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Juliane Gluge, Kristopher McNeill and Martin Scheringer

Substances in the ECHA database where the SMILES do not correspond to the Chemical Abstract Service Registry Number™
(CAS RN™) as allocated in SciFinder"

For the SMILES and names of the compounds, please refer to the Supporting Information-1 of this article. Please note that due to the large number of structures,
mistakes cannot be excluded completely, and we assume no liability for the molecules shown. The information shown here correspond to the ECHA database as of
January 2021.

1) Inconsistency related to the molecular structure itself

Table 1: Substances in the ECHA database where the SMILES do not correspond to the Chemical Abstract Service Registry Number™ (CAS RN™) as allocated in SciFinder”. The reason
for the mismatch is here the structures itself.
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2) Monomer shown for a polymer

Table 2: Structures in the ECHA database for organic mono-constituent substances as of January 2022 that show most probably monomers although the name or CAS RN™ says

polymer.
CAS RN™ Structure in the database Structure corresponding to the CAS RN™ Comment
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tricyclo[3.3.1.13,7]dec-1-ylethyl-2-methyl-2-propenoate)




EC number

174591-51-6
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According to SciFinder” and to the name, this is a polymer.
58856-63-6 EC number
."W\T“ .I:M.j&f" '-W\/‘\/\/‘Y'\I/j\.'f\.[r“ 412-590-0
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3) Unusual valence
Table 3: Structures with unusual valence in the ECHA database for organic mono-constituent substances as of January 2022.

CAS RN™ Structure in the database Structure corresponding to the CAS RN™ Comment
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4) Inconsistency related to cis/trans isomers

Table 4: Substances in the ECHA database where the SMILES do not correspond to the CAS RN™ as allocated in SciFinder”. The reason for the mismatches here are deviations in the

cis/trans isomers.
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881539-89-5 " EC number
/Ef 2 Na* Na* Na* Na* 812-549-0
HN OH
0
W O
T i
0 \\O \\5/0
O W
CH,
||\H/NH
0
141-12-8 oH CH EC number
: 205-459-2
CH,
CH,
o)
o:<
CH,
873888-84-7 CH CH EC number
3 3 700-488-1
CH (@] OH CH OH




488-10-8

EC number

CH
3 O - -
CH, 207-668-4
CH3
CH3

2379-74-0 EC number
219-163-6
5788-17-0 EC number
O—CH, 412-900-4

H;C

0— CH,




120-11-6

EC number

HaC_ Hs 204-370-6
0
\
0
CH,
=
I
0 CH,
120086-58-0 o EC number
cl - 426-210-6
Hac\/\/\/\/\/\/\/\/\/\/\/’“(/\/OH
123-77-3 o H-N EC number
? 204-650-8
NH, N=N 0
N=—=N o:< %NHZ N=N CAS RN™ does
< S not cover both
© N, © H,N forms
NH




129423-60-5 on EC number
438-100-5

HiC = =
16729-19-4 EC number

CH CH H.C _ ~

3 3%\ _cH 435-930-1

NS NS /5‘\

H3G B © CH,
CH,
112704-51-5 F EC number
410-980-5
o]
X




87-44-5 EC number
CHH H,C 201-746-1
H,C H
H,C o \
H H3C g /
H,C N
2 CHH CH,
111879-80-2 o EC number
9 o 422-320-3
(o]
— -
o]
o]
4




1380163-91- CH, EC number
6 (incorrect 443-910-7
form) ch,

1380163-91- EC number
6 (correct 443-910-7

form)

CH




5) Inconsistencies related to the stereochemistry (deviating stereochemistry)

Table 5: Substances in the ECHA database where the SMILES do not correspond to the CAS RN™ as allocated in SciFindern. The reason for the mismatches here are deviations in the

stereochemistry.

CAS RN™ Structure in the database Structure corresponding to the CAS RN™ Comment
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6) Inconsistencies related to the stereochemistry (no stereochemistry information in the ECHA database while SciFinder" has
some)

Table 6: Substances in the ECHA database where the SMILES do not correspond to the CAS RN™ as allocated in SciFindern. The reason for the mismatches here are stereochemistry
information that are not available in the ECHA database while SciFindern has some.
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7) Inconsistencies related to the stereochemistry (available stereochemistry information in the ECHA database were SciFinder"

has none)

Table 7: Substances in the ECHA database where the SMILES do not correspond to the CAS RN™ as allocated in SciFindern. The reason for the mismatches here are available

stereochemistry information in the ECHA database were SciFinder" has none.
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8) Substances not included in this study that were assessed after the submission
Table 8: Substances in the ECHA database that are not included in this study but were assessed after the submission
CAS RN™ Structure in the database Structure corresponding to the CAS RN™ Comment
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