Materials set: Z=1-56, 72-83 (H to Ba, and Hf to Bi)
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Materials set: Z = 57-71 (lanthanides: La to Lu)
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Materials set: Z=84-96 (Po to Cm)
FLEUR@LAPW+LO | { - ! R 1*
WIEN2K@(L)APW+l0+LO { 4 { R #
CASTEP@PW|C19MK2 —{TF— R — R HH
Quantum ESPRESSO@PW/|SSSP-prec-v1.3 -| - - HH - HH
VASP@PW|GW-PAW54* - HIH - I 4 HH
—5‘.0 -2 ‘5 6 2‘.5 5‘.0 -20 —1b (5 W‘O 2‘0 —4‘0 —2‘0 (‘) 2‘0 4‘0

V, difference (%)

B, difference (%)

B, difference (%)



