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REACH

- Efficiently use scarce and scattered information available 

- Reduce animal testing - use in silico and in vitro information on related 
compounds.



• Practical guidance to integrated risk assessment 

• Full risk assessment for four compound classes (incl. PFC)

• Explicit uncertainty in data and in models

• Applicability domain

• Exemplify integration of information for risk assessments for large 
numbers of substances. 

• How to use non-testing information for regulatory decision 
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ITS

+

Blind in-vitro testing of all compounds

Blind in-silico testing of all compounds

in-silico testing plus intelligent
testing of selected compounds

Method Costs QualityTime



What compound to measure?

What property to measure? 

What property to predict? 

What property can be predicted from another one? -> Knowledge

The accuracy + AD has to be estimated in the end !



Properties of molecules

• Data are lost after publication of an article

• The original sources of data are difficult to track

• The conditions of experiments are frequently not provided

• The conversion between different units is error prone

• Current databases do not allow community correction of errors

• The tracking of changes (by users) is required

Models

• Most published models are never used

• Implementation can be as difficult as new model development

• Different implementations can produce different results



“Wiki” approach to data handling 
users can add, modify and delete data

Mandatory reference to an origin of information
each record in a database should contain a reference to a source (article, book, 
proceeding or even personal communications), where the data were published

Storing rich information
we store measurement conditions to increase data quality

Several tools to support decision making
integration with other web-services (validation of molecule names against PubChem
database, automatic fetching of article information from PubMed), duplicate records 
management

Aimed at model building
convenient to build training sets from data - filter by property, article and export data 
either to internal modelling tools or download as Excel file
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