
The EPSR files for JCP “Is Water One Liquid or Two?” are contained in three zip files, namely 
AmorIce.zip, watercold2016.zip, and waterNIMRODxray2016.zip. When unpacked, these files 
should produce three folders with the same names. The AmorIce folder will itself be split into three 
subfolders, HDA80Kneutron, LDA80Kneutron, and VHDA80Kneutron. The other two files are self
contained and should produce no subfolders.

The list of datasets used in this paper is shown in Table III of the main paper. It is reproduced below
for information:-

The first three cases are contained in the “AmorIce” folder, cases LD to HDL are contained in the 
folder  watercold2016, and the cases A1 to A6 are contained in the folder 
“waterNIMRODxray2016”. For “watercold2016”, the relevant filenames are watera, waterb,…, 
waterh, and waterl. For waterNIMRODxray2016 case A1 is called h2o7c, case A2 is called h2o15c, 
and so on.

The filenames follow the standard filename convention for EPSR – see the EPSR documentation for
list of these. Note that in the current version of EPSR, EPSR25, the mapgrentropy program may not
be the latest, so that the mapgrentropy input files in the above folders will not run correctly. If this 
presents a problem, do please contact the author for the correct version. Currently running the EPSR
program is the only reliable way of accessing these data files. However the software, both 
executables and source code, is freely available at the website listed in the supplementary 
information.



The files presented should be sufficient to run the EPSR simulations described in the paper, and 
perform some of the additional calculations, such as fluctuations and triangles distributions. 


