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TR You have help here...

AAAAAAA

Your NIEHS Library staff are

available to assist with questions
about ORCID, altmetrics, and other
scholarly communication tools.

Contact Erin Knight for further
detalils.




B\ You Will Choose...
Self-marketing vs. Narcissism

Users, narcissism and
control - tracking the
impact of scholarly
publications in the 21%*
century

Bl & Gacoed o http://research-acumen.eu/wp-content/uploads/Users-narcissism-and-control.pdf
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B . Who markets your work???
If not you, then who?

“It's not the job of researchers to become
experts in public relations — that's why
universities have press offices, says Matt
Shipman, research communications lead at
North Carolina State University in Raleigh.

But he recommends scientists toot their
own horns as well. ”

« http://www.nature.com/news/kudos-promises-to-help-scientists-promote-their-papers-to-new-audiences-1.20346
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“EPA My Hopes for Today

Y

Encourage you In the “era of participation”
Provide an overview of some tools available
Share some stories, statistics and strategies

Encourage you to “share for the sake of
community/science as well as for yourself”

OUTCOMES

You will claim an ORCID

You will invest ~2 hours per month on your profile
You have a bigger “Impact” online....

of Research and
pment
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AAAAAA Think now of something
to share!

A Paper
A Report
Some Data
A Presentation

It MUST already be Public!
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Can you use tools to show impact???
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SEPA Scientists are Constantly
s Evaluated Based on “ Statistics”

e Research datasets

Scientific software

* Publications — peer-reviewed and many others
e Posters and presentations at conferences
 Electronic theses and dissertations

e Performances in film and audio

e Other forms of research
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SEPA  Think about it...

Agv

« 100s if not 1000s of hours of research behind a paper.
How much work is the PUBLISHER going to do to make
sure people find out about your article?? How do you
find out about an article???

« Shouldn’t YOU and your CO-AUTHORS invest some
time In getting it out to the network???

« A presentation given to a small room of people has a
lifetime of “20-30 mins”. A presentation shared online
for all to see lives a lot longer. An article shared in the
network has a much wider audience.

Office of Research and
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wEPA The MOST BASIC Career

United States
Environmental Protectior

Networking Tool

Antony Williams

Scientist at National Center of Computational Toxicology
at EPA

Raleigh-Durham, Morth Carolina Area | Publishing
Current US Environmental Protection Agency (EPA),
ChemConnector

Previous Royal Society of Chemistry, ACS Division of Chemical
Information, ChemZoo

Education  University of London
View profile as g SBD"'
connections
[ https:/herww linkedin.comvin/antony wiliams PR Contact Info

http://www.linkedin.com/in/AntonyWilliams
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ESEPA Can Also Function as an

United States

Eg\éir:ggmemal Protectior EI eCt r O n i C CV

Experience

Vice President of Strategic Development, ChemSpider RSCIEZERT

Royal Society of Chemistry
May 2009 — Present (4 years 1 month) | Raleigh

As the WP of Strategic Development at RSC | am responsible for the eScience team within the
arganization. COur primary focus is on the development of cheminformatics solutions to serve the
community and to support activities within our publishing business. These include our Chem3pider
platform and related projects (e.g. ChemSpider Reactions and SyntheticFages). Ourteam also
supports a number of grant-based projects including the Open PHACTS project (an Innaovative
Medicines Initiative project providing a semantic web solution to support drug discovery),
Pharmasea, a Eurapean project to identify new natural products from the ocean and the Mational
Chemical Database Service serving UK academics with a series of commercial databases and
senvices and developing a national repository to host chemistry data.

v B projects
v 2 honors and awards

= 9 recommendations, including:

[ James Milne g_‘ David James
st Managing Director, Publishing at Royal 5... 4 Executive Director, Strategic Innowvation ...

Tony iz a highhy creative and action based Antony has extensive experience in leading and
individual. Hiz vision for developing innovative managing internationally distributed project teams
products and services make him... View ] working on a very broad... View )

T more recommendations.)

Office of Research and
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“EPA Ability to Highlight Projects

-

H Projects

Open PHACTS
Starting March 2012

What is Open PHACTS?

To reduce the bamiers to drug discovery in industry, academia and for small businesses, the Cpen
PHACTS consortium is building an Open Pharmacological Space (OPS). This will be a freely available
platform, integrating pharmacological dats from a variety of information resources and providing tools
and services to guestion this integrated data to support pharmacological... more

b 8 team members, including:

= Antony Williams Valery Tkachenko
: WP Strategic Development, Head of .. Chief Technolegy Cfficer at Royal 5.

- Lee Harland Paul Groth
CEC SciBite Limited Disruptive Technology Director (@ Els...

UK Mational Chemical Database

Starting December 2012

The R5C will be operating the EPSRC Mational Chemical Database Service from 2012-2017. We
intend to build the Service for the future - to develop 8 chemistry data repositony for UK. academis, and
to build tools, models and services on this data store to inoesse the value and impact of researchers’
funded work. We will continue to develop this data store through the lifetime of the contract

pericd. .. more

¢ & team members, including:

== Antony Williams Valery Tkachenko
WP Strategic Development, Head of .. Chief Technology Cfficer at Royal 5.

Colin Batchelor
Senior Informatics Analyst -

Office of Research and
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Structural revisions of natural products by Computer-Assisted Structure

Elucidation (CASE) systems
Matural Products Reporis

July 2010

Computer-Aided Structure Elucidation {CASE) is a scientific area of investigation initiated over forty
years ago and on the frontier between organic chemistry, molecular spechroscopy and computer
science. As a result of the efforts of many researchers, a series of so-called expert systems (ES) intended

for the purpose of molecular structure elucidation from spectral data have been developed. ... more

3 authors

Antony Williams Mikhail Elyashberg
WP Strategic Development, Head of . Senior Researcher g Advanced Che.

Kirill Blinow
{  Software Developer

Meta-analysis of molecular property patterns and filtering of public datasets

of antimalarial “hits” and drugs
Roval Society of Chemistry, Med. Chem. Commun, 2010, 1, 325-330

2010

Meglected infectious diseases such as tuberculosis (TB) and malaria kill millicns of people annually
and the oral drugs used are subject to resistance reguiring the urgent development of new therapeutics.
Several groups, including pharmaceutical companies, have made large sets of antimalarial soreening
hit compounds and the asscciated bicassay data available for the community to learn from and... more

2 authors

== Antony Williams Sean Ekins
WP Strategic Development, Head of .. Founder and CEO at Collaborations ...
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Agency

4 people like your updateg The work done by sh
ng of
Antony Williams 18h
Scientist at Mational Center of Computational Toxicology at EFA / ljevic, Heather King, Ellen Berg and Sine ...

The work done by the EPA to provide access to the Toxcast data for others to use

continues to have a major influence. | am working at a great place... D'ED_DTE like your update, ldentification of . oh
Phen.ntyplc. screening of thg ToxCast ;hemlcal library to Chantel Nicolas and Dr. Rachelle J. Bienstock
classify toxic and therapeutic mechanisms
nature.com * Mature Biotechnology | doi10.10238/nbt. 2514
6 people like your update, "Cur |atest paper..” Sh

An automated curation ...

Like = Comment » Share - w4 .ﬁ g pi.

Chantel Micolas, Prachi Pradeep, Kamel Mansouri, M. ..

4 people like your update, "ON KUDOS: Does 10h
data..” hitps:ffgoo.glhpU181

It's All Networking, [#f&&

Alfred M Ajami, Sine Rosenberg, Esben Jannik Bjerru. ..

NEtWOrking________ ERimaHMJD 18h

likes your update, "l just added a
SIideShgre o my... 'Autnmgtic V5
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“EPA  Ask for Recommendations

Agency

)0
View profile as View recent activity — P
Ask your connections to recommend you
Ask o be recommended

Create profile in another language

ligrms

o What do you want to be recommended for?

- be discovered for you Save to PDF

Scientist in the Mational Center of Computational T <
Manage public profile settings

S o Who do you want to ask?

Your connections: (You can add up to 3 people)

Jeff Edwards

o .' Jeff Edwards
L

What's your relationship?

You worked with Jeff in the same group =

What was Jeff's position at the time?

‘ Software Architect & Engineer at US EPA

o Write your message

Subject:

Can you recommend me?
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Ask for “Endorsements”,
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Top Skills

ﬁ Chemistry

ﬁ Analytical Chemistry

ﬁ Drug Discovery

ﬁ Spectroscopy

Antony also knows about.

Endorsements
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E Start-ups Crganic Chemistry E Product Management

E Pharmaceutical Industry ﬂ Competitive Analysis E Biochemistry

Fl  Blogging ﬂ Entrepreneurship m Informatics m Mass Spectrametry
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Add a section to your profile — be discovered for your
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Instant Summary as a PDF

= - -
Antony Williams .
Scientist at National Center of Computational Toxicology — «
at EPA

Raleigh-Durham, Morth Carolina Area | Publishing #

Current US Environmental Protection Agency (EPA), 4
ChemConnector

revious Royal Society of Chemistry, ACS Division of Chemical A
Information, ChemZoo

Education  University of London #

View recent activity ]':H:
AntonyWillizms (L).pdf - Adobe Acrobat Pro =
.ASI’.‘F”E Edit View Window Help *
J'@cm-|@@|@@@§@@>@ customize ~ | (a8
Creg =5l Tools | Fill &Sign . Comment
Save A
Man gl Antony Williams
| . . . .
Scientist at National Center of Computational Toxicology at EPA
tony27587@gmail.com
[ ]
Linked
75 people have recommended Antony
3

"Antony is an exteremely efficient Business Leader, always pushing ahead with great ideas, lots of attention
to detail and inexhaustible energy. I had the pleasure of working with Antony introducing eHiTS Lightning
to the market, he helped to setup roundtable meetings, organized presentations to Universities as well as
potential Customers. I was particularly impressed with his ability to correct an improve presentation and
publication materials with astonishing efficiency. He also has a great sense of humor, making business

dinners and social networking so much more fun. Antony earns my highest recommendation.”

L L — L — T 1
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http:/fwww.orcid.org/0000-0002-2668-4821

304 SlideShares
233 Followers
0 Clipboards

Delivering The Benefits of Chemical-Biological
Integration in Computational Toxicology

at the EPA

Antony Williams', Kamel Mansouri, Chris Grulke, Keith Houck,
Ann Richard, Jeff Edwards, Matt Martin, John Wambaugh,

Grace Patlewicz, Imran Shah, Richard Judson, Kevin Crofton
and Russell Thomas

0 Raleigh-Durham, Merth Carclina Area, North Carol
United States

www.chemconnector.com

(O 919201 1516

0 Over the past decade | held many
responsibilities including the direction of the
development of scientific software applications
for spectroscopy and general chemistry, August 21-25, 2016
directing marketing efforts, sales and business ACS Fall Meeting, Philadelphia, PA
development collaborations for the company.
Eight years experience of analytical laboratory 1 of 34 »
leadership and management. Experienced in
experimental techniques, implementation of Delivering The Benefits of Chemical-Biological Integration in Computational Toxicology at
new MMR technolegies, walk-up facility the EPA 255

National Center for Computational Toxicology
LS. Environmental Protection Agency, RTP. NC

This work was neviewed by the U5, EPA and approved for presentation bul does nal necessanly refiec official Agency policy

Documents 66

Infographics 0

Videos 0
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B _Sharing your works online

E¥ My Uploads Analytics

Most Recent v ® Select all

Q. Search Uploads..
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Delivering The Benefits of Chemical-Biological The EPAICSS Chemistry Dashboard to Keyboard
Integration in Computational Toxicology Support Compound Identification Using High How One Monkey on a-Frpewsies
at the EPA Resolution Mass Spectrometry Data Made a Difference to
Antony Williams', Kamel Mansouri, Chris Gruke, Kaith Houck, : :
:nrn Richard, Jeff Ewards, Matt Mardn, John Wambaugh, Antony J. Williams', Andrew McEachran, Jon Sobus, Online Chemistry
Grace Patlewicz, imran Shah, Richard Judson, Kevin Creflon Chis Gruke, Jennifar Smith, Mchelle Kizyzanowsk, 3
and Russel Thomas Jordan Foster and Jeff Edvards Antony Williams
Niatlanal Cen ter for Camputational Tascalagy Natlonal Center for Compuistional Bakcologry
U5 Enviranmental Fratection Agency, RTR NC e ' f\‘
M Added to profie [ I M Added to profie [ I M Added to prorie [/ )

Delivering The Benefits of Chemical-... The EPA IC55 Chemistry Dashboard. ..
2 weeks aJao, 34 slides

How One Monkey on a Typewriter M.

2 weeks ago, 40 slides 3 weeks ago, 80 slides

© 255 ¥ ®0 +0 © 256 ¥ ®0 ¥ 1 © 322 Yo ®0 ¥ 1

Edit v Preview v Edit v Preview v Edit v Preview v
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Presentations Videos Infographics Most viewed
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3D printing crystal Why Dispensing ChemSpider as a
structure... High-Throughput Processes Impact hub for onlin...
d months ago Screening... A... 2 years ago
1207 views 9 months ago 1 year ago 271 views
Edit 734 views 406 views Edit

Edit Edit

Revisiting the nmr
assignment...

2 years ago

328 views

Edit
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Structure revision of
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2 years ago

119 views

Edit

e P s
[SEY

B fwmea s tmmdmmetom od wem s
e R mp e = e

e & .
-

Elucidating
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2 years ago
266 views
Edit
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Using indirect
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2 years ago

182 views
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SEPA ResearchGate is Another Tool for

United States

were Networking and Citation Tracking

Antony John Williams 44206

| Add your publications |

PhD
Scientist | Add unpublished work |
Linited States Envircnmental Pr..., Corvallis - Naticnal Center for Computational Towxicology
OVERVIEW CONTRIBLTIONS INFO STATS RG SCORE
34?’ %, United States Environmental Protection Apency
34k 15,695 2,400  518.42 3& i National Canter for Computational Toxicology
PUBLICATIONS Wigws Dowmmioads Citations Impact Points Wiew stats 1'*\5 " Corallis, NC, United States

R | am a Computational Chemist in the Mational Center of

Computational Toxicology at the Envircnmental Protection
Agency in Research Triangle Park, Morth Carclina.

Reszearch: Data imegration and building a profile for
yourself as an online scientist

Antony John Williams Cwer the past decade | held many responsibilities including
the direction of the development of scientific software
0 0 0 applications for spectroscopy and general chemistry,
Views Downiloads Citations directing marketing efforts, sales and business
development collaborations for the company. Eight years
Bl experience of analytical laboratory leadership and

management. Experienced in experimental technigues,
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Agency

Personal stats Total Last week
- ; - See views by
@ Publication views 30k 266 b
country / institidion .
o Congratulations
g Seewho cited your With 452 new publication views, you were the most
I—_gl Citations 2K 13 eh A
e viewed researcher from your department
|:_hl‘. ) . See views by
et Profile views 52k 39 country / institution
ACHIEVED WEEK ENDING AUG 30™ @
= | Question views 818 1

With 155 new downloads, you were the
most downloaded researcher from your department
last week
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Mew endorsements

454 1240k 3,764 218

Research items Reads Citations Molecular Docking = || Parallel Synthesis =

307 articles 73 pata 74 other View details

Y
Add your publications
We found 1 publication in our database that matches your name:

) . . Top co-authors View a
Article: An automated curation procedure for addressing

chemical errors and inconsistencies in public datasets used in
OSAR model...
K. Mansouri C b Grylke & b Richard B 5. Judson, A, ). Williams

Kirill A Blinow «121.75- (76)

‘ Gary E Martin <l 4432 - (53)
Merck

Mikhail Elyashberg 2367 - (56)
ACD/Labs

Sean Ekins 1l 4558 - (45)
Featured research Collaborations In Chemistry

Presentation: The EPA iC_SS l.':l:lemisu_'y Da_shhnard to ) Valery Thachenko «l 19.83 -
Support Compound Identification Using High Resclution

Mass Spectromeiry Data

Anteny John Williams

File available - Presentation - Aug 2016

The Royal Society of Chemistry

Did this researcher author this publication with you?

- 16 0
R Reads Citations Andrey Yerin
Article: The Need for Systematic Naming Software
Tools for Exchange of Chemical Information
Article: Encyclopedia of Inorganic and Bicinorganic Anony Williams - Andrey Yerin
Chemistry Article - Jan 2013

Alex M. Clark - Antony J. Williams - Sean Ekins
Article - Sep 2016

Ski Yes
W .

Reads Citations
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<EPA “Iwon’t use it | get too many emails”

Envi tal Protecti . . .
A';‘;'ri‘é;‘me” W https://lwww.researchgate.net/account.AccountNotificationSettings.html

Notifications

Use the checkboxes below to choose which email updates you want to receive from
ResearchGate.

+ Profile AL &
» Network CUSTOM @
+ QEA AL &
»  Institutions ALL
» Your publications AL #
» Jobs NONE

> Stats ALL ¥
+ Projects ALL
» General notifications NOME

Email settings

Pause emails that | don't open or interact with for a while -

Include my name in the from field when notifying my connections of my activity '

=== Profile settings
mm— Account settings

mem  Privacy settings

mmm  Security settings
@l Notification settings
mmm  Connect with services

mmm [nvitation settings
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PROJECTS

QUESTIONS JOBS

Antony John Williams w4302
Phl

Add ane

nmental Pr..., Washington, D.C. - Matio..

Qverview Contributions Timeline Info Stats Scores

The interactive Chemical Safety for 4 50 # . United States Envira
Sustainability Dashboard Total reads A National Center for €
N | WaSHingron, D.C., CC
E] 6 Updates - 3 Collaborators A6
Total followers
View project
About
1am presently a Computational
Computational Toxcology with
444 Agency in Research Triangle Far
11.96k 3719 108 1am one of the founders of the
Publications Reads Citations Full-texts View stats (http:f pwww.chemspider.com),¢

1n the world that was acquired t
2009. Proliftc author with almo:
publication and book chapters, :
presentations.

-

211 of your publications don't have full-texts yet

Add them to your profile to create visibility for more of your work and boost your
stats totals.

View publications

Skills and expertise (279

Cheminformatics

Cheminfarm

Featured publications

Presentation: The EPA iCSS Chemistry Dashboard to
Sunnort C i inn Lisina Hinh i
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ResearchGate for Sharing a PROJECT

@ X3 |

Antony John Williams

3s ago
shared an update ? v

By the end of this year we will release a lot of new functionality to support
Non-Targeted Analysis by Mass Spectrometry. The next release of the
CompTox Chemistry Dashboard will have batch searching based on
formulae that will be particularly useful, data source ranking and a number
of specific searches of value 10 Mass Spectrometrists. See this
presentation given at EAS for more detail:

Presentation The EPA iCSS Chemistry Dashboard to Support Compound
Identif...

Comment

A researcher started following your project:

The interactive Chemical Safety for Sustainability
Dashboard

See all followers
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Conference

Presentations &7
Book Chapters 10
Posters =
Magazine Article 1

Mon-conference

Presentations =
Add Section
Add Post

cv
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Academia.edu

https://rsc.academia.edu/AntonyWilliams

2 ¥ Antony ) Williams

IInited States Environmental Protection Agency, National Center of Computational Toxicology,
Faculty Member edil

Research Interests: Chemistry, Nucear Magnetic Resonance, Cheminformatics,
Drug discovery and Cheminformatics, Collaborative Design,

Analytical Chemistry, and E Science

Abowut: Wy passion is connecting people to chemistry. Cwer the past
decade | held many jobs and responsibilities including th...

more
Ed
PAPERS + Add Paper = Rearder
Serving the medicinal chemistry community with Royal @ 138

Society of Chemistry cheminformatics platforms o

@ Download

Dispensing Processes Impact Apparent Biolegical Activity as @ 26
Determined by Computational and Statistical Analyses noe
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Optimization of the Ugi reaction using parallel synthesis and & 19
automated liquid handling e

@ Download

top 0.5% v
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total views

850

followers

48 Following
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Recent Activity

Antony started following the work
of jon Weinberg. abou a marith agn

Antony added a conference
presentation and a paper 4 ronths
[

Antony joined the department
Mational Center of Computationa
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Antony Williams 63978 1215 1

= 0000.0002.2668.4821 7 itemn views itern downloads citations

Computational Chemist, Mational Center for Computational
Toxicology, US-EPA in Chemistry
United States

Co-workers & collaborators

Valery Tkachenko

Sean EKins
senior consultant, Fuguay “arina, NC, LISA

Kirill Blinov

Over the past decade | held many responsibilities including the direction of the
development of scientific software applications for spectroscopy and general Alexey Pshenichnov
chemistry, directing marketing efforts, sales and business development

collaborations for the company. Eight years experience of analytical laboratory Ken Karapetyan
leadership and management. Experienced in experimental technigues,

implementation of new NMR technologies, walk-up facility management, Mikhail Elyashberg

research and development, manufacturing support and teaching. Ability to
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Download (284.05 MB) Share Cite Embed + Collect

EPA Comptox Chemistry Dashboard "MS-Ready" File
of Structures 203 34 0

views downloads citations
17.02.2017, 11:27 by Antony Williams

The EPA CompTox Chemistry Dashboard (at https://comptox_epa.gov) can be used by
mass spectrometrists for the purpose of structure identification. A normal formula search

would search the exact formula associated with any chemical, whether it include

solvents of hydration, salts or multiple components. However, mass spectrometry CATEGORIES
detects ionized chemical structures and molecular formulae searches should be based « Cheminformatics
on desalted, and desolvated structures with stereochemistry removed. We refer to these » Cheminformatics and Quantitative Structure-

Activity Relationships

as "MS ready structures” and the MS-ready mappings are delivered as Excel « Analytical Spectrometry

Spreadsheets containing the Preferred Name, CAS-RN. DTXSID, Formula, Formula of
the MS-ready structure and associated masses, SMILES and InChl Strings/Keys. KEYWORD(S)

Mass Spectrometry
REFEREMCES . .

« http:/flink.springer.com/article/10.1007/s00216-016-0139-z
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4 simple steps to increase the usage and impact of your publications:

},‘_ 1. Explain B 2. Enrich D@ 3. Share e& 4. Measure
Explain your werk and tell = Enrich your publication Share a link to your Measure the impact on
readers what it's about and by adding links to related publication by email and your publication

why it's important. materials. social media. performance.
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e Kudos connects papers to social media platforms such as
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Explain
Explain Your Publications

Add a short title

Adding a short title to your publication will help make it easier to find and can help increase
citations. Learn more.

xnsing processes profoundly influence estimates of biological activity of compounds

Tell readers what your publication is about

Adding a simple, non-technical explanation of your publication will make it easier to find, and more
accessible to a broader audience. Learn more.

Dispensing processes profoundly influence estimates of biological activity of
compounds. In this study using published inhibitor data for the tyrosine kinase =
EphB4, we show that IC50 values obtained via disposable tip-based serial dilution

and dispensing versus acoustic dispensing differ by orders of magnitude with no
correlation or ranking of datasets.

Tell readers the significance of your publication

Adding an explanation of what is most unigue and/or timely about your work, and the difference it

might make, will help increase readership. Learn more.

Traditional dispensing processes are another important source of error in high-
throughput screening that impacts computational and statistical analyses. These
findings have far-reaching implications in biological research and calls into

guestion the quality of HTS data available in the public databases and certainly

emphasizes the need for appropriate meta data to be available to ensure that it




Gﬂ“ Within Two Weeks

Agency

13 C- 15 N Connectivity

nenwarks via unsymmetr... all 2007 | e O V] &
st e - TR R (R
e 4 -0 6 8 o6
ol (I e o o o
., A 2 | O O © ©O

http://www.chemconnector.com/2014/06/20/give-me-kudos-for-my-articles/

- Office of Research and
Development


http://www.chemconnector.com/2014/06/20/give-me-kudos-for-my-articles/

e A PUDblICcation as a point-in-time

« From a publication how do you cite forward?
e to errata?
e to your later publications?
e to electronic notebook pages?
e to blog posts about your work?
e to other peoples related publications?
e (o reinterpreted data you don’t publish?

Office of Research and
Development




. A crazy idea to celebrate
sports: Olympicene

Office of Research and
Development




w%ﬁi}?&iﬁ:‘:& The Article...

Agency

CHEMISTRY

A European Journal

Explore this journal =

Full Paper

The Synthesis and STM/AFM Imaging of ‘Olympicene’
Benzo[cd]pyrenes

Anish Mistry, Ben Moreton, Dr. Bruno Schuler, Dr. Fabian Mohn,
Dr. Gerhard Meyer, Dr. Leo Gross, Dr. Antony Williams, Prof. Peter Scott,

Dr. Giovanni Costantini, Dr. David ). Fox ]

First published: 2 December 2014 Full publication history

DOI: 10.1002/chem.201404877  View/save citation
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Single Molecule Microscopy and Properties of Olympicene: Olympic Rings
at the molecular level &

The Synthesis and STM/AFM Imaging of ‘Olympicene’ Benzo[cd]pyrenes

"
SEWICE Anish Mistry,Ben Moreton,Brune Schuler,Fabian Mohn,Gerhard Meyer Lec Gross,
brﬂ ught Antony Williams,Peter Scotr, Giovanni Costantini,David |. Fox

to you Published in: Chemistry - A European Journal
- Publication date: December 2014
b}" WIIEY Publisher: Wiley
DOI: heep://dx. doi.org/10.1002/chem. 207140487 7 Report a data issue @

Office of Research and
Development




United States
Environmental Protectior
Agency

Resources +

External resources such as presentations,
videos, interviews, figures, data-sets or
related publications

A In Celebration of Chemistry in &
Sports. Intreducing Olympicene.

The initial introduction to the
Olympicene project as announced on
the ChemConnector website

Jil Olympicene on ChemSpider &

The ChembSpider record for
Qlympicene with the initial structure
registered and related data including
proton NMR spectrum.

@ Photo finish for Olympicene in 4
Chemistry World

Chemistry World article about
olympicene "UK chemists have
synthesised and imaged & molecule
that closely resembles the Clympic
rings. While the molecule shows
promise for applications in electronics,
the project was undertaken principally
as a means to celebrate the Olympics
coming to London in 2012, as well as
encouraging online sharing of
synthetic chemistry procedures.”
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§, Olympicene on the Chemistry
Periodic Table of Videos

Qlympicene is a gimmicky but clever
malecule based on a famous set of
rings - yet they are not linked!!! &
discussion with Martin Poliakoffin a
video.

E,.,! The Story of Olympicene from
Concept to Completion on the
ChemConnector blog

The story of Olympicene, and our
intention to try and get it synthesized
and analyzed, was first reported in
August 2011, The original conversation
was between Prof Graham Richards
and | over a drink in Belgium at the

REC Editors Symposium in March 20170,

The concept of having someone
synthesize a small organic molecule
that would be a molecular
representation of a famous symbaol of
sport was a fascinating challenge. This
blog post summarizes the project.

Stunning image of smallest
possible five rings

Fress release from the Universiny of
Warwick

4

Ef

4

Gold medal! Scientists create

=

smallest-ever version of
Olympics logo - a single molecule
with five familiar ‘rings’

A story by the Daily Mail about
Qlympicene

An entry about olympicene in
Wiktionary

How many compounds get an entry in
the Wiktionary???

Theoretical Prediction of the
Structures and Energies of
Olympicene and its Isomers

This paper offers the first theoretical
study of the kinetic stability of
olympicene and its isomers. We use
the parametric two-electron reduced
density matrix (2-RDM) method, which
takes the 2-RDM as the basic variable
in lieu of the traditional wave function
in calculations . Qur calculations
demonstrate that olympicene’s
isomers may be separated into
aromatic and diradical isomers. The
olympicene molecule has the potential
to complement pentacene as an
organic semiconductor.

4

E4

4
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&EPA  National Information Standards
Organization and “Altmetrics”

~ NISO Altmetrics Standards Project White Paper
How the information world (Draft 4! JLH"IE 6! 2014)

CCCCCCCC

ImpactStory.

Share the full story of your
research impact.

" S TM ! N ] : u . ImpactStory is your impact profile on the web: we reveal the diverse impacts of your articles,
( u m : n a | I cs datasets, software, and more

Measuring Research Impact

Altmetric

« http://www.niso.org/apps/group public/download.php/13809/Altmetrics project phasel white paper.pdf
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ImpactStory.
https://impactstory.org/u/0000-0002-2668-4821

ImPaCtStOI'Y hi, Antony £ & :

L] *
Antony Williams @ » v share
US Environmental Protection Agency Computational Chemist
2l &4 &2
OVERVIEW
ACHIEVEMENTS view all ACTIVITY view all
oo Saves and shares A Q w
ODEH ACCESS W Top 25% 1360 across ¢ channels: 677 584 356 14 14 9 3 2 1

92% of your research is free to read online.
This level of availability puts you in the top
11% of researchers.

. ) PUBLICATIONS view all
Wikitastic R Top 50%
Your research is mentioned in 1 Wikipedia

articles! Only 28% of researchers are this [2) Open drug discovery for the Zika virus [version 1;

highly cited in Wikipedia. referees: awaiting peer review]
o Your Wikipedia titles include Steve 2018
Pettifer. 277 MAE
Greatest H|t % Top 25% [3) Dispensing Processes Impact Apparent Biological o
m Your top publication has been saved and Activity as Determined by Computational and Statistical
shared 277 times. Only 11% of

Analyses M
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PUBLICATIONS

100 PUBLICATIONS + Add publications Filter b"_f BeEnre
) ) ) ) [3 articles (25)
[Z Open drug discovery for the Zika virus [version 1; referees: [Full text]
awaiting peer review]) == others (15)
2016 (Y undefined
277 » undefineds (59)
& book (1)
[ Dispensing Processes Impact Apparent Biological Activity as [Full text]
Determined by Computational and Statistical Analyses
2013 PLoS ONE Coauthors
262 mEQ Egon Willighagen
Miklas Blomberg
[£) Parallel Worlds of Public and Commercial Bioactive [Full text]
. Christopher Southan
Chemistry Data
2015 J. Med. Chem. Steve Pettifer
131 =Q
h Christopher Lipinski Q
impactstory.org/u/0000-0002-2668-4821/publications e B
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' Dispensing Processes Impact Apparent
Biological Activity as Determined by
Computational and Statistical Analyses

Sean Ekins, Joe Olechno, Antony J. Williams, Alexandre G. de Brevern
2013 PLoSONE=

& Free fulltext available =

SAVED AND SHARED 262 TIMES

20, 73 Mendeley saves
since this article's publication in 2013

Mendeley is a reference manager, like Endnote. For privacy reasons, they conceal identifiable
timeline and user information. Some summary info is available on Mendeley's website &

3 tweets
2 months ago

Discover when your work is discussed &amp; shared online - Raising Your Scholarly
Profile - LibGuides at Duguesne University
5 months ago by Research Tools
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=] Dispensing Processes Impact Apparent Biological Activity as Determined by. ..
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FPicked up by 18 news outlets
Blogged by 2
Tweeted by 26
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Mentioned in 1 Google+ posts

Reddited by 1
Highlighted by 1 platforms
Click for more details

Article accesses: 258
Citations: 0 more information

Altmetnc score: 49
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774 Downloads since Dec 16

Analytical and Bioanalytical Chemistry
L. March 2017, Volume 409, |ssue 7, pp 1728-1735

Identifying known unknowns using the US EPA’s
CompTox Chemistry Dashboard

Close = Authors Authors and affiliations

Andrew D. McEachran[~], Jon R. Sobus, Antony J. Williams [~

28 :

Rapid Communication Cite this article as:
McEachran, A.D., Sobus, J.R. & ! EE | ! _|I| ?'q‘ |
First Online: 16 December 2016 Williams, A.J. Anal Bioanal Chem . /
DOI: 10.1007/s00216-016-013%-z (2017) 409: 1729. doi:10.1007/s00216- i )
Bloggedby2 7 016.0430.0 Shares Downloads

Tweeted by 18
I Feferenced in 2 Wikipedia
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Reddited by 1
On 1 videos
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|dentifying known unknowns using the US EPA's CompTox Chemistry Dashboard

Qverview of attention for article published in Analytical & Bioanalytical Chemistry, December 2016

SUMMARY Blogs Twitter Wikipedia Reddit Video

28

ball Springer Chemistry
= @Springer_Chem

RT @ChemConnector: The CompTox Chemistry Dashboard: Helping researchers ID
unknown contaminants... https://t.co/NyOnvtCz9s re. paper https:...

30 Mar 2017

Christopher Southan
@cdsouthan

@ About this Attention Score

In the top 5% of all research

outputs scored by Altmetric

. MORE: RT @ChemConnector: @altmetric IMPRESSIVE.Thx for including the @researchsquare
Mentioned by movie https:/t.co/SWZRulzk0Z for our paper https:/t.co/Sxb...
2blogs 29 Mar 2017
18 tweeters
2 Wikipedia pages
1 Redditor
1 video d
. S H Andrew McEachran
@Andrew_McEach
Readers on
. O RT @ChemConnector: The CompTox Chemistry Dashboard: Helping researchers ID
HETEELE) unknown contaminants... https:/t.co/NyOnvtCz9s re. paper https:...
—_— 29 Mar 2017
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Antony John Williams, 0000- / Edt  EFollow - Google Scholar
National Center of Computational Toxicology, Environmental Protection Agency Q
Chemistry, Cheminformatics, Nuclear Magnetic Resonance, Drug Discovery
Verified email at epa.gov - Homepage Citation indices All Since 2011
My profile is public Citations 4071 2688
h-index 35 27
Change photo 110-index 106 78
Title + Add = More 1-20 Cited by Year
. . R : 2008 2009 2010 2011 2012 2013 2014 2015 2016
ChemSpider: an online chemical information resource :
HE Pence, A Williams 186 2010
Journal of Chemical Education 87 (11), 1123-1124 )
Co-authors Edit...
Open PHACTS: semantic interoperability for drug discovery Kirill Blinov
AJ Williams, L Harland, P Groth, S Pettifer, C Chichester, EL Willighagen, ... 146 2012 _
Drug discovery today 17 (21), 1188-1198 Sean Ekins
N . ) Mikhail Elyashberg
In silico repositioning of approved drugs for rare and neglected diseases
S Ekins, AJ Williams, MD Krasowski, JS Freundiich 118 2011 Valery Tkachenko
Drug discovery today 16 (7), 298-310 Gary E. Martin
Major structural components in freshwater dissolved organic matter Alex M. Clark
B Lam, A Baer, M Alaee, B Lefebvre, A Moser, A Williams, AJ Simpson 93 2007 Carole Goble
Environmental science & technology 41 (24), 8240-8247
Lee Harland
Online chemical modeling environment (OCHEM): web platform for data Egon Willighagen
storage, model development and publishing of chemical information 86 2011 Andrew SID Lang 0000-0002-9922-14
| Sushko, S Novotarskyi, R Korner, AK Pandey, M Rupp, W Teetz, ...
Journal of computer-aided molecular design 25 (6), 533-554 Chris Evelo
L o Yegor Smurnyy
Identification of “Known Unknowns” Utilizing Accurate Mass Data and baul Groth

J Little, A Williams, V Tkachenko, A Pshenichnov
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AJ WILLIAMS, S SANTIAGO, E PRESCOTT
Q CLINICAL RESEARCH 33 (1), AB3-A83
R Rt COMPARISON OF LUNG-FUNCTION IN IDENTICAL-TWINS
. DISCORDANT FOR SMOKING J81
Citations 4684 3167 AJ WILLIAMS, J CHOU, J KINNEY
h-index 38 29 CLINICAL RESEARCH 32 (2), A438-A438
i10-index 120 87

OBSTRUCTIVE AIRWAYS DISEASE IN RHEUMATOID-
ARTHRITIS (RA) 1982
AJ WILLIAMS, T PIETUCK, R CONSTANZ, J CHOU, J KINNEY
CLINICAL RESEARCH 30 (2), A439-A439
2008 2009 2010 2011 2012 2013 2014 2015 2016 .
Analysis of the energy resources and demand of Western
Europe. Final technical report, Jun 1974--Mar 1975 1975
JF Schneider, KD Dance, RC Lind, RB Ryan, AR Williams

ekl oo shioen Science Applications, Inc., McLean, Va (USA)

Dr Paul Jackson

An investigation into the motions of ships at sea
AJ Williams 12 1953
Trans. INA 95, 70

Yuri Feldman

Jennie Brand-Miller

Miscellanies in Prose and Verse
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T. Davies

Peter Petocz
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Computer-assisted structure verification and elucidation tools in NMR-

based structure ?lql;ldatlﬂﬂ . g5 008
ME Elyashberg, AJ Williams, GE Martin

Progress in Muclear Magnetic Resonance Spectroscopy 53 (1), 1-104

Improved baseline recognition and modeling of FT NMR spectra
S Golotvin, A Williams 76 2000
Journal of Magnetic Resonance 146 (1), 122-125

Internet-based tools for communication and collaboration in chemistry
Ad Williams 73 2008

Drug discovery today 13 (11), 502-506

Sleep health New South Wales: chronic sleep restriction and daytime

sleepiness &7 2008
Cul Bartlett, NS Marshall, A Williams, RR Grunstein

Internal medicine journal 38 (1), 24-31

Carbon-carbon double-bond formation (5 g|e
reductive coupling promoted by a monc

Preparation and characterization of two —
R Duchateau, AJ Williams, S Gambarotta, MY« Scholar - Edit [ ] Export ~
Inorganic Chemistry 30 (25), 48634866

Sleep health New South Wales: chronic sleep restriction and daytime
sleepiness

Public chemical compound databases
Ad Williams

Current Opinion in Drug Discovery and Develo
Authors  DJ Bartlett, NS Marshall, A Williams, RR Grunstein
The use of NMR to study sodium dodec -
DD Miller, W Lenhart, BJ Antyalek. AJ Williams, Fublication date - 20087111
Langmuir 10 (1), 68-71

Journal  Internal medicine journal
Antony John Williams,
0000-0002-2668-4521 Volume 38

Issue 1
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Titte  An automated curation procedure for addressing chemical errors and inconsistencies in public datasets

Authors K. Mansouri, C. Grulke, A. Richard, R. Judson and A.J. Williams

For example: Patterson, David; Lamport, Leslie

2016/M11/25
For example, 2008, 2008/12 or 2008/12/31.

Publication date

Journal  SAR and QSAR in Environmental Research
Volume | 27
Issue 11
Pages  011-937
Fublisher  Taylor and Francis

Office of Research
Development

and

Cancel



2
SEPA  Try Twitter

« 140 characters to connect and communicate

« Use a “brand name” on Twitter

« Greatest value for me — leading people into information |
wish to share including my presentations and publications

« Think amplification of your work....

Your Tweets earned 35,765
impressions over the last week
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- ChemConnector

F @ChemConnector
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&/ chromocyte ChemConnector

-\“"',: &% @chromocyte @ChemConnector
Latest #FlowCytometry News: A methodology for exploring biomarker - A methodology for exploring biomarker - phenatype assaciations:
phenotype a... https://t.co/xzWebEv5G 15, see more application to flow cytometry... https://t.co/XgxrEecd]y
https://t.co/R1KR1¢r)G3 #bmchioinfarmatics
06:28PM 04:59PM
GeneSetPapers =  Bioinformatics Feeds
]

@geneset_papers @BioinformaticsP

A methodology for exploring biomarker - phenotype associations: BMC: A methodology for exploring biomarker - phenotype associations:
application to flow cytometry data and systemic... http://t.co/xz2n8kvkU4  application to flow cytometry data and sy... http://t.co/05zDXAINYT
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« | personally use Facebook for “friends and family”
— but since many of my friends are scientists...

* | share my blog posts
* | share links to my papers

* | share my presentations directly from
SlideShare
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ORCID — The Scientists SSN

ORCID

(Connecting Research

and Researchers

Antony Williams

ORCID ID
@ orcid.org/0000-0002-2666-482 |
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g e Open Researcher &

Contributor ID

DISTINGUISH YOURSELF IN
THREE EASY STEPS

ORCID provides a persistent digital identifier that distinguishes you from every other
researcher and, through integration in key research workflows such as manuscript and grant
submission, supports automated linkages between you and your professional activities
ensuring that your work is recognized. Find out more.

REGISTER Getyour unique ORCID identifier Register now!
Registration takes 30 seconds.

ADD YOUR Eenhance your ORCID record with your professional
information and link to your other identifiers (such

INFO as Scopus or ResearcherID or LinkedIn).

USE YOUR Include your ORCID identifier on your Webpage,
when you submit publications, apply for grants,
ORCID ID and in any research workflow to ensure you get

credit for your work.
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http://orcid.org/
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wEL ... How man )Y have ORCIDs?

Agency
o
R i EDIT YOUR RECORD ABOUT ORCID CONTACT US HELP

Connecting Research
and Researchers

3,627,039 ORCID iDs and counting. See more...

Open Science for Identifying "Known Unknown" Chemicals ®
Environmental Science & Technology

2017-05-16 | journal-article

Also known as (® | DOI 10.1021/acs.est.7b01908

ChemConnector, ChemSpiderman,

Antony Williams

(®orcid.org/0000-0002-2668-4821

& Print view @

Tony williams Source: Crossref & Preferred source
Country @ | Laboratory Information Management Systems (LIMS) =
United States Encyclopedia of Spectroscopy and Spectrometry
2017 | other
Keywords = DOIL: 10.1016/b978-0-12-803224-4.00070-4
NMR, Computer-assisted Structure
Elucidation, Chemistry, ChemSpider, Source: CrossRef Metadata Search & Preferred source
Cheminfarmatics, Open PHACTS,
PharmaSea, Open Science, Weaver's historic accessible collection of synthetic dyes: a ®
Computational Toxicology cheminformatics analysis
Chem. Sci.
Other IDs = 2017 | journal-article
Scopus Author ID: 55258539900 DOI: 10.1039/C7SC00567A

Source: Crossref & Preferred source
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vzd?nm Publishers Req uirin g
ORCIDs...

https://orcid.org/content/mandating-orcid-publication-
workflows-open-letter

Requiring ORCID in Publication Workflows: Open Letter

Major publishers have committed to requiring ORCID iDs in the publishing process for their
journals and invite other publishers to do the same.

In November, 2015, a group of publishers asked ORCID to help facilitate communications about their
plans to require authors to use an ORCID iD, including hosting this open letter explaining their rationale,
developing best practices for using iDs in publishing, and maintaining the signatory list. The publishers’
goal is to encourage others to join them in supporting the adoption of ORCID. Publishers signing this
open letter are committing to requiring ORCID iDs during 2016 following specific implementation

standards.

Office of Research and
Development




""Eg,;;;;;,“m.P,(,m.o._ ORCID as a Rich Resume...
(and the value of a brand)

Search results

ORCID iD First name Last name Other names

0000-0002-2668-4821 Antony Williams ChemConnector, ChemSpiderman, Tpny Williams
0000-0002-3824-2107 Antony |J. Bourdillon A ] Bourdillon

0000-0003-1345-1876 Antony Corfield

Antony Williams

ORCID ID
@nmid.nrgfﬂﬂﬂﬂ—ﬂml-lﬁﬁﬂ—dﬂl I

http://orcid.org/0000-0002-2668-4821
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“EPA  Use ORCID as an agg reg ator

Agency

Go gle 0000-0002-2668-4821 4

All Maps Shopping News Images More Settings Tools

About 828 results (0.41 seconds)

Antony Williams (0000-0002-2668-4821) - ORCID | Connecting ...
https://orcid.org/0000-0002-2668-4821

Antony (Tony) J. Williams received his BSc in 1985 from the University of Liverpool (UK) and PhD in
1988 from the University of London (UK). His PhD research ..

You've visited this page many times. Last visit: 7/18/17

Antony John Williams, 0000-0002-2668-4821 - Google Scholar Citations
https://scholar.google.com/citations?user=02L8nh4AAAA) ~

National Center of Computational Toxicology, Environmental Protection Agency - epa.gov

Antony John Williams, 0000-0002-2668-4821. National Center of Computational Toxicology,
Environmental Protection Agency - Chemistry, Cheminformatics ...

You've visited this page many times. Last visit: 6/13/17

language - DataCite Metadata Search
hitps://search.datacite.org/ui?g=nameldentifier%3A0RCID*&fg=-anguage... ¥

nameldentifier: ORCID:0000-0002-2668-4821. # 235573. Delivering The Benefits of Chemical-Biological
Integration in Computational Toxicology at the EPA.

Open science review preferences + - Academic Karma
academickarma.org/0000-0002-2668-4821 ~

0000-0002-2668-4821. Keywords: nmr. chemistry. chemspider.
computer_assisted_structure_elucidation. cheminformatics. systematic_naming. open_data.

ChemConnector (@ChemConnector) | Twitter
https://twitter.com/chemconnector?lang=en +

ORCID: 0000-0002-2668-4821 I'm the ChemConnector - connecting chemists and curating data across
the internet. ALL OPINIONS MY OWN & NOT RELATED ...

NCCT Presentations - Figshare
https://figshare.com/projects/NCCT_Presentations/22852 v

0000-0002-2668-4821. 30/06,/2017. Thumbnail for Delivering The Benefits of Chemical-Biological
Integration in Computational Toxicology at the EPA.

IF*Tthe Challenges of Handling Materials
https://www.nist.gov/document/nistmaterialsworkshopchemconnectorppt «

ORCID ID:0000-0002-2668-4821. Slides posted online. hitp://www.slideshare.net/AntonyWilliams/.
Disclaimer... Previously at the Royal Society of Chemistry.
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38&1‘.‘?&?&1‘5& Protectior Wh at N eXt ?
My Recommendations

AAAAAA

« Register for an ORCID ID

« Enhance your LinkedIn profile

« Use Google Scholar Citations and curate
« Choose: ResearchGate or Academia.edu
« Use: Kudos and Publons

« Participate building your profile — share data,
papers, presentations, etc..

- Office of Research and
Development



<EPA .
Probably Worth Reading

FIOOOResearch Q SUBMIT YOUR RESEARCH

Open for Science

BROWSE GATEWAYS HOWTOPUBLISH ~ ABOUT ~ BLOG MY RESEARCH ~  SIGNIN

M) Check for updates i
m | 1] Open Peer Review

METRICS

OPINION ARTICLE
The new alchemy: Online networking, data sharing and

research activity distribution tools for scientists [version 2247

Referee Status: " v 7

. . . H VIEWS &
1; referees: 2 approved, 1 approved with reservations] Invited Referees
- Version(s) 1 2 3
k= Antony J. Williams 61, Lou Peck @2, Sean Ekins {33 517
_ Version 1 v v ?
DOWNLOADS . .
¥ Author detals published read report  read repert  read report
+| Grant information 03 Aug 2017
=8% GetPDF
S = GetXmiL 1 Alice Mead ORCID Inc., USA
i This article is included in the Science Policy Research gateway. ‘ lce ows Q‘ i [ o
: € Cite 2 Matthew R. Hartings, American University, USA
3 stacy R. Konkiel (75}, Altmetric, UK
ﬂ Export All reports (3)
Abstract e N
Comments on this article
Emd Email
There is an abundance of free online tools accessible to scientists and others that can be used for All comments (4)
Add a Comment

online networking, data sharing and measuring research impact. Despite this, few scientists know <: Share
how these tools can be used or fail to take advantage of using them as an integrated pipeline to _
raise awareness of their research outputs. In this article, the authors describe their experiences with

tharna tanle and haus thao s maalin hact sinn Af Hhamn 0 maalea thair caiantifin racnarabh damaeallbs
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New Systems All The Time

Toward the Rational Design of Sustainable Hair Dyes Using Cheminformatics . toain
FILTERS Approaches: Step 1. Database Development and Analysis

Tova N. Williams, Melaine A. Kuenemann, George A. Van Den Driessche, Antony J. Williams, Denis F...
2018, ACS Sustainable Chemistry & Engineering - Article

» PUBLICATICN YEAR

~ RESEARCHER (BETA)

O Anteny J Williams L.:A“Lﬂ!tﬂ( 45 = Add to L|brary
O Kirill A Blinov

ural) 39

: Processing 22

(O Mikhail E Elyashberg

8 :w:‘;ﬁ The CompTox Chemistry Dashboard: a community data resource for
O Serdey & Molodisov environmental chemistry ~
O Gary € Martin Antony J. Williams, Christopher M. Grulke, Jeff Edwards, Andrew D. McEachran, Kamel Mansouri, N... e

O valery Tkachenko

2017, Journal of Cheminformatics - Article

O Alex M Clark

© rvinMoser Titations | 6 \Altmetric 24 )| View PDF = Add to Library /’\—-

More
[ ]

014 215 2016 2017 2018

FIELDS OF RESEARCH

~

CUBLIGATION TP Predicting Organ Toxicity Using in Vitro Bioactivity Data and Chemical Structure.

SOURCE TITLE Jie Liu, Grace Patlewicz, Antony J Williams, Russell S Thomas, Imran Shah
2017, Chemical Research in Toxicology - Article

~

~

> JOURNAL LIST

» OPEN ACCESS L)_\Itmetric 17 =4 Add to Library e

ed States

Exposome-Scale Investigations Guided by Global Metabolomics, Pathway

i}, United States

Analysis, and Cognitive Computing. 2

Benedikt Warth, Scott Spangler, Mingliang Fang, Caroline H Johnson, Erica M Forsberg, Ana Granad... ‘
2017, Analytical Chemistry - Article

Citations < 11 |Altmetric 9 =4 Add to Library
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http://www.nature.com/news/kudos-promises-to-help-scientists-promote-their-papers-to-new-audiences-1.20346

..choose two or three social-media platforms, invest the
time to get them set up, and then spend perhaps two hours a
month keeping them current. If nothing else, he says, build a
LinkedIn profile as an online CV, claim and update an ORCID
ID, and log peer-review activities on Publons.com.

..a research paper is itself the end product of an
extraordinary investment of time and energy. It takes
thousands of hours of research, data analysis, writing and
peer review, he says. “Shouldn't you put at least 10 to 20
hours of work into making sure that you can get the message
out to relevant people?”
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Various Versions of This Talk
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US Environmental
Protection Agency (EPA)
Edit profile

310 SideShares
237 Followers
0 Clipboards

© RaisignDuam, North Caroin Arss, Nartn Caroi
United States

@) wann.chemeonnector.com

[ ECERE

() Over the past decade | heid many
responsibilies including the direction of the
development of scierific software appiications
for spactrascapy and general chemistry,
directing marketing efforts, ssles and business
dewelopment callaborations for the company.
Eight years experience of snsiytical Isborstory
leadership and managemen. Expenenced in

techniquas,
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Environmental Chemistry Compound
Identification Using High Resolution Mass
Spectrometry Data Integrated to the EPA
Chemistry Dashboard
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ChemConnector Blog
www.chemconnector.com/ Share

This weekend | spent some time with my boys teaching them a little more Kitchen
Chemistry. I've been doing a whole series of kitchen chemistry experiments but ...

RTP Cheminformatics Group Chair, ACS Div Chem. Inform.
RTP Cheminformatics Group. Chair, ACS Div Chem. Inform. | am
Welcome to the Research ... presently the chair-elect for the ...
Tony Publications and Presentations
Over the past decade | held many Posted by tony in Open Science..all
responsibilities including the ... its forms, Publications and ...

My Curriculum Vitae Uncategorized

Inform. My Curriculum Vitae - At RSC we are involved with a
Publications - RTP ... number of projects utilizing ...
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ChemConnector Blog

- CURRICULUM VITAE PRESENTATIONS PUBLICATIONS RTP CHEMINFORMATIC S GROUP

PRESENTATION ACS SPRING 2018: Structure
identification by Mass Spectrometry Non-Targeted
"""" Analysis using the US EPA’s CompTox Chemistry

Dashboard

Structure identification by Mass Spectrometry Non-Targeted Analysis using the US EPA’'s CompTox
Chemistry Dashboard

|dentification of unknowns in mass spectrometry based non-targeted analyses (NTA) requires the integration of
complementary pieces of data to amive at a confident, consensus structure. Researchers use chemical
reference databases, spectral matching, fragment prediction tools, retention time prediction tools, and a variety
of other data to arrive at tentative, probable, and confirmed, if possible, identifications. With the diverse, robust
data contained within the US EPA's CompTox Chemistry Dashboard {https://comptox.epa.gov), the goal of this
research is to identify and implement a harmonized identification tool and workflow using previously generated
chemistry data. Data has been compiled from product use, functional use prediction models, environmental ~  EEESSSE==
media occurrence prediction models, and PubMed references, among other sources. We will report on our
development of a visualization tool whereby users can visualize the relative contribution of identification-based
metrics on a list of candidate structures and observe the greatest likelihood of occurrence. These data and
visualization tools support NTA identification via the Dashboard and demonstrate an open, accessible tool for all
users of HRMS data. This abstract does not necessarily represent the views or policies of the U.S
Envirenmental Protection Agency.

http:// 1 A -0002-2668-4821
ttp://www.orcid.org/0000-0002-2668-48 Profile

Structure identification by Mass
Spectrometry Non-Targeted Analysis

using the US EPA's CompTox
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