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Database (2019) of optimized VPS and PAO

The database (2019) of fully relativistic pseudopotentials (VPS) and pseudo-atomic orbitals
(PAO), generated by ADPACK, which could be an input data of program package,
OpenMX. The data of elements with the underline are currently available. When you use
these data, VPS and PAO, in the program package, OpenMX, then copy them to the
directory, openmx*.*/DFT_DATA19/VPS/ and openmx*.*/DFT_DATA19/PAO/, respectively.
The delta gauge of OpenMX with the database (2019) is found at here.

Guideline for choice of PAOs

See also the pages 51-60 in the tutorial material

http://www. openmx-square. org/
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DFT METHODS Science 35|, aad3000 (20'6)

Reproducibility in density functional
theory calculations of solids
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C.-C. Lee et al., PRB 95, 115437 (2017).
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local.cutoff 1.20 i a.u.

local.origin.ratio  2.20 V(0) = local.origin.ratio X V(r)
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Database (2019) DIFHRT > v IL

Database (2019) of optimized VPS and PAO

Fully relativistic pseudopotentials
The database (2019) of fully relativistic pseudc
(PAO), generated by ADPACK, which could be R Fylly relativistic pseudopotentials generated

OpenMX. The data of elements with the under  § »rtia) core correction and fully relativistic e
these data, VPS and PAO, in the program pac

directory, openmx*.*/DFT_DATA19/VPS/ and ¢

The delta gauge of OpenMX with the database o Pt_CA19.vps

o Pt_PBE19.vps
Guideline for choice of PAOs

See also the pages 51-60 in the tutorial material
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http://www. openmx-square.org/
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