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n. Tr. n  test Split Variables �5�5�5�5 �������� �5�5�5�5 ���������D�G�M�D�G�M�D�G�M�D�G�M�4�4�4�4 �������� �4�4�4�4 ���������/ �0 �2 �� ���/ �0 �2 �� ���/ �0 �2 �� ���/ �0 �2 �� �� �4�4�4�4 ���������E�R�R�W�E�R�R�W�E�R�R�W�E�R�R�W�5�5�5�5 ���������H�[ �W�H�[ �W�H�[ �W�H�[ �W�0 �6�( ���W�U�0 �6�( ���W�U�0 �6�( ���W�U�0 �6�( ���W�U�0 �6�( ���W�H�V�W�0 �6�( ���W�H�V�W�0 �6�( ���W�H�V�W�0 �6�( ���W�H�V�W DDDD�.�.�.�.
29 Tot.1 p*  b  a  logKow 86.3 84 78 45.2 0 0.186  6.42
29 Tot.2 b a  logKow 85.1 83.3 79.9 55.6 51.4 0.201  12.77
21 8 K-ANN 1 p*  b  a  logKow 91 88.7 77 37 0 59.3 0.005 0.582 -0.29
21 8 K-ANN 2 b a  logKow 91 89.4 86.5 69.2 23.1 59.3 0.118 0.582 8.28
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n Tr n test Split Variables R 2 R2 adj Q2 Q2
LMO50 Q2boot R 2ext Q2ext Q2ext  (b)

32 7 e 11 Tot 1 p*  b  a logKow 91.5 90.3 87.9 76.8 80.3 a)89.0 -3.9

32 7 e 11 Tot 2 p*  b   logKow 91.5 90.6 88.9 85.5 86.7 a)89.0 -3.9
25 7 D-Opt. 1 p*  b  a logKow 93.4 92 89.5 76.7 80.4 44.1 44.1  
25 7 D-Opt. 2 p*  b   logKow 93.4 92.4 90.6 85.7 88.2 44 44  
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Kulkarni Benzenes Mod. 2

Regression Line (7= Test Dimension)
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Kulkarni Benzenes Mod. 2

Williams Plot (7= Test Dimension)
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Kulkarni Benzenes Mod. 2

Regression Line (11 = Test Dimension)
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Kulkarni Benzenes Mod. 2

Williams Plot (11= Test Dimension)
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Regression line (K-ANN a) 
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n. Tr. n  test Split Q2 R2 Q2
LMO50 Q2boot R 2

ext Q2ext MSE tr MSE test
238 Total 81.8 82.8 81.3 81.3 / 0.57
118 120 D-Optimal (a) 77.8 80.2 76.5 76.6 83.1 83.8 0.345 0.332
123 115 K-ANN (a) 78 80.5 76.6 76.7 83.5 83.5 0.29 0.379
118 120 Rand. (a) 83.4 85.3 82.2 82.5 73 80.4 0.323 0.356
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