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EVENTS 2008

8th International Conference on Chemical Structures,
Noordwijkerhout, The Netherlands

A Practical Introduction to Chemoinformatics, University
of Sheffield, Sheffield, UK

Cambridge Healthtech Institute’s 8th Annual Structure-
Based Drug Design, Boston, MA, USA

BIRD’08 2nd International Conference on Bioinformat-
ics Research and Development, Technical University of
Vienna, Austria

QSAR 2008: 13th International Workshop on QSARs in
the Environmental Sciences, Syracuse, NY, USA

Latest Advances in Drug Discovery Design & Planning
Methods: eCheminfo Hands-on Drug Discovery Work-
shop Week, Oxford University, Oxford, UK

Gordon Research Conference Computational Chemistry:
New Computational Tools For 21st Century Chemistry,
Mount Holyoke College, South Hadley, MA, USA

ACS 236th National Meeting & Exposition
Philadelphia, PA, USA

Summer School on Molecular Modelling and Drug De-
sign, The Marmara Hotel, Taksim, Istanbul, Turkey

8th Triennial Congress of the World Association of The-
oretical and Computational Chemists (WATOC), Syd-
ney, Australia

Structure-Based Drug Design, Radisson SAS Beke Hotel,
Budapest, Hungary

Chemistry: The Global Science; 2nd EUCHEMS Chem-
istry Congress, Torino, Italy

17th European Symposium on Quantitative Structure-Ac-
tivity Relationships & Omics Technologies and Systems
Biology, Uppsala, Sweden

International Conference on the Theory & Applications
of Computational Chemistry, Shanghai, China

ICIC: International Conference for Science and Business
Information, Nice, France

CSATrust/RSC Computer Information and Computer
Applications Group Training Day: see Page 12

http://www.int-conf-chem-structures.org/

http://cisrg.shef.ac.uk/chemcourse
E-mail: v.gillet@sheffield.ac.uk

http://www.healthtech.com/sbd/
overview.aspx?c=520

http://www.birdconf.org

http://www.syrres.com/QSAR2008/

http://echeminfo.colayer.net/
COMTY _training

http://www.grc.org/
programs.aspx?year=2008 &program=com
pchem

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

http://www.summerschoolmmdd2008.org/

http://www.watoc2008.com/

E-mail: registrations@informa-ls.com

http://www.euchems-torino2008.it

http://www.qsar2008.org/

http://tacc2008.sjtu.edu.cn

http://www.infonortics.com/chemical/
ch08/08chempro.html

E-mail: dougveal@waitrose.com



Product News

ChemBioOffice Workgroup 2008

The ChemBioOffice Workgroup 2008 suite from CambridgeSoft
is ideal for smaller organisations or groups that want to organise
and search over their inventory, purchase reagents, and manipu-
late and store chemical and biological data in a collaborative
fashion.

ChemBioOffice Workgroup Pro 2008 is comprised of BioAssay
Workgroup 11.0, Inventory Workgroup 11.0, and E-Notebook
Workgroup 11.0. These applications offer much of the function-
ality delivered in ChemOffice Enterprise, while using Microsoft
SQL Server as the database (instead of Oracle as the enterprise
applications use).

ChemBioOffice Workgroup Ultra 2008 adds CambridgeSoft’s
complete suite of desktop applications to the workgroup applica-
tions. ChemBioDraw provides structural drawing, analysis and
querying for chemists, and offers biologists tools for drawing
and annotating biological pathways. ChemBio3D affords molec-
ular modelling and graphical visualisation of small molecules
and proteins. ChemBioViz with ChemFinder gives users a chem-
ically intelligent database tools and provides visualisation tools
to correlate chemical data with biological activity. Also included
is ChemBioScript, a Python extension language from Cambridg-
eSoft which provides a set of classes and methods for working
with atoms, bonds, and the other properties of molecules, reac-
tions, and 3D models.

More details can be found at http://www.cambridgesoft.com.

Topomer Search and Topomer CoOMFA

Tripos International has announced the availability of integrated
versions of its recently patented Topomer Search and Topomer
CoMFA technologies. These Topomer technologies accelerate
the speed and enhance the accuracy of predicting the biological
activity and properties of compounds, and enable researchers to
search vast numbers of compounds rapidly (I million com-
pounds overnight).

Topomers fundamentally characterise the shapes of organic com-
pounds, and emphasise consistency over reproducing experi-
mental or low energy geometries. The idea behind Topomer
generation is that similar chemical connectivity will yield similar
shapes. Structures with similar shapes based on Topomer simi-
larity are more likely to have similar biological properties.

Scientists can create quantitative, predictive 3D QSAR models
in Topomer CoMFA and use Topomer Search to identify new
substituents and R-groups, which are predicted to improve bio-
logical activity and have already been synthetically realised in
their corporate collection. Enhancements are planned for both
Topomer Search and Topomer CoMFA later in 2008. Tripos also
plans to release a new informatics system based on the Topomers
technology that allows chemists to consider simultaneously syn-
thetic cost as well as therapeutic benefit during lead discovery
and optimisation decisions.

More information is available at http://www.tripos.com/.

SciTegic Pipeline Pilot new releases

Accerlys has released three new component collections for Sci-
Tegic Pipeline Pilot. The new collections feature functionality in
the areas of advanced image analysis, chemical mining and gene
expression.

The Advanced Imaging Collection brings SciTegic Pipeline
Pilot’s data integration capabilities to research and development
workflows enabling learning, clustering, modelling, statistical
analysis, reporting and archiving of images, video and associated
data. Template protocols allow rapid development of custom ap-
plications such as drill-down reporting and image link capabilities.

The ChemMining Collection allows scientists to mine and ana-
lyse the world’s patent literature and find opportunities for new
drug candidates. The Collection facilitates the creation of flexi-
ble workflows that search text documents to find chemical
names, convert them to live structures, and create a searchable
chemical database.

The Gene Expression Collection helps researchers to identify
potential drug targets and biomarker candidates. Scientists can
process, analyse, explore and report on gene expression experi-
ments. Robust and flexible BioConductor-based workflows de-
liver automation and web-based bioinformatics solutions that
allow increased productivity in research laboratories.

More details can be found at http://accelrys.com/products/scitegic/.

SciFinder via the Web

CAS is launching a web version of SciFinder in phases through-
out 2008. This new platform is especially designed for the Web
and does not simply duplicate the look and feel of the current
SciFinder product. The newest SciFinder experience will be
offered to commercial, government and academic users as the
product launch proceeds.

More information can be found at http://www.cas.org/products/
scifindr/sfweb/index.html.

STN Express, Version 8.3

Now available for Windows, this new version includes several
important updates. The Select Discover! Wizard window has
been redesigned to provide greater utility and better visibility of
the search session. The search history window now displays the
search strategy and the L-number of the items retrieved. The
Search and Results wizards are now accessible within tabbed
menus with an option to Hide or Show the tabbed menus. A new
wizard in Version 8.3 creates a fully-functional L-number from
a saved STN AnaVist answer set (.xta file format). In addition
to searching, the L-number can be used to display answers from
STN AnaVist in any format, and move full-text patent docu-
ments from STN AnaVist to STN Viewer via the Evaluate with
STN Viewer wizard.

More details are to be found at http://www.cas.org/support/
stngen/stnews/takenote/expressv83.html.



An Introduction to
Chemical Information

29 October 2008
Burlington House, London

Organised by the Chemical Structure Association Trust and
the Royal Society of Chemistry Chemical Information and

Computer Applications Group

This one-day training course will continue the successful
meetings held in previous years, with a series of presentations
which will provide an impartial and critical overview of chemi-

cal information products.

It will be given by specialists from academic information de-
partments, vendor representatives and the pharmaceutical

industry.

The theme of the presentations will cover structure searching
in relation to chemical reactions, chemical properties and

chemicals reported in patents.

Contact for further information:
dougveal@waitrose.com
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