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[ Abstract] Coordination self-assembly process of a [Pd2L4]*" cage complex was studied
numerically. For the cage formation including a rigid ditopic ligand L, it has been revealed that
the rate-determining steps are the intramolecular ligand exchange reactions at the very final
stage of the self-assembly process. In this study, based on a minimal reaction network model,
there found a good reproduction of the corresponding experimental data for existing ratios of
the reactant and the product chemical species. Through the comparison of the time evolution of
intermediate species with the experimental counterpart, reaction rate constants for the ligand
exchange and the Pd-L-Pd bond formation were identified. From the analysis of the time
evolution of participant intermediate molecular species, how the overall reaction dynamics
proceeds was revealed, with another reaction path not emphasized experimentally.
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Fig. 1. (a) Time evolution of the existence ratios for
the reactant species. Blue and light blue curves
[ 3] P .

: . . correspond to [Pd,L,]** and X, respectively.
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