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Fig. 1. Periodic Boundary Conditions. as a function of 1/L. [1]

The OrthoBoXY Method

The system-size dependency of the SDC can be
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Fig. 3: (a) Madelung constant analogue ¢ as a function of the box length ratio. kBTsz
(b) SDCs of TIP4P/2005 water (T = 298 K, p = 1 bar) in the OrthoBoXY geometry. [2] [ = 67rLz ( D, — Dypye Zz) 1 Fig. 4: The OrthoBoXY geometry.

Electrolyte Solutions
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Fig. 5: SDCs of water (top row), the respective cation (middle row) and the
respective anion (bottom row) of the three investigated electrolyte solutions.
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