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Case Study Introduction STEP 3: Contextualize NAM Data
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STEP 2: Expand Query and Characterize Chemicals

The National Toxicology Program (NTP) Interagency Center for the
Evaluation of Alternative Toxicological Methods (NICEATM)
developed the user-friendly Integrated Chemical Environment
(ICE). ICE provides data and computational tools to aid in finding,
analyzing, and contextualizing new approach methodologies
(NAMs).

» ICE tools provide data to users in a computationally friendly
format, and tools are accessible to non-subject matter experts.

The ICE Chemical Quest tool allows users to query ICE for chemicals that are structurally similar to a
target chemical. Similar chemicals are identified based on fingerprints generated from Saagar molecular
descriptors (describedin doi.org/10.1021/acs.chemrestox.0c00464 ).
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STEP 1: Search

The ICE Search tool enables selecting and merging

“has bioactivity” filtering limits
results based on the presence
of bioactivity data in ICE.
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The ICE Chemical Characterization tool provides
context on chemical properties and chemical uses.
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ICE is developed and maintained with funds from the National Institute of Environmental Health
Sciences, National Institutes of Health, under Contract No. HHSN273201500010C. The views
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AC50/LD50 values for mixture
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