SEPA - ORCID 0000-0002-2668-4821

United States
Environmental Protection
Agency

Sharing Yourself and Your Science
using Social Media Tools for Scientists

Lmked m@ pLum

ANALYTICS

Antony Williams
Center for Computational Toxicology and Exposure

GREENELIT Webinar: "How to raise a research profile?”
24th January 2022

Disclaimer: The views expressed in this presentation are those of the author(s) and do not necessarily represent the views or policies of the U.S.
Environmental Protection Agency, nor does mention of trade names or products represent endorsement for use.



<EPA

United States
Environmental Protection
Agency

Various

www.slideshare.net/AntonyWi

Talk
lllams

Versions of This

Search

Upioad

Education

Idost Recent * & Select &l

Building an Online Profile Using
Soclal Networking Tools

g PLUm

Comgutatien ol Tanical oy

Add

ADOEd

m [+

to profile

More Topics

For Uploaders

OPERA: & OSAR tool for
physicochemical properties and
emvironmental lale predictions

AN

Add

AOOED

Add

to profile < Added to profile

Building an Online Profile Using Soc...
3 weeks ago, 43 slides

© 195 ¥ 4

LB 0

L ]

Edit * Preview ¥

EPA CompTox Chemistry Dashboard - an
onkng resource for environmaental chemists

Mty WATKmE, Chris Gruie, Aevn (ler S, Kovne!
Bdasmour, Andiw w Mcfocivien, G Polienscr. veey
Fempatack, dan Bchard, and ieff Frimosh

Wt Lmser by Campu breaa! Basmiogy
66 Pt et st e gy, BT830

Aokl & I
1

ADDEd

to profile

CPERA: A QSAR tool for physicoche. ..
4 weeks ago, 25 slides

Delivering an informational hub ford...
4 weeks ago, 1 slide

Q175 WO ®0 *5 ©135 WO ®0 +1
Edit * Preview ¥ Edit * Preview *

Twaenty five years in cheminformatics —
a career path through a diverse series
of roles and responsibiliies

Aoy Wilams

Matany (rater v Camgeton! Beimoge
LLE. D sntal Poasctiaa Agarey, MTR 5C

ok =
A GI =

AQOed Added

AO0Oed

to profile

to profile

EPA CompTox chemistry dashboard ...
1 month age, 38 slides

Office of Research and
Development

Twenty Five Years in Cheminformatic_..

1 month ago, 26 slides

Mabilizing EFA's Comptox Chemistry. ..
1 month ago, 1 slide


http://www.slideshare.net/AntonyWilliams

“EM ..  Arelated publication...
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[
FIOOOResearch F1000Research 2017, 6:1315 Last updated: 19 DEC 2018

'.) Check for updates

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

activity distribution tools for scientists [version 1; referees: 2
approved, 1 approved with reservations]

Antony J. Williams ““'1, Lou Peck "*'2, Sean Ekins *'3

TNational Center for Computational Toxicology, Environmental Protection Agency, Durham, NC, 27711, USA
2L ou Peck Consulting, Swansea, SA4 3JQ, UK
3Collaborations Pharmaceuticals, Inc., Raleigh, NC, 27606, USA
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Some Questions for you...

AAAAAA

-Consider...

— How many of you have an ORCID?

— How many of you have LinkedIn?

— How many of you have SlideShare?

— How many of you have published >3 papers?
— How many of you share your work online?

-Maybe after this it will change...

Office of Research and
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... 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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http://www.nature.com/news/kudos-promises-to-help-scientists-promote-their-papers-to-new-audiences-1.20346
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My Hopes for Today

AAAAAA

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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ORCID

(Connecting Research
and Hesearchers

Antony Williams

ORCID ID
@ orcid.org/0000-0002-2666-482 |
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“EPA  What's the value of ORCID?

AAAAAA

- ORCIDs are now expected for many publications

o A - .
[y5eaf Antony J. Williams (&), Lou Peck (%) %, Sean Ekins ()~

- Single click through to your ORCID page — how
rich is your ORCID biography??? See

https://orcid.org/0000-0002-2668-4821
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https://orcid.org/0000-0002-2668-4821

n

B\ . Publishers Requiring
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.
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SEPA It’s a Scientists SSN — use

it in various places

Go 5Ie 0000-0002-2668-4821 $ Q

All Maps Shopping Images Mews More Settings Tools

About 704 results (0.27 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: 3/7/19

Antony John Williams, 0000-0002-2668-4821 - Google Scholar Citations
scholar.google.com/citations?user=02L8nh4AAAAJERI=en

B Lam, A Baer, M Alaee, B Lefebvre, A Moser, A Williams, AJ Simpson. Environmental science &
technology 41 (24), 8240-8247, 2007. 155, 2007. Smart phones ...
You've visited this page 3 times. Last visit: 8/20/18

Antony Williams - 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.
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“EM . Use ORCID on all products

Agency

- Use your ORCID on everything you produce that

will be indexed:
—Presentations
—Posters
—Your profiles

2 Go gle Scholar

Antony John Williamis, 0000-0002-2668-4821 4

National Center of Computational Toxicology, Environmental Protection Agency
Verified email at epa.gov - Homepage

Chemistry Cheminformatics Nuclear Magnetic Resonance Drug Discovery

TITLE :

ChemSpider: an online chemical information resource
HE Pence, A Williams
Journal of Chemical Education 87 (11), 1123-1124

Open PHACTS: semantic interoperability for drug discovery
AJ Williams, L Harland, P Greth, S Pettifer, C Chichester, EL Willighagen, ...
Drug discovery today 17 (21-22), 1188-1198

Online chemical modeling environment (OCHEM). web platform for data storage, model

development and publishing of chemical information
. | Sushko, 5 Novotarskyi, R Kérner, AK Pandey, M Rupp. W Teetz, ...
Office of Research and
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’. A Question to Start...

* Who in the room has an ORCID?

EPA CompTox Chemistry Dashboard - an
onling resource for environmental chemists

DISTINGUISH YOURSELF IN
THREE EASY STEPS
Artony Williarms, Chnis Grutke, Jeraifer Smith, Kemel
Aansayn, Andrew McEachren, Grare Patlewics, ioremy
Fitznpatrick, Ann Righard, oo Jeff Edwards

Nntitim{ Comter for Compusates! Tecsiogy
205, Enironmmen tad Prorection Ageac ATE KC

promise of a chemistry data repository ... EPA CompTox Chemistry Dashboard — an ..

O B0 0207 PEkA -ERH
Here's why they are useful...
b [ -]

[R R L

Driving needs for analytical data
- exchange standards and the potential
S impacts on the chemical sciences

S —— Antony Williams

e o -\ f‘\
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Settings Tools

’. New Horizons....

Let's map together all historical chemistry data
and build systems to integrate it

Heck lat's integrate chemistry and biology
data and add in diseass dala oo

Let's model the data see [{ we can extract
new relationships — guantitative and gualitative

* Let's make it all avallable on the web. . ‘

promise of a chemistry data repository ...

= Mational Center hoe Computational Toxlcolagy — part of EPR's
Office of Riasearch and Developmeni
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Web-based access to experimental and
predicted data for environmental fate,
transport and toxicity data

Antany Willams!, Todd Martin”, Vielery Tiochenka”,
Koimel Mensoin® and Chris Grulks’
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ChemConnector on Twitter: "First talk ...
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US EPA Ofllice of Ressarch and Developmen

N Cartar for Comp Toxicclogy (NCCT)
'ORCID: hitps:/iargt o/ 0000-0002-2EEE-4821



S\ . Scientists are Evaluated: “Statistics”

*Research datasets

*Scientific software

*Publications — peer-reviewed and many others
*Posters and presentations at conferences
*Electronic theses and dissertations
*Performances in film and audio

*Other forms of research

*CAVEAT: Make sure you are allowed to share

Office of Research and
Development
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LinkedIn: Career Networking Tool

transparency o

oren [INGINNN| . - © @ OREEUIEEEAN | ()

Ctimen B9 mmakn ertespeiae P08 mprn
B pamEenehie, s A

e # =" US Environmental Protection
Antony Williams &) rency EP0)

Scientist at Center of Computational Toxicology and

H

University of London

Exposure at US Environmental Protection Agency e

Wake Forest, North Carolina, United States - 500+ connections -

Contact info

'./Add profile section « j ( More... )

About V4

Over the past decade | held many responsibilities including the direction of the development of scientific software
applications for spectrescopy and general chemistry, directing marketing efforts, sales and business development
collaborations for the company. Eight years experience of analytical laboratory leadership and managemen ... see more

http://www.linkedin.com/in/AntonyWilliams
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http://www.linkedin.com/in/AntonyWilliams
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< EPA Something | worked on...

Environmental Protection
Agency

[ 2 ) United States )

\-’ Envlronmr_‘.ntal Protection Home Advanced Search BatchSearch Lists ¥  Predictions Downloads
gency

875 Thousand Chemicals

m Product/Use Categories  Assay/Gene

[ Identifier substring search
See what people are saying, read the dashboard comments!
Cite the Dashboard Publication click here

Latest News

Read more news

A YouTube video regarding using the Dashboard for Non-Targeted Analysis

March 7th, 2018 at 9:43:36 AM

A YouTube video discussing the application of the CompTox Chemistry Dashboard to support non-targeted analysis by mass spectrometry is
available. This short video summarizes the advantages of the dashboard in terms of data quality and focused data set for environmental non-
4 targeted analysis. View it here on Youtube. >

Office of Research and
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SEPA . Ability to Highlight Projects

Agency
7 Projects

The CompTox Chemicals Dashboard
Dec 2015 — Present

The CompTox Chemicals Dashboard is an integration hub for chemistry and biology data of interest to
environmental scientists and toxicologists. The dashboard was released as a beta on Apnil 15t 2016 and
formally as version 1 to the community in August 2016. The dashboard is free to use and presently
provides access to data for ~875,000 chemicals.

The definitive article regarding the development of the dashboard is published in the Journal of
Cheminformatics as https://jcheminf.biomedcentral.com/articles/10.1186/513321-017-0247-6.

There are a2 number of derivative and related articles that have come from the related research and
application development. These include:

1) OPERA models for predicting physicochemical properties and environmental fate endpoints -
https://jcheminf.biomedcentral.com/articles/10.1186/513321-018-0263-1

2) An automated curation procedure for addressing chemical errors and inconsistencies in public datasets
used in QSAR modelling https.//doi.org/10.1080/1062936X.2016.1253611

3) Generalized Read-Across (GenRA): A workflow implemented into the EPA CompTox Chemicals
Dashboard https://www.altex.org/index.php/altex/article/view, 1202

4) A Chemical Category-Based Prioritization Approach for Selecting 75 Per-and Polyfluoroalkyl Substances
(PFAS) for Tiered Toxicity and Toxicokinetic Testing https://ehp.niehs.nih.gov/doi/10.1289/EHP4555

Other creators
€e80LO°"HH
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Generalized Read-Across (GenRA): A workflow implemented into the EPA CompTox Chemicals
Dashboard
Feb 4, 20159 - ALTEX-Alternatives to animal experimentation

Generalized Read-Across (GenRA) is a data dnven approach which makes read-across predictions on the
basis of a similarity weighted activity of source analogues {nearest neighbors). GenRA has been described
in more detail in the literature (Shah et al., 2016; Helman et al.. 2018). Here we present its implementation
within the EPA's CompTox Chemicals Dashboard to provide public access to a GenRA module structured
as a read-across workflow. GenRA assists researchers in identifying source analogues, evaluating their
validity and making predictions of in vivo toxicity effects for a target substance. Predictions are presented
as binary outcomes reflecting presence or absence of toxicity together with quantitative measures of
uncertainty. The approach allows users to identify analogues in different ways, quickly assess the
availability of relevant in vivo data for those analogues and visualize these in a data matrix to evaluate the
consistency and concordance of the available experimental data for those analogues before making a
enRA prediction. Predictions can be exported into a tab-separated value (T5V) or Excel file for additional
review and analysis (e.g., doses of analogues asscciated with production of toxic effects). GenRA offers a
new capability of making reproducible read-across predictions in an easy-to use-interface.

Other authors

08 @

Office of Research and
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@EcmpTox Chemicals Dashboard Release March 2019 X
397 views 3 reshares

David Grawoig, Ph.D. * 15t
nirepreneur # Scientist # RNA-drug discov

a

e Antony Williams
. ;;:'.‘.-.-:. walional Lenter or Lomputational [oxcology at EFA
A new version of the #CompTox Chemicals dashboard was released today in time for #s0t2019 . A summary overview of what's new is on #SlideShare
at
 mien /3019 CompTox Chemicals Dashboard Release March 2019 [:]
Q Kamel Mansouri = 15t ==

2d « Edited

MNew OPERA (https://Inkd.in/eX5BtBj) predictions as well as CERAPP {https://Inkd.in/edt87EG) and CoMPARA (https://Inkd.in/eWpQzjK) data are
available on the #CompTox Chemicals dashboard and ICE (https://Inkd.in/epW6jYy). Visit us at #s0t2019 #ToxExpo for mare info.

Office of Research and
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“EPA  Ask for Recommendations

Agency

)0
View profile as View recent activity . i
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?

ik

You worked with Jeff in the same group

What was Jeff's position at the time?

ik

‘ Software Architect & Engineer at US EPA

o Write your message

Subject:

Can you recommend me?
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“EPA _  Instant Summary as a PDF
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Antony Williams .

Scientist at National Center of Computational Toxicology — »
at EPA

Raleigh-Durham, North Carolina Area | Publishing #

Current US Environmental Protection Agency (EPA), 4
ChemConnector
Frevious Royal Society of Chemistry, ACS Division of Chemical A

8} change photo

Information, ChemZoo

Education  University of London #

-+
View profile as figw_recent activity )0
T AntanyWilliams (1).pdf - Adobe Acrobat Pra ==

ASI{‘FHE Edit View Window Help

j@cmv|@@|@@@@@@,@ custonice = | [l
) @) El (29 of 48) | o ‘ (=) () ‘ Tools | Fill &Sign ; Comment

B nhttps:/iwww. linkedin.comfiniantonywilisms

Creq

Add a section to your profile — be discovered for your

Antony Williams

I . .. | . . . .
Scientist at National Center of Computational Toxicology at EPA

tony27587@gmail.com

Linked

75 people have recommended Antony

[

"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

Sifce af Besccsh cad dinners and social networking so much more fun. Antony earns my highest recommendation.”

Development

L L — L — T 1



SEPA Presentations
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"". SlideShare Search Upload *

Home Explore Presentation Courses  PowerPoint Courses by Linkedin Leaming

US Environmental US Environmental Protection Agency (EPA), National Center for Computational Toxicolo{ Embed |
P I'O!:ectl on Age n Cy ( E PA)’ http:/fwww.orcid.org/0000-0002-2668-4821 Presentations 288
National Center for gn

Computational Toxicology

Edit profile

Translating research into practical tools: .
358 SlideShares A case study of GenRA,
e a new read-across tool
1 Clipboard
R

Antony Williams®, George Helman?, Jeff Edwards’, Jeremy Dunne’,

Imran Shah! and Grace Patlewicz!

1) Natiomal Center far Computational Towicology, U.5. Enviranmental Protection Agency, ATE NC
2] Ouk Aklge fstitute of Science ond Edvcrtion (ORISE) Research Perticipant, ATE NC

Far e e e vy
o by

0 Raleigh-Durham, North Carolina Area, Morth Caro
, United States

wiww. chemconnector.com

Qwer the past decade | held many
responsibilities including the direction of the
development of scientific software applications

Tha views arpressad inifvs presentation aqe those of the awthor and do nod necessanly efec! the views or polcies of the ULS EPA

for speciroscopy and general chemistry, Documents 67
directing marketing efforts, sales and business Infographics 0
development collaborations for the company. i

Videos 0

Eight years experience of analytical laboratory
leadership and management. Experienced in Translating research into practical tools: A case study of GenRA, a new read-across tool
experimental technigues, implementation of 224 views

new NMR technologies, walk-up facility

management, research and development,

Office of Research and
Development




<EPA

United States
Environmental Protection
Agency

Sharing your works online —
can get 1000s of views

US Environmental

Protéction Agency (EPA),

288 presentations

National Center for

Computational Toxicology

Edit profile

358 SlideShares
268 Followers
1 Clipboard
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The potential benefits
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The Possilities and Pitfalls of
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Summary Views Actions Viewers Export Social Shares
r, I] All Up|oads 369 uploads « w 1m 3m 6m 1y
|
Mar 26, 2019 - Apr 25,
TOTAL VIEWS SLIDESHARE ACTIONS m
3,091 9

Top content

200

Mame Views
oo Chemical identification of unknowns in high resolution 240
mass spectrometry using the CompTox Chemicals
150 Dashboard
w Structure identification by Mass Spectrometry Non- 188

Targeted Analysis using the US EPA's CompTox
Chemistry Dashboard

S0

R AR A S e i mAr TS New developments in delivering public access to data 189
e from the Mational Center for Computational Toxicology at
the EFPA
LIS EPA CompTox Chemistry Dashboard as a source of 185

data to fill data gaps for chemical sources of risk

Development of a Tool for Systematic Integration of 183
Traditional and New Approach Methods for Priortizing
Chemical Lists
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Presentations Videos Infographics Most viewed

4 S 1S B ern s [
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-

—y :E':-‘r—h—"—':'-_:':—aﬁf-:-u.- T A e T
- - t T =
3D printing crystal Why Dispensing ChemSpider as a
structure... High-Throughput Processes Impact hub for onlin...

8 months ago Screening... A.. 2 years ago
1207 views 9 months ago 1 year ago 271 views
Edit 234 views 406 views Edit

Edit Edit

Revisiting the nmr

Structure revision of

s o s

L Rl = LR

O it I e i ol e e M

Elucidating

Using indirect

assignment... asperji... undecipherable ch... covariance spe...
2 years ago 2 years ago 2 years ago 2 years ago

328 views 119 views 266 views 182 views

Edit Edit Edit Edit
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Discover research from
The United States Environmental Protection Agency's

National Center for Computational Toxicology ~
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Presentations and Datasets

Browse

Search on The United States Environmenta

Login

0000-0002-2668-4821|

help?

incl. content from % figshare

Tox: The Opon Environmental
Diata undedying th m
Chemical

D55Tox: The Open Environmental

Chemistry Data underlying the Co...
08/06/2018

Chris Grulke +

Influence of data curation on QSAR
Modeling — examining issues of qu...
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sort Relevance
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Using the US EPA's CompTox
Dashboard to support identification
and screening of emerging organic

contaminants in the environment

Lradlrew [0,
Antoury J.

Using the US EPA's CompTox
Dashboard to support identificatio...

Antony Williams - 30/06/2017

Dwelivering The Benefits of Chemical-Biological
Integration in Computational Toxeology
al the EPA

Arlorty Wilkgms
Mot et Cowies for Oy priaboe ! Tavc slogy
L5, Edaniensr i Faination dgeac #T9 0T

T —

..
Delivering The Benefits of
Chemical-Biological Integration in ...

ANY

licence ANY

Building an Online Profile Using
ial Networking Tools

Building an Online Profile Using

Social Networking Tools

Antony Williams 30/05/2018

The EPAICSS Chemistry Dashboard to
Support Compound ldentification Lisng High
Resolution Mass Specirometry Data

4. Williama', Andenw WeEacfiran, e Sobue,
s Grole, Jevralfer Soum, AWchels Mrzyzanonsi,
Jevaine Feaster and Je¥ Edwards

fapsoenl ety e {8 rmtesa ol Taeoniogy
L Ersbsrnmvntal frasevhon Agees s KTF

The EPA iCSS Chemistry Dashboard
to Support Compound Identificatio...

+ Follow this search

Broakthroughs in chemssry standards and database
ook at the chemical-brology imerface
Amtony L Willlams
Emaronmenta| Protechon Agency
Matiomal Cemer for Compatationa | Tasenkogy
Durkarm, NC
9195411043

el Aoy @Pepi v

Breakthroughs in chemistry

standards and database tools at th...
Anteny Williams 300062017

Structure |dentification Using High Resolution
Mass Spectrometry Data and the

EPA Chemisiry Dashboard

Anfeny L Willams’, Ancrewy MeEachvan Jon Sobus

Cheis Gruiks, Jommior Smith. Michalie Krryzanowsk
Jordan Fosier and Jait Egiweands

Neteren vy for Comsfniona fanvaleer
® S e

Ry
Structure Identification Using High
Resolution Mass Spectrometry Dat...
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Including all

Posters...

everything gets DOl’ed
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The CompTox Chemicals Dashboard

e Antony John Williams - Christopher M Grulke - @ Mansouri Ka

Goal: The CompTox Chemicals Dashboard is a web-based application ti
chemistry and biclogy data of different types including experimental ani
and fate and transport data, in vivo and in vitro toxicity data, real time pr
across approaches. The dashboard, available at https://comptox.epa.g¢
data for 875,000 chemicals as of March 2019

Date: 30 March 2016

Lab: Russell Scott Thomas's Lab

You
added an update

New update to CompTox Chemicals Dashboard rel
March 2019

An update to the dashboard has been released in March 2019 to coincide with t
of Toxicology and American Chemical Society Spring meetings. Six months of e
resulted in the addition of 110,000 new chemical substances being added (bring
total of chemical substances to 876k), improved support for Toxcast bioassay ¢
(integrating data from the invitroDB_v3 release), the addition of multiple chemic
new user interface enhancements across the application. A list of release notes
available for review at https://comptox.epa.gov/dashboard/comptox_release_n

D comptox_release_notes.pdf - 48.47 KB
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EPA's non-targeted analysis collaborative trial (ENTACT): genesis,
design, and initial findings
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@ Elin M Ulrich - Jon R. Sobus - ) Christopher M Grulke - [...] - @ Antony John
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In August 2015, the US Environmental Protection Agency (EPA) convened a
workshop entitled "Advancing non-targeted analyses of xenobictic chemicals in
environmental and biclogical media." The purpose of the workshop was to bring...

Upload full-text 1 Recommendation - 80 Reads - 3 Citations

“MS-Ready” structures for non-targeted high-resolution
mass spectrometry screening studies

Article Dec 2018

® Andrew McEachran - @ Mansouri Kamel - () Christopher M =
Grulke - [..] - € Antony John Williams

Chemical database searching has become a fixture in many non-
targeted identification workflows based on high-resolution mass
spectrometry (HRMS). However, the form of a chemical structure. .
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EPA Comptox Chemistry Dashboard "MS-Ready” File
of Structures 203 34 0

VIEWS downloads citations
17.02.2017, 11:27 by Antony Williams

The EFA 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-

. . i ] 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
REFERENCES : :

« http:/Mink_springer.com/article/10.1007/s00216-016-0139-z
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implementation of new NMR technologies, walk-up facility management,
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PRESENTATION ACS SPRING 2018: Structure
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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 N A‘:SE?ED
complementary pieces of data to amive at a confident, consensus structure. Researchers use chemical CHEI\;;S]}SY
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
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.
Environmental Protection Agency.

https://doi.org/10.6084/m9 figshare 6030893.v1

http://www.orcid.org/0000-0002-2668-4821
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using the US EPA's CompTox
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Google Citations: hitp://scholar.google.com/citations ?user=02L §nh4AAAAJ

LinkedIn profile: http://www.linkedin.com/in/fantonywilliams

ImpactStory AltMetrics: http:/limpactstory.org/ChemConnector

SlideShare profile: hitp://www.slideshare.net/AntonyWilliams

Wikipedia profile: http://len.wikipedia.org/wiki/Antony_John_Williams

Amazon Author Page: http:/lwww.amazon.com/Antony-J.-Williams/e/B004YRPRV2

Publons Profile Page: https://publons.comfauthor/30657 3/antony-williams#profile

Summary SCIENTIST, ONLINE CHEMISTRY EVANGELIST AND SENIOR EXECUTIVE
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+ Experienced in senior leadership and management
+ Expert at bridging science and community
+ Thought leader and evangelist for “Open Access Chemistry”
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« Register for an ORCID ID

- Enhance your LinkedIn profile

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