Session: 2, Model: RF_T_Half_Life
Fri November 9 2012, 10:45
Modeled property: HTL

Modeling technique: Random Forests Classification

Model statistics:

Number Kappa
TRN 998 0.9975
VAL 244 0.5717

Parameters used:
Descriptor pre-selection:

® 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: 181

Descriptors used in the model: 181

Model details:
Data was classified into 2 classes

oY <= 0.5, class low
® 0.5<, class high

Confusion matrices

Training set
Predicted
low
Observed low 281
high 0
® Sensitivity for low : 0.996
® Specificity for low : 1
e Sensitivity for high : 1
® Specificity for high : 0.999
Validation set
Predicted
low
Observed low 41
high 17

® Sensitivity for low : 0.651
® Specificity for low : 0.707
e Sensitivity for high : 0.906
® Specificity for high : 0.882
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