
Supplementary for

The impact of Hubbard- and van der Waals-corrections on the DFT 
calculation of epsilon-zeta transition pressure in solid oxygen
Le The Anha*

aInstitute for Solid State Physics, The University of Tokyo, Kashiwa-no-ha, Kashiwa, Chiba, 277-8581 
Japan.

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2023



Figure S1 (Color online) The band structures and density of states of solid oxygen at various pressures calculated 
using PBE+vdW-D+U with Ueff = 0, 4, and 9.6 eV. The epsilon phase is plotted with dots while the zeta phase is 
plotted with thin solid lines.


