Q)]
2016 2018

Signal Transduction Process of G-Protein Coupled Receptor (GPCR) Studied by
Molecular Dynamics Simulation
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G Protein Couple Receptor (GPCR) is an important membrane protein that
transfers several signals from the outer to inner membrane upon the ligand binding. However, its
mechanism of signal transduction process has not revealed yet. In the present study, We have
developed a set of computational methods (path sampling methods) to address the signal transduction
process of GPCR. In more detail, a set of two enhanced sampling methods called "Parallel Cascade
Selection Molecular Dynamics (PaCS-MD)"™ and "Outlier Flooding Method (OFLOOD)" has been combined as
a hybrid path search method and it was applied to the GPCR system. In the current status, we are now

analyzing trajectories (transition path trajectories related to the signal transduction of GPCR)
generated by the hybrid conformational sampling method.
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