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Table S1. The optimal hyperparameters for SVM models
	Model
	C
	gamma

	Model A_1
	4
	0.3125

	Model B_1
	1
	0.25

	Model C_1
	2
	0.0625

	Model D_1
	2
	0.125




Table S2. The optimal hyperparameters for DT models
	Model
	criteriona
	max_depth
	max_features
	max_leaf_nodes

	ModelA_2
	entropy
	8
	None
	49

	ModelB_2
	entropy
	7
	None
	50

	ModelC_2
	entropy
	8
	None
	51

	ModelD_2
	entropy
	7
	None
	51



Table S3. The optimal hyperparameters for RF models
	Model
	criterion
	max_depth
	max_features
	max_leaf_nodes
	n_estimators

	ModelA_3
	entropy
	8
	None
	51
	150

	ModelB_3
	entropy
	7
	None
	50
	100

	ModelC_3
	entropy
	8
	None
	51
	150

	ModelD_3
	entropy
	8
	None
	48
	150



Table S4. The optimal hyperparameters for XGBoost models
	Model
	colsample_bytree
	gamma
	LR a
	MD b
	min_child_weight
	n_estimators
	reg_alpha
	subsample

	ModelA_4
	0.6
	0.3
	0.1
	8
	1
	230
	1
	0.6

	ModelB_4
	1
	0.3
	0.1
	8
	2
	230
	1
	0.6

	ModelC_4
	1
	0.3
	0.1
	8
	2
	230
	1
	0.6

	ModelD_4
	0.6
	0.6
	0.05
	12
	1
	200
	1
	0.8


aLearning rate;
bmax depth;


Table S5. The optimal hyperparameters for DNN models
	Model
	Descriptor type
	Splitter
	Layer
	Input 
	Output 
	Hidden 
	Optimizer 
	LR a
	M b

	Model A_5
	ECFP4
	Random
	3
	312
	2
	33
	SGD
	0.0002
	0.99

	Model A_6
	ECFP4
	Random
	4
	312
	2
	51,13
	Adam
	0.0001
	

	Model B_5
	MACCS
	Random
	3
	70
	2
	16
	SGD
	0.0004
	0.99

	Model B_6
	MACCS
	Random
	4
	70
	2
	22,9
	SGD
	0.0004
	0.99

	Model C_5
	ECFP4
	SOM
	3
	312
	2
	33
	SGD
	0.0002
	0.99

	Model C_6
	ECFP4
	SOM
	4
	312
	2
	51,13
	Adam
	0.0001
	

	Model D_5
	MACCS
	SOM
	3
	70
	2
	16
	SGD
	0.0004
	0.99

	Model D_6
	MACCS
	SOM
	4
	70
	2
	22,9
	SGD
	0.0004
	0.99


aLearning rate;
bMomentum;
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