Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2017

Supporting Information for

The effect of hydronium ions on the structure of phospholipid membranes

Evelyne Deplazes'’, David Poger?, Bruce Cornell®, Charles G Cranfield*

' School of Biomedical Sciences, Curtin Health Innovation Research Institute and Curtin
Institute for Computation, Curtin University, Perth, WA 6845, Australia.

2 School of Chemistry and Molecular Biosciences, The University of Queensland,
Brisbane QLD 4072, Australia.

% SDx Tethered Membranes Pty. Ltd., Roseville, NSW 2069, Australia.

* School of Life Sciences, University of Technology Sydney, Ultimo, NSW 2007, Australia.

*Corresponding author: evelyne.deplazes@curtin.edu.au



0.529%¢

98 A
0.5296 | 0.529¢ ") J
H— Q —H 109.50°
-0.5876

Figure S1. Partial charges and molecular geometry of the H30+ ion used in this study.
The structure and parameter files can be downloaded from the ATB
(https://atb.ug.edu.au, molid 3859).
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Figure S2. Radial distribution function g(r) for H;0" — H,O. g(r) was calculated using
the positions of the oxygen atoms of the for H3O" and H,O molecules in a 40-ns
simulation of a bulk solution of water with 0.04M [H30"] and 0.15 M [NaCl].



