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<species speciesfile="Li.xml" rmt="1.6">
<atom coord="0.00 0.00 0.00"/>

<dfthalfparam

cut="0"

ampl="1"

exponent="8">

<shell number="0" ionization="0.5" />
</dfthalfparam>

</species>
<species speciesfile="F.xml" rmt="1.6">
<atom coord="0.50.5 0.5"/>

<dfthalfparam

cut="2.18900"

ampl="1"

exponent="50">

<shell number="0" ionization="0.5" />
</dfthalfparam>

</species>
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cd ~/Desktop/workshop/day1/PBE-0.5
gedit input.xml

<input>
<title>LiF-0.5</title>

<structure speciespath="$EXCITINGROOT/species">
<crystal scale="7.6820">
<basevect>0.0 0.5 0.5</basevect>
<basevect>0.5 0.0 0.5</basevect>
<basevect>0.5 0.5 0.0</basevect>

</crystal>

<species speciesfile="Li.xml" rmt="1.6">
<atom coord="0.00 0.00 0.00"/>
<dfthalfparam
cut="0"
ampl="1"
exponent="8">
<shell number="0" ionization="0.5" />
</dfthalfparam>
</species>

<species speciesfile="F.xml" rmt="1.6">
<atom coord="0.5 0.5 0.5"/>

<dfthalfparam
cut="0"
ampl="1"
exponent="50">
<shell number="0" ionization="0.5" />
</dfthalfparam>
</species>
</structure>

<groundstate
do="fromscratch"
rgkmax="7.00"
ngridk="6 6 6"
gmaxvr="14"
outputlevel="high"
epsengy="1.0d-5"
epspot="1.0d-5"
xctype="GGA_PBE">

<dfthalf printVSfile="false"

</groundstate>

</input>
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cd ~/Desktop/workshop/day1/PBE-0.5/pbe-0.5-run
gedit input.xml
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<species speciesfile="F.xml" rmt="1.6">
<atom coord="0.5 0.5 0.5"/>
<dfthalfparam
cut="2.0000"
ampl="1"
exponent="50">
<shell number="0" ionization="0.5" />
</dfthalfparam>
</species>
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<input>
<title>LiF-0.5</title>

<structure
speciespath="$EXCITINGROOT/species">

<crystal scale="7.6820">
<basevect>0.0 0.5 0.5</basevect>
<basevect>0.5 0.0 0.5</basevect>
<bhasevect>0.5 0.5 0.0</basevect>
</crystal>

<species speciesfile="Li.xml" rmt="1.6">
<atom coord="0.00 0.00 0.00"/>
<dfthalfparam
cut="0"
ampl="1"
exponent="8">
<shell number="0" ionization="0.5" />
</dfthalfparam>
</species>

<species speciesfile="F.xml" rmt="1.6">
<atom coord="0.5 0.5 0.5"/>

<dfthalfparam
cut="2.0000"
ampl="1"
exponent="50">
<shell number="0" ionization="0.5" />
</dfthalfparam>
</species>

</structure>

<groundstate
do="fromscratch"
rgkmax="7.00"
ngridk="6 6 6"
gmaxvr="14"
outputlevel="high"
epsengy="1.0d-5"
epspot="1.0d-5"
xctype="GGA_PBE">
<dfthalf printV/Sfile="false"

</groundstate>

</input>
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<properties>
<bandstructure>
<plotld>
<path steps="100">
<point coord="0.750 0.500 0.250" label="W" />
<point coord="0.500 0.500 0.500" label="L" />
<point coord="0.000 0.000 0.000" label="GAMMA"/>
<point coord="0.500 0.500 0.000" label="X" />
<point coord="0.750 0.500 0.250" label="W" />
<point coord="0.750 0.375 0.375" label="K" />
</path>
</plotld>
</bandstructure>
</properties>
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| xsltproc $SEXCITINGVISUAL/xmlIband2agr.xsl bandstructure.xml |
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xmgrace LiF-0.5_bandstructure.agr
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