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Supplementary data

	Table S1  1H NMR data for compound Me2[30]pbz2N6 and its Zn2+, Cd2+ and Pb2+ complexes in D2O at 300 K ((, ppm).a For numbering of the atoms see Scheme 1

	Complex


	pD


	a (s)

	b (s)

	c (t)

	d (q)

	e (t)

	f (s)


	Me2[30]pbz2N6
	6.60
	7.543 
	4.276
	3.079
	2.055
	3.029
	2.773

	
	7.54
	7.524
	4.130
	2.992
	1.898
	2.812
	2.530

	
	9.44
	7.399
	3.748
	2.743
	1.707
	2.743
	2.442

	
	9.49
	7.398
	3.746
	2.738
	1.706
	2.738
	2.439

	
	9.60
	7.380
	3.720
	2.710
	1.690
	2.710
	2.430

	
	9.79


	7.371


	3.695


	2.695


	1.679


	2.695


	2.432



	Zn / Me2[30]pbz2N6
(1:1)


	6.53

7.52

9.41
	7.530

7.512

7.380
	4.294

4.223

3.710
	3.146

3.036

2.710
	2.089

1.992

1.690
	3.064

2.952

2.710
	2.843

2.661

2.430

	Zn / Me2[30]pbz2N6
(2:1)
	6.42

8.25

9.51
	7.532

7.452 7.370
	4.295

3.932

3.683
	3.143

2.892

2.640
	2.089

1.775

1.668
	3.063

2.696

2.640
	2.843

2.422

2.410

	Cd / Me2[30]pbz2N6

(1:1)


	6.27

7.50

9.46

9.79
	7.529

7.509

7.380

7.371
	4.300

4.110

3.730

3.695
	3.173

2.982

2.740

2.645
	2.099

1.876

1.700

1.679
	3.067

2.771

2.740

2.645
	2.864

2.496

2.440

2.432

	Cd / Me2[30]pbz2N6
(2:1)
	6.53


	7.526


	4.284


	3.119


	2.073


	3.056


	2.819



	Pb / Me2[30]pbz2N6
(1:1)


	6.35

7.52

9.38
	7.524

7.494

7.394
	4.297

4.102

3.742
	3.171

2.976

2.747
	2.084

1.863

1.706
	3.064

2.753

2.747
	2.863

2.479

2.446

	Pb / Me2[30]pbz2N6
(2:1)
	6.22

9.55
	7.517

7.369
	4.285

3.696
	3.142

2.692
	2.080

1.679
	3.050

2.692
	2.842

2.425

	
	
	
	
	
	
	
	


a
Chemical shifts are referenced to 3-(trimethylsilyl)-propanoic acid-d4-sodium salt (0.000 ppm).

Table S2  Low energy conformations for [Cu2(Me2[30]pbz2N6)]4+

	Conformation a)
	Energy /kcalmol-1
	Cu…Cu / Å
	N-Cu-N /º
	 /ºb

	+---+-
	709.94
	9.52
	92.9, 92.3
	7.4

	-+-+++
	715.82
	9.88
	91.2, 97.2
	1.2

	-+-+++
	718.74
	9.00
	90.2, 171.5
	8.1

	-+--++
	720.57
	9.08
	91.1, 169.2
	24.8

	-+--++
	722.16
	9.50
	93.05, 93.3 
	4.7

	-++++
	722.50
	9.87
	93.4, 96.9
	0.7

	-+--+-
	723.23
	9.66
	92.3, 100.0
	17.7

	+----+
	728.63
	8.75
	170.6, 100.0
	19.6

	-++++
	730.12
	9.14
	171.7, 94.2
	30.6

	-++-++
	730.53
	9.04
	91.9, 169.7
	20.9

	++++++
	734.45
	7.78
	170.4, 169.8
	35.1

	+--++
	734.69
	8.63
	170.4, 96.7
	26.5

	-++++-
	734.72
	8.57
	95.11, 164.62
	36.8

	-+++++
	735.91
	7.74
	170.0, 170.8
	44.3

	-+-+++
	737.84
	7.87
	166.4, 169.0
	37.7

	-++-++
	738.07
	9.83
	95.6, 98.7
	6.3

	+----+
	740.71
	7.77
	170.0, 168.2
	7.0

	+++-+-
	740.86
	7.73
	166.0, 168.2
	53.6

	--+--+
	741.13
	7.81
	169.8, 167.6
	35.3

	++--++
	752.05
	7.66
	173.2, 169.5
	27.4

	a) + (above) and – (below) indicate the relative position of N-H and N-Me groups from the plane defined by nitrogen donors respectively. The N-H groups are labelled start at one nitrogen atom adjacent N-Me group following anticlockwise direction .b) Dihedral angle between the aromatic rings


Captions for figures

Fig. S1. Crystal packing diagram of Me2[30]pbz2N6 1 showing the hydrogen bonding network.

Fig. S2. Species-distribution curves calculated for the Cu(II):Me2[30]pbz2N6 complexes in water:methanol (9:1, v:v) calculated on the basis of the results of Tables 1 and 2 using the Hyss program, CL = CM = 9.0(10-4 mol dm-3.

