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(' Computation Sever: )

Servers: 10.250.112.33:22:gx v Edit
Host: ( 10.250.112.33 ) Port:
User: [ gx ) Pass: | sssessse )
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@ GxInstructor

@ ToolBoxes View Settings Calculator Help
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Login Remote Explorer

15 fhome/gx/gxftest1/

@) [10250.11233

T & = gx@10.250.112.33: |fhome/gx/gx/test1/

Modified Time ~ ~

& |v = romergy | . f,?
2015.41.21/ 2015-11-21 15:4] | \\V‘
@ and/ 2015-11-21 16:0; ‘ ! ,|
bin/ 2017-09-25 15:0¢ )
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d Dovmioads/ 2027202 CONTCAR DOSCAR m IBZKPT ’IN(:;R. r iob.pb KPOINTS
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= A 2016-04-27 11:5¢ ?.f,? P&Q Pf,?
Aul3/ 2016-12-15 09:5¢ NP e A\ Lot
FeSe/ 2017-07-07 14:5: o L)
Gaas/ 2015-11-21 15:0¢ POTCAR
A NewFolder/ 2016-12-06 13110 OSZICAR OUTCAR PCDAT PROCAR te5t64 e122
5 v [1 test1/ |2017-09-28 10:0¢
. DOS/ 2015-11-21 14i5¢ VASP f_\Q Q
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& 2.2.2 Remote Explorer

= EENI ARS8 - HOME H 3% BLFTA ISR Je e i, il mivi, il EirE.
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R SR AT DA, 2 Y BUARDR B (g o e (IR PEIRD o
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3%, RE W] DAEFEBRFE RIAHOC H 3. ] DL 5530 s s e RS sl il B A7 g 0 B 3%, T
T AR 5% 285 BRI IS B (8.1)

Saved Working Dirs

[home/users/gx/test
[home/users/gx/test/newtest/
[home/users/gx/textQE/
[home/users/gx/test/test2/
/home/users/gx/De...CdSe-bands/bands/
/! Ih ome/users/gx/te...ewtest/NewFolder/
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Refresh_RemoteDir

Create New Dir
Download with WinSCP

Copy INCAR POSCAR KPOINTS POTCAR
Paste

Rename

ws| PBS QSUB
: Add Folder To ProjectManager

Perform VASP Calculation
Conducting NEB Calculation
VASP Analysis

Perform QE Calculations
Conduct QE Chain Calculations
QE Analysis

2.2.5 SCPFSRANSTAF YA B S R

DOS/ 2017-08-26 23:17

CDNTCAR 5")n1 C_.N7-1Q 172:14 7042
d050152‘ -.f‘-‘_’ Open In Remote File Editor

dos.0152¢ 1] OpenInNewPOSCAREditor
DOSCAR Download with WinSCP
EIGENVA'. ownload wi n
IBZKPT QJ Copy_All
INCAR Copy INCAR POSCAR KPOINTS POTCAR
kill.afterm L paste
KPOINTS
log.out Rename

ACTITAARD

ANAE AT 40 4744 47240
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ToolBoxes View Settings Calculator  Help
\E\ Projects & Jobs Manager ' Atom Calculators Settings QE
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L. DOS Siever Szl v Bond Atomic Properties _ e
. View along Axises * ' (all I Siesta
=~ Bands Builder Remote Server Commands Settings P
o v Axis ustom
w1 . Edit Saved C tational S
.| Trajectory Tracer N it Saved Computational Servers . o
S8 Charge Viewer v Fixmode AL
771 UT NEB Analysis Symbols
~" Distances
Fermi Surface
FileEditor
Shown on ToolBar
Kl 2.2.6 KHA=

TR B AR T PR N WRARSY, DA — e RGN B 1144 . ToolBoxes & Graphic Instructor
Wk E T EFEF, A Project & Jobs Manager 7] /32 BLAR S5 88 i 28 (K455 SCHF VASP oAb 7
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(a) Calculator Settings:
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G Settings for Calculators

|C:/ngram Files (xB6)/Graphic Instructor/settings/calculators/

Custom1 VASP

Affiliated Files

Filename (RegExp)

Q
E
ﬂ
E

oon ||

Save

External Program

Parameters

Open

O Local

‘m,’bin/my.exe

| [sFilename 22 2 |

@ Remote

) Local

‘m,’bin/expcell

| [sFilename 22 2 |

@ Remote

® Local

wnloads\VEST A-win64\VEST A-win64\VESTA.exe| |$Fil

O Remote

® Local

. Program Files\OriginLab\Qrigin9\Origin9_64.exe| |SORIGINFILE |

O Remote

O Local

O Remote

O Local

O Remote

O Local

O Remote

O Local ‘ ‘ ‘

O Remote

2.2.6-1 Calculators [ 3 FiiH

IR T 24HT 13 B 1Y Calculators, 1% UUIHIH 1] calculators Y H 3% “C:\Program Files

(x86)\Graphic Instructor\settings\calculators” H1 ft) LA 3 1 g o e

» This PC » Windows (C) » Program Files (x86) » Graphic Instructor *» settings » calculators »

2 Name

Custom1
Universal
VASP

£

Date modified

10/19/2017 2:51 PM
10/19/2017 2:51 PM
10/19/2017 2:51 PM

Type

File folder
File folder
File folder

BEAPEIL T, B Caleulators BIWE, — N2 VASP, B —N& H & X1 Calculator, #
7 A Custom1. Universal &%} 145 Calculator ¥Ji& I W B . £ calculator H3 B, NA
—™ settings.txt S3CfF, 11 511% calculator FISCAF RN 2, 73— e bR SO, 17E
A png ¥ AT E PR A, FT Remote Explorer 7R



» This PC » Windows (C:) » Program Files (x86) » Graphic Instructor » settings » calculators » Custom1 »

A~

~

Name Date modified Type Size
ICONS 10/19/2017 2:51 PM File folder
@ settings.txt 9/25/2017 3:31 PM TXT File 2 KB

Filename (RegExp)

Setting.txt 1] DL B 2.2.6-1 Sk € AH A bR T 720, -

External Program Parameters

Local

0 g |~jbin,fmy.exe | |$Fi|ename 222

Remote

ML T LB SO R R, BB AN R A RE S IE N R IA I S, B
\w+\.input /& windows H 34 *.input FIIENRIA, BNEHRY input FIFTA 3. 2=
1EFE Local/Remote NFTFFZ A AR RIIFEST, RAHLIY) (Local)id A2 Al 55 7 i 1)
(Remote). K &MRSS#ui. & DU ANAER R P R 12 . SR A2 T =2 H
S5, HArSFilename AREFTIEF /4,  (Origin 9 BT Bk EEAT T ascii £¥5 ¢
{1, Graphic Instructor 5& X 7 SORIGINFILE [ 5 A\ F| Origin F1 [ T/ERKE)

(b) Atomic Properties:

save Restore Defaults
1] R Fe
= m - .
G
f30] [o8 B is6] 140
Size  Bond Size  Bond
Se R
= @
G
fo3] 115 B

Size

Bond

! @ POSCAR Editor #1 - = =
/home/users/gx/FeSe/NEB/ Open Single Atom: Dhspokcement: Multi Atoms:
a X :
O Local JCONTCAR Save to Local [] select Mode [ Areapick | Del
2 ["] Mouse Drag i ;
®) fudannhpcc.cn: .../CONTCAR Save to Server
- Clear
Jirect->Cartesial Recentering Show bonded atoms in Neighbor images

B ["] Draw supercell
{ ] AFM - MAGMOM of IN¢ ¢
3 X vl |2 i1

upercell I

Atomic Properties R AUITAHIC ARSI 15, iR TRYER (BRI BRER RS ) 45
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(c) Edit Saved Computational Servers:
e CAEE IR S A E S, AHubk, WO, A%, B, VASP 2 R B ik
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(% Edit Servers ? X

New Server : User fudannhpcc.cn:13999:gx - DELETE

Host: |fudannhpcc.cn | PBS TYPE: PBS_Linux Choose Types  ~
Port: [13099 | ~/gsub/run_gsub 1 12 vi
~faqsub/qsub qe.pbs
User: |gx |
Password: |o¢.oo¢o. |
QSub Cmads:
I:‘ Use keyfile
Keyfile: false
VASP:
BIN Path: | | /home/users/gx/test
. /home/users/gx/test/newtest/
POTCARs_Dir: |jhomefusers/ngvasp/potj | /home/users/gx/textQE/
/home/users/gx/test/test2/
Q.E.: Saved Working Dirs: /home/users/gx/Demo/Bands/CdSe-bands/
bands/
BIN Path: | | /home/users/gx/test/mynewtest/
NewFolder/
Pseudo Pot Dir: | |
Siesta:
~
BIN Path: ulimit -s unlimited
# Setup the OpenMPI topology
Script Part I (head): n_proc="%(cat $PBS_NODEFILE | wc -1)
cd $PBS_0O_WORKDIR
v

Script Part 1T

e ot e h‘lca btl openib,self -np $n_proc ${QE_bins}f\

View PBS Script

Save & Update Cancel

(d) Set defaults:
G Dialog ? x

Systems QE VASP Slesta

Local Storage Path: ‘D:,’Lacaljtorage Select

Cancel
AL ¥ B A HL A7 A% H 5% Local Storage Path LK —1% calculator FIERIN X E .




(e) Remote Server Commands Settings:

BEAFRI RS SR, DLRGE AR 55 & AAb BT 3.

@ Remote Server Commands Settings

? X
Remote Server Type: PBS_Linux ~
PBS Commands Settings:
gstat: gstat gstat -u: |gstat -u
qsub: |gsub gstat -f: |gstat f
qdel: |gqdel gstat -a: |qgstat -a
Reqular Expressions for rephrasing the infomation:
Jobid from Submitted info:
(MdH)\.?
Job Path from gstat info:
\binit_work_dir\s?=\s?([a-z0-9A-7Z_/1*)|\bPBS_O_WORKDIR\s?=\5?([a-z0-9A-7_/[1*)
Job Name from gstat info:
\bJob_Name\s?=\s?(\w+)\,?\b
SAVE & UPDATE Cancel
H BT SR Linux-LSF+ Linux-PBS MIRIAIEISTI SLURM 248, A ESCIHE H e
\ C:\Program Files (x86)\Graphic Instructor\preset files\PBS Servers
A Name - Date modified Type Size
@ (SF _Linux.txt 11/6/2016 2:06 PM TXT File 1 KB
@ pBs_Linux.txt 9/2/2017 3:36 PM TXT File 1 KB
@ SLURM_YinHe txt 11/6/2016 2:03 PM TXT File 1 KB

TRANE 2% LA $TIF putty. winscp FUEUET A A7 (i H 144, & $T7F Project&Jobs Manager

FRIH% 4 -

T putty, JFEINERB24ET LIEH
fTIF 2500 AR B % Pxt B A A A7 6 H o

|
26w o TFFIR AR 25 TR 28

THWInSCP, FHHANEFE|4H] TIEHF
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Login Remote Explorer Remote Cmds Log

Rmmmmmmmﬁ—ﬁﬁﬁm%ﬁﬁﬁa% \ £ruy

Local Folder: D:fLocal_Storage/10.250.112.33/) Te } ,Ztgﬂi_llj]:ﬁ }{TJ‘EE_E"] i—’l_ﬁﬁ H=x, _]‘\,—‘_EZ}'T}F ‘ " Winsp

Cmds History:

qstat -u gx PBS Commands: =

total 324

spie 15 ae

T EENAE LSRR | ARG B AR L]

root 4022 Sep 25 09:47 CONTCAR.vesta

root 4096 Nov 21 2015 Dos e
root 40109 Dec DOSCAR un
rest 1237 Dec EIGENVAL

rost 357 Dec IBZKET —

root 3713 Nov INCAR j\j‘_ﬁfif@'tﬂ %

root 227 May 1 job.pbs

root 29 Sep 2 KBOINTS

root 76 Sep 2 2 long_long_long_long_long_folder

root 2321 Dec OSZICAR

root 10018 May 1 OUTCAR

root 234 Dec PCDAT

root 86 Sep POSCAR

root 195673 Nov POTCAR

root 6985 Dec PROCAR

root 4096 Nov static

root 24 Nov testéd.

zoot vasp.o asub
root 1541 May vasprun. o -1ty

reot 0 Nov WAVECAR

root 1028 Dec XDATCAR AR s

root 103 Nov 2 y.e321

root 106 Nov y.0321 Frequently Used Commands:

| RAEEANGSY e

qstat -u gx

L e AR B A 21T | | [*

K 2.2.8 imfE a4

TAE AT QAT AT AR A m e a2, IR a Rt . A MRS S & 4L fdr<, R
dr Hi%IEAT.



4. VASP INSTRUCTOR DL RAE 43838

A B 390 Y e 4 B 0 ki Perform VASP Calculation”lf, 44T TFVASP
INSTRUCTOR” ([ 2.2.9) , nRARS#% L2410 H X CAAFAE VASP AN SRR, & F#EE H
PR (B 2.2.10) 2 B H AR SCAE, WS AVEH ) VASP INSTRUCTOR 241 14 H (% A SCA

I RAE N 2 IFATIT

(3 VASP INSTRUCTOR - O X
@ Settings View
Local: D:/Local_Storage/10.250.112.33//home/gx/gx/testq/ f
(®) Remote: 10.250.112.3 [/home/gx/gx/testd/ |
INCAR
Preset INCAR Types:
/Al \/ Relaxations \/ Static/NonSCF /" Molecular Dynamics /" Bands Structure \
Calculation Type: - ~ | |Reload local INCAR
INCAR Kevwords Settinas: = Expand All
Tonic Precisions: System seftinns: )
wear: [ ]
neore: [ ]
0oS ear: [ ]
ISTART: =
Electronic LDA+U Write Flags )
van der Waals
Molecular Dynamics UT NEB
Others
Save Pre Next

%] 2.2.9 VASP INSTRUCTOR H [1'] INCAR Editor



& pownload Dilaog

Downloading from Server: 10.250.112.33

/home/gx/gx/test8/INCAR
/home/gx/gx/test8/POSCAR
/home/gx/gx/test8/KPOINTS

Overwrite | Download

0%

Local:

Exit

K 2.2.10 RS A

VASP INSTRUCTOR %5 — T /& INCAR Editor (%] 2.2.9), 7] PL%w#%E INCAR. Zw#E1F INCAR X J5 4
next, <> ¥ POTCAR Editor(/&] 2.2.11), "JLLUEBAEAMfLEETER, CLRAHN S R
next, 2xHi¥l POSCAR Editor (] 2.2.22) , A LA%i%H POSCAR. Fii% next, I KPOINTS Editor

(& 2.2.23) , 4w KPOINTS, % next, H¥H PBSServer 71 (& 2.2.24) , AL ig; 4 ML
PR EESH, A RS SRS SRS (0 PBS) . J<T INCAR Editor, POTCAR Editor,
POSCAR Editor il KPOINTS Editor LA ESTE T LT 4375 FEAE -

IR AR 55 4% L2490 H O e R 4 T A, A DMER] 55— s S TR S5 0%, Bk

AL - ,@\EEIEJ SEARHEN PBS Server , WEFEEAMA LW AT, AT BRI 4
SR AR GE (U PBS, ARG R E 8.2). HMINIEAAL S A= MILININESS B30 HAE S5 & B 48
(82.2.25) , EFBEIE(T)HH, HRIREZFAESZSMAZ (7 BH .



@G VASP INSTRUCTOR
@ Settings View

local:  DifLocal_Storage/10.250.112.33//home) gx/gx/tests)

[m]
ad

By

(®) Remote:  10.250.112.3° | /home/ax/gx/testd;

INCAR POTCAR

{

Period

Pseudo Types:

Used Elements:

8880668a
» - HEHEEEE
8600886 M
86888608
B868aa808
088880
=
BH86a8
8868808
m
8806808
[=]
H8G8808
3
86068868608
o c
a88a8a88aL -
B8 868680
m
=
860600
(z]-Je]of-)

g
@
!

86686608
3E

-

3
215

o
a6

/] 2.2.11 VASP INSTRUCTOR HL[] POTCAR Editor
G vASP INSTRUCTOR - D
@ settings View
Local:  D:fLocal_Storage/10.250.112.33/fhome/gx/ax/test8] ’

(®) Remote:  10.250.112.3: |/hy

INCAR  POTCAR  POSCAR

Direct->Cartesian ReCentering Open POSCAR

[] select Mode
s
10
27270 )
zzzzz ee  Clear
;;;;;
H
2
Drect
i)
03505

L

[] MAGMOM in INCAR:

Save

INCAR not edited!

Multi Atoms:

¥ Aveapick [l

Y

T F

z Mx My M2

Pre Next

%] 2.2.12 VASP INSTRUCTOR Hff] POSCAR Editor




G VASP INSTRUCTOR

@ settings View

Lol D:fLocal_Storage/10.250.112.

(®) Remote:  10.250.112.3: |home/gx/gxftests/

il

 INCAR  POTCAR  POSCAR  KPOINTS

i [ General \/" Line Made \/”Mesh-Grids \

0 .

Monk Horst All Preset KPOINTS: MonkHorst:
555

ooo

Gamma Centered:

%] 2.2.23 VASP INSTRUCTOR H.ff] KPOINTS Editor

(} VASP INSTRUCTOR

.Mngs\ﬂew

) Logal:

D:/Local_Storage/10.250.112.33//home/gx/gx/tests/
(®) Remote:  10.250.112.3: |/home/gx/gx/tests/

INCAR  POTCAR  POSCAR  KPOINTS  PBSSERVER

e
(Poscar)

Method: Monkhorst

555

2.2.24 VASP INSTRUCTOR H ] PBS Server



(¥ Add QSubbed job to Project ? X

I

Projects: Project:

v e TTT qe
> T1 tt
7 newtest Ju
7 mytest

v = QFtest
test2
test1

Job Details:

Cancel
] 2.2.25 A NN A2 AR 55 2 T FAE 558 2L 8%

5. i H RSB

ARG B T VS BRI IR 5 4% AR T RMESS, JHZIH 7228, T Lol
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(% Projects & Jobs Manager - O X
Menu Show
-8 — ;
O EREp o2 9
prje: Serve
> T User:
7 newtest
7 miytest ALL
> P9 QFtest Today
Yesterday
Last 7 days
2017-09
2017-08
2017-06
9 Reflesh | | Check Jobs Status
JobName Time Server User
job 2017-09-28 15:40 10.250.112.33 gx
job 2017-09-26 15:58 10.250.112.33 gx
job 2017-09-26 15:50 10.250.112.33 gx
L4 >
B 2.2.26 I H AR 55 B 48

WE flgE T A
I H A BRAE S5 id %

2 oke _-l : BB XRS5,
Q BEREb @T@ 9’7#52%1}%5%

BoR/REE (7 JiH
EXRTEZRIS
S H I H

K 2.2.27 Wi H B AR E %
TH SR AR 4R 7 2 AN, REFPIRA . GUESHIH . QIS FIH . Ea.



Project: TTT/T1/

anNamé Time Server User
vasp_test 2017-00-02 15:06 10.250.117.18 gx
]Ub N7 NN DR 185N 1N 1N 11"1.33 gX
€) Delectjob

P Find Job on Server
Copy Jobpath to Clipboard

K 2.2.28 Tl H WAL 25 51 3 M H AT HE

aﬁ%%ﬂ |

& Refresh_RemoteDir
& Create New Dir

Download with WinSCP

@J Copy INCAR POSCAR KPOINTS POTCAR

Paste

= [m0

Rename

ws| PBS QSUB
|E| Add Folder To ProjectManager

v¥  Perform VASP Calculation View Initial Structure POSCAR
i Conducting NEB Calculation View Final Structure CONTCAR
E| Analyze Density of States DOS
Perform QE Calculations » [:I Analyze Bands Structures
Conduct QE Chain Calculations .| Analyze Trajactory
QE Analysis » [5&] Analyze Charge Density
7| UT NEB Analysis

& 2.2.29

EABSE R PR T 5 NEPRALFEFET: Analyze Density of States (DOS) , Analyze
Bands Structures, Analyze Trajectory, Analyze Charge Density £l UT NEB Analysis.

6.1 DOS

VASP %t SCf4 1) DOS 4bFE, B PAXLidT DOSCAR, FTJF DOS Siever, Graphic Instructor £
B F 4k B 5% T 1Y DOSCAR, INCAR F11 CONTCAR FHizBUAH &5 &,



— . X X D
= | = NN
_ _ P Editor
CONTCAR dos.01529347 dos.01529348 DOSCAR EIGENVAL IBZKPT INCAR
[ R 4 4
— =] N | W W
— — L av~ o~ o~
kill.aftermath.... loa.out OSZICAR OUTCAR PCDAT POSCAR

PROCAR run vasp52.m... vasprun.xml XDATCAR

O Local X range: y range: Auto Fit

®) Remate |/home/users/gx/Demo/DOS//
C "
e efusers/gx/| - | I ~ |

iy
DOSCAR INCAR CONTCAR PSOQ pﬁ’Q \
4'8 | o o INCAR
L/ _ P Editor

. ENVAL IBZKPT INCAR
— e
spin up spin dn Downward G Download Dilaog SQ V&Q
) Davnloading from Server: fudannhpoc.cn o
All Atoms -
e o o oce
/homej/users/gx/Demo/DOS/CONTCAR
L
[~] Overwrite  Download
—
| 13% ATCAR
s 2.4 3.2 4 48
Local:
D:/Local_ CAF
All Orbitals
< >

Uncheck All




(¥ Density of States
@ Settings

O Local  effudannhpec.ov/home/users/gx/Dema/DOS//

o X range: ¥ range: Auto Fit
iIm

®) Remote [/ x/Demo/DOS/ | 2 -] Y Apply

DOSCAR Acquired INCAR Acquried CONTCAR Acquired

Total N = 24 ISPIN = 2 2 Species a8

SPIN Polarized LORBIT = 11 R

NOO =9 Mn,0
321

spinup [ |spindn  Downward ] ClearFig “ § 24
160

All Atoms
Decompased - Species 08
Mn 1-8 0 18 -13.5 -9 -4.5 0 4.5
Energy (eV)
0 9-24
All Orbitals
Uncheck All
px Y pz
di dz d3 a4 ds
> . % = = JES,
£ % DOS Siever JEAATIRERERAE, WS WLk (2 2 2 )

6.2 Hifar 25 K]

Q& pownload Dilacg

Downloading from Server: fudannhpcc.cn

Local:

44.6 kB/s

Overwrite

Download

15%




G Charge Density
O Contour

() Local

@ Remote

N. of CHGCARs: 1 ~

‘/hDme,’users,’gx/Demﬂ/chg,’chg,’,’CHGCAR ‘

Isosuface
Prodired

Process CHARGE

AtomSize [v] Draw Cell Slice 150 Value

Draw Atoms  |Slice Mode| @5 Yaxis (%) Zaxis 23.2242

B Dowwisd  oagu Omons [ | 272

Draw Bonds -7.56576

Open

Colormap

1,200

1,000

800

600

400

200

0

0

200

400

600

T 000

T
— 0.000671953 9.48127e-05 0.000672474

HAASHIES I (72 2)

6.3 bands structure

THHE BET Bands structures,

3@ T H 3 5 T CHGCAR 3E4TFF Bands Builder




(& Download Dilacg X

Downloading from Server: fudannhpcc.cn

/home/users/gx/Demo/Bands/CdSe-bands/bands/CONTCAR
/homefusers/gx/Demo/Bands/CdSe-bands/bands/KPOINTS

Overwrite Download

0%
0.0 kBfs
Local:
Exit
@ Bands Structure 2 -
@ FAT Settings Bands Sorting Export
L]
From Local From Remote : s ——
yrange: [ || 1 Apply
Step 1: Static Calculation
@ Ef= 0 ] O static OpenR
Step 2: Band Structure Calculation
[ ds | ‘openk
PROCAR,CONTCAR KPOINT: [ ] Clear Fig
CONTC PROCAR acquir¢ [] sort Bands(beta)
2 Species cdse
FAT BANDS Draw Line
Decomposed - Species B
[ All Atoms [
&
o (1-1) ,§
Se (2-2) 9
All Orbitals
9 Orbitals
s px by pz
oy | ldz | a2 [ ldx | dxy
B O OO i RO B s B IO 5 MO s OO 05
1 A Pl L ! L 1 ! y !  antlava L !
G
K-Points
L 2
LB 2 W(227)

6.4 Trajectory

Analysis Trajectory 1] LA AT IR — NS TP HME R, Fral2 273 /1% (molecular
dynamics) FIZE RS IR SRR . RGE<s H 3 H HAH ST (OUTCAR, CONTCAR 4%). Trajectory
AR T — PR E — SN R TR 1. B B E R



(& Download Dilacg X

Downloading from Server: 10.250.112.33

®
Q

/home/gx/Demos/Trajectory/CONTCAR

e
|| 7%
437.5 kB/s
Local:

~ D:/Local_Storage/10.250.112.33/home/gx/Demos/Trajectory//POSC/

< >
Exit
@ Trajectory — 0 =
@ Properties
&
O Local Projections Distance Atom Force Rad.
Open
(® Remote fie/gx/Demos/Trajectory/| Charge Projections Projections data e
@ current step
H H B
Magnetism Projections Clear

POSCAR Acquire OUTCAR Acquire CONTCAR Acqu

.oad OUTCAF
POSCAR NSteps = 23

< > (16/23 |Play

-708.1

-708.2

-708.3

-708.4

-708.5

Energy (eV)

-708.6

-708.7

-708.8

-708.9

6.5 UT NEB



(% Download Dilaog

Downloading from Server: 10.250.112.33

/home/gx/Demos/UTNEB/01/POSCAR

Ovewe

0.0 kB/s
Local:

D:/Local_Storage/10.250.112.33/home/gx/Demos/UTNEB//08/CONT

D:/Local_Storage/10.250.112.33/home/gx/Demos/UTNEB//08/POSC)

~ D:/Local_Storage/10.250.112.33/home/gx/Demos{UTNEB//08/CONT
< >

Exit

(G UTNEB — O
@ Drawings

O Local AtomSize Images View Mode
0
(®) Remote home/gx/Demos/UTNEB/| oo O o4 O os (® Orthogonal

[ ] (o1 O)os O Perspective
o2 O)oe
INCAR file Acquired Reserve for scrpts ® 03 (o7 () Combine Export Image
ICHAIN = 0
IMAGES = 7
SPRING = -5
LCLIMB = F
Efirst = -.36400343E+03
Elast = -.36400343E+03

< >

-363.76

-363.8
-363.84
-363.88

Energy (eV)

-363.921

-363.96

364 . I . . 1 .
0 15 3 45 6 75 9

Images

UT NEB 7] LL43AT NEB TFRE ISR, 2@z (2 2 2 )



7. FAMAR A A





