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This webinar

This webinar will present how cheminformatics
and substance grouping can be used to as
effective tools to early identify persistent and
mobile substances. The current rapid increase of
substances on the global chemical inventory
(GCl), associated with the many unknown trans-
formation products related to them, are a prima-
ry inspiration for this work. The webinar will
feature many ZeroPM researchers, first present-
ing why substance grouping can be an effective
tool for chemical safety regulation and innova-
tion via safe and sustainable by design purpos-
es. This will be followed by cheminformatic
approaches to identify potentially persistent
and mobile dead-end transformation products
(dead-end TPs) of compounds in the GCI.
Following this, CUE (chemical-use extraction), a
Large Language Model-based transferable
framework for automated text mining and
entity-pair relationship extraction on the use of
chemicals on the GCI will be presented.

Finally, using correlations between substance
groups and persistent and mobility, as well as
dead-end TPs, 15 different substance groups
were prioritized as having a high probability of
consisting of persistent and mobile substances,
or being a precursor to a persistent and mobile
dead-end TPs. This list can be the basis for
further prioritizing individual substances based
on use and monitoring information, as well as
toxicity considerations, for follow up within the
context of an early warning system or watch list.
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