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Supplementary data

Fig. A Comparison of average crystallographic, “template” and density functional “optimised” CuATSM (6) bond lengths. The crystallographic distances are the averages of the copper complexes measured in this paper. The “template” distances are those used in calculating trends in orbital energies of the series of copper bis(thiosemicarbazone) complexes in response to alkylation.11 The “optimised” CuATSM distances are those calculated using the [image: image1.wmf] 
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