[bookmark: _GoBack]Supplement Table 2. The compounds with highest frequencies from model CAESAR and model PG. Bold, italic indicates the compounds, which are also members of solvent data set.
	Frequency
	CAS
	Name
	Exp. toxicity
	Predicted toxicity

	CAESAR
	
	
	
	

	125
	64-17-5
	ethanol
	toxic
	toxic

	112
	99-66-1
	valproic acid
	toxic
	toxic

	87
	2451-01-6
	terpin hydrate
	toxic
	toxic

	85
	52-67-5
	penicillamine
	toxic
	toxic

	71
	51-75-2
	mechlorethamine
	toxic
	toxic

	27
	5634-39-9
	ionidated glycerol
	toxic
	toxic

	27
	57-53-4
	meprobamate
	toxic
	toxic

	103
	75-07-0
	acetaldehyde
	non-toxic
	non-toxic

	85
	110-85-0
	piperazine
	non-toxic
	non-toxic

	51
	58-89-9
	lindane
	non-toxic
	non-toxic

	46
	108-88-3
	toluene
	non-toxic
	non-toxic

	45
	74-55-5
	ethambutol
	non-toxic
	non-toxic

	37
	866-84-2
	potassium citrate
	non-toxic
	non-toxic

	PG
	 
	 
	 
	 

	54
	71-36-3
	1-butanol
	toxic
	toxic

	45
	591-78-6
	2-hexanone
	no data, r
	toxic

	44
	104-76-7
	2-ethylhexanol
	toxic
	toxic

	38
	71-23-8
	1-propanol
	toxic
	toxic

	32
	1589-47-5
	2-methoxy-1-propanol
	toxic
	toxic

	27
	110-13-4
	2,5-hexanedione
	toxic
	toxic

	27
	110-63-4
	1,4-butanediol
	toxic
	toxic

	27
	99-66-1
	valproic acid
	toxic, r
	toxic

	26
	149-57-5
	2-ethylhexanoic acid
	toxic
	toxic

	25
	106-42-3
	p-xylene
	toxic
	toxic



r: toxic for reproduction
