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Abstract. 
 
A search was performed in crystallographic databases which contains almost all published 

small-molecules and polymeric crystal structures. The search was setup using a definition of the 

minimal requirements needed for a secondary building unit (SBU) to exist. 1) It has to have at 

least three nodes, because two nodes would mean it is just an extension. 2) It has to contain at 

least two metals in the structure. We decided to constrain our search to carboxilates SBU's. In 

here the point of extension is defined by the carbon atom. In order to do this, we setup the 

search where the bonds were defined as any bond (none, resonant and multiple). This input 

allows us to be general and it would include from the simplest SBU's to the most complex ones. 

These parameters were used with a total result of over 15,000 compounds. It is worth noting that 

constrains were not used to differentiate between polymeric crystals and small molecules. 

Therefore, both known periodic structures and single molecules SBU's were analyzed in this 

work. The hits were analyzed based on the first compounds found and not by the time when they 

were published. Consequently the reference to every kind of SBU is not necessarily the first 

report about it on the literature. Every SBU was analyzed considering that: a) Same geometry 

and same number of points of extension but different metals are different SBU's and b) Same 

geometry, same number of points of extension, same metals but different molecules of solvents 

coordinated to the metal are different SBU. These database of 279 building blocks for periodic 

structural materials can be used to design new compounds and homogenize the current ones. 
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