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Build single or
multiple QSAR

models with any
combinations of
dataset splits,
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and model types



© 2009 Accelrys, Inc.

Compare Training and
Test set performance

of all models
Apply models to

external datasets



© 2009 Accelrys, Inc.

Publish model for
wider usage

Capture workflow of
model building for

replay



© 2009 Accelrys, Inc.

Replay model
building process on

new dataset



© 2009 Accelrys, Inc.

AcknowledgementsAcknowledgements

• Noj Malcolm

• Marc Meunier

• Patricia Gestoso-Souto

• Guillaume Paillard

• Adrian Stevens

• Richard Cox

22ndnd ChemoinformaticsChemoinformatics Strasbourg Summer School 2010Strasbourg Summer School 2010


