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# X : Computational study on dynamics of intrinsically disordered proteins
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We have developed a new version of our original extended-ensemble molecular dynamics method,
named virtual-systfem coupled canonical molecular dynamics (VcMD). In this method, all the
conformational ensembles obtained in the iterative simulations can be reweighted to estimate the
canonical ensemble. This method was applied to investigate dynamic properties of an intrinsically
disordered region (IDR) of the transcription factor, TGIF-1. As a result, representative structures in
the simulated ensemble show salt-bridge formation between DNA recognition helix and
phosphorylated IDR, suggesting that interactions between them competitively inhibit recognition of

DNA recognition.
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