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« A Relative Reliability Score (RRS) was developed and applied to each test based on
reported protocol elements and outcomes (see Figure 1). 1100

» Data obtained from the Integrated Chemical Environment v3.4.

» Bar plot shows the distribution of the 1079 substances with defined
structures among the 11 mechanistic domains of the Protein binding

1050 H []

e Scores of 1 to 4 were deemed acceptab|e because: = 400 /B alerts for skin sensitization by OASIS profiler in QSAR Toolbox
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— Dose metrics were reported or calculable. ot . The largest group of substances had no protein binding alerts. Summary and Conclusions
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— The primary report, test substance, and test type were identified. « Remaining substances were classified into five mechanistic domains,

100 + and five other domains had no substances.

* We compiled a database of 2277 human predictive patch tests.
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— The number of positive responses and the total number of subjects tested were
reported.

» The 2255 tests with Relative Reliability Scores of 1 to 4 (Figure 3) included data on 1366
unique substances; 1149 had CASRNs. We characterized these substances using . . :
physicochemical properties, chemical structure categories, protein binding mechanisms, Figure 6. Range of Physicochemical - Reliable data were evaluated for chemical diversity, protein binding alerts, and
and consumer product categories using CASRN as the primary identifier. Properties physicochemical properties.
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» A decision tree was developed to assess the relative reliability of each test where a
Relative Reliability Score of 1 to 4 was determined to be reliable and 5 was
considered unreliable.

40

20 -

0 +—+ "+ F - B i m s e e e e e L

01234567 8 9101112131415161718192021222324252627282930
Number of test results with RRS < 5 (n = 2255)

» These studies and further characterization of the database will provide context for
defining benchmarks for the evaluation of new approach methodologies for skin
sensitization assessments.

» The database is publicly available on the NTP Integrated Chemical Environment (ICE)
website to serve as a resource for the development and evaluation of new approach
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« Of the 1149 unique substances, physicochemical properties were
predicted for 1063 substances by the Integrated Chemical

« Of the 1149 unique substances, QSAR Toolbox v4.4.1 assigned
1079 substances with defined structures to 24 of the 112
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* No substances were assigned to 88 of the 112 available categories.
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