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Table S1. To ensure that the accuracies achieved for the ECHA dataset were not due to favorable train-test split, we also performed a 5-fold cross validation on the entire dataset. The classification accuracy and weighted F1 score per fold are summarized here.

	Fold Number
	Accuracy (%)
	Weighted F1 Score

	0
	77.445
	0.8136

	1
	72.826
	0.7955

	2
	73.250
	0.7838

	3
	75.820
	0.7982

	4
	76.366
	0.8080

	Average
	75.141
	0.7998










Table S2. Hyperparameters chosen for training of the neural networks are shown here.

	Hyper Parameter
	ECHA Dataset
	CompFood Dataset

	EPOCHS
	38
	14

	Learning rate
	0.000844
	0.0002409

	Batch size
	20
	12

	Rate decay
	0.1 every 35 epochs
	-

	Weight decay
	2.57e-7
	0.000186

	Feature size
	28
	4

	Filter size
	4
	4

	Weight class 0
	0.65127
	1.24926

	Weight class 1
	1.34672
	1.1977

	Final layer neurons
	16
	32
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