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A number of molecular descriptors of small molecules are 
derived from graphical representations of the molecule. 
These descriptors, sometimes called topological indices, 
are used to identify or relate the structure of a molecule with 
expected bioactivity and they are an essential tool in the 
drug design industry. It is generally accepted that these 
molecular descriptors are not applicable to 
macromolecules. However, topological indices are 
equivalent to graphical invariants in graph theory. Graph 
theory offers a wealth of graphical invariants annotated with 
structural implications, primarily for large graphs. Thus we 
consider applying known graphical measures to quantify 
macromolecules, including secondary RNA structures, 
amino acids and several families of proteins. 
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