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Supplementary Table S1. The training hyperparameters of the GCN model.

Hyperparameter

Value

learning_rate
weight_decay
patience
batch_size
dropout
gnn_hidden_feats
predictor_hidden_feats
num_gnn_layers
residual
batchnorm
n_tasks
atom_featurizer_type
bond_featurizer_type
in_node_feats

0.002
0
30
128
0.05
256
128
3
True
false
1
canonical
canonical
74

Supplementary Table S2. The training hyperparameters of the AttentiveFP model.

Hyperparameter Value
learning_rate 0.0003
weight_decay 0

patience 30
batch_size 128
dropout 0
num_layers 3
num_timesteps 2
graph_feat_size 200
n_tasks 1
atom_featurizer_type canonical
bond_featurizer_type canonical
in_node_feats 74
In_edge_feats 13




Supplementary Table S3. The training hyperparameters of the MPNN model.

Hyperparameter Value
learning_rate 0.0003
weight_decay 0

patience 30
batch_size 128
node_out_feats 64
edge_hidden_feats 128
num_step_message_passing 6
num_step_set2set 6
num_Jlayer_set2set 3
n_tasks 1
atom_featurizer_type canonical
bond_featurizer_type canonical
in_node_feats 74
In_edge_feats 13

Supplementary Table S4. The training hyperparameters of logP with the BCSA model.

Hyperparameter Value
batch_size 1024
vocab_size 120

smiles_max_len 200

hidden_size 64

number_layers 3
dropout 0.12215

mlp_hidden_size 32
learning_rate 0.00966

Supplementary Table S5. The training hyperparameters of logD with BCSA model.

Hyperparameter Value
batch_size 512
vocab_size 120

smiles_max_len 200

hidden_size 64

number_layers 5
dropout 0.41296

mlp_hidden_size 32
learning_rate 0.00708




