OH)-23-carboxy-24,25,26,27-tetranor-D3  |C22H3304 -1
Extracellular
cca_d3 Calcitroic acid (D3) lalpha(OH)-23-carboxy-24,25,26,27-tetranor-D3  |C22H3304 -1 Mitochondria
cdp CDP Cytidine 5'-diphosphate, Cytidine diphosphate C9H12N3011P2 -3 Cytosol
cdp CDP Cytidine 5'-diphosphate, Cytidine diphosphate C9H12N3011P2 -3 Mitochondria
cdp CDP Cytidine 5'-diphosphate, Cytidine diphosphate C9H12N3011P2 -3 Nucleus
cdpchol CDPcholine Cydine 5'-diphosphocholine C14H25N4011P2 -1 Cytosol
" " N C12H17N3011P2FULLRCO2FU
cdpdag_hs CDP diacylglycerol (homo sapiens) (CDP-diacylglycerol LLR2CO2 - Cytosol
cdpdag_hs CDP diacylglycerol (homo sapiens) (CDP-diacylglycerol CL2HITNIOLIP2FULLRCO2FU -2
LLR2CO2
cdpea CDI C11H19N4011P2 -1 Cytosol
cgly Cys-Gly L-Cysteinylglycine C5H10N203S 0 Cytosol
cgly Cys-Gly L-Cysteinylglycine C5H10N203S 0 Extracellular
chitozpdol_L N,N"Diacetylchitobiosyldiphosphodolichol, human liver | i oiocoiionosohodolichol C1240H2028N200170P20 20
homolog Cytosol
chitozpdol_U N,N"Diacetylchitobiosyldiphosphodolichol, human uterine | o i iohosohodolichol C1185H1940N200170P20 20
homolog Cytosol
chistol Cholesta-7,24-dien-3beta-ol Cholesta-7,24-dien-3beta-ol C27H440 0 Reticul
chol Choline C5H14NO 1 Cytosol
chol Choline C5H14NO 1
chol Choline Bilineurine C5H14NO 1 Golgi Apparatus
chol Choline Bilineurine C5H14NO 1 i i
chol Choline Bilineurine C5H14NO 1 Nucleus
chol Choline Bilineurine C5H14NO 1 Reticul
12alpha-Trihydroxy-5beta-cholanate, 12alpha-
cholate Cholate Trihydroxy-5beta-cholanic acid, 3alpha, 7alpha, ~(C24H3905 -1
Cholic acid, bile acid Cytosol
12alpha-Trihydroxy-5beta-cholanate, 12alpha-
cholate Cholate Trihydroxy-5beta-cholanic acid, 3alpha, 7alpha, ~(C24H3905 -1
Cholic acid, bile acid
-~ 3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-cholant. "
cholcoa Choloyl-CoA 24-0ne-CoA, Choloyl-CoA C45H70N7020P3S 4 Peroxisome
e g ~ o _ |25(8)-3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-|
cholcoads 3alpha,Talpha,12alpha-Trihydroxy-Sbeta-cholest-24-enoyl cholest-24-enoyl-CoA, 3alpha, 7alpha,12alpha- C48H74N7020P3S -4
CoA N
Trihydroxy-5beta-cholest-24-enoyl-CoA .
Peroxisome
. 3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-choles}-
cholcoaone 3alpha,Talpha,12alpha-Trihydroxy-Sbeta-24-oxocholestanoy 24-one-CoA, 3alpha,7alpha,12alpha-Trihydroxy- |C48H74N7021P3S -4
CoA
5beta-24-oxocholestanoyl-CoA .
Peroxisome
25(R) 3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-
cholcoar 3alpha,7alpha,12alpha-Trihydroxy-5bet: C CoA, 3alpha,7alpha,12alpha- C48H76N7020P3S -4
Trihydroxy-5beta-cholestanoyl-CoA -
25(R) 3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-
cholcoar 3alpha,7alpha,12alpha-Trihydroxy-5bet: C CoA, 3alpha,7alpha,12alpha- C48H76N7020P3S -4
Trihydroxy-5beta-cholestanoyl-CoA .
Peroxisome
- Trihyd b S)-3-alpha-7-alpha-12-alpha-trihyd b
cholcoas 3alpha,7alpha,12alpha-Trihy y-5bet: 25( pl pha-12-alpha-trihy y-5-bet: C48HTENTO20P3S 4
CoA(S) Reticul
-Trihyd b S)-3-alpha-7-alpha-12-alpha-trihyd b
cholcoas 3alpha,7alpha,12alpha-Trihy y-5bet: 25( pl pha-12-alpha-trihy y-5-bet: C48HTENTO20P3S 4 )
COA(S) Peroxisome
" O-Phosphocholine, Phosphocholine,
cholp Choline phosphate Phosphorylcholine C5H13NO4P -1 Cytosol
" O-Phosphocholine, Phosphocholine,
cholp Choline phosphate Phosphorylcholine C5H13NO4P -1 Golgi Apparatus
cholp Choline phosphate O-Phosphocholine, Phosphocholine, CSH13NO4P 1

Phosphorylcholine

Lysosome




Abbreviation bolite Name Formula Charge Compartment
chsterol Cholesterol Cholest-5-en-3beta-ol C27H460 0 Cytosol
chsterol Cholesterol Cholest-5-en-3beta-ol C27H460 0
chsterol Cholesterol Cholest-5-en-3beta-ol C27H460 0 Golgi Apparatus
chsterol Cholesterol Cholest-5-en-3beta-ol C27H460 0 Lysosome
chsterol Cholesterol Cholest-5-en-3beta-ol C27H460 0 Mitochondria
chsterol Cholesterol Cholest-5-en-3beta-ol C27H460 0 ic Reticuls
chsterols cholesterol sulfate C27H45048 -1 Cytosol
chsterols cholesterol sulfate C27H4504S -1 Reticul
chtn chitin beta-1,4-poly-N-acetyl-D. C24H41N3016 0 Cytosol
chtn chitin beta-1,4-poly-N-acetyl-D-glucosamine C24H41N3016 0
2L oo s

P 4 ' Cytosol
it Citrate 2, 2—Hydr_uxy—1, Z—Hydr_oxyt(lc_arba!lyllc acid, 3- C6H507 3
propanetricarboxylic acid, Citric acid
it Citrate 2, 2—Hydr_uxy—1, Z—Hydr_oxyt(lc_arba!lyllc acid, 3- C6H507 3
propanetricarboxylic acid, Citric acid
citmcoa-L. L-Citramalyl-CoA (35)-Citramalyl-CoA C26H37N7020P3S -5 Mitochondria
: — 2-Amino-5-ureidovaleric acid, Citrulline, N5-
citr-L. L-Citrulline . )-L-Omithine C6H13N303 0 Cytosol
. T 2-Amino-5-ureidovaleric acid, Citrulline, N5-
citr-L L-Citrulline . )-L-Omithine C6H13N303 0 Mitochondri
cl Chloride Cl- Cl -1 Cytosol
cl Chloride Cl- Cl -1 Extracellular
clpn_hs cardiolipin (homo sapiens) COHIG09P2FULLRCO2FULLR2 -2
pn P P CO2FULLRCO2FULLR2C0O2
Cytosol
N docosa-7,10,13,16,19-pentaenoic acid,
clpnd clupanodonic acid ic acid (n-3) C22H3302 -1 Cytosol
. docosa-7,10,13,16,19-pentaenoic acid,
clpnd acid ic acid (n-3) C22H3302 -1 Extracellul
clpndcoa clupanodonyl CoA clupanodonyl Coenzyme A, docosa-7,10,1316,19-| o640 7017p35 -4
coenzyme A Cytosol
clpndcoa CoA clupanodonyl Coenzyme A, docosa-7,10,13,16,19- C43HEANTOLTP3S 4 . .
coenzyme A Mitochon
clpndcoa clupanodonyl CoA clupanodonyl Coenzyme A, docosa-7,10,1316,19-| o1 640761 7p35 -4
coenzyme A
clpndern clupanodonyl carnitine C29H47NO4 0 Cytosol
clpndcrm carnitine C29H47NO4 0 Mitochondria
ytidylic Acid, Cytidine-2'(3')-monophosphoric
cmp CMP , Cytidine-2[(3[)-monophosphoric acid, C9H12N308P -2
Cytidine-5'-monophosphate, Cytidylic acid
Y phosphate, Cytidy| Cytosol
3'-Cytidylic Acid, Cytidine-2'(3')-monophosphoric
cmp CMP acid, Cytidine-2[(3[)-monophosphoric acid, C9H12N308P -2
Cytidine-5'- hosphate, Cytidylic acid
ytidine-5'-monophosphate, Cytidylic aci Extracellular
3'-Cytidylic Acid, Cytidine-2'(3')-monophosphoric
cmp CMP acid, Cytidine-2[(3[)-monophosphoric acid, C9H12N308P -2
Cytidine-5'-monophosphate, Cytidylic acid
v phosphate, Cytidy! Golgi Apparatus
3'-Cytidylic Acid, Cytidine-2'(3')-monophosphoric
cmp CMP acid, Cytidine-2[(3[)-monophosphoric acid, C9H12N308P -2
Cytidine-5'-monophosphate, Cytidylic acid
v phosphate, Cytidy! Lysosome
3'-Cytidylic Acid, Cytidine-2'(3')-monophosphoric
cmp CMP acid, Cytidine-2[(3[)-monophosphoric acid, C9H12N308P -2
Cytidine-5'- hosphate, Cytidylic acid
ytidine-5'-monophosphate, Cytidylic aci Mitochondria
3'-Cytidylic Acid, Cytidine-2'(3')-monophosphoric
cmp CMP acid, Cytidine-2[(3[)-monophosphoric acid, C9H12N308P -2
Cytidine-5'-monophosphate, Cytidylic acid
y‘ phosphate, Cytidy Nucleus
CMP-2-aminoethylphospt CMPciliatine C11H19N4010P2 -1 Cytosol
cmpacna CMP-N i CMP-Neu5Ac C20H29N4016P -2 Cytosol
cmpacna CMP-N-acetylneuraminate CMP-NeuSAc C20H29N4016P -2 Golgi Apparatus
cmpacna CMP-N i CMP-Neu5Ac C20H29N4016P -2 Nucleus
cmpntm2amep CMP-N-trimethyl-2-aminoeth CMP-2-trimethylaminoethylphosphonate C14H25N4010P2 -1 Cytosol
cmusa 3 C7HBNO5 -1 Cytosol
co Carbon monoxide co 0 Cytosol
co Carbon monoxide co 0
c02 CO2 Carbon dioxide, Carbonic anhydride CO2 0 Cytosol
co2 CO2 Carbon dioxide, Carbonic anhydride CO2 0
c02 CO2 Carbon dioxide, Carbonic anhydride CO2 0 Golgi Apparatus
co2 CO2 Carbon dioxide, Carbonic anhydride CO2 0 i i
co2 CO2 Carbon dioxide, Carbonic anhydride CO2 0 Nucleus
co2 CO2 Carbon dioxide, Carbonic anhydride CO2 0 Reticul
co2 COo2 Carbon dioxide, Carbonic anhydride CO2 0
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4 Cytosol
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4 Golgi Apparatus
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4 Lysosome
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4 Mitochondria
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4 Nucleus
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4
coa Coenzyme A CoA, CoA-SH, CoASH C21H32N7016P3S -4 Peroxisome
coke cocaine beta-Cocain, I-Cocain C17H21NO4 0 i




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
core2 Core 2 be‘a'D'G?'af‘?sg)'ji":c(g';ffy"be‘a'D' ) C22H37N2015X o
) Golgi Apparatus
core3 Core 3 NrAcetyI—bfeta—D—gIucosammyl—L}N—acetyl—D— C16H27N2010X o _
R Golgi Apparatus
cored Core 4 N'A‘:ety'ibe‘,a;'js')?'h‘f:cs:;ﬂ:i"'l‘6'(N""°e.'y'jb§‘a' C24H4ON3O15X o
) Golgi Apparatus
core5 Core 5 C16H27N2010X o Golgi Apparatus
core6 Core 6 C16H27N2010X 0 Golgi Apparatus
core6 Core 6 C16H27N2010X 0 Lysosome
core7 Core 7 C16H27N2010X 0 Golgi Apparatus
core8 Core 8 C14H24NO10X o Golgi Apparatus
" 11, 17alpha, 20-trione, 21-Dihydroxy-4-pregnene-
cortsn Cortisone 3, Kendall's compound E, Reichstein's substance F: C21H2805 0
coucoa p-coumaroyl-CoA 4-Coumaroyl-CoA;, 4-Hydroxycinnamoyl-CoA  [C30H38N7018P3S1 -4 Mitochondria
1,2-Benzopyrone, 2-Propenoic acid, 3-(2-
hydroxyphenyl)-, d-lactone, 2H-1-Benzopyran-2-
coumarin coumarin 0ne, 5,6-Benzo-2-pyrone, Benzo-a-pyrone, COH602 0
Coumarine, Coumarinic anhydride, Cumarin,
Rattex, Tonka bean camphor, cis-o-Coumarinic
acid lactone, o-Hydroxycinnamic acid lactone
Cytosol
1,2-Benzopyrone, 2-Propenoic acid, 3-(2-
hydroxyphenyl)-, d-lactone, 2H-1-Benzopyran-2-
coumarin coumarin 0ne, 5,6-Benzo-2-pyrone, Benzo-a-pyrone, C9H602 o
Coumarine, Coumarinic anhydride, Cumarin,
Rattex, Tonka bean camphor, cis-o-Coumarinic
acid lactone, o-Hydroxycinnamic acid lactone
Extracellular
cpppg3 Coproporphyrinogen 111 C36H40N408 -4 Cytosol
creat Creatine Iph idino acet .y o302 0
acid Cytosol
. — .
creat Creatine N v et Capin302 0
acid
. — .
creat Creatine N v et Capin302 0
acid
crm_hs ceramide (homo sapiens) Ceramide, N C18H36NO2FULLRCO o Cytosol
crm_hs ceramide (homo sapiens) Ceramide, N-Acylsphingosine C18H36NO2FULLRCO 0 Golgi Apparatus
crm_hs ceramide (homo sapiens) Ceramide, N ingosi C18H36NO2FULLRCO o Lysosome
crm_hs ceramide (homo sapiens) Ceramide, N-Acylsphingosine C18H36NO2FULLRCO 0 ic Reticul
crmp_hs Ceramide 1-phosphate Ceramide 1-phosphate, Ceramide phosphate C18H35NO5PFULLRCO -2 Cytosol
crmp_hs Ceramide 1-phosphate Ceramide 1-phosphate, Ceramide phosphate C18H35NO5PFULLRCO -2
(S)-Carnitine, 3-Carboxy-2-hydroxy-N, L-gamma-
crn L-Carnitine Trimethyl-bet: ine, N-tri H15NO3 0
1-propanaminium, Vitamin BT
Prop! Cytosol
(S)-Carnitine, 3-Carboxy-2-hydroxy-N, L-gamma-
crn L-Carnitine imethy-bet: ine, N-tri H15NO3 0
1-propanaminium, Vitamin BT
(S)-Carnitine, 3-Carboxy-2-hydroxy-N, L-gamma-
crn L-Carnitine Trimethyl-bet: ine, N-tri H15NO3 0
1-propanaminium, Vitamin BT
(S)-Carnitine, 3-Carboxy-2-hydroxy-N, L-gamma-
crn L-Carnitine Trimethyl-bet: ine, N-tri H15NO3 0
1-propanaminium, Vitamin BT -
(S)-Carnitine, 3-Carboxy-2-hydroxy-N, L-gamma-
crn L-Carnitine imethy-bet: ine, N-tri H15NO3 0
1-propanaminium, Vitamin BT .
Peroxisome
crtn Creatinine 1-Methylglycocyamidine C4H7N30 0 Cytosol
11beta, 17alpha, 20-dione, 21-Trihydroxy-4-
crtsl Cortisol pregi b i Kendall's C21H3005 0
i in's substance M
Cytosol
11beta, 17alpha, 20-dione, 21-Trihydroxy-4-
crtsl Cortisol pregi b i Kendall's C21H3005 0
Reichstein's substance M " .
Mitochondria
11beta, 17alpha, 20-dione, 21-Trihydroxy-4-
crtsl Cortisol pregi N i Kendall's C21H3005 0
Reichstein's substance M
crtstrn Corticosterone 11bela,ZI1-D|hydroxy-4-pr?gneng-?,ZO»dlcne, C21H3004 0
Kendall's compound B, Reichstein's substance H
Cytosol
crtstrn Corticosterone 11bela,ZI1-D|hydroxy-4-pr?gneng-?,ZO»dlcne, C21H3004 0
Kendall's compound B, Reichstein's substance H N N
Mitochondria
" 11beta,21-Dihydroxy-4-pregnene-3,20-dione,
cristm Corticosterone Kendall's compound B, Reichstein's substance H C21H3004 0
L y DHE, Docosahexaenoic acid, docosa-
crvnc cervonic acid, C22:6 n-3 4.7.,10,13.16,19-hexaenoic acid C22H3102 -1 Cytosol
crvnc cervonic acid, C22:6 n-3 DHE, Docosahexaenoic acid, docosa- C22H3102 -1

4,7,10,13,16,19-hexaenoic acid

Extracellular




Abbreviation bolite Name Formula Charge Compartment
" chondroitin sulfate/heparan sulfate linkage region (GIcA- B
csihs linkage (Gal)2-Xyl-L-Ser (protein) C23H36020X ! Golgi Apparatus
cs_a in sulfate A (Gall GlcA), free chain (GalNAc4S-GlcA)2-Gal4s-Gal-Xyl C45H67N2046S3 -5
Lysosome
chondroitin sulfate A (GalNAc4S-GlcA), B (IdoA2S- g ¥ ot Ul . P
cs_a,b,e_prel GalNAC4S), and E (GalNAc4 6diS-GIcA), precursor 1 GalNAC4S-GlcA-Gal4S-Gal-Xyl-L-Ser (protein) |C31H47NO31S2X 3 .
Golgi Apparatus
chondroitin sulfate A (GaINAc4S-GlcA) and B (IdoA2S- | . INACAS.GleA-CAlAS-Cal-Xyl| - "
cs ab_pre2 GalNACc4S), precursor 2 Ser COTHSANOSTS2X 4 Golgi Apparatus
chondroitin sulfate A (GaINAc4S-GlcA) and B (IdoA2S- INAC-GI INAC4S-GlcA-Gal4S-Gal-Xyl-L "
cs ab_pre3 GalNACc4S), precursor 3 Ser CASHGTN204252X 4 Golgi Apparatus
iti 1 Gl
cs_a_degl sulfate A ). INAC-GIcA-GalNACAS-GIcA-GaldS-Gal-Xyl ~|CASHEBN204352 4
product 1 Lysosome
i I Gl
o5 a_deg? sulfate A ). cA-GalNACAS-GlcA-Galds-Gal-Xy1 C37HE5NO38S2 -4
product 2 Lysosome
i I Gl
cs_a_deg3 sulfate A ). GalNACAS-GIcA-Gal4s-Gal-Xyl C31H4BNO3252 3
product 3 Lysosome
i I Gl
cs_a_degd sulfate A ). GalNAC-GIcA-Galds-Gal-Xyl C31H4INO29S 2
product 4 Lysosome
i I Gl
o5 a_degs sulfate A . GlcA-Gal4s-Gal-xy c23H360245 -2
product 5 Lysosome
chondroitin sulfate B / dermatan sulfate (IdoA2S- INAC4S-1doA2S-GalNAc4S-GIcA-Gal4s-Gal
cs b GalNAc4S), free chain Xyl C4SHO6N204954 0 Lysosome
cs_b_degl chondroitin sulfate B / dermatan suifate (IdoA2S- GalNAC-1doA2S-GalNACAS-GIcA-Galds-Gal-Xyl| C45HB7N204653 5
GalNAc4S), product 1 Lysosome
chondroitin sulfate B / dermatan sulfate (IdoA2S-
cs_b_deg2 GalNACAS), jon product 2 1doA2S-GalNACc4S-GlIcA-Galas-Gal-Xy! C37H54N041S3 -5 Lysosorme
chondroitin sulfate B / dermatan sulfate (IdoA2S-
cs_b_deg3 GalNACAS), jon product 3 IdoA-GalNAc4S-GlcA-Gal4s-Gal-Xyl C37H55N038S2 -4 Lysosorme
cs_b_pred in sulfate B (1doA2S-GalNAC4S), precursor 4 GalNA-IdoA-GalNACAS-GloA-Gal4S-Gal-Xyl-L1 oy np0aas2x -4 X
Ser Golgi Apparatus
cs_b_pre5 chondroitin sulfate B (IdoA2S-GalNAc4s), precursor 5 C45HB66N2045S3X -5 Golgi Apparatus
cs_C in sulfate C (Gall GlcA), free chain (GalNAc6S-GIcA)2-GaleS-Gal-Xyl C45H67N2046S3 -5
Lysosome
in sulfate C (Gall GlcA) and D (GIeN, .
cs_c,d,e_prel GlcA2S), precursor 1 GalNAC6S-GlcA-Gal6S-Gal-Xyl-L-Ser (protein) |C31H47NO31S2X -3 Golgi Apparatus
iti I GIcA)
cs_c_degl sulfate € i INAC-GIcA-GalNAC6S-GlcA-Gal6S-Gal-Xyl  |C45HE8N204352 4
product 1 Lysosome
i I GIcA)
cs_c_deg2 sulfate € i I GlcA-Gal6s-Gal-Xyl C37HS5NO38S2 4
product 2 Lysosome
itin sulfate C (Gall GlcA), IN, GlcA-Gal6S-Gal-Xyl -
cs_c_deg3 product 3 y C31H48N032S2 3 Lysosorme
i I Gl
cs_c_degd sulfate € ): GalNAC-GIcA-Gal6s-Gal-Xyl C31H4INO29S 2
product 4 Lysosome
i I Gl
cs_c_degs sulfate C ). GlcA-Gal6s-Gal-Xyl C23H360245 -2
product 5 Lysosome
- I N GIcA-Gal6S-Gal-Xyl-L-Ser
Cs_c_pre2 chondroitin sulfate C (GaINAc6S-GIcA), precursor 2 h C37H54N037S2X -4 .
(protein) Golgi Apparatus
— INAC-G IN. GlcA-Gal6S-Gal-Xyl-L
cs_c_pre3 chondroitin sulfate C (GaINAc6S-GIcA), precursor 3 Ser (protein) C45H67N204252X -4 Golgi Apparatus
cs_d chondroitin sulfate D (GIcCNACc6S-GIcA2S), free chain (GalNAc6S-GIcA2S)2-Gal6S-Gal-Xyl C45H65N2052S5 -7 Lysosorme
" I Gl ¥ . ¥ ¥ _Gal-
cs_d_degl sulfate D 2S), GalNACc-GIcA2S-GalNAC6S-GIcA2S-Gal6S-Gal C45HE6N204954 6
product 1 Xyl Lysosome
i I Gl
cs_d_deg? sulfate D 29). GlcA2S-Gall IcA2S-Gal6s-Gal-Xyl  |C37THS3NOA4SA 6
product 2 Lysosome
i I Gl
o5 d_deg3 sulfate D 25). IcA-GalNACBS-GIcA2S-Gal6s-Gal-Xyl C37H54NOA1S3 5
product 3 Lysosome
i I Gl
cs_d_degh sulfate D 29). INACGS-GICA2S-Gal6S-Gal-Xyl C31H47TNO3553 4
product 4 Lysosome
i I Gl
cs_d_degs sulfate D 29). GalNAC-GIcA2S-Gal6S-Gal-Xyl C31H4BNO3252 3
product 5 Lysosome
i I Gl
cs_d_deg6 sulfate D 29). GIcA2S-Gal6S-Gal-Xyl C23H3502752 3
product 6 Lysosome
cs_d_pre2 chondroitin sulfate D (GIcNAc6S-GIcA2S) precursor 2 GalNAC6S-GlcA2S-Gal6S-Gal-Xyl-L-Ser (protein) C31H46NO34S3X -4 Golgi Apparatus
cs_d_pre3 chondroitin sulfate D (GICNAC6S-GICA2S), precursor 3 GlcA-GaNACES-GICAZS-Gal6S-Gal-Xyl-L-Ser | o7 ean 04053 -5 .
(protein) Golgi Apparatus
) ) . INAC-GI N GlcA2S-Gal6S-Gal-Xy
cs_d_pred sulfate D , precursor 4 L-Ser (protein) C45HB66N204553X -5 Golgi Apparatus
i ) FRN INACGS-GI 1 1cA2S-Gal6S-Gal
cs_d_pre5 sulfate D , precursor 5 Xyl-L-Ser (protein) C45HB65N204854X -6 Golgi Apparatus
cs_e chondroitin sulfate E (GalNAc4,6diS-GIcA), free chain (GalNAc4,6diS-GlcA)2-Gal4,6diS-Gal-Xyl C45HB64N205556 -8 Lysosorme
s e_degl chondroitin sulfate E (GalNAc4,6diS-GIcA), degradation |GalNAc6S-GlcA-GalNAc4,6diS-GlcA-Gal4,6diS- C45HE5N205255 B
product 1 Gal-Xyl Lysosome
iti 6diS-Gl INAC-G 1 60iS-GlcA-Gald, 6diS-Gal-
s e_deg2 chondroitin sulfate E (GalNAc4,| ), N, INAC4,| 4,6diS-Gal C45HBEN204954 6
product 2 Xyl Lysosome
iti 6diS-Gl
os_e_deg3 chondroitin sulfate € (GalNAc4, ). IcA-GalNAGA,60iS-GIcA-Gal4 6diS-Gal-Xyl  |C37THE3NOA4S4 -6
product 3 Lysosome
iti 6diS-Gl
cs_e_degd chondroitin sulfate E (GalNAc4, ) GalNAC4,6diS-GlcA-Gald, 6dis-Gal-Xyl C31H46NO3BS4 5
product 4 Lysosome
iti 6diS-Gl
s e_degs chondroitin sulfate E (GalNAc4, ), N GlcA-Gal4,6dliS-Gal-Xyl C31HATNO35S3 4
product 5 Lysosome
cs e degé chondroitin sulfate E (GalNAc4,6diS-GIcA), degradation GalNAC-GIcA-Gald, 6diS-Gal-Xy C31HABNO32S2 3
product 6 Lysosome
o5 e deg7 chondroitin sulfate E (GalNAc4,6diS-GIcA), degradation GlcA-Gal4,6diS-Gal-Xyl 23H3502752 3
product 7 Lysosome
cs_e_pre2 chondroitin sulfate E (GalNAc4,6diS-GIcA), precursor 2 GalNAC4,6diS-GloA-Gal4 6diS-Gal-Xyl-L-Ser | 3, 11eN 03754 -5 .
(protein) Golgi Apparatus
cs_e_pre3 chondroitin sulfate E (GalNAc4,6diS-GIcA), precursor 3 GlcA-GalNAC4,6diS-GloA-Gald.6diS-Gal-XyI-L- | 7 e\ 04354 -6 .
Ser (protein) Golgi Apparatus
INAC-G INAC4,60iS-GlcA-Gald 6diS-Gal-
cs_e_pred chondroitin sulfate E (GalNAc4,6diS-GIcA), precursor 4 ' ' C45HB65N204854X -6

Xyl-L-Ser (protein)

Golgi Apparatus




Abbreviation Name Formula Charge Compartment
. " GalNAC4S-GlcA-GalNAc4,6diS-GlcA-Gal4,6diS-
cs_e_preSa chondroitin sulfate E (GalNAc4,6diS-GIcA), precursor 5a Gal-Xyl-L-Ser (protein) C45HB64N2051S5X -7 Golgi Apparatus
" " GalNAC6S-GlcA-GalNAc4,6diS-GlcA-Gal4,6diS-
cs_e_preSb sulfate E (GalNAc4,6diS-GIcA), precursor 5b Gal-Xyl-L-Ser (protein) C45HB64N2051S5X -7 Golgi Apparatus
chondroitin sulfate precursor (GalNAc-GlcA-(Gal)2-Xyl-L-| 9 ~ L] N B
cs_pre Ser (protein) GalNAc-GlcA-(Gal)2-Xyl-L-Ser (protein) C31H49NO25X 1 Golgi Apparatus
csn Cytosine C4H5N30 0 Cytosol
csn Cytosine C4H5N30 0
cspg_a in sulfate A (Gal GlcA) (GalNAc4S-GIcA)2-Gal4S-Gal-Xyl-L-Ser (protein)C45H66N2045S3X -5
i I Gl INACAS-GIcA)2-GaldS-Gal-Xyl-L- i E
cspg_a sulfate A ) ( ): Xyl-L-Ser (protein)C45H66N2045S3X 5 Golgi Apparatus
i I Gl INACAS-GIcA)2-GaldS-Gal-Xyl-L- i E
cspg_a sulfate A ) ( ): Xyl-L-Ser (protein)C45H66N2045S3X 5 Lysosorme
cspg b chondroitin sulfate B / dermatan sulfate (IdoA2: 4S-1doA2S-GalNAc4S-GlcA-Gal4S-Gal CA5HE5N204854X 6
POt proteoglycan Xyl-L-Ser
chondroitin sulfate B / dermatan sulfate (IdoA2: 4S-1doA2S-GalNAc4S-GlcA-Gal4s-Gal
cspg_b proteoglycan Xyl-L-Ser CASHEEN204854X 6 Golgi Apparatus
cspg b chondroitin sulfate B / dermatan sulfate (IdoA2: 4S-1doA2S-GalNAc4S-GlcA-Gal4S-Gal CA5HE5N204854X 6
POt proteoglycan Xyl-L-Ser Lysosome
cspg_c in sulfate C (Gall GlcA) I (GalN. GlIcA)2-Gal6S-Gal-Xyl-L-Ser (protein)C45H66N2045S3X -5
" 1 el I IN. Gl X - - - - il K
cspg_c sulfate C ) ( \)2-Gal6S-Gal-Xyl-L-Ser (protein)C45H66N2045S3X 5 Golgi Apparatus
i I GlcA) I IN GIcA)2-Gal6S-Gal-Xyl-L- i R
cspg_c sulfate C ) ( yl-L-Ser (protein)C45H66N2045S3X 5 Lysosorme
cspg_d in sulfate D (G GIcA2S) p (GaINACGS-GIeAZS)2-Gales-Gal-Xyl-L-Ser | e 64no05155% 7
(protein)
P st ) loAzs (GalN. GIcA2S)2-Gal6S-Gal-Xyl-L-Ser CASHEAN201S
cSpg_( sulfate D ) P (protein) 45H64N2051S5X -7 Golgi Apparatus
P sl ) . (GalN. GIcA2S)2-Gal6S-Gal-Xyl-L-Ser CASHBAN201S
cspg_ sulfate D p (orotein) 45H64N2051S5X -7 Lysosome
cspg_e chondroitin sulfate E (GalNAc4,6diS-GIcA) proteoglycan é;?t’:i’:)c 4,6diS-GleA)2-Gald 6diS-Gal-Xyl-L-Ser | oy eanp05456% -8
. .y (GalNAc4,6diS-GIcA)2-Gal4,6diS-Gal-Xyl-L-Ser r
cspg_e chondroitin sulfate E (GalNAc4,6diS-GIcA) proteoglycan (protein) C45HB63N2054S6X 8 Golgi Apparatus
cspg_e chondroitin sulfate E (GalNAc4,6diS-GIcA) proteoglycan (GalNAGH 6iS-GlcA)2-Gald 6iS-Gal-Xyl-L-Ser | -5y 6anp05456x -8
(protein) Lysosome
ctp CTP Cytidine 5'-triphosphate, Cytidine triphosphate C9H12N3014P3 -4 Cytosol
ctp CTP Cytidine 5'-triphosphate, Cytidine triphosphate C9H12N3014P3 -4
ctp CTP Cytidine 5'-triphosphate, Cytidine triphosphate C9H12N3014P3 -4 Nucleus
cyan Hydrogen cyanide CN-, Cyano CHN 0 Cytosol
cyan Hydrogen cyanide CN-, Cyano CHN 0
cyan Hydrogen cyanide CN-, Cyano CHN 0 Mitochondria
cysam Cysteamine C2HBNS 1 Cytosol
cys-L L-Cysteine Cys, L-2-Amino-3-mercaptopropionic acid C3H7NO2S 0 Cytosol
cys-L L-Cysteine Cys, L-2-Amino-3-mercaptopropionic acid C3H7NO2S 0
cys-L L-Cysteine Cys, L-2-Amino-3-mercaptopropionic acid C3H7NO2S 0
cyst-L L-C C7H14N204S 0 Cytosol
- 1-beta-ribofuranosylosine, 4-amino-1-beta-D-
cyd Cytidine ribofuranosyl-2(1H)-pyrimidinone, cytosine ribosit eCQH13N305 0
Cytosol
- 1-beta-ribofuranosylosine, 4-amino-1-beta-D-
cytd Cytidine . » o ) . |C9H13N305 0
ribofuranosyl-2(1H)-pyrimidinone, cytosine ide Extracellular
- 1-beta-ribofuranosylosine, 4-amino-1-beta-D-
cyd Cytidine ribofuranosyl-2(1H)-pyrimidinone, cytosine ribosit eCQH13N305 0
Lysosome
- 1-beta-ribofuranosylosine, 4-amino-1-beta-D-
cytd Cytidine . » o ) . |C9H13N305 0
ribofuranosyl-2(1H)-pyrimidinone, cytosine riboside Mitochondria
- 1-beta-ribofuranosylosine, 4-amino-1-beta-D-
cyd Cytidine ribofuranosyl-2(1H)-pyrimidinone, cytosine ribosit eCQH13N305 0
Nucleus
dad-2 Deoxyadenosine 2-Deoxyadenosine, dA C10H13N503 0 Cytosol
dad-2 D i 2'-D ine, dA C10H13N503 0 Extracellul
dad-2 Deoxyadenosine 2-Deoxyadenosine, dA C10H13N503 0 Lysosome
dad-5 5-Di i C10H13N503 0 Extracellul
dadp dADP 2'-Deoxyadenosine 5-diphosphate C10H12N509P2 -3 Cytosol
dadp dADP 2'-Deoxyadenosine 5" C10H12N509P2 -3 Mitochondri
dadp dADP 2'-Deoxyadenosine 5-diphosphate C10H12N509P2 -3 Nucleus
dag_hs (homo sapiens) C3H60FULLRCO2FULLR2CO2 (0 Cytosol
dag_hs diacylglycerol (homo sapiens) C3H60FULLRCO2FULLR2CO2 (0
dag_hs diacylgl: | (homo sapiens) C3H60FULLRCO2FULLR2CO2 (0
Nucleus
dag_hs diacylglycerol (homo sapiens) C3H60FULLRCO2FULLR2CO2 (0 et
dak2gpe_hs 1;;':::";' :"‘E:L?_r"f:a’"i';'s‘;“°5p“°e‘ha"°'a’"'”e plasmalogen C7H1405NPFULLRFULLR2CO |0
ls 9 P Cytosol
2'-Deoxyadenosine 5-monophosphate, 2'-
damp dAMP D ine 5" hate, D C10H12NSO6P -2

monophosphate, Deoxyadenylic acid

Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
2'-Deoxyadenosine 5-monophosphate, 2'-
damp dAMP DA ine 5- hate, D C10H12N506P -2
monophosphate, Deoxyadenylic acid
Lysosome
D e o .
datp 4ATP g : o 5-triphosp " C10H12N5012P3 4
b Cytosol
D e o .
datp 4ATP 2D S-triphosphate, C10H12N5012P3 4
5'-tr D tr
D . o .
datp 4ATP g : o 5-triphosp " C10H12N5012P3 4
N Nucleus
dcacoa Decanoyl-CoA (n-C10:0CoA) C31H50N7017P3S -4 Cytosol
dcacoa Decanoyl-CoA (n-C10:0CoA) C31H50N7017P3S -4 i
dcamp N6-(1,2-Dicarboxyethyl)-AMP acid C14H14N5011P -4 Cytosol
2-De dine 5- 2-D d
dedp dCDP C9H12N3010P2 -3 Cytosol
2-De dine 5- 2-D d
dedp dCDP C9H12N3010P2 -3 Mitochondri
D ine 5- x d
dedp dCDP 2 S 2D C9H12N3010P2 -3
Nucleus
dcholcoa chenodeoxycholoyl coenzyme a Chenodeoxycholoyl-CoA, bile acid C45H70N7019P3S -4 Peroxisome
2-D idine 5" D
demp dcmP D i D C9H12N307P -2
acid Cytosol
2-D idine 5" D
demp dcmP D i D C9H12N307P -2
acid Lysosome
2-D idine 5" D
demp dcmP D i D C9H12N307P -2
acid
2-D idine 5" D
demp dcMmP D i D C9H12N307P -2
acid Nucleus
(All-2)-4,7,10,13,16-docosapentaenoic acid,
g g P 4,7,10,13,16-Docasapentaenoic acid, (all-Z), R
desptnl docosa-4,7,10,13,16-pentaenoic acid (n-6) 4.7,10,13,16-Docosapentaenoic acid, (all-Z)-, C22H3302 1
docosa-4,7,10,13,16-pentaenoic acid
Cytosol
(All-2)-4,7,10,13,16-docosapentaenoic acid,
g g P 4,7,10,13,16-Docasapentaenoic acid, (all-Z),
desptnl docosa-4,7,10,13,16-pentaenoic acid (n-6) 4.7,10,13,16-Docosapentaenoic acid, (all-Z)-, C22H3302 1
docosa-4,7,10,13,16-pentaenoic acid
desptnlcoa docosa-4,7,10,13,16-pentaenoyl coenzyme A C43HB64N7017P3S -4 Cytosol
desptnicoa docosa-4,7,10,13,16-pentaenoyl coenzyme A C43HB4N7017P3S -4 I
desptnlcoa docosa-4,7,10,13,16-pentaenoy| coenzyme A C43H64N7017P3S -4
desptnicrn docosa-4,7,10,13,16-pentaenoyl carnitine C29H47NO4 0 Cytosol
desptnlcrn docosa-4,7,10,13,16-pentaenoyl carnitine C29H47NO4 0 Mitochondria
D iding 5 D dine 51
dctp dCTP 2 D S " S C9H12N3013P3 -4
Cytosol
D iding £ D dine 51
dctp dCTP 2 D S " S C9H12N3013P3 -4
Mitochondria
D idine Etri D idine 5
dctp dCTP ZA D S - N S C9H12N3013P3 -4
Nucleus
deyt Deoxycytidine 2-Deoxycytidine, dC C9H13N304 0 Cytosol
deyt Deoxycytidine 2'-Deoxycytidine, dC C9H13N304 0 Extracellular
deyt Deoxycytidine 2-Deoxycytidine, dC C9H13N304 0 Lysosome
deyt Deoxycytidine 2'-Deoxycytidine, dC C9H13N304 0 Mitochondria
deyt Deoxycytidine 2-Deoxycytidine, dC C9H13N304 0 Nucleus
dd2coa trans-Dodec-2-enoyl-CoA 2-trans-Dodecenoyl-CoA C33H52N7017P3S -4 Mitochondria
dd3coa 3-dodecenoyl CoA 3-cis-Dodecenoyl-CoA C33H52N7017P3S -4 I i
ddca Dodecanoate (n-C12:0) Dodecanoic acid, Dodecylcarboxylate, Lauric acid C12H2302 -1 Cytosol
ddcaACP Dodecanoyl-ACP (n-C12:0ACP) D facel. D facyl-carri C23H43N208PRS 1
VI-ACP (n-CL2: protein], Fatty Acid C12 ACP, Lauroyl ACP Cytosol
ddcacoa Dodecanoyl-CoA (n-C12:0CoA) Lauroyl coenzyme A, Lauroyl-CoA C33H54N7017P3S -4 Cytosol
ddcacoa Dodecanoyl-CoA (n-C12:0CoA) Lauroyl coenzyme A, Lauroyl-CoA C33H54N7017P3S -4 Peroxisome
ddsmsterol 7-D 7-Deh: C27H420 0 i
e - imidamide, 3 4-dihydro-
3,4-Dihydro-2(1H)-isoquinolinecarboxamidine, 3,4
Dihydro-2(1H)-isoquinolinecarboximidamide, C10H14N3 1
Debrisoquin [MeSH: Debrisoquin], Debrisoquine
[MeSH: Debrisoquin], Isocaramidine
Cytosol
b - imidamide, 3 4-dihydro-
3,4-Dihydro-2(1H)-isoquinolinecarboxamidine, 3,4
debrisoquine debrisoquine Dihydro-2(1H)-isoquinolinecarboximidamide, C10H14N3 1
Debrisoquin [MeSH: Debrisoquin], Debrisoquine
[MeSH: Debrisoquin], Isocaramidine
Extracellular
decdp all trans Decapreny! diphosphate C50H8107P2 -3 Cytosol
decdp all trans Decapreny! di C50H8107P2 -3 Mitochondri
dedol_L Dehydrodolichol, human liver homolog C1080H1748010 0 Cytosol
dedol_U Dehydrodolichol, human uterine homolog C1025H1660010 0 Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
dedoldp_L Dehydrodolichol diphosphate, human liver homolog Dehydrodolichyl diphosphate C1080H1738070P20 -30 Cytosol
dedoldp_U Dehydrodolichol diphosphate, human uterine homolog C1025H1650070P20 -30 Cytosol
dedolp_L Dehydrodolichol phosphate, human liver homolog C1080H1738040P10 -20 Cytosol
dedolp_U Dehydrodolichol phosphate, human uterine homolog C1025H1650040P10 -20 Cytosol

deacylated-(phosphoethanolaminyl-
dem2emgacpail_prot_hs i i I {[Prot-PE-(Man)2],[PE]}-Man-GIcN-PI C37THTONIO34PSFULLRCO2FU 0
M I LLR2CO2X
glucosaminyl-acylphosphatidylinositol Reticul
dgchol Chenodeoxyglycocholate Chenod C26H43NO5 0 Cytosol
dgchol Chenodeoxyglycocholate Chenodeoxyglycocholate C26H43NO5 0
dgchol Chenodeoxyglycocholate Chenod C26H43NO5 0
dgcholcoa Chenodeoxyglycocholoyl-CoA Chenodeoxyglycocholoyl-CoA C45H70N7019P3S -4 Peroxisome
dgdp dGDP 2'-D ine 5'-di C10H12N5010P2 -3 Cytosol
dgdp dGDP 2'-Deoxyguanosine 5'-diphosphate C10H12N5010P2 -3 i
dgdp dGDP 2'-D ine 5 C10H12N5010P2 -3 Nucleus
2'-Deoxyguanosine 5'-monophosphate, 2'-
dgmp dGMP D ine 5'-phosphate, D C10H12N507P -2
hosphate, De lic acid
monophosphate, Deoxyguanylic aci ytosol
2'-Deoxyguanosine 5'-monophosphate, 2'-
dgmp dGMP D ine 5'-ph C10H12N507P -2
hosphate, De lic acid
monophosphate, Deoxyguanylic aci Lysosome
2'-Deoxyguanosine 5'-monophosphate, 2'-
dgmp dGMP D ine 5" hate, D C10H12N507P -2
D lic acid " N
Mitochondria
" PR C39H76N4037P4FULLRCO2FU
deacylated-al hored -PE-| - -Man-GlcN-
dgpi_prot_hs y (GPI): proteif{[(Prot-PE-Man),(PE)-Man],[PE]}-Man-GIcN-PI LLR2CO2X 0
i "D . hemihydratiC101
dgsn Deoxyguanosine 2 2 H13N504 0 Cytosol
i "-D . hemihydratiC101
dgsn Deoxyguanosine 2 2 H13N504 0 Extracellular
i "-D . hemihydratiC101
dgsn Deoxyguanosine 2 2 H13N504 0 Lysosome
i "-D . hemihydratiC101
dgsn Deoxyguanosine 2 2 H13N504 0 Mitochondria
2'-Deoxyguanosine 5'-triphosphate,
dgtp dGTP D ine 5'-tri D C10H12N5013P3 -4
Cytosol
2'-Deoxyguanosine 5'-triphosphate,
dgtp dGTP D ine 5'-tri D C10H12N5013P3 -4
Mitochondri
2'-Deoxyguanosine 5'-triphosphate,
dgtp dGTP D ine 5'-tri D C10H12N5013P3 -4
Nucleus
. 1. 3-Dihydroxy-2. 3-Dihyd
dha Dihydroxyacetone e g C3H603 0
3-Dihydroxypropan-2-one, Glycerone Cytosol
dhap Dihydroxyacetone phosphate Glycerone phosphate C3H506P -2 Cytosol
dhap Dihydi etone phosphate Glycerone phosphate C3H506P -2 i
. S " P,
dhbpt 6,7-Dihydrobiopterin Di Q pi C9H13N503 0 Cytosol
dhcholestanate 3alpha, 7alpha-Dihydroxy-5beta-cholestanate 3alpha 7alpha-Dihydroxy-Sheta-cholestanate, C27H4504 -1
3alpha, 7alpha-Dihydroxy-5beta-cholestanoate N N
Mitochondria
3alpha, 7alpha-Dihydroxy-5beta-cholestanate,
dhcholestanate 3alpha,7alpha-Dihydroxy-5beta-cholestanate 3alpha 7alpha-Diydroxy-Sbeta-cholestanoate C27H4504 -1
. 3alpha, 7alpha-Dihydroxy-5beta-cholestanate,
3alpha,7alpha-Dihydroxy-5beta-cholestanate 3alpha 7alpha-Dihydroxy-Sbeta-cholestanoate C27H4504 -1
dhcholestancoa 3alpha,7alpha-Dihydroxy-5beta-cholestanoyl-CoA 3alpha, 7alpha-Dihydroxy-5beta-cholestanoyl-CoA [ C48H76N7019P3S -4
dhcholestancoa 3alpha,7alpha-Dihydroxy-5beta-cholestanoyl-CoA 3alpha, 7alpha-Dihydroxy-5beta-cholestanoyl-CoA [ C48H76N7019P3S -4
dhcholoylcoa 3alpha, 7alpha-Dihydroxy-5beta-cholest-24-enoyl-CoA ze:)liha,7alpha-Dlhydroxy-5beta-cho|es!-24-enoyl- C48H74N7019P3S -4
dhcholoylcoa 3alpha, 7alpha-Dihydroxy-5beta-cholest-24-enoyl-CoA ze:)liha,7alpha-Dlhydroxy-5beta-cho|es!-24-enoyl- C48H74N7019P3S -4
dhcrm_hs dihydroceramide (homo sapiens) N-Acylsphinganine C18H38NO2FULLRCO 0 Cytosol
dhdasch Dehy DHA, Dehydroascorbic acid C6HB606 0 Cytosol
dhdasch Dehydroascorbate DHA, Dehydroascorbic acid C6H606 0
dhea Dehydroepiandrosterone 3heta—Hy_draxyandrost-s-en-l7-one, DHA, DHEA, C19H2802 o
D Cytosol
dhea Dehydroepiandrosterone Ilszheta—Hy_draxyandrostrs—en—lrone, DHA DHEA.| 19112802 0 o
dheas Dehydroepiandrosterone sulfate 3beta-Hydroxyandrost-5-en-17-one 3-sulfate, C19H2705S -1
D sulfate Cytosol
dheas Dehydroepiandrosterone sulfate 3oeta-Hydroxyandrost-5-en-17-one 3-sulfate, C19H2705S -1
D sulfate
dheas Dehydroepiandrosterone sulfate Ilszheta-Hydr_axyandrost-s-::l-fla Z;one 3-sulfate, C19H2705S -1 o
dhf 7,8-Dihydrofolate 7.§-D|hydrofullc acid, Dihydrofolate, Dihydrofolic| C19H19N706 B
acid Cytosol
dhf 7,8-Dihydrofolate :é?éDlhydmfuhc acid, Dihydrofolate, Dihydrofolic| C19H19N706 7
dhf 7,8-Dihydrofolate 7.§-D|hydrofullc acid, Dihydrofolate, Dihydrofolic| C19H19N706 7
acid Lysosome
dhf 7,8-Dihydrofolate :é?éDlhydmfohc acid, Dihydrofolate, Dihydrofolic| C19H19N706 7




Abbreviation Name Formula Charge Compartment
dhlam Dihy Dil C8H17NOS2 0 Mitochondri:
dhlpro Dihydrolipolprotein H2S2X 0 I

3alpha,7alpha, 12alpha,26-Tetrahydroxy-Sbeta-
g g ~ cholestane, 3alpha,7alpha-Dihydroxy-5beta-24- "
dhocholoylcoa 3alpha,7alpha,12alpha,26-Tetrahydroxy-5beta-cholestane oxocholestanoyl-CoA, Sbeta-Cholestane- C48H74N7020P3S 4
3alpha, 7alpha,12alpha,26-tetraol )
Peroxisome
3 i (S)-4, 5-Dihydroorotate, Dihydro-L-orotic acid, L- »
dhor-S (9)-Dihydroorotate Dihydroorotate, L-Dihydroorotic acid CSHEN204 1
Cytosol
" 2Dy inosine 5'-di 2-D¢
didp dIDP " C10H11N4010P2 -3 Cytosol
"Dy g x
didp diDP 2 S 2D C10H1IN4O10P2 3
"Dy g x
didp diDP 2 S 2D C10H1IN4O10P2 3
Nucleus
>_hs Dit Digal C30H55NO15SFULLRCO -1 Cytosol
>_hs Dit Digalactosylcerami C30H55NO15SFULLRCO -1
>_hs Dit Digal i C30H55NO15SFULLRCO -1 Golgi Apparatus
digalside_hs Digalactosylceramide Gal-Gal-Cer, Gal-alphal->4Gal-betal->1'Cer C30H56NO12FULLRCO 0 Cytosol
digalside_hs Digalactosylceramide Gal-Gal-Cer, Gal-alphal->4Gal-betal->1'Cer C30H56NO12FULLRCO 0 "
Golgi Apparatus
digalside_hs Digalactosylceramide Gal-Gal-Cer, Gal-alphal->4Gal-betal->1'Cer C30H56NO12FULLRCO 0 Lysosome
dimp dIMP 2-Deoxyinosine 5'-phosphate C10H11N4O7P -2 Cytosol
din Deoxyinosine 2'-deoxy-inosine C10H12N404 0 Cytosol
din Deoxyinosine 2'-deoxy-inosine C10H12N404 0
i 2'-Deoxyinosine 5'-tri 2D ]
ditp dITP N C10H11N4013P3 -4 Cytosol
D . w 3
ditp aire 2 S 2D C10H11N4013P3 4
D . w 3
ditp aire 2 S 2D C10H11N4013P3 4
Nucleus
dkmpp 2,3-diketo-5: io-1 1-phospho-2,3-diketo-5-methylthiopentane C6HI06PS -2 Cytosol
(2,2,2)-8,11,14-Eicosatrienoate, (Z,Z,2)-8,11,14-
dinlcg dihomo-gamma-linolenic acid (n-6) Icosatrienoate, 8,11, 14-Eicosatrie °?‘e'.8'alc1i’dl"i'ca C20H3302 1
g ,
6,9,12-trienoic acid
Cytosol
(2,2,2)-8,11,14-Eicosatrienoate, (Z,Z,2)-8,11,14-
dinlcg dihomo-gamma-linolenic acid (n-6) cosatrienoate, 8,11,14-Eicosatrienoate, 8.LL14- | 317y 1
Dih i linolenic acid, ico:
6,9,12-trienoic acid
dihomo-gamma-linolenyl coenzyme A C41H64N7017P3S -4 Cytosol
dinlcgcoa dihomo-gamma-linolenyl coenzyme A C41HB4N7017P3S -4 I
dinlcgern dihomo-gamma-linolenyl carnitine C27H47NO4 0 Cytosol
dinlcgern dihomo-gamma-linolenyl carnitine C27H47NO4 0 I
dmantipyrine demethylated antipyrine C10H10N20 0 Cytosol
dmantipyrine demethylated antipyrine C10H10N20 0
dmgly N,N-Dimethylglycine Dimethylglycine C4HINO2 0 Cytosol
dmgly N,N-Dimethylglycine Dimethylglycine C4HINO2 0 I
2,6 dimethylheptanoyl-CoA dimethyl heptanoyl coenzyme A C30H52N7017P3S -4 Cytosol
dmhptcoa 2,6 dimethylheptanoyl-CoA dimethyl heptanoyl coenzyme A C30H52N7017P3S -4 I
2,6 dimethylheptanoy! carnitine dimethyl heptanoyl carnitine C16H35NO4 0 Cytosol
dmhptcrn 2,6 dimethylheptanoyl carnitine dimethyl heptanoyl carnitine C16H35N0O4 0
2,6 dimethylheptanoy! carnitine dimethyl heptanoyl carnitine C16H35NO4 0 Mitochondri;
dmnoncoa 4,8 dimethylnonanoyl-CoA 4,8 dimethylnonanoyl coenzyme a C32H54N7017P3S -4 Cytosol
4,8 dimethyInonanoyl-CoA 4,8 dimethylnonanoyl coenzyme a C32H54N7017P3S -4 Mitochondri;
4,8 dimethyInonanoyl-CoA 4,8 dimethyInonanoyl coenzyme a C32H54N7017P3S -4 i
4,8 dimethylnonanoyl camitine C18H37NO4 0 Mitochondri
dmnoncrn 4,8 dimethyInonanoyl carnitine C18H37NO4 0 Peroxisome
2 1 dij Prenyl di
dmpp Dimethylallyl diphosphate delta2-1sopentenyl diphosphate, dimethylallyl C5H907P2 -3
rophosphate
pyrophosp Cytosol
2 1 dij Prenyl di
dmpp Dimethylallyl diphosphate delta2-1sopentenyl diphosphate, dimethylallyl C5H907P2 -3
pyrophosphate .
Peroxisome
dna DNA C10H1708PR2 0 Nucleus
dna5mtc DNA 5-methylcytosine C11H1908PR2 0 Nucleus
dnad Deamino-NAD+ Deamido-NAD+ C21H24N6015P2 -2 Cytosol
dnad Deamino-NAD+ Deamido-NAD+ C21H24N6015P2 -2 i
dnad Deamino-NAD+ Deamido-NAD+ C21H24N6015P2 -2 Nucleus
doldp_L Dolichol diphosphate, human liver homolog C1080H1758070P20 -30 Reticul
doldp_U Dolichol dij human uterine homolog C1025H1670070P20 -30
dolglcp_L Dolichyl beta-D-glucosyl phosphate, human liver homolog C1140H1868090P10 -10 Cytosol
dolglcp_L Dolichyl beta-D-glucosyl phosphate, human liver homolog C1140H1868090P10 -10
dolglcp_U Dolichyl beta-D-glucosyl phosphate, human uterine homolofy C1085H1780090P10 -10 Cytosol
dolglcp_U Dolichyl beta-D-glucosyl phosphate, human uterine homolofy C1085H1780090P10 -10
dolichol_L Dolichol, human liver homolog C1080H1768010 0 Cytosol
dolichol_L Dolichol, human liver homolog C1080H1768010 0
dolichol_U Dolichol, human uterine homolog C1025H1680010 0 Cytosol
dolichol_U Dolichol, human uterine homolog C1025H1680010 0




Abbreviation Name Formula Charge Compartment
dolmanp_L Dolichyl phosphate D-mannose, human liver homolog Dolichyl D-mannosyl phosphate C1140H1868090P10 -10 Cytosol
dolmanp_L Dolichyl phosphate D-mannose, human liver homolog Dolichyl D-mannosyl phosphate C1140H1868090P10 -10 et
dolmanp_U Dolichyl phosphate D-mannose, human uterine homolog  [Dolichyl D-mannosyl phosphate C1085H1780090P10 -10 Cytosol
dolmanp_U Dolichyl phosphate D-mannose, human uterine homolog  [Dolichyl D-mannosyl phosphate C1085H1780090P10 -10 et
dolp_L Dolichol phosphate, human liver homolog Dolichyl phosphate C1080H1758040P10 -20 Cytosol
dolp_L Dolichol phosphate, human liver homolog Dolichyl phosphate C1080H1758040P10 -20 Reticul
dolp_U Dolichol phosphate, human uterine homolog C1025H1670040P10 -20 Cytosol
dolp_U Dolichol phosphate, human uterine homolog C1025H1670040P10 -20 Reticul

2-(3,4-Dihydroxyphenyl)ethylamine, 3,4-
dopa Dopamine Dil p ine, 4-(2-Ami 1,2-|C8H12NO2 1
iol, 4-(2-Amil 1,2-diol
( ! Cytosol
2-(3,4-Dihydroxyphenyl)ethylamine, 3,4-
dopa Dopamine Dil p ine, 4-(2-Ami 1,2-|C8H12NO2 1
4-(2-Amil 1,2-diol
dopagn D CIHINO4 0 Cytosol
dopasf Dopamine 3-O-sulfate C8H11INO5S 0 Cytosol
dopasf Dopamine 3-O-sulfate C8H11NO5S 0 Extracellular
dpcoa Dephospho-CoA C21H33N7013P2S -2 Cytosol
dpcoa Dephospho-CoA C21H33N7013P25 -2 Lysosome
drib Deoxyribose 2-Deoxy-D-ribose, 2-Deoxy-beta-D-erythro- C5H1004 0
pentose, Thyminose Cytosol
drib Deoxyribose 2-Deoxy-D-ribose, 2-Deoxy-beta-D-erythro- C5H1004 0
pentose, Thyminose Extracellular
Deh -5.24-dien-3bet
dsmsterol Desmosterol 24 Cholesta-5; C27H440 0
ol, Desmosterol
dsT_antigen disialyl-T antigen C36H56N3026X -2 Golgi Apparatus
dtdp dTDP Thymidine 5" C10H13N2011P2 -3 Cytosol
dtdp dTDP Thymidine 5'-diphosphate C10H13N2011P2 -3 I
dtdp dTDP Thymidine 5" C10H13N2011P2 -3 Nucleus
dtdp4dédg dTDP-4-dehydro-6-deoxy-D-glucose dTDP-4-0x0-6-deoxy-D-glucose C16H22N2015P2 -2 Cytosol
dtdpadsdm ATDP-4-dehydro-6-deoxy-L-mannose ATDP-4-0x0-6-deoxy-L-mannose, dTDP-4-0x0-L+ ) o oo\ 015p2 2 cytoco
dtdpglu dTDPglucose dTDP-D-glucose C16H24N2016P2 -2 Cytosol
dtdprmn dTDP-L-rhamnose dTDP-6-deoxy-L-mannose, dTDP-L-rhamnose C16H24N2015P2 -2 Cytosol
5'-Thymidylic acid, Deoxythymidine 5'-phosphate,
Deoxythymidylic acid, Thymidine 5'-phosphate, P
dimp TP Thymidine monophosphate, Thymidylate, C10H13N208P 2
Thymidylic acid
Cytosol
5'-Thymidylic acid, Deoxythymidine 5'-phosphate,
Deoxythymidylic acid, Thymidine 5'-phosphate, p
dimp TP Thymidine monophosphate, Thymidylate, C10H13N208P 2
Thymidylic acid
Lysosome
5'-Thymidylic acid, Deoxythymidine 5'-phosphate,
Deoxythymidylic acid, Thymidine 5'-phosphate, p
dimp TP Thymidine monophosphate, Thymidylate, C10H13N208P 2
Thymidylic acid N N
Mitochondria
I N 1,3 iol, 4-Di pto-2, 4-Dithi 3
dtt Dithiothreitol DTT, threo-1 C4H1002S2 0 Cytosol
dttoX Oxidized dithiothreitol C4HB802S2 0 Cytosol
dttp 4TTP T.rP. Thymidine 5'-triphosphate, Thymidine C10H13N2014P3 4
Cytosol
dttp 4TTP T.rP. Thymidine 5'-triphosphate, Thymidine C10H13N2014P3 4
dttp 4TTP T.rP. Thymidine 5'-triphosphate, Thymidine C10H13N2014P3 4
Nucleus
dudp dUDP 2'-D idine 5' C9H11N2011P2 -3 Cytosol
dudp dUDP 2'-Deoxyuridine 5'-diphosphate C9H11N2011P2 -3 I
dudp dUDP 2'-D idine 5'-di C9H11N2011P2 -3 Nucleus
2'-Deoxyuridine 5'-phosphate, Deoxyuridine 5'-
dump dUMP Deoxyuridine C9H11N208P -2
Deoxyuridylic acid Cytosol
2'-Deoxyuridine 5'-phosphate, Deoxyuridine 5'-
dump dUMP Deoxyuridine C9H11N208P -2
Deoxyuridylic acid Mitochondria
2'-Deoxyuridine 5'-phosphate, Deoxyuridine 5'-
dump dUMP Deoxyuridine C9H11N208P -2
Deoxyuridylic acid Nucleus
duri Deoxyuridine 2-Deoxyuridine, 2-Deoxyuridine C9H12N205 0 Cytosol
duri Deoxyuridine 2'-Deoxyuridine, 2-Deoxyuridine C9H12N205 0 Extracellular
duri Deoxyuridine 2-Deoxyuridine, 2-Deoxyuridine C9H12N205 0 I i
duri Deoxyuridine 2'-Deoxyuridine, 2-Deoxyuridine C9H12N205 0 Nucleus
dutp dUTP 2-Deoxyuridine 5'-triphosphate C9H11N2014P3 -4 Cytosol
dutp duTP 2'-D idine 5'-tri C9H11N2014P3 -4 Mitochondri;
dutp dUTP 2-Deoxyuridine 5'-triphosphate C9H11N2014P3 -4 Nucleus
phosphorylase-limit dextrin (glycogenin-1,6{4[1,4-Glc],
dxtrn 4[L4-GIc]}) C48H81041X 0 Cytosol
edhglu L-erythro-4-Hydroxyglutamate C5H8NO5 -1 Cytosol
edhglu L-erythro-4-Hy C5H8NOS -1 i
edp D-Erythrose 4-phosphate 4-phospho D-erythrose C4H707P -2 Cytosol
eaflatoxin 8,9 epxoy aflatoxin B1 C17H1207 0 Cytosol
i 8,9 epxoy aflatoxin B1 C17H1207 0 Extracellul




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
. 16alpha-Hydroxydehydroepiandrosterone, 5-
eandrstrn epiandrosterone Androstene-3beta, 16alpha-diol-17-one C19H2803 0 o
4-Diphenylmethoxy-1-(3-(4-tert-
ebastine ebastine butylbenzoyl)propyl)piperidine, Ebastel, Ebastina, | C32H39NO2 0
Ebastine, Ebastinum, Kestine, ebastine
Cytosol
4-Diphenylmethoxy-1-(3-(4-tert-
ebastine ebastine butylbenzoyl)propyl)piperidine, Ebastel, Ebastina, | C32H39NO2 0
Ebastine, Ebastinum, Kestine, ebastine
4-Diphenylmethoxy-1-(3-(4-tert-
ebastine ebastine butylbenzoyl)propyl)piperidine, Ebastel, Ebastina, | C32H39NO2 0
Ebastine, Ebastinum, Kestine, ebastine -
hydroxylated ebastine C32H39NO3 o Cytosol
ebastineoh hydroxylated ebastine C32H39NO3 0
i ebastine C32H39NO3 0
lecgon lecgonine C9H14NO3 -1 Reticul
legme lecgonine methyl ester C10H17NO3 0
eicostet eicosatetranoic acid 8,11,14,17-Eicosatetraenoic acid C20H3102 -1 Cytosol
eicostet i iic acid 8,11,14,1 ic acid C20H3102 -1
eicostetcoa eicosatetranoyl coenzyme A 8,11,14,17-Eicosatetraenoic acid coenzyme a C41H62N7017P3S -4 Cytosol
eicostetcoa eicosatetranoyl coenzyme A 8,11,14,17-Eicosatetraenoic acid coenzyme a C41H62N7017P3S -4 N N
Mitochondria
eicostetcrn Eicosatetranoyl carnitine C27H45N04 0 Cytosol
i i | carnitine C27H45NO4 0 Mitochondri
(E)-9-Octadecenoic acid, (E)-Oleic acid, 9-
Octadecenoic acid, (E)-, 9-trans-Octadecenoic acid
. L D9-trans-Octadecenoic acid, Elaidinsaure, acide
elaid elaidic acid elaidique, elaidic acid, trans-9-Octadecenoic acid, C18H3302 L
trans-D9-Octadecenoic acid, trans-Elaidic acid,
trans-Oleic acid
Cytosol
(E)-9-Octadecenoic acid, (E)-Oleic acid, 9-
Octadecenoic acid, (E)-, 9-trans-Octadecenoic acid
. o D9-trans-Octadecenoic acid, Elaidinsaure, acide
elaid elaidic acid elaidique, elaidic acid, trans-9-Octadecenoic acid, C18H3302 L
trans-D9-Octadecenoic acid, trans-Elaidic acid,
trans-Oleic acid
Extracellular
elaidcrn Elaidic carnitine elaidic acid carnitine C25H47NO4 0 Cytosol
elaidcrn Elaidic carnitine elaidic acid carnitine C25H47NO4 0 Mitochondria
(phosphoethanolaminyl-
lem2emgacpail_hs i ) % [PE-(Man)2-],[PE-]Man-GIcN-acylP1 C53H100N3035PSFULLRCO2R 0
! ! ULLR2CO2
(H7)
(phosphoethanolaminyl-
" " | C53H100N3035P3FULLRCO2F
lem2emgacpail_prot_hs minyl)- % {[PE-(Man)2],[PE]}-Man-GlcN-acylPI-prot ULLR2CO2X 0
" i I C51H94N2032P2FULLRCO2FU
lem3gacpail_hs Jinositol (H6) PE-(Man)3-GIcN-acylPl LLR2CO? 0
annosyl), YDl C53H100N3035P3FULLRCO2F
_hs N N +7) [PE-Man-],[PE-]( y ULLR2CO2 0
. I C39H74N2022P2FULLRCO2FU
Y -Man-GleN-
lemgacpail_hs Jinositol (H5) PE-Man-GIcN-acylIPI LLR2CO? 0
eryth L-Erythrulose L-glycero-Tetrulose C4HBO4 0 Cytosol
estradiol Estradiol Estradiol-17beta, beta-Estradiol C18H2402 0 Cytosol
estradiol Estradiol Estradiol-17beta, beta-Estradiol C18H2402 0 Reticul
i estradiol glu Estradiol-17beta 3- C24H3208 0 Cytosol
estradiolglc estradiol glucuronide Estradiol-17beta 3-glucuronide C24H3208 0
i estradiol Estradiol-17beta 3- C24H3208 0
estriol estriol 1.3.?(10)-E5tramene-3,1B»alpha,17beta-mol, C18H2403 o
Estriol Cytosol
estriol estriol 1.3.?(10)-E5tramene-3,1B»alpha,17beta-mol, C18H2403 o
Estriol
. . N 16-Glucuronide, 16-Glucuronide-estriol,
estriolglc 16-Glucuronide-estriol 16alpha,17beta-Esiriol 16-(beta-D-glucuronide) C24H3209 0
Cytosol
. . N 16-Glucuronide, 16-Glucuronide-estriol,
estriolglc 16-Glucuronide-estriol 16alpha,17beta-Esiriol 16-(beta-D-glucuronide) C24H3209 0
Extracellular
. . N 16-Glucuronide, 16-Glucuronide-estriol,
estriolglc 16-Glucuronide-estriol 16alpha,17beta-Esiriol 16-(beta-D-glucuronide) C24H3209 0
estrone Estrone 3, 3-Hydroxy-1, 5(10)-estratrien-17-one C18H2202 0 Cytosol
estrone Estrone 3, 3-Hydroxy-1, 5(10)-estratrien-17-one C18H2202 0
estroneglc estrone glucuronide C24H3008 0 Cytosol
estroneglc estrone glucuronide C24H3008 0 Extracellular
estroneglc estrone glucuronide C24H3008 0 ic Reticuli
estrones Estrone 3-sulfate Estrone 3-sulfate C18H2105S -1 Cytosol
estrones Estrone 3-sulfate Estrone 3-sulfate C18H2105S -1
estrones Estrone 3-sulfate Estrone 3-sulfate C18H2105S -1
etfox Electron transfer flavoprotein oxidized R 0
etfrd Electron transfer flavoprotein reduced RH2 0 Mitochondria
etha Ethanolamine Aminoethanol, Hydroxyethylamine C2H8NO 1 Cytosol
ethamp Ethanolamine phosphate O-Phosphocthanolamine, O- C2H7TNO4P -1
Phosphor Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
ethamp Ethanolamine phosphate O-Phosphoethanolamine, O- C2H7NO4P -1
Phosphor -
etoh Ethanol Ethyl alcohol, Methylcarbinol C2H60 0 Cytosol
etoh Ethanol Ethyl alcohol, Methylcarbinol C2H60 0
etoh Ethanol Ethyl alcohol, Methylcarbinol C2H60 0
fla Flalpha C22H37N2015X 0 Golgi Apparatus
fla Flalpha C22H37N2015X 0 Lysosome
- o 1-phosphat 1-phosphat E
f1p D-Fructose 1-phosphate , Fructose 1-phospl C6H1109P 2 Cytosol
f26bp D-Fructose 2,6-bisphosphate C6H10012P2 -4 Cytosol
f5hoxkyn Formyl-5-hydroxykynurenamine C10H13N203 1 Cytosol
D-Fructose 6-phosphoric acid, Neuberg ester, beta-|
f6p D-Fructose 6-phosphate D-Fructose 6-phosphate C6H1109P 2 Cytosol
fad Flavin adenine dinucleotide oxidized FAD, Fla‘/"! adenine dinucleotide, Riboflavine 5- C27H31N9015P2 -2 Cytosol
fad Flavin adenine dinucleotide oxidized FAD, Fla‘/"! adenine dinucleotide, Riboflavine §- C27H31N9015P2 -2
fad Flavin adenine dinucleotide oxidized FAD, Fla‘/"! adenine dinucleotide, Riboflavine 5- C27H31N9015P2 -2
fad Flavin adenine dinucleotide oxidized FAD, Fla‘/"! adenine dinucleotide, Riboflavine 5- C27H31N9015P2 -2
fadh2 Flavin adenine dinucleotide reduced flavin adenine dinucleotide (reduced form) C27H33N9015P2 -2 Cytosol
fadh2 Flavin adenine dinucleotide reduced flavin adenine dinucleotide (reduced form) C27H33N9015P2 -2 N N
Mitochondria
fadh2 Flavin adenine dinucleotide reduced flavin adenine dinucleotide (reduced form) C27H33N9015P2 -2
fadh2 Flavin adenine dinucleotide reduced flavin adenine dinucleotide (reduced form) C27H33N9015P2 -2
Formalin, Methanal, Methylene oxide,
fald Formaldehyde o o CH20 0 Cytosol
fald Formalin, Methanal, Methylene oxide, CH20 o
O; Lysosome
Formalin, Methanal, Methylene oxide,
fald Formaldehyde o o CH20 0 Mitochondria
fald Formaldehyde {Iiormalln, Metganal, Methylene oxide, CH20 o
dp D-Fructose 1,6-bisphosphate peta-D-fructofuranose-1,6-diphosphate, fop, C6H10012P2 -4
fructose diphosphate, fructose-1,6-bisphosphate
Cytosol
fe2 Fe2+ Fe(l1), Iron, Iron dication, Reduced Iron Fe 2 Cytosol
fe2 Fe2+ Fe(11), Iron, Iron dication, Reduced Iron Fe 2 Extracellular
fe2 Fe2+ Fe(11), Iron, Iron dication, Reduced Iron Fe 2 I i
fe3 Fe3+ Fe(111), Iron trication Fe 3 Extracellular
. R 5'-Phosphoribosyl-N-formylglycinamide, N-Formy]-.
fgam N2-Formyl-N1-(5-phospho-D-ribosyl)glycinamide GAR, N-Formylglycinamide ribonucleotide C8H13N209P 2
Cytosol
ficytC Ferricytochrome ¢ C42H54FeN8O6S2 3 i
fmn FMN Flavin mononucleotide, Riboflavin-5-phosphate ~ [C17H19N409P -2 Cytosol
N4-{N-Acetyl-beta-D-glucosaminyl-(1,2)-alpha-D-mannos)
(1,3)-[N-acetyl-beta-D-glucosaminyl-(1,2)-alpha-D-
fn2m2masn mannosyl-(1,6)]-beta-D-mannosyl-(1,4)-N-acetyl-beta-D- C56H93N4039X 0
glucosaminyl-(1,4)-[alpha-L-fucosyl-(1,6)]-N-acetyl-beta-Dy
lucosaminyl}asparagine
9 Viyasparag Golgi Apparatus
Fe |-N-acetyl-5 C13H16N204 0 Cytosol
focytC Ferrocytochrome C C42H54FeN80O6S2 2 i
fol Folate Folic acid, Pteroylglutamic acid C19H18N706 -1 Cytosol
fol Folate Folic acid, Pteroylglutamic acid C19H18N706 -1
for Formate qumlc a_cn_d. Hydrogencarboxyllc acid, Methanoic CH102 1
acid, aminic acid Cytosol
for Formate qumlc a_cn_d. Hydrogencarboxyllc acid, Methanoic CH102 1
acid, aminic acid
for Formate qumlc a_cn_d. Hydrogencarboxyllc acid, Methanoic CH102 1
acid, aminic acid
for Formate qumlc a_cn_d. Hydrogencarboxyllc acid, Methanoic CH102 1
acid, aminic acid Nucleus
for Formate qumlc a_cn_d. Hydrogencarboxyllc acid, Methanoic CH102 1
acid, aminic acid Reticul
forglu N imidoyl-L-glutamate N-Formimino-L-glutamate C6HB8N204 -2 Cytosol
formcoa Formyl-CoA C22H36N7017P3S 0 Cytosol
formcoa Formyl-CoA C22H36N7017P3S 0 i
1-(5- i N inamidine, 2-
fpram N1-(5-phospho-D-ril N NIL-(5 idine 1 coH1sn30sP -1
N P Phosphoribosyl-N-formylglycinamidine, 5'-
Phosphoribosylformylglycinamidine
Cytosol
1-(5"-Phosphoribosyl)-5-formamido-4-
g e D-ribosvlimi 4 s A i
forica 5- Fcrmarr,ldo 1-(5-phospho-D-ribosyl 0x2 5 ; C10H13N409P »
carboxamide 4 5
1-(5- i i 4
(5-phosphoribosy Cytosol
frdp Famesyl diphosphate 2-trans,6-trans-Farnesyl diphosphate, FPP, Farnes) C15H2507P2 3
pyrophosphate, trans,trans-Farnesyl diphosphate Cytosol
" 2-trans,6-trans-Farnesyl diphosphate, FPP, Farnes)
frdp Farnesyl diphosphate trans,trans-Farnesyl diphosphate C15H2507P2 3
frdp Famesyl diphosphate 2-trans,6-trans-Farnesyl diphosphate, FPP, Farnes) C15H2507P2 3

pyrophosphate, trans,trans-Farnesyl diphosphate




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
fru D-Fructose D-Arabino-hexulose, Fruit sugar, Levulose C6H1206 0
Cytosol
fru D-Fructose D-Arabino-hexulose, Fruit sugar, Levulose C6H1206 0
fuc12gal14acglcgalgluside_h| L (Gal)2 (Glc)1 (GIcNAC)1 (LFuc)l (Cer)1, IV2-a-
s Type I1H glycolipid Fuc-nLc4Cer;, IV2Fuc-nLc4Cer; CS0HBIN2026FULLRCO 0 Golgi Apparatus
fucto2galacglegalldacglegally e o ) ccer (Gal)3 (Glo)1 (GIcNAC)2 (LFuc) (Ce)l, Lex  |C64H112N3036FULLRCO |0 )
gluside_hs Golgi Apparatus
fuct 1
usie s 1113Fuc-nLc6Cer (Gal)3 (Gle)1 (GIeNAC)2 (LFuc)1 (Cen)1 C64H112N3036FULLRCO o Cytosol
fuct 1
u'; o s 1113Fuc-nLc6Cer (Gal)3 (Gle)1 (GIeNAC)2 (LFuc)1 (Cer)1 C64H112N3036FULLRCO o
fuct 1
uside s 1113Fuc-nLc6Cer (Gal)3 (Gle)1 (GIeNAC)2 (LFuc)1 (Cen)1 C64H112N3036FULLRCO o olgi Apparatus
y . (Gal)2 (Glc)1 (GIcNAC)1 (LFuc)1 (Cer)1, Fuc-
fucl4galacglcgalgluside_hs |Lea glycolipid LcACer, I114-a-Fuc-LcACer C50H89N2026FULLRCO 0 Cytosol
. . (Gal)2 (Glc)1 (GIcNAC)1 (LFuc)1 (Cer)1, Fuc-
fucl4galacglcgalgluside_hs |Lea glycolipid LcACer, I114-a-Fuc-LcACer C50H89IN2026FULLRCO 0
. . (Gal)2 (Glc)1 (GIcNAC)1 (LFuc)1 (Cer)1, Fuc-
fucl4galacglcgalgluside_hs |Lea glycolipid LcACer, I114-a-Fuc-LcACer C50H89N2026FULLRCO 0 Golgi Apparatus
fuctp-L L-Fucose 1-phosphate 6-Deoxy-L-galactose 1-phosphate, L-Fucose 1- C6HL108P B
Cytosol
- (Gal)2 (GalNAC)1 (Glc)1 (GIeNAC)1 (LFuc)2 (Cer)l ALeb C64H112N3035FULLRCO o Cytosol
e (Gal)2 (GalNAC)1 (Glc)1 (GIeNAC)1 (LFuc)2 (Cer)l ALeb C64H112N3035FULLRCO o
he (Gal)2 (GalNAC)1 (Glc)1 (GIeNAC)1 (LFuc)2 (Cer)l ALeb C64H112N3035FULLRCO o olgi Apparatus
N (Gal)2 (Glc)1 (GIeNAc)1 (LFuc)1 (NeuSAc)L
;‘;cac"ga'”acg“ga'g'”s'def 1V3-a-NeuAc, I113-a-Fuc-nLc4Cer (Cen)1, 1IV3-a-NeuAc, 113-a-Fuc-nLc4Cer, C61H105N3034FULLRCO 1
1V3NeuAc, I113Fuc-nLc4Cer;
Cytosol
N (Gal)2 (Gle)1 (GIcNAC)1 (LFuc)1 (NeuSAc)l
;‘;cac"ga'”acg'wa'g'”s'def 1V3-a-NeuAc, I113-a-Fuc-nLcdCer (Cen)1, 1V3-a-NeuAc,I113-a-Fuc-nLcdCer, C61H105N3034FULLRCO 1
IV3NeuAc, I113Fuc-nLc4Cer;
N (Gal)2 (Gle)1 (GIcNAC)1 (LFuc)1 (NeuSAc)l
;‘;cac"ga'”acg“ga'g'”s'def 1V3-a-NeuAc, I113-a-Fuc-nLcdCer (Cen)1, 1V3-a-NeuAc,I113-a-Fuc-nLcdCer, C61H105N3034FULLRCO 1
1V3NeuAc, I113Fuc-nLcdCer; "
Golgi Apparatus
y - o Eye (Gal)2 (Gle)1 (GIcNAC)1 (LFuc)1 (NeuSAc)l B
fucacngalacglcgalgluside_hs |1V3-a-Neu5Ac, 1114-a-Fuc-Lc4Cer (Cer)L, Fuc-3-isoLM1 C61H105N3034FULLRCO 1 Cytosol
y o o Eue (Gal)2 (Gle)1 (GIcNAC)1 (LFuc)1 (NeuSAc)l B
fucacngalacglcgalgluside_hs |1V3-a-Neu5Ac, 114-a-Fuc-Lc4Cer (Cer)L, Fuc-3-isoL M1 C61H105N3034FULLRCO 1
y - o Eue (Gal)2 (Gle)1 (GIcNAC)1 (LFuc)1 (NeuSAc)l B
fucacngalacglcgalgluside_hs |1V3-a-Neu5Ac, 114-a-Fuc-Lc4Cer (Cer)L, Fuc-3-isoLM1 C61H105N3034FULLRCO 1 Golgi Apparatus
! (Gal)2 (Glc)1 (GIeNAC)1 (LFuc)2 (Cen)1,
f‘:fs'”clzga'“acg'cga'g'”s'd‘ Ley glycolipid 113 IV2Fuc-nlcdCer;, IV2-a-Fuc ll13-a-Fuc-  [C56HIIN2030FULLRCO o
— nLc4Cer; Cytosol
! (Gal)2 (Glo)1 (GIcNAC)L (LFuc)2 (Cer)1,
f‘:\‘:s'”clzga”"a°g'cga'g'”s'd‘ Ley glycolipid 113 IV2Fuc-nlcdCer;, IV2-a-Fuc ll13-a-Fuc-  [C56HIIN2030FULLRCO o
- nLc4Cer;
fucfuci2galt (Gal)2 (Glo)1 (GIcNAC)L (LFuc)2 (Cer)1,
hs 9 Ley glycolipid 1113,IV2Fuc-nLc4Cer;, IV2-a-Fuc,I113-a-Fuc- C56H99N2030FULLRCO 0
— nLc4Cer; Golgi Apparatus
fucfucl_SZgalacgIcgallAachc \V/3Fuc, l113Fuc-nLc6Cer (Gal)3 (Glc)1 (GIcNAC)2 (LFuc)2 (Cer)1, dimeric C70H122N3040FULLRCO o
_hs Lex Cytosol
fucfucl_SZg:lsacgIcgallAachc \V/3Fuc, l113Fuc-nLc6Cer f_iil)a (Glc)1 (GIeNAC)2 (LFuc)2 (Cer)1, dimeric C70H122N3040FULLRCO o
fucfucl_SZgalacgIcgallAachc \V/3Fuc, l113Fuc-nLc6Cer (Gal)3 (Glc)1 (GIeNAC)2 (LFuc)2 (Cer)1, dimeric C70H122N3040FULLRCO o _
_hs Lex Golgi Apparatus
1
al14acglcgalgluside hs (Gal)4 (Gle)1 (Gl (LFuc)3 (Cen1 trimeric Lex C90H155N4054FULLRCO 0
glcgalgl - Cytosol
.
al14acglcgalgluside_hs (Gal)4 (Gle)1 (Gl (LFuc)3 (Cen1 trimeric Lex C90H155N4054FULLRCO 0
.
al14acglcgalgluside hs (Gal)4 (Gle)1 (Gl (LFuc)3 (Cen1 trimeric Lex C90H155N4054FULLRCO 0
glegalg - Golgi Apparatus
fucfucfucgalacglcgall4acglc
algluside. hs (Gal)3 (Glc)1 (GIcNAC)2 (LFuc)3 (Cer)l C76H132N3044FULLRCO o cytosol
;‘:;{L‘;f“d:g;s'“g'°ga'”acg'° (Gal)3 (Gl)1 (GIeNAG)2 (LFuc)3 (Cen)1 C76H132N3044FULLRCO o
fucfucfucgalacglcgall4acglc
algluside. hs (Gal)3 (Glc)1 (GIcNAC)2 (LFuc)3 (Cer)l C76H132N3044FULLRCO o olgi Apparatus
1
sacqlogalgluside hs (Gal)4 (Glc)1 (GIcNAC)3 (LFuc)2 (Cer)1 dimeric Lex C84H145N4050FULLRCO 0
glegaly - Golgi Apparatus
"
\usice, s (Gal)3 (Glo)L (LFuc)2 (Cer)1 C70H122N3040FULLRCO o olgi Apparatus
fucfucgalacglcgalacglcgal144
e bs (Gal)4 (Glc)1 (GIcNAC)3 (LFuc)2 (Cer)l C84H145N4050FULLRCO o olgi Apparatus
. . (Gal)2 (Glc)1 (GIeNAc)1 (LFuc)2 (Cer)l, IV2-a-
fucfucgalacglcgalgluside_hs |Leb glycolipid Fuc, l114-a-Fuc-LoACer. IV2FucIII4Fuc-LcACer C56H99N2030FULLRCO 0
Cytosol
. . (Gal)2 (Glc)1 (GIeNAc)1 (LFuc)2 (Cer)l, IV2-a-
fucfucgalacglcgalgluside_hs |Leb glycolipid Fuc, l114-a-Fuc-LoACer. IV2FucIII4Fuc-LcACer C56H99N2030FULLRCO 0
y . (Gal)2 (Glc)1 (GIeNAc)1 (LFuc)2 (Cer)l, IV2-a-
fucfucgalacglcgalgluside_hs |Leb glycolipid Fuc,l114-a-Fuc-LoACer. IV2FucIII4Fuc-L cACer C56H99N2030FULLRCO 0 .
Golgi Apparatus
(Gal)2 (Gle)1 (GIeNAC)1 (LFuc)1 (Cen)1, 1113-a-
fucgall ide_hs |Lacto-N- 111 ceramide Fuc-nLc4Cer;, 1113Fuc-nLc4Cer;, LNF 111 cer;, C50HB8IN2026FULLRCO 0

Lacto-N-fucopentaosyl 111 ceramide;, SSEA-1

Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
(Gal)2 (Glo)1 (GIeNAC) (LFuc)1 (Cent, I113-a-
fucgall ide_hs |Lacto-N- 111 ceramide Fuc-nLc4Cer;, I113Fuc-nLc4Cer;, LNF 111 cer;, C50HB8IN2026FULLRCO 0
Lacto-N-fucopentaosyl 111 ceramide;, SSEA-1
(Gal)2 (Glo)1 (GIeNAC)L (LFuc)1 (Cent, 13-a-
fucgall ide_hs |Lacto-N- 111 ceramide Fuc-nLc4Cer;, I113Fuc-nLc4Cer;, LNF 111 cer;, C50HB8IN2026FULLRCO 0
Lacto-N-fucopentaosyl 111 ceramide;, SSEA-1 .
Golgi Apparatus
fucgalacgalfuc12galldacglcg| L (Gal)3 (GalNAC)1 (Gle)1 (GIcNAC)1 (LFuc)2
algluside._hs Type 11IH glycolipid (Cent C70H122N3040FULLRCO 0 Golgi Apparatus
fucgalacgalfucgalacgIcgal14a
(Gal)4 (GalNAC)1 (Gle)1 (GICNAC)2 (LFuc)2 (Cer)1 C84H145N4050FULLRCO o (olgi Apparatus
fucgalacgIclagalacglcgalua
e (Gal)4 (Gle)1 (GICNAC)3 (LFuc)1 (Cen)1 Lex C78H135N4046FULLRCO o (olgi Apparatus
o s \V/I2Fuc-nLc6 (Gal)3 (Glo)1 (GIeNAC)2 (LFuc)1 (Cent C64H112N3036FULLRCO o (olgi Anparatus
. . (Gal)2 (Glc)1 (GIeNAc)1 (LFuc)l (Cer)l, IV2-a-
fucgalacglcgalgluside_hs Type IH glycolipid Fuc-LodCer, IV2Fuc-LeACer C50HB8IN2026FULLRCO 0 Golgi Apparatus
e | (Gal)3 (Glo)1 (GIeNAC)1 (LFuc)2 (Cent C62H109N2035FULLRCO o ytosol
;‘;‘:Qa'f“cga'“g'°ga'g'”$'def (Gal)3 (Gle)1 (GIeNAG)1 (LFuc)2 (Ce)1 C62H100N2035FULLRCO o
fucgalfucgalacglcgalgluside_|
e (Gal)3 (Glc)1 (GIcNAC)1 (LFuc)2 (Cen)i C62H109N2035FULLRCO o (olgi Apparatus
fucgalgbside_hs fucosyl galactosylgloboside (homo sapiens) (Gan3 (GaINAc)l (Glo)t (LFuc)t (Cent, Fuc-Gal C56H99N2031FULLRCO 0
Globo-H Cytosol
fucgalgbside_hs fucosyl galactosylgloboside (homo sapiens) (Gal)a'(GaI(l;lI:cgrl’:Glc)l (LFuc)t (Cent, Fuc-Gal C56H99N2031FULLRCO 0
N y . (Gal)3 (GaINAc)l (Gle)1 (LFuc)1 (Cer)1, Fuc-Gal
fucgalgbside_hs fucosyl galactosylgloboside (homo sapiens) Globo-H C56H99N2031FULLRCO 0 Golgi Apparatus
fuc-L L-Fucose 6-Deoxy-L-galactose C6H1205 0 Cytosol
fuc-L L-Fucose 6-Deoxy-L-galactose C6H1205 0
fuc-L L-Fucose 6-Deoxy-L-galactose C6H1205 0 Lysosome
Fumaric acid, Trans-butenedioic acid, allomaleic
fum Fumarate acid, boletic acid C4H204 2 Cytosol
Fumaric acid, Trans-butenedioic acid, allomaleic
fum Fumarate acid, boletic acid C4H204 2 Mitochondria
lucosyl-(alpha-D )6-beta-D 1
glucosyl-(alpl Y Y
glm6masnB1l N N ine (protein) C64H107N2050X 0 Golgi Apparatus
I \-(alpha-D- _beta-| |
glmémasnB1 glucosyl-(alpha Y1)6-beta-D-n Y C64H107N2050X o
L (protein)
|-(alpha-D- yl)7-beta-D- yl
glm7masnB - C70H117N2055X 0
dlacetylchnohlosyl -L-asparagine, isoform B (pro!eln) Golgi Apparatus
I-(alpha-D- yl)7-beta-D- !l
pl
glm7masnB dlacetylchnohlosyl -L-asparagine, isoform B (pro!eln) CTOHLL7N2055X 0
|-(alpha-D- yl)7-beta-D- !l
glm7masnC - C70H117N2055X 0
dlacetylchnohlosyl -L-asparagine, isoform C (pro!eln) Golgi Apparatus
|-(alpha-D- yl)7-beta-D- !l
pl
gim7masnC dlacetylchlmhlosyl -L-asparagine, isoform C (pro!eln) CTOHLL7N2055X 0
e St O om0 s :
Y paragine (p! Golgi Apparatus
gim8masn (a}lpha-D-gIucf)syl)-(alpha-D-Fnannosyl)s—beta-D-mannosyl- C76H127N2060X o
diacetylchitobiosyl-L-asparagine (protein)
alpha-D-Gli |-(alpha-D- y1)8-beta-D- yl p
gim8mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1840H3028N200670P20 2
alpha-D-Gli |-(alpha-D- y1)8-beta-D- yl
g1m8mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1785H2940N200670P20 -20
homolog
ot D-Glucose 1-phosphate Cori ester, Glucose 1-phosphate, alpha-D-Glucose CEH1109P »
Cytosol
(e s D s D :
Y paragine (p! Golgi Apparatus
g2m8masn (alpha D- Glucosyl)z (alpha-| D -mannosyl)8-beta-D-mannos, C82H137N2065X o
(protein)
(alpha-D-Glucosyl)2-(alpha-D-mannosyl)8-beta-D-mannos: p
92zm8mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1900H3128N200720P20 2
(alpha-D-Glucosyl)2-(alpha-D-mannosyl)8-beta-D-mannos:
g2m8mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1845H3040N200720P20 -20
homolog
(e s O s D :
4 paragine (p! Golgi Apparatus
g3m8masn (a}lpha-D-gIucf)syl)S»(aIpha—p-mannosyl)s-beta—D-mannos C88H147N2070X o
diacetylchitobiosyl-L-asparagine (protein)
(alpha-D-Glucosyl)3-(alpha-D-mannosyl)8-beta-D-mannos: p
g3m8mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1960H3228N200770P20 2
(alpha-D-Glucosyl)3-(alpha-D-mannosyl)8-beta-D-mannos;
g3m8mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1905H3140N200770P20 -20

homolog




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
g (2R)-2-Hydroxy-3-(phosphonooxy)-propanal, D- P
93p Glyceraldehyde 3-phosphate glyceraldehyde 3-phosphate C3H506P 2 Cytosol
93pc sn-Glycero-3-phosphocholine I i C8H20NO6P o Cytosol
Glucose 6-phosphate, Robinson ester, alpha-D-
g6p D-Glucose 6-phosphate Glucose 6-phosphate C6H1109P -2 Cytosol
Glucose 6-phosphate, Robinson ester, alpha-D-
g6p D-Glucose 6-phosphate Glucose 6-phosphate C6H1109P -2
gal_hs GAL1 (homo sapiens) (Gal)2 (GaINAc)1 (Gle)1 (Cer)1 C44H79N2022FULLRCO 0 Golgi Apparatus
ga2_hs GA2 (homo sapiens) (Gal)1 (GalNAC)1L (Glc)L (Cer)L C38H69N2017FULLRCO o Golgi Apparatus
. " IR C31H58NO14PFULLRCO2FULL
gacpail_hs glucosaminyl-acylphosphatidylinositol GlcN-acylPI R2CO2 0 Cytosol
gacpail_hs glucosaminyl-acylphosphatidylinositol GlcN-acylPI ;gégszaNDMPFULLRCOZFULL 0
gal D-Galactose Galactose, alpha-Galactose(D) C6H1206 0 Cytosol
gal D-Galactose , alph D) C6H1206 0 Extracellu
gal D-Galactose Galactose, alpha-Galactose(D) C6H1206 0 Lysosome
(Gal)2 (Glc)1 (GIcNAC)1 (Cer)1, LAL;, Lacto-N-
gall ide_hs L ide;, L i 44H79N2022FULLRCO 0
nLcCe
Golgi Apparatus
gallp alpha-D-Galactose 1-phosphate D-Galactose 1-phosphate, alpha-D-Galactose 1- | ¢\ 111 1gp -2
Cytosol
2gall
veide s (Gal)3 (GalNAC)1 (Gle)1 (GICNAC)1 (LFuc)1 (Cer)1 C64H112N3036FULLRCO o (olgi Anparatus
galacgalfucgalacglcgal14acg||
o hs (Gal)4 (GalNAC)1 (Gle)1 (GICNAC)2 (LFuc)1 (Cer)1 C78H135N4046FULLRCO o (olgi Anparatus
galacglel3galacglogalidacgld,) corc (Gal)4 (Gle)1 (GIeNAQ)3 (Cen)1 C72H125N4O42FULLRCO |0 )
> hs Golgi Apparatus
1
hs i-antigen (Gal)3 (Glc)1 (GIcNAC)2 (Cer)1, nLc6Cer; C58H102N3032FULLRCO 0 Golgi Apparatus
galaf:gIcgalacglcgaluacglcgrIlramigen (Gal)t_l (GIc)l(GIcNAc_)3 ((;er)l. LacN/.Ac—LCBCer C72H125N4O42FULLRCO o
gluside_hs Lactoisooctaosylceramide, iso-nLc8Cer; .
Golgi Apparatus
galacglcgalgbside_hs Gal-GIcNAc-Gal globoside (homo sapiens) (Gal)4 (GaINAc)1 (Glc)1 (GIeNAc)1 (Cer)1 C64H112N3037FULLRCO 0 Cytosol
>_hs Gal-GIcNAc-Gal globoside (homo sapiens) (Gal)4 (GaINAc)1 (Glc)1 (GIeNAc)1 (Cer)1 C64H112N3037FULLRCO 0
galacglcgalgbside_hs Gal-GIcNAc-Gal globoside (homo sapiens) (Gal)4 (GaINAc)1 (Glc)1 (GIeNAc)1 (Cer)1 C64H112N3037FULLRCO 0 Golgi Apparatus
> hs LcaCer (Gal)2 (Glc)1 (GIeNAC)L (Cer)1 C44H79N2022FULLRCO o Golgi Apparatus
galfuci2galidacglogalglusid o (G1cy1 (GIcNAG)L (LFuG)L (Cent C56H99N2031FULLRCO o
_hs Cytosol
QZ':“mga'“"cglcga'g'”S'd‘ (Gal)3 (Gle)1 (GleNAC)1 (LFuc)1 (Cen)l C56H99N2031FULLRCO o
galfuc12gall4acglcgalglusidg
- (Gal)3 (Gle)1 (GIeNAC)L (LFuc)l (Cer)1 C56H99N2031FULLRCO 0 Golgi Apparatus
s hs (Gal)4 (Gle)1 (¢ (LFuc)1 (Cer)l C70H122N3041FULLRCO 0 Cytosol
s hs (Gal)4 (Gle)1 (¢ (LFuc)1 (Cer)l C70H122N3041FULLRCO 0 Extracellular
s hs (Gal)4 (Gle)1 (¢ (LFuc)1 (Cer)1 C70H122N3041FULLRCO 0 Golgi Apparatus
galfucgalacglcgalgluside_hs | Type IB glycolipid (Gal)3 (Glc)1 (GIcNAC)1 (LFuc)l (Cer)1 C56H99N2031FULLRCO 0 Golgi Apparatus
al14acglcqalgluside,hs (Gal)6 (Gle)1. (¢ (LFuc)2 (Cer)l C96H165N4060FULLRCO 0
Cytosol
al14acglcqalgluside,hs (Gal)6 (Gle)1 (¢ (LFuc)2 (Cer)1 C96H165N4060FULLRCO 0
Extracellular
al14acglcqalgluside,hs (Gal)6 (Gle)1 (¢ (LFuc)2 (Cer)1 C96H165N4060FULLRCO 0 )
Golgi Apparatus
pha 1->3)-Gal(alpha 1-3)-Gal(alpha 1->3)-
galgalgalthcrm_hs Gal-Gal-Gal-Gal-Gal-Glc-Cer (homo sapiens) Gal(alpha 1->3)-Gal(alpha 1->4)-Gal(beta 1->4)- [C54H96NO32FULLRCO 0
Glc(beta 1->4)-Cer, Gal-Gal-Gal-Gal-Gal-Glu-Cer
Cytosol
pha 1->3)-Gal(alpha 1-3)-Gal(alpha 1->3)-
galgalgalthcrm_hs Gal-Gal-Gal-Gal-Gal-Glc-Cer (homo sapiens) Gal(alpha 1->3)-Gal(alpha 1->4)-Gal(beta 1->4)- [C54H96NO32FULLRCO 0
Glc(beta 1->4)-Cer, Gal-Gal-Gal-Gal-Gal-Glu-Cer
pha 1->3)-Gal(alpha 1-3)-Gal(alpha 1->3)-
galgalgalthcrm_hs Gal-Gal-Gal-Gal-Gal-Glc-Cer (homo sapiens) Gal(alpha 1->3)-Gal(alpha 1->4)-Gal(beta 1->4)- [C54H96NO32FULLRCO 0
Glc(beta 1->4)-Cer, Gal-Gal-Gal-Gal-Gal-Glu-Cer X
Golgi Apparatus
pha 1->3)-Gal(alpha 1-3)-Gal(alpha 1->4)-
galgalthcrm_hs. Gal-Gal-Gal-Gal-Glc-Cer (homo sapiens) Gal(beta 1->4)-Glc(beta 1->4)-Cer, Gal-Gal-Gal-G|C48H86NO27FULLRCO 0
Glu-Cer Golgi Apparatus
. . . Gal-GalNac-Gal-Gal-Glc-Cer, Gb5Cer, SSEA-3,
galgbside_hs galactosylgloboside (homo sapiens) galactose globoside C50H89N2027FULLRCO 0 Golgi Apparatus
galgluside_hs galactosyl glucosyl ceramide (Gal)1 (Glc)1 (Cer)1, Cer-Glc-Gal, Gal-Glc-Cer  |C30H56NO12FULLRCO 0 Cytosol
galgluside_hs galactosyl glucosyl ceramide (Gal)1 (Glc)1 (Cer)1, Cer-Glc-Gal, Gal-Glc-Cer  |C30H56NO12FULLRCO 0 Golgi Apparatus
galgluside_hs galactosyl glucosyl ceramide (Gal)1 (Glc)1 (Cer)1, Cer-Glc-Gal, Gal-Glc-Cer  |C30H56NO12FULLRCO 0 Lysosome
galside_hs galactocerebroside (homo sapiens) 1-beta-D-galactoceramide, Cer-Gal C24H46NO7FULLRCO 0 Cytosol
galside_hs galactocerebroside (homo sapiens) 1-beta-D-galactoceramide, Cer-Gal C24H46NO7FULLRCO 0 Golgi Apparatus
galside_hs galactocerebroside (homo sapiens) 1-beta-D-galactoceramide, Cer-Gal C24H46NO7FULLRCO 0 Lysosome
galt Galactitol Dulcitol, Dulcose C6H1406 0 Cytosol
) Gal(alpha 1->3)-Gal(alpha 1->4)-Gal (beta 1->4)-
galthcrm_hs Gal-Gal-Gal-Glc-Cer (homo sapiens) Glc(beta 1->4)-Cer, Gal-Gal-Gal-Glu-Cer C42H76NO22FULLRCO 0 .
Golgi Apparatus




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
¥ i 2. 2-di - Chi i
gam D-Glucosamine y-D-glucose, GlcN |C6H14NO5 1 Cytosol
gam D-Glucosamine 2-Amino-2-deoxy-D-glucose, Chi ine, GIcN |C6H14NO5 1
gamép D- i phosphate D. ine phosphate C6H13NO8P -1 Cytosol
) o 5'-Phosphoribosylglycinamide, GAR, Gl
gar N1-(5-Phospho-D-ribosyl)glycinamide y N C7H14N208P 1 Cytosol
gbside_hs globoside (homo sapiens) GalNac-Gal-Gal-Glc-Cer, Gb4Cer, P-antigen C44H79N2022FULLRCO 0 Cytosol
gbside_hs globoside (homo sapiens) GalNac-Gal-Gal-Glc-Cer, Gb4Cer, P-antigen C44H79N2022FULLRCO 0
Extracellular
gbside_hs globoside (homo sapiens) GalNac-Gal-Gal-Glc-Cer, Gb4Cer, P-antigen C44H79N2022FULLRCO 0 .
Golgi Apparatus
gbside_hs globoside (homo sapiens) GalNac-Gal-Gal-Glc-Cer, Gb4Cer, P-antigen C44H79N2022FULLRCO 0 Lysosome
geald Glycolaldehyde Hydroxyacetaldehyde C2H402 0 Cytosol
geald Glycolaldehyde Hydroxyacetaldehyde C2H402 0 Mitochondria
5-beta-cholanic acid-3-alpha-7-alpha-L2-alpha-tri
gchola glycocholate N 1] ide, C26H43NO6 0
Glycocholic acid, bile acid Cytosol
5-beta-chol. id-3-alpha-7-alpha-12-alpha-tri
gchola glycocholate N 1] ide, C26H43NO6 0
Glycocholic acid, bile acid Extracellular
5-beta-chol. id-3-alpha-7-alpha-12-alpha-tri
gchola glycocholate N 1] ide, C26H43NO6 0
Glycocholic acid, bile acid
gdla_hs GD1a (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Golgi Apparatus
gdlalpha_hs GD1a (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Golgi Apparatus
gdlb_hs GD1b (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Golgi Apparatus
gd1b2_hs GD1beta (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Cytosol
gd1b2_hs GD1beta (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Extracellular
gd1b2_hs GD1beta (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Golgi Apparatus
gdlc_hs GD1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Cytosol
gdlc_hs GD1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Extracellular
gdlc_hs GD1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C66H111N4038FULLRCO -2 Golgi Apparatus
gd2_hs GD2 (homo sapiens) (Gal)1 (GalNAc)1 (Glc)1 (NeuSAc)2 (Cer)1 C60H101N4033FULLRCO -2 Golgi Apparatus
gd3_hs GD3 (homo sapiens) (Gal)1 (Glc)1 (NeuSAc)2 (Cer)1, CD60a C52H88N3028FULLRCO -2 Cytosol
gd3_hs GD3 (homo sapiens) (Gal)1 (Glc)1 (NeuSAc)2 (Cer)1, CD60a C52H88N3028FULLRCO -2 Golgi Apparatus
gdchola glycochenodeoxycholate Glycochenodeoxycholate, bile acid, bile salt C26H43NO5 0 Cytosol
gdchola glycochenodeoxycholate Glycochenodeoxycholate, bile acid, bile salt C26H43NO5 0 Extracellular
gdchola glycochenodeoxycholate Glycochenodeoxycholate, bile acid, bile salt C26H43NO5 0
gdp GDP 5 C10H12N5011P2 -3 Cytosol
gdp GDP 5 C10H12N5011P2 -3 Extracellular
gdp GDP 5 C10H12N5011P2 -3 Golgi Apparatus
gdp GDP 5 C10H12N5011P2 -3 Mitochondria
gdp GDP 5 C10H12N5011P2 -3 Nucleus
GDP-4-dehydro-6-deoxy-D-mannose, GDP-4-
gdpddman GDP-4-dehydro-6-deoxy-D-mannose dehydro-6-deoxy-D-talose, GDP-4-dehydro-D-  (C16H21N5015P2 -2
GDP-4-0x0-6-d D
7 Cytosol
gdpfuc GDP-L-fucose C16H23N5015P2 -2 Cytosol
gdpfuc GDP-L-fucose C16H23N5015P2 -2 Golgi Apparatus
gdpmann GDP-D-mannose C16H23N5016P2 -2 Cytosol
GGPP, Geranylgeranyl pyrophosphate, all-trans-
ggdp Geranylgeranyl diphosphate Geranylgeranyl diphosphate, all-trans- C20H3307P2 -3
Geranylgeranyl pyrophosphate Cytosol
ggn primed glycogenin (glycogenin-8[1,4-Glc]) C48H81041X o Cytosol
glac D-glucurono-6,3-lactone C6HBO6 0 Cytosol
glac D-glucurono-6,3-lactone C6H806 0 Mitochondria
glac D-glucurono-6,3-lactone C6H806 0 ic Reticuli
glciman glucose-1, i C12H22011 o Golgi Apparatus
glc2man (2)[glucose-1,3]-mannose oligosaccharide C18H32016 0 Golgi Apparatus
-1,2-(2)[gl -1,3]-
glc3man glucose-1,2 1,3]-mannose C24H42021 0 Golgi Apparatus
g g Dextrose, Glucose, Grape sugar, alpha-D-Glucose,
gle-D D-Glucose beta-D-Glucose C6H1206 0 Cytosol
glc-D D-Glucose Dextrose, Glucose, Grape sugar, alpha-D-Glucose, C6H1206 o
beta-D-Glucose
g g Dextrose, Glucose, Grape sugar, alpha-D-Glucose,
9le-D D-Glucose beta-D-Glucose C6H1206 0 Golgi Apparatus
glc-D D-Glucose Dextrose, Glucose, Grape sugar, alpha-D-Glucose, C6H1206 o
beta-D-Glucose Lysosome
glc-D D-Glucose Dextrose, Glucose, Grape sugar, alpha-D-Glucose, C6H1206 o
beta-D-Glucose Reticul
gler D-Glucarate D-Glucaric acid, D-Glucosaccharic acid, D- C6HB08 7

ic acid, L-Gularic acid

Cytosol




Abbreviation Name Formula Charge Compartment
glcr D-Glucarate D—Gluc:?nc a_cud‘ D—Glugosac_chanc acid, D- C6H808 P
acid, L-Gularic acid
gleur D-Glucuronate GIcA, Glucuronate, Glucuronic acid C6H907 -1 Cytosol
gleur D-Glucuronate GlcA, Glucuronate, Glucuronic acid C6H907 -1 Lysosome
gleur D- ite GlcA, Glucuronic acid C6H907 -1 i
gleurlp D-Glucuronate 1-phosphate GIcA-1P C6HB0O10P -3 Cytosol
gin-L L- i Gln, L-2 i ic acid C5H10N203 0 Cytosol
gin-L L-Glutamine GIn, L-2-Aminoglutaramic acid C5H10N203 0
gin-L L- Gln, L-2 i ic acid C5H10N203 0 Mitochondri;
glusp L-Glutamate 5-phosphate L-Glutamyl 5-phosphate C5HBNO7P -2 I i
glussa L 5-semi L g i C5HONO3 0 Cytosol
glu5sa L- 5 L-Glutamate gamma-semialdehyde C5HINO3 0 i
gluala 5-L-Glutamyl-L-alanine C8H13N205 -1 Extracellular
. 5-L-Glutamyl-L-cysteine, L-gamma-
glucys gamma-L-Glutamyl-L-cysteine Glutamylcysteine C8H13N205S -1 Cytosol
glu-L L-Glutamate Glu, L-Glutamic acid, L-Glutaminic acid C5H8NO4 -1 Cytosol
glu-L L-Glutamate Glu, L-Glutamic acid, L-Glutaminic acid C5H8NO4 -1 Extracellular
glu-L L-Glutamate Glu, L-Glutamic acid, L-Glutaminic acid C5H8NO4 -1 Lysosome
glu-L L-Glutamate Glu, L-Glutamic acid, L-Glutaminic acid C5H8NO4 -1 Mitochondria
glu-L L-Glutamate Glu, L-Glutamic acid, L-Glutaminic acid C5H8NO4 -1 ic Reticul
gluside_hs glucocerebroside (homo sapiens) 1-beta-D-glucoceramide, Cer-Glu, glucosy! C24H46NO7FULLRCO 0
ceramide Cytosol
gluside_hs glucocerebroside (homo sapiens) 1-beta-D-glucoceramide, Cer-Glu, glucosy! C24H46NO7FULLRCO 0 .
ceramide Golgi Apparatus
gluside_hs glucocerebroside (homo sapiens) 1-beta-D-glucoceramide, Cer-Glu, glucosy! C24H46NO7FULLRCO 0
ceramide Lysosome
gluside_hs glucocerebroside (homo sapiens) ;l::;:z—glucoceramde, Cer-Glu, glucosyl C24H46NO7FULLRCO 0 .
glutcoa Glutaryl-CoA C26H37N7019P3S -5 Mitochondria
glx Glyoxylate Acetic acid, Glyoxalate, Glyoxylic acid C2H103 -1 Cytosol
glx Glyoxylate Acetic acid, Glyoxalate, Glyoxylic acid C2H103 -1 Mitochondria
glx Glyoxylate Acetic acid, Glyoxalate, Glyoxylic acid C2H103 -1 Peroxisome
gly Glycine i ic acid, Gly C2H5NO2 0 Cytosol
gly Glycine | Aminoacetic acit C2H5NO2 0
gly Glycine i C2H5NO2 0 Lysosome
gly Glycine Aminoacetic C2H5NO2 0 i i
gly Glycine i i C2H5NO2 0
glyald D-Glyceraldehyde (R)-glyceraldehyde C3H603 0 Cytosol
glyb Glycine betaine Betaine, Trimethy C5H11NO2 0 Cytosol
glyb Glycine betaine Betaine, Trimethylaminoacetate C5H11NO2 0
glyb Glycine betaine Betaine, Trimethy C5H11NO2 0 Mitochondri
glyc Glycerol 1,2,3-trihydroxypropane, 3-propanetriol, Glycerin |C3H803 0 Cytosol
glyc Glycerol 1,2,3-trihydroxypropane, 3-propanetriol, Glycerin |C3H803 0 Extracellular
glyc Glycerol 1,2,3-trihydroxypropane, 3-propanetriol, Glycerin |C3H803 0 Mitochondria
Glycerophosphoric acid, Phosphatidyl glycerol, sn-
glyc3p Glycerol 3-phosphate Glycerol 3-phosphate, sn-Gro-1-P C3H706P 2
Cytosol
alyc3p Glycerol 3-phosphate Glycerophosphoric acid, Phosphatidyl glycerol, sn- CaHTOEP »
Glycerol 3-phosphate, sn-Gro-1-P N N
Mitochondria
glyclt Glycolate Glycolic acid, Hydroxyacetic acid C2H303 -1 Cytosol
glyclt Glycolate Glycolic acid, Hydroxyacetic acid C2H303 -1 Mitochondria
glyclt Glycolate Glycolic acid, Hydroxyacetic acid C2H303 -1 Peroxisome
glyc-R (R)-Glycerate D-Glycerate, Glycerate, Glyceric acid C3H504 -1 Cytosol
glyc-S (S)-Glycerate L-glycerate C3H504 -1 Cytosol
glyc-S (S)-Glycerate L-glycerate C3H504 -1 Extracellular
glygnl glycogen, structure 1 (glycogenin-11[1,4-Glc]) C66H111056X 0 Cytosol
glycogen, structure 2 (glycogenin-1,6-{7[1,4-Glc], 4[1,4-
glygn2 Gicly) C66H111056X 0 Cytosol
glygn2 ?;Ilycc];?en. structure 2 (glycogenin-1,6-{7[1,4-Glc], 4[1,4- C66H111056X o
glygn3 glycogen, structure 3 (glycogenin-7[1,4-Glc]) C42H71036X o Cytosol
glycogen, structure 4 (glycogenin-1,6-{2[1,4-Glc], [1,4-
glygn4 Glc]}) C18H31016X 0 Extracellular
glygns glycogen, structure 5 (glycogenin-2[1,4-Glc]) C12H21011X 0
gml_hs GM1 (homo sapiens) Cer-Glc-Gal-NeuAc-GlaNAc-Gal C55H95N3030FULLRCO -1 Golgi Apparatus
gmla_hs GM1alpha (homo sapiens) 1116NeuAc-Gg4Cer C55H95N3030FULLRCO -1 Golgi Apparatus
gmlb_hs GM1b (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)1 (Cer)1 C55H95N3030FULLRCO -1 Golgi Apparatus
gm2_hs GM2 (homo sapiens) Cer-Glc-Gal-NeuAc-GalNAC C49HB5N3025FULLRCO El Golgi Apparatus
gm2a_hs GM2alpha (homo sapiens) (Gal)1 (GalNAc)1 (Glc)1 (NeuSAc)1 (Cer)1 C49HB85N3025FULLRCO -1 Golgi Apparatus
gm3_hs GM3 (homo sapiens) Cer-Glc-Gal-NeuAc C41H72N2020FULLRCO -1 Golgi Apparatus
ine 5- ine 5
gmp GMP phosphate, Guanosine monophosphate, Guanylic  |C10H12N508P -2
acid Cytosol
5. ine 5--
gmp GMP phosphate, Guanosine monophosphate, Guanylic  |C10H12NS08P -2
acid
5. ine 5--
gmp GMP phosphate, Guanosine monophosphate, Guanylic  |C10H12N508P -2
acid Golgi Apparatus
5. ine 5
gmp GMP phosphate, Guanosine monophosphate, Guanylic  |C10H12NS08P -2

acid

Lysosome




Abbreviation Name Formula Charge Compartment
5. ine 5-
gmp GMP phosphate, Guanosine monophosphate, Guanylic |C10H12NS08P -2
acid
5. ine 5-
gmp GMP phosphate, Guanosine monophosphate, Guanylic  |C10H12NS08P -2
acid Nucleus
gncorel GlcNAc-alpha-1,4-Core 1 C22H37N2015X 0 Golgi Apparatus
gncore2 GIcNAc-alpha-1,4-Core 2 C30H50N3020X 0 Golgi Apparatus
gplc_hs GP1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)S (Cer)1 C99H159N7062FULLRCO -5 Cytosol
gplc_hs GP1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)S (Cer)1 C99H159N7062FULLRCO -5
gplc_hs GP1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)S (Cer)1 C99H159N7062FULLRCO -5 Golgi Apparatus
gplcalpha_hs GP1c alpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)S (Cer)1 C99H159N7062FULLRCO -5 Cytosol
gplcalpha_hs GP1c alpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)S (Cer)1 C99H159N7062FULLRCO -5
gplcalpha_hs GP1c alpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)S (Cer)1 C99H159N7062FULLRCO -5 Golgi Apparatus
" " P C15H28NO13PFULLRCO2FULL
gpail_hs D-glucosaminylphosphatidylinositol R2CO2 0 Cytosol
glycophosphatidylinositol (GPI) anchor precursor (3-
api_hs i y i {[PE-Man-],[PE-JMan} {PE-}Man-GleN-acylpl [Coo 1 0SN4OSEPAFULLRCOZF |,
) ULLR2CO2 I
. ) . {[(Prot-PE-Man),(PE)-Man],[PE]}-Man-GIcN-  |C55H106N4038P4FULLRCO2F
gpi_prot_hs (GPI)-anchored protein acylPl ULLR2CO2X 0 et
api_sig gch'ophosphatldylmusnol (GPI) signal sequence (C-terming v o
peptide) Reticul
gqlb_hs GQ1b (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4 Cytosol
9qlb_hs GQ1b (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4
gqlb_hs GQ1b (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4 Golgi Apparatus
gqlbalpha_hs GQ1balpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4 Cytosol
gqlbalpha_hs GQ1balpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4
gqlbalpha_hs GQ1balpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4 Golgi Apparatus
gqlc_hs GQ1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)4 (Cer)1 C88H143N6054FULLRCO -4 Golgi Apparatus
grdp Geranyl di GPP C10H1707P2 -3 Cytosol
grdp Geranyl diphosphate GPP C10H1707P2 -3 Peroxisome
gsn Guanosine Guanine riboside, rG C10H13N505 0 Cytosol
gsn Guanosine Guanine riboside, rG C10H13N505 0
gsn Guanosine Guanine riboside, rG C10H13N505 0 Lysosome
gsn Guanosine Guanine riboside, rG C10H13N505 0 I i
gtla_hs GT1a (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C77H127N5046FULLRCO -3 Cytosol
gtla_hs GT1a (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C77H127N5046FULLRCO -3
gtla_hs GT1a (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C77H127N5046FULLRCO -3 Golgi Apparatus
gtlalpha_hs GT1aalpha (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C77H127N5046FULLRCO -3 Golgi Apparatus
gtlb_hs GT1b (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C77H127N5046FULLRCO -3 Golgi Apparatus
gtlc_hs GT1c (homo sapiens) (Gal)2 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C77H127N5046FULLRCO -3 Golgi Apparatus
gt2_hs GT2 (homo sapiens) (Gal)1 (GalNAc)1 (Glc)1 (NeuSAc)3 (Cer)1 C71H117N5041FULLRCO -3 Golgi Apparatus
gt3_hs GT3 (homo sapiens) (Gal)1 (Glc)1 (NeuSAC)3 (Cer)L C63H104N4036FULLRCO -3 Cytosol
gt3_hs GT3 (homo sapiens) (Gal)1 (Glc)1 (NeuSAc)3 (Cer)1 C63H104N4036FULLRCO -3 Golgi Apparatus
gthox Oxidized glutathione Glutathione disulfide, L-Glutathione oxidized C20H30N601252 -2 Cytosol
gthox Oxidized glutathione Glutathione disulfide, L-Glutathione oxidized C20H30N601252 -2
gthox Oxidized glutathione Glutathione disulfide, L-Glutathione oxidized C20H30N601252 -2
5-L-Glutamyl-L-cysteinylglycine, Glutathione, N-(|
gthrd Reduced glutathione gamma-L-Glutamyl-L-cysteinyl)glycine, gamma-L}C10H16N306S -1
Glutamyl-L-cysteinyl-glycine
utamyl-L-cysteinyl-glyci Cytosol
5-L-Glutamyl-L-cysteinylglycine, Glutathione, N-(|
gthrd Reduced glutathione gamma-L-Glutamyl-L-cysteinyl)glycine, gamma-L}C10H16N306S -1
Glutamyl-L-cysteinyl-glycine
5-L-Glutamyl-L-cysteinylglycine, Glutathione, N-(|
gthrd Reduced glutathione gamma-L-Glutamyl-L-cysteinyl)glycine, gamma-L}C10H16N306S -1
Glutamyl-L-cysteinyl-glycine
5-L-Glutamyl-L-cysteinylglycine, Glutathione, N-(|
gthrd Reduced glutathione gamma-L-Glutamyl-L-cysteinyl)glycine, gamma-L}C10H16N306S -1
Glutamyl-L-cysteinyl-glycine T
atp GTP 5'-tri C10H12N5014P3 -4 Cytosol
gtp GTP Guanosine 5'-triphosphate C10H12N5014P3 -4
atp GTP 5'-tri C10H12N5014P3 -4 Mitochondri:
gtp GTP Guanosine 5-triphosphate C10H12N5014P3 -4 Nucleus
- Amino-6 ine, 2
gua Guanine purine. C5H5N50 0

G

Cytosol




Abbreviation Name Formula Charge Compartment
gua Guanine ; 6 purine, 2 C5H5N50 0
qudac o N acid, C3H7N302 o sl
qullac L-Gulono-1,4-lactone L-Gulonic acid gamma-lactone, L-Gulono-gamma-| C6H1006 o
lactone, L-Gulonolactone, gamma-Gulonolactone

Cytosol

qullac L-Gulono-1,4-lactone L-Gulonic acid gamma-lactone, L-Gulono-gamma-| C6H1006 o

lactone, L-Gulonolactone, gamma-Gulonolactone T
guin L-Gulonate Gulonate, Gulonic acid, L-Gulonic acid C6H1107 -1 Cytosol
guin L-Gulonate Gulonate, Gulonic acid, L-Gulonic acid C6H1107 -1 Reticul
h H+ Hydrogen lon, Proton H 1 Cytosol
h H+ Hydrogen lon, Proton H 1
h H+ Hydrogen lon, Proton H 1 Golgi Apparatus
h H+ Hydrogen lon, Proton H 1 Lysosome
h H+ Hydrogen lon, Proton H 1 Mitochondria
h H+ Hydrogen lon, Proton H 1 Nucleus
h H+ Hydrogen lon, Proton H 1
h H+ Hydrogen lon, Proton H 1 Peroxisome
h2co3 carbonic acid H2CO3 0 Cytosol
h2co3 carbonic acid H2CO3 0 i
h2o H20 Dihydrogen oxide, Water H20 0 Cytosol
h2o H20 Dihydrogen oxide, Water H20 0
h2o H20 Dihydrogen oxide, Water H20 0 Golgi Apparatus
h2o H20 Dihydrogen oxide, Water H20 0 Lysosome
h2o H20 Dihydrogen oxide, Water H20 0 Mitochondria
h2o H20 Dihydrogen oxide, Water H20 0 Nucleus
h2o H20 Dihydrogen oxide, Water H20 0
h2o H20 Dihydrogen oxide, Water H20 0 Peroxisome
h202 Hydrogen peroxide H202, hydrogen dioxide, peroxide H202 0 Cytosol
h202 Hydrogen peroxide H202, hydrogen dioxide, peroxide H202 0
h202 Hydrogen peroxide H202, hydrogen dioxide, peroxide H202 0 Lysosome
h202 Hydrogen peroxide H202, hydrogen dioxide, peroxide H202 0 I i
h202 Hydrogen peroxide H202, hydrogen dioxide, peroxide H202 0 Nucleus
h202 Hydrogen peroxide H202, hydrogen dioxide, peroxide H202 0 Peroxisome
ha hyaluronan Hyaluronate, Hyaluronic acid C28H40N2022 -2 Extracellular
ha hyaluronan Hyaluronate, Hyaluronic acid C28H40N2022 -2 Lysosome
ha_degl product 1 C22H33N2016 El Lysosome
ha_prel hyaluronan biosynthesis, precursor 1 C14H20NO11 -1
ha_prel hyaluronan biosynthesis, precursor 1 C14H20NO11 -1 Lysosome
hco3 Bicarbonate Acid carbonate, HCO3-, Hydrogencarbonate CHO3 -1

Cytosol
hco3 Bicarbonate Acid carbonate, HCO3-, Hydrogencarbonate CHO3 -1

Extracellular
hco3 Bicarbonate Acid carbonate, HCO3-, Hydrogencarbonate CHO3 -1 N N

Mitochondria
hcoumarin hydroxy coumarin 7 hydroxy coumarin C9HB03 0 Cytosol

i hydroxy coumarin 7 hydroxy coumarin C9H603 0 Extracellul

heys-L L-Homocysteine L-2-Amino-4-mercaptobutyric acid, - C4HINO2S o

; Cytosol
hdca Hexadecanoate (n-C16:0) g::?:;;:;::di";‘:;raﬁ;;nom acid, Hexadecylic acid, C16H3102 -1 Cytosol
hdca Hexadecanoate (n-C16:0) g:ltr):ilf a;::di";‘:;ra:‘j;;a:om acid, Hexadecylic acid, C16H3102 -1 Extracellular
hdca Hexadecanoate (n-C16:0) g:ltr):ilf a;::di";‘:;ra:‘j;;;nom acid, Hexadecylic acid, C16H3102 -1
hdca Hexadecanoate (n-C16:0) g:ltr):ilz a;::di";‘:;ra:‘j;;;nom acid, Hexadecylic acid C16H3102 -1
hdcea Hexadecenoate (n-C16:1) (92)-Hexadecenoic acid, Palmitoleic acid, ¢is-9- | o\ o1, -1

Hexadecenoic acid, hexadecenoic acid

Cytosol
hdcea Hexadecenoate (n-C16:1) (92)-Hexadecenoic acid, Paimitoleic acid, cis-9- | )6y 1595 -1

Hexadecenoic acid, hexadecenoic acid

Extracellular
hdcecrn Hexadecenoyl carnitine C23H43NO4 0 Cytosol
hdcecrn +H carnitine C23H43NO4 0 Mitochondri

(2E)-Hexadecenoyl-CoA, palmitoleic coenzyme A,
hdcoa Hexadecenoyl-CoA (n-C16:1CoA) trans-2-+ 0A, trans-Hexad y|C37H60N7017P3S -4

CoA Cytosol

(2E)-Hexadecenoyl-CoA, palmitoleic coenzyme A,
hdcoa Hexadecenoyl-CoA (n-C16:1CoA) trans-2-+ 0A, trans-Hexad y|C37HE60N7017P3S -4

CoA Mitochondria
hdd2coa trans-Hexadec-2-enoyl-CoA C37H60N7017P3S -4 Cytosol
hdd2coa trans-Hexadec-2-enoyl-CoA C37H60N7017P3S -4 Mitochondria
hdd2coa trans-Hexadec-2-enoyl-CoA C37H60N7017P3S -4 Peroxisome
hdd2crn trans-Hexadec-2-enoyl carnitine C23H43NO4 0 Cytosol
hdd2crn trans-Hexadec-2-enoy! carnitine C23H43NO4 0 I
hdeACP cis-hexadec-9-enoyl-[acyl-carrier protein] (n-C16:1) Hexadecenoyl-ACP (n-C 16:1ACFT)‘ cis-palmitol-91 71 141oN208PRS -1

eoyl-[acyl-carrier protein] (n-C16:1)

Cytosol
hestratriol 4,17 dihydroxy estradiol 4 hydroxy 17 beta estradiol C18H2403 0 Cytosol
hestratriol 4,17 dihydroxy estradiol 4 hydroxy 17 beta estradiol C18H2403 0
hestratriol 4,17 dihydroxy estradiol 4 hydroxy 17 beta estradiol C18H2403 0
hexc hexacosanoate (n-C26:0) cerotic acid, hexacosanoic acid C26H5102 -1 Cytosol
hexc (n-C26:0) cerotic acid, hexacosanoic acid C26H5102 -1
hexccoa Hexacosanoyl-CoA (n-C26:0CoA) cerotic acid coenzyme a, cerotoyl-CoA C47H82N7017P3S -4 Cytosol
hexccoa ; CoA (n-C26:0CoA) cerotic acid coenzyme a, cerotoyl-CoA C47H82N7017P3S -4 Mitochondri;
hexccoa Hexacosanoyl-CoA (n-C26:0CoA) cerotic acid coenzyme a, cerotoyl-CoA C47H82N7017P3S -4 Peroxisome




iation Name Formula Charge Compartment
hexccrn carnitine C33H65NO4 0 Cytosol
hexcern hexacosanoyl carnitine C33HB65N04 0 I
hgentis Homogentisate 25-Dihydroxyphenylacetate, 2.5- . |csH704 -1
D acid, + acid
Cytosol
i it (S)-alpha-Amino-1H-imidazole-4-propionic acid,
his-L L-Histidine Glyoxaline-5-alanine, His COHIN3O2 0 Cytosol
i it (S)-alpha-Amino-1H-imidazole-4-propionic acid,
his-L L-Histidine Glyoxaline-5-alanine, His C6HIN302 0
hista Histamine C5H10N3 1 Cytosol
hista Histamine C5H10N3 1
hLkynr 3-Hydroxy-L-kynurenine C10H12N204 0 Cytosol
hmbil HydroxymethyIbilane C40H38N4017 -8 Cytosol
(S)-3-Hydroxy-3-methylglutaryl-CoA, 3-Hydroxy-B-
hmgcoa Hydroxymethylglutaryl-CoA methylglutaryl-CoA, HMG-CoA, C27H39N7020P3S -5
Hydroxymethylglutaroyl coenzyme A
lydroxymethylglutaroy! Zy Cytosol
(S)-3-Hydroxy-3-methylglutaryl-CoA, 3-Hydroxy-B-
hmgcoa Hydroxymethylglutaryl-CoA methylglutaryl-CoA, HMG-CoA, C27H39N7020P3S -5
Hydroxymethylglutaroyl coenzyme A
(S)-3-Hydroxy-3-methylglutaryl-CoA, 3-Hydroxy-B-
hmgcoa Hydroxymethylglutaryl-CoA methylglutaryl-CoA, HMG-CoA, C27H39N7020P3S -5
Hydroxymethylglutaroyl coenzyme A -
(S)-3-Hydroxy-3-methylglutaryl-CoA, 3-Hydroxy-B-
hmgcoa Hydroxymethylglutaryl-CoA methylglutaryl-CoA, HMG-CoA, C27H39N7020P3S -5
Hydroxymethylglutaroyl coenzyme A
oy Wiglutaroy! ! Peroxisome
hydroxy nifedipine C17H18N207 0 Cytosol
hom-L L-Homoserine 2-Amino-4-hydroxybutyric acid C4HONO3 0 Cytosol
hom-L L-Homoserine 2-Amino-4-hydroxybutyric acid C4HINO3 0 Extracellular
homoval Homovanillate Homovanillic acid C9H904 -1 Cytosol
Heptadecanoic acid;, Margaric acid, n- B
hpdca heptadecanoate ! ic Acid: C17H3302 1 Cytosol
hpdca heptadecanoate Heptadecano!c :cclrd Margaric acid, n- C17H3302 -1
Heptadecanoic acid coa, Margaric acid coa, n- "
hpdcacoa heptadecanoyl coa ! i Acid coenzyme a C38HB64N7017P3S 4 Cytosol
Heptadecanoic acid coa, Margaric acid coa, n- "
hpdcacoa heptadecanoyl coa ! i Acid coenzyme a C38HB64N7017P3S 4
- carnitine, acid
hpdcacrn heptadecanoy! carnitine camitine C24H47NO4 0 Cytosol
- carnitine, acid
hpdcacrn carnitine camitine C24H47NO4 0
3-Hydroxypyruvate, 3-Hydroxypyruvic acid, R
hpyr Hydroxypyruvate Hydroxypyruvic acid C3H304 1 Cytosol
3-Hydroxypyruvate, 3-Hydroxypyruvic acid, B
hpyr Hydroxypyruvate Hydroxypyruvic acid C3H304 1
3-Hydroxypyruvate, 3-Hydroxypyruvic acid, R
eyt Hydroxypyruvate Hydroxypyruvic acid C3H304 1 Peroxisome
hretn 4 hydroxy retinoic acid C20H2703 -1 Cytosol
hretn 4 hydroxy retinoic acid C20H2703 -1 Nucleus
hs heparan sulfate, free chain C79H114N50102S12 -13 Lysosome
hs_degl heparan sulfate, degradation product 1 C79H115N5099S11 -12 Lysosome
hs_deg10 heparan sulfate, product 10 C55H80N3070S8 -9 Lysosome
hs_deg1l heparan sulfate, degradation product 11 C55H81N3067S7 -8 Lysosome
hs_deg12 heparan sulfate, product 12 C55H82N306456 -7 Lysosome
hs_deg13 heparan sulfate, degradation product 13 C55H83N3061S5 -6 Lysosome
hs_deg14 heparan sulfate, product 14 C57H84N306255 -7 Lysosome
hs_deg15 heparan sulfate, degradation product 15 C49H71N2057S5 -7 Lysosome
hs_degl6 heparan sulfate, product 16 C49H72N205454 -6 Lysosome
hs_deg17 heparan sulfate, degradation product 17 C43HE5N204854 -5 Lysosome
hs_deg18 heparan sulfate, product 18 C43HE6N204553 -4 Lysosome
hs_deg19 heparan sulfate, degradation product 19 C43H67N2042S2 -3 Lysosome
hs_deg2 heparan sulfate, product 2 C79H116N5096510 11 Lysosome
hs_deg20 heparan sulfate, degradation product 20 C45H68N2043S2 -4 Lysosome
hs_deg21 heparan sulfate, product 21 C37H55N03852 -4 Lysosome
hs_deg22 heparan sulfate, degradation product 22 C37H56NO35S -3 Lysosome
hs_deg23 heparan sulfate, product 23 C31H49NO29S -2 Lysosome
hs_deg24 heparan sulfate, degradation product 24 GIcNAC-GIcA-(Gal)2-Xyl C31H50NO26 -1 Lysosome
hs_deg25 heparan sulfate, product 25 C23H37021 -1 Lysosome
hs_deg3 heparan sulfate, degradation product 3 C81H117N5097S10 -12 Lysosome
hs_degd heparan sulfate, product 4 C73H104N4092510 -12 Lysosome
hs_deg5 heparan sulfate, degradation product 5 C67HI7N4086S10 -11 Lysosome
hs_deg6 heparan sulfate, product 6 C67HIBN4083S9 -10 Lysosome
hs_deg7 heparan sulfate, degradation product 7 C67HI9IN4080S8 -9 Lysosome
hs_deg8 heparan sulfate, product 8 C69H100N408158 -10 Lysosome
hs_deg9 heparan sulfate, degradation product 9 C61H87N3076S8 -10 Lysosome
hs_prel heparan sulfate, precursor 1 GIcNAC-GlcA-Gal-Gal-Xyl-L-Ser (protein) C31H49NO25X -1 Golgi Apparatus
(GICN2S-GIcA)4-GIcNAC-GleA-Gal-Gal-Xyl-L-S |
hs_pre10 heparan sulfate, precursor 10 (protein) C79H121N507784% 5 Golgi Apparatus
(GIcN2S-1doA-GIcN2S-GlcA)2-GIeNAc-GlcA-Gal- ¥
hs_pre1l heparan sulfate, precursor 11 Gal-Xyl-L-Ser (protein) C79H121N5077S4X 5 Golgi Apparatus
GICN2S-1doA-GIcN2S-GIcA2S-GIeN2S-1doA2S-
hs_pre12 heparan sulfate, precursor 12 GIcN2S-GIcA-GIcNAc-GlcA-Gal-Gal-Xyl-L-Ser |C79H119N5083S6X -7

(protein)

Golgi Apparatus




Abbreviation Name Formula Charge Compartment
GIcN2S-1doA-GIcN2,6diS-GlcA2S-GIcN2,6diS-
hs_pre13 heparan sulfate, precursor 13 1doA2S-GIcN2,6diS-GlcA-GlcNAc-GlcA-Gal-Galf C79H116N5092S9X -10
Xyl-L-Ser (protein
Y (protein) Golgi Apparatus
hs_pre14 heparan sulfate, precursor 14 C79H115N5095510X 11 Golgi Apparatus
hs_pre15 heparan sulfate, precursor 15 C79H114N5098S11X -12 Golgi Apparatus
hs_pre2 heparan sulfate, precursor 2 GIcA-GlcNAc-GlcA-Gal-Gal-Xyl-L-Ser (protein) |C37HS6NO31X -2 Golgi Apparatus
hs_pre3 heparan sulfate, precursor 3 GICNAC-GIcA-GIcNAC-GlcA-Gal-Gal-Xyl-L-Ser |5\ 15on2036% -2 .
(protein) Golgi Apparatus
IcA-GIcNAC-GICA-GICNAC-GI I-Gal-Xyl-l
hs_pre4 heparan sulfate, precursor 4 Ser (protein) C51H76N2042X -3 Golgi Apparatus
hs_pres heparan sulfate, precursor 5 (GICNAC-GleA)Z-GIeNAC-GleA-Gal-Gal-XyI-L-SiEqq,1ggn3047x -3 .
(protein) Golgi Apparatus
hs_pre6 heparan sulfate, precursor 6 GIOA-(GICNAC-GleA)2-GIcNAC-GleA-Gal-Gal- Xk 6n3053x -4 .
L-Ser (protein) Golgi Apparatus
hs_pre7 heparan sulfate, precursor 7 (GICNAC-GIoA)3-GIeNAC-GleA-Gal-Gal-XYI-L-SiE75 11 ogng0s8x -4 .
(protein) Golgi Apparatus
hs_pre8 heparan sulfate, precursor 8 GIOA-(GICNAC-GIeA)3-GItNAG-GleA-Gal-Gal- Xk, 111 n40pax -5 .
L-Ser (protein) Golgi Apparatus
hs_pre9 heparan sulfate, precursor 9 (GICNAC-GleA)d-GIeNAC-GleA-Gal-Gal-XyI-L-StE g7 11 pgn5069x -5 .
(protein) Golgi Apparatus
GICN2S-1d0A-GIcN2,6diS-GIcA2S-GIeN2,3,6triS
1doA2S-GIcN2,6diS-GlcA-GIcNAc-GlcA-Gal-Gal
hspg heparan sulfate proteoglycan Xyl-L-Ser (protein), Heparan sulfate;, Heparin C79H113N50101812X -13
monosulfate, Heparin sulfate;, Heparitin sulfate;
GICN2S-1d0A-GIcN2,6diS-GIcA2S-GIeN2,3,6triS
1doA2S-GIcN2,6diS-GlcA-GIcNAc-GlcA-Gal-Gal
hspg heparan sulfate proteoglycan Xyl-L-Ser (protein), Heparan sulfate;, Heparin C79H113N50101812X -13
monosulfate, Heparin sulfate;, Heparitin sulfate;
Golgi Apparatus
GICN2S-1d0A-GIcN2,6diS-GIcA2S-GIeN2,3,6triS
1doA2S-GIcN2,6diS-GlcA-GIcNAc-GlcA-Gal-Gal
hspg heparan sulfate proteoglycan Xyl-L-Ser (protein), Heparan sulfate;, Heparin C79H113N50101S12X -13
monosulfate, Heparin sulfate;, Heparitin sulfate;
Lysosome
htaxol hydroxylated taxol 6 alpha hydroxy paclitaxel, 6 alpha hydroxy taxol |C47H31NO15 0 Cytosol
htaxol hydroxylated taxol 6 alpha hydroxy paclitaxel, 6 alpha hydroxy taxol |C47H31NO15 0
. 1,7-Dihydro-6H-purin-6-one, 6-Hydroxypurine,
hxan Hypoxanthine Purine-6-ol C5H4N40 0 Cytosol
hxan Hypoxanthine 1.7-_D|hydro-6H-punn-6-one. 6-Hydroxypurine, C5HANAO o
Purine-6-ol
hxan Hypoxanthine 1.7-_D|hydro-6H-punn-6-one. 6-Hydroxypurine, C5HANAO o
Purine-6-ol Lysosome
hxan Hypoxanthine 1.7-_D|hydro-6H-punn-6-one. 6-Hydroxypurine, C5HANAO o )
Purine-6-ol Peroxisome
hxdcal + 16-+ C16H320 0 i
hyptaur Hypotaurine 2-Aminoethanesulfinic acid C2HBNO2S -1 Cytosol
i lodide I- | -1 Cytosol
i lodide I- | -1
ibcoa Isobutyryl-CoA 2: prop 0A, 2 p 0A |C25H38N7017P3S -4
- . 1+ propane-1, 1-Hydroxytri i acid, ’
icit Isocitrate 2, 3-tricarboxylic acid, Isocitric acid C6HSO7 3
Cytosol
- . 1+ propane-1, 1-Hydroxytri i acid, |
icit Isocitrate 2, 3-tricarboxylic acid, Isocitric acid C6HSO7 3
- . 1+ propane-1, 1-Hydroxytri i acid, ’
icit Isocitrate 2, 3-tricarboxylic acid, Isocitric acid CoHS07 8 .
Peroxisome
i -3 -(Indol-3
id3acald Indole-3-acetaldehyde 2-(] C10HINO 0 Cytosol
id3acald Indole-3-acetaldehyde 2-(Indol-3 C10HONO 0
idour L-lduronate D-Ido-hexuronic acid, IdoA, L-Iduronic acid C6H907 -1
Cytosol
idour L-lduronate D-Ido-hexuronic acid, IdoA, L-Iduronic acid C6H907 -1
Lysosome
idp P 5 —m_oslna'te diphosphate, Inosine 5'-diphosphate, C10H11N4O11P2 3
Inosine Cytosol
idp P 5 —m_oslna'te diphosphate, Inosine 5'-diphosphate, C10H11N4O11P2 3
Inosine
idp \oP 5 —m_oslna'te diphosphate, Inosine 5'-diphosphate, C10H11N4O11P2 3
Inosine
idp \oP 5' -m_oslna'te diphosphate, Inosine 5'-diphosphate, C10H11N4O11P2 3
Inosine Nucleus
ile-L L-lsoleucine 2-Amino-3-methylvaleric acid, Ile C6H13NO2 0 Cytosol
ile-L L-Isoleucine 2-Amino-3-methylvaleric acid, Ile C6H13NO2 0
ile-L L-Isoleucine 2-Amino-3-methylvaleric acid, Ile C6H13NO2 0 Mitochondria
imdac 4-acetate 4-Imi i ic acid C5H5N202 -1 Cytosol
imdac 4-acetate 4-Imi i ic acid C5H5N202 -1 Mitochondri;
imdact 4 Imidazole acetaldehyde C5HEN20 0 Cytosol
imdact 4-acetaldehyde i Idehyde C5HB6N20 0 Mitochondri;
5'-Inosinate, 5'-Inosine monophosphate, 5'-Inosinic|
imp IMP acid, Inosine 5'-monophosphate, Inosine 5" C10H11N408P -2

phosphate, Inosine monophosphate, Inosinic acid

Cytosol




Abbreviation Name Formula Charge Compartment
5'-Inosinate, 5'-Inosine monophosphate, 5'-Inosinic
imp IMP acid, Inosine 5-monophosphate, Inosine C10H11N408P -2
phosphate, Inosine monophosphate, Inosinic acid
5'-Inosinate, 5'-Inosine monophosphate, 5'-Inosinic
imp IMP acid, Inosine 5-monophosphate, Inosine C10H11N408P -2
Inosine Inosinic acid
3 Indol tic acid
ind3ac Indole-3-acetate e acid ! C10H8NO2 -1 Cytosol
3 Indol tic acid
ind3ac Indole-3-acetate e acid ' C10H8NO2 -1
1D-myo-Inositol, 1L-myo-Inositol, Bios I,
inost myo-Inositol Cyclohexitol, D-myo-Inositol, Dambose, Inositol, 4€6H1206 0
Inositol, Meat sugar, Inosi
Cytosol
1D-myo-Inositol, 1L-myo-Inositol, Bios I,
inost myo-Inositol Cyclohexitol, D-myo-Inositol, Dambose, Inositol, 4€6H1206 0
Inositol, Meat sugar, Inosi
ins Inosine t C10H12N405 0 Cytosol
ins Inosine Hypoxanthine ribonucleoside C10H12N405 0
ins Inosine t ine ri i C10H12N405 0 Lysosome
ins Inosine Hypoxanthine ribonucleoside C10H12N405 0 i i
iodine lodine 12 12 0 Cytosol
Isopentenyl pyrophosphate, Isoprenyl
ipdp Isopentenyl diphosphate delts 1 di C5H907P2 -3
delta3-methyl-3-buteny! diphosphate Cytosol
Isopentenyl pyrophosphate, Isoprenyl
ipdp Isopentenyl diphosphate delt: 1 di C5H907P2 -3
delta3-methyl-3-buteny! diphosphate
itaccoa Itaconyl-CoA C26H35N7019P3S -5
itacon Itaconate Itaconic acid, Meth: ic acid C5H404 -2 Mitochondri
ito P ::Z:::Z 5‘:[r|lphosphale, Inosine triphosphate, C10H11N4014P3 4 cytoso
ito P ::Z:::Z 5‘:lrilphosphale, Inosine triphosphate, C10H11N4014P3 4 Mitochondri
ito P ::Z:::Z 5‘:lrilphosphale, Inosine triphosphate, C10H11N4014P3 4 Nuclews
ivcoa Isovaleryl-CoA 3-Methylbutanoyl-CoA C26H40N7017P3S -4 I
Kk i K+, Potassium K 1 Cytosol
k potassium K+, Potassium K 1
k i K+, Potassium K 1 Golgi Apparatus
\dn Keto-3-deoxy-D-gI . ic acid i?(—ge;\:)?(y»D-qucem-D-ga.la(;tcoizjnonulsonic acid, a-D} COH1509 1 cytoso
kdnp Keto-3-deoxy-D-glycero-D. ic acid O C9H14012P -3 Cytosol
ksi keratan sulfate | C247H393N170213S12X -13
ksi keratan sulfate | C247H393N170213S12X -13 Golgi Apparatus
ksi keratan sulfate | C247H393N170213S12X -13 Lysosome
ksi_degl keratan sulfate I, product 1 C241H383N170209S12X -13 Extracellul
ksi_degl keratan sulfate 1, degradation product 1 C241H383N170209S12X -13 Lysosome
ksi_deg10 Keratan sulfate |, product 10 C188H302N130163S9 -9 Lysosome
ksi_degl1 keratan sulfate 1, degradation product 11 C180H289N12015859 -9 Lysosome
ksi_deg12 Keratan sulfate |, product 12 C174H279N12015359 -9 Lysosome
ksi_deg13 keratan sulfate 1, degradation product 13 C174H280N120150S8 -8 Lysosome
ksi_degl4 Keratan sulfate |, product 14 C166H267N11014558 -8 Lysosome
ksi_deg15 keratan sulfate 1, degradation product 15 C160H257N110140S8 -8 Lysosome
ksi_deg16 Keratan sulfate |, product 16 C160H258N110137S7 -7 Lysosome
ksi_degl7 keratan sulfate 1, degradation product 17 C152H245N100132S7 -7 Lysosome
ksi_deg18 Keratan sulfate |, product 18 C146H235N100127S7 -7 Lysosome
ksi_deg19 keratan sulfate 1, degradation product 19 C146H236N100124S6 -6 Lysosome
ksi_deg2 Keratan sulfate |, product 2 C241H384N170210S12 -13 Lysosome
ksi_deg20 keratan sulfate 1, degradation product 20 C138H223N90119S6 -6 Lysosome
ksi_deg21 Keratan sulfate |, product 21 C132H213N9011456 -6 Lysosome
ksi_deg22 keratan sulfate 1, degradation product 22 C132H214N90111S5 -5 Lysosome
ksi_deg23 Keratan sulfate |, product 23 C124H201NBO106S5 -5 Lysosome
ksi_deg24 keratan sulfate 1, degradation product 24 C118H191N80101S5 -5 Lysosome
ksi_deg25 Keratan sulfate |, product 25 C118H192N8098S4 -4 Lysosome
ksi_deg26 keratan sulfate 1, degradation product 26 C110H179N7093S4 -4 Lysosome
ksi_deg27 Keratan sulfate |, product 27 C104H169N708854 -4 Lysosome
ksi_deg28 keratan sulfate 1, degradation product 28 C104H170N7085S3 -3 Lysosome
ksi_deg29 Keratan sulfate |, product 29 C96H157N6080S3 -3 Lysosome
ksi_deg3 keratan sulfate 1, degradation product 3 C233H371N160205512 -13 Lysosome
ksi_deg30 Keratan sulfate |, product 30 C90H147N607553 -3 Lysosome
ksi_deg31 keratan sulfate 1, degradation product 31 C90H148N6072S2 -2 Lysosome
ksi_deg32 Keratan sulfate |, product 32 C82H135N506752 -2 Lysosome
ksi_deg33 keratan sulfate 1, degradation product 33 C76H125N5062S2 -2 Lysosome
ksi_deg34 Keratan sulfate |, product 34 C76H126N505951 -1 Lysosome
ksi_deg35 keratan sulfate I, degradation product 35 C68H113N4054S1 -1 Lysosome
ksi_deg36 Keratan sulfate |, product 36 C62H103N4049S1 -1 Lysosome
ksi_deg37 keratan sulfate I, degradation product 37 C62H104N4046 0 Lysosome
ksi_deg3s Keratan sulfate |, product 38 C54H91N3041 0 Lysosome
ksi_deg39 keratan sulfate I, degradation product 39 C48H81N3036 0 Lysosome
ksi_deg4 Keratan sulfate |, product 4 C222H355N150197512 -12 Lysosome
ksi_deg40 keratan sulfate I, degradation product 40 C40H68N2031 0 Lysosome
ksi_degal Keratan sulfate |, product 41 C34H58N2026 0 Lysosome




Abbreviation Name Formula Charge Compartment
ksi_deg5 Keratan sulfate |, ion product 5 C222H356N150194511 11 Lysosome
ksi_deg6 keratan sulfate 1, degradation product 6 C210H336N150184S11 -11 Lysosome
ksi_deg? Keratan sulfate |, ion product 7 C210H337N150181510 -10 Lysosome
ksi_deg8 keratan sulfate 1, degradation product 8 C194H311N130171S10 -10 Lysosome
ksi_deg9 Keratan sulfate |, ion product 9 C188H301N130166510 -10 Lysosome
ksi_prel keratan sulfate | biosynthesis, precursor 1 C79H129N5057X -1 Golgi Apparatus
ksi_pre10 keratan sulfate | biosynthesis, precursor 10 C129H209N9098S2X -3 Golgi Apparatus
ksi_prell keratan sulfate | biosynthesis, precursor 11 C129H208N90101S3X -4 Golgi Apparatus
ksi_pre12 keratan sulfate | biosynthesis, precursor 12 C135H218N90106S3X -4 Golgi Apparatus
ksi_pre13 keratan sulfate | biosynthesis, precursor 13 C143H231N100111S3X -4 Golgi Apparatus
ksi_prel4 keratan sulfate | biosynthesis, precursor 14 C143H230N100114S4X -5 Golgi Apparatus
ksi_pre15 keratan sulfate | biosynthesis, precursor 15 C149H240N100119S4X -5 Golgi Apparatus
ksi_pre16 keratan sulfate | biosynthesis, precursor 16 C157H253N110124S4X -5 Golgi Apparatus
ksi_prel7 keratan sulfate | biosynthesis, precursor 17 C157H252N110127S5X -6 Golgi Apparatus
ksi_pre18 keratan sulfate | biosynthesis, precursor 18 C163H262N110132S5X -6 Golgi Apparatus
ksi_pre19 keratan sulfate | biosynthesis, precursor 19 C171H275N120137S5X -6 Golgi Apparatus
ksi_pre2 keratan sulfate | biosynthesis, precursor 2 C87H142N6062X -1 Golgi Apparatus
ksi_pre20 keratan sulfate | biosynthesis, precursor 20 C171H274N120140S6X -7 Golgi Apparatus
ksi_pre21 keratan sulfate | biosynthesis, precursor 21 C177H284N12014556X -7 Golgi Apparatus
ksi_pre22 keratan sulfate | biosynthesis, precursor 22 C185H297N130150S6X -7 Golgi Apparatus
ksi_pre23 keratan sulfate | biosynthesis, precursor 23 C185H296N130153S7X -8 Golgi Apparatus
ksi_pre24 keratan sulfate | biosynthesis, precursor 24 C191H306N130158S7X -8 Golgi Apparatus
ksi_pre25 keratan sulfate | biosynthesis, precursor 25 C199H319N140163S7X -8 Golgi Apparatus
ksi_pre26 keratan sulfate | biosynthesis, precursor 26 C199H318N140166S8X -9 Golgi Apparatus
ksi_pre27 keratan sulfate | biosynthesis, precursor 27 C205H328N140171S8X -9 Golgi Apparatus
ksi_pre28 keratan sulfate | biosynthesis, precursor 28 C213H341N150176S8X -9 Golgi Apparatus
ksi_pre29 keratan sulfate | biosynthesis, precursor 29 C213H340N150179S9X -10 Golgi Apparatus
ksi_pre3 keratan sulfate | biosynthesis, precursor 3 C93H152N6067X -1 Golgi Apparatus
ksi_pre30 keratan sulfate | biosynthesis, precursor 30 C219H350N150184S9X -10 Golgi Apparatus
ksi_pre31 keratan sulfate | biosynthesis, precursor 31 C227H363N160189S9X -10 Golgi Apparatus
ksi_pre32 keratan sulfate | biosynthesis, precursor 32 C227H362N160192S10X -11 Golgi Apparatus
ksi_pre33 keratan sulfate | biosynthesis, precursor 33 C233H372N160197S10X -11 Golgi Apparatus
ksi_pre34 keratan sulfate | biosynthesis, precursor 34 C241H385N170202510X -11 Golgi Apparatus
ksi_pre35 keratan sulfate | biosynthesis, precursor 35 C241H384N170205S11X -12 Golgi Apparatus
ksi_pre36 keratan sulfate | biosynthesis, precursor 36 C247H394N170210S11X -12 Golgi Apparatus
ksi_pred keratan sulfate | biosynthesis, precursor 4 C101H165N7072X -1 Golgi Apparatus
ksi_pre5 keratan sulfate | biosynthesis, precursor 5 C101H164N70755X -2 Golgi Apparatus
ksi_pre6 keratan sulfate | biosynthesis, precursor 6 C107H174N7080SX -2 Golgi Apparatus
ksi_pre7 keratan sulfate | biosynthesis, precursor 7 C115H187N80O85SX -2 Golgi Apparatus
ksi_pre8 keratan sulfate | biosynthesis, precursor 8 C115H186N8088S2X -3 Golgi Apparatus
ksi_pre9 keratan sulfate | biosynthesis, precursor 9 C121H196N8093S2X -3 Golgi Apparatus
ksii_core2 keratan sulfate 11 (core 2-linked) C81H129N6067S3X -4
ksii_core2 Keratan sulfate 11 (core 2-linked) C81H129N6067S3X -4 Golgi Apparatus
ksii_core2 keratan sulfate 11 (core 2-linked) C81H129NBO67S3X -4 Lysosome
ksii_core2_degl keratan sulfate 11 (core 2-linked), degradation product 1 C70H113N5059S3X -3 Lysosome
ksii_core2_deg2 keratan sulfate 11 (core 2-linked), degradation product 2 C70H114N505652X -2 Lysosome
ksii_core2_deg3 keratan sulfate 11 (core 2-linked), degradation product 3 C58H94N504652X -2 Lysosome
ksii_core2_deg4 keratan sulfate 11 (core 2-linked), degradation product 4 C58H95N5043SX -1 Lysosome
ksii_core2_deg5 keratan sulfate 11 (core 2-linked), degradation product 5 C50H82N4038SX -1 Lysosome
ksii_core2_deg6 keratan sulfate 11 (core 2-linked), degradation product 6 C44H72N4033SX -1 Lysosome
ksii_core2_deg7 keratan sulfate 11 (core 2-linked), degradation product 7 C44H73N4030X 0 Lysosome
ksii_core2_deg8 keratan sulfate 11 (core 2-linked), degradation product 8 C36HB0N3025X 0 Lysosome
ksii_core2_deg9 keratan sulfate 11 (core 2-linked), degradation product 9 C30H50N3020X 0 Lysosome
ksii_core2_prel keratan sulfate 11 biosynthesis, precursor 1 C33H53N3023X -1 Golgi Apparatus
ksii_core2_pre10 keratan sulfate 11 biosynthesis, precursor 10 CB1H130NB064S2X -3 Golgi Apparatus
ksii_core2_pre2 keratan sulfate 11 biosynthesis, precursor 2 C39HBE3N3028X -1 Golgi Apparatus
ksii_core2_pre3 keratan sulfate 11 biosynthesis, precursor 3 C4TH76N4033X -1 Golgi Apparatus
ksii_core2_pre4 keratan sulfate 11 biosynthesis, precursor 4 C53H86N4038X -1 Golgi Apparatus
ksii_core2_pre5 keratan sulfate 11 biosynthesis, precursor 5 C61HIIN5043X -1 Golgi Apparatus
ksii_core2_pre6 keratan sulfate 11 biosynthesis, precursor 6 C61HI8N50465X -2 Golgi Apparatus
ksii_core2_pre7 keratan sulfate 11 biosynthesis, precursor 7 C67H108N50515X -2 Golgi Apparatus
ksii_core2_pre8 keratan sulfate 11 biosynthesis, precursor 8 C75H121N6056SX -2 Golgi Apparatus
ksii_core2_pre9 keratan sulfate 11 biosynthesis, precursor 9 C75H120N6059S2X -3 Golgi Apparatus
ksii_core4 keratan sulfate 11 (core 4-linked) C89H142N7072S3X -4 Extracellular
ksii_cored keratan sulfate 11 (core 4-linked) C89H142N7072S3X -4 Golgi Apparatus
ksii_core4 keratan sulfate 11 (core 4-linked) C89H142N7072S3X -4 Lysosome
ksii_core4_degl keratan sulfate 11 (core 4-linked), degradation product 1 C78H126N6064S3X -3 Lysosome
ksii_core4_deg2 keratan sulfate 11 (core 4-linked), degradation product 2 C78H127N606152X -2 Lysosome
ksii_core4_deg3 keratan sulfate 11 (core 4-linked), degradation product 3 C66H107N605152X -2 Lysosome
ksii_core4_deg4 keratan sulfate 11 (core 4-linked), degradation product 4 C66H108N6048SX -1 Lysosome
ksii_core4_prel keratan sulfate 11 biosynthesis, precursor 1 C36HB0N3025X 0 Golgi Apparatus
ksii_core4_pre10 keratan sulfate 11 biosynthesis, precursor 10 C89H143N706952X -3 Golgi Apparatus
ksii_core4_pre2 keratan sulfate 11 boisynthesis, precursor 2 C4TH76N4033X -1 Golgi Apparatus
ksii_core4_pre3 keratan sulfate 11 biosynthesis, precursor 3 C55H89IN5038X -1 Golgi Apparatus
ksii_core4_pre4 keratan sulfate 11 biosynthesis, precursor 4 C61HIIN5043X -1 Golgi Apparatus




Abbreviation Name Formula Charge Compartment
ksii_core4_pre5 keratan sulfate 11 biosynthesis, precursor 5 C69H112N6048X -1 Golgi Apparatus
ksii_core4_pre6 keratan sulfate 11 biosynthesis, precursor 6 CB9H111NBO51SX -2 Golgi Apparatus
ksii_core4_pre7 keratan sulfate 11 biosynthesis, precursor 7 C75H121IN60O56SX -2 Golgi Apparatus
ksii_core4_pre8 keratan sulfate 11 biosynthesis, precursor 8 CB3H134N7061SX -2 Golgi Apparatus
ksii_core4_pre9 keratan sulfate 11 biosynthesis, precursor 9 C83H133N7064S2X -3 Golgi Apparatus
kynate 4-Hydroxy-2-quinolinecarboxylic acid L‘L-;:‘);t:::g:izc»izulnol|necarboxyllc acid, Kynurenatg [C10H6NO3 -1 Cytosol

o L-2-Aminoadipic acid, L-alpha-Aminoadipate, L-
L2aadp L-2-Aminoadipate Ioh inoadipic acid C6H10NO4 -1 Cytosol
o L-2-Aminoadipic acid, L-alpha-Aminoadipate, L-
L2aadp L-2-Aminoadipate Ioh inoadipic acid C6H10NO4 -1 Mitochondri
L 2aadp6sa L-2-Aminoadipate 6-semialdehyde C6H11INO3 0 Cytosol
L2aadp6sa L-2- i i 6 i d C6H11NO3 0 Mitochondri:
1-(L,4)-N-Acetyl inyl-(1,2) yl
(1,3)-],[N-acetyl inyl-(1,2 yI-(1,6)-
12fn2m2masn ) J1-(L4)-N-acetyl inyl-(L4) [fucosy-(LE)- C68H113N4049X o
N-acetyl-glucosaminyl}asparagine Golgi A {
olgi Apparatus
\2n2m2mn dE-F}JC, (educlng GIcNAc removed, de-Sia form of PA6 (w/ C54HOIN3041 o
peptide linkage) Cytosol
\2n2m2mn dE-F}JC, (educlng GIcNAc removed, de-Sia form of PA6 (w/ C54HOIN3041 o
peptide linkage) Lysosome
I2xser (Gal)2-Xyl-L-Ser (protein) C17H29014X 0 Golgi Apparatus
(ot 2 emromoE 6602 :
) Cytosol
g g (R)-Lactate, D-2-Hydroxypropanoic acid, D-2- B
fac-D D-Lactate Hydroxypropionic acid, D-Lactic acid C3H503 1
g g (R)-Lactate, D-2-Hydroxypropanoic acid, D-2- B
fac-D D-Lactate Hydroxypropionic acid, D-Lactic acid C3H503 1
lac-L L-Lactate (S)-Lactate, Hydroxypropionic acid, L-Lactic acid [C3H503 -1 Cytosol
lac-L L-Lactate (S)-Lactate, Hydroxypropionic acid, L-Lactic acid [C3H503 -1
lac-L L-Lactate (S)-Lactate, Hydroxypropionic acid, L-Lactic acid [C3H503 -1
lald-D D-Lactaldehyde (R)-L D-2-+ P C3H602 0 Cytosol
lald-D D-Lactaldehyde (R)-L D-2-+ P C3H602 0
lald-L. L-Lactaldehyde (S)-L L-2-+ p C3H602 0 Cytosol
lald-L. L-Lactaldehyde (S)-L L-2-+ p C3H602 0
lanost Lanosterol C30H500 0 Cytosol
lanost Lanosterol C30H500 0 Reticul
1-beta-D-Galactopyranosyl-4-alpha-D-
fets Lactose glucopyranose, Milk sugar, lactobiose C12H22011 o Cytosol
lets Lactose 1—beta—D—Galacwp_yvanusyIVA—alph' D- C12H22011 o
yranose, Milk sugar, lactobiose
1-beta-D-Galactopyranosyl-4-alpha-D-
fets Lactose glucopyranose, Milk sugar, lactobiose C12H22011 0 Golgi Apparatus
lets Lactose 1-beta-D-Galactopyranosyl-4-alpha-D- C12H22011 o
Milk sugar, lactobiose Lysosome
2-Amino-3 propionic acid, 3 ine, L- R
Lcyst L-Cysteate Cysteic acid C3HB6NO5S 1 Cytosol
2: 3 propionic acid, 3- ine, L- »
Lcyst L-Cysteate Cysteic acid C3HB6NO5S 1
Leystin L-Cystine L—Plcysteme‘ L-alpha-Diamino-beta-dithiolactic C6H12N204S2 o
acid Cytosol
Leystin L-Cystine Ia_c—glcysteme‘ L-alpha-Diamino-beta-dithiolactic C6H12N204S2 o
L-dpchrm L-Dopachrome 2-L-Carboxy-2,3-dihydroindole-5,6-quinone CIHENO4 -1 Cytosol
(7E,9E,11Z,147)-(5S,6S)-5,6-Epoxyeicosa-
. 7,9,11,14-tetraenoate, (7E,9E,11Z,14Z)-(5S,6S)- »
feukirAd Leukotriene A4 5.6 Epoxyicosa-7,9,11,14-tetr, LTA4, Leukotriene |C20T12%0% 1
A4
Cytosol
(7E,9E,11Z,147)-(5S,6S)-5,6-Epoxyeicosa-
! 7,9,11,14-tetraenoate, (7E9E,11Z,142)-(55,65)-
feukirid Leukotriene A4 5.6 Epoxyicosa-7,9,11,14-tetr, LTA4, Leukotriene |C20T12903 1
A4 Reticull
(6Z,8E,10E,142)-(5S,12R)-5,12-Dihydroxyeicosa-
. 6,8,10,14-tetraenoate, (6Z,8E,10E,142)-(5S,12R)-
feukirB4 Leukotriene B4 5,12-Dihydroxyicosa-6,8,10,14-tetraenoate, C20H3104 t
Leukotriene B4
Cytosol
(6Z,8E,10E,142)-(5S,12R)-5,12-Dihydroxyeicosa-
. 6,8,10,14-tetraenoate, (6Z,8E,10E,142)-(5S,12R)-
feukirB4 Leukotriene B4 5,12-Dihydroxyicosa-6,8,10,14-tetraenoate, C20H3104 t
Leukotriene B4 -
boxy leukotriene B4 20 carb'uxy leukotriene B4, omega carboxy ) C20H2806 7
B4, omega B4 -
. 20 hydroxy leukotriene B4, omega hydroxy
feukirB4woh w-hydroxy! leukotriene B4 leukotriene B4, omega-hydroxylated leukotriene B C20H3105 1 T
leuktrC4 L iene C4 C30H45N309S -2 Cytosol
leuktrC4 Leukotriene C4 C30H45N309S -2




Abbreviation Name Formula Charge Compartment
leuktrC4 L iene C4 C30H45N309S -2 i {
leuktrD4 Leukotriene D4 LTD4, Leukotriene D4 C25H39N206S -1 Cytosol
leuktrD4 L iene D4 LTD4, Leukotriene D4 C25H39N206S -1

5S-hydroxy,6R-(S-cysteinyl),7E,9E,11Z,14Z-
leuktrE4 leukotriene E4 eicosatetraenoic acid, C05952, LMFA03020002, |C23H36NO5S -1
LTE4, leukotriene E4
Cytosol
leuktrF4 leukotriene F4 C06462, LTF4, Leukotriene F4 C28H42N208S -2 Cytosol
leu-L. L-Leucine 2-amino-4-methylvaleric acid, Leu C6H13NO2 0 Cytosol
leu-L L-Leucine 2-amino-4-methylvaleric acid, Leu C6H13NO2 0
leu-L L-Leucine 2-amino-4-methylvaleric acid, Leu C6H13NO2 0 Mitochondria
Lfmkynr L-Formylkynurenine N-Formyl-L-kynurenine C11H12N204 0 Cytosol
Ignc ic acid Lignoceric acid, T¢ ic acid C24H4702 -1 Cytosol
Ignc lignoceric acid Lignoceric acid, Tetracosanoic acid C24H4702 -1
Ignccoa i | coenzyme A C45H78N7017P3S -4 Cytosol
Ignccoa lignocericyl coenzyme A C45H78N7017P3S -4 i
Ignccoa i | coenzyme A C45H78N7017P3S -4
Igncern lignoceryl carnitine C31H61NO4 0 Cytosol
Igncemn lignoceryl carnitine C31H61NO4 0 Mitochondria
Igt-S (R)-S-Lactoylglutathione C13H20N308S -1 Cytosol
Igt-S (R)-S-L i C13H20N308S -1 Mitochondri
limnen Limonene Limonene C10H16 0 Cytosol
limnen Limonene Limonene C10H16 0 Extracellular
lipoate Lipoate Lipoic acid, Thioctic acid, alpha-Lipoic acid C8H1402S2 0 Cytosol
lipoate Lipoate Lipoic acid, Thioctic acid, alpha-Lipoic acid C8H1402S2 0 Extracellular
Lkynr L-Kynurenine 3-Anthraniloyl-L-alanine C10H12N203 0 Cytosol
Ineldc linoelaidic acid (all trans C18:2) 9-cis,1-rans-Octadecadienoate, C18:2, Linoelaidil gy, -1
acid Cytosol
Ineldc linoelaidic acid (al trans C18:2) o s trans Octadecadiencate, C16:2, LNOeaid| 143109 -1
IneldcACP ic acid ACP (all trans) C29H51N208PRS -1 Cytosol
Ineldccoa linoelaidyl coenzyme A C39H62N7017P3S -4 Cytosol
linoelaidyl coenzyme A C39H62N7017P3S -4 Mitochondri;
Ineldcern Linoelaidy! car e C25H45N04 0 Cytosol
Ineldccrn Linoelaidyl carnitine C25H45N0O4 0 Mitochondria
9,12-Octadecadienoic acid, 9-cis, 12-cis-
Inlc linoleic acid (all cis C18:2) n-6 O i 9-cis, 12-Cis-O C18H3102 -1
acid, Linoleate, Linoleic acid
Cytosol
9,12-Octadecadienoic acid, 9-cis, 12-cis-
Inlc linoleic acid (all cis C18:2) n-6 O i 9-cis, 12-Cis-O i C18H3102 -1
acid, Linoleate, Linoleic acid
Extracellular
InlcACP linoleic acid ACP (all cis) C29H51N208PRS -1 Cytosol
Inlccoa linoleic coenzyme A linoleic acid coenzyme A, linoleic coenzyme A [C39H62N7017P3S -4 Cytosol
Inlccoa linoleic coenzyme A linoleic acid coenzyme A, linoleic coenzyme A [C39H62N7017P3S -4
Inlccrn Linoleyl carnitine linoleic acid carnitine C25H45N0O4 0 Cytosol
Inlcern Linoleyl carnitine linoleic acid carnitine C25H45N0O4 0 I
(92,12Z,15Z)-Octadecatrienoic acid, 9,12,15-
Ininca alpha-Linolenic acid, C18:3, n-3 Octadecatrienoic acid, Linolenate, alpha-Linolenic |C18H2902 -1
acid Cytosol
(92,12Z,15Z)-Octadecatrienoic acid, 9,12,15-
Ininca alpha-Linolenic acid, C18:3, n-3 Octadecatrienoic acid, Linolenate, alpha-Linolenic |C18H2902 -1
acid
alpha-Linolenoyl-CoA alpha-Linolenoyl-CoA C39HB0N7017P3S -4 Cytosol
Inincacoa alpha-Linolenoyl-CoA alpha-Linolenoyl-CoA C39HB0N7017P3S -4 I
Inlncacrn alpha-linoleny! carnitine C25H43NO4 0 Cytosol
Inincacrn alpha-linolenyl carnitine C25H43NO4 0 I
Inincg gammalinolenic acid 6.9,12—0ctadecamenulc acid, gamma-Linolenic C18H2002 1
acid Cytosol
Inincg gamma-linolenic acid gé&:‘,jlz—omadecatnenmc acid, gamma-Linolenic C18H2902 1
gamma-linolenoyl-CoA gamma-Linolenoyl-CoA C39HB60N7017P3S -4 Cytosol
Inincgcoa gamma-linolenoyl-CoA gamma-Linolenoyl-CoA C39HB0N7017P3S -4 I
gamma-linolenoyl-CoA gamma-Linolenoyl-CoA C39HB60N7017P3S -4
Inincgern gamma-linoleny! carnitine C25H43NO4 0 Cytosol
Inincgern gamma-linoleny! carnitine C25H43N0O4 0 Mitochondria
Ipam Lipoamide Thioctic Acid Amide C8H15NOS2 0 i i
1-Acyl-sn-gly ine:, 1-Acyl
" . . gl I ine;, 2-1 2-
Ipchol_hs lysophosphatidylcholine (homo sapiens) Lysophosphatidylcholine, alpha- C8H19NO5PFULLRCO2 0
Cytosol
1-Acyl-sn-gly ine:, 1-Acyl
. i . lycerol ine;, 2-L 2-
gl
Ipchol_hs lysophosphatidylcholine (homo sapiens) Lysophosphatidylcholine, alpha- C8H19NO5PFULLRCO2 0
Lpipecol L-Pipecolate ZjPlperl_dl_neca'rboxyllc acid, Pipecolic acid, CEH1INO2 o )
Pipecolinic acid Peroxisome
Ipro Lipoylprotein S2X 0 Mitochondria
Ithstrl 5alpha-Cholest-7-en-3beta-ol 5alpha-Cholest-7-en-3beta-ol, Lathosterol C27H460 0
lum3 Lumisterol 3 C27H440 0 Cytosol
Ixser Gal-Xyl-L-Ser (protein) C11H1909X 0 Golgi Apparatus




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
lys-L L-Lysine 2,6-diaminohexanoic acid, Lys, Lysine acid C6H15N202 1 Cytosol
lys-L L-Lysine 2,6-diaminohexanoic acid, Lys, Lysine acid C6H15N202 1
lys-L L-Lysine 2,6-diaminohexanoic acid, Lys, Lysine acid C6H15N202 1
lys-L L-Lysine 2,6-diaminohexanoic acid, Lys, Lysine acid C6H15N202 1 Nucleus
lys-L. L-Lysine 2,6-diaminohexanoic acid, Lys, Lysine acid C6H15N202 1 .
Peroxisome
lyxnt L-lyxonate L-Lyxonic acid C5H906 -1 Cytosol
X iyl 1 [{[Man],[PE-]Man-},{PE-}Man-],[PE-]Man-GIcN{C61H116N4043PAFULLRCO2F
m(em)3gacpail_hs finositol (M4A) aoylPI U 0
(em)3gacpail_prot_hs I ) C61H116N4043P4FULLRCO2F o
gacpail_pro | linositol-Protein (M4A) ULLR2C0O2X
mimpdol_L 2lpha-D-mannosyl-beta-D-mannosyl- ) C1360H2228N200270P20 20
diacylchitobiosyldiphosphodolichol, human liver homolog
Cytosol
alpha-D-mannosyl-beta-D-mannosyl-
mimpdol U diacylchitobiosyldiphosphodolichol, human uterine homolo C1305H2140N200270P20 20
Cytosol
" inyl] ! C51H94N2032P2FULLRCO2FU
Y 1,[PE-JMan-GIcN-
m2emgacpail_hs | idylinositol (HG) [(Man)2-],[PE-]Man-GlcN-acyIP1 LLR2CO? 0
. | L L C43H78NO24PFULLRCO2FULL
|_hs (H3)  [(Man)2-GlcN-acylPI R2CO2 0
m2mn (alpha-D-mannosyl)2-beta-D-mannosyl-N-acetylglucosamirje C26H45N021 0 Cytosol
-D- _beta-D- N
m2mn (alpha-D-mannosyl)2-beta-D-mannosy! C26H45N021 0 Lysosome
(alpha-D-mannosyl)2-beta-D-mannosyl- »
m2mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1420H2328N200320P20 2
Cytosol
(alpha-D-mannosyl)2-beta-D-mannosyl-
m2mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1365H2240N200320P20 -20
homolog Cytosol
" (trimannosyl),(phosphoethanolaminyl)-mannosyl- . . -~ . C57H104N2037P2FULLRCO2F
m3emgacpail_hs glucosaminyl-acylphosphatidylinositol (M4C) [(Man)3-],[PE-JMan-GleN-acylPl ULLR2CO2 0
m3gacpail_hs tri I inyl-acy idylinositol (H4)  |(Man)3-GlcN-acylPI C49HBENO29PFULLRCOZFULL 0
R2C0O2
m3mpdol_L (alpha-D-mannosy|)3-beta-D-mannosyl- C1480H2428N200370P20 20
diacetylchitodiphosphodolichol, human liver homolog
Cytosol
(alpha-D-mannosyl)3-beta-D-mannosyl- P
m3mpdol_U diacetylchitodiphosphodolichol, human uterine homolog C1425H2340N200370P20 2
Cytosol
(alpha-D- yl)4-beta-D- yl
m4masn ine (protein) C46H77N2035X 0 Golgi Apparatus
(alpha-D-Mannosyl)4-beta-D-mannosyl- P
mampdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1540H2528N200420P20 2
Cytosol
(alpha-D-Mannosyl)4-beta-D-mannosyl- P
mampdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1540H2528N200420P20 2
(alpha-D-Mannosyl)4-beta-D-mannosyl-
m4mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1485H2440N200420P20 -20
homolog Cytosol
(alpha-D-Mannosyl)4-beta-D-mannosyl-
m4mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1485H2440N200420P20 -20
homolog
m5masnB1 (alpha-F)-mannos}rl)S-beta-D-mannosyI-dlacerylchl\ohlosyl- C52HB7N2040X o .
(protein) Golgi Apparatus
m5masnB2 (alpha-F)-mannos}rl)S-beta-D-mannosyI-dlacetylchl\ohlosyl- C52HB7N2040X o .
(protein) Golgi Apparatus
m5masnC (alpha-F)-mannos}rl)S-beta-D-mannosyI-dlacetylchl\ohlosyl- C52HB7N2040X o .
(protein) Golgi Apparatus
(alpha-D-Mannosyl)5-beta-D-mannosyl- P
m5mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1600H2628N200470P20 2
(alpha-D-Mannosyl)5-beta-D-mannosyl-
m5mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1545H2540N200470P20 -20
homolog
m6masnA (alpha-F)-mannos}rl)s-beta-D-mannosyI-dlacerylchl\ohlosyl- C58HO7N2045X o .
(protein) Golgi Apparatus
- 1)6-beta-| 1
mémasnB1 (alpha-D Y1)6-beta-D Y C58HO7N2045X o )
(protein) Golgi Apparatus
| 1)6-beta-| 1
mémasnB2 (alpha-D Y1)6-beta-D Y C58HO7N2045X o )
(protein) Golgi Apparatus
- 1)6-beta-| 1
mémasnC (alpha-D Y1)6-beta-D Y C58HO7N2045X o )
(protein) Golgi Apparatus
(alpha-D-Mannosyl)6-beta-D-mannosyl- P
m6mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolog C1660H2728N200520P20 2
(alpha-D-Mannosyl)6-beta-D-mannosyl-
mémpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1605H2640N200520P20 -20
homolog
n7masnA ;(i:Ipﬂhr:-?r;;n?::fr;s’ﬂ)xlze:;z-nr;\annosyl-dlacerylchl\ohlosyl- C64H107N2050X o
paragine, P Golgi Apparatus
| 1)7-beta-| |
m7masnB ;2"’;: ?ne ot ); lze:z";") Y C64H107N2050X o
paragine, P Golgi Apparatus




Abbreviation Name Formula Charge Compartment
m7masnB (alpha—l?—ménnosyl)?—beta—D_—mannosylrdmcetylchltoblosylr C64H107N2050X o
asparagine, isoform B (protein) T
m7masnC ;aslp;:—?n—:\?S:fzs’ﬁ)é—lze:z—‘z—"r;lannosylrdmcetylchltoblosylr C64H107N2050X o
paragine, P Golgi Apparatus
(alpha-D-Mannosyl)7-beta-D-mannosyl- P
m7mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolod C1720H2828N200570P20 20 A
(alpha-D-Mannosyl)7-beta-D-mannosyl-
m7mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1665H2740N200570P20 -20
homolog Reticul
m8masn (alpha—l?—mannosyl)B—beta—D—mannosylrdmcetylchltoblosylr C70H117N2055X o _
(protein) Golgi Apparatus
m8masn (alpha—l?—mannosyl)B—beta—D—mannosylrdmcetylchltoblosylr C70H117N2055X o )
(protein) Reti
(alpha-D-Mannosyl)8-beta-D-mannosyl- P
m8mpdol_L diacetylchitobiosyldiphosphodolichol, human liver homolod C1780H2928N200620°20 20 A
(alpha-D-Mannosyl)8-beta-D-mannosyl-
m8mpdol_U diacetylchitobiosyldiphosphodolichol, human uterine C1725H2840N200620P20 -20
homolog Reticul
mag_hs monoacylglycerol 2 (homo sapiens) C3H702FULLR2CO2 0 Cytosol
mag_hs monoacylglycerol 2 (homo sapiens) C3H702FULLR2CO2 0
malACP Malonyl-[acyl-carrier protein] C14H22N2010PRS -2 Cytosol
malACP Malonyl-[acyl-carrier protein] C14H22N2010PRS -2 i
malcoa Malonyl-CoA Malonyl coenzyme A C24H33N7019P3S -5 Cytosol
malcoa Malonyl-CoA Malonyl coenzyme A C24H33N7019P3S -5 i
malcoa Malonyl-CoA Malonyl coenzyme A C24H33N7019P3S -5
' E (S)-Malate, L-2-Hydroxybutanedioic acid, L-Applg p
mal-L L-Malate acid, L-Malic acid, Malate C4H405 2 Cytosol
' E (S)-Malate, L-2-Hydroxybutanedioic acid, L-Applg p
mal-L L-Malate acid, L-Malic acid, Malate C4H405 2 Mitochondria
malt Maltose 1:a|pha-D-GIucapyranosyI-A-alpha-D- C12H22011 o
Malt sugar Cytosol
malt Maltose 1:a|pha-D-GIucapyranosyI-A-alpha-D- C12H22011 o
Malt sugar Extracellular
malt Maltose 1:a|pha-D-GIucapyranosyI-A-alpha-D- C12H22011 o
Malt sugar Lysosome
malttr Maltotriose Amylotriose, Maltotriose C18H32016 0 Cytosol
malttr Maltotriose Amylotriose, Maltotriose C18H32016 0 Extracellular
malttr Maltotriose Amylotriose, Maltotriose C18H32016 0 Lysosome
man D-Mannose Carubinose, Mannose, Seminose C6H1206 0 Cytosol
man D-Mannose Carubinose, Mannose, Seminose C6H1206 0
man D-Mannose Carubinose, Mannose, Seminose C6H1206 0 Golgi Apparatus
man D-Mannose Carubinose, Mannose, Seminose C6H1206 0 Lysosome
man D-Mannose Carubinose, Mannose, Seminose C6H1206 0 i
manlp D-Mannose 1-phosphate alpha-D-Mannose 1-phosphate C6H1109P -2 Cytosol
man6p D-Mannose 6-phosphate C6H1109P -2 Cytosol
melanin Melanin C9HENO4 -1 Cytosol
melatn Melatonin Melatonin, N-Acetyl-5-methoxytryptamine C13H16N202 0 Cytosol
({[(mannosyl),(phosphoethanolaminyl)]-
il_hs i ; inyl}) vl {[Man-],[PE-](Man)2-},{PE-}Man-GlcN-acyIPI Sii:lzg;gzsompapuuncozp o
glucosaminyl-acylphosphatidylinositol (M4B) -
i prot s ({L(mannosyl) (phosphoethanolaminy))l- ) C59H1L0NSO40P3FULLRCOZF |
f 3 } y
Protein (V48) ULLR2CO2X o
" Yl C45H84N2027P2FULLRCO2FU
memgacpail_hs ® [Man-],[PE-]Man-GlcN-acylPI LLR2CO2 0 T
meoh Methanol Methy! alcohol CH401 0 Cytosol
meoh Methanol Methyl alcohol CH401 0
meoh Methanol Methy! alcohol CH401 0 Lysosome
meoh Methyl alcohol CH401 0 ic Reticuli
mepi ine L C10H16NO3 1 Cytosol
mepi Metanephrine L-Metanephrine C10H16NO3 1
mercplac 3 C3H503S -1 Cytosol
mercplaccys 3-mercaptolactate-cysteine disulfide C6H1005S2N -1 Cytosol
mercplaccys 3 ysteine disulfide C6H100552N -1 Extracellular
mercppyr Mercaptopyruvate 3-Mercaptopyruvate C3H303S -1 Cytosol
mercppyr Mercaptopyruvate 3-Mercaptopyruvate C3H303s -1 Mitochondria
mescoa Mesaconyl-CoA C26H35N7019P3S -5 I i
> — -
mescon Mesaconate : ' acid, C5H404 -2
acid
(6R)-5,10-methenyltetrahydrofolate, 5,10-
g methenyltetrahydrofolate, N5,N10-methenyl- B
methf 5,10-Methenyltetrahydrofolate 5,6,7,8-tetrahydrofolate, N5,N10-methenyl- C20H20N706 1
tetrahydrofolate Cytosol
(6R)-5,10-methenyltetrahydrofolate, 5,10-
N5,N10-methenyl
methf 5,10-Methenyltetrahydrofolate 5,6,7,8-tetrahydrofolate, N5,N10-methenyl- C20H20N706 -1
tetrahydrofolate
met-L L-Methionine L-2-Amino-4methylthiobutyric acid, Met C5H11NO2S 0 Cytosol
met-L L-Methionine L-2-Amino-4methylthiobutyric acid, Met C5H11INO2S 0
mev-R (R)-Mevalonate 3,5-Dihydroxy hylvaleric acid, ic ac{C6H1104 -1 et
mev-R (R)-Mevalonate 3,5-Dihydroxy hylvaleric acid, ic ac{C6H1104 -1 .
Peroxisome
" C37H68NO19PFULLRCO2FULL
Man-GlcN-acylP
mgacpail_hs (H2) yiPI R2CO2 ° Reticul




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
mhista N-Methylhistamine L:-Methyl-4-(2-aminoethyl)imidazole, CoH12N3 1
Cytosol
. oo g . D-myo-Inositol 1,3,4,5,6-pentakisphosphate, B
mi13456p 1D-myo-Inositol 1,3,4,5,6-pentakisphosphate Inositol 1,3,4,5,6-pentakisphosphate C6H7021P5 10
Cytosol
. oo g . D-myo-Inositol 1,3,4,5,6-pentakisphosphate, B
mi13456p 1D-myo-Inositol 1,3,4,5,6-pentakisphosphate Inositol 1,3,4,5,6-pentakisphosphate C6H7021P5 10 Ncleus
" el g . D-myo-Inositol 1,3,4,5-tetrakisphosphate, Inositol ¥
mi1345p 1D-myo-Inositol 1,3,4,5-tetrakisphosphate 13.45-tetrakisphosphate C6H8018P4 8
Cytosol
" oo g . D-myo-Inositol 1,3,4,5-tetrakisphosphate, Inositol ¥
mi1345p 1D-myo-Inositol 1,3,4,5-tetrakisphosphate 1,3.45-tetrakisphosphate C6H8018P4 8 Nucless
" el g . D-myo-Inositol 1,3,4,6-tetrakisphosphate, Inositol ¥
mi1346p 1D-myo-Inositol 1,3,4,6-tetrakisphosphate 1,3.4,6-tetrakisphosphate C6H8018P4 8
Cytosol
" oo g . D-myo-Inositol 1,3,4,6-tetrakisphosphate, Inositol ¥
mi1346p 1D-myo-Inositol 1,3,4,6-tetrakisphosphate 1,3.4,6-tetrakisphosphate C6H8018P4 8 Nocless
mi134p 1D- Inositol 1,3 4-tri Inositol 1,3,4-tris C6H9015P3 -6 Cytosol
mi13p 1D-myo-Inositol 1,3-bisphosphate D-myo-Inositol 13’?”".{"’?2““'61 Inositol 13- 011 0610pp 4
7 Cytosol
mi1456p 1D-myo-Inositol 1,4,5,6-tetrakisphosphate C6HB8018P4 -8 Nucleus
mi145p 1D- Inositol 1,4,5-tri IP3, Inositol 1,4,5 C6H9015P3 -6 Cytosol
mi145p 1D-myo-Inositol 1,4,5-trisphosphate IP3, Inositol 1,4,5-trisphosphate C6H9015P3 -6 Nucleus
. oo ™ 1D-myo-Inositol 1, 4-bisphosphate, Inositol 1, mya 9
mildp 1D-myo-Inositol 1,4-bisphosphate Inositol 1 C6H10012P2 4 Cytosol
mildp 1D-myo-Inositol 1,4-bisphosphate LD-myo-Inositol 1, 4-bisphosphate, Inositol 1, Myqee, 1 31 p -4
Inositol 1 Nucleus
1D-myo-Inositol 1-monophosphate, 1L-myo-
o el . Inositol 1-phosphate, D-myo-Inositol 1-phosphate, P
milp-D 1D-myo-nositol 1-phosphate Inositol 1-phosphate, L-myo-Inositol 1-phosphate, C6HLL09P 2
myo-Inositol 1-phosphate Cytosol
1D-myo-Inositol 1-monophosphate, 1L-myo-
o el . Inositol 1-phosphate, D-myo-Inositol 1-phosphate, P
milp-D 1D-myo-nositol 1-phosphate Inositol 1-phosphate, L-myo-Inositol 1-phosphate, C6HLL09P 2
myo-Inositol 1-phosphate Nucleus
ucleu:
. el g . D-myo-Inositol 3,4,5,6-tetrakisphosphate, Inositol ¥
mi3456p 1D-myo-Inositol 3,4,5,6-tetrakisphosphate 3.4,5,6-tetrakisphosphate C6H8018P4 8 yoso
mi34p 1D-myo-Inositol 3,4-bisphosphate D-myo-Inositol 3,4-bisphosphate, Inositol 3.4- | +6\15379p7 -4 Cytosol
1D-myo-Inositol 3-monophosphate, D-myo-Inositof
3-monophosphate, D-myo-Inositol 3-phosphate,
mi3p-D 1D-myo-Inositol 3-phosphate Inositol 3-monophosphate, Inositol 3-phosphate, |C6H1109P -2
Inositol 3 Inositol 3
phosphate Cytosol
o el ~ 1D-myo-Inositol 4-monophosphate, D-myo-Inositof P
midp-D 1D-myo-Inositol 4-phosphate 4-phosphate, Inasitol 4-phosphate C6H1109P 2 yoso
. - (2S,3R)-3-Hydroxybutane-1,2,3-tricarboxylate, R
micit methylisocitrate Methylisocitrate, Methylisocitric acid C7H707 3
Cytosol
1D-myo-Inositol 1, 2, 3, 4, 5, 6-hexakisphosphate,
minohp myo-Inositol hexakisphosphate D-myo-Inositol 1, Inositol 1, Phytate, Phytic acid, |C6H6024P6 -12
Inositol 1, myo-Inositol i
Cytosol
1D-myo-Inositol 1, 2, 3, 4, 5, 6-hexakisphosphate,
minohp myo-Inositol hexakisphosphate D-myo-Inositol 1, Inositol 1, Phytate, Phytic acid, |C6H6024P6 -12
Inositol 1, myo-Inositol i
Nucleus
5,10-methylene-5,6,7,8-tetrahydrofolate, N5,N10-
mithf 5,10-Methylenetetrahydrofolate methylene-5,6,7,8-tetrahydrofolate, N5,N10- C20H21IN706 -2
methylene-tetrahydrofolate
Cytosol
5,10-methylene-5,6,7,8-tetrahydrofolate, N5,N10-
mithf 5,10-Methylenetetrahydrofolate methylene-5,6,7,8-tetrahydrofolate, N5,N10- C20H21IN706 -2
methylene-tetrahydrofolate
mma amine CLH6N 1 Cytosol
(R)-2-Methyl-3-oxopropanoyl-CoA, (R)-2-Methy!
mmcoa-R (R)-Methylmalonyl-CoA ionyl-CoA, (R)-3-Ox0-2 prop: 25H35N7019P3S -5
CoA Mitochondria
(5)-2-Methyl oA, (S)-2-Methyl
mmcoa-S (S)-Methylmalonyl-CoA 1-CoA, (S) 2-methylprop: 25H35N7019P3S -5
CoA, (S)-Methylmalonyl-coenzyme A Cytosol
(S)-2-Methyl oA, (S)-2-Methyl
mmcoa-S (S)-Methylmalonyl-CoA 1-CoA, (S) 2-methylprop: 25H35N7019P3S -5
CoA, (S)-Methylmalonyl-coenzyme A Mitochondria
(5)-2-Methyl oA, (S)-2-Methyl
mmcoa-S (S)-Methylmalonyl-CoA 1-CoA, (S) 2-methylprop: 25H35N7019P3S -5
CoA, (S)-Methylmalonyl-coenzyme A
mn beta-1,4-mannose-N-acetylglucosamine C14H25NO11 0 Cytosol
mn beta-1,4-mannose-N-acetylglucosamine C14H25NO11 0 Lysosome




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
beta-D- Man-betal->4GlcNAc-PP-Dol, beta-1,4-D-
mpdol_L human liver homolog Mannosylchitobiosyldiphosphodolichol C1300H2128N200220P20 20 Cytosol
beta-D- Man-betal->4GlcNAc-PP-Dol, beta-1,4-D-
mpdol_U human uterine homolog Mannosylchitobiosyldiphosphodolichol C1245H2040N200220°20 20 Cytosol
msa Malonate 3-Oxopropanoate C3H303 -1 Cytosol
msa Malonate semialdehyde 3-Oxopropanoate C3H303 -1 I
2-Ketopropionaldehyde, 2-Oxopropanal,
mthgx! Methylglyoxal Pyruvaldehyde, Pyruvic aldehyde CH402 0 Cytosol
2-Ketopropionaldehyde, 2-Oxopropanal,
mthgx! Methylglyoxal Pyruvaldehyde, Pyruvic aldehyde C3H402 0
myrsACP Myristoyl-ACP (n-C14:0ACP) Fatty acid C14:0 ACP, Tetradecanoyl-{acp], C25H47N20BPRS 1
Tetradecanoyl-[acyl-carrier protein]
Cytosol
n2m2masn ((N'ace'y"'?'g'”'ma.’“'".y')z'(?'pha'D"".a”"("sr’;"fi:;e‘a{" C50HB3N4O35X o
P Golgi Apparatus
n2m2mn de-Fuc, reduupg G_IcNAc removed, de-Sia, de-Gal form of C42H7IN3O3L o
PAG6 (w/0 peptide linkage) Lysosome
n2m2nm (w/o peptide linkage) C58HI7N5041 o Cytosol
n2m2nm (w/o peptide linkage) C58H97N5041 0 Lysosome
N-Acetyl-beta-D-glucosaminyl-1,2-alpha-D-mannosyl-1,3-
(N-acetyl-beta-D-glucosaminyl-1,2-alpha-D-mannosyl-1,6)
n2m2nmasn (N-acetyl-beta-D-glucosaminyl-1,4)-beta-D-mannosyl-1,4-N-- CSBHIBNSO40X 0
acetyl-beta-D-glucosaminyl-R
N-Acetyl-beta-D-glucosaminyl-1,2-alpha-D-mannosyl-1,3-
(N-acetyl-beta-D-glucosaminyl-1,2-alpha-D-mannosyl-1,6)
n2m2nmasn (N-acetyl-beta-D-glucosaminyl-1,4)-beta-D-mannosyl-1,4-N-- CSBHIBNSO40X 0
acetyl-beta-D-glucosaminyl-R .
Golgi Apparatus
N-Acetyl-beta-D-glucosaminyl-1,2-alpha-D-mannosyl-1,3-
(N-acetyl-beta-D-glucosaminyl-1,2-alpha-D-mannosyl-1,6)
n2m2nmasn (N-acetyl-beta-D-glucosaminyl-1,4)-beta-D-mannosyl-1,4-N-- CSBHIBNSO40X 0
acetyl-beta-D-glucosaminyl-R
Lysosome
n2m2nmn reduleng GIeNAc removed form of n2m2nmasn (w/o C50HBANA036 o
peptide) Cytosol
n2m2nmn reduf:mg GleNAc removed form of n2m2nmasn (w/o C50HBANA036 o
peptide) Lysosome
n3m2masn ((N'ace'y"'?'g'”':"sa."“".y')a'(?'pha'D"".a”"(°sr’;"12i:;e‘a{" C58HIBNSO40X o
P Golgi Apparatus
ndabutn N4 C6H11NO2 0 Cytosol
ndabutn N4-Acetylaminobutanal C6H11NO2 0 I
nam2masn ((N'ace'y"':."g'”':"sa."“".y')"'(?'p"a'D"".a”"(°sr’;"12i:;e‘a{" C66H109N6045X o
P Golgi Apparatus
n5m2masn ((N'ace'y”:."g'”'ma.m'".y')5'(?'p"a'D"".a”"(°sr’;"E;:;e‘a'D' C74H122N7050X o
P Golgi Apparatus
nal Sodium Na, Natrium Na 1 Cytosol
nal Sodium Na, Natrium Na 1
nal Sodium Na, Natrium Na 1 Golgi Apparatus
nal Sodium Na, Natrium Na 1 Peroxisome
nac Nicotinate 3-Pyridinecarboxylic acid, Niacin, Nicotinic acid [C6H4NO2 -1 Cytosol
nac Nicotinate 3-Pyridinecarboxylic acid, Niacin, Nicotinic acid [C6H4NO2 -1
Nacasp N-Acetyl-L-aspartate C6HTNOS -2 Cytosol
Nacasp N-Acetyl-L-aspartate C6H7NO5S -2 i
Nacsertn N-Acetylserotonin N-Acetyl-5-hydroxytryptamine C12H14N202 0 Cytosol
Lo - . NAD, NAD+, beta-Diphosphopyridine Nucleotide,|
nad Nicotinamide adenine dinucleotide beta-NAD, beta-Nicotinamide adenine dinucleotidd C21H26N7014P2 -1
Cytosol
Lo - . NAD, NAD+, beta-Diphosphopyridine Nucleotide,|
nad Nicotinamide adenine dinucleotide beta-NAD, beta-Nicotinamide adenine dinucleotidd C21H26N7014P2 -1
Extracellular
nad Nicotinamide adenine dinucleotide NAD, NAD+, hetg—DlPhosPhopyrlqlne NucleollQe, C21H26N7014P2 -1
beta-NAD, beta-Nicotinamide adenine dinucleotidg " N
Mitochondria
Lo - . NAD, NAD+, beta-Diphosphopyridine Nucleotide,|
nad Nicotinamide adenine dinucleotide beta-NAD, beta-Nicotinamide adenine dinucleotidd C21H26N7014P2 1
Nucleus
Lo - . NAD, NAD+, beta-Diphosphopyridine Nucleotide,|
nad Nicotinamide adenine dinucleotide beta-NAD, beta-Nicotinamide adenine dinucleotidd C21H26N7014P2 1
Lo - . NAD, NAD+, beta-Diphosphopyridine Nucleotide,|
nad Nicotinamide adenine dinucleotide beta-NAD, beta-Nicotinamide adenine dinucleotidd C21H26N7014P2 1
nadh Nicotinamide adenine dinucleotide - reduced DPNH, NADH C21H27N7014P2 -2 Cytosol
nadh i adenine dit ide - reduced DPNH, NADH C21H27N7014P2 -2 Mitochondri;
nadh Nicotinamide adenine dinucleotide - reduced DPNH, NADH C21H27N7014P2 -2 Reticul
nadh adenine dit ide - reduced DPNH, NADH C21H27N7014P2 -2
nadp Nicotinamide adenine dinucleotide phosphate NADP' N.ADP+' beta-Nicotinamide adenine C21H25N7017P3 -3
phosphate Cytosol
nadp Nicotinamide adenine dinucleotide phosphate NADP' N.ADP+' beta-Nicotinamide adenine C21H25N7017P3 -3
phosphate Extracellul
nadp Nicotinamide adenine dinucleotide phosphate NADP' N.ADP+' beta-Nicotinamide adenine C21H25N7017P3 -3 N N
phosphate Mitochon
nadp Nicotinamide adenine dinucleotide phosphate NADP' N.ADP+' beta-Nicotinamide adenine C21H25N7017P3 -3
phosphate Nucleus




Abbreviation Name Formula Charge Compartment
nadp Nicotinamide adenine dinucleotide phosphate N.ADP’ I\I_AD;Eszit;;Nlcotmamlde adenine C21H25N7017P3 -3 et
nadp Nicotinamide adenine dinucleotide phosphate NADP, NADP+, beta-Nicotinamide adenine C21H25N7017P3 -3 .

phosphate Peroxisome
nadph Nicotinamide adenine dinucleotide phosphate - reduced NADP'T" TPNH, beta-triphosphopyridine C21H26N7017P3 -4 Cytosol
nadph adenine di phosphate - reduced NADP'T" TPNH, beta-triphosphopyridine C21H26N7017P3 -4
nadph Nicotinamide adenine dinucleotide phosphate - reduced NADP'T" TPNH, beta-triphosphopyridine C21H26N7017P3 -4 Nucleus
nadph Nicotinamide adenine dinucleotide phosphate - reduced NADP'T" TPNH, beta-triphosphopyridine C21H26N7017P3 -4 et
nadph Nicotinamide adenine dinucleotide phosphate - reduced NADP'T" TPNH, beta-triphosphopyridine C21H26N7017P3 -4 .
Peroxisome
naglc2p_L. N-Acetyl-D-glucosaminyldiphosphodolichol, human Iiver |\ » oo\ b o1 cosaminyl-diphosphodolichol  |C1160H1898N100120P20 20
homolog Cytosol
nagle2p_U N-Acetyl-D-glucosaminyldiphosphodolichol, human uterin 1105H1810N100120P20 20
homolog Cytosol
ncam Nicotinamide Niacinamide, Nicotinic acid amide, Vitamin PP [C6H6N20 0 Cytosol
ncam Nicotinamide Niacinamide, Nicotinic acid amide, Vitamin PP [C6H6N20 0
Ndmelys Protein N6,N6-dimethyl-L-lysine Protein N6,N6-dimethyl-L-lysine C2H7X 2 Nucleus
X f ). ino)-benzoic aci 8 E
nformanth N-Formylanthranilate (¢ acid, HENO3 1 Cytosol
nh4 [Ammonium NH3 HAN 1 Cytosol
nh4 i NH3 H4N 1 Extracellul
nh4 Ammonium NH3 H4N 1 i i
nh4 i NH3 H4N 1 Nucleus
nh4 Ammonium NH3 H4N 1 Reticul
nh4 i NH3 H4N 1
nicrns Nicotinate D-ribonucleoside C11H13NO6 0 Cytosol
nicrnt Nicotinate D-ribonucleotide NICD!IH&(E r_mon:: c'leut[de‘_Nlcognu_: acid C11H12NO9P -2
Cytosol
nicrnt Nicotinate D-ribonucleotide Nicotinate r_mon:: c'leut[de‘_Nlcognu_: acid C11H12NO9P -2
nicrnt Nicotinate D-ribonucleotide NICD!IH&(E r_mon:: c'leut[de‘_Nlcognu_: acid C11H12NO9P -2
Nucleus
Adalat [MeSH: Nifedipine], Hexadilat, Introcar,
P P Kordafen, Nifedicor, Oxcord, Procardia, Procardia
nifedipine nifedipine [MeSH: Nifedipinel, Tibricol, nifedipine [Mest: |C*HEN208 0
ifedipis Cytosol
Adalat [MeSH: Nifedipine], Hexadilat, Introcar,
P P Kordafen, Nifedicor, Oxcord, Procardia, Procardia
nifedipine nifedipine [MeSH: Nifedipinel, Tibricol, nifedipine [MesH: |C*HEN208 0
Nifedipine]
-acetyl-D- inyl-(alpha-D- 2-beta-D-
nm2masn (N-acetyl-D- minyl-(alpr st D C42H7ON3030X o
P Golgi Apparatus
-acetyl-D- inyl-(alpha-D- beta-D-
nmamasn (N-acetyl-D- minyl-(alpr gt D C54HION3040X o
P Golgi Apparatus
Nmelys Histone N6-methyl-L-lysine CXH4 1 Nucleus
D-ril
nmn NMN g N C11H14N208P -1
' Cytosol
D-ril
nmn NMN " " C11H14N208P -1
) Mitochondria
D-ril
nmn NMN g N C11H14N208P -1
) Nucleus
nmptrc N-Methylputrescine C5H16N2 2 Cytosol
nmthsrtn N-Methylserotonin C11H15N20 1 Cytosol
no Nitric oxide NO, Nitrogen monoxide NO 0 Cytosol
no Nitric oxide NO, Nitrogen monoxide NO 0 Extracellular
normete-L L-Normetanephrine C9H14NO3 1 Cytosol
npthl C10H8 0 Cytosol
npthl Naphthalene C10H8 0
— 2. jol, 4-[(1R)-2-Amino-L-hyd nyl]
nrpphr Norepinephrine Arterenol, L-Noradrenaline, Noradrenaline CBHI2NO3 B
Cytosol
o 2. jol, 4-[(1R)-2-Amino-L-hyd nyl]
nrppir Norepinephrine Arterenol, L-Noradrenaline, Noradrenaline C8H1ZNO3 !
nrpphrsf Sulfate derivative of C8H11NO6S 0 Cytosol
nrpphrsf Sulfate derivative of norepinephrine C8H11NO6S 0
vne nervonic acid (2)-15-Tetracosenoic acid, Nervonic acid, tetracos-| ., 1 1co) 1
15-enoic acid Cytosol
vne nervonic acid (2)-15-Tetracosenoic acid, Nervonic acid, tetracos ., 1 1c o) 1
15-enoic acid
nrvnccoa nervonyl coenzyme A C45H76N7017P3S -4 Cytosol
nrvnccoa nervonyl coenzyme A C45H76N7017P3S -4 i
nrvnccoa nervonyl coenzyme A C45H76N7017P3S -4
nrvncern Nervonyl carnitine nervonic acid - carnitine C31H59NO4 0 Cytosol
nrvncern Nervonyl carnitine nervonic acid - carnitine C31H59NO4 0 I
ntm2amep N-Trimethyl-2-aminoethylphosphonate 2-Trimethylaminoethylphosphonate C5H13NO3P -1 Cytosol
Ntmelys Protein N6,N6,N6-trimethyl-L-lysine Protein N6,N6,N6-trimethyl-L-lysine C3H10X 3 Nucleus
Ntmelys Protein N6,N6,N6-trimethyl-L-lysine Protein N6,N6,N6-trimethyl-L-lysine C3H10X 3 Reticul




Abbreviation Name Formula Charge Compartment
nwharg N-(omega)-Hydroxyarginine C6H15N403 1 Cytosol
02 02 Oxygen, dioxygen 02 0 Cytosol
02 02 Oxygen, dioxygen 02 0 Extracellular
02 02 Oxygen, dioxygen 02 0 I i
02 02 Oxygen, dioxygen 02 0 Nucleus
02 02 Oxygen, dioxygen 02 0 Reticul
02 02 Oxygen, dioxygen 02 0
02s Superoxide anion 02 free radical, 02.- 02 -1 Cytosol
02s Superoxide anion 02 free radical, 02.- 02 -1 Extracellular
025 P! anion 02 free radical, 02.- 02 -1 I i
02s Superoxide anion 02 free radical, 02.- 02 -1 Nucleus
025 Superoxide anion 02 free radical, 02.- 02 -1 Peroxisome
oaa Oxaloacetate 2—?xubutaned|_o|_c acl_d. Oxalacetic acid, Oxaluaceucc 4H205 B
acid, O acid Cytosol
oaa Oxaloacetate 2—?xubutaned|_o|_c acl_d. Oxalacetic acid, Oxaluaceucc 4H205 B
acid, O acid
oaa Oxaloacetate 2—?xubutaned|_o|_c acl_d. Oxalacetic acid, Oxaluaceucc 4H205 7 )
acid, O acid Peroxisome
(Gal)1 (Glc)1 (Neu5Ac)1 (NeuSAC9AC)1 (Cer)l, 9|
oagd3_hs 9-O-Acetylated GD3 (homo sapiens) O-Ac-GD3, 9-O-Acetyl-GD3, 9-O-Acetylated GDJC54HI0N3029FULLRCO -2
CD60b Cytosol
(Gal)1 (Glc)1 (NeuSAc)1 (NeuSAc9AC)1 (Cer)l, 9]
oagd3_hs 9-O-Acetylated GD3 (homo sapiens) O-Ac-GD3, 9-O-Acetyl-GD3, 9-O-Acetylated GDJC54HI0N3029FULLRCO -2
CD60b
(Gal)1 (Glc)1 (NeuSAc)1 (NeuSAC9AC)1 (Cer)l, 9|
oagd3_hs 9-O-Acetylated GD3 (homo sapiens) 0-Ac-GD3, 9-O-Acetyl-GD3, 9-O-Acetylated GDJC54H90N3029FULLRCO -2
CD60b Golgi Apparatus
0. N (Gal)1 (Glc)1 (Neu5Ac)2 (NeuSAC9AC)1 (Cer)l, 9| P
oagt3_hs 9-O-Acetylated GT3 (homo sapiens) 0-AC-GT3, 9-0-Acetylated GT3 C65H106N4037FULLRCO 3
Cytosol
0. N (Gal)1 (Glc)1 (Neu5Ac)2 (NeuSAC9AC)1 (Cer)l, 9| P
oagt3_hs 9-O-Acetylated GT3 (homo sapiens) 0-AC-GT3, 9-0-Acetylated GT3 C65H106N4037FULLRCO 3
O N (Gal)1 (Glc)1 (Neu5Ac)2 (NeuSAC9AC)1 (Cer)l, 9f P
oagt3_hs 9-O-Acetylated GT3 (homo sapiens) 0-AC-GT3, 9-0-Acetylated GT3 C65H106N4037FULLRCO 3 .

Golgi Apparatus
occoa Octanoyl-CoA (n-C8:0CoA) C29H46N7017P3S -4 Cytosol
occoa Octanoyl-CoA (n-C8:0CoA) C29H46N7017P3S -4 I
occoa Octanoyl-CoA (n-C8:0CoA) C29H46N7017P3S -4
ocdca (n-C18:0) Octadecanoic acid, Stearate, Stearic acid C18H3502 -1 Cytosol
ocdca (n-C18:0) O ic acid, Stearate, Stearic acid C18H3502 -1 Extracellul
ocdcaACP Octadecanoyl-ACP (n-C18:0ACP) stearoyl-ACP C29H55N208PRS -1 Cytosol
ocdcea octadecenoate (n-C18:1) (92)-Octadecenoic acid, (2)-Octadec-9-enoic acid, | g, 555, -1

Oleic acid, octadecenoic acid, oleate

Cytosol

ocdcea octadecenoate (n-C18:1) (92)-Octadecenoic acid, (2)-Octadec-9-enoic acid, | g, 555, -1

Oleic acid, octadecenoic acid, oleate
ocdeya octadecadienoate (n-C18:2) 9,12-Octadecadienoic acid, octadecadienoic acid  |C18H3102 -1 Cytosol
ocdcyaACP Octadecynoyl-ACP (n-C18:2ACP) C29H51N208PRS -1 Cytosol
octa octanoate (n-C8:0) Caprylic acid, Octanoic acid, Octylic acid C8H1502 -1 Cytosol
octa octanoate (n-C8:0) Caprylic acid, Octanoic acid, Octylic acid C8H1502 -1 Extracellular
octeACP cis-octadec-11-enoyl-[acyl-carrier protein] (n-C18:1) Octadecenoyl-ACP (n-C1 8:1ACP)'_ Cisvace-1l- | g1 15aN208PRS -1

enoyl-[acyl-carrier protein] (n-C18:1)

Cytosol
od2coa trans-Octadec-2-enoyl-CoA elaidic acid coenzyme A C39HB4N7O17P3S -4 Cytosol
od2coa trans-Octadec-2-enoyl-CoA elaidic acid coenzyme A C39H64N7017P3S -4 Mitochondria
odecoa Octadecenoyl-CoA (n-C18:1CoA) Oleoyl-CoA C39H64N7017P3S -4 Cytosol
odecoa [¢] CoA (n-C18:1CoA) Oleoyl-CoA C39HB64N7017P3S -4 Mitochondria
odecoa Octadecenoyl-CoA (n-C18:1CoA) Oleoyl-CoA C39HB64N7017P3S -4 Peroxisome
odecrn carnitine C25H47NO4 0 Cytosol
odecrn octadecenoyl carnitine C25H47NO4 0 I
ohl hydroxide ion HO-, OH- HO -1 Cytosol
ohl ide ion HO-, OH- HO -1
ohl hydroxide ion HO-, OH- HO -1 Mitochondria

Demeprazol, Dudencer, Emeproton, Epirazole,
Gastrimut, Gastroloc, Gibancer, Indurgan, C17H19N303S 0
ibi [MeSH: O
Cytosol
Demeprazol, Dudencer, Emeproton, Epirazole,
i Gastroloc, Gibancer, Indurgan, C17H19N303S 0
[MeSH: O

Extracellular
onpthl naphthalene epoxide C10H80 0 Cytosol
onpthl epoxide C10H80 0
oretn 4-0x0-retonoic acid C20H2703 -1 Cytosol
oretn 4-0x0-retonoic acid C20H2703 -1 Nucleus

. 2,5-Di 2,5-Di
om Ornithine acid, 2,5-Diaminovaleric acid, L-Ornithine CSH13N202 B
Cytosol
. 2,5-Di 2,5-Di
om Ornithine acid, 2,5-Diaminovaleric acid, L-Ornithine CSH13N202 B
Extracellular
- 2,5-Di 2,5-Di
orn Ormithine acid, 2,5-Diaminovaleric acid, L-Ornithine CH1SN202 ! ’ )

Mitochondria
omn-D D-Ornithine C5H13N202 1 Peroxisome
orot Orotate Orotic acid, Uracil-6-carboxylic acid C5H3N204 -1 Cytosol
orot5p Orotidine 5'-phosphate Orotidylic acid C10H10N2011P -3 Cytosol
oxa Oxalate ic acid, Oxalic acid C204 -2 Cytosol




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
oxa Oxalate iic acid, Oxalic acid C204 -2 Extracellul
oxa Oxalate Ethanedioic acid, Oxalic acid C204 -2 Peroxisome
pa_hs phosphatidic acid (homo sapiens) phosphatidate C3HSO4PFULLRCO2FULLR2C -2 Cytosol

P " " C3H504PFULLRCO2FULLR2C
pa_hs phosphatidic acid (homo sapiens) phosphatidate 02 - Golgi Apparatus
pa_hs phosphatidic acid (homo sapiens) phosphatidate C3HSO4PFULLRCO2FULLR2C -2
pa_hs phosphatidic acid (homo sapiens) phosphatidate C3HSO4PFULLRCO2FULLR2C -2 Nucleus
pa_hs phosphatidic acid (homo sapiens) phosphatidate ngSOAPFULLRCOZFULLRZC - et
- Benzeneacetiic acid, Benzylformic acid,
pac Phenylacetic acid Phenylacetate C8H702 -1 Cytosol
pacald hi alpha-Tolualdehyde C8H8O 0 Cytosol
af_hs 1-alkyl 2-acteylglycerol 3-phosphocholine (homo sapiens) LAlkyl tyl-sn-gl PAlC11H2304NPFULLRCO2 0
pat_! yigly phosp! ap platelet activating factor
Cytosol
af_hs 1-alkyl 2-acteylglycerol 3-phosphocholine (homo sapiens) LAlkyl tyl-sn-gl PAlC11H2304NPFULLRCO2 0
pat_t yigly phosp! ap platelet activating factor
Extracellular
" . C9H1609PFULLRCO2FULLR2
pail_hs (homo sapiens) Ptdins -1 Cytosol
" I . C9H1609PFULLRCO2FULLR2
pail_hs phosphatidylinositol (homo sapiens) Ptdins co2 -1 Nucleus
pail_hs phosphatidylinositol (homo sapiens) Ptdins ((;90}-211609PFULLRCOZFULLRZ -1
" . C9H13018P4FULLRCO2FULLR
5 E
pail345p_hs 4, (Homo sapiens)  |PIP3, PtdIns(3,4,5)P3 2002 7 Cytosol
" . C9H13018P4FULLRCO2FULLR
5 E
pail345p_hs 4, (Homo sapiens)  |PIP3, PtdIns(3,4,5)P3 2002 7 Nucleus
" I " . C9H14015P3FULLRCO2FULLR
pail34p_hs phosphatidylinositol-3,4-bisphosphate (Homo sapiens) 2002 -5 Cytosol
" I " . C9H14015P3FULLRCO2FULLR
pail34p_hs phosphatidylinositol-3,4-bisphosphate (Homo sapiens) 2002 -5 Nucleus
pail34p_hs phosphatidylinositol-3,4-bisphosphate (Homo sapiens) ;:ng;AOISPSFULLRCOZFULLR -5
" I " . C9H14015P3FULLRCO2FULLR
pail3sp_hs phosphatidylinositol-3,5-bisphosphate (Homo sapiens) 2002 -5 Cytosol
pail3sp_hs phosphatidylinositol-3,5-bisphosphate (Homo sapiens) ;:ng;AOISPSFULLRCOZFULLR -5
" 1 idyl-1D-myo-inositol 3-phosphate (Homo C9H15012P2FULLRCO2FULLR
paildp_hs sapiens) 2C02 3 Cytosol
" 1 I-1D-myo-inositol 3-phosphate (Homo C9H15012P2FULLRCO2FULLR
paildp_hs sapiens) 2C02 3 Nucleus
" 1 I-1D-myo-inositol 3-phosphate (Homo C9H15012P2FULLRCO2FULLR
paildp_hs sapiens) 2C02 3
paildsp_hs phosphatidylinositol 4,5-bisphosphate (Homo sapiens) P!PZ, PtdIns(4,5)P2, phosphatidylinositol C9H14015P3FULLRCO2FULLR 5
2C02 Cytosol
paildsp_hs phosphatidylinositol 4,5-bisphosphate (Homo sapiens) P!PZ, PtdIns(4,5)P2, phosphatidylinositol C9H14015P3FULLRCO2FULLR 5
2C02 Nucleus
" 1 idyl-1D-my itol 4-phosphate (Homo C9H15012P2FULLRCO2FULLR
paildp_hs sapiens) PIP, Ptdins4P 2002 3 Cytosol
" 1 1-1D-my itol 4-phosphate (Homo C9H15012P2FULLRCO2FULLR
paildp_hs sapiens) PIP, Ptdins4P 2002 3 Nucleus
" 1 1-1D-my itol 4-phosphate (Homo C9H15012P2FULLRCO2FULLR
paildp_hs sapiens) PIP, Ptdins4P 2002 3
ail5p hs 1-Phosphatidyl-1D-myo-inositol 5-phosphate (Homo C9H15012P2FULLRCO2FULLR 3
pailop_| sapiens) 2C02 Cytosol
" 1-Phosphatidyl-1D-myo-inositol 5-phosphate (Homo C9H15012P2FULLRCO2FULLR
pail5p_hs . -3
sapiens) 2C02 Nucleus
" 1-Phosphatidyl-1D-myo-inositol 5-phosphate (Homo C9H15012P2FULLRCO2FULLR
pail5p_hs . -3
sapiens) 2C02
! Imitoyl . L I-[acp], + [acyl-carrier
palmACP Palmitoyl-ACP (n-C16:0ACP) protein], fa8-ACP, hexadecanoyl-ACP C27H51N208PRS -1
Cytosol
pandp Pantetheine 4'-phosphate 4 C11H21N207PS -2 Cytosol
| Adenosine 3',5'-bisphosphate M Tate, PAP, C10H11N5010P2 -4
pap 5-bisphosp Cytosol
| Adenosine 3',5'-bisphosphate M Tate, PAP, C10H11N5010P2 -4
pap ) phosp! Golgi Apparatus
y 3'-Phospho-5'-adenylyl sulfate, 3'-
paps. 3'-Phosphoadenylyl sulfate Phosphoadenosine 5-phosphosulfate, PAPS C10H11N5013P2S -4
Cytosol
. 3'-Phospho-5'-adenylyl sulfate, 3'-
paps. 3'-Phosphoadenylyl sulfate Phosphoadenosine 5-phosphosulfate, PAPS C10H11N5013P2S -4 .
Golgi Apparatus
" " . C8H18NO4PFULLRCO2FULLR
pchol_hs Phosphatidylcholine (homo sapiens) 2002 0 Cytosol
" " . C8H18NO4PFULLRCO2FULLR
pchol_hs Phosphatidylcholine (homo sapiens) 2002 0 Extracellular
" " . C8H18NO4PFULLRCO2FULLR
pchol_hs Phosphatidylcholine (homo sapiens) 2002 0 Golgi Apparatus
" " . C8H18NO4PFULLRCO2FULLR
pchol_hs Phosphatidylcholine (homo sapiens) 2002 0 Mitochondria
pchol_hs Phosphatidylcholine (homo sapiens) ;:CSS;BNOAPFULLRCOZFULLR 0
peollg5hlys Procollagen 5-hydroxy-L-lysine C6H14N203 0 Cytosol
peollglys Procollagen L-lysine C7H14N302R2 1 Cytosol
pcreat Phosphocreatine C4HIN3O5P -1 Cytosol
pcreat Phosphocreatine C4HIN3O05P -1 Mitochondria
pern propionyl-carnitine C10H19NO4 0 Cytosol
pern propionyl-camitine C10H19NO4 o Mitochondria
pern propionyl-carnitine C10H19NO4 0 Peroxisome




Abbreviation Name Formula Charge Compartment
pd3 Previtamin D3 C27H440 0 Cytosol
pdx5p Pyridoxine 5'-phosphate Pyridoxine 5-phosphate, Pyridoxine phosphate C8H10NO6P -2 Cytosol

" " . C5H12NO4PFULLRCO2FULLR
pe_hs phosphatidylethanolamine (homo sapiens) 2002 0 Cytosol
" " . C5H12NO4PFULLRCO2FULLR
pe_hs phosphatidylethanolamine (homo sapiens) 2002 0 Extracellular
" " . C5H12NO4PFULLRCO2FULLR
pe_hs phosphatidylethanolamine (homo sapiens) 2002 0 Golgi Apparatus
" " . C5H12NO4PFULLRCO2FULLR
pe_hs phosphatidylethanolamine (homo sapiens) 2002 0 Mitochondria
pe_hs phosphatidylethanolamine (homo sapiens) ESS;ZNOAPFULLRCOZFULLR 0
peamn Phenethylamine Z-Phenylelhylamlni, Ifhenethylamlne, . C8H12N 1
Cytosol
pecgon pseudoecgonine C9H14NO3 -1 Reticul
1-CoA C30H46N8018P3S -3
pep Phosphoenolpyruvate PEP, Phosphoenolpyruvic acid C3H206P -3 Cytosol
pep PEP, ic acid C3H206P -3 Mitochondri
peplys Peptidyl-L-lysine L-Lysine-protein, Protein lysine XH 0
peplys Peptidyl-L-lysine L-Lysine-protein, Protein lysine XH 0 Nucleus
pepslys peptide sans lysine peptide without lysine (cleaved) X 0 Reticul
peracd Perillic acid C10H1302 -1 Cytosol
peracd Perillic acid C10H1302 -1 I
perillyl Perillyl alcohol (-)-Perillyl alcohol, Perillyl alcohol C10H160 0 Cytosol
perillyl Perillyl alcohol (-)-Perillyl alcohol, Perillyl alcohol C10H160 0
" " C6H1206PFULLRCO2FULLR2
palyc_hs phosphatidylglycerol (homo sapiens) co2 Cytosol
palyc_hs phosphatidylglycerol (homo sapiens) C6H1206PFULLRCOZFULLR2 -1
pgp_hs phosphatidy! glycerol phosphate (homo sapiens) CoRHIOSP2FULLRCO2FULLRZ -3 Cytosol
phaccoa Phenylacetyl-CoA C29H38N7017P3S -4 Cytosol
pheacgin alpha-N-Phenylacetyl-L-glutamine C13H16N204 0 Cytosol
pheacgin alpha-N-Phenylacetyl-L-glutamine C13H16N204 0 Extracellular
( Iph bet
- - i (S) 3 pl
phe-L L-Phenylalanine o propionic acid, . C9H11INO2 0 Cytosol
( i Iph bet
phe-L. L-Phenylalanine N S o COH11INO2 0
[ prop acid,
R (S) ine, Ipha-amino-bet
phe-L L-Phenylalanine o propionic acid, . C9H11NO2 0 Mitochondria
pheme Protoheme Haem, Heme, Heme B, hemeB C34H30FeN404 -2 Cytosol
pheme Protoheme Haem, Heme, Heme B, hemeB C34H30FeN404 -2 Extracellular
pheme Protoheme Haem, Heme, Heme B, hemeB C34H30FeN404 -2 I i
phom O-Phospho-L- C4H8NOBP -2 Cytosol
Phenyl-2 henylpyruvic acid,
phpyr Phenylpyruvate alpha-Ketohydrocinnamic acid, keto- C9H703 -1
Phenyl| it
enylpyruvate ytosol
Phenyl-2 henylpyruvic acid,
phpyr Phenylpyruvate alpha-Ketohydrocinnamic acid, keto- C9H703 -1
Phenyl| \
enylpyruvate Mitochondria
N 2-Methyl-3-phytyl-1,4-naphthogquinone,
phyQ Phylloguinone Phylloquinone, Phytonadione, Vitamin K1 C31H4602 0
Cytosol
N 2-Methyl-3-phytyl-1,4-naphthogquinone,
phyQ Phylloguinone Phylloquinone, Phytonadione, Vitamin K1 C31H4602 0
Extracellular
phyt phytanic acid Phytanate, Phytanic acid C20H3902 -1 Cytosol
phyt phytanic acid Phytanate, Phytanic acid C20H3902 -1 Extracellular
phyt phytanic acid Phytanate, Phytanic acid C20H3902 -1 Peroxisome
phyt2ohcoa 2-Hydroxyphytanoyl-CoA C41H70N7018P3S -4 i
Phytanoyl-CoA, phytanic acid coenzyme a,
phytcoa phytanyl coa phytanyl coa, phytanyl coenzyme a C41H70N7017P3S 4 Cytosol
Phytanoyl-CoA, phytanic acid coenzyme a,
phytcoa phytanyl coa phytanyl coa, phytanyl coenzyme a C41H70N7017P3S 4
pi Phosphate Orthophosphate, Phosphoric acid, Pi HO4P -2 Cytosol
pi Phosphate (o] phoric acid, Pi HO4P -2 Extracellular
pi Phosphate Orthophosphate, Phosphoric acid, Pi HO4P -2 Golgi Apparatus
pi Phosphate o phoric acid, Pi HO4P -2 Lysosome
pi pl Orthophosphate, Phosphoric acid, Pi HO4P -2 I i
pi Phosphate o phoric acid, Pi Ho4P -2 Nucleus
pi Phosphate Orthophosphate, Phosphoric acid, Pi HO4P -2 Reticul
pi Phosphate [o] phoric acid, Pi HO4P -2
pmtcoa Palmitoyl-CoA (n-C16:0CoA) Hexadecanoyl-CoA C37H62N7017P3S -4 Cytosol
pmtcoa Palmitoyl-CoA (n-C16:0CoA) t I-CoA C37H62N7017P3S -4 Mitochondri;
pmtcoa Palmitoyl-CoA (n-C16:0CoA) Hexadecanoyl-CoA C37H62N7017P3S -4 Peroxisome
pmtcrn L-Palmitoylcarnitine C23H45N0O4 0 Cytosol
pmtcrn L-Palmitoylcarnitine C23H45N04 0 I
pnto-R (R)-Pantothenate D. acid  [C9H16NOS -1 Cytosol
pnto-R (R)-Pantothenate D. icacid  |C9H16NOS5 -1
pnto-R (R)-Pantothenate D. icacid |C9H16NOS5 -1
ppa Propionate (n-C3:0) Propanoate, Propanoic acid, Propionic acid C3H502 -1 Cytosol
ppa Propionate (n-C3:0) Propanoate, Propanoic acid, Propionic acid C3H502 -1




Abbreviation Name Formula Charge Compartment
ppa Propionate (n-C3:0) Propanoate, Propanoic acid, Propionic acid C3H502 -1
ppbng C10H13N204 -1 Cytosol
ppcoa Propanoyl-CoA Propionyl coenzyme A, Propionyl-CoA C24H36N7017P3S -4 Cytosol
ppcoa Propanoyl-CoA Propionyl coenzyme A, Propionyl-CoA C24H36N7017P3S -4 Mitochondria
ppcoa Propanoyl-CoA Propionyl coenzyme A, Propionyl-CoA C24H36N7017P3S -4 Peroxisome
ppi Diphosphate PPi, Pyrophosphate, Pyrophosphoric acid HO7P2 -3 Cytosol
ppi Diphosphate PPi, Pyrophosphate, Pyrophosphoric acid HO7P2 -3
ppi Diphosphate PPi, Pyrophosphate, Pyrophosphoric acid HO7P2 -3 Nucleus
ppi Diphosphate PPi, Pyrophosphate, Pyrophosphoric acid HO7P2 -3 et
ppi Diphosphate PPi, Pyrophosphate, Pyrophosphoric acid HO7P2 -3 Peroxisome
ppmi12346p 5-Di| 5-PP-InsP5 C6H6027P7 -13 Cytosol
ppmi12346p 5-Diphosphoinositol pentakisphosphate 5-PP-InsP5 C6HB027P7 -13 Nucleus
ppmi1346p Di inosi i C6H7024P6 -11 Cytosol
ppmi1346p Diphosphoinositol tetrakisphosphate C6H7024P6 -11 Nucleus
ppp9 Protoporphyrin hyrinogen IX, inIX C34H32N404 -2 Mitochondria
pppg9 Protoporphyrinogen 1X C34H38N404 -2 Cytosol
pppgd Protoporphyrinogen IX C34H38N404 -2 Mitochondria
pppi Inorganic triphosphate HO10P3 -4 Cytosol
pppi ic tri HO10P3 -4 i
pppi Inorganic triphosphate HO10P3 -4 Nucleus
pram 5-Phospho-beta-D-ribosylamine ©-Phospho-D-ribosylamine, 5-Phosphoribosyl-1--| g\ 11y \o7p -1
amine, 5-Phosphoribosylamine
Cytosol
pre_prot glycophosphatidylinositol (GPI)-anchored protein precursor| XY 0 et
3beta-Hydroxypregn-5-en-20-one, 5-Pregnen-3betd-
prgnlone o1-20-0ne C21H3202 0 Cytosol
prgnlone pregnenclone 3beta-Hydroxypregn-5-en-20-one, 5—Pregnen—3ber—c2 1H3202 o
0l-20-one
prgnlone pregnenclone 3beta-Hydroxypregn-5-en-20-one, 5—Pregnen—3ber—c2 1H3202 o
0l-20-one Reticul
3beta-Hydroxypregn-5-en-20-one sulfate, 5- B
prgnlones. pregnenolone sulfate Pregnen-3beta-ol-20-one sulfate C21H3105S8 1
Cytosol
3beta-Hydroxypregn-5-en-20-one sulfate, 5- B
prgnlones pregnenolone sulfate Pregnen-3beta-ol-20-one sulfate C21H3105S8 1 o
prgstrn 4-Pregnene-3,20-dione C21H3002 0 Cytosol
prgstrn Progesterone 4-Pregnene-3,20-dione C21H3002 0 Reticul
prist pristanic acid pristanic acid C19H3702 -1 Cytosol
prist pristanic acid pristanic acid C19H3702 -1 Peroxisome
pristanal pristanal C19H380 0 Cytosol
pristanal pristanal C19H380 0 Peroxisome
pristcoa pristanoyl coa pristanic acid coenzyme a, pristanoyl coa, pristanoy £40H68N7017P33 4
a Cytosol
pristcoa pristanoyl coa pristanic acid coenzyme a, pristanoyl coa, pristanoy £40H68N7017P33 4 )
coenzyme a Peroxisome
pro-D D-Proline D-Pyrrolidine-2-carboxylic acid C5HINO2 0 Cytosol
pro-D D-Proline D-Pyrrolidine-2-carboxylic acid C5HINO2 0
pro-D D-Proline D-Pyrrolidine-2-carboxylic acid C5HINO2 0 Lysosome
pro-D D-Proline D-Pyrrolidine-2-carboxylic acid C5HINO2 0 Peroxisome
pro-L L-Proline 2 idi ic acid, Pro C5HINO2 0 Cytosol
pro-L L-Proline 2-Pyrrolidinecarboxylic acid, Pro C5HINO2 0
pro-L L-Proline 2 idi ic acid, Pro C5HINO2 0 Lysosome
pro-L L-Proline 2-Pyrrolidinecarboxylic acid, Pro C5HINO2 0 I i
pro-L L-Proline 2 idil ic acid, Pro C5HINO2 0
prostgl (13E)-11alpha-Hydroxy-9,15-dioxoprost-13-enoate (13E)-11alpha-Hydroxy-9,15-dioxoprost-13-enoatd C20H3105 -1 Cytosol
" (5Z, 13-dienoate, 13E)-(15S)-9alpha, 15-Dihydrox »
prostgd2 Prostaglandin D2 11-oxoprosta-5 C20H3105 1 Cytosol
prostgd2 Prostaglandin D2 (5Z, 13-dienoate, 13E)-(15S)-9alpha, 15-Dihydrox C20H3105 1
11-oxoprosta-5 Extracellular
prostgd2 Prostaglandin D2 (5Z, 13-dienoate, 13E)-(15S)-9alpha, 15-Dihydrox C20H3105 1
11-oxoprosta-5
" (13E)-(15S)-11alpha,15-Dihydroxy-9-oxoprost-13: »
prostgel Prostaglandin E1 enoate, Alprostadil, Befar, Prink, Prostaglandin E1 C20H3305 1
Cytosol
" (13E)-(15S)-11alpha,15-Dihydroxy-9-oxoprost-13: »
prostgel Prostaglandin E1 enoate, Alprostadil, Befar, Prink, Prostaglandin E1 C20H3305 1
Extracellular
(5Z, 13-dienoate, 13E)-(15S)-11alpha, 15-
prostge2 Prostaglandin E2 Dihydroxy-9-oxoprost-13-enoate, 15-Dihydroxy-9{C20H3105 -1
oxoprosta-5 Cytosol
(5Z, 13-dienoate, 13E)-(15S)-11alpha, 15-
prostge2 Prostaglandin E2 Dihydroxy-9-oxoprost-13-enoate, 15-Dihydroxy-9{C20H3105 -1
oxoprosta-5 Extracellular
(5Z, 13-dienoate, 13E)-(15S)-11alpha, 15-
prostge2 Prostaglandin E2 Dihydroxy-9-oxoprost-13-enoate, 15-Dihydroxy-9{C20H3105 -1
sta-5
(+)-Prostaglandin F2a, Amoglandin, Cyclosin,
Dinoprost, Enzaprost, Enzaprost F, PGF2a,
prostgf2 Prostaglandin F2alpha in F2, inF2a, [C20H3305 -1

Prostarmon F, Prostin F 2 alpha, Protamodin, U
14583

Cytosol




Abbreviation bolite Name Formula Charge Compartment
(+)-Prostaglandin F2a, Amoglandin, Cyclosin,
Dinoprost, Enzaprost, Enzaprost F, PGF2a,
prostgf2 Prostaglandin F2alpha 3 in F2, in F2a, |C20H3305 -1
Prostarmon F, Prostin F 2 alpha, Protamodin, U
14583
" (5Z, 11alpha-Epidioxy-15-hydroxyprosta-5, 13- »
prostgh2 Prostaglandin H2 dienoate, 136)-(155)-9alpha C20H3105 1
Cytosol
" (5Z, 11alpha-Epidioxy-15-hydroxyprosta-5, 13- »
prostgh2 Prostaglandin H2 dienoate, 136)-(155)-9alpha C20H3105 1 o
$dienoate, (5Z, 13-, 13E)-(15S)-6, 15-
prostgi2 Prostaglandin 12 dihydroxyprosta-5, 9alpha-Epoxy-11alpha, PGI2, [C20H3105 -1
Prostacyclin ic Reticul
prpncoa Propenoyl-CoA Acryloyl-CoA, Acrylyl-CoA C24H34N7017P3S -4 Mitochondria
prpncoa Propenoyl-CoA Acryloyl-CoA, Acrylyl-CoA C24H34N7017P3S -4 Peroxisome
g g i . 5-Phosphoribosyl 1-pyrophosphate, 5- ¥
prpp 5-Phospho-alpha-D-ribose 1-diphosphate Phosphoribosyl di PRPP C5H8014P3 5 Cytosol
. ) . 1.2—D|ac¥I—sn—egcgrul S—phospho—L—'serme‘ S—Q—sn C6H1INOBPFULLRCO2FULLR
ps_hs phosphatidylserine (homo sapiens) L-serine, O3: L-serine, 2c -1
Phosphatidyl-L-serine
Cytosol
. ) . 1.2—D|ac¥I—sn—egcgrul S—phospho—L—'serme‘ S—Q—sn C6H1INOBPFULLRCO2FULLR
ps_hs phosphatidylserine (homo sapiens) L-serine, O3: L-serine, 2C -1
L-serine
. ) . 1.2—D|ac¥I—sn—egcgrul S—phospho—L'serme‘ 3 Q—sn C6H1INOBPFULLRCO2FULLR
ps_hs phosphatidylserine (homo sapiens) serine, O3: L-serine, 2c02 -1
Phosphatidyl-L-serine .
Golgi Apparatus
. ) . 1.2—D|ac¥I—sn—egcgrul S—phospho—L—'serme‘ 3—_0—sn C6H1INOBPFULLRCO2FULLR
ps_hs phosphatidylserine (homo sapiens) L-serine, O3: L-serine, -1
N : 2C
Phosphatidyl-L-serine
. ) . 1.2—D|ac¥I—sn—egcgrul S—phospho—L—'serme‘ 3—_0—sn C6H1INOBPFULLRCO2FULLR
ps_hs phosphatidylserine (homo sapiens) L-serine, O3: L-serine, -1
N : 2C
Phosphatidyl-L-serine -
pser-L O-Phospho-L-serine 3-Phosphoserine C3HB6NO6P -2 Cytosol
ptdca Pentadecanoic acid;, n-Pentadecanoic Acid C15H2902 -1
Cytosol
ptdca pentadecanoate Pentadecanoic acid;, n-Pentadecanoic Acid C15H2902 -1
Extracellular
ptdcacoa Coenzyme A Perj\adecanclc acid coenzyme a, n-Pentadecanoic C36HBON7O17P3S 4
Acid coa Cytosol
Pentadecanoic acid coenzyme a, n-Pentadecanoic
ptdcacoa pentadecanoyl Coenzyme A Acid coa C36H60N7017P3S -4 Mitochondria
. ic acid - carnitine,
ptdcacrn pendtadenoyl carnitine camitine C22H43NO4 0 Cytosol
. ic acid - carnitine,
ptdcacrn pendtadenoyl carnitine camitine C22H43NO4 0 Mitochondria
. 1,4-Butanediamine, 1,4-Diaminobutane,
ptrc Putrescine T - C4H14N2 2 Cytosol
ptre Putrescine 1.4-Bulaned|am||i|e, },A-Dlammobumne, CAH14N2 N i .
Mitochon
ptth C11H22N2045 o Cytosol
amsy ridoxamine 5'-phosphate Pyri ine S-phosphate, Pyri C8H12N205P -1
pyamsp Py phosp Cytosol
- ) Pyr 5-phosphate, Pyr
pyam5p Pyridoxamine 5'-phosphate C8H12N205P -1
pydam PM C8H13N202 1 Cytosol
pydam Pyridoxamine PM C8H13N202 1
pydx Pyridoxal C8HINO3 0 Cytosol
pydx Pyridoxal C8HINO3 0
pydx5p Pyridoxal 5'-phosphate Pyridoxal 5-phosphate, Pyridoxal phosphate C8HBNO6P -2 Cytosol
pydx5p Pyridoxal 5'-phosphate Pyridoxal 5-phosphate, Pyridoxal phosphate C8HBNO6P -2
pydxn Pyridoxine Pyridoxol, vitamin b6 C8H11NO3 0 Cytosol
pydxn Pyridoxine Pyridoxol, vitamin b6 C8H11NO3 0
pylald Perillyl aldehyde Perillaldehyde C10H140 0 Cytosol
pylald Perillyl aldehyde Perillaldehyde C10H140 0 I
2-Ketopropionic Acid, 2-Oxopropanoate, 2-
pyr Pyruvate (Oxopropanoic acid, Pyroracemic acid, Pyruvic acid C3H303 -1
alpha-Ketopropionic acid
P propionic ac Cytosol
2-Ketopropionic Acid, 2-Oxoprop: 2
pyr Pyruvate (Oxopropanoic acid, Pyroracemic acid, Pyruvic acid C3H303 -1
alpha-Ketopropionic acid
2-Ketopropionic Acid, 2-Oxoprop: 2-
pyr Pyruvate (Oxopropanoic acid, Pyroracemic acid, Pyruvic acid C3H303 -1
alpha-Ketopropionic acid
2-Ketopropionic Acid, 2-Oxoprop: 2
pyr Pyruvate (Oxopropanoic acid, Pyroracemic acid, Pyruvic acid C3H303 -1
alpha-Ketopropionic acid .
Peroxisome
q10 Ubiqui 10 ubide: C59H9004 0 Cytosol
q10 Ubiquinone-10 ubidecarenone C59H9004 0 I
q10h2 Ubiquinol-10 C59H9204 0 Cytosol
q10h2 Ubiquinol-10 C59H9204 0 i




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
- 2,3-Pyridinedicarboxylic acid, Pyridine-2,3- P
quin Quinolinate dicarboxylate, Quinolinic acid CTHINOA 2 Cytosol
Ricoa_hs R group 1 Coenzyme A homo sapiens XCO2C21H3IN7015P3S -4 Cytosol
Rilcoa_hs R group 1 Coenzyme A homo sapiens XCO2C21H31N7015P3S -4 Reticul
rip alpha-D-Ribose 1-phosphate D-Ribose 1-phosphate, Ribose 1-phosphate C5H908P -2 Cytosol
R2coa_hs R group 2 Coenzyme A homo sapiens XCO2C21H3IN7015P3S -4 Cytosol
R2coa_hs R group 2 Coenzyme A homo sapiens XCO2C21H31N7015P3S -4 Reticul
R3coa_hs R group 3 Coenzyme A homo sapiens XCO2C21H3IN7015P3S -4 Cytosol
R4coa_hs R group 4 Coenzyme A homo sapiens XCO2C21H31N7015P3S -4 Cytosol
R5coa_hs R group 5 Coenzyme A homo sapiens XCO2C21H3IN7015P3S -4 Cytosol
" D-Ribose 5-phosphate, D-Ribose-5-phosphate,
5p alpha-D-Ribose 5-phosphate Ribose 5-phosphate C5H908P 2 Cytosol
" D-Ribose 5-phosphate, D-Ribose-5-phosphate,
5p alpha-D-Ribose 5-phosphate Ribose 5-phosphate C5H908P 2 Mitochondria
R6coa_hs R group 6 Coenzyme A homo sapiens XCO2C21H31N7015P3S -4 Cytosol
" D-Arabinoketose, D-Arabinulose, D-Erythro-2-
oD D-Ribulose pentulose, D-Riboketose C5H1005 0 Cytosol
rbt Ribitol Adonitol C5H1205 0 Cytosol
rbt Ribitol Adonitol C5H1205 0
retfa fatty acid retinol C20H290FULLR2CO 0 Cytosol
retfa fatty acid retinol C20H290FULLR2CO 0
retinal Retinal Retinene, Vitamin A aldeh_yde,_all—lrans—RetmaL all C20H280 o
trans-Retinene, all-trans-Vitamin A aldehyde
Cytosol
etinal-11-cis cis-11-retinal 11-cis-Retinal;, 11-cis-Retinene, 11-cis-Vitamin A, 1»q ) N
aldehyde; Cytosol
retinal-cis-13 cis-13-retinal C20H280 0 Cytosol
retinal-cis-9 cis-9-retinal C20H280 0 Cytosol
retinol Retinol Vitamin A, Vitamin A1, all-trans-Retinol C20H300 0 Cytosol
retinol Retinol Vitamin A, Vitamin Al, all-trans-Retinol C20H300 0
retinol-9-cis 9-cis-retinol C20H300 0 Cytosol
retinol-9-cis 9-cis-retinol C20H300 0
retinol-cis-11 cis-11-retinol C20H300 0 Cytosol
retinol-cis-11 cis-11-retinol C20H300 0
retinol-cis-13 cis-13-retinol C20H300 0 Cytosol
(all-E)-, (all-E)-3, 2, 3, 4, 6, 6-trimethyl-1-
lohexen-1-yl)- 6-trimethyl-1 1-yl)
6-trimethyl-1-cyclohexene-1-yl)-2, 7-Dimethyl-9-(:
7-dimethyl-9-(2, 8-Nonatetraenoic acid, 8-
ic acid, 8 ic acid (ECL),
AGN 100335, Acide retinoique (French) (DSL),
retn Retinoate German) (EINECS), Retin A, Retinoic acid, Ro 1- [C20H2702 -1
5488, Tretin M, Vitamin A acid, Vitamin Al acid,
all-(E)-Retinoic acid, all-trans-, all-trans-Retinoate,|
all-trans-Retinoic acid, all-trans-Tretinoin, all-tran:
itamin A acid, all-trans-b-Retinoic acid, b-Retinol
acid, trans-Retinoic acid, tretinoin (English,
tretinoine (French) (EINECS)
Cytosol
(all-E)-, (all-E)-3, 2, 3, 4, 6, 6-trimethyl-1-
1-yl)-, 6-trimethyl-1 1-yl)-|
6-trimethyl-1-cyclohexene-1-yl)-2, 7-Dimethyl-9-(:
7-dimethyl-9-(2, 8-Nonatetraenoic acid, 8-
nonatetraenoic acid, 8-nonatetraenoic acid (ECL),
AGN 100335, Acide retinoique (French) (DSL),
retn Retinoate German) (EINECS), Retin A, Retinoic acid, Ro 1- |C20H2702 -1
5488, Tretin M, Vitamin A acid, Vitamin A1 acid,
all-(E)-Retinoic acid, all-trans-, all-trans-Retinoate,
all-trans-Retinoic acid, all-trans-Tretinoin, all-tran:
Vitamin A acid, all-trans-b-Retinoic acid, b-Retinol
acid, trans-Retinoic acid, tretinoin (English,
tretinoine (French) (EINECS)
(all-E)-, (all-E)-3, 2, 3, 4, 6, 6-trimethyl-1-
lohexen-1-yl)- 6-trimethyl-1 1-yl)
6-trimethyl-1-cyclohexene-1-yl)-2, 7-Dimethyl-9-(:
7-dimethyl-9-(2, 8-Nonatetraenoic acid, 8-
nonatetraenoic acid, 8-nonatetraenoic acid (ECL),
AGN 100335, Acide retinoique (French) (DSL),
retn Retinoate German) (EINECS), Retin A, Retinoic acid, Ro 1- [C20H2702 -1

5488, Tretin M, Vitamin A acid, Vitamin Al acid,
all-(E)-Retinoic acid, all-trans-, all-trans-Retinoate,|
all-trans-Retinoic acid, all-trans-Tretinoin, all-tran:
itamin A acid, all-trans-b-Retinoic acid, b-Retinol
acid, trans-Retinoic acid, tretinoin (English,
tretinoine (French) (EINECS)

Nucleus




Abbreviation Name Formula Charge Compartment
(all-E)-, (all-E)-3, 2, 3, 4, 6, 6-trimethyl-1-
1-yl)-, 6-trimethyl-1 1-yl)-|
6-trimethyl-1-cyclohexene-1-yl)-2, 7-Dimethyl-9-(
7-dimethyl-9-(2, 8-Nonatetraenoic acid, 8-
nonatetraenoic acid, 8-nonatetraenoic acid (ECL),
AGN 100335, Acide retinoique (French) (DSL),
retn Retinoate German) (EINECS), Retin A, Retinoic acid, Ro 1- |C20H2702 -1
5488, Tretin M, Vitamin A acid, Vitamin A1 acid,
all-(E)-Retinoic acid, all-trans-, all-trans-Retinoate|
all-trans-Retinoic acid, all-trans-Tretinoin, all-tran:
Vitamin A acid, all-trans-b-Retinoic acid, b-Retinol
acid, trans-Retinoic acid, tretinoin (English,
tretinoine (French) (EINECS)
retncoa retinoyl CoA C41H58N7017P3S -4 Cytosol
retnglc retinoyl glucuronide alI—trans—f{etlnoyl—beta—gIucurumde, retinoate C26H3508 1
Cytosol
retngle retinoyl glucuronide alI—trans—f{etlnoyl—beta—gIucurumde, retinoate 26H3508 1
retnglc retinoyl glucuronide alI—trans—f{etlnoyl—beta—gIucurumde, retinoate C26H3508 1 o
Aquasol A (TN), Retinol palmitate;, Retinyl
re\.palrn [deleted 10/09/2005 Retinyl palminate palmitate;, Vitamin A palmitate;, all-trans-Retinyl |C36H6002 0
06:18:49 PM] itate:
rib-D D-Ribose C5H1005 0 Cytosol
rib-D D-Ribose C5H1005 0
" . . 7,8-Dimethyl-10-ribitylisoalloxazine, Lactoflavin,
ribflv Riboflavin Vitamin B2 C17H20N406 0 Cytosol
ibflv Riboflavin 7.§—D|_methyl—10—r|bltyllsualloxazme. Lactoflavin, C17H20N406 o
Vitamin B2
rnam N-Ribs C11H15N205 1 Cytosol
Rtotal R total CO2FULLR -1 Cytosol
Rtotal R total CO2FULLR -1 Extracellular
Rtotal R total CO2FULLR -1 Lysosome
Rtotal R total CO2FULLR -1 i
Rtotal2 R total 2 position CO2FULLR2 -1 Cytosol
Rtotal2 R total 2 position CO2FULLR2 -1 Extracellular
Rtotal2coa R total 2 coenzyme A CO2FULLR2C21H31N7015P3S [-4 Cytosol
Rtotal2coa R total 2 coenzyme A CO2FULLR2C21H31N7015P3S [-4 " N
Mitochondria
Rtotal2crn R total 2 carnitine CO2FULLR2C7H14NO2 0 Cytosol
Rtotal2crn R total 2 carnitine CO2FULLR2C7H14NO2 0 Mitochondria
Rtotal3 R total 3 position CO2FULLR3 -1 Cytosol
Rtotal3 R total 3 position CO2FULLR3 -1 Extracellular
Rtotal3coa R total 3 Coenzyme A CO2FULLR3C21H31N7015P3S [-4 Cytosol
Rtotal3coa R total 3 Coenzyme A CO2FULLR3C21H31N7015P3S [-4 " N
Mitochondria
Rtotal3crn R total 3 carnitine CO2FULLR3C7H14NO2 0 Cytosol
Rtotal3crn R total 3 carnitine CO2FULLR3C7H14NO2 0 Mitochondria
Rtotalcoa R total Coenzyme A CO2FULLRC21H3IN7015P3S  [-4
Cytosol
Rtotalcoa R total Coenzyme A CO2FULLRC21H3IN7015P3S  [-4 " N
Mitochondria
Rtotalcoa R total Coenzyme A CO2FULLRC21H3IN7015P3S  [-4
Rtotalern R total carnitine CO2FULLRC7H14NO2 0 Cytosol
Rtotalcrn R total carnitine CO2FULLRC7H14NO2 0 Mitochondria
rusp-D D-Ribulose 5-phosphate C5H908P -2 Cytosol
rusp-D D-Ribulose 5-phosphate C5H908P -2
s212fn2m2masn PA6 HpxB1 C90H145N6065X -2
PAG HpxB1 C90H145N6065X -2 Golgi Apparatus
s212fn2m2masn PAG HpxB1 C90H145NB065X -2 Lysosome
s212n2m2m de-Fuc form of PA6 (w/o peptide linkage) C84H136N6062 -2 Cytosol
s212n2m2m de-Fuc form of PAG (w/o peptide linkage) C84H136N6062 -2 Lysosome
de-Fuc form of PA6 C84H135N6061X -2 Extracellul
s212n2m2masn de-Fuc form of PA6 CB4H135NBO61X -2 Lysosome
s212n2m2mn de—F'uc. r_educmg GlcNAc removed form of PA6 (w/o C76H123N5057 7
peptide linkage) Cytosol
s212n2m2mn de—F'uc. r_educmg GlcNAc removed form of PAG (w/o C76H123N5057 7
peptide linkage) Lysosome
s7p 7-phosphats altro-Heptulose 7-phosphate C7H13010P -2 Cytosol
- R i -(L-1,3-Dicarb 1)-L-lysi i€l E
saccrp-L L-Saccharopine N6-(L-1,3 )-L-lysine, pi 1H19N206 1 Mitochondria
sarcs Sarcosine N-Methylglycine C3H7NO2 0 Cytosol
sarcs Sarcosine N-Methylglycine C3H7NO2 0 Extracellular
sarcs Sarcosine N-Methylglycine C3H7NO2 0 I i
sarcs Sarcosine N-Methylglycine C3H7NO2 0
. Clucitol, D-Glucitol, D-Sorbit, D-Sorbitol, Glucitol
<00 D-Sorbitol Gulitol, L-gulitol, Sorbite C6H1406 0 Cytosol
seahcys Se-Adenosylselenohomocysteine C14H20N605Se 0 Cytosol
seahcys il C14H20N605Se 0 Nucleus
seasmet Se-Adenosylselenomethionine C15H23N605Se 1 Cytosol
seasmet ionil C15H23N605Se 1 Nucleus
sel Selenate Selenate, Selenic acid 04Se -2 Cytosol
sel Selenate Selenate, Selenic acid 04se -2 Extracellular
selcys Selenocysteine C3H7NO2Se 0 Cytosol




Abbreviation Name Formula Charge Compartment
selcyst C7H14N204Se o Cytosol
selhcys Selenohomocysteine C4HINO2Se 0 Cytosol
selmeth ionil C5H11NO2Se 0 Cytosol
seln Selenide Hydrogen selenide, Selenide HSe -1 Cytosol
selnp H203PSe -1 Cytosol
Ser/Thr pro!eln-llnked serine or threonine residue (O-glycosylation XH o .
site) Golgi Apparatus
Ser/Thr pro!eln-llnked serine or threonine residue (O-glycosylation XH o
site) Lysosome
ser-D D-Serine D-2-Amino-3-hydroxypropanoic acid C3H7NO3 0 Cytosol
ser-D D-Serine D-2-Amino-3-hydroxypropanoic acid C3H7NO3 0 Extracellular
Ser-Gly/Ala-X-Gly pro!eln-llnked serine residue (glycosaminoglycan attachmerjt XH o
site) Lysosome
Ser-Gly/Ala-X-Gly pro!eln-llnked serine residue (gl XH o
site)
ser-L L -Serine L-Z-Am|n0-3-hydr0xypr0p|on|c acid, L-3-Hydrox) C3HTNO3 o
alanine, Ser Cytosol
ser-L L -Serine L-Z-Am|n0-3-hydr0xypr0p|on|c acid, L-3-Hydrox) C3HTNO3 o
alanine, Ser Extracellular
ser-L L -Serine L-Z-Am|n0-3-hydr0xypr0p|on|c acid, L-3-Hydrox) C3HTNO3 o . .
alanine, Ser Mitochondria
ser-L L -Serine L-2- Amlno-s-hydroxyproplonlc acid, L-3-Hydrox) C3HTNO3 o
alanine, Ser
Sfglutth S-Formylglutathione C11H16N307S -1 Cytosol
sgalside_hs sulfatide galactocerebroside (homo sapiens) galatocerebroside 3-sulfate C24H45NO10SFULLRCO -1 Cytosol
sgalside_hs sulfatide galactocerebroside (homo sapiens) galatocerebroside 3-sulfate C24H45NO10SFULLRCO -1 Golgi Apparatus
sgalside_hs sulfatide galactocerebroside (homo sapiens) galatocerebroside 3-sulfate C24H45NO10SFULLRCO -1 Lysosome
sI-L L-sulfolactate (S)-3-sulfolactate C3H406S -2 Cytosol
sI-L L (S)-3- C3H4065 -2 Extracellu
sI-L L-sulfolactate (S)-3-sulfolactate C3H406S -2 i i
503 Sulfite Sulfurous acid 03s -2 Cytosol
s03 Sulfite Sulfurous acid 038 -2 i
504 Sulfate Sulfuric acid 04s -2 Cytosol
s04 Sulfate Sulfuric acid 048 -2
504 Sulfate Sulfuric acid 04s -2 Lysosome
s04 Sulfate Sulfuric acid 048 -2 i i
s04 Sulfate Sulfuric acid 048 -2
spc_hs sphingosylphosphorylcholine (homo sapiens) C23H50N205P 1 Cytosol
spc_hs hi Icholine (homo sapiens) C23H50N205P 1
sphlp Sphinganine 1-phosphate Dihydrosphingosine 1-phosphate C18H39NOSP -1 Cytosol
sphip i 1-phosphate Dil ingosine 1-phosphat C18H39NO5P -1 Extracellular
sphlp Sphinganine 1-phosphate Dihydrosphingosine 1-phosphate C18H39NO5P -1 ic Reticul
. - 2-Amino-1, 3-dihydroxyoctadecane,
sphgn Sphinganine Dil - 2 C18H40NO2 1 Cytosol
sphgn Sphinganine ZEA mino-L, 3-dinydroxyoctadecane, C18H40NO2 1 o
sphings Sphingoid C18H38NO2 1 Cytosol
sphings Sphingosine Sphingoid C18H38NO2 1 Lysosome
sphings i i Sphingoid C18H38NO2 1 i
sphmylIn_hs sphingomyelin (homo sapiens) C23H48N205PFULLRCO 0 Cytosol
sphmyin_hs lin (homo sapiens) C23H48N205PFULLRCO o Golgi Apparatus
sphmylIn_hs sphingomyelin (homo sapiens) C23H48N205PFULLRCO 0 Lysosome
sphsip Sphingosine 1-phosphate Sphing-4-enine 1-phosphate, Sphingosine 1- C18H37NOSP -1 Cytosol
sphsip Sphingosine 1-phosphate Sphing-4-enine 1-phosphate, Sphingosine 1- C18H37NOSP -1
sphsip Sphingosine 1-phosphate Sphing-4-enine 1-phosphate, Sphingosine 1- C18H37NOSP -1 o
spmd idil N-(3-Aminopropyl)-1,4-butane-diamine C7H22N3 3 Cytosol
sprm Spermine 4 iamine, N, N'-Bis(_ inopropyl)-1 C10H30N4 4 Cytosol
sql Squalene Spinacene, Supraene C30H50 0 Reticul
srtn Serotonin 3-(2-Aminoethyl)-1H-indol-5-ol, 5- C10H13N20 1
Hydroxytrypt 3 Cytosol
srtn Serotonin 3-(2-Aminoethyl)-1H-indol-5-ol, 5- C10H13N20 1
Hydroxytrypt 3
Ssq23epx (5)-Squalene-2,3-epoxide (9)-2, 3-Epoxysqualene, 3-epoxide, 3-oxide, C30H500 o )
Squalene 2 Reti
y oy " alpha-N-Acetylneuraminyl-2,3-beta-D-galactosyl- B
sT_antigen sialyl-T antigen 1,3-N-acetyl-alpha-D-galactosaminyl-R C25H40N2018X 1 .
Golgi Apparatus
stcoa Stearoyl-CoA (n-C18:0C0A) O 1-CoA, Stearyl-CoA C39HB66N7017P3S -4 Cytosol
stcoa Stearoyl-CoA (n-C18:0CoA) Octadecanoyl-CoA, Stearyl-CoA C39H66N7017P3S -4 I
stcoa Stearoyl-CoA (n-C18:0CoA) O 1-CoA, Stearyl-CoA C39HB66N7017P3S -4
stern stearoylcarnitine C25H49NO4 0 Cytosol
stcrn stearoylcarnitine C25H49NO4 0 Mitochondria
I 6-alpha-N- X
sTn_antigen sialyl-Tn antigen D- alactoszalminyl)- Iycoprotein N-acety| C19H30N2013X -1
Y Vi)-glycop Golgi Apparatus
strchl starch, structure 1 (1,6-{7[1,4-GIc], 4[1,4-GIc]}) C66H112056 0
strch2 starch, structure 2 (1,6-{2[1,4-GIc], [1,4-GIc]}) C18H32016 0 Extracellular
strdnc stearidonic acid C18:4, n-3 ic acid, octadeca-6,9,12,15-tets aciC18H2702 -1
Cytosol
strdnc stearidonic acid C18:4, n-3 ic acid, octadeca-6,9,12,15-tets acidC18H2702 -1
Extracellular
| coenzyme A stearidonic acid CoA, stearidonic acid coenzyme A{C39H58N7017P3S -4 Cytosol
strdnccoa stearidonyl coenzyme A stearidonic acid CoA, stearidonic acid coenzyme A{C39H58N7017P3S -4

Mitochondria




Abbreviation Name Formula Charge Compartment
strdnccoa stearidonyl coenzyme A stearidonic acid CoA, stearidonic acid coenzyme A|C39H58N7017P3S -4 Peroxisome
strdncern | carnitine stearidonic acid carnitine C25H41NO4 0 Cytosol
strdncern stearidonyl carnitine stearidonic acid carnitine C25H41NO4 0 I
suce Succinate Bn{tanedlumc acid, Ethylenesuccinic acid, Succinic| C4H4O4 B

acid Cytosol
succ Succinate y acid, acid, Succinic C4H404 -2
acid
suce Succinate chn:;anedmmc acid, Ethylenesuccinic acid, Succinic| C4H4O4 B
succ Succinate y acid, acid, Suecinic C4H404 -2 |
acid Retl
suce Succinate Bn{tanedlumc acid, Ethylenesuccinic acid, Succinic| C4H404 B )
acid Peroxisome
succoa Succinyl-CoA Succinyl coenzyme A, succino-1-yl-coenzymeA  |C25H35N7019P3S -5
sucr Sucrose L-alpha-D-glucopyranosyl-2-beta-D- C12H22011 0
Cane sugar, , Sugar
sucsal Succinic 4-O: Succinate C4H503 -1 Mitochondri
Core 1, protein D-galactosyl-1,3-N-acetyl-D-
. . ine, beta-D-Gal 1-1,3-N-acetyl-D-
T_antigen T antigen (core 1) galactosaminyl-R, beta-D-Galactosyl-1,3-N-acetyl C14H24NO10X 0
alpha-D-galactosaminyl-R .
Golgi Apparatus
i Methyl-5-i 2.5-dienoyl P
t2m26dcoa % ) 0A C31H46N7017P3S 4 Mitochondria
t2m26dcoa tr Methyl-5-i ) 2,5-di I-CoA C31H46N7017P3S -4
N " 4-Coumarate, 4-Hydroxycinnamate, 4-
T4hcinnm trans-4-Hydroxycinnamate Hydroxycinnamic acid, p-Coumaric acid C9H703 -1 Cytosol
N . 4-Coumarate, 4-Hydroxycinnamate, 4-
Tancinnm trans-4-Hydroxycinnamate Hydroxycinnamic acid, p-Coumaric acid COHTO3 L Mitochondria
tag_hs triacylglycerol (homo sapiens) C3HSFULLRCO2FULLR2CO2F 0
2! s P ULLR3CO2 Cytosol
tag_hs triacylglycerol (homo sapiens) C3HSFULLRCOZFULLR2CO2F 0
2! e piens) ULLR3CO2 Extracellular
taglp-D D-Tagatose 1-phosphate C6H1109P -2 Cytosol
tagat-D D-Tagatose lyxo-Hexulose C6H1206 0 Cytosol
tagat-D D-Tagatose lyxo-Hexulose C6H1206 0
taur Taurine 2 i ic acid C2H7NO3S 0 Cytosol
taur Taurine 2-Aminoethanesulfonic acid C2H7NO3S 0
taur Taurine 2-Amil ic acid C2H7NO3S 0
" LipoPac, Onxol, Paxceed, TAXOL, Taxol A
taxol paclitael [MeSH: Paclitaxel], paclitaxel [MeSH: Paclitaxel] CATHIINOL4 0
Cytosol
" LipoPac, Onxol, Paxceed, TAXOL, Taxol A
taxol paclitaxel [MeSH: Paclitaxel], paclitaxel [MeSH: Paclitaxel] CATH3INO14 0
Extracellular
5-beta-cholanic acid-3-alpha-7-alpha-12-alpha-tri
tchola taurocholic acid N-(2-sulphoethyl-amide), Cholyltaurine, C26H45NO7S 0
Taurocholate, Taurocholic acid, bile acid
Cytosol
5-beta-cholanic acid-3-alpha-7-alpha-12-alpha-tri
tchola taurocholic acid N-(2-sulphoethyl-amide), Cholyltaurine, C26H45NO7S 0
Taurocholate, Taurocholic acid, bile acid
Extracellular
5-beta-cholanic acid-3-alpha-7-alpha-12-alpha-tri
tchola taurocholic acid N-(2-sulphoethyl-amide), Cholyltaurine, C26H45N0O7S 0
Taurocholate, Taurocholic acid, bile acid
teynt Thiocyanate Thiocyanate, Thiocyanic acid CNS -1 Cytosol
teynt Thiocyanate Thiocyanate, Thiocyanic acid CNS -1 Extracellular
teynt Thiocyanate Thiocyanate, Thiocyanic acid CNS -1 I i
tdchola T holate, bile acid C26H45NO6S 0 Cytosol
tdchola taurochenodeoxycholate Taurochenodeoxycholate, bile acid C26H45NO6S 0
tdchola T: holate, bile acid C26H45N06S 0
tdcoa Tetradecanoyl-CoA (n-C14:0CoA) Myristoyl-CoA C35H58N7017P3S -4 Cytosol
tdcoa T CoA (n-C14:0CoA) Myristoyl-CoA C35H58N7017P3S -4 Mitochondri;
tdcoa Tetradecanoyl-CoA (n-C14:0CoA) Myristoyl-CoA C35H58N7017P3S -4 Peroxisome
tdeACP cis-tetradec-7-enoyl-[acyl-carrier protein] (n-C14:1) Tetradecenoyl-ACP (n-C 14:1ACFT)‘ Cismyristol T4 o 45N208PRS -1
eoyl-[acyl-carrier protein] (n-C14:1)

Cytosol
tethex3 ic acid, n-3 C24H3502 -1 Cytosol
tethex3 tetracosahexaenoic acid, n-3 C24H3502 -1
tethex3coa coenzyme A C45H66N7017P3S -4 Cytosol
tethex3coa tetracosahexaenoyl coenzyme A C45HB6N7017P3S -4 Peroxisome
tetpent3 ic acid, n-3 C24H3702 -1 Cytosol
tetpent3 tetracosapentaenoic acid, n-3 C24H3702 -1

coenzyme A, n-3 C45H68N7017P3S -4 Cytosol
tetpent3coa coenzyme A, n-3 C45H68N7017P3S -4 I
coenzyme A, n-3 C45H68N7017P3S -4
tetpent3crn tetracosapentaenoy! carnitine C31H51NO4 0 Cytosol
carnitine C31H51NO4 0 Mitochondri;
tetpent6 tetracosapentaenoic acid, n-6 -6, ic acid C24H3702 -1
P P ' n-6 Cytosol
L n-6, ic acid|
tetpent6 tetracosapentaenoic acid, n-6 -6 C24H3702 -1 Extracellular
tetpent6coa tetracosapentaenoyl coenzyme A, n-6 C45H68N7017P3S -4 Cytosol
coenzyme A, n-6 C45H68N7017P3S -4 Mitochondri;
tetpent6coa tetracosapentaenoyl coenzyme A, n-6 C45H68N7017P3S -4 Peroxisome




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
carnitine C31H51NO4 0 Cytosol
tetpentécrn tetracosapentaenoy! carnitine C31H51NO4 0 I
tettet6 ic acid n-6 C24H3902 -1 Cytosol
tettet6 tetracosatetraenoic acid n-6 C24H3902 -1
coenzyme A C45H70N7017P3S -4 Cytosol
tettetbcoa tetracosatetraenoyl coenzyme A C45H70N7017P3S -4 i
enoyl coenzyme A C45H70N7017P3S -4
tettet6ern Tetracosatetraenoyl carnitine tetracosatraenoic acid carnitine C31H53N0O4 0 Cytosol
tettetécrn T carnitine iic acid carnitine C31H53NO4 0 Mitochondri
2-Amino-6-(1,2-dihydroxypropyl)-5,6,7,8-
thbpt Tetrahydrobiopterin tetrahydoro-4(1H)-pteridinone, 5,6,7,8- C9H15N503 0
Tetrahydrobiopterin, Tetrahydrobiopterin
Cytosol
2-Amino-6-(1,2-dihydroxypropyl)-5,6,7,8-
thbpt Tetrahydrobiopterin tetrahydoro-4(1H)-pteridinone, 5,6,7,8- C9H15N503 0
Tetrahydrobiopterin, Tetrahydrobiopterin
Nucleus
thbptdacam Tetrahydrobiopterin-4a-carbinolamine C9H15N504 0 Cytosol
ihcholoylcoa 3alpha, Talpha,24-Trihydroxy-Sbeta-cholestanoyl-Coa ~ [<ciPna:7alpha 24-Trihydroxy-Sbeta-cholestanoyl- | yg11767020p35 -4 )
CoA Peroxisome
thcholst 3alpha,7alpha 12alphaTrihydroxy-Sheta-cholestan-26-al |- Pha-7-alpha-12-alpha-trihydroxy-S-beta- 74604 o
cholestan-26-al
3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-
cholestanoic acid, 3alpha,7alpha, 12alpha-
thcholstoic 3alpha,7alpha,12alpha-Trihydroxy-5beta-cholestanoate Trihydroxy-5beta-cholestan-26-oate, C27H4505 -1
3alpha,7alpha,12alpha-Trihydroxy-5beta-
cholestanoate
3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-
cholestanoic acid, 3alpha,7alpha, 12alpha-
thcholstoic 3alpha,7alpha,12alpha-Trihydroxy-5beta-cholestanoate Trihydroxy-5beta-cholestan-26-oate, C27H4505 -1
3alpha,7alpha,12alpha-Trihydroxy-5beta-
cholestanoate o
3-alpha-7-alpha-12-alpha-trihydroxy-5-beta-
cholestanoic acid, 3alpha,7alpha, 12alpha-
thcholstoic 3alpha,7alpha,12alpha-Trihydroxy-5beta-cholestanoate Trihydroxy-5beta-cholestan-26-oate, C27H4505 -1
3alpha,7alpha,12alpha-Trihydroxy-5beta-
cholestanoate .
Peroxisome
" N . Gal(alpha 1->4)-Gal(beta 1->4)-Glc-Cer, Gal-Gal-
thcrm_hs trihexosyl ceramide (homo sapiens) Glc-Cer, Gal-Gal-Glu-Cer C36H66NO17FULLRCO 0 Cytosol
" N . Gal(alpha 1->4)-Gal(beta 1->4)-Glc-Cer, Gal-Gal-
thcrm_hs trihexosyl ceramide (homo sapiens) Glc-Cer, Gal-Gal-Glu-Cer C36H66NO17FULLRCO 0 Golgi Apparatus
thcys Thiocysteine Thiocysteine C3H7NO2S2 0 Cytosol
(6S)-THFA, (6S)-Tetrahydrofolate, (6S)-
thf 5,6,7,8-Tetrahydrofolate Tetrahydrofolic acid, THF, Tetrahydrofol: C19H21N706 -2
Tetrahydrofolic acid Cytosol
(6S)-THFA, (6S)-Tetrahydrofolate, (6S)-
thf 5,6,7,8-Tetrahydrofolate Tetrahydrofolic acid, THF, Tetrahydrofol: C19H21N706 -2
Tetrahydrofolic acid Extracellular
(6S)-THFA, (6S)-Tetrahydrofolate, (6S)-
thf 5,6,7,8-Tetrahydrofolate Tetrahydrofolic acid, THF, Tetrahydrofol: C19H21N706 -2
Tetrahydrofolic acid Lysosome
(6S)-THFA, (6S)-Tetrahydrofolate, (6S)-
thf 5,6,7,8-Tetrahydrofolate Tetrahydrofolic acid, THF, Tetrahydrofol: C19H21N706 -2
Tetrahydrofolic acid Mitochondria
thm Thiamin Aneurin, Antiberiberi factor, Thiamine, Vitamin BJC12H17N40S 1 Cytosol
thm Thiamin Aneurin, Antiberiberi factor, Thiamine, Vitamin BJC12H17N40S 1
Extracellular
thm Thiamin Aneurin, Antiberiberi factor, Thiamine, Vitamin BJC12H17N40S 1 " N
Mitochondria
_— TMP, Thiamin phosphate, Thiamine
thmmp | Thiamin monophosphate Thiamine phosphate C12H16N404PS -1 Cytosol
_— TMP, Thiamin phosphate, Thiamine
thmmp | Thiamin monophosphate Thiamine phosphate C12H16N404PS -1 Extracellul
_— TMP, Thiamin phosphate, Thiamine
thmmp | Thiamin monophosphate Thiamine phosphate C12H16N404PS -1 Mitochondri
thmpp Thiamine diphosphate TP, ThPP, Thiamin diphosphate, Thiamin C12H16N407P2S -2
Cytosol
thmpp Thiamine diphosphate TP, ThPP, Thiamin diphosphate, Thiamin C12H16N407P2S 2 § .
Mitochondria
thmtp Thiamin triphosphate Thiamine triphosphate C12H16N4010P3S -3 Cytosol
thmtp Thiamin Thiamine tri C12H16N4010P3S -3
thp2c 2,3,4,5-Tetrahydropyridine-2-carboxylate (R)-2,3,4,5-Tetrahydropyridine-2-carboxylate, deltge, o o\ ) -1
6-Piperideine-2-L-carboxylate
Cytosol
. o (R)-2,3,4,5-Tetrahydropyridine-2-carboxylate, deltg- »
thp2c 2,3,4,5-Tetrahydropyridine-2-carboxylate 6-Piperideine-2-L-carboxylate C6HBNO2 1
thr-L L-Threonine 2-Amino-3-hydroxybutyric acid, Thr C4HINO3 0 Cytosol
thr-L L-Threonine 2-Amino-3-hydroxybutyric acid, Thr C4HINO3 0 Extracellular
thrt L-Threonate L-Threonic acid C4H705 -1 Cytosol
thym Thymine 2,4-Dihydroxy-5-methylpyrimidine, T, Thy C5H6N202 0 Cytosol
thym  Thymine 2,4-Dihydroxy-5-methylpyrimidine, T, Thy C5HE6N202 0
thymd Thymidine 2'-Deoxythymidine, Deoxythymidine, dT C10H14N205 0 Cytosol
thymd Thymidine 2'-Deoxythymidine, Deoxythymidine, dT C10H14N205 0
thymd Thymidine 2'-Deoxythymidine, Deoxythymidine, dT C10H14N205 0 Lysosome
thymd [ Thymidine 2'-Deoxythymidine, Deoxythymidine, dT C10H14N205 0 i i




Abbreviation Metabolite Name Synonyms Formula Charge Compartment
3,5,3'5"- Tetraiiodo-L-thyronine, O-(4-Hydroxy-3,5
thyox-L. L-Thyroxine diidophenyl)-3,5-diiodo-L-tyrosine, T4, Thyroxine{C15H1114NO4 0
thyroid hormone
Cytosol
3,5,3'5"- Tetraiiodo-L-thyronine, O-(4-Hydroxy-3,5
thyox-L. L-Thyroxine diidophenyl)-3,5-diiodo-L-tyrosine, T4, Thyroxine{C15H1114NO4 0
thyroid hormone
tmlys N6,N6,N6-Trimethyl-L-lysine N6,N6,N6-Trimethyl-L-lysine C9H20N202 o Cytosol
tmlys N6,N6,N6-Trimethyl-L-lysine N6,N6,N6-Trimethyl-L-lysine C9H20N202 0 Reticul
(52,8Z,11Z,14Z,177)-Eicosapentaenoate,
5,8,11,14,17-Eicosapentaenoic acid,
(52,82,11Z,142,177)-, 5,8,11,14,17-
tmndnc timnodonic acid C20:5, n-3 Icosapentaenoic acid, Eicosapentaenoic acid, C20H2902 -1
ic acid,
[INN-Latin], Timnodonic acid, cis-5,8,11,14,17-
Eicosapentaenoic acid
Cytosol
(52,8Z,11Z,14Z,177)-Eicosapentaenoate,
5,8,11,14,17-Eicosapentaenoic acid,
(52,82,11Z,142,177)-, 5,8,11,14,17-
tmndnc timnodonic acid C20:5, n-3 Icosapentaenoic acid, Eicosapentaenoic acid, C20H2902 -1
iic acid,
[INN-Latin], Timnodonic acid, cis-5,8,11,14,17-
Eicosapentaenoic acid
| coenzyme A C41HB0N7017P3S -4 Cytosol
coenzyme A C41HB0N7017P3S -4 I
| coenzyme A C41H60N7017P3S -4
tmndnccrn Timnodony! carnitine timnodonic acid carnitine C27H43NO4 0 Cytosol
Timnodony! carnitine ic acid carnitine C27H43NO4 0 Mitochondri;
Tn_antigen Tn antigen protein N-acetyl-D: C8H14NO5X 0 Golgi Apparatus
Tn_antigen Tn antigen lycoprotein N-acetyl-D C8H14NO5X o Lysosome
Aglicid, Arkozal, Artosin, Butamide [MeSH:
N N Tolbutamide], Diabetamid, Diabetol [MeSH:
olbutamide olbutamide Tolbutamide], Diabuton, Diasulfon, Dirastan, C12H18N203S 0
tolbutamide [MeSH: Tolbutamide]
Cytosol
Aglicid, Arkozal, Artosin, Butamide [MeSH:
N N Tolbutamide], Diabetamid, Diabetol [MeSH:
olbutamide olbutamide Tolbutamide], Diabuton, Diasulfon, Dirastan, C12H18N203S 0
tolbutamide [MeSH: Tolbutamide]

Extracellular
trdox Oxidized thioredoxin X 0 Cytosol
trdox Oxidized thioredoxin X 0 Mitochondria
trdrd Reduced thioredoxin XH2 0 Cytosol
trdrd Reduced thioredoxin XH2 0 Mitochondria
tre Trehalose alpha, alpha'-Trehalose;, alpha,alpha-Trehalose  [C12H22011 0 Cytosol
tre Trehalose alpha, alpha'-Trehalose;, alpha,alpha-Trehalose  [C12H22011 0

Extracellular

thyronine, 3,5,3'-L-Triiodo-L-
triodthy  Triiodothyronine , 3,5,3" lothyronine, L-3,5,3"- C15H1213NO4 0
Triiodothyronine, Liothyronine, T3
Cytosol
3,3'5-Triiodo-L-thyronine, 3,5,3-L-Triiodo-L-
triodthy  Triiodothyronine hyronine, 3,5,3'-Triiodothyronine, L-3,5,3" C15H1213NO4 0
Triiodothyronine, Liothyronine, T3
Extracellular
IUPAC Name: 2-amino-3-[3 5-diiodo-4-(3-iodo-4-
. . N sulfooxy-phenoxy)-phenyl]-propanoic acid, L-
triodthysuf Triiodothyronine sulfate Tyrosine, 3 ‘iodo»O-(S»iodo-A-(suIfcoxy)pheny--(-:15H1“3N07S 1
31135-55-4, Triiodothyronine sulfuric ester
Cytosol
IUPAC Name: 2-amino-3-[3 5-diiodo-4-(3-iodo-4-
. . " sulfooxy-phenoxy)-phenyl]-propanoic acid, L-
triodthysuf Triiodothyronine sulfate Tyrosine, 3, iodo»O-(S»iodo-A-(suIfcoxy)pheny--(-:15H1“3N07S 1
31135-55-4, Triiodothyronine sulfuric ester
trp-L L-Tryptophan (S)-alph: ino-beta-(3-indolyl)-propionic acid  |C11H12N202 0 Cytosol
trp-L L-Tryptophan (S)-alph: ino-beta-(3-indolyl)-propionic acid  |C11H12N202 0
trypta Tryptamine 3-(2-Aminoethyl)indole C10H13N2 1 Cytosol
ts3 Tachysterol 3 C27H440 0 Cytosol
tststerone Testosterone 17beta-Hydroxy-4-androsten-3-one C19H2802 0 Cytosol
tststerone T 17beta-Hydroxy-4-androsten-3-one C19H2802 0
tststeroneglc testosterone glucuronide C25H3608 0 Cytosol
tststeroneglc testosterone glucuronide C25H3608 0 Extracellular
tststeroneglc testosterone glucuronide C25H3608 0 ic Reticul
tststerones testosterone sulfate 17betac( 2 d-en-3-one, T C19H27058 -1
17-sulphate, Testosterone-17-sulfate
Cytosol
tststerones testosterone sulfate 17betac( 2 d-en-3-one, T C19H27058 -1
17-sulphate, Testosterone-17-sulfate
tsul Thiosulfate Hyposulfite 0352 -2 Cytosol
tsul Thiosulfate Hyposulfite 03S2 -2
tsul Thiosulfate Hyposulfite 0352 -2 Mitochondria
ttccoa tetracosanoyl-CoA (n-C24:0CoA) C45H78N7017P3S -4 Peroxisome




Abbreviation bolite Name Formula Charge Compartment
ttc-ggdp trans,trans,cis-Geranylgeranyl diphosphate trans, tran C20H3307P2 -3 Cytosol
1-tridecanecarboxylic acid;, Myristate, Myristic
Acid;, Myristic acid, Tetradecanoate;, crodacid;,
ttdca tetradecanoate (n-C14:0) emery 655;, hydrofol acid 1495;, hystrene 9014,  |C14H2702 -1
myristic acid, n-Tetradecanoic Acid;, n-tetradecoic
acid;, neo-fat 14;, univol u 3165;
Cytosol
1-tridecanecarboxylic acid;, Myristate, Myristic
Acid;, Myristic acid, Tetradecanoate;, crodacid;,
ttdca tetradecanoate (n-C14:0) emery 655;, hydrofol acid 1495;, hystrene 9014,  |C14H2702 -1
myristic acid, n-Tetradecanoic Acid;, n-tetradecoic
acid;, neo-fat 14;, univol u 3165;
ttdcea (n-C14:1) ic acid C14H2502 -1 Cytosol
ttdcrn tetradecanoy! carnitine C21H41NO4 0 Cytosol
ttdcrn carnitine C21H41NO4 0 Mitochondria
$5,13-dien-1-oic acid, $dienoate, (5Z,13E)-(15S)-
a2 Thromboxane A2 Salpha, Lalpha-Epoxy-15-hyd 5131 c20m3105 1
X romooxane , (52,9alpha, 1alpha, 13E,155)-8,11-Epoxy-15- -
hydroxythromboxa-, Thromboxane A2
Cytosol
$5,13-dien-1-oic acid, $dienoate, (5Z,13E)-(15S)-
a2 Thromboxane A2 Salpha, Lalpha-Epoxy-15-hyd 5131c20m3105 1
X romooxane , (52,9alpha, 1alpha, 13E,155)-8,11-Epoxy-15- -
hydroxythromboxa-, Thromboxane A2
Extracellular
$5,13-dien-1-oic acid, $dienoate, (5Z,13E)-(15S)-
a2 Thromboxane A2 Salpha, Lalpha-Epoxy-15-hyd 5131c20m3105 1
X romooxane , (52,9alpha, 1alpha, 13E,155)-8,11-Epoxy-15- -
hydroxythromboxa-, Thromboxane A2
tym Tyramine 2-(p-Hydroxyphenyl)ethylamine C8H12NO 1 Cytosol
IUPAC Name: 1-(2-aminoethyl)-4-sulfooxy-
tymsf [ Tyramine O-sulfate benzene, Phenol, 4-(2-aminoethyl)-, hydrogen C8H11INO4S 0
sulfate (ester) Cytosol
IUPAC Name: 1-(2-aminoethy!)-4-sulfooxy-
tymsf [ Tyramine O-sulfate benzene, Phenol, 4-(2-aminoethyl)-, hydrogen C8H11INO4S 0
sulfate (ester)
Tyr-194 of apo-glycogenin protein (primer for glycogen
Tyr-gan synthesis) XOH 0 Cytosol
Tyr-gan Tyr-19§ of apo-glycogenin protein (primer for glycogen XOH o
synthesis)
tyr-L L-Tyrosine (8)-2-Amino-3-(p fonic acid, | -q111n03 o
(S)-3-(p-Hydroxyphenyl)alanine Cytosol
tyr-L L-Tyrosine (8)-2-Amino-3-(p fonic acid, | -q111n03 o
y! (S)-3-(p-Hydroxyphenyl)alanine
tyr-L L-Tyrosine (8)-2-Amino-3-(p fonic acid, | -q111n03 o
y! (S)-3-(p-Hydroxyphenyl)alanine
. UDP-GIcNAc, UDP-N-acetylglucosamine,
uacgam UDP-N-acetyl-D-glucosamine common abbr: UDP-NACGIC C17H25N3017P2 -2
Cytosol
. UDP-GIcNAc, UDP-N-acetylglucosamine,
uacgam UDP-N-acetyl-D-glucosamine common abbr: UDP-NACGIC C17H25N3017P2 -2 .
Golgi Apparatus
udp uDP 5 -'untldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3
uridine Cytosol
udp uDP 5 -'untldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3
uridine
udp uDP 5 -'untldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3 _
uridine Golgi Apparatus
udp uDP 5 -'untldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3
uridine Lysosome
udp uDP 5 —'untldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3
uridine
udp uDP 5 —'untldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3
uridine Nucleus
udp uDP 5—' fldyla'te diphosphate, Uridine 5'-diphosphate, COH1IN2012P2 3 )
uridine Retl
udpacgal UDP-N-acetyl-D- UDP-GalNAc C17H25N3017P2 -2 Cytosol
udpacgal UDP-N-acetyl-D-galactosamine UDP-GalNAc C17H25N3017P2 -2 Golgi Apparatus
udpacgal UDP-N-acetyl-D- UDP-GalNAc C17H25N3017P2 -2 Lysosome
udpacgal UDP-N-acetyl-D-galactosamine UDP-GalNAc C17H25N3017P2 -2 ic Reticuli
udpg UDPglucose UDP-D-glucose C15H22N2017P2 -2 Cytosol
udpg UDPglucose UDP-D-glucose C15H22N2017P2 -2 Golgi Apparatus
udpg UDPglucose UDP-D-glucose C15H22N2017P2 -2 i i
udpgal UDPgalactose UDP-D-galactopyranose, UDP-D-galactose C15H22N2017P2 -2 Cytosol
udpgal UDPgalactose UDP-D-galactopyranose, UDP-D-galactose C15H22N2017P2 -2 Golgi Apparatus
udpglcur UDP-D-glucuronate UDP-GIcA, UDPglucuronate C15H19N2018P2 -3 Cytosol
udpglcur UDP-D-glucuronate UDP-GIcA, UDPglucuronate C15H19N2018P2 -3 Golgi Apparatus
udpglcur UDP-D-glucuronate UDP-GIcA, UDPglucuronate C15H19N2018P2 -3 ic Reticul
udpxy! UDP-D-xylose UDP-alpha-D-xylose, UDPxylose C14H20N2016P2 -2 Cytosol
udpxy! UDP-D-xylose UDP-alpha-D-xylose, UDPxylose C14H20N2016P2 -2 Golgi Apparatus
udpxy! UDP-D-xylose UDP-alpha-D-xylose, UDPxylose C14H20N2016P2 -2 i i




Abbreviation Name Formula Charge Compartment
ump UMP ;L:;fﬂ;aﬁﬁéul;;?;niii ;r;}znophosphate. Uriding COH1IN209P 7
phosphate, Uridy Cytosol
ump UMP 5'Uridylic acid, Um_ime_s —m_onophosphate. Uriding COH1IN209P 7
monophosphate, Uridylic acid
ump UMP 5'Uridylic acid, Um_ime_s —m_onophosphate. Uriding COH1IN209P 7
monophosphate, Uridylic acid .
Golgi Apparatus
ump UMP 5'Uridylic acid, Um_ime_s —m_onophosphate. Uriding COH1IN209P B
monophosphate, Uridylic acid
Lysosome
ump UMP 5'Uridylic acid, Um_ime_s —m_onophosphate. Uriding COH1IN209P 7
monophosphate, Uridylic acid
ump UMP 5'Uridylic acid, Um_ime_s —m_onophosphate. Uriding COH1IN209P 7
monophosphate, Uridylic acid
Nucleus
ump UMP 5'Uridylic acid, Um_ime_s —m_onophosphate. Uriding COH1IN209P B
monophosphate, Uridylic acid T
uppg3 Uroporphyrinogen I11 C40H36N4016 -8 Cytosol
ura Uracil 24(LH,3H)-Pyrimidinedione, 24- C4HAN202 o
Di ) e, 2,4-dioxy u
Cytosol
ura Uracil 24(1H,3H)-Pyrimidinedione, 24- CaH4N202 o
Di ) e, 2,4-dioxy u
Extracellular
2,6,8-trioxypurine, 8-Hydroxyxanthine, Lithic acid
urate Urate Uric acid, Uric oxide C5HAN403 0 Cytosol
\rate Urate 2.§.8-!r!uxypyrmez 8-Hydroxyxanthine, Lithic acid C5HANAO3 o
Uric acid, Uric oxide Extracellular
\rate Urate 2.§.8-!r!uxypyrmez 8-Hydroxyxanthine, Lithic acid C5HANAO3 o
Uric acid, Uric oxide
urcan Urocanate 2-?ropen0|c acid, 4-Imidazoleacrylic acid, Urocanif C6HEN202 1
acid Cytosol
urea Urea Carbamide, Carbamimidic acid, Carbonyl diamine, CHANZO o
Isourea, aquadrate Cytosol
urea Urea Carbamide, Carbamimidic acid, Carbonyl diamine, CHANZO o
Isourea, aquadrate Extracellular
urea Urea Carbamide, Carbamimidic acid, Carbonyl diamine, CHANZO o
Isourea, aquadrate
uri Uridine C9H12N206 0 Cytosol
uri Uridine C9H12N206 0 Extracellular
uri Uridine C9H12N206 0 Lysosome
uri Uridine C9H12N206 0 Mitochondria
uri Uridine C9H12N206 0 Nucleus
5'-uridylate triphosphate, Uridine 5'-triphosphate, "
utp uTe Uridine triphosphate, ruTP COHLIN2015P3 4
Cytosol
5'-uridylate triphosphate, Uridine 5'-triphosphate, "
utp uTe Uridine triphosphate, ruTP COHLIN2015P3 4
5'-uridylate triphosphate, Uridine 5'-triphosphate,
utp uTe Uridine triphosphate, ruTP COHLIN2015P3 4
5'-uridylate triphosphate, Uridine 5'-triphosphate,
utp uTe Uridine triphosphate, ruTP COHLIN2015P3 4
Nucleus
\vacc vaccenic acid (E)-Octadec-ll—eno_lc ac'ld, 11-Octadecenoic acid, C18H3302 1
(E)-, 11-octadecenoic acid
Cytosol
\vacc vaccenic acid (E)-Octadec-ll—eno_lc ac'ld, 11-Octadecenoic acid, C18H3302 1
(E)-, 11-octadecenoic acid
vacccoa vaccenyl coenzyme A vaccenyl CoA C39HB64N7017P3S -4 Cytosol
vacccoa vaccenyl coenzyme A vaccenyl CoA C39HB64N7017P3S -4 I
vaccern Vaccenyl carnitine C25H47NO4 0 Cytosol
vaccern Vaccenyl carnitine C25H47TNO4 0 i
. 2-Amino-3 ic acid, 2
val-L L-Valine acid, Val C5H11INO2 0 Cytosol
2-Amino-3 ic acid, 2
val-L L-valine ! ic acid, C5H1INO2 o
acid, Val
2-Amino-3 ic acid, 2
val-L L-valine ! ic acid, C5H1INO2 o
acid, Val
vitd2 Vitamin D2 Calciferol (TN);, Drisdol (TN), Ergocalciferol; C28H440 0 Cytosol
vitd2 Vitamin D2 Calciferol (TN);, Drisdol (TN), Ergocalciferol; C28H440 0
vitd2 Vitamin D2 Calciferol (TN);, Drisdol (TN), Ergocalciferol; C28H440 0
vitd3 Vitamin D3 C27H440 0 Cytosol
vitd3 Vitamin D3 C27H440 0
vitd3 Vitamin D3 C27H440 0 Mitochondria
\wharachd w-hydroxyl arachidonic acid omega hydroxylated arachidonic acid C20H3103 -1 ic Reticul
whddca omega hydroxy (n-C12:0) omega hydroxy lauric acid C12H2303 -1 Cytosol
\whddca omega hydroxy dodecanoate (n-C12:0) lomega hydroxy lauric acid C12H2303 -1
whhdca omega hydroxy (n-C16:0) omega hydroxy palmitic acid C16H3103 -1 Cytosol
\whhdca omega hydroxy hexadecanoate (n-C16:0) lomega hydroxy palmitic acid C16H3103 -1
whtststerone \w hydroxy testosterone omega hydroxy testosterone C19H2803 0 Cytosol
whtststerone \w hydroxy testosterone omega hydroxy testosterone C19H2803 0
whtststerone \w hydroxy testosterone lomega hydroxy testosterone C19H2803 0
whttdca omega hydroxy tetradecanoate (n-C14:0) omega hydroxy myristic acid C14H2703 -1 Cytosol




Abbreviation Name Formula Charge Compartment
whttdca omega hydroxy (n-C14:0) omega hydroxy myristic acid C14H2703 -1 Extracellul
xan Xanthine 2,6-Dioxopurine C5H4N402 0 Cytosol
xan Xanthine 2,6-Di C5H4N402 0 i
- (9-D-Ribosylxanthine)-5'-phosphate, XMP, P
xmp Xanthosine 5'-phosphate Xanthylic acid C10H11N4O9P 2 Cytosol
Cerebrosterol, Cholest-5-ene-3,24-diol, Cholest-5-
x0l240h 24-Hydroxycholesterol ene-3,24-diol, (3beta,24S)- C27H4602 0
_Cholestene-3bet holest-5 bet
x0l250h 25-Hydroxycholesterol zi(():l 125-diol, Cl 2 C27H4602 0
xo0l270h 27-Hydroxycholesterol 27-Hydroxycholesterol, 5-Cholesten-3beta,27-diol {C27H4602 0 Mitochondria
xo0l270h 27-Hydroxycholesterol 27-Hydroxycholesterol, 5-Cholesten-3beta,27-diol {C27H4602 0
7alpha-Hydroxycholesterol, Cholest-5-ene-
x0l7a 7 alpha-Hydroxycholesterol 3beta, 7alpha-diol C27H4602 0
xol7ah 7alpha-Hydroxy-5beta-cholestan-3-one 5-beta-cholestan-7-alpha-ol-3-one C27H4602 0 Cytosol
3alpha, 7alpha-Dihydroxy-5beta-cholestane, 5-beta:
xol7ah2 3alpha, 7alpha-Dihydroxy-5beta-cholestane cholestan-3-alpha-7-alpha-diol, Sbeta-cholestane- |C27H4802 0
3alpha, 7alpha-diol
Cytosol
3alpha, 7alpha-Dihydroxy-5beta-cholestane, 5-beta-
xol7ah2 3alpha, 7alpha-Dihydroxy-5bet I Ipha-7-alpha-diol, Sbets C27H4802 o
3alpha, 7alpha-diol
3alpha, 7alpha-Dihydroxy-5beta-cholestane, 5-beta:
xol7ah2 3alpha, 7alpha-Dihydroxy-5bet holestan-3 pha-diol, Sbet C27H4802 0
3alpha, 7alpha-diol -
xol7ah2al 3alpha, 7alpha-Dihydroxy-5beta-cholestan-26-al 3alpha, 7alpha-Dihydroxy-5beta-cholestan-26-al  |C27H4603 0
N 3alpha, 7alpha,26-Trihydroxy-5beta-cholestane,
xol7ah3 3alpha,7alpha,26-Trihydroxy-5beta-cholestane Sheta-Cholestane-3alpha, 7alpha, 26-triol C27H4803 0
xo0l7aone 7alpha-Hydroxycholest-4-en-3-one 4-cholesten-7-alpha-ol-3-one C27H4402 0 Cytosol
xol7aone 7alpha-Hydroxycholest-4-en-3-one 4-cholesten-7-alpha-ol-3-one C27H4402 0 Reticul
N " 4-cholestan-7-alpha-12-alpha-diol-3-one,
xoldiolone 7alpha,12alpha-Dihydroxycholest-4-en-3-one 7alpha, 12alpha-Dihydroxycholest-4-en-3-one C27H4403 0
Cytosol
Idiol Ipha, 12zlpha-Dihydroxychol 3 d-cholestan-7-alpha-12-alpha-diol-3-one, c27H4403 o
xoldiolone 7alpha,12alpha-Dihydroxycholest-4-en-3-one 7alpha L2alpha-Dihydroxycholest-4-en-3-one 7HA4
) ’ 4-cholestan-7-alpha-12-alpha-diol-3-one,
xoldiolone 7alpha,12alpha-Dihydroxycholest-4-en-3-one 7alpha, 12alpha-Dihydroxycholest-4-en-3-one C27H4403 0 o
) ’ 5-beta-cholestan-7-alpha-12-alpha-3-one,
xoldioloneh 7alpha,12alpha-Dihydroxy-5beta-cholestan-3-one 7alpha, 12alpha-Dihydroxy-Sbeta-cholestan-3-one C27H4603 0 oyl
xolest_hs cholesterol ester Cholesterol ester C27H45XC0O2 0 Cytosol
xolest_hs cholesterol ester Cholesterol ester C27H45XC02 0
xolest_hs cholesterol ester Cholesterol ester C27H45XC02 0
xolest2_hs cholesterol ester (from FULLR2) C27H45FULLR2CO2 0 Cytosol
xolest2_hs cholesterol ester (from FULLR2) C27H45FULLR2CO2 0 Extracellular
xoltetrol 3alpha,7alpha,12alpha,26-Tetrahydroxy-5beta-cholestane C27H4804 0 Mitochondria
xoltri24 7-alpha,24(S)-Dihydroxycholesterol 5-Cholesten-3-beta, 7 alpha, 24(S)-triol C27H4603 0 Cytosol
xoltri24 7-alpha,24(S)-Dihydroxycholesterol 5-Cholesten-3-heta, 7 alpha, 24(S)-triol C27H4603 0 Extracellular
xoltri24 7-alpha,24(S)-Dihydroxycholesterol 5-Cholesten-3-beta, 7 alpha, 24(S)-triol C27H4603 0 ic Reticul
xoltri25 7-alpha,25-Dihydroxycholesterol 5-Cholesten-3-heta, 7 alpha, 25-triol C27H4603 0 Cytosol
xoltri25 7-alpha,25-Dihydroxycholesterol 5-Cholesten-3-beta, 7 alpha, 25-triol C27H4603 0
xoltri25 7-alpha,25-Dihydroxycholesterol 5-Cholesten-3-beta, 7 alpha, 25-triol C27H4603 o
xoltri27 7-alpha,27-Dihydroxycholesterol 5-Cholesten-3-beta, 7 alpha, 27-triol C27H4603 0 Cytosol
xoltri27 7-alpha,27-Dihydroxycholesterol 5-Cholesten-3-heta, 7 alpha, 27-triol C27H4603 0 Extracellular
xoltri27 7-alpha,27-Dihydroxycholesterol 5-Cholesten-3-beta, 7 alpha, 27-triol C27H4603 0 ic Reticul
3alpha,7alpha,12alpha-Trihydroxy-5beta-
xoltriol 3alpha,7alpha,12alpha-Trihydroxy-5bet: 5-beta-cholest: ha-7-alpha-12- |C27H4803 0
alpha-triol Cytosol
3alpha,7alpha,12alpha-Trihydroxy-5beta-
xoltriol 3alpha,7alpha,12alpha-Trihydroxy-5bet: S-beta-cholest: ha-7-alpha-12- |C27H4803 0
alpha-triol
3alpha,7alpha, 12alpha-Trihydroxy-5beta-
xoltriol 3alpha,7alpha,12alpha-Trihydroxy-5bet: 5-beta-cholestan-3-alpha-7-alpha-12- |C27H4803 0
alpha-triol ic Reticul
xser Xyl-L-Ser (protein) C5H904X 0 Golgi Apparatus
xser Xyl-L-Ser (protein) C5H904X 0 ic Reticul
xtp XTP C10H11N4015P3 -4 Cytosol
xtsn Xanthosine C10H12N406 0 Cytosol
xu1p-D D-Xylulose 1-phosphate C5H908P -2 Cytosol
xu5p-D D-Xylulose 5-phosphate C5H908P -2 Cytosol
xyl-D D-Xylose \Wood sugar C5H1005 0 Cytosol
xyl-D D-Xylose \Wood sugar C5H1005 0
xyl-D D-Xylose \Wood sugar C5H1005 0 Lysosome
xylnt L-Xylonate L-xylonic acid C5H906 -1 Cytosol
xylt Xylitol C5H1205 0 Cytosol
xylt Xylitol C5H1205 0
xylu-D D-Xylulose D-Lyxulose, D-threo-Pentulose C5H1005 0 Cytosol
xylu-L L-Xylulose L-Lyxulose, L-threo-Pentulose C5H1005 0 Cytosol
7,8-Dimethyltocol, 7,8-Dimethyltocolo-
yvite gamma-Tocopherol CCRIS 3610, CCRIS 4506, E-MI C28H4802 0

80, Methyltocols, TOCOPHEROL, gamma-
Tokoferol, o-Xylotocopherol

Cytosol




Abbreviation

Metabolite Name

Synonyms

Formula
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Compartment

7,8-Dimethyltocol, 7,8-Dimethyltocolo-

CCRIS 3610, CCRIS 4506, E-MI.

yvite gamma:-Tocopherol 80, Methyltocols, TOCOPHEROL, gamma- C28H4802
Tokoferol, o-Xylotocopherol
zym_int2 zymosterol i iate 2 C27H420
zymst zymosterol delta8,24-Cholestadien-3beta-ol C27H440 Reticul
ymstnl Zymostenol 5alpha-Cholest-8-en-3beta-ol, Cholestenol, C27H460

Lathosterol, Zymostenol






