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Fig	S1.	Scree	plot	for	the	transformed	vector	space	using	11,893	compounds.	
	

	
	
Fig	S2.	Example	ChEBI	ontological	hierarchy.	The	ChEBI	tuple	would	consist	of	
{“heterorganic	entity”,	“organochalcogen	compound”,	“organooxygen	compound”}	
or	using	the	codes	33285;36962;26963.	


