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Tool Calculates Needs

phdos density of modes, in 
different projections

.XV, .vectors 
(from Vibra)

vibent vibrational entropy .XV, .bands 
(from Vibra)

velcf
velocity auto-correlation 

function .XV, (.MD |.ANI)

phdos and vibent may only address results of lattice dynamics 
calculations for Gamma. For these calculations to make sense, they 
have to be done on large enough supercell. A typical case under study 
is that of a mixed system (alloy), represented by a special 
quasirandom (or, otherwise mixed) supercell. velcf post-processes a 
standard MD run.
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phdos: q-resolved density of modes 
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Projecting into Longitudinal and Transversal components



                 1/20 

vibent : Vibration contributions to entropy
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vibent : Vibration contributions to entropy



                 

velcf : Molecular dynamics 



                 

velcf : Molecular dynamics 

A test case: 
Ni4 molecular magnet

for comparison: 
frozen phonon calculation


