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There are around 130,000 protein structures in the protein data bank (PDB)1 that provide a wealth 
of information about molecular interactions. Filtering the complexes of interest is usually conducted 
at different levels in order to build datasets where for example the resolution, protein chain and ligand 
redundancies2, interactions with metals, or simply associated features have been controlled. This is 
usually done using collections of scripts organized into workflows3-4. Examples of organizing the data 
into databases are rare5, yet they represent a powerful and time-efficient ways to conduct data 
mining studies. Here, we present a relational database, developed in PostgreSQL to mine molecular 
interactions in the PDB, as well as the key features. 
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