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03 - Li - ||003-13 1i pbe vl.4.uspp.F.UPE|R [ 2Dl e v - S TERIT [CJLaMMPS, QEQYEETTZCyawin% {(FF(experimental)
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BRI O Gnuplot % AL T 4574 i (expermental)
04 - Be - ||004-B . N ]
Beryllium } N N S L PR 1]
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Boron
[ GAMESSEFE T3S — 14
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Carbon MD
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Cobalt Open k-path file Open priority list
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« | (modified) #of Jobs: | 4+ :

Preset |SCF

Enable scan calculation Config...

Opti Pseudopotential
ist job n MD RISM (1)
Task En 50.0 0.0
eray ~ lda_plus_u
Charge [e] _ [IManually specify cutoff eneray Phonon (DPT) | Disabled ¥ Use tot_magnetization |0. Hubbard_U/alpha
# of bands Default ~ | K points Monkhorst-Pack v | [[use Bravaisattice index
(dndxd) Atom ubbart
Spin Mon-polarized  ~ Li
Pseudopotential Properties Co
0.0
Type Al v [Joos [Jcharge density [_|Phonon DOS o
: ) (e
. PDOS/Lowdin Potential/
_N Functional | All v O Fs U ork fime [JPhonan band bat
po
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[JUse Spin Density as starting_magnetization
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¥ J0zoh a — . . -
PERT3 )b (co_eq) @ Extracted Log (C¥winmas11¥UserData¥lco_eqwmpjdata¥work1_QF_SCF¥pw.pwaout) — O X 1 LiCoQ2 -377.5814148 Ry
&
Program PWSCF v.5.2.1 {=vn rev. 11758) start=s on 31 2022 at 17:31:28 . L
@ workl_QE_SCF Parallel wersion (MHFI)., running on 1 processo 2 |Co02 362.810352 RY
wark? OF SCF ND the Fermi energy i= 10 4 Gk . P
works (= 3 | total energy =1 377 ss141482fRy 3 |Li -14.47288966 Ry
work3_QE_SCF END estimated scf accuracy I3 : Ry o _
one—electron contribution = —-266 . 09785452 Ry 4 |Co02+Li-LiCo02 0.29817314 R}‘
hartres contribution = 148.71928993 Ry
®c contribution = —50.77473136 Ry
ewald contribution = —209 55358350 Ry
< > Hubbard snergy = 0.12546463 Ev - . _
smearing confrib. (-TS) = —0. 00000000 Ry @ Winmostar Unit Converter o X
P332 (workl_QE_SCF) convergence has been achieved in 11 iterations
PWSCF . Zml5. 36s CPU 2m24 . 97= WALL
d Coordinate {Initial) This run was terminated on: 17:33:51 31Julz022 Energy b
d Coordinate {Final)
= |D.2981I-"314 | = |4.I35685224D4 T |
Log o
Export... Close R b = o
SCF Energy Change o
& show in Fxnlorer i .T Close
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