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In the recent years, our group developed, tested and applied a series of computational strategies 
for the study and design of novel chemobiological architectures with a clear focus toward 
bioinorganic systems. From standard protein-ligand dockings to multi-scale approaches and 
including the development of our multi-objective molecular constructor GaudiMM1, our work 
allowed to better understand the molecular mechanism of some of these species and how to 
design new ones.  
 
Our most important contribution has focused on artificial metalloenzymes, a novel kind of 
biocatalysts obtained by the incorporation of homogenous catalysts into biological 
frameworks2-3. But with time and experience we added novel activities like the prediction of 
the binding of metallodrugs to protein, the formation to siderophores or the development of 
biosensors.  
 
Here, we present the underpinning concepts of our strategies and summarize the most important 
results. Focus will be given on our updates on protein-ligand docking approaches and how this 
had a positive impact on our prediction of metal-protein interactions.  
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