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Using Group Diabatic orbitals created from
orthonormal Lowdin AO orbital basis sets
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The importance of the feedback to the Fock matrix
from time-dependent density
Photoabsorption spectrum
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Active size dependency of o

maximum deviation of the charge dynamics
measured from the results by using full orbital :' ?‘«
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Absorption spectrum
convergence with respect to active size
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Disorder causes localization and suppresses diffusion of exciton
Time snapshots for different disorder parameters
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Coarse grained quantum dynamics Involved with 1681 sites x ~ 20 atoms > 30000 atoms
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Dependence of structural disorder and molecular motion
on diffusion length and rate

Effect of structure dynamics
-> Large disorder case : enhancement
-» Small disorder case : suppression
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