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    OPT 

Polaron, exciton 

trajectories 

Charge, current  

Density, field profiles 

~104  beads 

 

Transfer integrals 

Site energies 

Recombination 

rates 

Model 3  

CGMD 

Positions and 

orientations of 

~106  molecules 

 

Charge, current  

density field profiles 

device width  ~10 nm 

 

Model 1  

GW-BSE, 

DFT,  

Post-HF,  

Eigenstates 

Eigenvalues 

~104  atoms  

Model 6 BTE 

Model 7 

DD 

Reorganisation 

energies, 

HOMO, LUMO, 

optical spectra 

and optical 

constants 

 

Model 4  

QC-

POLARON 

Model 5  

QC-

EXCITON 

Carrier mobilities 

Doping efficiencies 

Exciton diffusion 

lengths & coefficients 

Back-mapping 

from bead to 

atomic 

coordinates 

 

Validation 

Molecular  Optical 

Spectra 

Force Field 

for 

atomistic 

model 

Model 2  

MC or MD 
Atomistic 

morphology of 

amorphous films 

(~105  atoms ) 

 

Eigenstates 

Eigenvalues 

for single 

molecule 

Bead density 

profiles, Radial 

distribution  

functions 

 

Electrical Device/Circuit 

Characteristics 

Electronic Model 

Mesoscopic Model 

Atomistic Model 

Mesoscopic 

Model 

Continuum Model 

Electronic Model 

Force Field 

for 

mesoscopic 

model 

Optical 

Device/Circuit 

Characteristics 

Molecule & dopants 

structure 

Doping levels 

Temperature 

Tolerances 

Device geometry 

Bead 

positions 

 

Post processor 

Current densities, 

emitted light 

intensity and 

spectrum 
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