Appendix I. R1 Inventory

List with 427 predefined chemicals included in the definition of R1:

“Is the substance a normal constituent of the body (F) or an optical isomer of such?”

# CAS # EC# Chemical SMILES Structure Reference source
name
1 7783-07-5 | 231- Hydrogen [SeH2] H,Se https://biocyc.org/
978-9 selenide compound?orgid=
HUMAN&id=CP
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10 541-50-4 3-Ketobutyrate | CC(=0)CC(= 0 http://biocyc.org/H
0)O Ho” > cH, UMAN/NEW-
IMAGE?0bject=3-
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11 298-08-8 Amino-acetone | CC(=0O)CN http://biocyc.org/H
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CC(=0)0CC][
N+](C)(C)C
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CETYLCHOLINE

21

L-Glutamate-5-
P

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

22

72-89-9

Acetyl-COA

CC(=0)SCCN
C(=0)CCNC(
=0)C(O)C(C)(
C)COP(O)(=0O
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CC(C)(CO)C(
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26

3633-59-8
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CC(=0O)NCCSs



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
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(N)ncnc21)C(

O)C(=0O)NCC
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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
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SUC-COA

CC(C)(COoP(O
)(=0)OP(O)(=
0O)occ10c(c
(O)C1OP(O)(
0)=0)nlcnc2c
(N)ncnc12)C(
O)C(=0O)NCC
C(=0O)NCCsC
(=0)CCC(0)=
0

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
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-8

COC1C(=0)C(
C)=C(CC=C(C
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H3Cw -
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34 UBIQUINOL-8 COClC(O)C(C) CHa CHz CH3
c(CC=C(C)CcC ° Z F i cH
C=C(C)C)c(0) | ™™ Y en
c10C HaC”
35 3- COclcc(cc(CC
HEXAPRENY |=Cc(c)ccc=C(| _
L-45- C)CCC=C(C) ECESESESESES
DIHYDROXY | CCC=C(C)CC
BENZOATE C=C(C)CccCcC=
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(
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37 3- CC(C)=Ccccc ]
HEXAPRENY | (C)=CCCC(C) | oo . &
L-4- =CCCC(C)=C R
HYDROXYBE | CCC(C)=CCC
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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)CcCC=
C(C)C)cl0
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E C(C)=CCOP( HEXAPRENYL-
0)(=0)OP(0)( DIPHOSPHATE
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40 GERANYLGE | CC(C)=CCCC g OO0
RANYL-PP (C)=CccCcC(O) Gy CH3 C3  CHg OF OOH
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41 | 13058-04- FARNESYL- |cc(c)=cccc | .
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42 GERANYL-PP | CC(C)=CCCC | . o
(C)=CCOP(0) ER i Mg/ e

(0)OP(0)(O)



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( O\ g http://biocyc.org/H
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H3C CH3
45 ALPHA- CC(C)C(=C)C Rk
METHYL-5- | CC(C)CICC= | .. [™ o
ALPHA- c2c3cccac( » hac
ERGOSTA C)C(0)CCC4( "
C)C=3CCC12
C
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cc(c)ciccece UMAN/NEW-
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(C)C=3CCC12
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E
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0 -COA CCNC(=0)CC
NC(=0)C(0)C
(C)(C)COP(0)
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0)OCC10C(C
(0)C10P(0)(
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51 816-66-0 2K-4ACH3- CC(C)CC(=0) oH
PENTANOAT | C(=0)0 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
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HaC
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4-
METHYLPEN
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CC(C)CCC=0

54

CPD-1087

CC(C)CCCC(
C)c1Ccc2c3
C(0)CC4=CC(
=0)CCC4(C)C
3CC(0)C12C

H3C H3

55

CPD-266

CC(C)ccec(
C)C1CCC2C3
C(0)C=Ccacc(
0)CCC4(C)C3
CCC12C

56

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

CC(C)CCCC(
C)C1CCC2C3
C(0)CC4CC(
0)CCC4(C)C3
CC(O)C12C
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57-88-

CHOLESTER
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[HI[C@@]1(C
C[C@]2([HDI
c@]1(c)cc[c
@I3([H)[C@
@]4(c)cCIC
@H](0)CC4=
CC[C@@]23[
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cCcc(c)C
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CH3
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CPD-202

CC(CCC(=0)S
CCNC(=0)CC
NC(=0)C(O)C
(C)(C)COP(0O)
(=0)OP(O)(=
0)OCc1loc(C
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59 | 313-04-2 DESMOSTER | CC(CCC=C(C PP
OL-CPD )C)C1CCC2C3 N
CC=C4CC(0)
CCCA4(C)C3C | o~
cCc12C
60 | 128-33-6 ZYMOSTERO | CC(CCC=C(C ) s
L )C)C1CCC2C3 C e
CCCacc(0)C ,O%b
CC4(C)C=3C
cc12¢
61 | 56-41-7 ALANINE CI[C@H](N)C( o
O)=O HZN\/KO
éHg
62 | 4872-34-8 CPD-641 CC(0)(CCOP( Ho o http://biocyc.org/H
0)(=0)OP(O)( RS UMAN/NEW-
0)=0)CC(0)= vo—'—on | IMAGE?0bject=C
0 B 8 PD-641
63 | 73566-35- CPD-499 CC(0)(CCOP( HO~__0
5 0)(0)=0)CC( OH  HsC
0)=0 O / 3
/ o
HO OH
64 | 71-50-1 ACET CC(=0)0 0
HO: CH3
65 | 25138-66- S-LACTOYL- | CC(O)C(=0)S - B
3 GLUTATHIO | CC(NC(=0)C | o - 0
NE CC(N)C(0)=0 m fiw\f
)C(=0)NCC(O o
=0 AN
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= HO\H\KO
CH3  OH
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7 2 0 CH3 UMAN/NEW-
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LACTATE
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1 ETRA-H-
““)\ BIOPTERIN
70 625-72-9 CPD-335 [H]IC(C)(O)CC O | http://biocyc.org/H
(=0)0 \r\’/ UMAN/NEW-
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2 @H](c)cccc ”3‘W/€@%w online.com/doi/abs
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