
Table 1	Selected angles and dihedral angles defining structure of  -CD at B3LYP/6-31G* level of theory, together with experimental values [30].
	
	o(++)
	o()
	()
	(+)
	(+)
	(++)
	exp

		(O4O4’O4’’)
	128.6
	128.6
	128.6
	128.6
	128.6
	128.6
	1282

	(C1O4’C4’)
	119.8
	119.8
	119.1
	118.9
	118.9
	118.7
	1181

	(C2C1O4’C4’)
	233.9
	234.0
	221.6
	221.6
	220.9
	220.9
	2316

	(O4’O4’O4’’O4’’)
	0.0
	0.0
	0.0
	0.0
	0.0
	0.0
	0.29

	(C1C2C3C4)
	305.8
	304.7
	308.4
	309.6
	308.3
	309.5
	3063

	(C2C3C4C5)
	52.7
	54.6
	55.9
	54.5
	56.0
	54.5
	553

	T(C3C4C5O5)
	307.2
	305.1
	300.3
	300.4
	300.4
	300.7
	3044

	(O4C4C5O5)
	189.2
	186.6
	182.6
	183.5
	183.2
	184.1
	1884

	Z(O4C4C5C6)
	72.3
	68.8
	62.1
	63.0
	62.8
	63.8
	695

	(O4’C1O5C5)
	60.6
	59.0
	58.2
	57.9
	59.0
	58.7
	592

	(C4C5O5C1)
	59.1
	60.6
	64.2
	65.5
	64.0
	65.2
	593

	K(O2C2C1C5)
	179.3
	178.7
	177.9
	176.5
	177.1
	176.0
	1783

	Y(O3C3C4C5)
	171.0
	175.6
	172.3
	174.3
	178.1
	174.5
	1762

	E(C1O4’C4C5)
	271.5
	272.4
	269.6
	268.3
	269.4
	268.0
	2853

	(O5C5C6O6)
	167.8
	54.7
	116.5
	117.8
	99.2
	100.6
	198123

	(C4C5C6O6)
	287.2
	174.8
	236.9
	237.3
	220.0

	220.5
	11270





