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https://github.com/Tomoki-YAMASHITA/CrySPY
https://tomoki-yamashita.github.io/CrySPY/
https://tomoki-yamashita.github.io/cryspy/tutorial/outline.html
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https://github.com/tsudalab/combo3
https://pymatgen.org/
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https://github.com/Tomoki-YAMASHITA/CrySPY
https://tomoki-yamashita.github.io/CrySPY/
https://tomoki-yamashita.github.io/cryspy/tutorial/outline.html
https://github.com/tsudalab/combo3
https://pymatgen.org/
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[basic]
algo = RS
calc_code = QE
tot_struc = 5
natot = 16
atype = Si
nat = 16
nstage = 2
njob = 5
jobcmd = qsub
jobfile = job_cryspy

[basic]
algo = RS
calc_code = QE
tot_struc = 5
nstage = 2
njob = 5
jobcmd = qsub
jobfile = job_cryspy

[structure]
natot = 16
atype = Si
nat = 16


