
Molecule: discrete collection of charged atoms

⌦0: solvent

⌦1: (solvent-excluded) molecular volume

⌃: molecular surface

Explicit solvent:

I Discretize ⌦0

I Coulomb’s law:
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I Can be expensive!

Implicit solvent:

I Continuum dielectric

I Poisson equation:

�r · ("r') = ⇢

For many applications, implicit solvation provides a good balance of physical
realism and computational e�ciency.


