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Summary of Research: 
QSAR models for activities of Adverse Outcome Pathways (AOPs) were constructed using 
machine learning methods. Moreover, a chemical structure-AOP-adverse effect database was 
constructed from the Tox21-AOP database and other adverse effect databases, such as JADER in 
Japan and FEARS in the USA. As a result of analyses of these integrated databases, random 
forest models indicated good prediction performance. Furthermore, it was showed that many kinds 
of adverse effects are related to AOP activities in the database. 
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