
Quantum Mechanics 

      elect ronic DFT 

 

Crystalline 

st ructures Elect ronic m odel 

Mesoscopic m odel 

User case  input  

raw output  processed output  

 defect  st ructures 

(scat ter ing sources)  

User Case input  

Forces on atoms 

Quantum mechanical 

phonon Hamiltonian 
(yielding scat ter ing 

amplitudes, group 

velocit ies, …)  

Phonon  (BTE)  model 

 

 

 

Plots 

Device 

propert ies 

 

 Outside AlmaBTE 

Visualisat ion TCAD 

Phonon dist r ibut ion 

Heat  flux vector field 

Heat  current  

Thermal 

conductance 

Local temperature 

raw output  processed output  

Energies 

wavefunct ions 

1 


	Slide Number 1

