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2 Kriging
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Figure 1.1 Correlation functions for 0<d; <2,
Dashed, full and dash-dotted line: 0, =02,15
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5 Kriging QSAR

medv13r medv44 7
207 207

128 Kriging
Gauss
Kriging results

B =[-0.0011, 0.0875, 0.0452, -0.0262, 0.8694, 0.1504, 0.0123,
0.1382]

(f:[14.4334, 14.6081, 30.0000, 5.1153, 25.5323, 10.0596,
5.6594]
G2 =58.4152
rmse(train,128) ~ 0 rmse=4.03 (test 79)

Linear results
Rmse (train,128)=7.61 rmse (test, 79)=5.08

Improved=(5.08-4.03)/5.08=20%

Kriging 79
rmse = 4.03 (test data); Kriging
rmse=7.61
training data , rmse=5.08 (test data) 6 =[-0.0000 0.1551
0.1305 -0.0085 0.8697 0.1808 -0.0481 0.0048]
192 Kriging

Kriging model: rmse(train192)=0  rmse(test,15) = 2.82
Linear model: rmse(train192) = 6.86 rmse(test,15) = 3.58
Improved=(3.58-2.82)/3.58=21%

Kriging

20%

Kriging
Kriging
Kriging
QSAR
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