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The intrinsically dynamic nature of supramolecular systems is a 
phenomenon difficult to analyze using experimental techniques. The use of 
computational approaches is also not straightforward, as classical 
molecular dynamics fails to describe transition metal-containing systems, 
and density functional approaches, that work well for homogeneous 
catalysts, are too computationally demanding. We show that the use of 
modern semi-empirical approaches, combined with DFT calculations for 
simplified models gives results that are in agreement with experimental 
data and gives insight into the dynamic properties of these complex system. 
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