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Reference: http://www.stat.phys.titech.ac.jp/SATL qe tutorial/

Mac Ti Macports <° fink ZFI|H] L T gfortran Z A#L#1i3 quantum ESPRESSO # = /XA /LT
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LI fink A A b —=ZOWTEHLET, fink A VA M—1FT 2855, V—A&ar
SNANT DOV EFRANND T 0T, ZHEELSTESY, (XY arOfEEIch LY %
T, wEEE IR OLERDH YD £)

* 9. http://www.finkproject.org/download/srcdist.php (Z7EV>, fink 214 > A b —/L L TL 72 &0,
A VA M—VIZBE L TS ERNIEET 7 /v hOfEz T TRV & BuvvE T,

fink ZEEIZ AL TW A EITFNEHE - TH LW TT N, & LD RENPE TN TFOR—
T x5 http://www.finkproject.org/download/10.9-upgrade.php?phpLang=en - ** A h—/L X #
TWAHER =D Y A REEoTBWT, finkx ANVE L TAHATL IFEN,

fink DA VA b= DX—=VITH D
./bootstrap

RN (Y SRS >N
./sw/bin/init.sh
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fink selfupdate
& LT fink Z i@ DIRREBIC L £,
I fortran 24 > A b —L L £,

fink install gccb5

T, fink ®A A =)D ESPRESSO 22> XA VOHE| £ TR T T, 7B, &I
WL 72D XCrysden & Z 2 TA VA F—/LLTENTL I,

fink install xcrysden
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e http://www.quantum-espresso.org/wp-content/uploads/Doc/user guide.pdf

BRHROA 20— F

e espresso-5.2.1.tar.gz (http://ge-forge.org/gf/download/frsrelease/199/855/espresso-5.2.1.tar.gz)
e PHonon-5.2.1.tar.gz (http://qe-forge.org/gf/download/frsrelease/199/849/PHonon-5.2.1.tar.gz)
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tar zxvf espresso-5.2.1.tar.gz
cd espresso-5.2.1
tar zxvf ../PHonon-5.2.1.tar.gz

configure

TS TR EOBREZTINT makesys o< W EJ, intel D31 T H DWW ge,
gfortran 23 A > TW 2RI THIUIE,

./configure
THOELWGHENLZNTT, fink ZFH L TV D551

CC=/sw/bin/gcc-5 ./configure

DL DI fink D gee ZHIRL TRAMERH D £,

LAPACK RS FFT D7 A 77 VELHEBITH L T 30N, A TRE LZWGS

I%. Jconfigure TYERL S 4172 make.sys Zi Bfmie L T3V, 7228, Z D make.sys I
configure 7= NZ EEE SN TLEOIDOTHERE L TRV,

make
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to install, type at the shell prompt:
./configure
make target


http://www.quantum-espresso.org/wp-content/uploads/Doc/user_guide.pdf
http://qe-forge.org/gf/download/frsrelease/199/855/espresso-5.2.1.tar.gz
http://qe-forge.org/gf/download/frsrelease/199/849/PHonon-5.2.1.tar.gz

where target is one of the following:

pw basic code for scf, structure optimization, MD
ph phonon code, Gamma-only version and third-order derivatives
pwcond ballistic conductance

neb code for Nudged Elastic Band method

pp postprocessing programs

cp CP code: CP MD with ultrasoft pseudopotentials
1d1 utilities for pseudopotential generation

upf utilities for pseudopotential conversion
tddfpt time dependent dft code

gui Graphical User Interface

pwall same as "make pw ph pp pwcond neb"

all same as "make pwall cp 1dl upf tddfpt”
xspectra X-ray core-hole spectroscopy calculations
gipaw NMR and EPR spectra

w90 Maximally localised Wannier Functions

want Quantum Transport with Wannier functions

yambo electronic excitations with plane waves

plumed Metadynamics plugin for pw or cp

clean remove executables and objects

veryclean revert distribution to the original status

tar create a tarball of the source tree

doc build documentation

links create links to all executables in bin/
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make pw
make pp
make ph

& LTBIFIERSTT,
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~/espresso-5.2.1/bin/pw.x < input.in > output.out



