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Analysis of protein folding using probabilistic information processing
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Rapidly increasing computational power enables to relatively long (10 to 100 nano seconds)
molecular dynamics simulation in a realistic time. As a result of huge trajectory data through
simulation, varieties of methods are applied to them. General analytical approaches attempt
to visualize transition states of trajectory to show local minima of energy landscape, because
they are important to understand the thermodynamics and kinetics of protein folding. In
this work, we clustered trajectory data of molecular dynamics simulation and applied HMM
(Hidden Markov Model) to reveal transition state pattern of protein folding. In addition, we
developed a system that could analyze huge amounts of simulation data.
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