Installation. Installation.
1. [bookmark: _GoBack]To install USPEX copy installation files to directory you interested in:

cp /tmp/USPEXworkshop/uspex-2022.1.0-cp39-cp39-linux_x86_64.whl

2. Make a folder for installation of USPEX. In our case it is tutorial_test:

mkdir tutorial_test
mv uspex-2022.1.0-cp39-cp39-linux_x86_64.whl tutorial_test

and install USPEX:

pip3.9 install uspex-2022.1.0-cp39-cp39-linux_x86_64.whl

You will see that the installation starts:
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After the installation ends you will see all modules, that have been installed:
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3. You can check USPEX by writing uspex or uspex -h:
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I. 
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(env) [amaltsev@headnode tutorial test]$ pip3.9 install uspex-2022.1.0-cp39-cp39-linux x86_64.whl
Defaulting to user installation bacause normal site-packages is not writeable
Processing ./uspex-2022.1.0-cp38-cp3s-linux_x36_64.wnl

Collecting pymatgen
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Successfully installed abipy-0.9.2 appdirs-1.4.4 apscheduler-3.9.1 ase-3.22.1 astropy-5.1.1 asttokens-2.1.0 asyncssh-2.12.0 backcall-0.2.0 certifi-2022.9.24 cffi-1.15.1 cftime-1.6.2 charset
-normalizer-2.1.1 chart-studio-1.1.0 contourpy-1.0.6 cryptography-38.0.3 cycler-0.11.0 decorator-5.1.1 emmet-core-0.38.7 executing-1.2.0 fonttools-4.38.0 future-0.18.2 idna-3.4 importlib-me
tadata-5.0.0 ipython-8.6.0 jedi-0.18.1 joblib-1.2.0 kiwisolver-1.4.4 latexcodec-2.0.1 llvmlite-0.39.1 matplotlib-3.6.2 matplotlib-inline-0.1.6 monty-2022.9.9 mp-api-0.29.3 mpmath-1.2.1 msgp
ack-1.0.4 netCDF4-1.6.1 networkx-2.8.8 numba-0.56.4 numpy-1.23.4 packaging-21.3 palettable-3.3.0 pandas-1.5.1 parsec-3.15 parso-0.8.3 pexpect-4.8.0 pickleshare-0.7.5 pillow-9.3.0 plotly-5.1
1.0 pooch-1.6.0 prettytable-3.5.0 prompt-toolkit-3.0.32 ptyprocess-0.7.0 pure-eval-0.2.2 py3Dmol-1.8.1 pybtex-0.24.0 pycparser-2.21 pydantic-1.10.2 pydispatcher-2.0.6 pyerfa-2.0.0.1 pygment
5-2.13.0 pymatgen-2022.11.1 pyparsing-3.0.9 pyshtools-4.10 python-dateutil-2.8.2 pytz-2022.6 pytz-deprecation-shim-0.1.0.post0 pyxtal-0.5.3 pyyaml-6.0 requests-2.28.1 retrying-1.3.3 ruamel.
yaml-0.17.21 ruamel.yaml.clib-0.2.7 scikit-learn-1.1.3 scipy-1.9.3 seaborn-0.12.1 six-1.16.0 sklearn-0.0 spglib-2.0.2 stack-data-0.6.0 sympy-1.11.1 tabulate-0.9.0 tenacity-8.1.0 threadpoolc
£1-3.1.0 toml-0.10.2 tqdm-4.64.1 traitlets-5.5.0 typing-extensions-4.4.0 tzdata-2022.6 tzlocal-4.2 uncertainties-3.1.7 urllib3-1.26.12 uspex-2022.1.0 wcwidth-0.2.5 xarray-2022.11.0 zipp-3.1
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(env) [amaltsevBheadnode tutorial test]$ uspex
usage: uspex [-h] [-v] [-r] [--clean]

UseEX

optional arguments:
-n, --nelp show this help message and exit
show program's version number and exit

run USPEX calculation
clean calculation folder





