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Vision for CompTox Impact Site

 EPA CompTox Research
* Transformative
e Game-changing
e Wide-spread interest

* Purpose: Track metric trends to showcase impact of
research and evaluate usefulness of metric

e Learn from approach and broadly apply at multiple
organizational levels (e.g., Chemical Safety for
Sustainability Research Program)



Computational Toxicology Research Products

 Scientific publications and presentations
e Research data

e Software applications, code, algorithms and
models

* Trainings, students and visiting scientists



What metrics should we track?

 Classical metrics — publications (How many, where published, how many
times cited)

e Alternative metrics— publication and data downloads, views,
(http://altmetrics.org/manifesto/)

Most important — usage of research

e Usage of research for decision-making

* Presence of research or reference to it in influential documents such as

budget or statutory language. -m-
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lternative Metric Sources

 Many Social and Altmetric platforms in recent years...
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EPA Computational Toxicology Impact

Chemical safety has been a major priority for EPA since it was established in 1970. As the number of chemicals entering the marketplace has
increased, evaluating chemicals for potential health effecis has become a formidable challenge. Today, some 80,000 chemicals are listed or
registered under the Toxic Substance Control Act (TSCA), and hundreds of new chemicals are introduced every year. EPA's computational
toxicology research has made a tremendous impact on this challenge by developing scientific approaches that can be used to evaluate
thousands of chemicals for potential health effects. Approaches are faster, more efficient, and far less costly than traditional methods. Learn

more about our impact by exploring our scientists, publications and data.
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Area of Expertise:

Dr. Williams' present focus at NCCT is as part of the Chemical Safety for Sustainability (C55) Research Program to develop a
cheminformatics architecture for the center. This work has already produced the publicly accessible website, the iC55 Chemistry
Dashboard, providing access to chemistry related data for over 700,000 chemicals (hitps:/fcomptox.epa.gowdashboard).

Education:
« B.S, Liverpool University, Liverpool, UK; Chemistry, 1985
« PhD., University of London, London, UK; Chernistry, 1988

Professional Experience:

« Morth Carolina ACS Distinguished Lecturer, 2016

+«  Microsoft eScience Jim Gray Award, 2012

« Fellow of the Royal Society of Chemistry, 2009

= University of London Bourne Medal for best Chemistry Thesis, 1988

Publications

IV Tetko, D.M. Lowe and A.J. Williams. The development of models to predict melting and pyrolysis point data associated with several
hundred thousand compounds mined from PATENTS. Journal of Cheminformatics 2016 8:2.

Williams. Linking High Resolution Mass Spectrometry Data with Exposure and Toxicity Forecasts to Advance High-Throughput

Environmental Monitoring. Environmental International, Volume 88, 2016, 265-280.
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Presentations

Williams, A., K. Mansouri, T. Martin, Chris Grulke, J. Wambaugh, R. Judson, G. Patlewicz, I. Shah, AND A Richard. Delivering The Benefits of Chemical-Biological Integration in
Computational Toxicology atthe EPA (ACS Fall meeting). Presented at ACS Fall Meeting, Phildelphia, PA. August 21 - 25, 2016.

Richard, A, C. Grulke, |. Thillainadarajah, K. Mansouri, J. Kancherla, R. Judson, AND A, Williams. EPAs DSSTox Chemical Database: A Resource for the Mon-Targeted Testing
Community (EPA NTA workshop). Presented at Advancing Mon-targeted Analyses of Xenohiotics in Environmental and Biological Media, RTP, NC. August 18 - 19, 2015.
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Data Download Google Analytics

Data & Tools: ToxCast Data Download Web
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* Investigate how to:

 Consider relevance of the measures and evaluate other data
to collect.

e “Roll-up” scores to show institution wide scores.
e Compare our scores to other similar research institutions.
* Track when others use CompTox research for decision making.

* Address challenges such as evaluating research usage in gray
literature and changing ORD’s culture (scientific &
technological)

* Integrate into existing/in development EPA systems — e.g. EPA
Science Inventory

15
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