Model Performance

Model

5-fold CV (75%)
Q2 RMSE

0.93 22.5

Tris(2-butoxyethyl) phosphate
78-51-3 | DTXSID5021758

Data

Weighted KNN model

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



Model Results
Predicted value: 352 °C

Global applicability domain: Outside
Local applicability domain index: 2.60e-01

Confidence level: 4.55e-01

Nearest Neighbors from the Training Set

Image not found Image not found
Tetraethyleneglycol Bis(2-ethylhexyl) terephthalate
dimethacrylate Measured: 383
Measured: 220 Predicted: 397

Predicted: 252

Image not found Image not found

Butanoic acid, 3-methyl-, 1,2,3- 1,2-Benzenedicarboxylic acid,
propanetriyl ester isodecyl octyl ester
Measured: 333 Measured: 447

Predicted: 328 Predicted: 420

Image not found
Di(2-ethylhexyl) phthalate
Measured: 384
Predicted: 398


file:///dashboard/dsstoxdb/results?search=44515
file:///dashboard/dsstoxdb/results?search=27625
file:///dashboard/dsstoxdb/results?search=20607
file:///dashboard/dsstoxdb/results?search=60720
file:///dashboard/dsstoxdb/results?search=61675

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

