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Table S2: Summary of major inventories/databases containing UVCBs and the relevant information fields within them (as of August 2021).
Inventory/
Database

Format Substance 
Name Field

CASRN 
Field

Internal 
ID Field

Indicative UVCB 
flag

Chemical 
Structure 

Field

Physico-
chemical 

Properties 
Field

Programmatic 
Accessibility

Notes

Non-confidential 
EPA TSCA 
Inventory1

Downloadable .csv or 
Microsoft Access database, 
version updates over time.

Y Y Y – ID Y (16,988 of 
68,167 are 

UVCBs, as of 
August 2021)

N N N TCSA has ‘chemical substance definition’ field (DEF; 
publicly accessible) containing a short description of 
the substance e.g., Castor oil, CAS 8001-79-4: 
Extractives and their physically modified derivatives.  
It consists primarily of the glycerides of the fatty acid 
ricinoleic. (Ricinus communis).

EPA CompTox 
Dashboard2,3

Online database Y Y Y – 
DTXSID

N Y (see Notes) Y N CompTox Dashboard contains Synonyms field, 
Chemical Functional Use, Product & Use Categories, 
Production Volume, Bioactivity, and multiple links to 
literature.

Chemical Structures: ‘Markush Children’ and 
‘Constituents’ included as ‘Related Chemicals’

REACH Registered 
Substances4

Online database Y Y Y – EC No. N Y (see Notes) Y N ECHA database has Regulatory Process Names, 
IUPAC Names, Other Identifiers. Has information on 
Regulatory Context i.e., if it appears in any regulatory 
lists. Has short description of substance: e.g., CAS RN 
8001-79-4, extractives and their physically modified 
derivatives. It consists primarily of the glycerides of 
the fatty acid ricinoleic. (Ricinus communis, 
Euphorbiaceae). 
Chemical Structures: availability varies; can be 
represented as molecular formula, SMILES, InChI.

EC Inventory 
(includes EINECS + 

ELINCS + NLP)5

Online database or 
downloadable .csv

Y – EC and 
ECHA Name

Y Y – EC No. N N Y N EINECS and ELINCS contain short description of 
substance, e.g., CAS RN 8001-79-4, “Extractives and 
their physically modified derivatives. It consists 
primarily of the glycerides of the fatty acid ricinoleic. 
(Ricinus communis, Euphorbiaceae).”

CAS Common 
Chemistry6

Online database Y Y Y- CASRN N N Y when 
available

N “Other names”, experimental properties, deleted and 
alternate CAS Registry Numbers

SciFinder7 Online database 
(proprietary)

Y Y Y-CASRN Y Y Y when 
available

N “Other names”, experimental properties (more than 
Common Chemistry), regulatory information, deleted 
and alternate CAS Registry Numbers

PubChem8,9 Online database Y Y Y-
Substance 

SI

Y (see Notes) Y Y when 
available

Y PubChem has depositor-supplied synonyms field. 
Indicative UVCB Flag: available if depositor 
comments include the term UVCB.
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