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Fig. 5. The X-ray crystal structure of [Cu(cyclam)(H2O)2](OAc)2·2MeOH

(1·2MeOH). Cu2+ has a Jahn-Teller-distorted tetragonal configuration with 4

short equatorial Cu-N(cyclam) bonds of 2.012 Å and 2.018 Å, and 2 long axial

Cu-OH2 bonds of 2.546 Å. The acetate oxygens are H-bonded to cyclam NH

groups on adjacent rings and to coordinated water. The cyclam ring adopts

the trans-III configuration found in all 28 Cu cyclam structures deposited in the

Cambridge Structural Database (CSD). Of these, five have axial Cu-O bonds

with distances ranging from 2.351 Å to 2.567 Å, and Cu-N distances from

1.999 Å to 2.031 Å. The Zn2+ analogue [Zn(cyclam)(H2O)2](OAc)2 has a

similar structure (Liang, X., Weishäupl, M., Parkinson, J. A.. Parsons, S.,

McGregor P. A. & Sadler, P. J. (2003) Chem. Eur. J. 9, 4709-4717.), although,

as expected, the axial Zn-O bonds are shorter (2.27 Å). 


