
1. Ph.D. PROJCT DSCRIPTION (4000 characters max., including the aims and wor plan)

Project Etle: Innova&ve methods for modeing eectronic structures and roer&es of

organic eectronic moecues using eectron airs.

1.1. Project goals
Organic eectronics is a romising technoogy for high-throughut manufacturing of eco-friendy,
oten&ay ow-cost, utraightweight, exibe devices with various otoeectronic or eectronic
func&onai&es. The advancement of modern eectronic devices can be acceerated by roerty
o&miza&on of its sma buiding bocs, such as carbon-based moecues and oymer chains. We an to
use an unconven&ona eectronic structure methods for ecient arametriza&on of the wave func&on to
mode arge systems at ow comuta&ona cost. An advantage over standard eectronic structure methods
is (a) the caabiity of reiabe modeing ong oymer chains oen dominated by strong eectron
correa&on eects and (b) the abiity to comute orbita-based entangement anaysis (in terms of singe
orbita entroy and mutua informa&on) to dissect orbita interac&ons and eectron correa&ons in a given
system.

1.2. Outline
In the roosed research roject, we wi further advance the CCD grou of methods to ecienty
cacuate charge transort roer&es in moecues imortant for organic eectronics.
These incude (a) the anaysis of the ocaity of varia&onay o&mized CCD orbitas and (b) the design,
imementa&on, and tes&ng of CCD-based modes to cacuate the charge transfer integras ecienty.
A deveoments wi be done in our ocay deveoed PyBEST oen-source soware acage [Com. Phys.
Comm. 264, 107933 (2021); Com. Phys. Comm. 297, 109049 (2024)] and reeased to the ubic free of
charge. The deveoed methodoogy wi be used to mode eectronic structures and charge transfer
roer&es of seected organic moecues essen&a for eectronics.
These studies wi be further augmented by entangement anaysis of orbita interac&ons to iden&fy the
conduc&ng orbitas in the vaence band. The roject's outcome wi aow us to reiaby and ecienty
mode comex eectronic structures and conduc&ng roer&es of sma buiding bocs and their
aggregates beyond the imits of resent-day quantum chemistry methods.
The deveoed quantum-chemica aroaches wi be directy aicabe to other areas of chemistry,
hysics, and materias science, ie the moecuar design of semiconductors, organic ight-emikng diodes,
moecuar wires, and organic baleries.

1.3. Wor plan
• The design of new Python modues in the PyBEST soware acage
• Tes&ng and imementa&on of charge-transfer modes
• Quantum chemica cacua&ons and resuts anaysis
• The design of Grahica User Interface (GUI) using the Eectron aporm
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1.5. Required iniEal nowledge and sills of the Ph.D. candidate:

-basic nowedge of Python, git, GitLab, and Latex
-basic nowedge of organic chemistry
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-good nowedge of quantum hysics/chemistry
-good nowedge of Engish
-exerience with Linux/Unix and comuter custers

1.6. xpected development of the Ph.D. candidate’s nowledge and sill

-high-quaity rogramming sis and a co-authorshi of the PyBEST soware acage
-version contro (git) and con&nuous integra&on (GitLab)
-exert nowedge of the eectronic structure methods
-state-of-the-art comuta&onamodeing of eectronic structures of organic hotovotaic materias and
their roer&es
-imroved so and hard sis (resenta&ons, reorts, communica&ons, woring in the team)
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