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“No single analytical technique is suitable for the
analysis of all compounds, and successful
nontargeted screening will require the development
of multiplatform approaches, facilitated and validated
through interlaboratory collaborations.”
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“The novelty of nontarget analysis, particularly its
current lack of implementation by regulatory agencies,
has prevented the establishment of streamlined quality
assurance and quality control (QA/QC) procedures.”
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« How variable are tools and results from lab to lab? I%‘
 Are some methods/workflows better than others?

. Ao N
 How does sample complexity affect performance? @
- What chemical space does a given method cover? "

WM
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How sensitive are specific instruments/methods?

EPA’s Non-Targeted Analysis Collaborative Trial
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SEPA Design of ENTACT Mixtures
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o Processing ENTACT Data Submissions

* Individual methods treated separately (if appropriate)

* One candidate mass/formula/compound per feature

* Confidence level revised as needed (with consensus)

* Matching to spiked substances by mass, formula & structure
* “Observed” if structure or formula (no spiked isomers) match
* “ldentified” if structure match

* “Reproducible” if correctly ID’d >50% of the time
* For compounds spiked >1 time and identified =1 time



SEPA Lab Comparison: “Observed” Compounds
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SEPA Lab Comparison: Total Performance
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SEPA Experiments with SRM Dust
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VEPA Experiments with SRM Dust
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SEPA Summary of ENTACT Findings
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 NTA methods are suitable for many ToxCast chemicals
« ~5% of ENTACT compounds not observed across all methods

* Performance determined across 3 categories:
« Coverage = Ability to Observe - (Range = 21% to 69%)
« Precision = Ability to Identify those Observed - (Range = 7% to 99%)
* Reproducibility = Ability to Consistently Identify - (Range = 7% to 97%)

« Multiple methods required for broad characterization
* No “one size fits all” method
* <1% of ENTACT compounds observed using all methods

« Concentration, media, and extraction techniques will affect performance

» Mixtures/Data are highly valuable for NTA method development/evaluation
16|
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Questions?

sobus.jon@epa.gov

The views expressed in this presentation are those of the
author and do not necessarily represent the views or policies
of the U.S. Environmental Protection Agency.
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