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https://winmostar.com/|p/QE install manual jp win.pdf

[ZHELY. Quantum ESPRESSOZ# AV AM—JL T B,

@ LI FOURL&EYFe.pbe-nd-rrkjus.UPFEAFL.

Quantum ESPERSSOA > AL— LI ILF D T DpseudoZAILF [CAN
Winmostarz B #2819 5,

http://www.guantum-espresso.org/pseudopotentials/

PSEUDOPOTENTIALS

Admin PP Database

More about pseudopotentials

Naming convention for the pseudopotential
PSLibrary

Unified Pseudopotential Format

Standard Solid State Pseudopoteniials (SSSP), a collection of the best verified pseudopotentials,
maintained by THEOS and MARVEL, can be found, together with tests, on the Materials Cloud
(materialscloud.org)

PAW datasets for rare earths can be found on the web page of VLab at University of Minnesota

More information about pseudopotentials in general, the naming convention adopted for
pseudopotential files, the Unified Pseudopotential Format , and on other pseudopotential
databases, can be found via the links of the menu at the left.

Important Note: although most of these pset fals were or used with satisfactory
resuifs in published work, we cannot give any warranty whaisoever that they fit your actual needs.

(last updated April 7, 2016)
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.  SCFit&E

[A=a—] > [FLZ=2Uv 0,
2. BT ILTHILE ADfe.cifEfil, (T 74ILETILC:¥winmos7¥samples¥fe.cif)

X COCIFZ7A VIR RE LT ZHWTERTHZENTRETH D,
ZTORIEHERET IV Fa2—RITILOREFIEIZHELD ., LT OERETICHEMAEFEERT S,

FeBfI{&FIZDUVT
Crystal system: Cubic

Space group : Im-3m (229)
Lattice constants : a=2.8665 A
Asymmetric unit: Fe (0.0 0.0 0.0)

3. [E{AX] > [Quantum ESPRESSO] > [¥—7—KF&E|#7UvY,

=

AD | BIE(S) | V-IT) Fa-MFILLY) ALT(H)

IJE_ f‘iijﬁ'f.]\ 5| I:‘ MNumber

_ a
Re SEELS

32 Quantum ESPRESSO b £-J-FEE

OpenMX . Quantum ESPRESSO=NG

FDMNES b pwout 774 48E

o i T2~ (e it
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.  SCFit&E

1. [Output Directory]lZ"Create”, [Preset]IZ

SCF'%1EE I %,

2. [K Points]/Z*Automatic’Z 5 EL. ZNTFIZ"8 88 11 1"(RR—RR YY) &

AART S,

O Quantum ESPRESS0 Setup - o q
Oukput Direckory Create b
Basic | Advance | Spin | Phonon | Epsilon ' Dynamics
Preset SCF 1 1
Basic | sdvance | Dynamics | Options | Aktribukes Calculation SCF b
Calculakion SCF w | Total Charge [] o, — )
|| Automatically set # of bands
Autornatically Set # of Bands [ IMo Symmetry
8 [ ] Determine DS
_ K Points Automatic
k. Paoints Gamma W S0
ni 888111
no
no
Automatically Detect ibray
Set Cancel

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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.  SCFit&E

[Advance]? 7 %Bi=. [Cutoff Energy]®[Wave Function]lZ"30", [Charge
Density](Z"320", [Occupations](Z"Smearing”. [Smearing][Z"Marzari-
Vanderbilt", [degauss]IZ"0.01"#3EE 3 B,

A
—
Basic | Advance |€ Epsilon | Dynamics | ESM | Options | Attributes
Cutoff Energy [Ry] Occupations Smearing
Wave Function |30 Smearing Marzari-Vanderbilt
Chrage Density |320 degauss [Ry] 0.01
Convergence Threshold Mixing Beta 0.7
SCF (Energy) [Ry] |1d-6 Mixing Mode plain v
al
vdW Correction None v
Electron Max Step 100
Set Cancel

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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.  SCFit&E

[Spin]2 7 ZFAZE. [Spin]IZ"Spin-polarized (2)". Fe®[Starting Magnetization]
Z"0.6"ZHEET o

A

| I—
Basic | Advance Spin bn | Dynamicsg ESM | Options | Attributes
Spin SpiNpolarized (2) <

Starting Magnetization

Atom Starting Magnetization
Fe 0.6 <

Set Cancel

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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.  SCFit&E

[Attributes] 2 #RfE . [Pseudo Potential](Z "pbe-nd-rrkjus.upf'g €L . [Set]
95, "pbe-nd-rrkjus.upf'HELNMSFE (L. P. SO FIEIZHRELNT 71 )LZEpseudo
T4 IILF 128 L [Reload pseudo Files]/RA2>Z#09,

A

| I—
Basic | Advance Spin | Phonon | Epsilon | Dynamics | ESM | Options | Attributes
Mass Default V/I
Pseudo Potential pbe-nd-rkjus.upf <
Reload pseudo Files Open pseudo Directory...
Atom Mass Pseudo Potential
Fe 55.8452 Fe.pbe-nd-rkjus.UPF

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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.  SCFit&E

[E{A] > [Quantum ESPRESSQ] > [Quantum ESPRESSOZET|ZV)vo ¥ %,
ERITHIZ. T7MILVERFTENOEINDSDTIEL IEL., BETETITTRET S,
ZZ Tl {rIZ"fe_scf.pwin"&9 5,

MD | B%(S) | Y-IUT) F2-M7I(L) ANLT(H)
E-F3TEA 3| |:| MNumber
. A
v Re SELILS Jpg
2 Quantum ESPRESSO b £-J-FE 1
OpenMX b Quantum ESPRESSOZEiT
FDMNES b pwoutJ74 4R E
?rFtlx f :Eﬂ::‘nn P=od—2a3% (manut)

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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l. BandsitZE

SCFEtERRT#&. F—7— R TEMZEIE. [Output Directory][Z"Continue”,
[Preset][Z’Bands" &8 E 9 %, [Basic] 2 7 ZRE. [K Points][CTTFTRID KSIZA
A RAR

%] Quanturn FSPRESSO Setup - -
Outpuk Direckary Conkinue
Preset fands j 1
4 _
/1 N
Basic < Phonon | Epsilon | Dynamics | ESM rK P0|ntSJ 0) —F 0)
Calculation Bands v | Totg 7—_ # Z |\7|—: W 7 Z 0) Ijq ?é'\'.
[ ] Automatically set # of bands
# of Bands 8 g G 20
K Points Crystal W H 20

| G 20 A N 20
N2 9G 20
aG 20 - PO

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved. 10
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l. BandsitZE

[Advance]? 7 %Bi=. [Cutoff Energy]®[Wave Function]lZ"30", [Charge

Density](Z"320", [Occupations](Z"Smearing”. [Smearing][Z"Marzari-
Vanderbilt", [degauss]IZ"0.01"#3EE 3 B,

A

e——
Basic | Advance < n | Epsilon | Dynamics | ESM | Options | Attributes
Cutoff Energy [Ry] Occupations Smearing
Wave Function |30 Smearing Marzari-Vanderbilt
Chrage Density |320 degauss [Ry] 0.01
Convergence Threshold Mixing Beta 0.7
SCF (Energy) [Ry] |1d-6 Mixing Mode plain v
d-4 -
vdW Correction None W
Electron Max Step 100
Set Cancel

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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l. BandsitZE

[Spin]# T ZBAE. [Spin]IZ"Spin-polarized (2)"'&&EL. [Set]T %,

Basic | Advance | Spin bn | Dynamics AESM | Options | Attributes
Spin Spintpolarized (2) €

Starting Magnetization

Atom Starting Magnetization

Fe 0.6

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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l. BandsitZE

[E{K] > [Quantum ESPRESSO] > [Quantum ESPRESSOZE{T|&#/Jvo3 3,
274 )Ll fe_bands.pwinl&d 5,

MD | BfR(S) | Y—ILTY) Fai—-FIFLLWL ALTHY

UE—FZafiEA al [ Mumber
]
v PRe FEEEILY _5;
Qutnaurn ESPRESSO b F—1—FER7E
FOMMES b Quanturm ESPRESSOEH’%

i1 EF PRECISE GM pwoutlrf LR

Wirmostar Fo¥—Zal (pwout)
ETEE
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l. BandsitZE

[E{K] > [Quantum ESPRESSO] > [/\> Fi&&E1 0 vo3 %, 9 output
directoryZzE NN A5D T, TIHILETEEIN TS " fe_scf_qge_data"T[OK]3F 5%,
F1-. SCFRtEDH AT7AMILEBE I NED T, TIAHILLTEIEND
"fe_scf.pwout"Z B <,

MD | Bi##(S) | v-IL(T) Fa-M7IL() NLT(H)
IJE_ f“ﬁijﬁl :l I:' Number
. A
v | Re ZEOLY y
0 79 Quantum ESPRESSO  »|  F-T-FEE
OpenMX » Quantum ESPRESSOZE{T
FDMNES 3 pwout 74 JI48E
prefix = “wm’ .
Du’r_dgjr =d_’[::¥|;|g. F=)—Za (pwout)
pseudo_dir = -
verbosity = "hil ETER
calculation = 7| —_—
restart_mode = L?deiﬁ
AT ivIL IR
1 Fe 0.00000 -
!f?f‘ﬁﬁ[:?
KEERE

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved. 14
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l. BandsitZE

[obtain labels from input file]lZFvoZ& AN b Ebandsst ED A L7714 ILEH
MBDT, TI4HIETEIENTLVS" " fe_bands.pwin"ZB<, ZD&[Draw] %1
FEup, dOWnREVENFND /AN RIEEL BRSNS,

& Band Structure - O

Path: | C:¥Users¥sakamaki¥Desktop¥work¥wm¥trunk¥release32¥UserData¥fe_scf_ge_data, C:¥Users¥sakamaki¥De! Bands
¥work¥wm¥trunk¥release 32%¥UserData¥fe_scf.pwout

". .
R S K_POINTS
. . v
b o
N - qG
L] H 2
.3 N2
. ‘;] c
o:. g
s -
> .
2, .|
& H
2 K
) R
c .
= 5
ooooooo :‘..0:.......
"“-:; e N——
ooooo ..tlloo..”“"
feetla,,, ot
seegjertine
ot |

P

Draw
Excel Close

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved. 15
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1. DOS:Et&E

BEX—J—FERTEEZHRE. [Preset]l’DOS 48 E 3%, [Advance] 27
B . [Wave Function](Z"30", [Charge Density]IZ"320"&$8E 9 %,

&4 Quanturmn ESPRESSC Setup - B
Outpuk Direckary Conkinue W
Preset fands I 1
vd
Basic | Advance Ql 0 | Epsilon | Dynamics | ESM | Options | Attributes
Cutoff Energy [Ry] ccupations Tetrahedra v
Wave Function |30 Gaussian
Chrage Density |320
Convergence Threshold ixing Beta 0.7
SCF (Energy) [Ry] |1d-6 Mixing Mode plain v
al
vdW Correction None W
Electron Max Step 100

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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1. DOS:Et&E

[Spin]# T ZBAE. [Spin]IZ"Spin-polarized (2)"'&&EL. [Set]T %,

Basic | Advance | Spin on | Dynamics /ESM | Options | Attributes
Spin Spinpolarized (2) &

Starting Magnetization

Atom Starting Magnetization

Fe 0.6

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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1. DOS:Et&E

[E{K] > [Quantum ESPRESSO] > [Quantum ESPRESSOZE{T|&#/Jvo3 3,
274 )L4& LI fe_dos.pwinl&d 5,

MD | BfR(S) | Y—ILTY) Fai—-FIFLLWL ALTHY

UE—FZafiEA al [ Mumber
]
v PRe FEEEILY _5;
Qutnaurn ESPRESSO b F—1—FER7E
FOMMES b Quanturm ESPRESSOEH’%

i1 EF PRECISE GM pwoutlrf LR

Wirmostar Fo¥—Zal (pwout)
ETEE
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[E{K] > [Quantum ESPRESSO] > [/\> Fi&&E1 0 vo3 %, 9 output

1. DOS:Et&E

directoryZEMNAD T, TI4ILETEIXN TLVS"fe_scf_ge_data"T[OK]T 5,
F1-. SCFEHHEDHAT7AIEREMINDD T, TIAHILFTEEINS
"fe_scf.pwout"ZF<,

2017/4/6

D | BiE(S) | Y-IKT) Fa-MZIMY) NLT(H)
al [ | MNumber

JE—F=adiz A

Re BE2KIWY

Z= Quantum ESPRESSO
OpenMX
EDMNES

prefix = “wm’

L4

>

k

outdir = “C:¥lUs
pseudo_dir = °C
verbosity = “hi:
calculation = 7
restart_mode =

A

>4
F-7-FEE
Quantum ESPRESSO=iT
pwout 774 JI48E

P-A—Z3% (pwout)
=EFEE

LowdinE &

AT L IRLE-DT

o FERE
HEEE D}
JOLZE

Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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1. DOS:Et&E

[Draw] 229 & up, downREVEFNFNDDOSHERTRENS,

& Density of States - O

Path:  C:¥Users¥sakamaki¥Desktop¥work¥wm¥trunk¥release 32¥UserData¥fe_scf_ge_data, C:¥Users¥sakamaki¥Desktop DOs
Ywork¥wm¥trunk¥release 32¥UserData¥fe_scf.pwout
®)Dos
() Integrated DOS

|| Specify range

[#] shift origin to Efermi

DOS [states/spin/eV]
=
|

Energy [eV]

:

Excel Close \F

2017/4/6 Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved.
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