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The Projector Augmented Wave (PAW) formalism developed by Blöchl3

is an accurate and efficient pseudo-potential-like scheme for electronic struc-
ture calculations within density functional theory and is now implemented in
several electronic structure codes. Some of these codes use an implementa-
tion of the formalism developed by Kresse et al.4 which differs slightly from
the original Blöchl formalism and which can lead to different electronic struc-
ture results. In this poster, we analyze and illustrate the difference between
the Blöchl and Kresse PAW formulations. The results of this analysis solve
a long-standing mystery concerning numerical discrepancies between two in-
dependent electronic structure code packages ABINIT5 and PWPAW6. The
analysis also provides insight into the development of accurate and efficient
PAW basis and projector datasets.
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