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Models for Solvent Distributions around Biomolecules

ons and Water Molecules have been long known to play crucial roles in governing biomolecular stability and function.

Elucidating how ions and water molecules distribute themselves around the solutes should provide valuable insights in the
mechanism of how those molecules function and also provide experimental tests for theoretical predictions. I will discuss the
3D-RISM integral equation approach, emphasizing tests that involve comparisons to X-ray scattering results both in solution
and in crystals and to ion-counting experiments for nucleic acids.
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