	Atom Type
	Neighbours
	Meaning

	O(prim)
	HC
	Primary alcohol

	O(sec)
	HC
	Secondary alcohol

	O(tert)
	HC
	Tertiary alcohol

	Endocyclic bonds
	No of single bonds
	Count single bonds in cyclic ring

	Angle60
	
	Bond angle <60 deg

	Angle 90
	
	Bond angle between 60 and 90 deg

	Angle102
	
	Bond angle between 90 and 102 deg

	(COH)n
	n>1
	Molecule contains more than 1 OH group

	H
	H Acceptor
	Intramolecular H bridge between acidic H (on O, N or S) and basic acceptor (O, N or F)


