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rather complete list of acknowledgments).

E

E
54
Ne

T
g8

4
[

97
Ac

Wl winmostar Copyrlght 2008-2020 X-Ability Co., Ltd.

Aupbe-dn-rekjus_psl.01.LUFF
Origin: P& Library

Author: &DC
Generated using “atomic™ code by 8. Dal Corse w.5.0.2 svn rev. 9415

Pseudopotent ial type: USPP
Functional twpe: PBE
Hon Linear Core Correction
Gscalar relativistic
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Space group : Fm-3m (225)
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Asymmetric unit: Au (0.0 0.0 0.0)
BEEEEAH: 25 A
I5—1E%:(100)

3. Y=I)U—DV)L)\—

4. & (F—IJ—REE)ZIIVYVIT D,

BHS,. Quantum ESPRESSO% 3 &EIRY 3.,

MOP AC e

MOP A

CHNDODSS

GAaMESS

Gaugsian

MWshe m

Gromacs

LAMMPS

Euantum ESPRESS0
Dpen bl

FOMMHES

¥

-CaHS

N

Ulll winmostar copyright 2008-2020 X-Ability Co., Ltd.

-CH3



I. SCFEt&

1. Reset-/NY>%=T0UwvI9F3,

K_POINTS(CautomaticzigsEL. 441110 (RR—AXYD) EAHT B,
3. occupations(CsmearingZzigE 9 3.

N

@ Quantum ESPRESSO Setup - O X
Output Directory Create ~ l
Preset SCF v [Jusempr 1
Options Properties Pseudo Potentials
Basic Advance Spin/DFT+U Phonon MD ESM Other
calculation scf v ‘ [CJsetibrav = 6 and celldm

[Jusenbnd (# valence bands: 33) 8

ecutwfc ‘25.

K_POINTS automatic trho [225. |
441110 | charge . ,I
y 4
occupations [smearing| <
none q
none
[[]set default k-path [ tprnfor [tstress

[Onosym [ noinv

Reset... Save. .. oK Cancel -

YN winmostar



I. SCFEt&

1. Pseudo Potentials¥~(CTC.
Pseudo Potential(Cpbe-dn-rrkjus_psl.0.1.UPF&Z15E 9 B,
% pbe-dn-rrkjus_psl.0.1.UPFAE\ZE (. P. SOFIE(CHEL \pseudo T 7 1)Lz
pseudoJ A LA (CHEML. Reload pseudo Files® 2w 293,
2. RunzoUwvw2oU. Jr7AI)l&%Zau_slab& URFT D,

@ Quantum ESPRESSO Setup — O pe
Output Directory Create v I |
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Pseudo Potential pbe-dn-rrigjus_psl.0.1.
Reload Pseudo Files Open Pseudo Directory

Atom Mass Pseudo Potential Download Pseudo Files...
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