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VASP LOCPROJ

= LOCPROJ

Page Discussion Read View source View history

LOCPROJ = <sites> : <functions-YIm-specs> : <functions-radial-specs>
Default: LOCPROJ = None

Description: The LOCPROJ tag specifies local functions on which the orbitals are projected. These projections are written to the PROJCAR file,
LOCPROJ file, and vasprun.xml file.

Disambiguation May also refer to LOCPROJ file.

When the LOCPROJ tag is set, VASP performs the projection of the Kohn-Sham orbitals |1, ) onto a localized orbitals basis |ﬂlo;n> which can
be written as

P = By |S|nk) = By, |¥nk) + Z(ﬂﬁn ;) Qi (D |nk)-

Do i

Imnk P AUG,a
Imnk

Here, the two terms on the right-hand side are called soft and augmentation part, respectively. S is the overlap matrix,
S=1+) |5:)Qi(B;l.
ij

The radial and the angular part of Bl‘:n (r) are described by the LOCPROJ tag, which comprises three parts separated by colons that are
denoted as <sites>, <functions-Yim-specs>, and <functions-radial-specs>. For instance, to perform the projection onto a hydrogen-like 71s
function on the first ionic position specified in the POSCAR file, the tag reads

LOCPROJ =1 : s : Hy
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