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Two-dimensional visualization of molecular PDB APPLICATION STUDY

structures is a well established procedure to
communicate results in drug design processes. We
developed PoseViewl!l-2l 3 tool that automatically
generates diagrams of macromolecular complexes
showing the ligand and the interacting receptor
compounds as structure diagrams and the Input filtering Result statistic
interaction pattern in between. An application

We tested the performance of PoseView on complexes provided by the PDBB! . While the protein
structures originate from the PDB, the ligands are taken from the Ligand Expo database !4, which
provides for many of the PDB structures one or more co-crystallized small molecules. The presented
diagrams below summarize statistics for input filtering, success rates and computing times.
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oo If interactions between ligand and receptor are not part of the input, they are estimated by a built-in
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interaction model. It is based on simple distance and angle criteria and considers five different
K( é et interaction types. In combination with the complex 3D structure it is the input of the layout algorithm.
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