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! (effective) completeness of the basis set easily checked and
systematically improved

| matrix elements easy to calculate and/or H! products easily
calculated on the Ry

| Hartree and XC potentials easy to represent and calculate

| orthogonality is a plus
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approach to completeness easily and systematically
checked (|k+G|2< Ecu)

basis set independent of nuclear positions (no Pulay
forces)

matrix elements and H! products easily calculated
density, Hartree, and XC potentials easily calculated
orthonormality

basis set depends on volume shape/size (Pulay stresses)

uniform spatial resolution (no core states!)
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pseudo-atoms do not have core states: valence states of any
given angular symmetry are the lowest-lying states of that
symmetry:

| P>

+ val IS hodeless and smooth

the chemical properties of the pseudo-atom are the same as
those of the true atom:
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