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Cepos InSilico SAR is a web-based system designed to find linear and non-linear relationships
between data. It can predict the physical, chemical and biological behaviors of compounds based
on measured or calculated information in order to develop predictive models.
The software is especially designed as an easy-to-use tool for both beginners and experts.
In addition, the Cepos InSilico SAR system includes an integrated database for data storage. In
order to guarantee the optimum accuracy of the predictive models, partial least squares (PLS),
[1,2] Bagged Stepwise Multiple Linear Regression using the descriptor-pool-size corrected F-
value, [3] Random Forests and Artificial Neural Networks (ANNs) [4] are all available.

An important feature of the SAR-system is its ability to predict likely model errors and to
describe the applicability domain exactly.

The system is designed primarily to use the surface-based descriptors and surface-integral models
available in ParaSurf™., [5] These proved powerful and robust models, as will be shown using
several examples.
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