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Pseudo file  pbe-*rrkjus_psl. *.upf tructure [ Dielectric func  [JNMR
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Spin Non-polarized
Pseudopotential Properties
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| Coordinates
FIRST_IMAGE C:¥winmos11¥UserData¥cu_ag.wmpjdata¥work1_QE_Relax¥pw.pwout Display

([JJuse INTERMEDIATE_IMAGE  (Select pwout/out File)

| LAST_IMAGE C:¥winmos 11¥UserData¥cu_ag.wmpjdata¥work2_QE_Relax¥pw.pwout o Display

Visualize Initial Path

[C)Reorder atomic indices

NEB configuration

# of Images 5 () Use minimum image
Threshold [eV/A] 0.05 Optimisation Step Length [bohr] 1.0
; # of Ionic & Electronic Steps 250 Elastic Constant [hartree] 0.4 ~ 0.6
‘ Optimization Scheme ibroyden v| Use optimisation flags defined on main window
Climbing Image Scheme no-CI
SCF configuration

Same as FIRST_IMAGE

Reset... 0K <
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