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(Linear-Combination of Pseudo Atomic Orbital Method)
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Database (2013) of optimized VPS and PAO

The database (2013) of fully relativistic pseudopotentials (VPS) and pseudo-atomic orbitals
(PAQ), 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_DATA13/VPS/ and openmx®™ */DFT_DATA13/PAQ/, respectively.

The delta factor of OpenMX with the database (2013) is found at here.
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