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Prepare four input files

Download H20 vibration files into desktop

Use WinScp to copy H20O vibration files into Keldysh (XXX@keldysh.physics.udel.edu)

Go to work directory (XXX/vibration) using ssh
ssh XXX@keldysh.physics.udel.edu

Check files
vibration$ Is

[bkang@keldysh v1brat1&n]$ : /home /bkang/bootcamp/h20/vibration~>1s

[bkang@keldyah v1brat10n]$ : /home /bkang/bootcamp/h20/vibration~>



Run jobs

IBRIONG/ IBRIONS/
Jjob.gs Jjob.qgs

second derivatives, Hessian matrix, and phonon frequencies second derivatives, Hessian matrix, and phonon frequencies
(finite differences) (perturbation theory)
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Find vibrational eigenvectors and eigenvalues in OUTCAR
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Thank you
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