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E!ugidation of driving forces underlying protein folding coupled with ligand
inding.
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By regulating solution conditions, we have shown that addition of a specific
ligand, protein folding can be induced. We applied the method to the folding of a model protein,
staphylococal nuclease (SNase). A series of spectroscopic probs including NMR were used to follow
the folding reaction. In addition to those methods, replica-permutation molecular dynamics
simulation and a statistical mechanical model were used to characterize the structural properties
and energetics of the relevant species. Furthermore, we exploited a chemically modified ligand to
investigate roles of each phosphorylation groups of the ligand.
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(a) Conformational Selection (CS) & Induced-fit (IF)
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(a) A series of adenosine-phosphate ligands.
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