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Knowledge-Engineering of Cluster and Reticular 
Chemotectures  

 
 
 
 
 

This lecture introduces Chemotecture as the study and design of chemical 
architectures through their building units, assembly rules and chemical constraints. Examples 
from polyoxometalates, coordination cages and crystalline organic polymers illustrate how 
structural datasets, knowledge graphs and assembly algorithms translate chemical 
knowledge into computational models. These models support the systematic construction 
and comparison of candidate architectures, considering geometry, symmetry and chemical 
compatibility. The lecture discusses how this approach can identify promising designs and 
guide further calculations and experimental investigation. 

 
 

 


