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Richa and varied resources are available for “Cheminformatics”, and they are very 
well interfaced with support for exploring the structures of small molecules, and the 
context of their complexes with macromolecules. 
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"Hetero" compounds are treated separately from protein and DNA chains and stored 
in the HETATM records of PDB files.  
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Caffeine is found in 22 different PDB entries. 
 
The link to http://www.drugbank.ca contains pages upon pages of relevant 
information: such as physical and chemical data including spectra, pharmacology, 
drug interactions, cross-references to other databases like KEGG, and Wikipedia,  
and literature references. 
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Creating small-molecule structures from scratch can easily be done by sketching a 
molecule with a molecular editor such as the one provided in the PDB search-by-
ligand window, saving its SMILES string, and converting that into 3D coordinates 
directly in Chimera. 
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