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between experimental and predicted endpoint for the active training set. The task for the passive
training set is inspection: whether these data give reasonable correlation coefficient for the similar
compounds in the passive training set. The task of the calibration set is to detect the overtraining. The
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Click Yes (Click Don’t show optimization if you want get result fastly).
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In order to study obtained results read files

W5-1.txt (correlation weights)

MS5-1.txt (detail of model for active training set (+), passive training set (-), and calibration set (#).
#ModelForValidationSet$.txt contains some details on model for validation set.

Now you can repeat these calculation for you data inserted to #MyTotalSet.txt.
Also, you can do copy in folder “MyCORALSEA” and carry out different experiments vary options.

Description of routine detail you can find in ReadMe.pdf as well as in publications (see
http://www.insilico.eu/coral/PUBLICATIONS.html).




