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  Showcasing the perspective from the groups of 
Prof. Shuichi Hiraoka at the University of Tokyo, 
Dr Satoru Iuchi at Nagoya University, and 
Prof. Hirofumi Sato at Kyoto University, Japan. 

 Theoretical and computational methodologies for 
understanding coordination self-assembly complexes 

 Three methods to capture the coordination self-assembly 

processes at the molecular level are highlighted: quantum 

chemical modeling, molecular dynamics, and reaction 

network analysis, covering different scales from the 

metal–ligand bond to a more global reaction network 

theoretically and computationally. Suitable numerical 

approaches to analyze the coordination self-assembly 

from different perspectives are introduced. Studies 

based on these methods are paving the way to 

elucidate increasingly more aspects of the coordination 

self-assembly.  

See Satoshi Takahashi, 
Hirofumi Sato  et al .,
 Phys .  Chem .  Chem .  Phys ., 
2023,  25 , 14659.
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