Figures A1-A8: C&RT analysis for all solubility models (Table 10.2) and permeability models (Table 10.3) presented in Chapter 10
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Figure A1: Solubility model 1, equal misclassification costs applied
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Figure A2: Solubility model 2, higher misclassification costs applied to reduce false positives
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Figure A3: Permeability model 1, equal misclassification costs applied
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Figure A4: Permeability model 2, using predicted solubility from solubility model 1 with equal misclassification costs applied
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Figure A5: Permeability model 3, using predicted solubility from solubility model 2 with equal misclassification costs applied
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Figure A6: Permeability model 4, with higher misclassification costs applied to reduce false positives
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Figure A7: Permeability model 5, using predicted solubility from solubility model 1 with higher misclassification costs applied to reduce false positives
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Figure A8: Permeability model 6, using predicted solubility from solubility model 2 with higher misclassification costs applied to reduce false positives
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Tree graph for Solubility class (mg/ml)

Num. of non-terminal nodes: 6,  Num. of terminal nodes: 7

Model: C&RT

ID=1 N=490

HIGH

ID=2 N=282

HIGH

ID=4 N=200

HIGH

ID=6 N=147

HIGH

ID=8 N=108

HIGH

ID=5 N=82

HIGH

ID=10 N=94

HIGH

ID=11 N=14

LOW

ID=9 N=39

HIGH

ID=7 N=53

HIGH

ID=12 N=70

HIGH

ID=13 N=12

LOW

ID=3 N=204

LOW

LogD(5.5)

<= 1.155000 > 1.155000

LogD(5.5)

<= 0.059300 > 0.059300

PEOE_VSA_FPOS

<= 0.676893 > 0.676893

LogD(7.4)

<= -0.160000 > -0.160000

LogD(7.4)

<= -0.510000 > -0.510000

VDistEq

<= 3.661461 > 3.661461

LOW     

HIGH


image2.emf
Tree graph for Solubility class (mg/ml)
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