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This archive contains the full data sets required for training the high-dimensional neural network potential
(HDNNP) ! for water presented in Ref. 2.

For each of the four models described in Ref. 2 there is a separate data set containing about 7000
configurations (see table below). Each set contains structures of seven ice phases (ice Ih, XI, IX, IlI, XIV,
XV, VIII) and liquid water with 16, 32, 64 and 128 molecules.

Set # of structures Comment
input.data.BLYP 6996 BLYP functional
input.data.BLYP-D3 7183 BLYP functional with D3 corrections
input.data.RPBE 7258 RPBE functional
input.data.RPBE-D3 7241 RPBE functional with D3 corrections

Configurations are stored in the RuNNer configuration file format (see a description here) and can be used
as an input file for training with RuNNer or n2p2.

This work is licensed under the Creative Commons Attribution 4.0 International License. To view a copy of
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n2p2 https://github.com/CompPhysVienna/n2p2

RuNNer http://www.uni-goettingen.de/de/560580.html


mailto:tobias.morawietz@stanford.edu
mailto:joerg.behler@uni-goettingen.de
https://compphysvienna.github.io/n2p2/Topics/cfg_file.html
http://creativecommons.org/licenses/by/4.0/
https://doi.org/10.1103/PhysRevLett.98.146401
https://doi.org/10.1073/pnas.1602375113
https://github.com/CompPhysVienna/n2p2
http://www.uni-goettingen.de/de/560580.html

