Predictive Toxicology

In Silico Modelling and
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where science meets business



To encourage and support the interchange of information, knowledge and

opinion between individuals, businesses and other organisations interested
in any aspect of the development and application of chemistry and related

sciences throughout the world

The Society of Chemical Industry (SCI) is an interdisciplinary organisation
connecting industry, research and consumer affairs at all levels throughout
the world. Founded in London in 1881 and New York in 1894, SCI provides
opportunities for forward-looking people in agriculture, food, environmental
protection, process technologies, energy, water, pharmaceuticals,
materials, construction areas to exchange ideas and gain new
perspectives on markets, technologies, strategies and people.

To find out more about this unique society, please contact:
SCI Recruitment on T: +44 (0)20 7598 1578; E: membership@soci.org

Register online at www.soci.org

lenclose £............... (Cheques drawn in GBP on a UK bank payable to the 'SCI')
Please debit £.............. to my Mastercard/Visa: (AMEX is not accepted)

(T [T [T (10
Card expiry date DI' /DI' SIONEA....ieiii e

Card holder's name and address if different from overleaf ............cccooeviiiiiiieiiennns

CANCELLATIONS received in writing one to three weeks prior to the meeting will be subject
to a 20% administration charge. We regret that refunds cannot be made for cancellations
received after this period although substitutions may be made. However, if a non-member
substitutes for a member the difference must be paid. Should unforeseen circumstances
occur, SCI reserves the right to alter the content of the programme and cancel or postpone
any of its meetings and conferences without notice or, in the case of complete cancellation,
liability to enrolled delegates other than return of fees.
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future similar meetings or other SCI services. |
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09.00 Coffee and Registration

10.00 Chairmen’s Introduction
Han van de Waterbeemd & Mark Cronin

Section 1 QSAR

10.10 Has QSAR helped to predict toxic endpoints?
Mark Cronin, Liverpool John Moores University, UK

10.45 Quality and validation of QSARs for toxicity
Joanna Jaworska, Procter and Gamble, Belgium

Section 2 Expert systems

11.20 Using logic induction for toxicity prediction
Ross King, University of Aberystwyth, UK

11.55 Consensus model building
Bobby Glen, Cambridge University, UK

12.30 Lunch, posters and exhibition open
Section 3 Learning from experiments

14.00 Integrated structure-based toxicity prediction
John Ashby, Syn%enta Central Toxicology Laboratory, UK
14.35 Importance of modelling metabolism in the
rediction of tOXIC'%\/
evin Park and Dominic Williams, Liverpool University, UK

15.10 Tea
Section 4 Early toxicity studies in drug discovery

15.40 High-throughput toxicity
Mark Smith, GlaxoSmithKline, UK

16.15 Industry experience with predictive toxicity tools
Nigel Greene, Pfizer, UK

16.50 Closing remarks
17.00 Close

For the opportunity to participate in the poster display, please send a brief
abstract of your poster by email to Alex Jennings at the SCI Conference Office
(alex.jennings@soci.org).



Predictive Toxicology - in Silico Modelling and Expert Systems

There is considerable impetus to reduce animal toxicity testing by the use of
computer-aided techniques. This one-day meeting will examine the latest technology
in the prediction of toxicity directly from chemical structure. The meeting will also
refer particularly to human health effects.

The programme brings together a variety of speakers from industry (including
pharmaceuticals and personal products) and academia. The main themes of the
meeting will address topical issues in the use, development and validation of
guantitative structure-activity relationships (QSAR) in predicting toxicity; the use of
expert systems; and how these techniques are applied to screen and develop novel
non-toxic molecules.

The meeting is highly relevant to researchers (both academic and industrial), technical
support personnel, medics and regulators who are involved in the assessment of
toxicity of pharmaceuticals, nutraceuticals, personal products and agrochemicals.

Scientific Organising Committee
Mark Cronin, Liverpool John Moores University
Han van de Waterbeemd, Pfizer
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