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internal energy E=F+TS

—-72.67529274 Ry

The total energy is F=E-TS. E is the sum of the

one-electron contribution
hartree contribution

®¥c contribution

ewald contribution

convergence has been achieved in
Total SCF correction =
{Ry/bohr**3)

0.00000000 0.

0.000000
stress

0.00000000

Total force =
total
0.00000047

15.44042122 Ry
4 40617332 Ry
-31.67295788 Ry
-60.84892939 Ry
11 iterations

0.00000000 0.00000047
0.00000000 0.00000000
bfgs converged in
Final enthalpy =

4 =cf cycles and

0.00000000 0.
0.00000047 0.
3 bfgs steps
-72.6796761542 Ry

following terms:

0.000000
{kbax) P=

07 0.00

0o 0.07

0o 0.00

O

0.

0.00
0.00
0.07

Estimated max dynamical RAM per process »

71.42 MB
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FHZg s (work1_QE_Relax)

d Coordinate (Initial)
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Log

the Fermi energy is
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smearing contrib.

(-TS)
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SCF Energy Change
H Animation
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internal energy E=F+TS

one—electron contribution
hartree contribution

xc contribution

eyald contribution

total
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0.00000000
—0.00000000
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convergence has been achieved in
Total force =

—0.00438344 Ry
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The total energy is F=E-TS. E 1= the sum of the
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stress
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surface
I - T
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Preset SCF ~

Options Properties Pseudo

EC9 (/=72 Ltot_charge(d0&ELET),

O X

RISM (2) Other Preyiew
Basic Advanced Spin/D) Phanon MD Dipole Corr ESM
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esm_bc bc3 | w a.

pbc Al

bci

Enter Relative Potential...
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esm_w
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J{LE |EE RO =T AFH
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- O X
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total enersy .
Harris-Foulkes estimate
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Ionel-elecJt ron ;In:)nJlt['ibut ion = -4?115.808?0883 ﬁy

nnnnnnnnnnnn

A

790 1T. 65 7

-012.27799495 Ry
-012.277993324 Ry
0.00000013 Ry
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