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Research Interests
Computational physical chemistry and modelling of matter (ab-initio and molecular
simulations)
Materials science and engineering, nanotechnology
Parallel programming for multicore, cluster and heterogeneous systems

Employment

03/2025 - 08/2025 Part-time Assistant Professor, University of Thessaly (UTh).
02/2025 - 11/2025 Postdoctoral Researcher, Department of Chemical Engineering, University of Patras

(UP).
11/2022 - 10/2024 Research Scientist, Solvay Chimika S.A. (Solvay).
4/2024 - 8/2024 Part-time Assistant Professor, University of Thessaly (UTh).
3/2023 - 9/2023 Teaching Fellow, University of Thessaly (UTh).
1/2020 - 12/2022 Postdoctoral Researcher and Project Leader, National Technical University of Athens

(NTUA).
9/2016 - 12/2019 Postdoctoral Researcher, Eindhoven University of Technology (TU/e).
5/2015 - 8/2016 Postdoctoral Researcher, National Technical University of Athens (NTUA).
11/2015 - 4/2016 Chief Engineer of the Coolant Recycling Unit, 871 Central Fuel Depots of the Hel-

lenic Army, Greece. Rank: lance corporal (mandatory military service).
7/2015 - 10/2015 PetroleumAccountant, 871 Central Fuel Depots of the Hellenic Army, Greece. Rank:

private (mandatory military service).
5/2010 - 4/2015 Research Assistant, School of Chemical Engineering, National Technical University

of Athens.
7/2009 - 8/2009 HPC Europa 2 Transnational Access Visit N. 175, CINECA Consortio Interuniversi-

tario, Casalecchio di Reno, Bologna, Italy.

Education
2011–2015 Ph.D. in Chemical Engineering, National Technical University of Athens.
2010–2012 M.Sc. in Microsystems and Nanodevices, National Technical University of Athens.
2005–2010 Diploma (5-year engineering degree) in Chemical Engineering, National Technical

University of Athens.
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Funding

11/2019 - 10/2025 Dutch Polymer Institute Collaboration Project under number 829
(project leader / researcher, budget: 4 years PhD fte TU/e, 3 years post-doc fte
NTUA, total 447 ke)

11/2018 - 10/2019 Dutch Polymer Institute Post-doc Project under number 820
(researcher, budget: 1 year post-doc fte TU/e 73 ke)

09/2016 - 09/2018 Dutch Polymer Institute Post-doc Project under number 745ft14
(researcher, budget: 2 years post-doc fte TU/e 170 ke)

10/2011 - 09/2014 Alexander S. Onassis Public Benefit Foundation Doctoral Scholarship under number
GHZ 005/2011-2012 (applicant/researcher, budget: 10.8 ke)

Scientific Activities (as of March 30, 2026)

23 Research and 1 Review Papers published
5 Conference papers with DOI.
Scopus h-index 16, 767 citations (excluding self-citations)
3 Invited and 24 Contributed presentations in International Conferences

Paper Reviewing Reviewer for the journals: Journal of the American Chemical Society,Macro Letters,
Macromolecules, Polymer, ACS Langmuir, Journal of Physical Chemistry B, Inter-
national Journal of Solids and Structures, Journal of Polymer Science, ACS Applied
Materials & Interfaces, Fluid Phase Equilibria,Nanoscale Advances, Polymers,Ma-
terials Chemistry and Physics, Physica A: Statistical Mechanics and its Applications,
Physica B: Condensed Matter, Materials, SN Applied Sciences, Nanomaterials

Grant Reviewing Reviewer for Deutsche Forschungsgemeinschaft project proposals

Honors and Awards
2023 Contribution to the Molecular Systems Design & Engineering (MSDE) Emerging

Investigators 2023 Issue (Paper A23)
2022 Paper A12 in the Top 10 Downloaded papers of the Macromolecular Theory and

Simulations journal
2019 Best poster award (1st prize) of the Dutch Polymer Institute Annual Meeting 2019,

Eindhoven, The Netherlands.
2018 Award for the best Ph.D. thesis in the field of ComputationalMechanics in Greece

during 2015 (by the Greek Association of Computational Mechanics, GRACM).
2018 Scientific Excellence Award of the ICMS (Institute of ComplexMolecular Systems)

Outreach Symposium 2018, Eindhoven, The Netherlands.
2017 Best poster award (1st prize) of the Dutch Polymer Institute Annual Meeting 2017,

Eindhoven, The Netherlands.
2017 Greek Participant in the Young European Scientists 2017 (YES2017) workshop of

the European Polymer Federation (nomination by the Hellenic Polymer Society),
Łódź, Poland.

2016 Finalist of the 2015 Best Ph.D. Theses Awards of the European Community on
Computational Methods in Applied Sciences, Crete, Greece.

2011 - 2014 Doctoral Scholarship of theAlexander S. Onassis Public Benefit Foundation (Con-
tract No. GZH 005/2011-2012).

2013, 2014 NTUA Thomaides award for published scientific contributions.
2012 Best poster award, 9th Hellenic Polymer Society Conference, Thessaloniki, Greece.
2010 NTUA Thomaides award for published scientific contributions.
2010 Best Diploma Thesis Thomaides Award of the National Technical University of

Athens (award for one of the three best Diploma theses of 2010).
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2010 Best Diploma Thesis Award of the School of Chemical Engineering, National Tech-
nical University of Athens, Greece.

2010 Best Diploma Thesis of the Department of Materials Science and Engineering of
School of Chemical Engineering, National Technical University of Athens, Greece.

Teaching Activities: Co-supervision (MSc and Diploma theses)

2022 Dimos Aslanis (Diploma, NTUA)
Calculation of the diffusion coefficient of small molecules in glassy polymers
currently at the National Technical University of Athens

2021 Magda Karavaggeli (Diploma, NTUA)
Atomic-level strain and the onset of plasticity
currently at the University of Amsterdam

2019 Roy H.M. Mols (MSc, TU/e)
Plasticity of glassy polystyrene: a free energy approach
currently at the ASML (Netherlands)

2015 Konstantinos Manikas (Diploma, NTUA)
Molecular simuations of glassy atactic polystyrene
currently at the ASML (Netherlands)

2014 Ariadni Boziki (Diploma, NTUA)
Monte Carlo simulations of a PE/graphite system
currently at the University of Luxemburg

2013 Andreas Gavrielides (Diploma, NTUA)
Monte Carlo simulation of polystyrene epimerization
currently at the Cyprus Institute

2013 Xrysa Charitoglou (MSc, NTUA)
Self Consistent Field study of a graphite polyethylene nanocomposite

2012 Ioannis Petsagkourakis (Diploma, NTUA)
Monte Carlo simulations of a graphite polyethylene nanocomposite
currently at Linköping University

2011 Ioulia Tzouvadaki (MSc, NTUA)
Mesoscopic simulations of polymer matrix nanocomposites
currently at Standford University

2010 Andreas Morphis (MSc, NTUA)
Computationally efficient molecular simulations of polymeric melts
currently at University of Athens

Teaching Activities: PhD Assistance

Kalouda Grigoriadi (TU/e)
(contribution: processing Flash Differential Scanning Calorimetry measurements)
Konstantinos Manikas (TU/e)
(contribution: graph and Voronoi analysis of 3D particle structures)

Teaching Activities: Courses

2017, 2018, 2019 Guided self-study of the 4LM30 “Multiscale modelling of polymer mechanics”
Graduate course during semester B / kwartiel 3 (TU/e).

Memberships
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10/2016 - today Member of the American Chemical Society (Member No. 31115455).
6/2010 - today Member of the Technical Chamber of Greece (Member No. 125328).

Languages

Greek Mother tongue
English Fluent (C2: Certificates from the Universities of Cambridge and Michigan)
Dutch Elementary

Technical Skills
Languages Fortran 77, 90/95, 2003, C, C++, Python, Perl, Haskell, Prolog.
Paradigms MPI, openMP, nVIDIA CUDA.
Platforms CentOS cluster administration.

Tools LATEX, git, doxygen, Texinfo.
Autodesk AutoCAD 2009 2D Certification,
Loulakis S.A. Autodesk Authorized Certification Center, Athens, Greece.

Personal Interests
Music Playing the violin and the piano. Degrees in: Harmony and Counterpoint.
Chess 2004 and 2005 Pan-Athenian School Chess Championships Awards.

Photography Landscape, wild-life and astrophotography.
Astronomy Casual astronomical observations.
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List of Publications
Research Papers (as of September 1, 2024)

A23 Vogiatzis, G. G.; van Breemen, L. C. A.; Hütter, M.; Theodorou, D. N. Network
dynamics: a computational framework for the simulation of the glassy state. Mol.
Syst. Des. Eng. 2023, 8, 1013–1029

A22 Vogiatzis, G. G.; van Breemen, L. C.; Hütter, M. Response of Elementary Structural
Transitions in Glassy Atactic Polystyrene to Temperature and Deformation. J. Phys.
Chem. B 2022, 126, 7731–7744

A21 Vogiatzis, G. G.; van Breemen, L. C. A.; Hütter, M. Structural Transitions in Glassy
Atactic Polystyrene Using Transition-State Theory. J. Phys. Chem. B 2021, 125,
7273–7289

A20 Kiessling, A.; Simavilla, D. N.; Vogiatzis, G. G.; Venerus, D. C. Thermal conductiv-
ity of amorphous polymers and its dependence on molecular weight. Polymer 2021,
228, 123881

A19 Manikas, K.; Vogiatzis, G. G.; Hütter, M.; Anderson, P. D. Structure formation in sus-
pensions under uniform electric or magnetic field. Multiscale and Multidisciplinary
Modeling, Experiments and Design 2021, 4, 77–97

A18 Mols, R.; Vogiatzis, G. G.; van Breemen, L. C. A.; Hütter, M. Microscopic carriers
of plasticity in glassy polystyrene.Macromol. Theory Simul. 2021, 30, 2100021

A17 Manikas, K.; Vogiatzis, G. G.; Anderson, P.; Hütter, M Characterization of structures
of particles. Appl. Phys. A 2020, 126, 494

A16 Ricci, E.; Vergadou, N.; Vogiatzis, G. G.; De Angelis, M. G.; Theodorou, D. N.
Molecular Simulations and Mechanistic Analysis of the Effect of CO2 Sorption on
Thermodynamics, Structure, and Local Dynamics of Molten Atactic Polystyrene.
Macromolecules 2020, 53, 3669–3689

A15 Vogiatzis, G. G.; van Breemen, L. C.; Theodorou, D. N.; Hütter, M. Free energy
calculations by molecular simulations of deformed polymer glasses. Comput. Phys.
Commun. 2020, 249, 107008

A14 Nieto Simavilla, D.; Sgouros, A. P.; Vogiatzis, G. G.; Tzoumanekas, C.; Georgilas,
V.; Verbeeten, W. M. H.; Theodorou, D. N. Molecular Dynamics Test of the Stress-
Thermal Rule in Polyethylene and Polystyrene Entangled Melts. Macromolecules
2020, 53, 789–802

A13 Sgouros, A. P.; Vogiatzis, G. G.; Megariotis, G.; Tzoumanekas, C.; Theodorou,
D. N.Multiscale Simulations of Graphite-Capped PolyethyleneMelts: BrownianDy-
namics/Kinetic Monte Carlo Compared to Atomistic Calculations and Experiment.
Macromolecules 2019, 52, 7503–7523

A12 Vogiatzis, G. G.; van Breemen, L. C. A.; Hütter, M. Network Topology of the States
Probed by a Glassy Polymer during Physical Aging.Macromol. Theory Simul. 2019,
28, 1900036
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A11 Grigoriadi, K.; Westrik, J. B. H. M.; Vogiatzis, G. G.; van Breemen, L. C. A.; Ander-
son, P. D.; Hütter, M. Physical Ageing of Polystyrene: Does Tacticity Play a Role?
Macromolecules 2019, 52, 5948–5954

A10 Megariotis, G.; Vogiatzis, G. G.; Sgouros, A. P.; Theodorou, D. N. Slip Spring-Based
Mesoscopic Simulations of Polymer Networks: Methodology and the Corresponding
Computational Code. Polymers 2018, 10, 1156

A09 Sgouros, A. P.; Vogiatzis, G. G.; Kritikos, G.; Boziki, A.; Nikolakopoulou, A.; Liv-
eris, D.; Theodorou, D. N. Molecular Simulations of Free and Graphite Capped
Polyethylene Films: Estimation of the Interfacial Free Energies. Macromolecules
2017, 50, 8827–8844

A08 Vogiatzis, G. G.; Megariotis, G.; Theodorou, D. N. Equation of State Based Slip
Spring Model for Entangled Polymer Dynamics. Macromolecules 2017, 50, 3004–
3029
(arXiv: http://arxiv.org/abs/1703.08983)

A07 Mathioudakis, I. G.; Vogiatzis, G. G.; Tzoumanekas, C.; Theodorou, D. N.Multiscale
simulations of PS-SiO2 nanocomposites: frommelt to glassy state. Soft Matter 2016,
12, 7585–7605

A06 Mathioudakis, I. G.; Vogiatzis, G. G.; Tzoumanekas, C.; Theodorou, D. N.Molecular
Modeling and Simulation of Polymer Nanocomposites at Multiple Length Scales.
IEEE Trans. Nanotechnol. 2016, 15, 416–422

A05 Theodorou, D. N.; Vogiatzis, G. G.; Kritikos, G. Self-Consistent-Field Study of Ad-
sorption and Desorption Kinetics of PolyethyleneMelts on Graphite and Comparison
with Atomistic Simulations.Macromolecules 2014, 47, 6964–6981
(arXiv: http://arxiv.org/abs/1502.05835)

A04 Vogiatzis, G. G.; Theodorou, D. N. Local Segmental Dynamics and Stresses in
Polystyrene - C60 Mixtures.Macromolecules 2014, 47, 387–404
(arXiv: http://arxiv.org/abs/1401.4314)

A03 Lempesis, N.; Vogiatzis, G. G.; Boulougouris, G. C.; van Breemen, L. C.; Hütter, M.;
Theodorou, D. N. Tracking a glassy polymer on its energy landscape in the course of
elastic deformation.Mol. Phys. 2013, 111, 3430–3441

A02 Vogiatzis, G. G.; Theodorou, D. N. Structure of Polymer Layers Grafted to Nanopar-
ticles in Silica - Polystyrene Nanocomposites.Macromolecules 2013, 46, 4670–4683
(arXiv: http://arxiv.org/abs/1401.4001)

A01 Vogiatzis, G. G.; Voyiatzis, E.; Theodorou, D. N.Monte Carlo simulations of a coarse
grained model for an athermal all-polystyrene nanocomposite system. Eur. Polym. J
2011, 47, 699 –712
(arXiv: http://arxiv.org/abs/1401.3364)

Review Papers

B1 Vogiatzis, G. G.; Theodorou, D. N. Multiscale Molecular Simulations of Polymer-
Matrix Nanocomposites. Arch. Computat. Method E. 2018, 25, 591–645
(Open Access: http://link.springer.com/article/10.1007/s11831-016-9207-y)

Invited Talks
C3 Vogiatzis, G. G.; van Breemen, L.; Theodorou, D. N.; Hütter, M In in Proceedings

of the 2017 Young European Scientists Workshop (under the auspices of European
Polymer Federation), Łódź, Poland, 3-6 September, 2017.
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C2 Vogiatzis, G. G.; Theodorou, D. N. In in Proceedings of the 2016 European Congress
on Computational Methods in Applied Sciences and Engineering, Crete Island,
Greece, 5-10 June, 2016.

C1 Vogiatzis, G. G.; Megariotis, G.; Tzoumanekas, C.; Theodorou, D. N. In FEMS
EUROMAT 2013 European Congress and Exhibition on Advanced Materials and
Processes, Hotel Barceló Renacimiento, Sevilla, Spain, 8 - 13 September, 2013.
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