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Table S3-a. Parameter ranges for SVR

	SVR_GridSearch

	Learner Kernel
	Radial

	Gamma
	0.1/nx-1/nx

	Cost
	0.01-1000

	Epsilon
	0.001-1




Table S3-b. Parameter ranges for random forest

	random forest_GridSearch

	Maximum Tree Depth
	3-100

	Number of Trees
	100-3000




Table S3-c. Parameter ranges for XGBoost

	XGBoost_GridSearch

	Learner Booster
	gbtree

	Max trees
	10-300

	Learning Rate
	0.01-0.5

	Max Depth
	2-10

	Data Fraction
	0.5-1

	Descriptor Fraction
	0.05-1







Table S3-d. Parameter ranges for GA-MLR

	GA-MLR_GridSearch

	Number of models to keep
	5-500

	Model form
	Linear

	Mixture Model Form
	Linear

	Maxium Equation Length
	10-100

	Learner Population Size
	100-1000

	Learner Maximum Generations
	500-2000

	Learner LOF Smoothness Parameter
	0.25-0.75







Table S3-e. Parameter ranges for ANN

	ANN_GridSearch

	Activation Type
	TanH

	Layer
	3

	Boosting number of models
	1000

	Learning Rate
	0.1

	Penalty Method
	Squared
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Figure S1. Correlation between Rb and Vd (n=270)
The horizontal axis is Log10 Vd (L/kg), and the vertical axis is Log10 Rb. The solid line represents the regression line.
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Figure S2. Relationship between SlogP_VSA9 and log Vd. SlogP_VSA9 was calculated based on MOE (n=289).
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