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X-ray Powder Diffraction Patterns of Complexes 1 and 2. 

For all X-ray powder diffraction pattern comparisons contained within Supporting Information 

the positive blue spectrum represents the collected X-ray powder pattern data, the negative pink 

spectrum represents the calculated X-ray powder pattern data. All calculated powder pattern spectra 

were generated using the Mercury v. 1.4.1 software package.1 
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Figure S1. X-ray powder diffraction pattern of ground crystals of complex 1, demonstrating the 

conversion to complex 2. 
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Figure S2. X-ray powder diffraction pattern of ground crystals of complex 1, against calculated 

pattern of 1 showing no correlation. 
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Figure S3. Complex 2 X-ray powder diffraction pattern. 

 

Crystallography 

Crystals were mounted on fine glass fibres using viscous hydrocarbon oil.  Data were collected 

using a Bruker X8 Apex II CCD (1, 2) equipped with graphite monochromated Mo-Kα radiation (λ 

= 0.71073 Å).  Data collection temperatures were maintained at 123 K using an open-flow N2 

cryostream. Data were initially processed using the SAINT program suite and data were corrected 

for Lorentz-polarization effects and for absorption.2 Structures were solved by direct methods using 

SHELXS-97 3 and refined using conventional least-squares methods using SHELXL-97 3 and the 

program X-Seed as a graphical interface.4 Hydrogen atoms attached to carbon were placed in 

idealised positions and refined using a riding model to the atom to which they are attached. Where 

possible hydrogen atoms attached to nitrogen or oxygen were located from the Fourier difference 

map and allowed to refine freely. 

CCDC 720117 (1) and 720116 (2) contain the supplementary crystallographic data for this paper. 

These data can be obtained free of charge from The Cambridge Crystallographic Data Centre via 

www.ccdc.cam.ac.uk/data_request/cif. 
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