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Wendy Warr, wrote a report about this Skolnik Symposium that is openly accessible.
Below is a reprint of the Introduction section.
“Throughout his career Dr. Engelbert Zass (“Bert”), head of the Chemistry Biology Information Centre at ETH Zürich (retired), has been a bridge builder and mediator between database producers, vendors, publishers, librarians, and end users in chemistry,
contributing to advancing chemical information as a whole. Specializing in chemical information after receiving his Ph.D. in organic chemistry, Dr. Zass has more than 30
years of experience in searching, operating and designing chemistry databases, as well
as in the support, training, and education of users of chemical information. He has given numerous lectures and courses in Europe and the United States, is author of more
than 60 papers on chemical information, and served on several publisher advisory
boards. From 1999 till 2004, he was a partner in the German Federal Ministry of Education and Research’s project “Vernetztes Studium – Chemie,” where he was engaged in
the design of multimedia educational material for chemical information. Through his
leadership, vision, and collaborative efforts with his staff, ETH Zürich developed a model 21st century library. Dr. Zass did his undergraduate studies in chemistry at Universität zu Köln, followed by a Master’s degree (Diplom) in Chemistry with Prof. E. Vogel. He
went on to complete his Ph.D. (Dr. sc. nat.) studies with Prof. A. Eschenmoser at ETH
Zürich. He then became a lecturer and senior scientist at ETH, later serving as Head of
the expanded ETH Chemistry Biology Pharmacy Information Center until his retirement
in 2012.”
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2014 Herman Skolnik Symposium
The Herman Skolnik Award Symposium— The Publica- very robust and stable for more than a hundred years. In
tion Chain Revisited: Old Links and New Connections / contrast the published formats (digital vs. print), the user
expectations, the production processes, and the distribution
Andrea Twiss-Brooks, Organizer & Presiding
channels have seen significant change over the last decade.
Similarly the basic role of a publisher has remained, however
Evolution and transformation of journals in a digital
the actual operations and production processes have
environment / Grace Baysinger, graceb@stanford.edu,
changed drastically. The talk will look into these processes
Swain Chemistry and Chemical Engineering Library, Stanford
and will highlight one important and distinct aspect of chemiUniversity, Stanford, CA 94305, United States
cal publishing: the strong ties and connections between the
full text information and the information embedded in the
During the past two decades, STM journals have migrated
chemical structures and reactions. In this area significant
from print to online. Manuscript submission systems, author progress has been made over the last few years.
tools, publication cycles, peer review, IP rights and subscription management, content delivery, user services, discovery
CAS databases: Reflecting the changes in how chemitools, and preservation methods have all undergone rapid
cal discoveries have been disclosed / Matthew J. Toustransformation. This presentation will review changes that
sant, mtoussant@cas.org, Chemical Abstracts Service, Unithave occurred in journals and expected trends for them in
ed States
the near-term future.
Chemical Abstracts Service (CAS) has always been a leader
in providing scientists with access to chemical information.
This presentation will illustrate how CAS has adapted to the
phenomenal growth in chemical information being published
today. Beginning in 1907 with a group of worldwide abstractors indexing the journal literature, CAS extended its reach
Research publications are ultimately intended to be read by
into the patent world. Adding other sources of chemical inthe scientists. What do these scientists want and need in a
formation, like dissertations, meeting abstracts, and conferpublication? How do they gather their information and decide ence proceedings, CAS now covers more than 1000 ahead of
what to read? When and how much do they read? User stud- print journals, valuable web sources, commercial chemical
ies of various kinds have been done to try and find answers
suppliers and regulatory inventories to create its databases.
to these questions. The results of these studies are used by
Starting with the CAS REGISTRY in 1965, CAS has leveraged
libraries to make decisions about collections and services, as rapid changes in technology and evolving sources of diswell as by publishers and vendors to create better products
closed chemistry, to fulfill its mission to provide the world's
related to scientific publication. A brief overview of selected
best digital research environment to search, retrieve, anauser studies and methods will be presented, including a delyze and link chemical information. This presentation will
scription of and preliminary results from a recent study that
cover some ways in which CAS has kept pace with the worldincluded University of Chicago students.
wide growth in disclosed chemistry and will close with some
predictions about the future of chemical information.
What do the readers think? The role of the end user in
the evolution of publications / Andrea Twiss-Brooks,
atbrooks@uchicago.edu, John Crerar Library, University of
Chicago, Chicago, IL 60637, United States

Context and connection: Visualizing library data / Martin Brändle, mpbraendle@gmail.com, Unaffiliated, Switzerland
Visualization leverages our ability to find patterns and connections inside the complex data networks that exist in library catalogs, document and data repositories. This talk
aims to present an overview of some of the initiatives libraries have taken to visualize and let users explore their data,
and discusses open source tools and requirements.
Predicted future of science and scientific publishing
within the framework of a changing world / René Deplanque, rene@deplanque.de, Technical University Berlin,
Germany. Abstract text not available.
Chemical Publications revisited / Guido Herrmann, Guido.Herrmann@thieme.de, George Thieme Verlag KG,
Stuttgart, Germany
Thieme has been a chemistry publisher since 1909. The
basic categories and formats (i.e., journals, reference works,
encyclopedia, monographs and textbooks) have proven to be

InChI & the publication and information chain / Stephen Heller, steve@hellers.com, BMD, NIST, Gaithersburg,
MD 20899-8362, United States
The International Chemical Identifier (InChI) chemical structure standard is starting to play a major role in changing the
links and connections to chemical information. In the past
few years, for the first time any journal article can freely add
an InChI which will be same InChI that any other article,
database, chemical catalog, and so on, can also have enabling linking and connections to the vast amounts of chemical information and data available to help and support basic
and applied research and development in the chemical, biological, and medical sciences. This presentation will describe
the past, present, and future of how InChI is the key to linking information.
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2014 Herman Skolnik Symposium continued
From virtual communities to Web 2.0, social media,
and beyond: A publishing perspective / Wendy Warr,
wendy@warr.com, Wendy Warr & Associates, Cheshire, United Kingdom

Of a landmark total synthesis yet unpublished in full
experimental detail – vitamin B12 / Engelbert Zass,
zass@chem.ethz.ch, Laboratory of Organic Chemistry, ETH
Zürich, Zürich, Switzerland

Since 1992 the World Wide Web has radically changed the
way that we live and work. For most of us, living without the
Internet would be like living without water or electricity. As
research has become increasingly collaborative, possibilities
for communication and collaboration on the Web have also
increased. Virtual communities in science such as EiVillage
and BioMedNet began to spring up in the 1990s. The earliest
virtual community in chemistry, ChemWeb.com, was announced in August 1996 and launched in April 1997. At its
peak it offered access to books, journals and databases, and
member-generated content, together with discussion groups,
virtual conferences and a chemistry preprint server. Eventually its owners started to lose interest; if only they had known
what would follow with the advent of Web 2.0 in 2004. The
world has since moved on from “e-everything” (e-mail, ejournals, e-commerce) to mobile technologies and “ieverything”, and experimentation in publishing has moved on
too. An example is ScienceOpen, an open access scholarly
publisher with a new network-based approach, and the mantra “access, network, organize, publish”. It was launched at
the end of 2013 with more than one million freely accessible
papers in multiple disciplines. It offers authors tools to collect
feedback in one place, manage draft versions and share files,
to make collaborating on a paper together easy. Its scientific
network forms the basis for public, post-publication peer review. ChemWeb.com was ahead of its time. Is the chemistry
world now ready for new ventures such as ScienceOpen? In
the world of open access, open data and open science what
might happen next?

While publication habits have changed since then, for total
syntheses in the last century one could reasonably expect
publications in journals with full experimental details. There
were important exceptions, however, even then: most remarkably, the total synthesis of vitamin B12, considered a
landmark in organic synthesis, involving the research groups
of R.B. Woodward and A. Eschenmoser with about 100 chemists participating. While almost all of the ETH work was done
by Ph.D. students, with their theses fully published already at
that time in print (later also electronically), the Harvard part
was done exclusively by postdoctoral fellows whose detailed
reports are (as usual) not publicly available. An attempt to
publish the full details beyond published lectures and summaries about the syntheses was already started at ETH in
1980, but had to be given up in 1986. A progress report is
presented, and the intentions why and how to resume this
publication project more than 40 years after completion of
the syntheses will be discussed.

Digital transformation - the long and winding road /
David Evans1, david.evans@REEDELSEVIER.CH, Pieder Caduff2, Jürgen Swienty-Busch3. (1) Reed Elsevier Properties
SA, Neuchâtel, Switzerland, (2) Reed Elsevier Properties SA,
Switzerland, (3) Elsevier Information Systems GmbH, Germany.
Abstract text not available.
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2015 Herman Skolnik Award Winner Announced
The ACS Chemical Information Division is pleased to announce Prof.
Dr. Jürgen Bajorath as the recipient of 2015 Herman Skolnik
Award. 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. Prof. Bajorath
will also be invited to present an
award symposium at the Fall 2015
ACS National Meeting to be held in Boston, MA.
Bajorath is a world leader in the development and application of cheminformatics and computational solutions to research problems in medicinal chemistry,
chemical biology, and the life sciences and has done
pioneering work in the area of compound data analysis
in chemistry. He is widely recognized for his seminal
and prolific research work in molecular similarity analysis and ligand-based virtual screening, fingerprint engineering and advanced machine learning techniques,
application of information theoretic concepts to
cheminformatics, large-scale graphical analysis and
visualization of structure-activity relationships, big data
analysis in chemistry, and evaluation of SAR information in medicinal chemistry project progression in
novel ways. Bajorath has been active in several areas
of scientific enquiry and development that have all
helped shape some of the fundamental research issues
in chemical information science. Some of these areas
include:



Algorithms to navigate high-dimensional chemical
space representations in search of novel active
compounds



Molecular fingerprints for similarity searching that
are not affected by molecular complexity and size
effects and that are directed against specific compound classes



Methods for the estimation of recall rates in virtual
screening and database rankings






Various novel visualization methods for analysis of
structure-activity relationships.

Bajorath obtained his diploma (M.S.) and Ph.D. degrees (under Wolfram Saenger, 1988) in biochemistry
from the Free University West-Berlin. After postdoctoral
work with Arnie Hagler at Biosym in San Diego focusing
on DFT calculations on enzyme-inhibitor complexes, he
joined Bristol-Myers Squibb (BMS) and spent seven
years at the BMS Pharmaceutical Research Institute in
Seattle where he became a Principal Scientist. During
his years at BMS, Bajorath worked on protein modeling
and structure-based design projects and developed his
interests in bio- and chemoinformatics research.
After leaving BMS, he was involved in starting a biotech
company (New Chemical Entities) that ultimately became the AMRI Bothell Research Center. In 1995, he
was appointed Affiliate Associate and later Full Professor of Biological Structure at the University of Washington where he developed strong academic ties.
In 2004, after 16 years in the US, he was appointed
Full Professor and Chair of Life Science Informatics at
the University of Bonn, Germany. He continues to be
affiliated with the University of Washington and has
also been an invited professor at the University of
Strasbourg, France.
Bajorath currently serves as an Associate Editor of the
Journal of Medicinal Chemistry and is also on several
editorial boards (including, among others, Drug Discovery Today, Expert Opinion in Drug Discovery, Chemical
Biology and Drug Design, Molecular Diversity, and Molecular Informatics) and various scientific advisory
boards.
He received the Novartis Chemistry Lectureship Award
and was appointed as a F1000 Faculty Member to the
Drug Discovery and Design Section.

Jürgen Bajorath has been a dominant force in the fields
of cheminformatics, big data analysis, and computational chemistry. He has published more than 450 papers in several prestigious journals, and 4 books and
Prediction of structure-activity characteristics of
holds 25 issued patents. Some programs and datacompound data sets
bases that are a result of his scientific research work
have been placed in the public domain including SARAApproaches for the analysis of selectivity differNEA, an open-source Java application for interactive
ences between ligands of members of target protein families and the identification of selective com- exploration of structure-activity and structureselectivity relationships.
pounds



Compound data mining and molecular promiscuity
analysis

Andrea Twiss-Brooks, Chair, CINF Awards Committee.



Activity landscape modeling and systematic exploration of activity cliffs

Reprinted from the Chemical Information Bulletin. 66(4): 6, 2014.
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People and Places—In Memoriam
making all research data publicly available
online as they are generated. In 2005, he began
making all of his work on novel antimalarial
compounds freely available on a wiki called UsefulChem.
Bradley was also a champion for developing new
methods of teaching and learning. In 2004, he
was named e-learning coordinator for the College of Arts & Sciences at Drexel. In that role,
he led Drexel to buy an island in the virtual
three-dimensional world of Second Life, where
students and faculty could experiment with novel ways of teaching. He also created an archive
to make the content of his undergraduate
chemistry courses freely available to the public.
During an interview with C&EN in 2009, Bradley
acknowledged that he didn’t start out his career
openly reporting raw data. In fact, he kept his
data secret and obtained several patents. But
after about a decade at Drexel, his philosophy
changed. He wanted his work to have a bigger
impact and believed that transparency was critical for achieving that goal. Last year, he was
invited to the White House to share his views
about the benefits of open science. Bradley was
a member of ACS from 1992 until 2010.
Jean-Claude at The White House—June 2013
Image Source: Wikipedia

He is survived by his wife, Shanthi, and his parents, Francois and Monique.”

Obituary for Jean-Claude Bradley

Source: Obituary published in Chemical & Engineering News 92 (22): 35 (June 2, 2014)
(accessed Jan. 11, 2015).

“Jean-Claude Bradley, 45, an associate professor of chemistry at Drexel University, died on
May 12, 2014.
Bradley earned a B.S. in chemistry from Laurentian University, in Ontario, in 1989 and a
Ph.D. in organic chemistry from the University
of Ottawa in 1993. He served as a postdoctoral
researcher at Duke University and the College
of France in Paris before joining Drexel as an
assistant professor in 1996.
Well-known for coining the phrase “open notebook science,” Bradley was an advocate for

Jean-Claude is missed by friends and colleagues
around the world, personal reflections of remembrance can be found on the publicly editable wiki InMemoriamJCB (accessed Jan. 11,
2015).
An ACS session dedicated to Jean-Claude Bradley is being planning for the ACS National Meeting that will be held in Boston, August 2015.
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People and Places—In Memoriam continued

For more information, please see Frank’s obituary
which was published as an open access article in
Acta Crystallographica B. The citation is:
Robin Taylor. 2014. Frank H. Allen (1944-2014).
Acta Crystallographica B70 (6): 1035-1036. DOI:
10.1107/S2052520614026201 (accessed Jan. 11,
2015).

Frank H. Allen
“It is with great regret we announce that Frank
Allen died, 10th November, aged 70. Frank joined
the Chemical Crystallography Group at the University of Cambridge in 1970 and played a pivotal
role in the establishment of the Cambridge Structural Database. He went on to become the Scientific Director and then the Executive Director of
the Cambridge Crystallographic Data Centre.
Following his retirement in 2008, Frank remained
with the CCDC as an Emeritus Research Fellow,
enabling him to continue to indulge his passion for
structural chemistry.
Frank’s research involved collaboration with many
scientists around the world, resulting in over 200
papers. He was also a wonderful teacher, supervising more than 20 doctoral students and introducing many more to structural chemistry through
workshops over many years.
His contributions to other influential organisations,
his vigorous editorship of Acta Crystallographica,
the numerous conferences he organised and
presentations he made meant Frank was known to
and respected by crystallographers the world
over.
Frank has long been a leading figure in international crystallography, and was a wonderful colleague, becoming a friend to all those who worked
with him. He will be sadly missed.”
Source: Dr Frank Allen FRSC CChem 1944-2014,
News Item on the Cambridge Crystallographic Data Centre website, posted 11 November 2014
(accessed Jan. 11, 2015).

In 2011, Bill Town conducted a video interview
with Frank Allen. There are 8 sections of this interview in total. The first has a running time of about
11 minutes but the other sections are shorter. Together the eight sections provide an insight into
the history of the CCDC, its evolution over time
and future challenges. Total running time is about
50 minutes. The links and a brief description for
the 8 sections are as follows:
Part 1: Frank talks about the early years at CCDC
Part 2: Frank talks about staff and visitors to CCDC
Part 3: Frank describes the CSD and the research
which has developed from it
Part 4: Frank speaks about the origins of Gold and
other software products from the CCDC
Part 5: Frank describes how the CCDC was financed
Part 6: Frank talks about some of the diverse ways
in which the CCDC was housed in Cambridge
Part 7: Frank describes how computer resources
used by CCDC evolved over time
Part 8: Frank talks about some of the challenges
CCDC is facing

On the ACS Chemical Information Division’s website:
Frank Allen, Herman Skolnik Award Winner 2003
passed away
2003 Herman Skolnik Award: In Memoriam—Frank
Allen
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CSA Trust Grant Call for Applications for 2015
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 and is now inviting the submission of grant applications for 2015.
Purpose of the Grants: 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. One or more Grants will be awarded annually up to
a total combined maximum of ten thousand U.S. dollars ($10,000). 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, for example, for travel to collaborate 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.
Application Requirements: Applications must include the following documentation:

1.
2.

3.
4.

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;
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;
A brief biographical sketch, including a statement of academic qualifications;
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 1–3. Three copies of the complete application document must be supplied
for distribution to the Grants Committee.

Deadline for Applications: The deadline for applications for the 2015 Grant is March 13, 2015. Successful applicants will be notified no later than May 2, 2015.
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 chescot@aol.com
prior to submission so that she can contact you if the e-mail does not arrive.
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Chemical Structure Association Trust: Previous Grant Awardees
2014 – Dr. Adam Madarasz
Institute of Organic Chemistry, Research Centre for Natural Sciences, Hungarian Academy of Sciences. He
was awarded a Grant for travel to study at the University of Oxford with Dr. Robert S. Paton, a 2013 CSA
Trust Grant winner, in order to increase his experience in the development of computational methodology
which is able to accurately model realistic and flexible transition states in chemical and biochemical reactions.
2014 – Maria José Ojeda Montes
Department of Biochemistry and Biotechnology, University Rovira i Virgili, Spain. She was awarded a Grant
for travel expenses to study for four months at the Freie University of Berlin to enhance her experience and
knowledge regarding virtual screening workflows for predicting therapeutic uses of natural molecules in the
field of functional food design.
2014 – Dr. David Palmer
Department of Chemistry, University of Strathclyde, Scotland. He was awarded a Grant to present a paper
at the fall 2014 meeting of the American Chemical Society on a new approach for representing molecular
structures in computers based upon on ideas from the Integral Equation Theory of Molecular Liquids.
2014 – Sona B. Warrier
Departments of Pharmaceutical Chemistry, Pharmaceutical Biotechnology, and Pharmaceutical Analysis,
NMIMS University, Mumbai. She was awarded a Grant to attend the International Conference on Pure and
Applied Chemistry to present a poster on her research on inverse virtual screening in drug repositioning.
2013 – Dr. Johannes Hachmann
Department of Chemistry and Chemical Biology at Harvard University, Cambridge, MA. He was awarded
the Grant for travel to speak on “Structure-property relationships of molecular precursors to organic electronics” at a workshop sponsored by the Centre Européen de Calcul Atomique et Moléculaire (CECAM) that
took place October 22 – 25, 2013 in Lausanne, Switzerland.
2013 – Dr. Robert S. Paton
University of Oxford, UK. He was awarded the Grant to speak at the Sixth Asian Pacific Conference of Theoretical and Computational Chemistry in Korea on July 11, 2013. Receiving the invitation for this meeting
provided Dr. Paton with an opportunity to further his career as a Principal Investigator.
2013 – Dr. Aaron Thornton
Material Science and Engineering at CSIRO in Victoria, Australia. He was awarded the Grant to attend the
2014 International Conference on Molecular and Materials Informatics at Iowa State University with the objective of expanding his knowledge of web semantics, chemical mark-up language, resource description
frameworks and other online sharing tools. He also visited Dr. Maciej Haranczyk, a prior CSA Trust Grant
recipient, who is one of the world leaders in virtual screening.
2012 – Tu Le
CSIRO Division of Materials Science & Engineering, Clayton, VIV, Australia. Tu C. 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 WalterKnappat 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.
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Chemical Structure Association Trust: Previous Grant Awardees continued
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.
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.
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 5-Deazapteridine Inhibitors of Mycobacterium avium complex (MAC) Dihydrofolate reductase (DHFR).”
2001 – Georgios Gkoutos
Imperial College of Science, Technology and Medicine, Department 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 internetbased molecular resource discovery tools.
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Photo Album from the ACS 2014 Fall Meeting in San Francisco

Top Left: Phil Heller, Michael Qiu

Top Right: Phil McHale; Andrea Twiss-Brooks

Middle Left: Grace Baysinger, Chuck Huber, Susanne Redalje

Middle Right: Erja Kajosalo; Donna Wrublewski; David Martinsen

Bottom Left: Rob McFarland, Svetlana Korolev, Rachelle Bienstock

Bottom Right: Rachelle Bienstock, Martin Hicks

Pictures taken by Wendy Warr. Used with permission from the ACS Chemical Information Division (http://www.flickr.com/photos/cinf).
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Photo Album from the ACS 2014 Fall Meeting in San Francisco continued

Top Left: Tony Williams, Greg Banik

Top Right: Alex Geanes, Amanda Lines, Jeremy Garritano

Middle Left: Sarah Cooney, Bill Town, Jignesh Bhate

Middle Right: Alex Geanes, Vinicius Alves, Huifang
(Nadia) Li, Kate Odziomek

Bottom Left: Doug Hounshell, Guenter Grethe

Bottom Right: Matt Segall; Erin Bolstad

Pictures taken by Wendy Warr. Used with permission from the ACS Chemical Information Division (http://www.flickr.com/photos/cinf).
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Photo Album from the ACS 2014 Fall Meeting in San Francisco continued

Top Left: Dusanka Janezic, Dana Roth

Top Right: Lise Dumont, Graham Douglas

Middle Left: Donna Wrublewski; Ken Lin; Michael Qiu

Middle Right: Alex Tropsha, Stephen Boyer, Tony Williams, Valery Tkachenko

Bottom Left: Bob Stembridge, Edlyn Simmons

Bottom Right: Guido Herrmann, Ray Boucher, Julia Stoetzner

Pictures taken by Wendy Warr. Used with permission from the ACS Chemical Information Division (http://www.flickr.com/photos/cinf).
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Photo Album from the ACS 2014 Fall Meeting in San Francisco continued

Top Left: Peter Rusch, Martin Hicks

Top Right: Leah McEwen; Bill Town

Middle Left: Valentina Eigner-Pitto, Steffen Pauly, Ray Boucher,
Peter Loew, Petra Loew

Middle Right: Jeremy Garritano, Wendy Warr,
Tony Williams, Ian Bruno

Bottom Left: Todd and Corinne Wipke

Bottom Right: Judith Currano

Pictures taken by Wendy Warr. Used with permission from the ACS Chemical Information Division (http://www.flickr.com/photos/cinf).
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Report from the ACS Council Meeting Held on Aug. 13, 2014

The Council of the American Chemical Society will
meet in San Francisco, CA on Wednesday, August
13, 2014 from 8:00 am until approximately 12:00
pm in the Grand Ballroom B of the Hilton San
Francisco Union Square Hotel. All ACS members
are welcome to attend, although only Councilors
are permitted to vote. A continental breakfast is
usually available at 7:00 am for all attendees.

ConC will also recognize Councilors who have reached
milestone anniversaries of service and committee
members and chairs who have reached the statutory
limit or completed their terms of service.
New Edition of Professional Employment Guidelines

The Committee on Economic and Professional Affairs
(CEPA) is requesting that Council approve the 9th ediThere are a number of items for Council Action,
tion of The Professional Employment Guidelines. The
but all are routine. The action items are summadocument has been revised and updated to reflect
rized below.
current practices in the workplace and changes in U.S.
Nominations and Elections
labor laws and policies. The revised document was
presented for consideration during the ACS National
Committee on Committees: Council will vote to fill Meeting in Indianapolis in September 2013. Minor revisions were made to incorporate suggestions by
five slots on the Committee on Committees. There are ten nominees as follows: Spiro D. Council members and others.
Alexandratos, Mark A. Benvenuto, Mitchell R. M.
Bruce, Judith N. Currano, Jetty L. Duffy-Matzner,
Local Section Territory Change
Kathleen Gibboney, Bonnie Lawlor, Zaida MoralesMartinez, Robert A. Pribush, and Patricia A. RedThe Committee on Local Section Activities (LSAC) will
den.
ask Council to vote to approve a request from the
Council Policy Committee: Council will vote to fill
five slots on the Council Policy Committee. There
are ten nominees as follows: Lawrence Barton,
Dwight W. Chasar, Lynne P. Greenblatt, Martha G.
Holloman, Peter C. Jurs, Pamela D. Kistler, Doris
I. Lewis, Christopher Masi, Andrea Twiss-Brooks
and Linette M. Watkins.
Committee on Nominations and Elections: Council
will vote to fill five slots on the Committee on
Nominations and Elections. There are ten nominees as follows: Anthony W. Addison, John W.
Finle, Lydia E. M. Hines, Roland F. Hirsch, Robert
L. Lichter, Mamie W. Moy, Anne T. O’Brien, Eleanor D. Siebert, Herbert B. Silber, and Ralph A.
Wheeler.

Philadelphia Local Section to extend its boundaries to
include the Ocean County Local Section. LSAC was
prepared to dissolve the Ocean County Local Section
due to inactivity and the lack of response to an action
plan that would have assisted with reviving the section. Neighboring sections have been polled and they
do not object to the request. A majority of ACS members residing in the Ocean County who responded to a
poll have favorably indicated that they wish to join the
Philadelphia section.
New International Chemical Sciences Chapter

A legal application has been received for the formation of the South Africa International Chemical Sciences Chapter. It will consist of the territory of South
Africa and is not part of any other Chapter or Local
Section of the Society. The petition was initiated and
approved by ACS members in good standing and reCommittees
siding in the territory and it meets all of the requirements of Bylaw IX of the Society. The application inThe Committee on Committees (ConC) will put
cludes a proposed budget which includes no allotment
forth a recommendation for the continuation of
of funds from the Society. The petition has been rethe committees that have been reviewed as required by the Committee Sunset Laws. The com- viewed by the ACS Committee on International Activimittees under consideration are the Committee on ties (IAC). If Council approves, its operations will be
contingent upon the approval of the ACS Board of DiScience (ComSci) and the Committee on Patents
rectors.
and Related Matters (CPRM).
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Report from the ACS Council Meeting Held on Aug. 13, 2014 continued AND
Themes for Future ACS National Meetings
Petitions for Vote to Chance the ACS Bylaws

Themes for Future ACS National Meetings

There are no petitions to change the ACS Bylaws.

The future of thematic programming at ACS meetings
looks bright. More and more technical divisions organize symposia related to the theme of a meeting,
often cosponsored by other divisions indicating the
interdisciplinary nature of chemistry. Below are the
themes for future ACS national meetings (F=Fall,
S=Spring):

Bylaw Changes for Consideration Only
No petitions to change the Bylaws are being presented for consideration at this meeting.
Town Hall Meeting
A Town Hall meeting organized by the Committee
on Nominations and Elections is scheduled for Sunday, August 10, 2014 in the Imperial Ballroom B of
the San Francisco Hilton Union Square Hotel from
4:15pm - 5:15pm. It will highlight a Q&A session
with the candidates for Directors-at-Large. All ACS
members are encouraged to attend. It is a great
way to gather first-hand information and decide for
whom you might want to vote in the fall election.
Respectfully submitted July 12, 2014



249th ACS National Meeting & Exposition
March 22-26, 2015 Denver, Co
Program Theme: Chemistry of Natural Resources



250th ACS National Meeting & Exposition
August 16-20, 2015 Boston, MA
Program Theme: Innovation from Discovery to
Application



251st ACS National Meeting & Exposition
March 13-17, 2016 San Diego, CA
Program Theme: Computers in Chemistry



252nd ACS National Meeting & Exposition
August 21-25, 2016 Philadelphia, PA
Program Theme: Chemistry of the People, by the
People and for the People

Bonnie Lawlor and Andrea Twiss-Brooks, CINF
Councilors
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News and Announcements—Combined ICCS and GCC Conference

10th International Conference on Chemical Structures
10th German Conference on Chemoinformatics
June 1-5 2014, Noordwijkerhout
The Netherlands
Report by Phil McHale, PerkinElmer Informatics
The International Conference on Chemical Structures (ICCS: http://www.int-conf-chem-structures.org/) is
a leading chemical informatics meeting, held every three years since 1987, and this year it was combined
with the 10th annual German Conference on Chemoinformatics (GCC). The CSA Trust is one of the sponsoring organizations for ICCS. This combination of two 10th anniversaries worked well, and although the subjects covered tended more towards computational chemistry and QSAR, with a reduced emphasis
(compared with previous ICCS) on informatics per se, data analysis and integration, the result was interesting and eclectic mix of papers with plenty for anyone involved in chemical structures and informatics to
learn from.
The conference was well attended with 204 participants from 20 countries. There was a reasonably balanced demographic: 37% academic (including 12 students supported by bursaries), 10% government/nonprofit, 24% commercial, and 28% vendors.
The conference received 144 abstract submissions from 20 countries, and the scientific advisory board selected 34 plenary and 83 poster presentations. Papers were presented in the following thematic sessions:








Cheminformatics
Structure-based drug design and virtual screening
Analysis of large chemistry spaces
Dealing with biological complexity
Integration of chemical information with other resources
Structure-activity and structure-property prediction

Where abstracts were submitted, they are available at http://www.int-conf-chem-structures.org/fileadmin/
user_upload/program/Book.of.Abstracts.pdf; and for those authors who choose to submit them, their papers will be published in a special edition of Journal of Chemical Information and Modeling due for publication in early 2015.
In addition to these rather staid and 20th century methods of communication, the minute-by-minute goings
on during the conference were live-Tweeted by some participants, the most active (the “Tweetiest”?) being
Wendy Warr and Egon Willighagen, who kept the Twittersphere informed almost on a slide-by-slide basis.
In the majority of the papers, the focus was (correctly) on the science, experimental studies and results,
and there was very little mention of informatics products or solutions per se as the focus of any talks, again
correctly; but wearing my vendor hat briefly, it is always interesting to see when off-the-shelf products can
be used, and when organizations feel compelled to build their own proprietary solutions.

Page 17

CSA Trust Newsletter

News and Announcements—Combined ICCS and GCC Conference continued

There is now a growing set of open source offerings to complement/compete with the commercial vendors.
One example that was mentioned by several speakers was Open PHACTS (http://www.openphacts.org/)
which is being widely used in industry and academia in Europe as a source for integrated published pharmacological data. It can be accessed via an API (https://dev.openphacts.org/), a simple forms-based application Open PHACTS Explorer (http://www.openphacts.org/explorer), and some other third party applications such as ChemBioNavigator (www.chembionavigator.org), and PharmaTrek (www.pharmatrek.org), for
exploring pharmacological space.)
In addition to the plenary papers, there was a small exhibition with 17 exhibitor companies, and two poster
sessions. All these were well attended and provided the backdrop for serious discussions, networking, rumor-mongering and light-hearted social chit-chat.
And on the light-hearted social front, one highly anticipated part of ICCS is the afternoon excursion. This
year’s was no exception, and included a tour of the newly re-opened Rijksmuseum in Amsterdam, surviving
a brief torrential downpour, a fascinating guided boat tour of Amsterdam’s canals, and a sumptuous conference dinner in an old converted church.
All told this was a very successful conference. The three year cycle for ICCS means that enough “new stuff”
has happened between conferences to make attendance almost mandatory to keep abreast; and the injection of the GCC in 2014 added new content and different speakers, resulting in a detailed and up-to-date
snapshot of the state of chem(o)informatics.
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News and Announcements—Combined ICCS and GCC Conference continued
InChI Team presented with the 2014 Chemical CSA
Trust Mike Lynch Award
“The 2014 Chemical Structure Association (CSA) Trust
Mike Lynch Award is being presented to the “InChI
Team,” namely Steve Heller, Steve Stein, Alan
McNaught, Dmitrii Tchekhovskoi, and Igor Pletnev.
This award is given tri-annually to someone who has
made outstanding contributions to education, research,
and development activities that facilitate the storage,
processing, and retrieval of information about chemical
structures, reactions, and properties. Dr. Andreas Barth,
Chair of the CSA Trust, stated that it is an honor to
acknowledge the work in the conception and development of the IUPAC International Chemical Identifier, InChI.
The Award ceremonies took place during the 10th International Conference on Chemical Structures held in
Nordwijkerhout, in The Netherlands, 1-5 June 2014.”
www.int-conf-chem-structures.org
www.csa-trust.org
Source: Chemistry International 36(5): 16–16, Sept.
2014. DOI: 10.1515/ci-2014-0514 (accessed Jan. 11,
2015).
Image in upper left: Steve Heller and Wendy Warr. Steve accepted the CSA Trust Mike Lynch Award on behalf
of the InChI Team at the Joint ICCS /GCC Conference in
2014. Credit: Marcus Wagener. Images of the Conference are from meeting archive on eventifier.com
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News and Announcements—Beilstein Bozen Symposium 2014

Chemistry and Time
Beilstein Bozen Symposium 2014
19 – 23 May 2014
Yachthotel Chiemsee, Prien (Chiemsee), Germany
Summary by David A. Winkler, CSIRO Manufacturing Flagship, Clayton, Australia.
The Beilstein Symposia address contemporary
issues in chemistry and neighbouring sciences by
emphasizing interdisciplinarity. Scientists from a
wide range of areas – often outside chemistry –
are invited to present aspects of their work for
discussion with the aim, not only of advancing
science, but also of enhance interdisciplinary communication.
The Bozen Symposia topics are deliberatively
broad to encourage the most lateral interpretations of contemporary themes in chemistry. The
Symposium on Chemistry and Time brought together experts from many disciplines to present
and discuss their latest research results and give
participants different perspectives on chemistry
and time. As Einstein has taught us, there is also
an intimate relationship between space and time.
Space-time is a mathematical model that combines space and time into a single interwoven
continuum. It allows us to blend space and time
into a single abstract Minkowski universe. Mathematically it is a manifold consisting of "events"
which are described by some type of coordinate
system. Typically three spatial dimensions
(length, width, height), and one temporal dimension (time) are required.

were also discussed in detail, opening up new or
non-traditional research areas at the exciting interface between chemistry and biology. Chronobiology, sleep cycles, and circadian rhythms were prominent amongst the topics, crossing over into the
topics of biological ageing. Newer topics included
self-assembly and chemical and biological evolution, particularly the possibility of evolving materials and molecules for specific purposes (fitness),
and the use of catalysis to accelerate chemical synthesis of ‘green’ fuels from water and CO2.
Computational modelling of systems across large
physical and temporal scales timescales was also
an important part of the discussion, particularly in
exploring the chemical kinetics of metabolism, the
dynamics of ligand-protein interactions, the evolution of molecules, materials, and organisms, and
the behaviour of chemical networks.
The Symposium, as it was designed to do, generated deep discussions within and outside of the formal sessions, finding connections between disciplines that would otherwise be left unexplored. The
networks established at the meeting, and the ideas
the Symposium stimulated, will undoubtedly endure and grow into the future.

This duality of space and time was a theme woven
through many of the presentations, from femtosecond studies of nanoscale materials to billion
year studies of the unbounded Universe. This relationship between space and time was taken further by some papers that explored vast chemical
spaces using experimental or computational approaches capable of greatly contracting the time
required to traverse these spaces.
There was strong representation from traditional
areas of chemistry where temporal issues are
clearly prominent, such as the dynamic behaviour
of biological systems at the molecular scale and
spectroscopy at very short timescales. However,
chemical aspects of important biological systems

This Summary is posted on the Beilstein Institute
website (accessed Jan. 11, 2015).

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
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