Model Performance

Model

5-fold CV (75%)
Q2 RMSE

0.87 0.81

Diethyl sulfate
64-67-5 | DTXSID1024045

Data

Weighted KNN model
Training (75%)
R2 RMSE

0.87 0.82

Test (25%)
R2

0.86

RMSE

0.86



Model Results
Predicted value: 1.08e-01 mol/L

Global applicability domain: Inside

Local applicability domain index: 5.28e-01

Confidence level: 5.94e-01

Nearest Neighbors from the Training Set

Image not found
Diethyl sulfate
Measured: 4.54e-02
Predicted: 1.08e-01

Image not found
Dimethyl propyl phosphate
Measured: 2.97
Predicted: 2.43

Image not found Image not found
Trimethyl phosphate Ethyl dimethyl phosphate
Measured: 3.57 Measured: 3.24
Predicted: 3.64 Predicted: 3.42

Image not found

Methyl benzenesulphonate
Measured: 1.81e-02
Predicted: 1.15e-01


file:///dashboard/dsstoxdb/results?search=24045
file:///dashboard/dsstoxdb/results?search=21403
file:///dashboard/dsstoxdb/results?search=146618
file:///dashboard/dsstoxdb/results?search=500322
file:///dashboard/dsstoxdb/results?search=52549

	Model Performance
	Weighted KNN model
	Model Results
	Nearest Neighbors from the Training Set

