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The study of catalytic systems can be of great practical benefit. XANES is one of the most
powerful techniques for investigating active centres of such molecules. We have obtained
XANES for the activated Ni (t-amylisocyanide) complex from a number of the latest and most
advanced theoretical approaches. This system is a very large cluster for which it has been
attempted to derive a converged solution, and has been linked to important chemical
developments for catalysts for isocyanide polymerization. The predicted XANES for the
nano-cluster are compared with experimental data, providing a critical test for different
theoretical approaches. We found using novel finite element methods to be the most effective at
predicting the structure seen in the near edge.
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