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http://www.guantum-espresso.org/pseudopotentials/

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.

(last updated April 7, 2016)
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Classification controlled by Andrea

Au.pbe-dn-rrkjus_psl.0.1.UPF

Fseudopotent fal type: ULTRASOFT
Method: Rappe Rabe Kaxiras Joannopoulos
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Claszificat ion controlled by Andrea Dal Corso

Au.phe-mi_fhi UPF

Pseudopotent fal type: NORMCOWS
ethod: Mart ins=Troullier
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Qutput Directory
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Basic | Advance | Spin
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Phonon | Epsilon | Dynamics | ES

SCF

(V] Automatically set # of bands

K Points

Automatic
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Quantum EZPRESSO Setup
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Options | Attributes
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["1No Crystal Symmetry

[ 1Mok = & Symmetry

[v] Automatically convert to primitive cell
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Cancel
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[Smearing 1l Marzari-Vanderbilt |Z$§ € 9 5.

&) Quantum ESPRESSO Setup - 0
Output Directory Create s
Preset SCF v [ Jusempr 1
Basic Advance |Spin | Phonon | Epsilon | Dynamics | ESM | Options | Attributes
Cutoff Energy [Ry] Ocoupations Smearing
Wave Function |20, 5 Marzari-Vanderbilt
Chrage Density |80. degauss [R 0.05
Convergence Threshold Mixing Beta 0.7
SCF (Energy) [Ry] |[1d-6 Mixing Mode plain
4 al
vdW Correction MNone
Electron Max Step 100
Set Cancel

o
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Click. "Draw" to obtain the result,
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