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	C3

(aliphatic carbons; sp3)
	All CA, All CB, 'CG GLN', 'CG    LYS' , 'CG PRO','CG GLU' , 'CG  MET' , 'CG LEU' , 'CG1 ILE' ,'CG2 ILE' , 'CG2 THR' , 'CD PRO' ,'CD1 LEU' ,'CD2 LEU' , 'CG1 VAL' ,'CG2 VAL‘, 'CE MET' , 'CD LYS','CE LYS‘, 'CG ARG','CD ARG‘, 'CD1 ILE'
	OH

(hydroxyl group; sp3)
	'OG SER' , 'OG1 THR' , 'OH TYR'

	C=
(carbonyl carbon; sp2)
	All C, 'CG ASP' ,'CG ASN‘, 'CD GLU' , 'CD GLN'
	NarH

(aromatic nitrogen with a hydrogen; sp2)
	'NE1 TRP' , 'NE2 HIS'

	O=
(carbonyl oxygen; sp2)
	All O, 'OD1 ASN‘, 'OE1 GLN'
	NarH+

(aromatic nitrogen with a hydrogen and a postive charge; sp2)
	'ND1 HIS'

	N2H

(nitrogen of amides; sp2; also sp2 neutral nitrogen of side chains)
	'N ARG' , 'N GLN' ,'N PHE' ,'N TYR' ,'N TRP' ,'N LYS' ,'N GLY' ,'N ALA' ,'N HIS' ,'N SER' ,'N PRO' ,'N GLU' ,'N ASP' ,'N THR' ,'N CYS' ,'N MET' ,'N LEU' ,'N ASN' ,'N ILE' ,'N VAL' , 'NH1 ARG','NH2 ARG‘,'ND2 ASN' , 'NE2 GLN'
	Set

(sulphur in thioethers; sp3)
	'SD MET'

	Car

(aromatic carbon; sp2; general)
	'CG PHE' ,'CG TYR' ,'CG TRP' ,'CG HIS‘, 'CD1 TRP' ,'CD2 TRP' , 'CE2 TRP' ,'CE3 TRP‘ ,'CZ2 TRP' ,'CZ3 TRP' ,'CH2 TRP' , 'CD1 TYR' ,'CD2 TYR' ,'CE1 TYR' ,'CE2 TYR' ,'CZ TYR‘, 'CD2 HIS' , 'CD1 PHE' ,'CD2 PHE' ,'CE1 PHE' ,'CE2 PHE' ,'CZ PHE' , 'CE1 HIS'
	C+

(carbon of carbocations; sp2)
	'CZ ARG'

	O2-
(negatively charged oxygens (-1/2) in carboxylates; sp2)
	All OXT, 'OD1 ASP' ,'OD2 ASP‘, 'OE2 GLU' ,'OE1 GLU'
	N3H+

(sp3 nitrogen with a hydrogen and a positive charge)
	'NZ LYS'

	SH
(sulphur in thiols; sp3)
	'SG CYS'
	N2H+

(sp2 nitrogen with a hydrogen and a positive charge)
	'NE ARG'


