Model Performance

Model

5-fold CV (75%)
Q2 RMSE

0.93 22.5

2-(Hydroxymethyl)-2-methyl-1,3-propanediol

77-85-0 | DTXSID2026444

Data

Weighted KNN model

Training (75%) Test (25%)
R2 RMSE R2 RMSE
0.93 22.1 0.93 22.1



Model Results
Predicted value: 289 °C

Global applicability domain: Outside
Local applicability domain index: 4.85e-01

Confidence level: 5.33e-01

Nearest Neighbors from the Training Set

Image not found Image not found
2-(Hydroxymethyl)-2-methyl-1,3- 1,2,4-Butanetriol
propanediol Measured: 312
Measured: 283 Predicted: 300

Predicted: 289

Image not found Image not found

Pyrogallol
Measured: 309
Predicted: 292

Triethanolamine
Measured: 335
Predicted: 326

Image not found
Glycerol

Measured: 290
Predicted: 287


file:///dashboard/dsstoxdb/results?search=26444
file:///dashboard/dsstoxdb/results?search=44416
file:///dashboard/dsstoxdb/results?search=20663
file:///dashboard/dsstoxdb/results?search=25983
file:///dashboard/dsstoxdb/results?search=21392

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

