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1 WIEN2k [TDINVT

WIEN2K (& 4 —V IR RENBET SEREFREHECNY FHEZTS 7TV r—2
3 U TY . WIEN2K FEADEFEEA R EZENERBIER (DFT) ZRAVTERITLET, F1=.
DNy r—TlE full- potential (linearized) augmented plane-wave((L)APW) + local
orbitals (o) EZIZH EDL Ny FIEEHEZITVET,

WIEN2K (ZEEDT7 T r—23 0T, CHEADEIIRARETES A 2 A2 ETSHEN
HYFET, S/ RAZHOABIXUT URLEZZSET LY,
http://www.wien2k.at/order/w2kreg.html

N —SDAFHEITZBICEETEY EA—ILETERNPELNETDT. F55
FERATIO, UM TIEWEN2Kk DRFHRO 7 7AILESEY LTEHE#EAA VA M—ILLTWVE
ER

AIZaTIITIEWENKk DA VR F—)LDFEE, WIENK A BET HEZHETECENR
LET, WIEN2k DFERAEFIIERTOR—LR—2( http://www.wien2k.at/ ) TR ENT
WY Za7IFEETHERETSL,

Copyright © HPC SYSTEMS Inc. All Rights Reserved. 2


http://www.wien2k.at/order/w2kreg.html
http://www.wien2k.at/

WIEN2k 21— —< =27 )L

2 WIEN2k £ X F—ILIEE

WIEN2K DERHFIIREUT T4 LY FJIZA VA F—ILE L TWVET, £, WIEN2k D w2web
L CEANTTEETHDEHEIEY T o= 7 XCrySDen Z8hHhETA VA F—ILLTWVET,

Nir—o T14LU MY
WIEN2k /usr/local /WIEN2k /N—P 3
XCrySDen /usr/local/XCrySDen-/N\—2 3 >

WIEN2k (&Y —RXa— FTEHSINTWVET, UTOaAUNAMFZFZ/ X —ILLEzHEIC,
siteconfig lapw CTEEDIAVNA TEEELTEILFLTWET,

nNyhr—3o T14LI MY
Intel Composer XE 2013 (13.1) /opt/intel/composer xe 2013
Intel Math Kernel Library /opt/intel/mkl

OpenMPI

/usr/local/openmpi-intell31
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3  WIEN2k #HASESE

WIEN2k Z# SO L. |B¥IZ userconfig 2FITL T WIEN2k DIEEF#+ v L TK
SV, UTOWHZRTEX WIEN2K 2FETF 51— —E¢ITIT50ERAHY ET,

(1) WIEN2k 2E179 51— —TRIA >V LET,
WIEN2k DT« L ) DHIZH S userconfig #EITLET,

$ cd_./usr/local/WIEN2k 13.1

$ ./userconfig

(2)userconfig ZEXITT D EMBERADANBERICHZY TS,

S i i
# WIEN 2k #
# user configuration #
S i i
Last configuration: Thu Jan 5 15:21:28 JST 2013
Wien Version: WIEN2k 13.1 (Release 17/6/2013)

System: linuxifc

Setting up user: hpc
Home directory: /home/hpc

Shell: tcsh

(BMERAITAIT AP ZHEELET, emacs Pvi FEZHEELTLLESL,

Specify your prefered editor (default is emacs) :

editor shall be: vi

You chose vi as your prefered editor.
Shall each editing session be performed in a
separate X-Terminal?

Open xterm for each vi-session (Y/n)Y

Set editor to xterm -e vi (Y/n) Y
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(4)F—B T4 LY FYERYSYFTALY FYERRELET, HISHRENHHTAET T4
FOEFIZLET,

Specify your prefered DATA directory, where your cases should be stored
(for /home/hpc/WIEN2k, just enter RETURN key) :
DATA directory:

Set DATA directory to /home/hpc/WIEN2k (Y/n) Y
Specify your prefered scratch directory, where big case.vector files
can be stored (Recommended is your working dir., Jjust enter RETURN key) :

scratch directory:

Set scratch directory to working directory (Y/n) Y

(5)PDF Reader ##E L EF ., acroread % xpdf [& RedHatELS %> CentOSé IZIFIBETA
VAR=ILEnNTWEHAevince #HET SM acroread 4 VR F—J)LLTLFZE LY,

Specify your program to read pdf files (default is acroread)

(on some Linux systems use xpdf) :evince

Set PDFREADER to evince (Y/n) Y

(6)XEBICKRELI-AREHERALET,

'l The following lines will be added to your .cshrc file if you continue !!!

A copy of your current .cshrc will be saved under .cshrc.savelapw!

# added by WIEN2k: BEGIN

alias 1si 'ls -aslp *.in*'

limit stacksize unlimited

alias octave "octave -p $OCTAVE PATH"*'
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(7) .rhosts Z7AMINEHmET A ZEHEELET, .rhosts T 7AILITHFARFIZEREZ LT
WADT. wMEZITHLWLWTHEETY,

If you want to use k-point parallel execution on a non-shared memory

system, you must be able to login without specifying a password.
When using rsh vyou should modify your .rhosts file, if you are using

ssh you must generate (ssh-keygen) and transfer your "public keys".

Edit .rhosts file now? (y/N) N

(8) UTAYE—IUMNHE T userconfig DEREMNERT LET, REIBT 1 VBFH D WIEN2K A
FERATEAREIZGRYET,
userconfig TIT2R/EIEHR—LT ALY FJD .cshrc ® .bashrc 774 JLIZEER
SNTLET,

E5
# WIEN 2k #

# user configuration #

L5

Your user environment for WIEN users is now configured.

You have to restart your shell before the changes come

into effect (execute: source ~/.cshrc).

Start "w2web", define "user/password" and select a port. Then point

your web-browser to the proper address:PORT.

For proper usage of scfmonitor please add a line in ~/.Xdefaults

gnuplot*raise: off

We wish you GOOD LUCK with your calculations.

Your WIEN2k Team
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4 w2web #JHIEE

w2web TSN LIRET AEIE. a7 FEA DS w2web ZE L 3,818 T w2web
B LI-EFIEUTOLESICEARRELZTINERAHY ET,

(1)w2web 2T 51— —TOJ 4 UL Tw2web AX Y FEEITLET,
R"—LTa LY FJIZwW2web DBEED T« LY M) ZERLET,

S w2web

S i

# w2web starter #

# Copyright (C) 2001 luitz.at #
S i

w2web installer on host hpcs0Ol.localhost

C i i

# w2web installer #

# Copyright (C) 2001 luitz.at #
C i i

Checking for Installation in /home/hpc/.w2web/hpcs0l.localhost

Creating /home/hpc/.w2web
Creating /home/hpc/.w2web/hpcs01.localhost

conf directory does not exist - creating it.
logs directory does not exist - creating it.
sessions directory does not exist - creating it.
tmp directory does not exist - creating it.

Installing w2web files ...
Please answer these questions for proper installaltion.

Just press enter for the default value of (in brackets).

Copyright © HPC SYSTEMS Inc. All Rights Reserved. !
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(2) oo cadA4 0T 3BRODI—F—LENRT—FEANLET,

Please enter the username: [admin] 1—H¥—%
Please enter the password: [password] INAJ—F
A—H—F:/\RT—F

Remember these. You will need them when you log in.

(3) T30 T7IVERTER—FESZREELES. TIAIL I 7890 T,
MOT7 TV r—2a vhMERTHESERELLAVES TEET S,
F-. EHOA—YF—THEAT HHEEEFI—F—LICAHDR—FEIEELTLZEL,

Select the port to run on: [7890]

Running on port 7890

(4)w2web ZFERAT SRR PRZEELFT . TIHILETlEwW2web ZXRTLTVET DY
DRRA FBARRTENES, TIAIEDFRHIZLET,

Please enter this system's hostname: [hpcs0l.localhost]

Using hpcs0Ol.localhost

(6) RRA—/—FTHEIMNEREELFET. TIFILFDFFLRITEDHFT,

Is this your master node?: [y]

(6) LLEDAABET T2 E woweb HEBLET,

Installing... Attempting to start now...
Trying to start /usr/local/WIEN2k 11.la/SRC_w2web/bin/w2web
w2web server started, now point your web browser to

http://hpcs0l.localhost:7890

done.

Copyright © HPC SYSTEMS Inc. All Rights Reserved. 8
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(7) waweb % 2 BB LB ICEET BRIELUT A v E—SAHTEBLET .
TULOBRE LEREEISTIBENSHYET,

S w2web

S R i

# w2web starter #

# Copyright (C) 2001 luitz.at #
S R i

w2web installer on host hpcsOl.localhost

S R i

# w2web installer #

# Copyright (C) 2001 luitz.at #
S i i

Checking for Installation in /home/hpc/.w2web/hpcs0l.localhost

w2web server started, now point your web browser to

http://hpcs0l.localhost:7890

BE L TWzR— AT TICERASIATVAGEEEIUTA vE—ORRTEINET, TDHEE
[& .w2web/"hostname"/conf/w2web.conf ZimEE LT{ﬁﬁﬁ_‘j—éﬂ_ﬁ_ rEES%E :%E-Fé Ly,

S w2web

S i

# w2web starter #

# Copyright (C) 2001 luitz.at #
S i

w2web installer on host hpcs0l.localhost
S i

# w2web installer #

# Copyright (C) 2001 luitz.at #
S i i

Checking for Installation in /home/hpc/.w2web/hpcs0l.localhost

w2web failed to bind port 7890 - port already in use!
http://hpcs0l.localhost:7890
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5 w2web o454 Y

Firefox &M WEB TS 9HMNLUTODLSIZT VAL TLZELY,
http://EtE#D IP 7 F L X:w2web DR— F &S
(51) http://172.16.102.99:78%90

w2web MIEEIZEMEL TLVNIE, BT A VB ENRRT—FDANT SV 1 v FINKRTEN
F£9. W2web IZAT A A TENEUTOA Z 2 —BHENIKRRIEINET,

w2web: Change SID - Mozilla Firefox

File Edit View History Bookmarks Tools Help
w2web: Change SID L

2 172.16.102.99:7890/session/char

ange.cg

v 2 3 R

@ Mozilla Firefox is free and open source software from the non-profit Mozilla Foundation. Know your rights... | b4

Welcome to w2web
the fully web-enabled interface to WIEN2k

Select stored session: Create new session:

( || show only selection | [Session_name

[

|| create |

| edit hosts

[-]| Select |

\AK w2web © uitz.at
2web

Copyright © HPC SYSTEMS Inc. All Rights Reserved.

10


http://172.16.102.99:7890/

WIEN2k 21— —< =27 )L

6 HAMIIETRDIEE

HEORITRICEHRD CPU a7 PEHROHERZFERAT IESERDLSIITITVET,

(1) .machines Z7AIEHRELEFT . w2web M5 1L Utils -> edit .machines H S fREN
TEET, FlE, AaIVFS42TO3TDT4 LY FUAIZ .machine 774 ILEERK
LET, UTE2EDHEREFERALTENETN ACPU T 2ERT H4HITT,

- K R 51 a5l

:hpcs01
:hpcs01
:hpcs01
:hpcs01
:hpcs02
:hpcs02
:hpcs02
:hpcs02

N e e e e e

granularity:1

extrafine:l

- MPI i 51| D45

1l:hpcs01:4 _,hpcs02:4
lapwQO: __hpcs01:4, _hpcs02:4
granularity:1l

extrafine:1

(2) D3 TETFICHIITEMET 24T avEBELET,
w2web Tl Execution -> run SCF 279 b & EIZpardllel DF v IRy I RITF
v LET,
AR RSAVTEFTTDHEEICIE, run lapw, ,-p DEIIT -p DATL3HEDIFTE
TLET,
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7 BIHORBER

20134 10 A 31 HIRE. WIEN2k 13.1 THLMNIGE>TLWSREEREHY FE A,
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A

A.1 HPC Y RAFTLX BELEDhEEL

@ Bt R—LR—T  http://www.hpc.co.jp/support_index.html

HR— FEROEBNEHOEDS VARG ERLAGERZBHELTEY FET,
BIERTFERCLESLY,

HPC XA F LXK RE1E
T108-0022 HERE#ERXEF 3-9-15 LOOP-X 8 &

HPC FEX &0

'y [E%] 03-5446-5531 [H7R— k] 03-5446-5532

BEREICEHYR— +RAFIHNA. BHIEERBZHR< AERNSEEHD 9:30~17:30
ESETEHEFT,

IR [FAX] 03-5446-5550

< [EBEF A —JL]) hpcs support@hpc.co.jp
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