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Applications Invited for CSA Trust Jacques-Émile Dubois Grants for 2008�

The Chemical Structure Association Trust (CSAT) is an interna-�
tionally recognised organisation established to promote the criti-�
cal importance of chemical information to advances in chemical�
research. In support of its charter, the Trust has created a unique�
grant programme, renamed in honour 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 2008.�

Purpose of the Grants�
The grant programme has been created to provide funding for the�
career development of young researchers who have demon-�
strated 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 struc-�
tures, reactions and compounds. A grant will be awarded annu-�
ally up to a maximum of $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.�

Who is Eligible�?�
Applicant(s), age 35 or younger, who have demonstrated excel-�
lence 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 chemi-�
cal structures, reactions and compounds, are invited to submit�
applications. While the primary focus of the grant programme is�
the career development of young researchers, additional bursa-�
ries 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.�

What Activities are Eligible?�
Grants may be awarded to acquire the tools necessary to support�
research activities, or 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. A letter that details the work upon which the grant applica-�
tion 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 (eg�
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 aca-�
demic qualifications;�

4. Two reference letters in support of the application. Addi-�
tional 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 October 19, 2007.�
Successful applicants will be notified by December 21, 2007.�

Address for Submission of Applications�
Four copies of the application documentation should be for-�
warded to: Bonnie Lawlor, CSA Trust Grant Committee Chair,�
276 Upper Gulph Road, Radnor, PA 19087, USA.�

E-mail submissions, if complete, may be forwarded to the Grant�
Committee at blawlor@nfais.org or chescot@aol.com.�

QSAR World is a free and comprehensive web-based portal�
for the Quantitative Structure Activity Relationship modelling�
community, facilitated by Strand Life Sciences.�

The website can be found at www.qsarworld.com. This free�
forum for sharing ideas and knowledge via articles, posters,�
freeware and other media currently offers:�

·� Scientific literature on in-silico chemistry, machine learn-�
ing and statistics�

·� Manually curated datasets extracted from peer-reviewed�
publications�

·� List of select keywords-based literature references and�
recommended classic articles�

·� Reports and articles about latest issues and develop-�
ments in QSAR modelling�

·� Visitor’s questions posted on the website and answered�
by experts�

·� A rolling calendar of all QSAR related events round the�
globe throughout the year�

·� Latest and relevant news�
·� Editor’s choice articles, columns by QSAR gurus and�

interviews with thought leaders.�

Suggestions for enhancements, articles and posters, ques-�
tions on QSAR and modelling and any other relevant informa-�
tion for publication are warmly welcomed.�

QSAR World is fortunate in having a distinguished Editorial�
Advisory Board comprising Dr Wendy Warr (founder, Wendy�
Warr & Associates), Dr Kalyanasundaram Subramanian�
(CSO, Strand Life Sciences), Dr Eric Jamois (VP, Business�
Development, Strand Life Sciences) and Dr Andreas Bender�
(Presidential Fellow, NIBR, Cambridge, MA).�

Introducing QSAR World�
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SPONSOR’S SPOTLIGHT�

InfoChem GmbH�
Founded in 1989 and based in Munich, Germany, Info-�
Chem has now more than 15 years of experience in the�
development and integration of sophisticated software�
tools for the storage and handling of structure and reac-�
tion information.�

The InfoChem team consists of 15 full time employees�
and up to 60 freelance abstractors. The small dimensions�
and the broad network allow InfoChem to be flexible and�
react very quickly to the needs of customers.�

InfoChem itself is a subsidiary of Springer Science+�
Business Media. Since 1991, the publishing house�
Springer has held a majority interest (80%) in InfoChem�
GmbH. When Springer was taken over by Bertelsmann�
in 1998, InfoChem became part of the Bertelsmann�
group. Since September 2003, the specialist publishing�
group Springer Science+Business Media has belonged to�
the investment companies Cinven and Candover.�

InfoChem’s customers are large, global chemical and�
pharmaceutical companies, small, high potential start-�
ups worldwide, and major publishers.�

Content�
InfoChem distributes one of the largest chemical struc-�
ture and reaction data collections worldwide (SPRESI).�
It currently contains 6 million organic and organometal-�
lic compounds, and 3.8 million reactions and associated�
factual data abstracted from 627,000 references, includ-�
ing 164,000 patents. It covers the chemical literature�
published since 1974. SPRESI was built jointly by the�
All-Union Institute of Scientific and Technical Informa-�
tion of the Academy of Science of the USSR (VINITI)�
and, until 1989, the German Zentrale Informationsverar-�
beitung Chemie, Berlin (ZIC).�

The conversion of these files into an electronic searcha-�
ble database and the development of a user-friendly web�
application accessible via the Internet (SPRESI�web�) has�
been one of InfoChem’s major achievements.�

Services�
In close collaboration with subsidiary InfoChimia�
GmbH (founded in Berlin in 1990), and with a network�
of highly trained abstractors, InfoChem offers data�
processing and database building of the highest quality.�
The most important example in this field is the concep-�
tion and development of internet/intranet versions of�
printed major reference works such as Science of Syn-�
thesis (Thieme Verlag), e-EROS (John Wiley & Sons),�
and Comprehensive Asymmetric Catalysis (Springer).�

Additionally, InfoChem has long-standing, successful�
project development and consulting collaborations with�
big pharmaceutical companies such as BASF AG, Bayer�
AG, E. Merck, and Boehringer Ingelheim, and with high�
potential start-up companies and non-profit institutions�
such as CAS, the European Patent Office and the Ger-�
man Umweltbundesamt (Federal Environment Agency).�

Software Products�
InfoChem offers a broad selection of software tools and�
applications to solve any problem in the field of chemical�
data management, focusing in particular on storage,�
handling and retrieval of structures and reactions.�

Building on basic core technologies such as reaction�
mapping (IC�MAP�) and classification (CLASSIFY), R-�
group analysis and standardisation rules (IC�CHECK�), a�
high-perfomance search engine (IC�FSE�) and advanced�
chemistry handling (RetroSynthesis, IC�NameRXN�), and a�
series of indispensable tools (IC�EDIT�, IC�IMAGE�, IC�CO-�
NVERT�), InfoChem always has the ideal solution to meet�
the customer’s needs.�

Of crucial importance to our customers is the fact that all�
InfoChem products have been designed specifically to�
handle huge amounts of chemical data, without degrad-�
ing the speed and performance of the system. The Info-�
Chem Cartridge for Oracle (IC�CARTRIDGE�), designed to�
include chemistry data management in relational data-�
base systems, has proved to be the best performing�
reaction cartridge on the market.�

More information can be found on the website at�
http://infochem.de/�
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EVENTS 2007–08�
June�

18–20� CSA Trust/Molecular Graphics and Modelling Society�
4th Joint Sheffield Conference on Chemoinformatics�
University of Sheffield, Sheffield, UK�

E-mail: cheminf2007@sheffield.ac.uk�
http://cisrg.shef.ac.uk/shef2007/�

25–29� Latest Advances in Drug Discovery Design & Planning�
Methods: a Hands-on 5 Day eCheminfo Advanced Train-�
ing Workshop Week, Chemistry Research Laboratory,�
Oxford University, Oxford, UK�

http://echeminfo.com/COMTY_training�

July�

8 –11� AIMECS07 Congress, Istanbul, Turkey� http://www.aimecs07.org�

August�

5–11� 41st IUPAC World Chemistry Congress, Lingotto Con-�
ference Centre, Turin, Italy�

E-mail: iupac.2007@unito.it;�
abotto@ mafservizi.it�
http://www.iupac2007.org�

6-9� Drug Discovery and Development of Innovative Thera-�
peutics, World Trade Center Boston and The Seaport�
Hotel, Boston, USA�

http://www.drugdisc.com/�

19–23� 234th American Chemical Society Meeting and Exposi-�
tion, Boston, USA�

E-mail: natlmtgs@acs.org�
http://www.acs.org/meetings/�

23–25� 12ACC, Chemistry for Development, Environment and�
Sustainability in Asia, Kuala Lumpur, Malaysia�

 http://www.ikm.org.my/12acc.htm�

October�

2–3� Drug Discovery: The Application of High Throughput�
Techniques to Target and Lead Identification, Notting-�
ham, UK�
First  Joint ELRIG/SBS meeting�

http://www.elrig.org/�

21–24� ICIC: International Conference for Science & Business�
Information, Barcelona, Spain�
(Formerly the International Chemical Information Con-�
ference)�

E-mail: contact@infonortics.com�
http://www.infonortics.com/chemical/�
index.html�

December�

4–6� Online Information 2007, Olympia, London, UK� http://www.online-information.co.uk/�
index.html�

2008�
June�

1–5� 8th International Conference on Chemical Structures,�
Noordwijkerhout, The Netherlands�

Contact details not yet available�
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Product News�

DiscoveryGate adds Beilstein�
Elsevier MDL has improved its onlin�e DiscoveryGate platform�
so that a single search lets researchers find integrated and l�inked�
information from the Beilstein Database and 22 other scientific�
databases covering bioactivity, synthetic methodology, chemical�
sourcing, drug safety, pharmacology and more. All 9.9 million�
chemical structures from the Beilstein Database have been added�
to the DiscoveryGate Compound Index, including 6.5 million�
unique structures. DiscoveryGate now covers over 27 million�
chemical structures, more than 17 million reactions and the�
world’s largest collection of observed chemical properties, with�
well over 500 million experimentally measured values.�

More information can be found at http://www.mdl.com.�

STN Viewer�
New from CAS and FIZ Karlsruhe is STN Viewer, a web-based�
workflow productivity tool helps researchers to manage and�
evaluate full-text patent documents in STN’s collection of  patent�
databases. STN Viewer provides:�

·� a powerful suite of tools designed for easy management of�
patent projects�

·� integration with STN, seamless access from patent searching�
to evaluation�

·� Direct access to information contained in STN’s highly val-�
ued full-text patent databases reporting national (British,�
French, German, US), regional (European), and international�
(World Patent Organization) patent literature.�

With STN Viewer, information and intellectual property profes-�
sionals can create custom patent projects using full-text patent�
documents. They can easily evaluate patents, view major sec-�
tions, publication stages and family members, define and high-�
light terms and phrases, and navigate the entire patent document�
via a visual summary of highlighted terms.�

For further details, go to http://www.stn-international.de/ and�
http://www.fiz-karlsruhe.de/.�

INPADOCDB�
INPADOCDB (INternational PAtent DOCumentation Data�
Base) has over 63 million patents and utility models from 80�
patent organisations, which can be accessed via STN Internation-�
al. Time coverage for the most important industrialised countries�
goes back to the 19th century. Database documents contain�
bibliographical information on the patent documents and are�
linked to the full texts. Patent family information, patent classifi-�
cation and legal status data are also available. Most documents�
contain abstracts in English providing speedy information on the�
described invention for which a patent has been filed.�

INPADOCDB was created by merging and revising the EPO’s�
INPADOC and DOCDB. The database obtained from this is�
offered by the EPO in a new format, giving STN the opportunity�
to review and reload the INPADOC file. The 49 million docu-�
ments from INPADOC have now become part of the 63 million�

documents contained in INPADOCDB. Automated patent moni-�
toring functions, the so-called Selective Dissemination of Infor-�
mation [SDI]/Alert Services, are also available in INPADOCDB.�

Further information can be found at  http://www.fiz-karlsruhe.de.�

IO Informatics�
 IO Informatics, Inc. has extended Sentient Suite to deliver the�
next generation of informatics software products. The new Web-�
Query, Process Manager and Knowledge Explorer perform ex-�
cellently as stand-alone products, but they also take great advan-�
tage of Data Manager to deliver a complete integration�
informatics research portal suite.�

·� Web Query helps users with no database expertise to query�
and browse multiple data stores from any location using a�
web browser and to save the results in a number of different�
formats.�

·� Process Manager is a complete workflow solution providing�
drag and drop modelling of the business process, with a�
web-based user interface to guide users through their tasks�
and graphical dashboards allowing managers instantaneous�
status reports on project progress.�

·� Knowledge Explorer  leverages the latest semantic web tech-�
nologies to model, visualise and explore data, revealing net-�
works and novel relationships in complex data sets from one�
or multiple sources.�

For more information, please email info@io-informatics.com�

New SPRESI�web� 2.5�
This new version of SPRESI�web� provides several new features:�
data from 1974–2005 are now available, the number of chemical�
supplier catalogues included has been increased, a quick search�
textbox enables searching of the basic index of structures, reac-�
tions and references with one keyword and a new EXISTS�
operator has been introduced. In addition, an alphabetical list of�
existent Name Reactions has been integrated in version 1.0 of�
IC�NameRXN�. SPRESI�web� 2.5 also offers a structure similarity�
search, a search for calculated chemical descriptors, and IC�EDIT�,�
a structure and reaction drawing tool developed in-house by�
InfoChem.�
The webpage is at http://infochem.de/en/products/spresiweb.�
shtml�

Project Prospect�
RSC Publishing, the publishing arm of the Royal Society of�
Chemistry, has launched ‘Project Prospect’ for its journals. Elec-�
tronic RSC journal papers have been enhanced so that their data�
can be read, indexed and intelligently searched by machine.�
Readers will be able to click on named compounds and scientific�
concepts in an electronic journal article to download structures,�
understand topics, or link to electronic databases.�

More details can be found at http://www.rsc.org/Publishing/�
Journals/ProjectProspect/index.asp�
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Contact us�
Chair of Trustees�
Dr Andreas Barth�
Hermann-von-Helmholtz-Platz 1�
D-76344 Eggenstein-Leopoldshafen�
Germany�
Tel: +49-7247-808-450�
Fax: +49-7247-808-133�
E-mail: andreas.barth@FIZ-Karlsruhe.de�

Secretary�
David J Walsh�
Pfizer Global Research and Development�
Sandwich�
Kent CT13 9NJ�
Tel: +44-(0)1304-645619�
E-mail: david.j.walsh@pfizer.com�

Donations Secretary and�
Website Administrator�
Dr John Holliday�
Department of Information Studies�
University of Sheffield�
Sheffield, S10 2TN, UK�
Tel: +44-(0)114-2222685�
E-mail: j.d.holliday@sheffield.ac.uk�

US Donations�
Dr Peter Rusch�
162 Holland Court�
Mountain View�
CA 94040, USA�
Tel: +1-(650)-961-8120�
E-mail: pfrusch@aol.com�

Treasurer�
Dr Geoff Downs�
30 Kiveton Lane�
Todwick�
Sheffield, S26 1HL, UK�
Tel: +44-(0)1909-515444�
E-mail: geoff.downs@digitalchemistry.co.uk�

Chair – Public Relations�
David Wild�
USA�
Tel: +1-(812)-856-1848�
E-mail: djwild@indiana.edu�

Chair – Grants�
Bonnie Lawlor�
276 Upper Gulph Road�
Radnor�
PA 19087, USA�
E-mail: blawlor@nfais.org�

Chair – Meetings and Training�
Vacant�

Chair – Fund Raising�
Vacant�

Published by the CSA Trust�
Views expressed in the Newsletter are�
those of individual authors and not of the�
Editor�

Newsletter Editor�
Frances Daniel�
UK�
Tel: +44-(0)1949-844837�
E-mail: francesdaniel@bottesford65.fsnet.co.uk�

NEXT COPY DATE�
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Thanks to our�
Corporate Sponsors�

AstraZeneca�
ChemIndustry.com, Inc.�

Digital Chemistry�
FIZ-Chemie�

Hampden Data Services�
InfoChem�

Kilmorie Clarke Ltd�
Elsevier-MDL�
Questel.Orbit�

Rusch Consulting Group�
Sheffield Chemoinformatics�

Research Group�
Symyx Technologies Inc.�

Thomson Scientific�
Wendy Warr & Associates�

Throughout 2007, Chemical Abstracts Service (CAS) is celebrating its 100th year�
of serving chemists and other scientists by providing access to chemical literature�
and patents (http://www.cas.org/aboutcas/cas100/index.html).�

Over the decades, CAS databases have reflected the progress of science and  the�
explosion of published research around the world:�

·� 1907: William A. Noyes enlarged the�Review of American Chemical Research�,�
an abstracting publication begun by Arthur Noyes in 1895 that was the forerun-�
ner of�Chemical Abstracts�.�

·� 1965: Introduction of the CAS Chemical Registry System, which gave sub-�
stances a CAS Registry Number for easy identification.�

·� 1980: CAS ONLINE was launched, making it possible for users to search the�
CAS Registry database.�

·� 1983: ACS and the German organisation, FIZ Karlsruhe, signed an agreement in�
1983 to cooperate in forming an international online network. STN, the scientific�
and technical information network, was launched in 1984.�

·� 1995: CAS introduced the SciFinder research tool to allow access to CAS�
databases without needing to learn a command language.�

·� 2007: CAS databases today contain over 27 million bibliographic records from�
journal and patent literature, accompanied by more than 170 million citations.�
The Registry contains more than 31 million identified molecular substances, 1.5�
billion predicted and experimental properties, and nearly 12 million reactions.�

CAS celebrates 100th Anniversary�




