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I Data PrOCESSi ng I What are the highest-ranking compounds in
drinking water?

LC Data Workflow - MS1 data were matched to MS-ready formulas
from the DSSTox Database? and subsequently processed using the NTA
WebApp.3 Candidate compounds were ranked by data sources and
assigned a ToxPi score. Candidates with the highest data source ranking
and top ToxPi score were considered for further prioritization. MS2
data was processed using Agilent Workflows and matched to Personal . cHs
Compound Databases and Libraries.

GC Data Workflow — El data was processed using Compound

| __Introduction |

Drinking water is one of the most important sources of
exposure to chemicals and studies have shown that
hundreds to thousands of unidentified compounds exist
in drinking water. It has been demonstrated that
commercially available, activated carbon point-of-use
(POU) filters can accumulate a wide range of organic
compounds?!. Non-targeted analysis (NTA) using high
resolution mass spectrometry (HRMS) combined with

ToxPi Score = Toxicity Score + Detection Frequency + Average Abundance
Where Toxicity score = sum of three TEST model* predictions:
Oral rat 50 percent lethal dose + Developmental Toxicity + Ames Mutagenicity
All individual terms are normalized to a max value of 1, for a max ToxPi score of 3
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contains compounds that require both LC and GC.

ToxPi=1.47
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Six participants were selected to represent two large water ) Location vs. Time
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installed them on their kitchen faucets for sampling periods Extracts 1 + 2
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December 2021 with most participants stopping after the
first time period (April — June). Two participants in ATL

at the same time, indicating
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