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FUTURE MEETINGS: ORGANISED BY THE CICAG GROUP

SHOULD | REALLY BE SEARCHING PATENTS?

Wednesday 28th October 2009 at RSC, Burlington House, London

A one day overview for librarians, information scientists, researchers and anyone with an interest in
understanding the patent literature relevant to chemistry.

Meeting Chairman: Dr Diana Leitch, Information Consultant

10.30 to 11.00 Registration & Tea/Coffee

11.00 to 11.40 Stephen Adams, Managing Director, Magister Ltd., Reading, Patents Documentation
Consultancy, “An Overview of the Value of Patents”

11.40 to 12.20 Dr Nigel Clarke, Manager Online Products and User Support, European
Patent Office, Vienna, Austria, “Presentation title to be confirmed”

12.20 to 12.40 Yvonne Pope, CAS International Marketing Manager, “I Should Really Be Searching
Patents”

12.40 to 13.00 Stefan Roller, Senior Project Manager, Software Development, Elsevier Information
Systems GmbH, Frankfurt, Germany, “Using Reaxys for Searching Chemistry in Patents”

13.00 to 13.45 Lunch

13.45 to 14.15 Dr John Barnard, Scientific Director, Digital Chemistry Ltd., Leeds, “Markush Structure
Searching”

14.15 to 14.35 Stuart Newbold, Information Manager, Astex Therapeutics, Cambridge, “Marpat
Searching in Context: Creating the Ideal Answer Set and Beyond”

14.35 to 15.05 Neil Edwards, Johnson Matthey, Forecasting and Information Department, Sonning
Common, “Patent Analysis and Mapping”

15.05 to 15.15 Tea

15.15 to 15.45 Rohan Setna, Chemical & Materials Group, Boult Wade Tennant (Patent Attorneys to the
Science and Technology Facilities Council (STFC), Daresbury Laboratory), London,
“Freedom-to-Operate Searching”

15.45 to 16.30 Professor Graham Richards, CBE, Department of Chemistry, University of Oxford,
“Commercialising Chemistry”

Cost of the meeting: Member of the CICAG/USTLG (£30) Non-member (£40)

An application form can be found at the back of this Newsletter and at the CICAG web site at:-
http://www.rsc.org/images/BookingFormOct09 tcm18-53954.pdf

or contact the CIGAG Treasurer:-

Chris Evans, RSC CIGAG Treasurer

22 Coburn Gardens Tel.: +44 (0)1242 510778

Cheltenham GL51 0GE E-mail: chrisevans72 @btinternet.com

SPRING 2010 - CHEMICAL INFORMATION FOR NON-CHEMISTS

AUTUMN 2010 - JOINT MEETING WITH HISTORICAL GROUP


http://www.rsc.org/images/BookingFormOct09_tcm18-53954.pdf
mailto:chrisevans72@btinternet.com

FUTURE MEETINGS: TWO AUTUMN SEMINARS, ORGANISED BY THE RSC LAW GROUP

SEMINAR ON EXPERT WITNESSES

Wednesday 7th October 2009 16.15-19.00
Fish Room, RSC, Burlington House, Piccadilly, London W1] 0BA
The seminar will be chaired by Alex Rogers, Patent Attorney at Haseltine Lake.

How do you select an expert witness for a legal trial? What is it like to be an expert witness? What does
a barrister consider when cross-examining one? What does a judge look for in a reliable witness? These
questions will be tackled in this seminar.

Keynote speaker: Mr Justice Floyd, UK High Court Judge, will talk about his general experiences of
expert witnesses in trials.

Other speakers will include:

e Professor Chris Frampton, now Chief Scientific Officer at the company Pharmorphix, who will
talk about some of the practicalities of being an expert witness

e [ain Purvis QC, a barrister from the Patents Bar will speak on his extensive experience of cross-
examining expert witnesses

e Stuart Jackson, solicitor at Kempner Robinson, who will talk about selecting an expert witness
and preparation before trial.

More details on: http://www.rsc.org/ConferencesAndEvents/conference/alldetails.cfim?evid=104462

PROGRAMME

16.15-16.30  Registration and refreshments

16.30-17.00  “Selecting and instructing expert witnesses” by Stuart Jackson, partner, Kempner
Robinson

17.00-17.30 “How to be an effective expert witness” by Prof Chris Frampton, Chief Scientific Officer,
Pharmorphix Limited

17.30-18.00 Iain Purvis QC, a barrister from the Patents Bar will speak on his extensive experience of
cross-examining expert witnesses;

18.00-18.30 “Experiences of experts in trials” by The Honourable Mr Justice Floyd, Patents Court
Judge

18.30-19.00  Wine and light refreshments
Registration costs £35 for RSC members, £40 for non-members

Secretariat Maggi Churchouse, maggi@maggichurchouseevents.co.uk, 01359 221004


http://www.rsc.org/ConferencesAndEvents/conference/alldetails.cfm?evid=104462
mailto:maggi@maggichurchouseevents.co.uk

RECENT CASE LAW RELEVANT TO CHEMISTRY

Monday 9th November 2009 13.30-19.00
Library, Burlington House, Piccadilly, London W1] 0BA

This seminar will look at high profile UK, European and US legal cases in the patent arena. Topics
covered will include the first successful employee compensation case under the UK Patents Act (Kelly
vs. GE Healthcare). There will also be talks on recent House of Lords judgments on ownership and
entitlement (Rhone-Poulenc Rorer International Holdings Inc vs. Yeda Research and Development Co
Ltd), sufficiency (Generics vs. Lundbeck), and inventive step (Conor Medsystems vs. Angiotech
Pharmaceuticals).

http://www.rsc.org/ConferencesAndEvents/conference/alldetails.cfm?evid=104265

Programme
1330-1345 Registration

1345-1415 “Rhone-Poulenc Rorer International Holdings Inc vs. Yeda Research and Development
Co Ltd” by Michael Edenborough, Serle Court

1415-1445 “Kelly vs. GE Healthcare” by Gregor Grant, Marks & Clerk Solicitors

1445-1515 “Conor Medsystems vs. Angiotech Pharmaceuticals” by Graham Burnett-Hall, Marks and
Clerk

1515-1545 “Generics vs. Lundbeck” by Stuart Jackson, Kempner Robinson
1545-1600 Refreshments

1600-1630 “Rattiopharm vs Napp Pharmaceutical” by Martyn Fish and Kate Taylor of Harrison
Goddard Foote

1630-1700  “EPO Case Law: numerical parameters and sufficiency” by Alex Rogers, Haseltine Lake
1700-1730  “Recent IP Case Law from the US” by Don Lew

Followed by The RSC Law Subject Group AGM

Registration costs £60 for members, £75 for non-members

Secretariat Maggi Churchouse, maggi@maggichurchouseevents.co.uk, 01359 221004

CHEMICAL INFORMATION AND COMPUTATION 2009, NUMBER ONE; ACS NATIONAL
MEETING AND EXPOSITION, SALT LAKE CITY, UT, MARCH, 2009

Now going to press. Visit http://www.warr.com/

Cheminformatics, library design, fragment-based drug design, drug discovery, virtual screening, QSAR,
pharmacophore elucidation, use of InChl, text mining, and more; plus news from 70 companies. “ New
format, more detail, more graphics, more readable layout, greater value...”

More details available from Dr. Wendy A. Warr, Wendy Warr & Associates, 6 Berwick Court, Holmes
Chapel, Cheshire, CW4 7HZ, England

Tel./fax +44 (0)1477 533837, wendy@warr.com http://www.warr.com



http://www.rsc.org/ConferencesAndEvents/conference/alldetails.cfm?evid=104265
mailto:maggi@maggichurchouseevents.co.uk
http://www.warr.com/
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PAST MEETINGS CICAG MEETING: SCIENTIFIC TEXT AND DATA MINING

20™ MAY 2009 BURLINGTON HOUSE, LONDON

INTRODUCTION

Chair: Alan Tonge

The last 20 years has seen the creation of a vast quantity of scientific documentation in electronic form:
journals, patents, word-processed documents, e-theses and web pages. These have come in both
structured (formatted) and unstructured (e.g. natural language) form, and text- and data-mining
techniques have developed to automatically extract information and look for trends and hidden
patterns in such documents and their data.

Speakers represented practitioners from both academic and commercial areas and brief abstracts are
shown here:

ANNOTATING CHEMICAL NAMES

Peter Corbett, Unilever Centre for Molecular Informatics, Cambridge

Automatic named chemical entity (NCE) recognition. There is significant disagreement between
experts concerning manual NCE assignments. Inter-annotator agreement is only of the order ~90%,
therefore any computer program which claims better success than this must be treated with suspicion.

Automatic annotation has additional problems arising from: punctuation, whitespace, acronyms &
abbreviations, ambiguity (e.g. compound vs. compound class).

OSCAR3 is an Open Source application, available online, which attempts to optimize NCE recognition by
the use of: chemical dictionary look-up; “character 4-grams” of recognisable motifs (e.g. using regular
expressions with wildcards) and Markov entropy rule filtering. Latterly it has been used for confidence
estimates of extracted terms. There is balance between precision (what proportion of identified terms
are correct?) and recall (what proportion of relevant terms are recovered?).

SEMANTIC SEARCHING ON DIGITAL REPOSITORIES BASED ON TEXT MINING
Sophia Ananiadou, NaCTeM, Manchester

The challenges of annotating text: converting unstructured text (with implicit knowledge) into
structured (with explicit knowledge). Searching will be semantically based - i.e. beyond the use of
simple indexed terms. This requires ontologies (e.g. ChEBI) and lexicons prepared by domain experts to
recognise chemical terms: How do you train automated methods to do this, test the results? Future
development: CheTA (Chemistry using Text Annoations) with Unilever Centre.

TEXT MINING WITH PIPELINE PILOT: A BIBLIOGRAPHY PLATFORM EXAMPLE

Stephane Vellay, Accelrys

Data pipelining: This is based on customizable components for data filtering, processing and
visualization. 'Chemical Text Mining' takes component parts of say a PubMed article, and identifies the
document by authors, titles, abstracts etc, and extracts descriptors to evaluate document similarity.



ANALYSIS AND VISUALIZATION TOOLS

Jeanette Eldridge, AstraZeneca

Patent submissions do not need to be machine readable (e.g. graphical images of structures) and there
are no fixed standards for chemical names (trivial or systematic), structures (explicit connection tables,
Markush, CAS registry numbers) or their substituents (generic/homology, formulae).

Jeanette discussed a range of tools used in searching and tabulating. These include: SciFinder, STN
Express, OmniViz/BioWisdom, Temis Luxid; Excel, Spotfire, STN AnaVist. International Patent
Classification IPC codes are also potentially powerful.

MINING SCIENTIFIC INFORMATION: PITFALLS AND POSSIBILITIES
Neil Stutchbury, Neil Stutchbury Consultancy

The Name-2-Structure Challenge: As already mentioned, chemical documents use inconsistent naming
conventions (historical/trivial vs. systematic (IUPAC/CAS)) with additional problems caused by
spelling mistakes, white space etc. There are a number of commercially available applications which
address the problem of automatic chemical name to structure (i.e. connection table) conversion:
CambridgeSoft Name=Chem, LexiChem TK, ACD/Name.

The vision many scientists have, is to develop the use of Open standards, markup language(s) and
domain ontologies to enable rapid document searching either by chemical name or
structure/substructure. This will require author annotation or some automated markup process.

MINING AND MEANING: APPLYING STANDARDS TO CHEMICAL CONTENT

Richard Kidd, RSC

Promotion and development of standards (e.g. identifiers (InChI) and ontologies (ChEBI) ) for:
¢ Finding chemistry on the Web
e Enabling links between chemistry and biology

RSC Developments:

TOAST (Tiny ontologies all strung together) - subject classifications, starting with named reactions and
molecular processes

ChemSpider - InChl resolver standardization of data deposit to largest online database of chemical
structures

Selected presentations are available on the CICAG website:

http://www.rsc.org/Membership/Networking/InterestGroups/CICAG/meetings.asp



http://www.rsc.org/Membership/Networking/InterestGroups/CICAG/meetings.asp

CICAG SUBSCRIPTION

In 2011, the RSC will introduce an all-inclusive membership subscription for RSC Groups. This will
enable all members to join up to three Interest Groups as part of the annual RSC membership
subscription. Membership of any additional groups will be charged at £10 per group.

In order to help with the transition to the all-inclusive subscription, RSC Council has agreed that a

minimum level of £5 should be applied to all Group subscription rates in 2010.Any queries please
contact David Barr at barrd@rsc.org

FROM THE LITERATURE

NEWS FROM CDS

CDS wish to thank all those that supported the recent EPSRC’s Statement of Need for a Chemical
Database facility.

A panel met in July and said that they recognised the importance of such a facility and thought it to be a
priority for EPSRC support and will be actively reviewing the best way to fund such a facility once the
current funding for the database ends in March 2011.

CAS CORNER

CAS Launches Free Web-Based Resource "Common Chemistry” for General Public
www.commonchemistry.org

(Links to Wikipedia records provided in collaboration with Wikipedia volunteers)

This resource is helpful to non-chemists and others who might know either a chemical name or a CAS
Registry Number® of a common everyday chemical and want to pair both pieces of information.

Common Chemistry contains approximately 7,800 chemicals of widespread and general interest, as
well as all 118 elements from the periodic table. With the exception of some of the elements, all other
substances in this collection were deemed of widespread interest by having been cited 1,000 or more
times in the CAS databases. Examples of substances in Common Chemistry include widely recognizable
ones such as caffeine, benzoyl peroxide (acne treatment), and sodium chloride (table salt).

While not intended to be a comprehensive CAS Registry Number (CAS RN) lookup service, Common
Chemistry does provide access to information on chemicals of general interest. The CAS Registry
Number is recognized throughout the world as the most commonly used, unique identifier of chemical
substances. The full CAS REGISTRYSM database contains more than 46 million organic and inorganic
substances. Research discovery and patent tools such as SciFinder® and STN® allow users to search the
entire database.

CAS thanks the Wikipedia volunteers, especially Professor Martin Walker at SUNY Potsdam, who
collaborated with CAS to provide the links to Wikipedia records (when available). The Common
Chemistry database will be updated periodically and Wikipedia links will be added when possible.

Yvonne Pope, SII/CAS, ypope@cas.org


mailto:barrd@rsc.org
http://cds.dl.ac.uk/
http://www.commonchemistry.org/
http://www.cas.org/expertise/cascontent/registry/regsys.html
http://www.cas.org/expertise/cascontent/registry/regsys.html
http://www.cas.org/expertise/cascontent/registry/index.html
http://www.cas.org/products/scifindr/index.html
http://www.cas.org/products/stnfamily/index.html
http://www.wikipedia.org/
mailto:ypope@cas.org

SIGMA-ALDRICH ACQUIRES CHEMNAVIGATOR

The deal combines ChemNavigator's robust database of searchable chemical compounds and powerful
cheminformatics tools with the strength and convenience of Sigma-Aldrich chemical services to
streamline design and procurement of compound libraries to provide Researchers with Industry-
Leading Chemical Compound Selection and Procurement Services

Please see the full Press release at
http://investor.sigmaaldrich.com /releasedetail.cfm?ReleaselD=401862

THE INCHI TRUST

The InChl Trust, a not-for-profit organisation to expand and develop the InChl Open Source chemical
structure representation algorithm, was formally launched in July 2009.

"The goal of the InChl Trust", says Project Director Stephen Heller "is to continue to develop the InChl
and InChIKey, the condensed machine-searchable version, as a tool to enable widescale linking of
chemical information."

The InChl Trust was formally incorporated in the UK in May 2009, and now has 6 charter members:
The Royal Society of Chemistry, Nature Publishing Group, FIZ-Chemie Berlin, Symyx Technologies,
Taylor & Francis and OpenEye.

INFOCHEM CELEBRATES 20TH ANNIVERSARY

20 years ago CEO Peter Loew and Heinz Saller founded InfoChem, nowadays one of the leading
companies in handling and retrieval of structure and reaction information. On its anniversary InfoChem
celebrates 20 years of successful software developments (e.g. ICCARTRIDGE, SPRESIweb, CLASSIFY)
and reliable and trustworthly partnerships (Symyx, Thieme, BASF, etc.).

Happy Birthday InfoChem!

"NEWS AND NEW BOOKS"

American Chemical Society describes important publication changes to its journals; please see ACS
Publications Press Releases, July 17, 2009
http://pubs.acs.org/page/press-release /publication-changes.html

IDBS forms partnership with University of Cambridge's Department of Chemistry - Scientific Computing
World, 17 June 2009.
http:

www.scientific-computing.com/news/news story.php?news id=867

The New Computing Pioneers

With in-house information technology burdened to the breaking point, the traditionally conservative
drug industry is putting cloud computing to the test. Cover Story, Chemical & Engineering News, May
25,2009, Volume 87, Number 21, pp. 10-14

http://pubs.acs.org/cen/coverstory/87/8721cover.html

Merck Seeds An Open Database With Computers And Data - Chemical & Engineering News, May 25,
2009, Volume 87, Number 21, p. 12
http://pubs.acs.org/cen/coverstory/87/8721coverl.html
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New Supercomputer To Reel In Answers To Some Of Earth's Problems - ScienceDaily, July 29, 2009.
http://www.sciencedaily.com/releases/2009/07/090727110637.htm

NPG makes archived content reusable

Researchers can now data-mine and text-mine author manuscripts from NPG journals archived in
PubMed Central and other academic repositories - Information World Review, 18 Jun 2009.
http://www.iwr.co.uk/information-world-review/news /2244427 /npg-makes-archived-content

New Book: Bibliometrics and Citation Analysis (If problems with clicking on URL, cut and paste)
https://www.scarecrowpress.com/Catalog/SingleBook.shtml?command=Search&db="DB/CATALOG.d
b&eqSKUdata=0810867133

New Book: Chemical Information Mining
http://www.crcpress.com/product/isbn /9781420076493

SOCIAL NETWORKING

Lyndsey Fairweather investigates....
Is collaboration and collective intelligence via dedicated online communities the way forward for
scientists? RSC fusion Newsletter, Issue 02 2009

http://www.rsc.org/Publishing/fusion/2009/Issue2/Socialnetworking.asp and
http://www.rsc.org/images/Issue2 2009 tcm18-159059.pdf

FACEBOOK AND LINKEDIN

Mainstream social networks like Facebook and LinkedIn also offer collective and collaborative
opportunities. Once merely considered the realm of school friend banter, Facebook is growing into a
platform for connecting people on both social and professional levels. The RSC journal ENERGY &
ENVIRONMENTAL SCIENCE launched a Facebook page last year. It's a space where the editorial team
can highlight articles of interest and conferences they're attending, members of the Facebook page can
share articles, news stories, videos and much more.

Already established as a site for professional networking, LinkedIn offers similar opportunities to
connect with others in your industry. Members of LinkedIn can search for other individuals with shared
professional interests or expertise, and join interest groups. CHEMISTRY WORLD recently set up a
group on LinkedIn where members can contribute to discussions, read article highlights, find or post
job opportunities and increase their LinkedIn network of connections by linking up directly with other
members of the group.

LinkedIn and the RSC CICAG http://www.linkedin.com

The CICAG also have recently set up a group on LinkedIn. You can find us by searching Google for:
LinkedIn RSC CICAG. LinkedIn users can request to join the RSC CICAG LinkedIn group. We have
Discussions, News and Jobs.
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I/We* would like to attend " Should | Really Be Searching Patents?" on Wednesday 28" October 2009, at the Royal
Society of Chemistry, Burlington House, London.
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Please tick one box bela We regret we CANNOT ACCEPT CREDIT CARD bookings.

Cost of the meeting: Member of the CICAG/USTLG (£30) [] Non-member (£40) [_]

Payment by cheque (enclosed) - payable to RSC-CICAG ]

Payment by bank-to-bank transfer (Lloyds TSB, Sort code: 30-92-76
Account: RSC Chemical Information Group Trust Account No. 00589218)

Please send invoice to above address
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Please return the booking form no later than 16™ October 2009 to:

Chris Evans

RSC-CIGAG Treasurer

22 Coburn Gardens

Cheltenham

GL51 0GE

Tel. +44 (0)1242 510778

e-mail: chrisevans72 @btinternet.com

Further details will be sent 1-2 weeks before the event
Please notify us of any cancellations to assist with catering
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