FA4-MS37: Charge density for understanding of chemical properties
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Accurate, high resolution X-ray charge density experiments provide
information on the electron distribution within the system under
study, allowing both the nature of the bonding and the atomic
interactions to be determined [1]. Agilent Technologies (formerly
Oxford Diffraction) have two diffractometers capable of collecting
high quality data; the Gemini, which has a standard ceramic
molybdenum source, and the SuperNova, with microfocus
technology.

Data was collected on both diffractometers using a single crystal of
a small thodium complex. The results of multipole refinements
carried out in XD2006 [2] are presented for the complex, with
comparisons drawn between the two data collections. The nature of
the bonding and intermolecular interactions in the complex is
discussed, with particular focus on the topological properties
associated with the rhodium metal centre.
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