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PSEUDOPOTENTIALS

Admin PP Database

More about pseudopotentials

Naming convention for the pseudopotential
PSLibrary

Unified Pseudopotential Format

Standard Solid State Pseudopoteniials (SSSP), a collection of the best verified pseudopotentials,
maintained by THEOS and MARVEL, can be found, together with tests, on the Materials Cloud
(materialscloud.org)

PAW datasets for rare earths can be found on the web page of VLab at University of Minnesota

More information about pseudopotentials in general, the naming convention adopted for
pseudopotential files, the Unified Pseudopotential Format , and on other pseudopotential
databases, can be found via the links of the menu at the left.

Important Note: although most of these pset fals were or used with satisfactory
resuifs in published work, we cannot give any warranty whaisoever that they fit your actual needs.
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Peeudopotent ial type: ULTRAS
Method: Yanderbilt ultrasoft
Functional twpe: Perdew-Burke-Ernzerh
Wonlinear core correction

zealar relativistic

[Al.pbe-n-van.UPF|
RV ILRTE

Origin: Original OE PP library

Generated by Yanderbilt code wersion 7.3.5

Wore Information: &l.pbe-n-van.txt
Uploaded by Erica Widal

Clazzification contralled by Paolo Giannozzi
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M. Bonnet, T. Marishita, Q. Sugino and M. Otani, PRL 109, 266101, [2012),
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Citation

M. Otani and O. Sugino, PRE 73, 115407, (2008).
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0.

M. Bonnet, T. Morishita, O. Sugino and M. Otani, PRL 109, 266101, (2012).
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Enter Relative Potential

Relative Potential [V]: 0.5

_ \'] The reference Fermi energy and relative potential would
T hesetto -3.033 eV and 0.500V, respectively.
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