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1) Take an asymmetrical toy system that interests you, e.g., any small protein or polypeptide.

2) Compute with your favorite MD package (e.g., NAMD which is increasingly popular) in a domain G much larger than the box of the periodic boundary condition, e.g., 4( the box size. Be sure that the domain is NOT lined up with the box, i.e., its size should NOT be parallel to the box of the periodic boundary condition. Be sure the protein is not symmetrically placed. It should be off center and rotated by some ‘random’ angle (not 90 deg, not 45 deg).

3) Determine the ACTUAL IRREGULAR surface that the MD package has used to represent your domain. It is very important to use that actual surface as discretized by the MD package. NO interpolation or something should be used.

4) Determine the Electric field normal to the tiles that form the irregular surface just mentioned in (3).

5) Determine the total electric charge inside the volume of the domain G.

6) Compare and see if Gauss’ law is satisfied.

7) Vary conditions and redo.

