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Chemical Exploration: ICE Case Studies Linking ICE With Other Resources

*  New approach methodologies (NAMs) include in vitro and in silico Users can obtain a wide range of information through ICE queries, from chemical properties to bioactivity Information obtained from ICE can be combined with other data resources for
techniques used to query a specific toxicity endpoint. data. ICE can be used to identify available data across different toxicity endpoints or explore why differences additional insight into the chemicals of interest.
* Because NAMs are often developed to address a specific set of in bioactivity are observed. Below are case studies to illustrate the functionality of the ICE web interface. . CEBS allows users to obtain information on individual test articles.
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» ICE users can query the CompTox Chemical Dashboard with chemical lists to further explore properties of
individual chemicals and how chemical structure and bioactivity can influence experimental factors.
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« Data integration: brining together data from different endpoints and
experiments for comparison and exploration.

» Results exploration: dynamic, graphical exploration of query results
with capability to refine.

« CPDat offers categorical mapping (e.g., consumer products) to ~50,000 chemicals based on functionality.

. Data analysis: chemical characterization through computational Chemical Select molecular descriptors or e aron « Combining ICE and CPDat data can allow users to explore characteristics of chemicals. Users can also
tools. Characterization physical chemical properties as 4 : > S i classify chemicals analyzed in ICE and compare their chemicals of interest to others in the category.
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