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integrated database and interface for data analysis,
visualization and uncertainty assessment.
ToxMiner will be user-friendly and freely available,
facilitating widespread implementation.
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ToxCast Predictions: HTS and pathway/mode-of-action (MOA) signatures will be
refined in Phase Il relative to human toxicity and disease through ‘reverse
toxicokinetics’ (rTK), predicted metabolism and biotransformation (pMBT), and
screening of known human toxicants (e.g., failed drug candidates).
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The 700 ToxCast Phase Il chemicals will be a
subset of the 10,000 chemicals being
assembled for Tox21 HTS testing by NTP-
NCGC-EPA.
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ToxCast data will be publicly available through the
ToxCast, ACToR, and DSSTox websites, and
PubChem.

Future Directions

ToxCast has the capacity to screen and prioritize
the thousands of untested environmental
chemicals. Associated informatics tools will allow
EPA to use this data to guide more intelligent,
targeted testing.
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ToxCast HTS assay data will provide in vitro
threshold concentrations for specific biological
targets, genes, pathways and predictors.

ToxScore = f( + In vitro assays + Pathways + Dosimetry)

(1) Systemic

Cancer (I) (e.g. benzene fragment)

4 In vitro assays (e.g. p53 activation)
Pathways (e.g. DNA damage repair)
Dosimetry (e.g. biotransformation)

Features for each toxicity sector are selected for specific
prioritizations; different chemical properties, assays, pathways
and dosimetry for specific types of toxicity testing.

Human Toxicity Pathways in ToxCast Phase I: assays mapped to 231
unique human genes, 94 KEGG pathways, 99 Ingenuity pathways, and 1,126
GO ontologies. Assays, genes and pathways will be expanded upon in Phase
II.
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