
Solvent-excluded 
(molecular, 

Connolly) [4]

Variational methods

Geometric flow [5]

Dzubiella 
variational [6]

Change curvature, 
remove volume

Unions of spheres

van der Waals [3, 
4]

Solvent-
accessible [3, 4]

Zero additive solvent 
radius

Geometrically smoothed 
surfaces

Im/Roux spline-
based [2]

Gaussian [1]

There must be a limit here 
using the expansion in the 

Pickup paper…

Zero probe 
solvent radius

Zero smoothing 
window width

Zero surface 
tension

These look remarkably similar 
but have not been formally 

related to each other…
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