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Table S1 Bond lengths for 1 and 2.

1 Atom Atom Length/ A
N5 N6 1.307(6)
N5 Cul! 1.986(4)
N7 C3 1.338(7)
N7 Cul? 2.375(5)
N1 Cl 1.4200
N1 Cul 1.988(3)
C2 C3 1.333(6)
N3 N2 1.4200
04 Cul 1.971(4)
Cul N5! 1.986(4)
Cul N4 2.029(4)
Cul N73 2.375(5)
o1 N8 1.260(7)

11-X,2-Y,2-Z; 21-X,-1/2+Y,3/2-Z; 31-X,1/2+Y ,3/2-Z

2 N6 N7 1.4200
N7 Cl1 1.4200
C1 C2 1.358(9)
Cl N4 1.4200
N4 Cul 1.917(4)
Cul N4! 1.917(4)
Cul N3! 1.987(7)
Cul N3 1.987(7)
Cul o1 2.511(8)
N3 C3 1.318(10)
o1 c4 1.180(12)
02 c4 1.330(13)

1.X,1-Y,1-Z
Table S2 Bond angles for 1 and 2.

Atom Atom Atom Angle/®
N6 N5 Cul! 122.8(3)
N4 N5 Cul! 127.1(3)
C3 N7 Cul? 144.9(4)
N6 N7 Cul? 110.4(3)
C2 N1 Cul 110.76(19)
Cl N1 Cul 140.58(19)
04 Cul N5! 93.08(18)
04 Cul N1 94.47(16)
N5! Cul N1 172.43(16)
04 Cul N4 161.1(2)



NS! Cul N4 92.56(17)
N1 Cul N4 80.11(16)
04 Cul N73 87.50(19)
Ns! Cul N7 91.77(18)
N1 Cul N7 89.09(16)
N4 Cul N73 110.34(19)
c3 2 N1 119.3(3)
N1 2 N3 108.0
02 N8 03 120.1(5)
C2 c3 N4 114.5(5)
1-X,2-Y,2-Z; 21-X,-1/2+Y,3/2-Z; 31-X,1/2+Y,3/2-Z
Cl N4 Cul 113.8(3)
N5 N4 Cul 137.8(3)
N4! Cul N4 180.0(7)
N4! Cul N3! 81.2(5)
N4 Cul N3! 98.8(2)
N3! Cul N3 180.000(2)
N4! Cul ol 93.9(7)
N3 Cul ol 80.8(3)
c3 N3 Cul 140.8(6)
c4 ol Cul 133.3(8)
N6 N5 N4 108.0
2 Cl N4 115.3(5)
N4 Cl N7 108.0
c3 N3 2 104.8(7)
N2 C2 C1 131.3(7)
X, 1-Y, 1-Z

Table S3 Hydrogen bond lengths (A) and angles (°) for 1 and 2.

D H A dD-HYA  dH-AYA  dD-A)A D-H-A/°

04 H4B ol 0.85 1.98 2.804(6) 163.5

04 H4A 012 0.78 1.98 2.755(6) 174.9

N2 H2 023 0.86 1.86 2.685(6) 160.0
1-X,2-Y 2-Z; 2-X,1/2+Y 3/2-Z; XY - 14Z

N1 H2 N6! 0.86 1.88 2.742(13) 1753

N7 H3 022 0.86 1.88 2.696(8) 158.2

14X, 3/2-Y, 1/2+Z; 24X, 3/2-Y, -1/2+Z
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Figure S1 PXRD curve of [Cu(Htztr),(H,0),],

[simulated patterns (red), experimental patterns (blue)].

I

T
10 20 30 40 50

26(%)
Figure S2 PXRD curve of 1

[simulated patterns (red), experimental patterns (blue)].
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Figure S3 PXRD curve of 2

[simulated patterns (red), experimental patterns (blue)].
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Figure S4 IR spectrum of [Cu(Htztr),(H,0),],
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Figure S5 IR spectrum of 1
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Figure S6 IR spectrum of 2



