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● FHI-vibes
○ python package for lattice dynamics investigations with FHIaims
○ built on top of ase

● Current Features
○ phonopy calculations → Handson 2019
○ MD + heat flux simulations 
○ toolset for preparing, and analyzing data
○ high throughput functionality via fireworks
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Handled by phonopy and spglib
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vibes: how to run an phonopy simulation?

[geometry]
file:              geometry.in

[control]
xc:                pbesol
k_grid:            [2, 2, 2]

[basissets]
default:           light

[phonopy]
supercell:         [[1, 0, 0], [0, 1, 0], [0, 0, 1]]

$ <editor> phonopy.in



vibes: how to run an phonopy simulation?

[hilde]        Run phonopy workflow in working directory
  phonopy
[hilde]        Start phonopy postprocess:
[trajectory]   Parse trajectory
[son] read file:  phonopy/trajectory.son
[watchdog]     seems we are not on a cluster, nothing to do for watchdog
[socketio]     Use SocketIO with port 12345
[backup]       ...
[trajectory]   Parse trajectory
[hilde]        Compute structure 1 of 1: working

$ vibes run phonopy



vibes: how to run an phonopy simulation?

[hilde]        ...
[hilde]        Compute structure 1 of 1: finished.
[hilde]        Start postprocess.                                                                               
[hilde]        Start phonopy postprocess:                                                                       
[trajectory]   Parse trajectory                                                                                 
[son] read file:  phonopy/trajectory.son                                                                        
[son] process:    |||||||||||||||||||||||||||||||||||||  2/2                                                    
.. create atoms:  |||||||||||||||||||||||||||||||||||||  1/1                                                    
[trajectory]   .. done in 0.001s                                                                                
[trajectory]   .. done in 0.097s                                                                                
[hilde]        done.  

$ vibes run phonopy



CAUTION

● vibes was recently renamed from hilde
○ hilde still appears frequently

● Computers in Room C are very slow (factor of 4-5)
○ please try to fill up rooms A and B first
○ Team up!



Let’s go, have coffee and fun!


