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Supplementary Information to MS B211490A

Table S1.  Selected cation geometries in 1 and 2. Ligand skeletal torsion angles (degrees) C,N denoted by number, N italicised).

	
	
	
	
	

	Ligand skeletal torsion angles (degrees) C,N denoted by number, N italicised)

	(i)  central chelate rings
	
	
	

	M(n)-O(0)-0(,0')-n'1
	-178(1), -146(1))
	-40(1), -171(1)
	-157.6(4)
	144.1(4)

	n'1-0(,0')-n1-n1
	-164(1), 163(1)
	159(1), -167(1)
	175.8(5)
	-165.8(5)

	n2-n1-n1-0(,0')
	-110(1), -138(1)
	-147(1), -120(1)
	-152.1(5)
	155.6(5)

	n9-n1-n1-0(,0')
	122(1), 94(1)
	82(1), 110(1)
	77.0(7)
	-74.4(6)

	n1-n1-n2-n3
	162.8(6)
	163.7(6)
	160.3(6)
	-158.4(5)

	M(n)-O(0)-0(,0')-n1
	48(2), -3(2)
	-7(2), 46(2)
	-37.8(6)
	24.4(6)

	O(0)-0(,0')-n1-n1
	-33(2), 21(2)
	29(2), -25(2)
	54.0(7)
	-45.6(6)

	0(,0')-n1-n1-M(n)
	3(1), -25(1)
	-35(1), -8(1)
	-40.9(5)
	41.0(5)

	n1-n1-M(n)-O(0)
	18.7(5)
	25.0(5)
	-16.4(4)
	-22.3(4)

	n1-M(n)-O(0)-0(,0')
	-37.0(8), -9(1)
	-10.9(9), -38.5(9)
	11.6(4)
	-0.5(4)

	
	
	
	
	

	(ii)  tacn rings
	
	
	

	n9-n1-n2-n3
	-68.7(7)
	-66.3(8)
	-68.5(7)
	71.7(7)

	n1-n2-n3-n4
	-44.6(8)
	-45.9(9)
	-46.4(8)
	44.5(7)

	n2-n3-n4-n5
	136.6(7)
	136.4(8)
	133.1(6)
	-132.4(6)

	
	
	
	
	

	n3-n4-n5-n6
	-72.5(7)
	-72.0(8)
	-69.2(7)
	69.2(8)

	n4-n5-n6-n7
	-45.0(7)
	-45.8(9)
	-45.1(8)
	46.8(8)

	n5-n6-n7-n8
	128.3(6)
	130.1(8)
	132.3(6)
	-130.7(7)

	
	
	
	
	

	n6-n7-n8-n9
	-68.2(7)
	-68.4(9)
	-72.7(7)
	69.8(8)

	n7-n8-n9-n1
	-49.0(8)
	-49.3(7)
	-45.2(8)
	44.9(8)

	n8-n9-n1-n2
	135.1(7)
	133.3(6)
	131.2(6)
	-132.5(6)

	
	
	
	

	(iii)  tacn chelate rings
	
	
	

	M(n)-n1-n2-n3
	49.0(5)
	49.8(6)
	49.0(6)
	-46.1(5)

	n4-M(n)-n1-n2
	-32.0(4)
	-31.7(4)
	-30.7(4)
	27.5(4)

	n2-n3-n4-M(n)
	16.3(8)
	16.8(9)
	16.8(7)
	-19.1(2)

	n3-n4-M(n)-n1
	8.8(5)
	8.6(6)
	7.7(4)
	-4.5(4)

	
	
	
	
	

	M(n)-n4-n5-n6
	51.0(5)
	50.6(7)
	51.0(6)
	-49.3(6)

	n7-M(n)-n4-n5
	-31.8(4)
	-30.3(5)
	-32.6(4)
	30.6(4)

	n5-n6-n7-M(n)
	16.4(6)
	18.2(8)
	14.3(7)
	-16.9(7)

	n6-n7-M(n)-n4
	8.9(4)
	7.1(5)
	10.2(5)
	-8.2(5)

	
	
	
	
	

	M(n)-n7-n8-n9
	47.3(5)
	47.8(5)
	48.0(6)
	-47.9(6)

	n1-M(n)-n7-n8
	-27.5(4)
	-28.5(5)
	-29.6(4)
	30.7(5)

	n8-n9-n1-M(n)
	20.9(8)
	20.6(7)
	17.3(6)
	-15.6(7)

	n9-n1-M(n)-n7
	4.0(5)
	4.6(4)
	6.6(4)
	-8.6(4)


