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2 Methods and parameters

1 Introduction
Lorem ipsum dolor sit amet, consectetuer adipiscing elit. Ut purus elit, vestibulum ut,
placerat ac, adipiscing vitae, felis. Curabitur dictum gravida mauris. Nam arcu libero,
nonummy eget, consectetuer id, vulputate a, magna. Donec vehicula augue eu neque.
Pellentesque habitant morbi tristique senectus et netus et malesuada fames ac turpis
egestas. Mauris ut leo. Cras viverra metus rhoncus sem. Nulla et lectus vestibulum urna
fringilla ultrices. Phasellus eu tellus sit amet tortor gravida placerat. Integer sapien est,
iaculis in, pretium quis, viverra ac, nunc. Praesent eget sem vel leo ultrices bibendum.
Aenean faucibus. Morbi dolor nulla, malesuada eu, pulvinar at, mollis ac, nulla. Curabitur
auctor semper nulla. Donec varius orci eget risus. Duis nibh mi, congue eu, accumsan
eleifend, sagittis quis, diam. Duis eget orci sit amet orci dignissim rutrum.

As shown in fig. 1.

Figure 1. Interfaces in Li/LLZO and LCO/LLZO supercells.

2 Methods and parameters

2.1 First-principle calculations

To find energies of non-stoichiometric surfaces, we calculated surface energy as follows:

γ =
1

2A

[
Gsurface −Gbulk −

species∑
i

∆niµi

]
, (1)

where A is the surface area in m2, Gsurface and Gbulk are the surface free energies of periodic
surfaces and the reference bulk material, respectively; ni and µi are the chemical potential
and number of non-stoichiometric atoms of species i.
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4 Conclusions

2.2 Calculation details

To find Gsurface and Gbulk with used Vienna Ab initio Simulation (VASP) [1] package
to perform density functional theory (DFT) calculations. All DFT calculations were
performed within the generalized gradient approximation (GGA) in the Perdew–Burke–
Ernzerhof (PBE) form [2, 3] for the exchange-correlation functional. The electron–ion
interaction is described with the projector augmented wave (PAW) method [4]. For atoms
of Li, La, Zr, and O, we considered 1, 11, 4, and 6 valence electrons, respectively. All the
calculations were performed with cutoff energy Ecut = 300 eV. The smearing method was
chosen as Gaussian for the reason of LLZO being a wide gap insulator. K-point spacing
was chosen as 0.7 Å. This parameter is sufficiently accurate for large cells and allowed us
to reduce the computational time compared with more precise k-mesh. The conditions of
convergence were 0.05 eV/Å for forces and one-thousandth 10−3 eV/atom.

3 Results and discussion

3.1 Thermodynamic stability

Nam dui ligula, fringilla a, euismod sodales, sollicitudin vel, wisi. Morbi auctor lorem
non justo. Nam lacus libero, pretium at, lobortis vitae, ultricies et, tellus. Donec aliquet,
tortor sed accumsan bibendum, erat ligula aliquet magna, vitae ornare odio metus a mi.
Morbi ac orci et nisl hendrerit mollis. Suspendisse ut massa. Cras nec ante. Pellentesque
a nulla. Cum sociis natoque penatibus et magnis dis parturient montes, nascetur ridiculus
mus. Aliquam tincidunt urna. Nulla ullamcorper vestibulum turpis. Pellentesque cursus
luctus mauris.

Example of citations [4, 2, 3].

3.2 PDOS

Nulla malesuada porttitor diam. Donec felis erat, congue non, volutpat at, tincidunt
tristique, libero. Vivamus viverra fermentum felis. Donec nonummy pellentesque ante.
Phasellus adipiscing semper elit. Proin fermentum massa ac quam. Sed diam turpis,
molestie vitae, placerat a, molestie nec, leo. Maecenas lacinia. Nam ipsum ligula, eleifend
at, accumsan nec, suscipit a, ipsum. Morbi blandit ligula feugiat magna. Nunc eleifend
consequat lorem. Sed lacinia nulla vitae enim. Pellentesque tincidunt purus vel magna.
Integer non enim. Praesent euismod nunc eu purus. Donec bibendum quam in tellus.
Nullam cursus pulvinar lectus. Donec et mi. Nam vulputate metus eu enim. Vestibulum
pellentesque felis eu massa.

4 Conclusions
Nulla malesuada porttitor diam. Donec felis erat, congue non, volutpat at, tincidunt
tristique, libero. Vivamus viverra fermentum felis. Donec nonummy pellentesque ante.
Phasellus adipiscing semper elit. Proin fermentum massa ac quam. Sed diam turpis,
molestie vitae, placerat a, molestie nec, leo. Maecenas lacinia. Nam ipsum ligula, eleifend
at, accumsan nec, suscipit a, ipsum. Morbi blandit ligula feugiat magna. Nunc eleifend
consequat lorem. Sed lacinia nulla vitae enim. Pellentesque tincidunt purus vel magna.
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Integer non enim. Praesent euismod nunc eu purus. Donec bibendum quam in tellus.
Nullam cursus pulvinar lectus. Donec et mi. Nam vulputate metus eu enim. Vestibulum
pellentesque felis eu massa.
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