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Raquel Yanes-Rodŕıguez1aand Rita Prosmiti1∗

1Institute of Fundamental Physics (IFF-CSIC), CSIC, Serrano 123, 28006 Madrid, Spain

E-mail: *rita@iff.csic.es;Phone:+34-91-5616800Ext.442292

aDoctoral Programme in Theoretical Chemistry and Computational Modelling, Doctoral School, Univer-
sidad Autnoma de Madrid

SUPPLEMENTARY MATERIAL

1



Figure S1: Cohesive energies of the He-filled (left panels) and empty (right panels) ice II and
ice XVII as a function of the lattice constant a and ratio r. Symbols indicate the computed
values from the PW86PBE/-D4/-XDM calculations.
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Figure S2: Average bond length and distances in Å for the empty and He-filled ice II
structures considered in this study.
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Figure S3: Average bond length and distances in Å for the empty and He-filled ice XVII
structures considered in this study.
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