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“Peter Murray-Rust and Henry Rzepa are recognized for their continued efforts to advance the field of chemical informatics, particularly in electronic and online forms, for
opening standards to facilitate first-class science, and promoting new ways to collaborate and exchange chemical data. Through their efforts they have dramatically improved the ways in which molecular data are embedded in published scientific articles, preserving chemical identifiers and facilitating indexing and searching online.
Their work has had a huge impact in the fields of chemical document analysis, chemistry on the Internet, and in the orchestration of a viable strategy for making electronic chemistry information as widely accessible and usable as possible in our information age.“
Text reprinted with permission from the ACS Chemical Information Bulletin, 63 (4),
Winter 2011, p. 4. Picture taken by Wendy Warr. Copyrighted by the ACS Chemical
Information Division. Image used with permission from the ACS Chemical Infor-
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Herman Skolnik Award 2012 Pictures

Top left: Henry Rzepa, Peter Murray-Rust
Top right: Anne Glen, Bobby Glen, Ze Rzepa
Middle left: Shi-Yi Liu
Middle center: Martin Hicks, Wendy Warr
Middle right: Jan Kuras
Bottom left: Peter Rusch, Martin Hicks
Bottom Center: Steve Bachrach, Bill Town
Bottom right: Simon Coles, Jeremy Frey
Pictures taken by Wendy Warr. Images used with permission from the ACS Chemical Information Division
(http://www.flickr.com/photos/cinf).
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People and Places — Awards—2013 Skolnik Award Winner Announced

Richard D. Cramer selected as 2013 Herman Skolnik Award recipient
Dr. Richard D. (Dick) Cramer will be the recipient of the 2013 Herman Skolnik Award presented by the ACS
Division of Chemical Information.
The award recognizes outstanding contributions to and achievements in the theory and practice of chemical
information science and related disciplines. The prize consists of a $3,000 honorarium and a plaque. Dr.
Cramer will also be invited to present an award symposium at the Fall 2013 ACS National Meeting to be
held in Indianapolis.
Cramer is best known as the inventor of the technique of Comparative Molecular Field Analysis (CoMFA)
and its introduction to the molecular and drug design fields (JACS 1998, 110, 5959-5967). The technique
and its implementation was one of the first widely available and usable 3D QSAR software methods and
was developed in collaboration with David Patterson and Jeffrey Bunce. The CoMFA process was one of the
first patents in the cheminformatics and computational chemistry fields and has been used in the pharmaceutical industry as the standard method for small molecule bioactivity prediction for the last twenty-five
years.
Early in his career, in the research group of E.J. Corey, he was involved with the first artificial intelligence
methods to predict chemical synthesis, coining the acronym ‘LHASA’ (Logic and Heuristics Applied to Synthetic Analysis) for the project, which is known today as one of the very first attempts at computer aided
design in chemistry. While his entire later career has been in industry, Cramer has taken an academic approach to solving complex problems and this has resulted in a number of break-through developments that
are synonymous with innovation in chemical information and QSAR.
Cramer has remained active in research and publishing at the forefront of his field. His work on ‘topomeric’
descriptors, (J. Med. Chem. 2003, 46, 374-388) which allows CoMFA without tedious alignment of ligands,
is proving a very successful tool in drug discovery (as recently shown in. J. Med. Chem. 2011, 54, 39823986) allowing the design of more selective ligands.
Admired by his colleagues, Cramer is described as personable and open to discussing science with all and
any interested parties, a “gentleman” scientist.
While Cramer is known to the chemical information world as a top rate scientist, he has made major contributions to another field entirely: baseball. Cramer became interested in applying computers to baseball
statistics and developed a program to feed detailed baseball statistics into the commentators’ box. He consulted with a number of major league teams, and is featured in the book “Moneyball” by Michael Lewis
(recently made into a major motion picture).
Dr. Cramer received his A.B. degree from Harvard University in Chemistry and Physics in 1963 and his
Ph.D. in Physical Organic Chemistry from the Massachusetts Institute of Technology in 1967. Dick worked
for Polaroid Corporation from 1967 through 1969 and then completed a two year fellowship under direction
of Dr. E. J. Corey. After more than a decade working with Smith Kline & French Laboratories, he moved to
Tripos in 1983 as Vice President of New Products. He currently serves as Senior Vice President, Science,
and Chief Scientific Officer for Tripos, a Certara Company.
Andrea Twiss-Brooks
Chair, CINF Awards Committee
awards@acscinf.org
Announced posted on CHMINF-L, September 14, 2012.
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People and Places—Awards

2012 Val Metanomski Meritorious
Service Award

The CINF Awards committee unanimously approved the nomination of Dr. Wendy Warr for the 2012 Val
Metanomski Meritorious Service Award. Wendy is cited in the nominating letter “for her outstanding contributions to the CINF Division in major tasks over 26 years.” She has been a steadfast supporter of CINF in so
many ways (Awards, Fundraising, Program, Publications) that her tremendous contribution to the chemical
information community is indisputable. The award will be presented during the CINF luncheon at the ACS
National Meeting in Philadelphia in August 2012.— Andrea Twiss-Brooks, Chair, CINF Awards Committee
Award announcement was reprinted with permission from the ACS Chemical Information Bulletin, Summer
2012, p. 4. HTML: http://bulletin.acscinf.org/node/315 (accessed September 23, 2012). Image from
Award Presentation used with permission from the ACS Chemical Information Division (http://
www.flickr.com/photos/cinf).

Peter Rusch with award from ACS
Council recognizing his service as Chair
of the ACS Committee on Nomenclature,
Terminology, and Symbols.

Pictures on this page and the next page were taken by Wendy Warr or with her camera. Images used with
permission from the ACS Chemical Information Division (http://www.flickr.com/photos/cinf).
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People and Places—CSA Trustees at Work and Play in Philly

Guenter Grethe

Peter Rusch, Wendy Warr, Peter Loew

Wendy Warr, Phil McHale

Tim Hoctor, Jignesh Bhate, Peter Rusch

Bill Town, Grace Baysinger

Andy Berks, Graham Douglas, Stan Hall
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People and Places— In Memoriam

Eric Shively, age 62, passed away June 18, 2012 after a courageous battle with cancer.
Born November 5, 1949 in Canton, Ohio. Eric grew up in Minerva, Ohio, where he graduated from Minerva
High School as a National Merit Scholar and Class Valedictorian. He graduated at the top of his class with a
Bachelor’s degree from Mount Union College having majored in English. He also earned a Master’s degree in
English from The Ohio State University, where he was granted a teaching Fellowship.
Eric was a marketing and communications professional with Chemical Abstracts Service retiring after over 30
years of service in 2009. For many years, Eric’s duties at CAS included posting news and responding to users comments on CHMINF-L . For the C&EN Special Issue on CAS 100th Anniversary (http://pubs.acs.org/
cen/cas/), Eric wrote an excellent article titled “CAS Surveys its First 100 Years.”
Excerpt of obituary reprinted from Schoedinger Funeral and Cremation Service (http://
www.schoedinger.com/obituaries/Eric-Shively/#!/Obituary) (accessed 23 September 2012). Images are
from Eric’s Facebook page: https://www.facebook.com/eric.shively.16. Photo on left was taken in 1974 by
Doug Hanline, an OSU fellow graduate student and officemate (posted on FB on April 12, 2012). Photo on
right is a picture of Eric and his wife Louise, who preceded him in death (posted on FB by their daughter Diane Shively Vanbuskirk on September 17, 2012) (accessed 23 September 2012).
Elbert G. (Al) Smith, 98, a professor emeritus of chemistry at Mills College in Oakland, Calif., died on
March 18.
Born in Eugene, Ore., Smith earned a bachelor’s degree in chemistry from Oregon State College in 1936 and
a Ph.D. in chemistry from Iowa State College in 1943. After teaching chemistry at Hamline University, in St.
Paul, and the University of Denver, he became an associate professor of chemistry at the University of Hawaii, Manoa. He joined the Mills faculty as a professor of chemistry in 1958, remaining there until his retirement in 1978.
While at Mills, Smith was also a staff member of the National Research Council, working with chemical notation systems. He specialized in chemical structure information retrieval when molecular structures could not
yet be drawn or searched readily by computer.
Smith helped develop and disseminate once widely used Wiswesser Line Notation, which describes the structure of a particular compound as a series of letters and numbers. The resulting string is searchable by computer. Smith wrote two books on the notation system. He was an emeritus member of ACS, joining in 1938.
Smith developed a program that identifies musical pieces based on a series of notes. This program,
TuneFinder, is available online at karelia.com/tunefinder.
Excerpt reprinted from: Obituaries in C&EN Volume 90 Issue 22 (May 28, 2012 ), p. 59 (http://cen.acs.org/
articles/90/i22/Elbert-G-Al-Smith.html)
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Applications Invited for CSA Trust Jacques-Émile Dubois Grants for 2013
The Chemical Structure Association (CSA) Trust
is an internationally recognized organization established to promote the critical importance of
chemical information to advances in chemical
research. In support of its charter, the Trust has
created a unique Grant Program, renamed in
honor of Professor Jacques-Émile Dubois who
made significant contributions to the field of
cheminformatics. The Trust is currently inviting
the submission of grant applications for 2013.

with research groups, to attend a conference relevant
to one’s area of research, to gain access to special
computational facilities, or to acquire unique research
techniques in support of one’s research.

Purpose of the Grants:

1.

A letter that details the work upon which the
Grant application is to be evaluated as well as
details on research recently completed by the
applicant;

2.

The amount of Grant funds being requested and
the details regarding the purpose for which the
Grant will be used (e.g. cost of equipment, travel
expenses if the request is for financial support of
meeting attendance, etc.). The relevance of the
above-stated purpose to the Trust’s objectives
and the clarity of this statement are essential in
the evaluation of the application);

3.

A brief biographical sketch, including a statement
of academic qualifications;

The Grant Program has been created to provide
funding for the career development of young
researchers who have demonstrated excellence
in their education, research or development activities that are related to the systems and
methods used to store, process and retrieve information about chemical structures, reactions
and compounds. A Grant will be awarded annually up to a maximum of three thousand U.S.
dollars ($3,000). Grants are awarded for specific purposes, and within one year each grantee is
required to submit a brief written report detailing
how the grant funds were allocated. Grantees
are also requested to recognize the support of
the Trust in any paper or presentation that is
given as a result of that support.

Who is Eligible?
Applicant(s), age 35 or younger, who have
demonstrated excellence in their chemical information related research and who are developing
careers that have the potential to have a positive impact on the utility of chemical information
relevant to chemical structures, reactions and
compounds, are invited to submit applications.
While the primary focus of the Grant Program is
the career development of young researchers,
additional bursaries may be made available at
the discretion of the Trust. All requests must
follow the application procedures noted below
and will be weighed against the same criteria.

Which Activities are Eligible?
Grants may be awarded to acquire the experience and education necessary to support research activities; e.g. for travel to collaborate

Application Requirements:
Applications must include the following documentation:

Two reference letters in support of the application.
Additional materials may be supplied at the discretion
of the applicant only if relevant to the application and
if such materials provide information not already included in items 1-4. Three copies of the complete
application document must be supplied for distribution to the Grants Committee.
Deadline for Applications:
Applications must be received no later than March
14, 2013. Successful applicants will be notified no
later than May 2, 2013.

Address for Submission of Applications:
Three copies of the application documentation should
be forwarded to: Bonnie Lawlor, CSA Trust Grant
Committee Chair, 276 Upper Gulph Road, Radnor, PA
19087, USA. If you wish to enter your application by
e-mail, please contact Bonnie Lawlor at blawlor@nfais.org prior to submission so that she can
contact you if the e-mail does not arrive.
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Chemical Structure Association Trust: Recent Jacques-Emile Dubois Grant Awardees
2012
Tu C. Le: CSIRO Division of Materials Science &
Engineering, Clayton, VIV, Australia. Tu V. was
awarded the Grant for travel to attend a
Cheminformatics course at Sheffield University
and to visit the Membrane Biophysics group of
the Department of Chemistry at imperial College
London.

2011
J. B. Brown: Kyoto University, Kyoto, Japan.
J.B. was awarded the Grant for travel to work
with Professor Ernst Walter-Knappat the Freie
University of Berlin and Professor Jean-Phillipe
Vert of the Paris MinesTech to continue his work
on the development of atomic partial charge kernels

2010
Noel O’Boyle: University College Cork, Ireland.
Noel was awarded the grant to both network and
present his work on open source software for
pharmacophore discovery and searching at the
2010 German Conference on Cheminformatics.

2009
Laura Guasch Pamies: University Rovira & Virgili, Catalonia, Spain. Laura was awarded the
Grant to do three months of research at the University of Innsbruck, Austria.

2006
Krisztina Boda: University of Erlangen, Erlangen,
Germany. Krisztina was awarded the Grant to attend the 2006 spring National Meeting of the American Chemical Society in Atlanta, GA, USA.

2005
Dr. Val Gillet and Professor Peter Willett: University of Sheffield, Sheffield, UK. They were awarded
the Grant for student travel costs to the 2005 Chemical Structures Conference held in Noordwijkerhout,
the Netherlands.

2004
Dr. Sandra Saunders: University of Western Australia, Perth, Australia. Sandra was awarded the
Grant to purchase equipment needed for her research.

2003
Prashant S. Kharkar: Institute of Chemical Technology, University of Mumbai, Matunga, Mumbai.
Prashant was awarded the Grant to attend the conference, Bioactive Discovery in the New Millennium,
in, Lorne, Victoria, Australia (February 2003) to present a paper, The Docking Analysis of 5Deazapteridine Inhibitors of Mycobacterium avium
complex (MAC) Dihydrofolate reductase (DHFR).

2001
2008
Maciej Haranczyk: University of Gdansk, Poland. Maciej was awarded the Grant to travel to
Sheffield University, Sheffield, UK, for a 6-week
visit for research purposes.

2007
Rajarshi Guha: Indiana University, Bloomington, IN, USA. Rajarshi was awarded the Grant to
attend the Gordon Research Conference on Computer Aided Design in August 2007.

Georgios Gkoutos: Imperial College of Science,
Technology and Medicine, Dep. of Chemistry. London,
UK. Georgios was awarded the Grant to attend the
conference, Computational Methods in Toxicology and
Pharmacology Integrating Internet Resources,
(CMTPI-2001) in Bordeaux, France, to present part of
his work on internet-based molecular resource discovery tools.
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News and Announcements
Statement on ACS v. Leadscope decision from the Supreme Court of Ohio from
Dr. William F. Carroll, Jr., Chair, ACS Board of Directors, on its behalf
The Supreme Court of Ohio today issued its decision in the case of ACS v. Leadscope, Inc., originally filed in
2002. It is a complex decision and ACS needs to carefully review and assess the decision over the next several days.
Based upon initial review, the ACS Board of Directors is gratified that the Court, in a 5-2 vote, found that
ACS did not defame the defendants and vacated the lower court’s award of damages on that issue, which
constituted the majority of the damages award in this case.
As to the defendants’ claim of unfair competition, the Court acknowledged ACS’ First Amendment right to
seek judicial review of its original claims. Although the Court also agreed with ACS’ legal arguments that the
trial court had improperly instructed the jury on that claim, the Court, in a 4-3 vote, affirmed the lower
courts’ decisions.
Today’s ruling will not impact ACS member dues; ACS products, programs or services; ACS staffing levels;
or the ability of ACS to achieve its mission.
ACS also appreciates and acknowledges the strong support it received from the Ohio Attorney General, the
Ohio Chamber of Commerce, the Ohio State Bar Association, the Ohio Manufacturers’ Association and the
Ohio Council of Retail Merchants – all of which submitted briefs supporting ACS to the Supreme Court of
Ohio.
To review the Supreme Court of Ohio decision click here: http://www.supremecourt.ohio.gov/rod/docs/
pdf/0/2012/2012-ohio-4193.pdf
To read a summary of the case prepared by the Supreme Court of Ohio’s Office of Public Information, click
here: http://www.courtnewsohio.gov/cases/2012/SCO/0918/101335.asp
September 18, 2012

The Sixth Joint Sheffield Conference on Chemoinformatics, 22-24 July 2013.
The conference will be held at The University of Sheffield, UK. The meeting is being sponsored by the
Chemical Structure Association Trust and the Molecular Graphics and Modelling Society. The call for papers
will be announced in the autumn and further details will be placed at http://cisrg.shef.ac.uk/shef2013/
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Report from the American Chemical Society Council Meeting Held on August 22, 2012

The Council of the American Chemical Society met
in Philadelphia, PA on Wednesday, August
22, 2012. It opened with two announcements: 1)
that Dr. Peter Stang will be awarded the Priestley
Medal; and 2) that after 36 years Rudy Baum will
be leaving Chemical & Engineering News, where
he currently serves as Editor-in-Chief. The highlights of the meeting are as follows:

Nominations and Elections
Council Policy Committee: Council voted to fill
four slots on the Council Policy Committee. Those
elected were Frank D. Blum, Mary K. Carroll, Lee
H. Latimer, and Carolyn Ribes for the 2013-2015
term.

Committee on Committees: Council voted to fill
seven slots on the Committee on Committees.
Those elected were G. Bryan Balazs, Dawn A.
Brooks, Michelle V. Buchanan, Alan B. Cooper,
and Ingrid Montes for the 2013-2015 term; and
Spiro D. Alexandratos and Judith Currano for the
remainder of a two-year (2013-2014) term.

Committee on Nominations and Elections: Council
voted to fill five slots on the Committee on Nominations and Elections. Those elected were Cherlynlavaughn Bradley, Milagros Delgado, Carol B.
Libby, Les W. McQuire and Donivan R. Porterfield
for the 2013-2015 term.

The committee on Nominations and Elections announced the names of candidates for national office that will appear on ballots that will be mailed
in October. These are as follows: Candidates for
the 2013 President-Elect: (Dr. Thomas J. Barton,
Distinguished Professor, Iowa State University,
Ames, IA and Dr. Luis A. Echegoyen, Robert A.
Welch Professor, University of Texas at El Paso, El
Paso, TX; Candidates for Directors-at-Large 201315: Ms. Carol A. Duane, President, D&D Consultants of Mentor, Mentor, OH, Ms. Valerie J. Kuck,
Retired, Lucent Technologies (Bell Labs), Murray
Hill, NJ, Ms. Helen (Bonnie) A. Lawlor, Executive
Director, National Federation of Advanced Information Services (NFAIS), Philadelphia, PA, and
Dr. Ingrid Montes, Professor, University of Puerto

Rico, Rio Piedras Campus, San Juan, PR; Candidates for District I Director 2013-15: Dr. Thomas
R. Gilbert, Associate Professor, Northeastern University, Boston, MA and Dr. Neil D. Jespersen,
Professor of Chemistry, St. John’s University,
Queens, NY; and Candidates for District V Director 2013-15:Dr. John E. Adams, Curators’ Teaching Professor of Chemistry, University of Missouri,
Columbia, MO and Dr. Peter K. Dorhout, Dean,
College of Arts & Sciences, Kansas State University, Manhattan, KS.

ACS Estimated Financial Results for 2012
Looking Positive
The Committee on Budget and Finance presented
estimated year - end results for 2012. They estimate that total revenues will be $491.6 million
($7.1 over budget) and expenses will be $474.2
million ($5.5 over budget), giving a net from operations of $17.4M. If the estimate is correct,
the year-end net will be $1.6M favorable to the
budget.

Senior Chemists Committee to be Created
upon Board Approval
Council approved a recommendation from the
Committee on Committees to create a Senior
Chemists Committee as a Joint Board-Council
Committee. It will be established upon approval
of the ACS Board of Directors. The mission of this
committee will be to enrich the educational, technical, and cultural lives of the ACS Membership
by ministering to and employing the talents of
senior ACS members by: sharing with ACS members of all ages a rich variety of personal experiences and expertise gained over many years of
professional service; fostering interest and participation in the science of chemistry through community outreach, especially in grades K-12; acting as science advisors/ambassadors for the purpose of cultural exchange at home and abroad;
providing senior ACS members with challenging,
diverse, and enjoyable professional experiences
that enable them to contribute to the cultural experiences of their communities; and recommending policies that address issues of interest
to senior chemists. The committee is aimed primarily at members over 60 years of age.
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Report from the ACS Council Meeting Held on August 22, 2012 continued

Chemists Employment Issues
The Committee on Economic and Professional Affairs (CEPA) reported that the unemployment rate
for chemists has declined slightly – from 4.6% to
4.2%, but that 8.2% of those unemployed report
being in that position for four months or more.
There were 999 job seekers at the job fair held at
the conference. They were competing for 148
positions being offered by 45 employers. A virtual job fair held earlier attracted 1,499 job seekers, 13 employers, and only 41 positions. It was
also reported that the salaries of PhD and MS
chemists have declined in real dollars, but that
the salaries of BS chemists have held the line.

Divisional Activities
The Committee on Divisional Activities reported
that the Program and Abstract Creation System
(PACS) will no longer be supported after December 31, 2012 and ACS will have to find a new vehicle for the submission of papers for the national
meetings.

Fall Meeting Attendance
As of August 22, 2012, the ACS fall national
meeting had attracted 13,320 registrants. Totals
in select categories are as follows: Regular attendees 7,817; Students 3,177; Guests 337; Exhibit Only 740 and Exhibitors 1,249. The history
of attendance at ACS fall national meetings since
2004 is as follows:

2004: Philadelphia, PA

14,025

2005: Washington, DC:

13,148

2006: San Francisco, CA

15, 714

2007: Boston, MA:

15,554

2008: Philadelphia, PA:

13,805

2009: Washington, DC:

14, 129

2010: Boston, MA:

14,151

2011: Denver, CO:
10,076 (decline
assumed to be due to timing (the week before
Labor Day)
2012: Philadelphia, PA

13,251

Special Discussion Item
A special discussion item was put on the Council
agenda for this meeting. ACS President Bassam
Shakhashiri presented and moderated a discussion on “What major efforts should ACS pursue to
help alleviate water and other global challenges?”
Members of the ACS feel a responsibility as scientists and citizens to help address global challenges facing society in the 21st Century to help sustain Earth and its people. These challenges include increasing population growth, limited natural resources, malnutrition, disease, climate
change, violence and war, and the denial of basic
human rights, including the right to benefit from
scientific and technological progress. This discussion focused primarily on the crisis of available
water suitable for drinking, agriculture and industry.

Update on ACS vs. Leadscope Litigation
The Chair of the Board gave an update on the
ACS vs. Leadscope litigation. As of this meeting,
there was still no opinion announced by the Ohio
Supreme Count on ACS’s appeal in this case, despite the fact that oral arguments were presented
nearly a year ago. ACS has no information on
when an opinion might be delivered.

Respectfully submitted August 31, 2012
Bonnie Lawlor, CSA Trust Secretary

<— CSA Trustee Wendy Warr noted that decline
was due to Hurricane Irene, not Labor Day.
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Council Report from the ACS Committee on Nomenclature, Terminology & Symbols
on August 22, 2012

The Committee on Nomenclature, Terminology and
Symbols held its open meeting Monday afternoon.

We received a report on the discovery of two new
elements: number 114 and 116. The Committee
finds that the proposed names and symbols follow a
long tradition of selecting element names from geographic place names. Thus, the names Flerovium
(element 114; symbol Fl) and Livermorium (element
116; symbol Lv) honor the two laboratories that
cooperated in the discoveries. They join other elements named for other laboratories such as: Berkelium (element 97), Dubnium (element 105),
Darmstadtium (element 110).

In my previous reports I have informed the Council
regarding the redefinition of the kilogram and
the mole. Our Committee began its work with two
goals: To understand:
What is being done; and
What it means to the practice of chemistry.

At its meeting in October 2011, the General Conference on Weights and Measures endorsed the concept of re-defining all of the SI Base Units on physical constants deemed “invariants of nature.” The
proposed new definitions, however, were not adopted. Instead, the Conference encouraged further
work on the values of the physical constants to
reach a target uncertainty of 20 parts per billion.
Presently, the Planck constant that will define the
kilogram has an uncertainty of 44 parts per billion.

The re-definition of the mole will be based on the
Avogadro constant causing the mass of Carbon-12
to be determined experimentally and no longer be
defined as 12.0 exactly. Presently, the uncertainty
in the Avogadro constant is also 44 parts per billion

The next General Conference on Weights and
Measures is scheduled for 2014 rather than the normal four-year interval that would place it in 2015.

Provided the target uncertainties of the physical
constants have been met, the new definitions
should be adopted at that time.
The Committee has begun preparation of a series of
descriptions of the new definitions of SI Base Units.
These descriptions are designed to address the
chemical education needs of different grade levels
and will be available on the Committee’s web site.

Respectively submitted August 22, 2012
Peter F. Rusch, Chair of the ACS Committee on Nomenclature, Terminology, and Symbols

@@@@@@@@@@@@@@@@@@

ACS Committee on Nomenclature,
Terminology, and Symbols website
http://portal.acs.org/portal/PublicWebSite/about/
governance/committees/nomenclature/index.htm
The Committee examines problems and monitors
developments in nomenclature, terminology and
symbols, coordinates the activities of divisional and
other committees dealing with such matters within
the Society, advises and consults with editors of
Society publications in matters related to nomenclature, terminology and symbols, acts for the
Council in the consideration and action on such documents and proposals presented to the Society,
acts for the Council in providing liaison in matters
of these issues with non-Society organizations, and
makes recommendations to the Council in matters
related to these issues.

@@@@@@@@@@@@@@@@@@
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Meeting News : Joint CINF-CSA Trust Symposium: Beyond Small Molecules

Held during the ACS Spring 2012 National Meeting, the scheduling of this symposium during the
first session on Monday morning did not deter attendees. The session was well attended throughout with some 50-60 participants and ensured
lively discussion at the end of each presentation. The topic of the symposium Beyond Small
Molecules: Pushing the Envelope for Chemical
Structure Representation attracted a diverse set
of presentations. Abstracts (#53-60) can be
found on the CINF website. The session program
follows:
Cheminformatics for material discovery:
Representation, searching and screening of
porous materials. R. L. Martin, M. Haranczyk
New strategies to normalize chemical structure representations and weed-out impractical small molecules. E. Bolton
Efficient perception of proteins and nucleic
acids from atomic connectivity. R. A. Sayle
Organization and analysis of information for
biotherapeutics research. H. O. Villar, M. R.
Hansen, E. Feyfant
Markush structure usability in patent and
combinatorial chemistry: New approaches
and software tools. W. Deng, S. Csepregi
Rendering the stages of structure elucidation: ACD/Labs Markush representation. A.
Yerin, I. Peirson
New developments in Markush structure
searching. D. Walter
Representing and retrieving non-specific
structures. K. T. Taylor
Two themes were evident: the representation of
biological sequences, and Markush structure handling. The introductory presentation by Martin
(Lawrence Berkeley National Laboratory) really
took the theme to its limits. He discussed research that was seeking to characterize porous
materials. While the aim of the project was to
discover materials for carbon dioxide sequestration, the audience picked up on other applications

with many questions ensured. Bolton (National
Center for Biotechnology Information) discussed
the problems associated with curating data obtained from public sources in order to make PubChem a reliable database of chemical structures. Curators of corporate databases overcome
this problem by imposing rigorous representation
standards at registration time, and they can always refer back to the chemist if there is any
doubt. Bolton gave the example of the nitro
group, where he has discovered over 50 representations in public sources.
There followed two papers on the representation
of biomolecules. Sayle (NextMove Software)
proposed a compact encoding that had improved
processing times over the standard CTAB or
SMILES encoding. Villar (Altoris) also discussed
the challenges of encoding, particularly the handling of non-standard residues, but most of the
presentation was devoted to methods for the visualization of property data for sets of biomolecules.
Taylor (Accelrys) concluded the session with recent enhancements to the ubiquitous molfile format to encode rigorously non-specific structures,
hapticly bonded structures, polymers, and
Markush information. He also reviewed the state
of chemical representation. While the low hanging fruit is solved, there are still many challenges
with Markush structures and biological materials. He also indicated that biological materials
also benefit from Markush encoding; in particular
antibody-drug conjugates commonly have incompletely specified connectivity for the drug.
Keith Taylor, Symposium Organizer
This Symposium was financially supported by the
Chemical Structure Association Trust.
The joint CINF-CSA Trust Symposium has been
frequently organized for the Spring ACS National
Meetings. The first symposium, Chemical Information and E-Commerce, was held at the Spring
2000 ACS National Meeting in San Francisco, CA.
Reprinted with permission from the ACS Chemical Information Bulletin, Summer 2012, p. 12-13.
HTML: http://bulletin.acscinf.org/node/324
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Spotlight on

http://www.jcheminf.com/



Journal of Cheminformatics is an open access journal
publishing original peer-reviewed research in all aspects of cheminformatics and molecular modelling.

Represents output from groups such as CSIRO,
PNNL, STFC, Kitware, IUCr, the Blue Obelisk,
and the Unilever Centre for Molecular Informatics

The InChI Project –Winter 2012
Coverage includes, but is not limited to:



chemical information systems, software and databases, and molecular modelling



chemical structure representations and their use
in structure, substructure, and similarity searching of chemical substance and chemical reaction
databases



computer and molecular graphics, computeraided molecular design, expert systems, QSAR,
and data mining techniques

Christoph Steinbeck (European Bioinformatics Institute, United Kingdom) and David Wild (Indiana University, United States of America) are the Editors-inChief.

Themed Series of Articles for 2012:
Semantic Physical Sciences –Fall 2012

Guest Editor:
Antony Williams, Royal Society of Chemistry



A series of papers describing the applications
and utility of the IUPAC International Chemical
Identifier (InChI)



Reviews the need for a standard identifier in
chemistry, the development of InChI, and its
applications, limitations and future developments



Publications will report on the perspectives and
research of academia, government labs, publishers, pharmaceutical companies and others

Journal of Cheminformatics has previously published
themed series of papers covering:



Guest Editors:
Peter Murray-Rust, University of Cambridge, and
Henry Rzepa, Imperial College London, 2012 Herman Skolnik Award winners



A series of papers arising from an invited workshop and symposium to investigate and formalize the use of semantics in physical sciences



Applying primary technologies based on chemical
mark-up language (CML) and MathML to create
fully semantic declarative scientific objects



Resource Description Framework (RDF) technologies in chemistry: from ACS Meeting Fall 2010
CINF Symposium
PubChem3D: a new integrated layer for PubChem
Visions of a semantic molecular future: semantic
science and its communication

About the CSA Trust
The Chemical Structure Association Trust (CSA Trust) is an internationally
recognized, registered charity which promotes education, research and
development in the field of storage, processing and retrieval of information about chemical structures, reactions and compounds. Since 2003,
it has incorporated the activities of the former Chemical Structure Association.
CSA Trust website:
http://www.csa-trust.org

2012 Trustees

CSA Trust Brochure:
http://www.csa-trust.org/
files/CSATBrochure.pdf
Newsletter Calendar for 2012
Spring Issue:
Call for Content: February 6
Reminder: March 5
Submission Deadline: April 11
Review Copy: April 23
Publication Date: April 27
Fall Issue:
Call for Content: July 9

Agrafiotis, Dimitris
Barth, Andreas
Baysinger, Grace
Brändle, Martin
Deplanque, Rene
Douglas, Graham
Downs, Geoff
Goodman, Jonathan
Grethe, Guenter
Heller, Stephen
Herrmann, Guido

Holiday, John
Lawlor, Bonnie
Li, Xiaoxia
Löw, Peter
McHale, Phil
Rusch, Peter
Sens, Irina
Stembridge, Bob
Warr, Wendy
Wild, David
Winkler, David

Reminder: August 6
Submission Deadline: Sept. 5
Review Copy: Sept. 17
Publication Date: Sept. 21
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