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Tab. S1: Predictions of replicates in the test set

Chemical True CLP | Predicted CLP Chemical True CLP | Predicted CLP
bisphenol A-diglycidy! ether 1A 1A diethyl maleate 1B 1A
bisphenol A-diglycidyl ether 1A 1A diethyl maleate 1B 1A
bisphenol A-diglycidyl ether 1A 1A diethyl maleate 1B 1A
cyanuric chloride 1A 1B linalool 1B no cat
cyanuric chloride 1A no cat linalool 1B 1B
cyanuric chloride 1A no cat linalool 1B 1B
glutaraldehyde 1A 1A lyral 1B 1A
glutaraldehyde 1A 1A lyral 1B 1B
glutaraldehyde 1A 1A lyral 1B 1A
iodopropynyl butylcarbamate 1A 1A 1-brombutane no cat no cat
iodopropynyl butylcarbamate 1A 1A 1-brombutane no cat no cat
iodopropynyl butylcarbamate 1A 1A 1-brombutane no cat no cat
p-benzochinone 1A 1A benzoic acid no cat no cat
p-benzochinone 1A 1A benzoic acid no cat no cat
p-benzochinone 1A 1A benzoic acid no cat no cat
propyl gallate 1A 1A citric acid no cat no cat
propyl gallate 1A 1A citric acid no cat 1B
propyl gallate 1A 1A citric acid no cat no cat
anethole 1B 1B diethyl phthalate no cat no cat
anethole 1B 1B diethyl phthalate no cat no cat
anethole 1B 1B diethyl phthalate no cat no cat
benzyl benzoate 1B 1B ethyl vanillin no cat no cat
benzyl benzoate 1B 1B ethyl vanillin no cat 1B
benzyl benzoate 1B 1B ethyl vanillin no cat no cat
butyl glycidyl ether 1B 1A xylene no cat no cat
butyl glycidyl ether 1B 1B xylene no cat no cat
butyl glycidyl ether 1B 1A xylene no cat no cat
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