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Preliminary Informatio n

The SCARLET Workshop will be structured on 4 main sessions, with a series of oral
presentations , posters and discussions, according to the following general scheme:

Wednesday, April 2" 13:30 - 14:00 Registration
14:00 - 17:45 Session 1 - laboratory methods: today and tomorrow
20:00 Social Dinner at the Legrion Restaurant, Via Candiani 124
Thursday, April 3™ 09:00 - 12:30 Session 2 - in silico approach and regulatory perspective
14:00 - 17:30 Session 3 - in silico approach and industrial use

since 19:00 Apéritif at the Obikad Mozzarella Bar, Via S.ta Radegonda 3in
the centre of Milan, followed by a visit to the  exhibition 0The
Art of Womené a t RoyahRalacein Duomod $quare

Friday, April 4™ 09:00 - 12:30 Session 4 dimprovements and per spectives

A complete schedule for each session is available in the next pages, reporting details about the
speakers, their respective presentations, the 12 posters and their presenters, with in addition a
map of the workshop location (see page 9).

Abstracts of presentations and posters are available at the programme page on the SCARLET
website: they will be enclosed also in an abstract book, distrib uted at the registration desk.

b

Oral presentations and discussions will be held inthe 0 Al essandr o e Q¢ufegzenmde Gu as
Room (also indicated as Conference Room B, at the ground floor of the Mario Negri Institute .

Posters will be displayed for the whole duration of the event in a specific Poster Room near to
the workshop main venue.

b

Both the aforementioned rooms are close to the canteen of the Mario Negri Institute , where
lunches offered by the Workshop Organization will be served to all participants (at 12:30, on
April 3" and 4™ respectively).

Within each session there will be also coffee breaks, offered to the participants in the  Poster
Roomin order to provide the broadest visibility to poster contributions and promote discussions.

b

In addition, a social dinner for all participants will take place on April 2™ at the Legrion
Restaurant, near to the Mario Negri Institute . Besides, in the evening on April 3™, the Workshop
Organization will offer an apéritif at the Obika Mozzarella Bar, a nice café near to the Duomo,

the cathedral in the centre of Milan , followed by a guided tour t o t he e xThe Astioft i on ¢
Womend, set up at the Royal Palacein Duomod $quare.

Please consider also the maps at pages 10-11 for more indications about the social events.
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- session 1 laboratory methods:
April 2nd, in the afternoon | today and tomorrow

session chairman Raffaella Corvi - member of the SCARLET Advisory Committee
EC JRGIHCPO European Centre for the Validation of Alternative Methods (ECVAM)
Ispra, Italy

14:00 - 14:15 Welcome and Introduction

Emilio Benfenati dcoordinator of the SCARLET project

Istituto Mario Negri - Laboratory of Environmental Chemistry and Toxicology
Milan, Italy

Emerging issues in genotoxicity and carcinogenicity that have
implications for structure -activity analyses
David M. DeMarini

Environmental Carcinogenesis Division (ECD)- US EPA
Research Triangle Park, NC,USA

14:15 - 14:45

Problems of interpretation and prediction from the genotoxicity
tests currently used to satisfy European regulations
David Kirkland

Covance Laboratories, Ltd
Harrogate, United Kingdom

14:45 - 15:15

-
coffee break M

High throughput screening for in vitro toxicity screening: a gradual
acceptance of new test methods
Willem G. E. J. Schoonen

Organon Bicsciences N.V. / Schering -Plough
Oss, The Nether lands

15:45 - 16:15

Integration of different lines of evidence for the identification of
carcinogenic chemicals
Vincent James Cogliano

International Agency for Research on Cancer, Carcinogen ldentification and Evaluation
Group (IARC- CIE)
Lyon, France

16:15 - 16:45

16:45 - 17:45 Question Time and General Discussion

20:00 o
Social dinner at Legrion Restaurant, Via Candiani 124 R

please consider the map at page 10 for more indications about the social dinner
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session 2 7‘ in silico approach and
April 3rd, in the morning 4 regulatory perspective

session chairman  Andrew Worth - member of the SCARLET Advisory Committee
EC JRGIHCP 6 European Chemicals Bureau (ECB)

Ispra, Italy

09:00 - 09:30 New findings on QSARs for mutagens and carcinogens

Romualdo Benigni

Experimental and Computational Carcinogenesis Unit - Environment and Health
Department - Istituto Superiore di Sanita

Rome, Italy
09:30 - 10:00 A Weight of Evidence approach for the genotoxic evaluation of
’ ' chemicals using (Q)SARs and for which low exposure is anticipated
Etje Hulzebos
Expertise Centre for Substances, RIVM (RIVM/SEC)
Bilthoven, The Netherlands
coffee break é
. . The Danish experience: integration of QSAR with  in vitro and in vivo
10:30 - 11:00
data for regulatory purposes
Jay Niemela
The Danish National Food Institute 8 DTU
Markhgj, Denmark
11:00 - 11:30 Undt_arstand_lng genotoxic carcinogens throug h data mining
the fingerprints
Chihae Yang
Leadscope Inc.
Columbus, OH, USA
11:30 - 12:30 General Discussion, with particular  reference to Posters

lunch break
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session 3 " in silico approach
April 3rd, in the afternoon and industrial use

session chairman  Roberta Bursi - member of the SCARLET Advisory Committee

Organon BioSciences NV. / Schering -Plough
Oss, The Netherlands

The false -positive, false negative paradigm in drug safety testing:

LAsE e Cassl genotoxicity of non -covalent drug/DNA interactions
Ronald D. Snyder
Schering-Plough Researchinstitute
Summit, NJ, USA
. ) The chemical industry, the EPAA initiative and the in silico models
14:30 - 15:00 ; o b
for carcinogenicity and mutagenicity
Gladys Ouédraogo -Arras
L'Oréal Research, Genotoxicity and Cancer Group
Aulnay-sousBois, France
. , The pharmaceutical industry and the use of in silico models for
15:00 - 15:30 : e 7
carcinogenicity and mutagenicity
Wolfgang Muster
In silico & In vitro Screens, F. Hoffmann -La Roche Ltd
Basel Switzerland
2
coffee break [/ y
16:00 - 16:30 The food |ndl_Js_try and the u se of in silico models for carcinogenicity
and mutagenicity
Benoit Schilter
Nestlé Research Center, Quality & Safety Department, Chemical Food Safety Group
Lausanne, Switzerland
1630 - 17:00 In vitro genetox battery results to predict carcinogen icity - decision
theory approach
Joanna Jaworska
Central Product Safety - Procter & Gamble Eurocor
Strombeek - Bever, Belgium
17:00 - 17:30 Question Time and General Discussion

evening in the heart of Milan

19:00
Apéritif at Obika Mozzarella Bar, Via S.ta Radegonda 3
+
20:20
Guided visit to the exhibition "The Art of Women"
at the Royal Palace in Duomo's Square

please consider the map at page 11 for more indications about the social event s




RIET

U J If/’

session 4

7'” improvements

April 4th, in the morning and perspectives

session chairman

Giuseppina Gini - member of the SCARLET Advisory Committee
Politecnico di Milano, Dipartimento di Elettronica e Informazione

Milan, Italy

Carcinogenicity and mutagenicity data: n ew initiatives

LB 2 (G50 to improve access & utility for modeling
Ann M. Richard
National Center for Computational Toxicology (NCCT) - Office of Research and
Development - US EPA
Research Triangle Park, NC,USA
. . The EC funded projects on in silico models for regulatory
09:30 - 10:00 . o .
purposes and for carcinogenicity and mutagenicity
Emilio Benfenati
Istituto Mario Negri - Laboratory of Environmental Chemistry and Toxicology
Milan, Italy
. . Estimation of carcinogenicity using hierarchical ¢ lustering
10:00 - 10:30 . :
and nearest neighbor methodologies
Todd M. Martin
National Risk Management Research Laboratory(NRMRL) US EPA
Cincinnati, OH, USA
coffee break @
11:00 - 12:30 General Discussion and Conclusions

Junch

please visit

http://www.scarlet -project.eu/program.html

to consult abstracts of the oral presentations

Workshop Programme
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posters

The 12 posterpresented at the SCARLET Workshop will be displayedrds bothePoster RoomBoards will be
indicated by the name of timain presenteand anumber according to the table below.

All posterswill be accessible for the whole duration of the worksbogonsultation and comments, in partict
during coffe and lunch breaks. As from the programme above, a specific session of discussion (on Thurséa
11:3612:30) will be particularly dedicated to themes and inputs from posters

01 Predicting bis[(acridine -4-carboxamides)propyl]methylamines analo g compounds
# by using support vector regression

Presenter: Niu Bing

School of Materials Science and Ergineering, Shanghai University
Shandhai, People's Republic of China

02 A new module for predicting mutagens / carcinogens implemented in
# Toxtreev. 1.40

Presenter: Cecilia Bossa

Environment and Health Department - Istituto Superiore di Sanita
Rome ltaly

03 Application of QSARSs to screen detected pollutants of (drinking) water for
# human health hazards

Presenter: Minne Heringa

Kiwa Water Research, Chemical Water Quality and Health
Nieuwegein, The Netherlands

04 Modeling of carcinogenicity for regulatory pu  rpose using counter propagation
# artificial neural networks (CP ANN)

Presenter: Natalja Fjodorova

National Institute of Chemistry Slove nia, Laboratory of Chemometrics
Ljubljana, Slovenia

05 Instance -based regression models for quantitative biological activities using
# support v ector machines and multilinear models

Presenter: Andreas Maunz

Freiburg Center for Data Analysis and Modelling (FDM)
Freiburg, Germany

#06 \Validating Alerts in Derek for Windows

Presenter: Richard Williams

Lhasa Limited
Leeds, United Kingdom
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#07 Coupling carcinogenicity with mutagenicity models to improve its predictive power

Presenter: Rodolfo G onella Diaza

Istituto Mario Negri - Laboratory of Environmental Chemistry and Toxicology
Milan, Italy

08 QSAR modelling of carcinogenicity and mutagenic poten cy by optimal
# SMILESbased descriptors

Presenter: Andrey A. Toropov

Istituto Mario Negri - Laboratory of Environmental Chemistry and Toxicology
Milan, Italy

09 Category formation for the mutagenicity of compounds acting by
# Michael-type addition and SNAr mechanisms

Presenter: Yana K. Koleva

Liverpool John Moores University, School of Pharmacy and Chemistry
Liverpool, United Kingdom

10 A structure -mutagenicity relationship for UWN-unsaturated carbonyl compounds
# and a comparison with acute toxicity

Presenter: Mark T. D. Cronin

Liverpool John Moores University, School of Pharmacy and Chemistry
Liverpool, United Kingdom

.“ A comparison of the mechanisms of action required to p redict mutagenicity
# and skin sensitisation

Presenter: Steven J. Enoch

Liverpool John Moores University, School of Pharmacy and Chemistry
Liverpool, United Kingdom

12 A new predictive m odel of mutagenicity, with statistical analysis and
# validation usi ng data mining tools in WEKA

Presenter: Thomas Ferrari

Politecnico di Milano, Dipartimento di Elettronica e Informazione
Milan, Italy

please visit

http://www.scarlet -project.eu/program.htm |

to consult abstracts and complete lists of authors  for all posters
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