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« Each model was solvated in a truncated octahedral box
of water molecules.

« Use of explicit Na*, K* and CI* ions — 12-6 potential
 Ambertools14 and VMD software suites were used to
analyze data

* Energy minimization and equilbration performed prior to
production MD at 300 K and 1 atm. pressure (NPT)

« Simulations were performed on LONI| and LSU-HPC
supercomputing resources
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