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Prepare four input files - POTCAR

Download H2O_relaxation files into desktop

Use WinScp to copy H2O_relaxation files into Keldysh (XXX@keldysh.physics.udel.edu)

relaxation$ cat ./pot/O/POTCAR ./pot/H/POTCAR > POTCAR

Create POTCAR

Go to work directory (XXX/relaxation) using ssh

   ssh XXX@keldysh.physics.udel.edu

relaxation$ ls
Check files



Prepare four input files- POSCAR

relaxation~>vi POSCAR_template

Enter ?

relaxation~>cp POSCAR_template POSCAR



Prepare four input files

ISMEAR = 0

SIGMA  = 0.1

ENCUT = 520    ! largest ENMAX from POTCAR +30%

IBRION = 1    ! use DIIS algorithm to converge

NSW = 100     ! 10 ionic steps

EDIFFG = -0.02  ! forces smaller 0.02 A/eV

Gamma-point 

only

0

Monkhorst Pack

1 1 1

0 0 0

INCAR KPOINTS



Run job

Relaxation->./job.qs

#!/bin/bash

module load vasp/5.4.4

ulimit -s unlimited

mpirun -np 4 vasp_std

job.qs



Check OUTPUT



Check OUTPUT



Check OSZICAR



Check CONTCAR

winscp: transfer CONTCAR to desktop

vesta: what is bond length and angle?



Thank you
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