Appendix 1: List with 429 predefined chemicals included in the definition of Q1: Is the

substance a normal constituent of the body (F) or an optical isomer of such?
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1 7783-07-5 | 231- Hydrogen [SeH2] HzSe https://biocyc.org/
978-9 selenide compound?orgid=
HUMAN&id=CP
D-678
2 630-08-0 211- Carbon [C-T#[O+] - — T http://biocyc.org/H
128-3 monooxide C:—O UMAN/NEW-
IMAGE?0bject=C
ARBON-
MONOXIDE
3 73-89-2 Phosphoenolpy | OC(=0)C(=C) o CHZOH
ruvate OP(O)([O- HC>“‘<__|_O
D=0 -
4 50-00-0 200001 | Formaldehyde | C=0 0 http://biocyc.org/H
8 UMAN/NEW-
)J\ IMAGE?0bject=F
H H ORMALDEHYDE
5 DELTAS3- CC(=C)CCOP( HaC http://biocyc.org/H
ISOPENTENY | =0)(O)OP(=0 HC>—\_ UMAN/NEW-
L-PP )(0)0 ; OOk IMAGE?0bject=D
P N ELTA3-
OH ISOPENTENYL-
E
6 AMINO- CC(=0)C(N)C NH> http://biocyc.org/H
OXOBUT (0)=0 UMAN/NEW-
0 0 IMAGE?0bject=A
MINO-OXOBUT
CH3 OH
7 127-17-3 204824 Pyruvate CC(0)C(0)=0 0 OH http://biocyc.org/H
3 > S UMAN/NEW-
IMAGE?abject=P
H3C o YRUVATE
8 78-98-8 201164 METHYL- CC(=0)C=0 O http://biocyc.org/H
8 GLYOXAL UMAN/NEW-
\ IMAGE?0bject=M
H3C 0 ETHYL-
GLYOXAL
9 1420-36-6 | 215815 | Acetoacetyl- | [H]C3(COP(= http://biocyc.org/H
9 CoA O)(O)OP(=O)( | o by UMAN/NEW-
0)OCC(C)(C) SE o IMAGE?0bject=A
C(O)C(=0)NC CETOACETYL-
CC(=O)NCCs COA
C(=0)CC(C)=
O)(OC([HD(N



http://biocyc.org/HUMAN/NEW-IMAGE?object=FORMALDEHYDE
http://biocyc.org/HUMAN/NEW-IMAGE?object=FORMALDEHYDE
http://biocyc.org/HUMAN/NEW-IMAGE?object=FORMALDEHYDE
http://biocyc.org/HUMAN/NEW-IMAGE?object=FORMALDEHYDE
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-OXOBUT
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-OXOBUT
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-OXOBUT
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-OXOBUT
http://biocyc.org/HUMAN/NEW-IMAGE?object=PYRUVATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=PYRUVATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=PYRUVATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=PYRUVATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=METHYL-GLYOXAL
http://biocyc.org/HUMAN/NEW-IMAGE?object=METHYL-GLYOXAL
http://biocyc.org/HUMAN/NEW-IMAGE?object=METHYL-GLYOXAL
http://biocyc.org/HUMAN/NEW-IMAGE?object=METHYL-GLYOXAL
http://biocyc.org/HUMAN/NEW-IMAGE?object=METHYL-GLYOXAL
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOACETYL-COA
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOACETYL-COA
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOACETYL-COA
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOACETYL-COA
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOACETYL-COA

2C=NC=1C(N
)=NC=NC=12)
C([HDO)C3([
H])(OP(=0)(O
)0))

10

541-50-4

3-Ketobutyrate

CC(=0)CC(=

http://biocyc.org/H

0)0 o e, UMAN/NEW-
IMAGE?0bject=3-
KETOBUTYRAT
E
11 298-08-8 Amino-acetone | CC(=O)CN (@) http://biocyc.org/H
/] NH UMAN/NEW-
5 | IMAGE?0bject=A
H3C/\/ MINO-ACETONE
12 116-09-6 204- Acetol CC(=0)CO O http://biocyc.org/H
124-8 | UMAN/NEW-
He SOH IMAGE 20bject=A
CETOL
13 1188-37-0 ACETYL-GLU | CC(=O)NC(C OH http://biocyc.org/H
CC(0)=0)C(O | ow nn UMAN/NEW-
)=0 \( © | IMAGE?0bject=A
CHa CETYL-GLU
O OH —_—
14 31022-50- Acetylgalactosa | CC(=O)N[C@ Mo http://biocyc.org/H
1 mine H]1C(O)O[C ”’Q\ UMAN/NEW-
@H](Cco)[c@ or IMAGE?0bject=C
H](O)[C@@H o%\&? OH PD-3604
]10
15 528-04-1 UDP-N-Acetyl- | CC(=0)NC1C( oH http://biocyc.org/H
D-Glucosamine | 0)C(O)C(CO) | _ k{_/"_‘x ,/» UMAN/NEW-
OC1OP(0)(=0 | M= ‘-""s*zc>: IMAGE?0bject=U
)OP(0)(=0)0 H W DP-N-ACETYL-
CC10C(C(0) | © as D-
C10)N1C=CC i GLUCOSAMINE
(=0)NC1=0
16 102029- N-ACETYL-D- | CC(=0)NC1C( "o\ e http://biocyc.org/H
88-9 GLUCOSAMI | O)OC(COP(O) A UMAN/NEW-
NE-6-P (0)=0)C(0)C I~ IMAGE?0bject=N
10 -ACETYL-D-
GLUCOSAMINE-
6-P
17 131-48-6 N- CC(=0O)NCi1c( http://biocyc.org/H
ACETYLNEU | O)CC(0)(OC1 UMAN/NEW-
RAMINATE | C(O)C(0)CO) IMAGE?0bject=N
C(0)=0 -
ACETYLNEURA
MINATE



http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-ACETONE
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-ACETONE
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-ACETONE
http://biocyc.org/HUMAN/NEW-IMAGE?object=AMINO-ACETONE
https://commonchemistry.cas.org/detail?cas_rn=116-09-6
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYL-GLU
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYL-GLU
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYL-GLU
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYL-GLU
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-3604
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-3604
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-3604
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-3604
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYL-D-GLUCOSAMINE-6-P
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYL-D-GLUCOSAMINE-6-P
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYL-D-GLUCOSAMINE-6-P
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYL-D-GLUCOSAMINE-6-P
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYL-D-GLUCOSAMINE-6-P
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYL-D-GLUCOSAMINE-6-P
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYLNEURAMINATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYLNEURAMINATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYLNEURAMINATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYLNEURAMINATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYLNEURAMINATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=N-ACETYLNEURAMINATE

18

1210-83-9

N-
Acetylserotonin

CC(=O)NCCc
1c[nH]c2ccc(O
)ccl2

OH

19

18233-70-
0

CPD-569

CC(=0O)NCCC
CN

20

51-84-3

Acetylcholine

CC(=0)0CC][
N+](C)(C)C

http://biocyc.org/H

UMAN/NEW-
IMAGE?0bject=A
CETYLCHOLINE

21

L-Glutamate-5-
P

CC(=0)OP(0)
(0)=0

22

72-89-9

Acetyl-COA

CC(=0)SCCN
C(=0)CCNC(
=0)C(O)C(C)(
C)COP(O)(=0O
)JOP(0)(=0)O
CC10C(C(0)
C1OP(0)(0)=
O)nlcnc2c(N)
ncncl?

23

104809-
02-1

D-Methyl-
malonyl-COA

CC(C(0)=0)C
(=0)SCCNC(=
O)CCNC(=0)
C(0)c(Cc)(o)c
OP(O)(=0O)OP
(O)(=0)OCcC1
OC(C(0)C10
P(0)(0)=0)n1
cnc2c(N)nencl
2

24

496-65-1

CPD-511

CC(C)(CO)C(
0)C(=0)NCC
C(=O)NCCS

25

79-83-4

Pantothenate

CC(C)(CO)C(
0)C(=0)NCC
C(0)=0

26

3633-59-8

DEPHOSPHO-
COA

CC(C)(Ccop(O
)(=F0)OP(O)(=
0O)OCc10cC(C
(O)C10)nlcnc
2c(N)ncncl2)

C(0O)C(=O)NC
CC(=0O)NCCS



http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYLCHOLINE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYLCHOLINE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYLCHOLINE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ACETYLCHOLINE

27

85-61-0

CO-A

CC(C)(CoP(O
)(=0)OP(O)(=
0O)oCcc10c(C
(O)C1OP(O)(

0)=0)nlcnc2c
(N)ncnc21)C(

O)C(=0O)NCC

C(=0O)NCCS

28

MALONYL-
COA

CC(C)(CopP(O
)(=0)OP(O)(=
0)OCC10C(C
(O)C10P(O)(
0)=0)nlcnc2c
(N)ncnc12)C(
O)C(=0O)NCC
C(=O)NCCsC
(=0)CC(0)=0

29

604-98-8

SUC-COA

CC(C)(COoP(O
)(=0)OP(O)(=
0O)oCcc10c(c
(O)C1OP(O)(
0)=0)nlcnc2c
(N)ncnc12)C(
O)C(=0O)NCC
C(=0O)NCCsC
(=0)CCC(0)=
o)

30

R-4-
PHOSPHOPA
NTOTHENOY
L-L-
CYSTEINE

CC(C)(COP(O
)(0)=0)C(0)C
(=0)NCCC(=
O)NC(CS)C(O
)=0

31

PANTETHEIN
E-P

CC(C)(COP(O
)(0)=0)C(O)C
(=0)NCCC(=
O)NCCS

32

4-p-
PANTOTHEN
ATE

CC(C)(COP(O
)(0)=0)C(0)C
(=0)NCCC(0)
=0

33

1339-63-5

UBIQUINONE
-8

COC1C(=0)C(
C)=C(CC=C(C
)CCC=C(C)C)
C(=0)C=10C




34 UBIQUINOL-8 COClC(O)C(C) CHa CHz CH3
c(CC=C(C)cC o PN
C=C(C)C)c(0) | ™Y ~or
c10C Hye”
35 3- COclcc(cc(CC
HEXAPRENY |=Cc(C)ccc=C(|
L-45- C)CCC=C(C) ERSESRIR IR
DIHYDROXY | CCC=C(C)CC
BENZOATE | C=C(C)CCC=
C(C)C)c10)C(
0)=0
36 3- COclcc(cc(CC
HEXAPRENY | =C(C)CCC=C(
L-4- C)CCC=C(C)
HYDROXY-5- | CCC=C(C)CC
METHOXYBE | C=C(C)CCC=
NZOATE C(C)C)c10)C(
0)=0
37 3- CC(C)=CcccC ]
HEXAPRENY | (C)=CCCC(C) | oo o
L-4- =CCCC(C)=C
HYDROXYBE | CCC(C)=CCC
NZOATE C(C)=CCclcc(
ccclO)C(0)=
0
38 2- COclccec(CC
HEXAPRENY | =C(C)CCC=C(
L-6- C)CCC=C(C)
METHOXYPH | CCC=C(C)CC
ENOL C=C(C)CCC=
C(C)C)c10
39 ALL-TRANS- | CC(C)=CCCC http://biocyc.org/H
HEXAPRENY | (C)=CCCC(C) | “zrargrararanss UMAN/NEW-
L- =CCCC(C)=C ' 5 IMAGE?0bject=A
DIPHOSPHAT | CCC(C)=CCC LL-TRANS-
E C(C)=CCOP( HEXAPRENYL-
0)(=0)OP(0)( DIPHOSPHATE
0)=0
40 GERANYLGE |cCC(C)=CCCC | , .o
RANYL-PP (C)=CCCC(C) RN I Dy g A
=CCCC(C)=C
COP(0)(=0)0
P(0)(0)=0
41 13058-04- FARNESYL- |cCcC(C)=CccCC |
3 PP (C)=CCCC(C) R O e S
=CCOP(0)(=0
)JOP(0)(0)=0
42 GERANYL-PP | CC(C)=CCCC

(C)=CCOP(O)
(=0)OP(0)(0)



http://biocyc.org/HUMAN/NEW-IMAGE?object=ALL-TRANS-HEXAPRENYL-DIPHOSPHATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ALL-TRANS-HEXAPRENYL-DIPHOSPHATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ALL-TRANS-HEXAPRENYL-DIPHOSPHATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ALL-TRANS-HEXAPRENYL-DIPHOSPHATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ALL-TRANS-HEXAPRENYL-DIPHOSPHATE
http://biocyc.org/HUMAN/NEW-IMAGE?object=ALL-TRANS-HEXAPRENYL-DIPHOSPHATE

=0

43 358-71-4 CPD-4211 CC(C)=CCOP( HO | http://biocyc.org/H
0)=0)OP©)( | Y, ’LCE fc UMAN/NEW-
0)=0 ey o oK | IMAGE?object=C

PD-4211

44 67-64-1 ACETONE CC(C)=0 )L

H3C CH3
45 ALPHA- CC(C)C(=C)C cH3
METHYL-5- | CC(C)CICC= | .. ™ o
ALPHA- C2C3CCC4C( » Wheh
ERGOSTA C)c(o)ccc4( e
C)C=3CCC12
C

46 Obtusifoliol CC(C)C(=C)C http://biocyc.org/H
cc(cyciccce UMAN/NEW-
2(C)C3ccce4c IMAGE?0bject=0
(C)Cc(O)ccc4 BTUSIFOLIOL
(C)Cc=3CcCC12
C

47 759-05-7 2-KETO- CC(C)C(=0)C

ISOVALERAT | (0)=0
E
48 15621-60- ISOBUTYRYL | CC(C)C(=0)S
0 -COA CCNC(=0)CC
NC(=0)C(0)C
(C)(C)COP(0)
(=0)OP(O)(=
0)OCC10C(C
(O)C1OP(O)(
0)=0)nlcnc2c
(N)ncncl2
49 72-18-4 VALINE CC(C)[C@H]( NH>
N)C(0)=0
CH3 OH
50 9029-62-3 EPOXYSQUA | CC(C)=CCCC e oy s
LENE (C)=CCCC(C) e T T T
=CCCC=C(C)
cce=c(c)ce
C10C1(C)C
51 816-66-0 2K-4CH3- CC(C)CC(=0) OH
PENTANOAT | C(=0)O HSCMO
E

CH3 ©



http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-4211
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-4211
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-4211
http://biocyc.org/HUMAN/NEW-IMAGE?object=CPD-4211
http://biocyc.org/HUMAN/NEW-IMAGE?object=OBTUSIFOLIOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=OBTUSIFOLIOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=OBTUSIFOLIOL
http://biocyc.org/HUMAN/NEW-IMAGE?object=OBTUSIFOLIOL

52

61-90-5

LEUCINE

CC(C)C[C@H
I(N)C(0)=0

HaC

53

1119-16-0

4-
METHYLPEN
TANAL

CC(C)CCC=0

54

CPD-1087

CC(C)CCCC(
C)c1cccac3
C(0)CC4=CC(
=0)CCC4(C)C
3CC(0)C12C

H3C H3

55

CPD-266

CC(C)CccC(
C)C1CCC2C3
C(0)C=Cacc(
0)CCC4(C)C3
CCC12C

56

5-BETA-
CHOLESTAN
E-3-ALPHAT-
ALPHA12-
ALP

CC(C)CCCC(
C)C1CCC2C3
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in the list of 427
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assumed as normal
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