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The EU-REACH regulation encourages the use of alternative in vitro and in silico methods in order to minimize animal testing, costs and time. Among these, quantitative struct tivity relationships (QSARs) rep! t a useful tool to predict
unknown activities/properties for existing or even not yet synthesized chemicals. The develoy t and validation of QSAR models for four classes of emerging pollutants (brominated flame retardants, fragrances, perfluorinated compounds and
(benzo)triazoles) is the central topic of Work Package 3 (WP3) within the FP7 European project CADASTER (CAse studies on the Development and Application of in-Silico Techniques for Environmental hazard and Risk assessment). The final
goal of the project is to exemplify the integration of information, models and strategies for carrying out hazard and risk for large bers of sub organized in the four rep ive chemical classes.

The aim of this poster is to summarize the WP3 activities within CADASTER project and the QSAR/QSPR models developed so far for the four cl: of p is under i igation. This modeling activity involved different project partners
in universities and research institutes across Europe (University of Insubria, Li University, IVL Swedish Envi | R h Institute, Id It Ltd. and Helmholtz Zentrum Miinchen), and was realized by different modeling
approaches. For each class, ad hoc QSARs were developed for all the available experimental data (i.e. physico-chemical properties, environmental and mammalian toxicity) in order to characterize envir tal beh and activity profile of

the chemicals. In agreement with the OECD principles for the validation of QSARs for regulatory purposes, all the proposed models were checked for their rok external predictivity and applicability domain. QSAR predictions, together
with structural analysis (e.g. similarity analysis and multivariate ranking methods), were used for the identification of priority compounds (also among the ECHA pre-registration list) to optimize the experimental testing to be performed in WP2.
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