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The integrated model of Integrin o I1bp 3 (platelet GPlIb/111a) was

developed by combining the extracellular domain adopted from crystal structure and the transmembrane
and intracellular domain obtained by NMR. The trans-membrane domain was settled into the
phosphatidylcholine (POPC) lipid bilayer model. The position coordinates and velocity vectors of all
atoms and water molecules around them were calculated by molecular dynamic simulation with the use
of CHARMM (Chemistry at HARvard Macromolecular Mechanics) force field in every 2 x 10 15 sec. By
using this newly developed model. the relationship between dynamic structural changes in
extra-cellular domain of integrin o 11bB 3 could be understood from the dynamic structural
fluctuation in intra-cellular domain of integrin a I1bp 3.
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