Materials set: Z=1-56, 72-83 (H to Ba, and Hf to Bi)

FLEUR@LAPW+LO
WIEN2k@(L)APW+lo+LO |
ABINIT@PW/|PseudoDojo-v0.5
BigDFT@DW|HGH-K(Valence)
CP2K/Quickstep@TZV2P|GTH -
GPAW@PW|PAW-v0.9.20000
CASTEP@PW|C19MK2

Quantum ESPRESSO@PW|SSSP-prec-v1.3 -
SIESTA@AtOrOptDiamond|PseudoDojo-v0.4
SIRIUS/CP2K@PW|SSSP-prec-v1.2 -
VASP@PW|GW-PAW54* 4

.

Materials set: Z=57-71(lanthanides: La to Lu)

FLEUR@LAPW+LO
WIEN2k@(L)APW+lo+LO
CASTEP@PW|C19MK2

Quantum ESPRESSO@PW|SSSP-prec-v1.3
VASP@PW|GW-PAW54*

HH - HH 4
T ] — [ N —{T
—{3— 4 T . H-
—{ T i HIH - HIH
HH B HH - I
HH 4 Hh B i
— (T : I . —{T—
Hh 4 dk 4 h
0 - :411« : i
—5‘.0 —2.‘5 (5 2‘.5 5‘.0 -20 —1b C‘) W‘O Q‘O —4‘0 —2‘0 (5 2‘0 4‘0
V, difference (%) B, difference (%) B, difference (%)
l 8 { t
l : { t
—{H 7 —{ i
— [ b —L i
H— 7 —{TH H
—5‘.0 —2.‘5 5 2‘.5 5‘.0 -20 —1b C‘) W‘O Q‘O —4‘0 —2‘0 (5 2‘0 4‘0

V, difference (%)

B, difference (%)

B, difference (%)



