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Compound Mame Farmula Mass [Anion|Cation [AT (min} [CAS|ChemSpider [HMP KEGG |LMP [IJPAC Mame | Specta
(5 -1-Pyrmoline-S-carboglate CSHTMOE 11304768 ]| [ 1.893| 03z 1]
10-Formyftetmhydrofolate C20HZINTOT 27318580 [ | I 12696 HMDB00572 |C00234 ]
3Phosphoghycernic 26d C3HTOTF iBsgEeH | 3109 HMDB00807 |CO0557 1]
4 Hydroeoprofine CSHIMOE 3oseE | T 3.251 HMDB00725 [C01157 ]
5, 10-Methenyhetrahydrofolate C20HZZNTO6 45616318 | | | | 1440 HMDB01533 |CO045 1]
5. 10-Methylene-THF C20HZINTOE as7i7008 || 1461 HMDB02365 |(C00143 ]
S-Formimino-THF C20HZ4NEDE a7ziei88 ||| 1745 CO06ES 1]
S Methyftetrahydrofalats C20HIZSNTOE 45318883 | | | 1274 COM40 ]
S-Methytthioadenosine C11H13NS03S ZavoeEse] | || 9684 HMDB01173 |(CO0T70 1]
&-Phasphogluconic acid CEH13010P Z7e02483) | | | | 6.934 HMDB01316 |CO0345 ]
Acetnacetic acid C4HE03 10203183 || | [ 2528 HMDB00060 | CO0164 | LMFAD1060003 1]
Acett Cof C23H3ENTOI7P3S (BOS12577| | | | | 1272 HMDB01206 |(CO0024 ]
Adenine CSHIMNT 135.05450) ||| [ 2.530 CO047 1]
Adenosine C10H13N504 267096575 | | | | 2277 HMDB00050 |C00212 ]
Adenosine monophosphate C10H14NSOTP 7oe30e ||| [ 2.623 HMDB00045 | CO0020 ]
Adenosine tiphosphate C10H16NS013P3  |S506.98575 | | [ | 15.213| HMDB00538 |C00002 ]
ADP CloH1SN5010P2 (4270201 [ [ T 13.011] HMDE01341 [Cooo0a 0
AICAR CaH15N408R 3806275 ||| | 2283 HMDB01517 |CO4E4T 0
Allocystathionine CTH14MNZ04S ooeras | T 1749 HMDB00455 | C02251 ]
Allysine CEH11NOE 14507383 | | | | 3.491 HMDB01263 |C04076 1]
alpha-D-Glucoss &-phosphate CEH1308F 26002972 | | | | 3.470 COoeEa ]
Beta-Alanine CaAHTHOE Baoa7eE | || 3.082 HMDB00056 | CO0053 1]
CcoF CoH1SM3011PZ (40301818 | | [ | 2382 HMOB01546 [(CO0112 ]
cis-Aconitc acid CEHEDE i7aoiedE || T 4015 HMDB00072 [CO0417 1]
Cric acid CEHEOT 19202700 | 2738 HMOB00054 |CO0158 ]




Compound Mame Formula Mass [Anion | Cation [RT (min} ChemSpider | HMP KEGG [LMP IUPAC Mame | Spectra
Citrulline CEH13M303 17508568 || T 1.338 HMDB00904 | C00327 0
Creatne C4HEN302 130esd8 [ [ 1212 HMDES00064 | CO0200 1]
Crotonay-CoA C25H40NTOT7P3S (83514742 || | [ 409 HMDOS0200% |CO0E77 1]
Cyclic AMP C10H1ZNS0EF ez Tl 9.553| CO00575 1]
Cys-Gly CSHIMMZ03S a0z Tl 2300 HMDS23775 |C01419 0
D-1-Fiperideine—2-carbowyfic acid CEHEMNOZ 27y 783 HMDES01084 |C04052 1]
dcTP COHIEMION3PE 48698360 | | [ 14.351 HMOS00998 |Co0458 0
Deoxyadencosine tiphosphate CI10HTENSO1ZP2 [491.00083 | | | | 14915 COo0131 1]
Deoxycytidine COHT1IN30E 2709061 Tl I 2235 HMOS00014 |CO08E1 0
Deoxyuridine Tiphosphate COHISMZON4P3  [467.97361 | | | | 4057 HMDES01151 |CO0460 1]
D-Glucose CEH1206 18006338 T I 1233 HMDES00516 |Co0Z21 0
D-Giyceraldehyde 3-phosphate C3HTOER 16999802 [ I 14.435 Co0118 1]
Difvydrofolic acid C1SHZINTOE 44315533 | | | | 1397 HMOS01056 |[Co0H15 0
droe CIHIENZD11P2 (40202293 || [ [ 1463 HMDES01274|C00363 1]
dUDP COH14MZ011P2 [388.00728 | | | [ 1843 HMDS01000|C01346 ]
Famesyl diphosphate C15HIZBOTF2 zezq3oa[ 1] T 12.866 HMDES00961 |CO0448 |LMPRO103010002 0
Folatz C13H1INTOE as113mes] 1| 7 12.761 HMDS00121 |Co0504 (]
Fructose 1,6-bisphosphate CEH14012P2 3zgessns || 14.935 HMDBS60444 |Co5378 0
Fumaric acid C4H404 e 1] 17 1.400 HMDB00134 [Co0122 ]
Gamma-Glutamyleysteine CEH14MZ055 5006234 Tl I 2403 C03646 ]
Geranyl diphosphate C10H2007F2 I4oeRd3] [ 1212 HMDS01285 |C00341 |LMPRO102010001 0
Geranylgerany| diphosphate C20H3E0TR2 as01%Es3| | I 1777 HMODBE010% |C00353 |LMPRO104010001 ]
Glucosamine E-phosphate CEH14MOEF =S L T 3.030 HMDB01254 |Co0352 0
Giutathione C10H1TNE0ES 30708381 1| I 12908 HMDB00125 |CO0051 ]
Ghycenic acid 1,3-biphosphate C3HBO10PZ 5950927 1| 2927 HMDB01270 |C00Z36 0
Ghyc=rol 3-phosphate C3HI0ER 17201367 | I 4015 HMDB00126 |C00033 ]
Ghycine CZHSMNOZ 7503203 || | [ 1233 HMDBS00123 |C00037 0
Guanidoacetic acid C3HTM302 170553 | I 14.872 HMDB00128 |Co05E1 ]
Guanine CSHSMNSO Sioasdl Tl 1544 Co0z42 0
Guanosine monophosphate C10H14NS08P 36305800 1| I 9.309 HMODB01357 |Co0144 ]
Hypotaurine CZHTNOZS 10909575 ||| | 1274 HMOBS00965 |C00513 0
Hypocanthine CSHEMN40 13602851 || I 1838 CO0262 ]
Inasinic acid C10H13N408F dgoaqio 1| T 234 HMDB00175|C00130 0
L-1-Pymoline-3-ydrosy-5-carboylate CSHTMNOS 12904258 1| 7 3.030 CO4281 (i)
L-4-Hydroxmglutamate semialdehyde CSHaINDS 14705318 | | | || 1315 HMOB06556 |C05538 0
L-Acet/lcamitine COH1THO4 20311578 1| | 13.180 HMDB00201 [Co2571 0
L-Alznine C3HTNOZ Baoa7es| | | | 3.025 HMDS00161 [CO0041 (1]
L-Anginine CEH14MN402 S I 1189 CO0062 (]
L-Asparagine C4HBMNZO3 12205348 [ [T 1.255| HMOB00168 [(C00152 ]
L-Aspartic acid CAHTHNOS =3 Tl 1398 HMOS00151 [COo0043 (]
L-Cysteine C3HTNOZS HRGEERE IR 423 HMDB00574 | Co00a7 ]
L-Glutamic acid CSHIMNGCS 14705318 | I 1315 HMOS00148 | C00025 (]
-Glutamic acid 5-phosphate CSHIMMOTE ZZrosds T T 3.051 HMOS01228 |C03287 0
L-Glutamic ialdehyde CSHEMNGS iosedE [ [ 3479 HMOS02104 [C01165 (]
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Compound Mame Formula Mass Anion [Cation [RT (min) [CAS|ChemSpider [HMP KEGG [LMP IUPAC Mame |Spectra
L-Glutamine CSH10MZ03 1450614 1] |7 1.233/ HMD200641 | C00064 0
L-Homocysteine CAHEMNOZS 1350340 [ 1 14233 CO0155 0
L-Lactic acid C3HE03 9003183 || | [ 2111 HMOB00190 |C00186 0
L-Malic acid C4HEDS =052 Tl 1 2.340 HMOB00156 |[C00143 0
L-Mesthionine CSH1TNGZS 14905105 || | | 1538 HMOB00656 | C00073 0
L-Proline CSHaMNOZ 1i50e333 || 1358 HMDB00162 [C00148 0
L-Serine C3HTMNO3 10504258 | || | 1.233| HMDB00187 |CO006S 0
L-Threonine CAHEMNO3 119.05824 || [ [ 1233 HMOS00167 |C00188 0
L-Tryptophan C1IH1ZN20Z 20408988 | || | 9.987| HMOB0052% | C00078 0
L-Tyrosine CAHTTHOS sio073as ||| [ 2258 HMDS00158 | C00082 0
Mevalonate—F CEH1307P 27802989 || I 2181 HMDB01343 | 001107 |[LMFADT 050415 0
[Mevalonat="PP CEH14010F2 30800622 I I 3.011 HMDS01050 001143 |[LMFADT050416 0
Mevalonic acid CEH1204 14807358 1| I 1230 HMOB5562% | C00418 | LMFADT 050352 0
ME-Acet-L-hrsine CEH1EMZO3 iBgiie0s || 1524 HMDE00206 | CO02727 0
M-Acetlalpha-D-glucosamine &-phosphate | CBH1ENOSP 005627 T I 3.887 C04501 (1]
MAD C2HZTNTO14P2 |ee3 10z [ | 6.170 00003 0
MADH CHHZSNTO4P2 [ee512477 | | | | 13577 HMDS01487 |C00004 0
MADP C21HZINTO1TP3 [74408323| | | | 12.870 HMDB00217 | C00006 0
MADPH C2H3ONTO17PE (74508110 [ | | 15.252 C00005 0
Ornithine CSHI1ZMZOZ 13208988 ||| | 1170 HMDS00Z14 | C00077 0
Cridized glutathione C20H3ZNGO1252 (61215198 | | | | 3.21% HMOB03337 [Co0127 0
Creoglutaric acid CSHEDS 4602152 ||| I 2277| HMDS00208 | CO0026 0
Phospharibos pyrophosphate CSH1301473 2E995181| || | | 2508 HMOS00280 [ C00119 0
Pyruvic acid C3H03 Ba.OTG04| || | [ 2331 HMDS00243 | CO0022 | LMFADT 060077 0
Feduced rboflavin C1THZZNAOE T8 5393 T I 12831 HMOB01557 |C01007 0
Fiboflavin C17THZONE0E 37613828 T | [ 1337 HMDB00244 | C00Z55 0
S-AdenasyThomocysteine C14HZ0NE0SS 3417158 ||| 1318 HMOS00939 | C00021 0
S-Adenosy-L-methionine C15HZZNEDSES ez 1.588 C00019 1]
S-Adenasyimethicninamine C14HZ3NE03S 35515523 | || | 1833 HMOS00988 001137 0
SAICAR C131aN4012F (45407301 | | [ [ 9.053 HMD200797 |C09823 1]
Sedoheptulose 7-phosphate C7H1SO010P 5004028 || | | 391 C05382 0
Succinic acid C4HEDS 118.02661) [ || I 2675 HMDES00Z54 | CO0042 [LMFADT 170043 1]
Succinic 2cid semizldefyde C4HEO3 10203188 | | | | 2.590 HMDS0125% | 000232 |LMFADBD00118 ]
Taurine CZHTMO3ES 12501488 ||| [T 1.315 HMDB00251 |C00245 0
Tetrahydrofolate C19HZ3INTOE 24517098 | | | 14791 COo0101 ]
Thymidine C10H14M205 24200027 1| 17 15.230 HMDB00273|C00z14 0
Uric acid CSH4MA03 163.02834) 1| |7 2.389 HMOS0028% |C00366 0
Uridine 5-diphosphate CoH14MZ01ZP2 (40400220 | | | | 13.598| HMDB00295 | C00015 0
Uridine triphosphate CaH1SM2015P3  |4B3sees3) | || [ 13.848/ HMOB00285 | C00075 ]
Fylulose S-phosphate CSH1108P 23001915 | || | 6.964| HMOB00868 | 000231 0




