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1 XCrySDen [Z2DUMT

XCrySDen I @ On FIEEZAHRILT 2705 SLTYT, HEILFEDY T b 17 PWscH,
Crystal, Wien2k HEDHRRGEY 7 bz 7ITRIELTWVET,

XCrySDen (& GPL [CEDWT 7Y —TERAINTUVET, BSHRET S Lnux ¥ 0TI
EETA VA M—ILLTEYFET,

THIE Wien2k @ struct Z7A4ILDRIBIELELTVET, w2web DT SO EIE D
lExecution] — Tview structfile] 21 w9952 & TXCrySDen BB TEHELET .

@ TiC@localhost - Mozilla Firefox
File Edit View History Bookmarks Tools Help

Tic@localhost | = -
& localhost v g g

Session: [TiC ]
Mome/hpc/WIEN2K/TIC
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LLTF X Quantum-Espresso (PWscf) @ PWgui M SFEUE L T PWscf a1t & LT
FARALTWSHTT,

PWgui: A PWscf's GUI [PW.X: si.in]
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[hog%
[hoged
Connect
The auf
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Are yo
Warnin
hoge19
sftp>
sftp>
Up | oad
si.in
sftp> &

[hogﬁ

PWSCEF Input: "si.out"

Multi-slab and Molecule-in-a-Box Note:

If your structure is so-called multi-slab model of the surface, then
nicer display is yielded if only a single slab is rendered. If you
want to render multi-siab as a single slab, then select the “reduce
dimension to 2D" radiobutton below.

In case you have molecule-in-a-hox then select the "reduce
dimension to 0D" radiobutton below.

+ do not reduce dimensionality

PWSCF Input File: "si.out"

.0.5 starts

reduce dimension to 2D R
reduce dimension to 1D )
in use:
" reduce dimension to 0D proc/pool = 2

Cancel

ION WITH EXX STUFF !!!
< ANY PRODUCTION RUN !!!
OK
= r Ultrasoft (Vanderbilt) Pseudopotentials or

Current dimensions of program pwscf are:

Max number of different atomic species (ntypx) = 10
Max number of k-points (npk) = 40000

Max angular momentum in pseudopotentials (lmaxx) = 3

Iterative solution of the eigenvalue problem

Close
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2 XCrySDen 41 VR F—ILEIE

XCrySDen [&Y—Xa— Fhr% /usr/local UTFICERALTEY b7y T LTULET root
PUHNADA—HF—TUTITY FEEFTTSHE XCrySDen BEEILF T,

$ xcrysden

% XCrySDen & X-Window AEEL TWWBIRAR THWEREE LELDTITEFET LY,

" Eile

B XCrySDen - O x

ERAEDHMILT URLDEERTDHR—LR—DFTET SN, FRAAECET T
T—a DY U TILENREIBEINTULET,
http://www.xcrysden.org/Documentation.html
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A

A.1 HPC Y RAFTLX BELEDOEL

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

HR— FEROEBNEHOEDS VARG ERLAGERZBHELTEY FET,
BIERTFERCLESLY,

HPC XA F LXHKRE1E
T108-0022 HERE#ERXEF 3-9-15 LOOP-X 8 &

HPC FEX &0

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

BEREICKHYR— +RAFIHNA. BHIEERBZHR< AERNLEEHD 9:30~17:30
ESETEHEFT,

IR [FAX] 03-5446-5550

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