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Ecut
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atom.config

sct

Cr.SG15.PBE.SOC.UPF+
5.PBE.SOC.UPF

MP_N123 =
LDAU_PSP1 = 2 4.0
LDAU_PSP2 = -1 0.0
SPIN222 MAGDIR STEPFIX
[E ERROR = 1.E-5

RHO ERROR= 1.E-6
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ending_scf reason = tol Etot err
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Alpha

E extV

E NSC
E[-rho*V_Hxc]
E Hxc

_Jc

E tot(eV)

E tot(Ryd)
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AJAIE1=-.98531101640188E+05; E2=-.98531099722000E+05; E3=-.98531098019394E+05;
E4=-.98531091901219E+05

AIATE = (E1-E2-E3+E4)/(4*(3/2)**2) = 0.47mev



