Model Performance

Model

5-fold CV (75%)
Q2 RMSE

0.81 0.55

Triprolidine
486-12-4 | DTXSID3023718

Data

Weighted KNN model
Training (75%)
R2 RMSE

0.81 0.54

Test (25%)
R2

0.71

RMSE

0.61



Model Results
Predicted value: 1400 L/kg

Global applicability domain: Inside
Local applicability domain index: 4.28e-01

Confidence level: 6.45e-01

Nearest Neighbors from the Training Set

Image not found
Napropamide
Measured: 575
Predicted: 407

Image not found
Metolachlor

Measured: 288
Predicted: 234

Image not found
Isopropalin
Measured: 10000
Predicted: 8280

Image not found
Piperalin
Measured: 5010
Predicted: 3090

Image not found
Butachlor
Measured: 724
Predicted: 654


file:///dashboard/dsstoxdb/results?search=24211
file:///dashboard/dsstoxdb/results?search=24157
file:///dashboard/dsstoxdb/results?search=34402
file:///dashboard/dsstoxdb/results?search=22448
file:///dashboard/dsstoxdb/results?search=32634

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

