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Abstract
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Targeted Research Project funded by
the Framework 6 programme Oct

2006- March 2010.

Aims and Objectives

Our goals are:
. to obtaln accurate esti

mates of all

basic microscopic parameters that
control electron and energy

transfer processes
i. to develop theoretical

models

establishing a coherent connection

between the microsco
parameters and the m

pIC
acroscopic

description (verified by data from

ultrafast spectroscopy

J

photoelectron spectroscopy and
transport measurements)

il. to determine reliable structure-
transport property relationships
that bridge the molecular scale,
mesoscale and the macroscopic

device scale.

This multiscale approach

relies on

powerful computational methods

developed from quantum
condensed matter physic

chemistry,
S and

statistical mechanics. We have shown

how the organisation and

structural

properties of organic materials

determine the transport p

roperties of

charge carriers and excitons,
especially in device architectures,
needed for technologies exploiting

organic materials.
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Functionalities, methodology and applications

Examples of Modecom
research below
For more information, see
http://www.modecom-
euproject.org

Possible applications of organic devices
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Workpackage 1:
Calculations at the
molecular scale
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Workpackage 2:
Supramolecular organization
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Modelling
ElectroActive
Conjugated
polymers at the
Multiscale

Workpackage 3:
Dynamics of charge and
energy
transport at the mesoscale
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Workpackage 4:
Measurements and
macroscopic
modelling for polymer
devices
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