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@ General remarks on WIEN2k L,

= WIEN2k consists of many independent F90 programs, which
are linked together via C-shell scripts.

= Each ,case" runs in his own directory ./case

= The ,master input” is called case.struct
= [nitialize a calculation: init_lapw
= Run scf-cycle: run_lapw (runsp_lapw)

= You can run WIEN2k using any www-browser and the w2web
interface, but also at the command line in an xterm.

= Input/output/scf files have endings as the corresponding
programs:
s case.outputl...lapwli; case.inl...lapwZ2; case.scfO...lapw0

= Inputs are generated using STRUCTGEN(w2web) and
init_lapw



@ w2web: the web-based GUI of WIEN2k

= Based on www

« WIENZk can be managed remotely
via w2web

= Important steps:

« Start w2web on all your hosts
= login to the desired host (ssh)

= W2web (at first startup you will be
asked for username/password,
port-number, (master-)hostname.
creates ~/.w2web directory)
s Use your browser and connect to
the (master) host:portnumber

« firefox http://fp98.zserv:10000

=« create a new session on the
desired host (or select an old one)

Welcome to w2web
the fully web-enabled interface to WIENZK

Select stored session:

| [ shaw only selection ]

Cl2

Fayalit

Fooni (hitp:/fpas.zsery:10000)
FeFz

Faorsterit

H_atam

Hg1zo1

Hg3as04C1 (hitpaihal.zser:10000)
Hogas040Cl thitpedfhal. zsery tuwien.ac.at10000)
1z

My Cio3

NdMISnD {hitp:/fupiter10000)
NdMiSn_aAF (hitpjupiter1 0000}
NdMNiSn (hitpujupiter:10000)
TiC_evapaph

TiC_kla (hitp:i/pauli:10000)

TiM_evapaph

]

WIEN

Create new session:

|Session_name
on host-node

master node

hitp:/fjupiter:10000

hitp:/fhomer 10000

hitpeifpaulitheochem tuwien.ac.at 10000
hitp:/fpaa.zsery tuwien.ac.at:10000
hitpeifhal zserv tuwien.ac.at: 10000
hitp://venus theachem tuwien.ac.at:10000

edit hosts

waweb @ luitz.at
\J Voweb



Structure generator
s Spacegroup selection
= /mport cif or xyz file
step by step initialization
s Symmetry detection
s gutomatic input generation
SCF calculations
«  Magnetism (spin-polarization)
= Spin-orbit coupling

= Forces (automatic geometry
optimization)

Guided Tasks

= Energy band structure
= DOS

« Electron density

= X-ray spectra

= Optics

Execution >>

StructGen™
initialize calc.
run SCF

single prog.
optimize(V cfa)
mini. positions

Utils. >>
Tasks >>

Files >>
struct filefs)
input files
output files
SCF files

Session Mgmt. >>
change session
change dir
change info

Configuration
Usersguide

html-%Yersion
pd-Yersion

dea and realization

ot

WIEN

Session: TiC
farea51/pblaha/lapw/2005-june/TiC

StructGenm

You have to click "Save Structure" for changes to take effect!
l Save Structure l

Title: TiC
Lattice:
Type: F

—"
B

CXY

Cy?

CXi

R

H

1_P1 v

Lattice parameters in A v
a=4.328000038( = 4.328000038( ¢=4.328000038

Spacegroups from
Bilbao Cryst Server

0=90.000000 | 3=90.000000 | y=90.000000
Inequivalent Atoms: 2
Atom 1: Ti 7=220 | RMT=2.0000

Pos 1: x=0.00000000 |y=0.00000000 | z=0.00000000 |remove
add position

Atom 2: C Z=6.0 RMT=1.9000
Pos 1: x=0.50000000 | y=0.50000000 | z=0.50000000 |remove

add position

remove atom

remove atom



