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VERE 724 (Si_scf) Options¥ 4 > - P SR |
- Frogram FUSCEF +.5.2.1 {zvn rev. 11758) =tarts on GENowi02Z at 20:59:1%5
& i ek llel wersion (MFI)., running on 1 processors
[@® worki_eE_SCF END ==t occupied. lowest unoccupied level (ev): 6.2986 6.9928
\ 1 energy = —-19.14764338 Ry
\l estimated =cf accuracy < 0.00000019 Ry
The total energy i= the sum of the following terms:
one—electron contribution = 5.12467323 Ry
hartres contribution = 1.17611561 Ry
- contribution = -8 65227141 Ry
ewald contribution = —-16.79616079 Ry
convergence has been achieved in 6 iterations
PUSCEF : 3.565= CPU 4.12= WALL
PH33 (work1_QE_SCF) Thi=z run was terminated on: 20:59:19 EHowz2022
’.‘j Coordinate (Initial)
'.'j Coordinate (Final) 3
@ o [o=1,
[ Log (Extracted) ( '
SCF Energy Change o
E’ Density of States

m winmostar copyright 2008-2025 x-Ability Co., Ltd.



M SCFEIRETHIEGI SIS

1. SCFEtEMUIER ULIRVLGE (FIRRBICABORT &R RENFE T, H—YV)LZEworkl_QE_SCF(CE
Rd&E [IT5— : convergence NOT achieved after ** jterations:--| &FRESNET,

2. M (9—0270—S88%E) 20Uy oL, [#ME>adzEzTLErIN? ] CEMESELWE
DU IULET,

3. [Z370#MEEmdEEIT AT ZERL TSV ] ERRSNIZ ST dD= 3 T Z2&EIR
LOKZzO Uy O ULFET ., EEMNTRNZSEWEZIUYIULET,

4, BRYIOZ3TERRRICD—DITIO—RET1 > RUTHERHZRAER L3 TEERKITLET,

v F0325h - @ JToBET0rEITIEER - o x
PERET LA (si_scf2) Options ¥ 2] _
- e GO OERE AN A EERLT{EED
o | -
© work1_QE_SCF ABORT e /}_} 2 i 20774 b A7 LARFR
M EETIUTFICET ] ' workl_QE_SCF ABORT Local Job Local
£ 381 work1_QE_SCF
{458 ABORT
a JO0774 ) Local Job
HH 74 ER: Local
Th3z (workl_QE_SCF) JaJE: Execl

I5—: convergence NOT achieved after 2 iterations: stopping

[

d Coordinate (Initial)

e X
#EUITERALEIH ? |
VLADSEEETFORE TRV FRENT.

WA vl Fotl
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LABE. #E52 UTCWERRIRBLISNIRFw T elEET I,

1. JOSITOMRERIVFZOEEI A WG THRERDIEETAILSY (CTlE

workl _QE_SCFEUFETY) Z#0UwIULFT,

2. 7223 > TSCF Energy Changez/ZUw /2923 &, SCF Energy Change™ - > R
2. Quantum ESPRESSOMOHMEstimated accuracyd 7 Ow MHHEIRLE T,

3. 2 L/=5Closex 27 w2 UFET,

mﬂ winmostar copyright 2008-2025 x-Ability Co., Ltd.

¥ 70¥1hk @ SCF Energy Change — ] X =
PEEDHLE Options ¥ ]
— — Path: C:¥Users¥ytaka¥OneDrive¥work¥2025¥tutorial_calc¥QE¥Si_scf.wmpjdata¥work 1_QE_SCF¥pw.pwout
& A
[@® worki1_eE_scF END Property Estimated accurac
1.00e-2
__ 1.00e-3
=
T
PH= (work1_QE_SCF) g 1004
A coordinate (Initial) E 1.00e-5
4 coordinate (Final) j:
T y
@ Log E 1.00e-6
Log (Extracted) = 1 00e-7
[ SCF Energy Change (
< Density of States 1.00e-8
% Projected Density of States 1.00e-9
[ Band Structure 0.0 10 20 30 40 50 6.0
# of SCF Cycles
[* Lowdin Charge . 51922 Y- 0.0
- h
[= Bader Charge Show Setting Refresh  Options... ¥ Coce
< Charge Density
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1. OSTO MRERIVFZOEEI A IS THRERDIEE T AILSY (CZTlE
workl _QE_SCFEUFETY) Z#0UvwIULFT,

2. 7933 >7TDensity of Statesz/7'Jw /2323 &. Density of States™ -+ > ROUMFHE.

REEZEDOTOY bHIHIRUET, I\ RFrvwITET > ROTEPTHERTEEI,
3. 2 L/=5Closex27 w2 UFET,

¥ J0¥Idb @ Density of States — O X |
{EZEZ#)H (Si_sch) Options ¥ |
» Path: C:¥Users¥ytaka¥OneDrive¥work¥2025¥tutorial_calc¥QE¥Si_scf. wmpjdata¥work1_QE_SCF
EW ey ¥ Users¥ytaka¥OneDrive¥work¥ 20 25¥tutorial_calc¥QE¥Si_scf.wmpjdata¥work1_QE_SCF¥pw.pwout
[@ work1_eE_scF END ©O0oos
(O Integrated DOS
2.0
18 () specify range
16
> 14 .
K, 13
Phas (workl_QE_SCF) s 12
o .
1 coordinate (tnitial) m-ﬁ 1.0 8 shift origin to Efermi
(j Coordinate (Final) 8 D8

@ Log 0.6
Log (Extracted) 04
SCF Energy Change 02
“ Density of State: 0.0
“j ——L : ( -12.0 -10.0 -8.0 6.0 4.0 -20 0.0 20 40

E Projected Density of States
E‘ Band Structure

Energy E - E(fermi) [eV]
[ Lowdin Charge
(% Bader Charge

Show Setting Refresh Options... ¥ ‘
[+ Charge Density Estimated Band Gap [eV] 0.59 (vBM: 6.21, CBM: 6.80) < Draw Close
A
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1. OSTO MRERIVFZOEEI A IS THRERDIEE T AILSY (CZTlE
workl _QE_SCFEUFETY) Z#0UvwIULFT,

2. 7233 >7TProjected Density of Statesz/7Uw 23935 &. Projected Density of
StatesU 1 > RONWRHE. BIOIREEEDTOY MHIHIRULET .,
3. R LUIEBClosezo w2 UET,

y Jo¥Ibk @ Projected Density of States — (m] X r
EEIAH (Si_sch) Options ¥ |
: Path: C:¥Users¥ytaka¥OneDrive¥work¥2025¥tutorial_calc¥QE¥Si_scf.wmpjdata¥work1_QE_SCF
e 0] e ¥sers¥ytaka¥OneDrive¥work¥2025¥tutorial_calc¥QE¥Si_scf.wmpjdata¥work1_QE_SCF¥pw.pwout
[@ work1_eE_scF END 8 shift origin to Efermi
22 Band
B Total
20 @ 1s
— atm#1(SI)_wic#1(s) 1Si
1.8 — atm#1(SI)_wfc#2(p) @ 2si ‘
16 — atm#2(SI)_wfc#1(s)
= — atm#2(SI)_wfc#2(p)
P53 (work1_QE_SCF) ° 14 — tot
A coordinate (Initial) £ 12
= Check atol i i ,
A Coordinate (Final) = 14 iz L
= o
Log & 08
Log (Extracted) 06
SCF Energy Change 04
(% Density of States a2
[ Projected Density of States I¢ 56
B’ Band Structure v -120 -100 80 60 40 -20 00 20 40 60
) Energy E - E(fermi) [eV]
[# Lowdin Charge %67 Y14 4
E D e Show Setti Refresh Opti ¥ ‘
[« Charge Density Close
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1. JOSITOMRERIVFZOEEI A WG THRERDIEE T AILSY (CZTlE

workl _QE_SCFEUFETY) Z#0UvwIULFT,

2. 733> 7TBand StructurezZUw /293 &. Band Structure™ - > RODEHE, />

RigEon7TOw MHIHEIRUET,
3. 2 L/=5Closex27 w2 UFET,

y 70¥1ok @ Band Structure
PEEI#)H (5i_sch) tions ¥
Options Path: C:¥Users¥ytaka¥OneDrive¥work¥2025¥tutorial_calc¥QE¥Si_scf. wmpjdata¥work1_QE_SCF
SR WiE fUsers¥ytaka¥OneDrive¥work¥2025¥tutorial _calc¥QE¥Si_scf wmpjdata¥work 1_QE_SCF¥pw.pwout
[ @ worki1_eE_scF END
6.0 ‘s
o A N
10| ’ 3
- d\..‘ .‘.. .‘.._-’\Q/
:
Ph3s (work1_QF_SCF) = 00F, o
E ':'c .'. .':' -
1 coordinate (Initial) 2 20 o o i3 '-. :
(j Coordinate (Final) < E o . "'. £
e X . o .
& oo g “ “
Log (Extracted) E 6.0 5 ‘...'
SCF Energy Change 8.0 ‘:——-C..
[ Density of States & -
[# Projected Density of States 100 . * "... 'y
E‘ Band Structure ( 12.0 or” u
% Lowdin Charge r X w K r L U w L KU X
- h
[% Bader C arge Show Setting
E‘ Charge Density |

B Obtain labels from inupt file

C:¥Users¥ytaka¥OneDrive
¥work¥2025¥%tutorial_calc
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I i
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1. JOTV MRRIVFZODEEIA I TUHRERDIEET ALY (CZTIE
workl _QE_SCFEUFETY) Z#0UvwIULFT,

2. 733> CCharge Densityz2oUw U335 &, BENWLUIEHNHRNIZOEWinmostar
ViewerViE#H UBFEENIRNTRRSNET . SEROETEZZE UL VEE(ECube
Plotr > R DIsosurface ValuezZ®E  UDrawz2 w2 UZEY,

OO Lengin= £.45160 Angle= " DInedral= ~ Lper= °

‘ © oo @ Winmostar Viewer V11.3.1 pp_density_comp.cube isoval=0.03 — O X
= 1
= File y File View Help
vy 70¥1hb
VERE72 )V (Si_scf) Options ¥
& i HaE
| €© worki_eE_scF END |\
1 041824
@ cube Plot — O h'e 041669
File(E) I I
P53 (work1_QE_SCF) C:¥Users¥ytaka¥OneDrive¥work¥2025¥tutorial_calc¥QE¥Si_scf.wmpjdata¥workl _C
d Coordinate (Initial)
1 cCoordinate (Final) — I I
— cube Manipulation |map v | File 1 pp_density_comp.cube e
B o e~
Log (Extracted) File 2
SCF Energy Change Parameters I
[% Density of States Draw Style |smooth | @ Draw boundary I

< Projected Density of States
[# Band Structure

Isosurface Value 0.03
[ Lowdin Charge
(% Bader Charge Max 939

[E' Charge Density \
F-min 0.416689992  3.05099995E-03
= Show in Explorer
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