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Weight: 15-20 mg; Ramping rate: 5 °C min~' . Condition: air/water vapor (20°C)
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Cr/Zry5Rm :

= READMEmd
Get a package: pydvasp-0.0.2.tar.gz
* Download from https:/fgithub.com/mstkymgch/0_pydvasp/dist/pydvasp-0.0.2 targe
* Please contact yamaguchi.masatake@jaca.gojp.

* Add the following lines in ~/bashre for preparation (by using ITO Portal system or editor software)

d python/3.6.2

load vasp/5.4.4-cpu

Exp RUBYLIB=SHOME (pydvasp-9.@.2/rdvasp
xport PATH=$HOME /pydvasp-0.0.2/rdvasp: $PATH

odi
mads
=

P

Prepare the environment for pydvasp

® soipy-1.4.1 module should be installed by pip3 command for pydvasp. Newer versions may cause troubles,

& yaml or pyyaml module is necessary,

@ Itis necessary for creating and removing crystallographically equivalent sites.

$ pip3 install pyyaml==5.3.1 user # yanl module is necessary for spglib

= spglib (space group library for crystal symmetry by A. Togo)

@ https.//spglib.github.io/spgliby
$ pipd install spglib==1.15.1 --user
* VASP patential files (PAW-PBE) should be stored in "SHOME/NVASPS/potpaw_PBE/". This directory and patential
files in it are used by potcarrb in rdvasp,

3 1s SHOME/VASPS/potpaw_PBES
B_s cd Cu_new Fe_pv

* Unzip and install py4vasp-0.0.2

§ tar -xzvl pydvasp-0.0.2.tar.gz
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Weight: 15-20 mg; Ramp: 5 °C min~! . Condition: air/H,O
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