Appendix I. R1 Inventory

List with 425 predefined chemicals included in the definition of R1:

“Is the substance a normal constituent of the body (F) or an optical isomer of such?”
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(C)=CCOP(0O) YT T org/compound
(=0)OP(0)(0) o 20rgid=HUM
=0 AN&id=GER
ANYL-PP
41 | 358-71-4 CPD-4211 CC(C)=CCOP( HOL http://biocyc.o
0)=0)0PO)( | L Nz rg/HUMAN/N
= 7 07N\
O)—O CH3 O OH %
IMAGE?0bjec
t=CPD-4211
42 | 67-64-1 ACETONE CC(C)=0 0 https://biocyc.
org/compound
10=
TONE
43 ALPHA-METHYL- | CC(C)C(=C)C s https://biocyc.
5-ALPHA- cc(c)cice= i o org/compound
ERGOSTA C2C3CCc4c( JH c T € ?orgid=HUM
C)C(0)CCC4( T AN&id=ALP
C)C=3CCcC12 HA-
C METHYL-5-
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ALPHA-
ERGOSTA

44 Obtusifoliol CC(C)C(=C)C http://biocyc.o
Ccc(c)ciccece rg/HUMAN/N
2(C)c3ccece4ce EW-
(C)c(o)ccce4 IMAGE?0bjec
(C)C=3CCcC12 t=OBTUSIFO
C LIOL

45 | 759-05-7 2-KETO- CC(C)C(=0)C 0 https://biocyc.

ISOVALERATE (0)=0 org/compound
H3C © 20rgid=HUM
AN&id=2-
CH3 OH KETO-
ISOVALERA
TE
46 | 15621-60-0 ISOBUTYRYL- CC(C)C(=0)S el https://biocyc.
COA CCNC(=0)CC o org/compound
NC(=0)C(O)C ?0rgid=HUM
(C)(C)COP(O) k"“ ) AN&id=ISOB
(=0)OP(0)(= ey UTYRYL-
0O)OoCc10c(C R COA
(O)CLOP(O)( :
0)=0)nlcnc2c
(N)ncncl?2
47 | 516-06-3 2082200 CC(C)C(C(= NH> https://hmdb.c
DL-Valine O)O)N a/metabolites/
H3C o) HMDB02508
06
CH3 OH
48 | 9029-62-3 EPOXYSQUALEN | CC(C)=CCCC (N g cry Sy https://biocyc.
E (C)=CCCC(C) A S A org/compound
=CCCC=C(C) ?0rgid=HUM
Ccc=Cc(c)cc AN&id=EPO
C10C1(C)C XYSQUALE
NE
49 | 816-66-0 2K-4CH3- CC(C)CC(=0) o https://biocyc.
PENTANOATE C(=0)O HSCMO org/compound
Lol ?o0rgid=HUM
3 AN&id=2K-
4CH3-
PENTANOA
TE
50 | 1119-16-0 4- Cc(c)cce=0 H3C ™ https://biocyc.
METHYLPENTAN Y\/\O org/compound
AL CH3 ?o0rgid=HUM
AN&id=4-
METHYLPE
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NTANAL

51 CPD-1087 Cc(c)ceec( o https://biocyc.
C)CiCcccacs org/compound
C(0)cc4=Cc( HO s ?0rgid=HUM
=0)CCC4(C)C Xy AN&id=CPD-
3CC(0)C12C CHs 1087
HaC H3
52 5-BETA- cc(o)ceec( https://biocyc.
CHOLESTANE-3- c)cicceeaces org/compound
ALPHAT- c(o)cc4acc( ?0rgid=HUM
ALPHA12-ALP O)Ccc4(C)c3 AN&id=5-
Cc(o)c12C BETA-
CHOLESTA
NE-3-
ALPHAT7-
ALPHA12-
ALP
53 CPD-202 CC(CCC(=0)s https://biocyc.
CCNC(=0)CC }7 org/compound
NC(=0)C(O)C '\ ?orgid=HUM
(C)(C)COP(0) RS AN&id=CPD-
(=0)OP(0)(= 20 202
0)OCC10C(C Ny
(0)C10P(0)( SV
0)=0)nlcnc2c D{{ '
(N)ncnc21)C1 "
CCC2C3C(0)
CC4cc(o)ce
C4(C)c3cc(o
)C12C
54 | 313-04-2 DESMOSTEROL- Cc(cce=C(c Ha CHa https://biocyc.
CPD )C)C1CCC2C3 ng org/compound
CC=C4CC(0) ?0rgid=HUM
CCC4(C)Cc3cC HO S AN&id=DES
CC12C MOSTEROL-
CPD
55 | 302-72-7 D,L-Alanine CC(N)C(0)=0 HoN OH https://hmdb.c
a/metabolites/
HMDB00622
51
H3C O
56 | 4872-34-8 CPD-641 CC(O)(CCOP( HO 00 http://biocyc.o
0)(=0)OP(0)( NG rg/HUMAN/N
0)=0)CC(0)= P~y HO——OH EW-
O O IMAGE?0bjec
t=CPD-641
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57 | 73566-35-5 CPD-499 CC(0O)(Cccop( HO 0 https://biocyc.
0)(0)=0)CC( /f}f org/compound
0)=0 ?orgid=HUM

/ AN&id=CPD-
‘ 499
58 | 71-50-1 ACET CC(=0)0O https://biocyc.
org/compound
?orgid=HUM
AN&id=ACE
T
59 | 25138-66-3 S-LACTOYL- CC(0O)C(=0)s https://biocyc.
GLUTATHIONE CC(NC(=0)C o NH org/compound
CC(N)C(0)=0 W ?0rgid=HUM
)C(=O)NCC(O AN&id=S-
)=0 LACTOYL-
GLUTATHIO
NE
60 | 72-19-5 THREONINE CC(O)C(N)C( https://biocyc.
0)=0 HO o org/compound
?orgid=HUM
AN&Id=THR
61 | 10326-41-7 | 2011962 | D-LACTATE CC(0)C(0)=0 http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=D-
LACTATE
62 | 17528-72-2 5,6,7,8- CC(0)Cc(0)C1 http://biocyc.o
Tetrahydrobiopterin; | CNC2NC(N)= rg/HUMAN/N
TETRA-H- NC(=0)C=2N EW-
BIOPTERIN_2 1 IMAGE?0bjec
t=TETRA-H-
BIOPTERIN
63 | 17528-72-2 TETRA-H- CC(0)c(o)C1 http://biocyc.o
BIOPTERIN CNC2N=C(N) rg/HUMAN/N
NC(=0)C=2N EW-
1 IMAGE?0bjec
t=TETRA-H-
BIOPTERIN

64 | 625-72-9 CPD-335 [H]C(C)(O)CC HO 0 http://biocyc.o

(=0)0 W rg/HUMAN/N
EW-

IMAGE?0bjec

t=CPD-335

65 | 1867-62-5 COBINAMIDE CC(O)CNC(= http://biocyc.o
O)CCC1(C)C( rg/HUMAN/N
CC(N)=0)C2 EW-
N=C1C(C)=C1 IMAGE?0bjec
N=C(C=C3N= t=COBINAMI
C(C(C)=CA4|N- DE
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1C2(C)C(C)(C

C(N)=0)C4CC
C(N)=0)C(C)(
CC(N)=0)C3C
CC(N)=0)C(C

)(C)C1CCC(N
)=0
66 ADENOSYLCOBIN | [Co+3].[CH2- ) http://biocyc.o
AMIDE Jc10C(C(0)C & | rgHUMAN/N
10)n1cnc2¢(N | & EW-
)ncnc2l.CC(O) | i IMAGE?0bjec
CNC(=0)CCC 4 t=ADENOSY
1(C)C(CC(N)= LCOBINAMI
O)C2N=C1C( DE
C)=C1N=C(C
=C3N=C(C(C)
=C4[N-
1C2(C)C(C)(C
C(N)=0)c4ccC
C(N)=0)C(C)(
CC(N)=0)C3C
CC(N)=0)C(C
)(C)C1CCC(N
)=0
67 | 102680-35- CROTONYL-COA | CC=CC(=0)S http://biocyc.o
3 CCNC(=0)CC rg/HUMAN/N
NC(=0)C(O)C EW-
(C)(C)COP(0) IMAGE?0bjec
(=0)OP(0O)(= t=CROTONY
0O)OoCc10c(C L-COA
(O)CLOP(O)(
0)=0)nlcnc2c
(N)ncncl2
68 | 75-07-0 75-07- | ACETALD CC=0 http://biocyc.o
0200836 rg/HUMAN/N
8 EW-
IMAGE?0bjec
t=ACETALD
69 | 1976-85-8 UROPORPHYRINO | OC(=0O)CCclc http://biocyc.o

GEN-III

2Cc3[nH]c(Cc
4[nH]c(Cc5[n
H]c(Cc([nH]2)
c1CC(0)=0)c(
CCC(0)=0)c5
CC(0)=0)c(C
CC(0)=0)c4C
C(0)=0)c(CC(
0)=0)c3CCC(
0)=0

rg/HUMAN/N
EW-
IMAGE?0bjec
t=UROPORP
HYRINOGE
N-11I
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70 | 14875-96-8 PROTOHEME [Fe+4].Cclc(C 4+ P N4 http://biocyc.o
CC(0)=0)c2cc Fe™™ T ra/HUMAN/N
3[n- | EW-
]c(ccdnc(cec5[n IMAGE?0bjec
- t=PROTOHE
]c(ccln2)c(C)c ME
5C=C)c(C)c4C
=C)c(C)c3CC
C(0)=0
71 | 59-43-8 Thiamine Cclncc(C[n+] ch\’\] http://biocyc.o
2csc(CCO)c2C @ _ o rg/HUMAN/N
)e(N)n1 .@7)\/\ EW-
HoN Had IMAGE?0bjec
t=THIAMINE
72 | 15666-52-1 CPD-611 Cclnce(C[n+] "Noes http://biocyc.o
?csc)(CC(OI;((O) {J <, ra/HUMAN/N
=0)OP(0)(= Ho— ! EW-
O)OP(0)(0)= < S A IMAGE?0bjec
0)c2C)c(N)n1 )‘\O t=CPD-611
73 | 154-87-0 THIAMINE- CC2=NC=C(C ol http://biocyc.o
PYROPHOSPHATE | [N+]1=CSC(C QC Y rg/HUMAN/N
CO)=C1(C))( @d EW-
N)=N2 e IMAGE?0bjec
t=THIAMINE
74 | 50-89-5 THYMIDINE CC1=CN(C2C OH http://biocyc.o
C(0)C(C0)02 H3G rg/HUMAN/N
)C(=O)NC1=0 Qﬂ 5 EW-
=\, OH IMAGE?0bjec
’&O t=THYMIDIN
E
75 | 2009-24-7 DTDP-D- CC1=CN(C2C _q http://biocyc.o
GLUCOSE C(0O)C(COP(O o 080 0 rg/HUMAN/N
)(=0)OP(0)(= ) o P o o EW-
0)0C30C(CO ] D™ IMAGE?0bjec
)C(0)C(0)C3 . I e t=DTDP-D-
0)02)C(=O)N } GLUCOSE
C1=0
76 Deoxythymidine CC1=CN(C2C oH UNDER
triphosphate C(0)C(COP(O }IL s DEVELOPME
J0)OP(0)(= T b NT
O)OP(0)(0)= o7 o
0)02)C(=O)N
C1=0
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77 Deoxythymidine CC1=CN(C2C UNDER
diphosphate C(O)C(COP(O DEVELOPME
)(=0)OP(0)(O NT
)=0)02)C(=0)
NC1=0
78 Deoxythymidine CC1=CN(C2C UNDER
monophosphate C(O)C(COP(O DEVELOPME
)(0)=0)02)C( NT
=0O)NC1=0
79 | 65-71-4 THYMINE CC1=CNC(=0 https://biocyc.
JNC1=0 org/compound
?orgid=HUM
AN&id=THY
MINE
80 | 7412-77-3 Protoporphyrinogen | Cclc2Cc3[nH] http://biocyc.o
¢(Cc4[nH]c(Cc ra/HUMAN/N
5[nH]c(Cc([nH EW-
]2)c1CCC(0)= IMAGE?0bjec
O)c(CCC(0)= t=PROTOPO
0)c5C)c(C=C) RPHYRINOG
c4C)c(C=C)c3 EN
C
81 | 553-12-8 PROTOPORPHYRI | Cclc(CCC(0O) http://biocyc.o
N_IX =0)c2cc3nc(ce rg/HUMAN/N
4[nH]c(cc5[nH EW-
]Je(celn2)c(C)e IMAGE?0bjec
5C=C)c(C)c4C t=PROTOPO
=C)c(C)c3CC RPHYRIN |
C(0)=0 X
82 | 2624-63-7 COPROPORPHYRI | Cclc2Cc3[nH] http://biocyc.o
NOGEN_III ¢(Cc4[nH]c(Cc ra/HUMAN/N
5[nH]c(Cc([nH EW-
]2)c1CCC(0)= IMAGE?0bjec
O)c(C)c5CCC( t=COPROPO
0)=0)c(C)c4aC RPHYRINOG
CC(0)=0)c(C EN_III
CC(0)=0)c3C
83 | 846-46-8 2126855 | CPD-342 CC12CCC(=0 http://biocyc.o
)CC1CCcC1C2 = rg/HUMAN/N
Ccccz(c)cic HaC EW-
CC2=0 HaC 5 IMAGE?0bjec
t=CPD-342
84 | 481-97-0 ESTRONE- CC12CCC3C( o /" http://biocyc.o
SULFATE CCc4cc(0S(0) OEVAS rg/HUMAN/N
(=0)=0)ccc34 CH EW-
)C1CCC2=0 J IMAGE?0bjec
t=ESTRONE-
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7732-18-5

2317912

Water

[OH2]

https://biocyc.

org/compound

?orgid=HUM

AN&id=WAT
ER

281

124-38-9

CARBON-
DIOXIDE

0=C=0

O—=C=—0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=CARBON-
DIOXIDE

282

66-22-8

2006219

URACIL

0=CINC=CC(
=O)N1

O/\NH o

https://biocyc.

org/compound

?orgid=HUM

AN&id=URA
CIL

283

68-94-0

2006973

HYPOXANTHINE

O=C1INC=NC
=2N=CNC1=2

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=HYPOXAN
THINE

284

69-89-6

2007186

XANTHINE

O=C1NC(=0)
c2[nH]cnc2N1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=XANTHIN
E

285

69-93-2

2007207

URATE

O=CINC(=0)
C=2NC(=O)N
C=2(N1)

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=URATE
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68-94-0

HYPOXANTHINE_
2

O=C1IN=CNC
=2N=CNC1=2

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=HYPOXAN
THINE

287

2591-98-2

INDOLE_ACETAL
DEHYDE

0O=CCC1=CN
C2=CC=CC=C
12

http://biocyc.o

ra/HUMAN/N
EW-
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IMAGE?0bjec
t=INDOLE A

CETALDEH
YDE

288

7782-44-7

OXYGEN-
MOLECULE

0=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=OXYGEN-
MOLECULE

289

5801-57-0

ENOL-
PHENYLPYRUVA
TE

0=C(0)C(0)=
CC1=CC=CC=
c1

4

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=ENOL-
PHENYLPYR
UVATE

290

156-06-9

EC
Number
:205847
1

PHENYL-
PYRUVATE

0=C(0)C(=0)
CC1=CC=CC=
c1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=PHENYL-
PYRUVATE

291

3913-50-6

3-P-
HYDROXYPYRUV
ATE

0=C(0)C(=0)
COP(=0)(0)O

OH HO

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=3-P-
HYDROXYP
YRUVATE

292

23-
DIPHOSPHOGLYC
ERATE

OC(=0)C(CO
P(0)(0)=0)0
P(0)(0)=0

http://biocyc.o

rg/HUMAN/N
EW-

IMAGE?0bjec
t=23-

DIPHOSPHO

GLYCERAT

E

293

434-13-9

Lithocholic acid

C[C@H](CCC
(0)=0)[C@H]
1CC[C@H]2[
c@@H]3cC[
C@@H]J4C[C
@H](0)CC[C
@J4(C)[C@H]
3CC[C@]12C

https://biocy
c.org/compo
und?orgid=H
UMAN&id=
CPD-7235
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294

104-98-3

UROCANATE

0=C(0)C=CC
1=CN=CN1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=UROCANA
TE

295

298-12-4

2060585

GLYOX

OC(=0)C=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=GLYOX

296

65-86-1

2006198

OROTATE

0=C(0)C1=C
C(=0)NC(=0)
N1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=OROTATE

297

155-54-4

DI-H-OROTATE

OC(=0)C1CC(
=0)NC(=O)N1

O

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=DI-H-
OROTATE

298

98-79-3

2027003

DI-H-OROTATE

OC(=0)C1CC
C(=O)N1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=DI-H-
OROTATE
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CPD-7682

0=C(0)C1CC
CC=N1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=CPD-7682

300

89-00-9

2018748

OC(=0O)clccen
c1C(0)=0

https://biocyc.
org/compound
?orgid=HUM
AN&id=QUI
NOLINATE

301

585-84-2

CIS-ACONITATE

0=C(0)C=C(
CC(=0)0)C(=
0)0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=CIS-
ACONITATE

302

328-42-7

2063298

CIS-ACONITATE

OC(=0)CC(=
0)C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=CIS-
ACONITATE

303

77-92-9

2010691

CIT

OC(=0)CC(0)
(CC(0)=0)C(
0)=0

http://biocyc.o
rg/HUMAN/N
EW-

IMAGE?0bjec
t=CIT

304

926-61-4

MALONATE-S-
ALD

OC(=0)CC=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=MALONAT
E-S-ALD

305

87-51-4

2017482

INDOLE_ACETAT
E_AUXIN

0=C(0)CCl1=
CNC2=CC=C
C=C12

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=INDOLE_A
CETATE AU
XIN

45
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HOMOGENTISAT
E

0=C(0)CC=1
C=C(0)C=CC
=1(0)

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=HOMOGE
NTISATE

307

102-32-9

2030241

CPD-782

OC(=0)Cclcc
c(O)c(0)c1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=CPD-782

308

328-50-7

2063303

2.
KETOGLUTARAT
E

0=C(0)CCC(
=0)C(=0)0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=2-
KETOGLUT
ARATE

309

110-15-6

2037404

SUC

0=C(0)CCC(
=0)0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=SUC

310

692-29-5

SUCC-S-ALD

0=CCCC(=0)
0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=SUCC-S-
ALD

311

17340-16-8

4-IMIDAZOLONE-
5-PROPIONATE

OC(=0)CCC1
N=CNC1=0

http://biocyc.o

rg/HUMAN/N
EW-

IMAGE?0bjec
t=4-

IMIDAZOLO
NE-5-

PROPIONAT

E

312

3184-35-8

2K-ADIPATE

OC(=0)CCCC
(=0)C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=2K-
ADIPATE

46



http://biocyc.org/HUMAN/NEW-IMAGE?object=HOMOGENTISATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=HOMOGENTISATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=HOMOGENTISATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=HOMOGENTISATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=HOMOGENTISATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=HOMOGENTISATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-782
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-782
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-782
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-782
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-782
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2-KETOGLUTARATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUC
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUC
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUC
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUC
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUC
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUCC-S-ALD
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUCC-S-ALD
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUCC-S-ALD
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUCC-S-ALD
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUCC-S-ALD
http://biocyc.org/HUMAN/NEW-IMAGE?object=SUCC-S-ALD
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=4-IMIDAZOLONE-5-PROPIONATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2K-ADIPATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2K-ADIPATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2K-ADIPATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2K-ADIPATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2K-ADIPATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=2K-ADIPATE

313

THREO-DS-ISO-
CITRATE

OC(C(CC(0)=
0)C(0)=0)C(
0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=THREO-
DS-ISO-
CITRATE
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GLUCURONIC
ACID

O[C@@H](C=

O)[C@@H](O

)JIC@HI(O)IC

@H](0)C(0)=
@)

https://biocyc.
org/compound
?orgid=HUM
AN&id=GLU
CURONATE
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DPG

[HIC(O)(COR(

=0)(0)0)C(=

0)OP(=0)(0)
0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=DPG
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G3P

OC(COP(0)(O
)=0)C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=G3P
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CPD-2961

OC(COP(0)(O
)=0)C(0)C(O)
C(0)C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=CPD-2961
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ERYTHROSE-4P

OC(COP(0)(O
)=0)C(0)C=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=ERYTHRO
SE-4P
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H2CO3

0C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=H2CO3
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FORMATE

0C=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=FORMATE
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UDP-
GLUCURONATE

OC1C(COP(O
)(=0)OP(0)(=

http://biocyc.o
ra/HUMAN/N
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O)N1C=CC(= o # on GLUCURON
O)NC1=0 ‘ ATE
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(=O)N1)C20C HO_ ;,\ org/compound
P(O)(= of o - 2orgid=HUM
é%c()of(ci)c())g% TR~ Aor:|£d=LlJJTP
(0)(0)=0)C(C e
)C2(0)
323 Uridine diphosphate | OC1C(COP(O http/s://biocyc(;I
=0)OP(0O)(O o o g p
1-0/00(C10 2 o LT | Sorgidenum
= s 3 20rgid=
N1C=CC(=0) T AN&id=UDP
NC1=0
324 | 2641-81-8 D-6-P-GLUCONO- | OC1C(O)C(C http://biocyc.o
DELTA-LACTONE | OP(0)(0)=0) OH ra/HUMAN/N
OC(=0)C10 HO OH EW-
o /O IMAGE?0bjec
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DELTA-
LACTONE
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CLEOTIDE )(0)=0)0C(C D rg/HUMAN/N
10)[n+]1ccee( C.:fifj"{ . EW-
c1)C(0)=0 Wl wol oy IMAGE?0bjec
t=NICOTINA
TE_NUCLEO
TIDE
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XANTHOSINE-5-
PHOSPHATE

OC1C(COP(O

)(0)=0)0C(C

10)nlcnc2C(=

O)NC(=0O)Nc2
1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=XANTHOS
INE-5-
PHOSPHATE
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19240-42-7

ADENYLOSUCC

OC1C(COP(O
)(0)=0)0C(C
10)nlcnc2c(N
C(CC(0)=0)C
(0)=0)ncnc21

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=ADENYLO
SUCC

330

5-P-RIBOSYL-N-
FORMYLGLYCIN
EAMIDE

OC1C(O)C(N

C(=0)CNC=0

)OC1COP(O)(
0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=5-P-
RIBOSYL-N-
FORMYLGL
YCINEAMID
E
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488-69-7

FRUCTOSE-16-
DIPHOSPHATE

OC1C(0)C(0)

(COP(0)(0)=

0)OC1COP(O
)(0)=0

http://biocyc.o

rg/HUMAN/N
EW-

IMAGE?0bjec

t=FRUCTOS
E-16-

DIPHOSPHA

TE
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3672-15-9

MANNOSE-6P

OC10C(COP(
0)(0)=0)C(0)
C(0)C10

http://biocyc.o

rg/HUMAN/N
EW-

IMAGE?0bjec

t=MANNOSE
ﬁ
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4300-28-1

RIBOSE-5P

OC1OC(COP(
0)(0)=0)C(0)
C10

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=RIBOSE-5P
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13270-65-0

PRPP

OC1C(0)C(O
C1COP(0)(0)
=0)OP(0)(=0
)OP(0)(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=PRPP
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576-37-4

GLUCURONATE

OC10C(C(0)
C(0)C10)C(O
)=0

OH

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=GLUCURO
NATE
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87-89-8

MYO-INOSITOL

OC1C(0)C(0)
C(0)C(0)C10

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=MYO-
INOSITOL
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46495-39-0

D-MYO-
INOSITOL-4-
PHOSPHATE

OC1C(0)C(O)
C(OP(0)(0)=
0)C(0)C10

https://biocyc.
org/compound
?orgid=HUM
AN&id=D-
MYO-
INOSITOL-4-
PHOSPHATE
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126-49-8

PREPHENATE

OC1C=CC(CC
(=0)C(0)=0)(
C=C1)C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=PREPHEN
ATE
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PYRROLINE-
HYDROXY -
CARBOXYLATE

OC1CC(N=C1
)C(0)=0

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=PYRROLIN
E-
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HYDROXY-
CARBOXYL
ATE

340

Deoxyuridine
triphosphate

OC1CC(OC1C
OP(0)(=0)OP
(O)(=0)OP(0)
(0)=0)N1C=C
C(=0)NC1=0

a
HO Y
QACCI:F b\\‘ o

https://biocyc.

org/compound

?orgid=HUM

AN&id=DUT
P
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Deoxyuridine
diphosphate

OC1CC(OC1C

OP(0)(=0)OP

(0)(0)=0)N1

C=CC(=O)NC
1=0

HO =

https://biocyc.

org/compound

?orgid=HUM

AN&id=DUD
P
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964-26-1

Deoxyuridine
monophosphate

O[C@H]1C[C
@@H](O[C@
@H]1COP(0)(
0)=0)N1C=C
C(=0)NC1=0

https://biocyc.

org/compound

?orgid=HUM

AN&id=DUM
P
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102916-66-
5

DEOXY-RIBOSE-
5P

OC1CC(0)C(
COP(0)(0)=0
)O1

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=DEOXY-
RIBOSE-5P
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99-96-7

2028049

4-hydroxybenzoate

OC(=0)clcee(
O)ccl

http://biocyc.o

rg/HUMAN/N
EW-

IMAGE?0bjec
t=4-

hydroxybenzo
ate
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156-39-8

2058529

P-HYDROXY-
PHENYLPYRUVA
TE

OC(=0)C(=0)
Cclcec(O)ccl

http://biocyc.o
rg/HUMAN/N
EW-
IMAGE?0bjec
t=P-
HYDROXY -
PHENYLPYR
UVATE

346

34-
DIHYDROXYPHE
NYLACETALDEH

Oclccc(CC=0
)cclO

https://biocyc.

org/compound
?orgid=HUM
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OH-PYR

OCC(=0)C(0)
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Biological
Chemistry,
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Nci1[nH]cnc2nc
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Pyrrole

clcc[nH]cl
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NH
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o
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methylanthranilate =0)OCC(C)C o NH
H,C
T
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HO
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431 | 673-06-3 | 2116035 | Phenylalanine NC(Cclcceccl NH https://hmdb.
)C(0)=0 0 2 ca/metabolite
s/[HMDBO000
HO 0159
432 | 138-08-9 | 2053122 | phosphoenolpyruvic | OC(=0)C(=C) https://hmdb.
acid OP(0)(0)=0 o o ca/metabolite
\>//4 N\ o s/HMDBO00O
o MR 0263
'OH
433 | 73-24-5 Adenine Ncinc[nH]c2n NH, https://hmdb.
cncl2 ca/metabolite
N N s/[HMDBO000
QO -
N NH
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