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Practical development of the supramolecular modeling system

Tsuyoshi Shirai
Nagahama Institute of BioScience and Technology

The researchers in bioinformatics, biochemistry, X-ray crystallography, and electron microscopy have collaborated to
develop the practical software toolbox for supramolecular modeling. The database tool named SIRD (Structure
Interaction Relational Database) was designed to extract complex structures appropriate for modeling from known
biomolecular structure database, and a package of tools to assemble these parts into a supramolecule was also devel-
oped. These developments have been executed under intensive collaboration with experimental determinations of
novel 3R (stands for Replication, Repair, and Recombination of DNA) complex structures, namely,
ligase/PCNA/DNA, polymerase/PCNA/DNA, and helicase/PCNA/DNA complexes, and the developed system was

proven against the experimental structures.
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