Model Performance

Model

5-fold CV (75%)
Q2 RMSE

0.89 0.25

Trichloroethylene
79-01-6 | DTXSID0021383

Data

Weighted KNN model
Training (75%)
R2 RMSE

0.88 0.26

Test (25%)
R2

0.75

RMSE

0.38



Model Results
Predicted value: 6.44 days

Global applicability domain: Inside
Local applicability domain index: 6.59e-01

Confidence level: 6.90e-01

Nearest Neighbors from the Training Set

Image not found Image not found
Methylcyclopentane Ethylcyclopentane
Measured: 24.3 Measured: 511
Predicted: 4.41 Predicted: 8.14

Image not found Image not found
1,2-Dimethylcyclopentane 1,1-Dimethylcyclopentane
Measured: 24.3 Measured: 880

Predicted: 4.46 Predicted: 10.9

Image not found
1,3-Dimethylcyclopentane
Measured: 24.3
Predicted: 4.08


file:///dashboard/dsstoxdb/results?search=25590
file:///dashboard/dsstoxdb/results?search=75109
file:///dashboard/dsstoxdb/results?search=871849
file:///dashboard/dsstoxdb/results?search=873330
file:///dashboard/dsstoxdb/results?search=167662

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

