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« XASTDELZz=0(CBE (DIL—TERUICREE | VI —T&RE | - UiEISE)
« Details/h7>%Z20Uw 2 ULT. Keyword Setup™~ - > RODESMA T D
assume_isolated = ‘esm’'(CF T v I%Z Atl. esm_bcZzbc3(CEE

EURELETEEREITL. BhanN3pwout (OF) J7A)LDOFermiIRILF—DFRSHERXT(C
U BEZ (zZBhD+ A D )T EEEE U TE XD EBRJgETI (/2 Ltot_chargeld0 & LET),

Q @ Quantum ESPRESSO Keyword Setup O X
B\
Y
h\ Preset SCF ks
(\: //) \) RISM (2) Other Preyiew Options Properties Pseudo
Basic Advanced Spin/D) Phanon MD Dipole Corr ESM
assume_isolated = 'esm' [fcpopt
esm_bc ~ a.
pbc Al
bcl Enter Relative Potential...
bc2
esm_w
— — — -
(@ Extracted Log (C:\winmos11\UserData\Pt_surface wmpjdata\work3_QE_Relax\pw.pwout) = 0O X ‘
convergence has been achieved in 39 iterations
Total force = 0.000742 Total SCF correction = 0.002273
2 SCF correction compared to forces is large: reduce conv_thr to get better walu
Q the Fermi energy is -5 .6912 ev
! roreI onergy = =T75.97936192 Ry
c 3\ estimated scf accuracy < 0.00000006 Ry
{ smearing contrib. {-TS) = —-0.03077600 Ry
b \ internal energy E=F+TS = —435.94858592 Ry
\\ The total energy is F=E-TS. E is the sum of the following terms
: one-electron contribution = -79678.61862709 Ry
z hartree contribution = 39863 .36624515 Ry
®xc contribution = -189.82358707 Ry
I euwald ~emtribmtion = 29LAQ 127202N8 Ru
=Y tho= 10.262295 glem3.
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