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Fri May 13 2011, 18:52
Modeled property: Tox

Modeling technique: Radial Basis Function

Model statistics:

Number Rsqr RMSE
TRN 5936 0.9928 0.08074
VAL 1484 0.6433 0.5719

Parameters used:
Descriptor pre-selection:

e Threshold for minimum occurrence: 4%
® Threshold for minimum standard deviation: 0.0005
® Threshold for maximum correlation between descriptors: 0.95

Descriptors remaining after pre-selection: 171

Descriptors used in the model: 171

Model details:
No GA performed
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