VLASIS G. MAVRANTZAS

OFFICE ADDRESS HOME ADDRESS
ETH Zirich Lerchenberg 6

Institut f. Verfahrenstechnik 8046 Ziirich

ML F 14.2 Switzerland
Sonneggstrasse 3 Tel.: +41 44 55 88 570
8092 Ziirich

e-mail: vlasiosm@mat.ethz.ch

tel.

vlasis@chemeng.upatras.qr
+ 41 44 632 8503

mobile: +30 6944 60 25 80

+41 788 17 35 98

PERSONAL
Date of birth: January 4, 1966
Marital status: Married (with Vasiliki Mavrozoumi; have 1 son, George)
Citizenship: Greek
Languages: English, Greek, some German
Leisure activities: Literature and poetry reading, listening to radio, playing soccer

ACADEMIC INTERESTS

Physical Chemistry, Chemical Engineering Thermodynamics, Statistical Thermodynamics,
Non-equilibrium Thermodynamics

Statistical Mechanics, Molecular Simulations

Dynamics and Rheology of micro-structured fluids

Finite-Element and Spectral-Element Numerical Methods

RESEARCH INTERESTS

Modeling and simulation of polymers and of soft nanostructured polymeric materials at
multiple time and length scales (atomistic, mesoscopic, macroscopic)

Multiscale modeling of chain dynamics and rheology (viscoelasticity) in polymers as a
function of the molecular architecture of the chains (linear, branched, rings)

Modeling polymers at interfaces (adhesion, self-assembly, dynamics in confined geometries)
Thermodynamics of complex fluids under non-equilibrium conditions

Constitutive modeling of polymer viscoelasticity

Molecular modelling and simulation of the phase state of atmospheric organic aerosol
particles, and prediction of their physicochemical properties

Quantum Field Theory

EDUCATION
Ph.D. in Chemical Engineering

University of Delaware, Newark, Delaware, April 1994

* GPA: 4.0/4.0

« Dissertation: "Surface effects on the conformation and rheology of polymer solutions"
* Advisor: Prof. A.N. Beris

* Minor: Mathematics and Physics (GPA: 4.0/4.0)

Diploma in Chemical Engineering

National Technical University (NTU), Athens, Greece, July 1988

* GPA: 9.24/10.00 (top 1%)
* Diploma thesis:  "Regional energy planning in the islands of the Cyclades complex"
* Advisor: Prof. M. Koukios

PROFESSIONAL EXPERIENCE


mailto:vlasiosm@mat.ethz.chvlasis@chemeng.upatras.gr
mailto:vlasiosm@mat.ethz.chvlasis@chemeng.upatras.gr

Dozent-Lecturer (September 2016- today)
Department of Mechanical and Process Engineering (with Prof. S.E. Pratsinis), Particle
Technology Laboratory, ETH Zirich, Switzerland

Guest Professor (September 2014- September 2016)
Department of Mechanical and Process Engineering (with Prof. S.E. Pratsinis), Particle
Technology Laboratory, ETH Zrich, Switzerland

Guest Professor (September 2013- August 2014)
Department of Materials Science (with Prof. Hans Christian Ottnger), Institute of Polymers, ETH
Zirich, Switzerland

Professor (July 2011-today)
Department of Chemical Engineering, University of Patras, Patras, Greece

Associate Professor (July 2003-July 2011)
Department of Chemical Engineering, University of Patras, Patras, Greece

Researcher B’ (November 2001-July 2003)
Institute of Chemical Engineering and High-Temperature Chemical Processes, ICE/HT-FORTH,
Patras, Greece

Researcher C’ (October 1997-October 2001)
Institute of Chemical Engineering and High-Temperature Chemical Processes, FORTH-ICE/HT,
Patras, Greece

Post-Doctoral Research Assistant (January 1996-October 1997)
Institute of Chemical Engineering and High-Temperature Chemical Processes and Department of
Chemical Engineering, University of Patras, Patras, Greece

Military Service (May 1994-December 1995)
War Material Corps, Didymoteicho, Evros, and Army Chemistry Labs, Piraeus, Greece

Ph.D. Research Assistant (September 1989-April 1994)
Department of Chemical Engineering, University of Delaware, USA

OTHER PROFESSIONAL ACTIVITIES

Visiting Scientist

- Institute of Polymers, Department of Materials, ETH-Zirich, Switzerland (January-February
2013, June-July 2012, February 2006, February 2002, February 2000, with Prof. Hans
Christian Ottinger)

- Technical University of Denmark (DTU), Lyngby, Denmark (June-July 2010, with Prof.
George Kontogeorgis)

- Norwegian University of Science and Technology (NTNU), Trondheim, Norway (February
2010, with Prof. Zhiliang Zhang)

- Department of Applied Physics, University of Tokyo, Japan (June-July 2005, with Prof.
Masao Doi)

- Dow Chemical Company, Midland, USA (December 2000, with Dr. Joey Storer)

- University of Delaware, Department of Chemical Engineering, Newark, DE, USA (August
1999, with Prof. Antony Beris)

Collaborating Faculty Member

- Inter-Departmental Programme of Graduate Studies in “Polymer Science and Technology”,
University of Patras (1999-today)

- Department of Materials Science, University of Patras (2000-2002)




National Delegate

In the Working Party on Thermodynamics and Transport Properties (WP-TTP), one of the
seventeen WPs of the European Federation of Chemical Engineering (EFCE)

HONORS

On the International Advisory Board of the Journal: Macromolecular Theory and Simulation,
Wiley-VCH, Germany, since 2005

President of the Hellenic Society of Rheology (HSR), September 2004-to date

Director, Inter-department Programme of Graduate Studies on “Polymer Science and
Technology”, University of Patras, 2003-to date

The Allan P. Colburn Prize in Engineering and Mathematical Sciences, for the PhD thesis
dissertation titled: “Surface Effects on the Structure and the Rheology of Dilute Polymer
Solutions”, University of Delaware, 1993-1994

University of Delaware Competitive Fellowship, 1991-1992

Thomaidis Excellence Award for graduating first in class of 1988, NTUA

Economou Excellence Award for graduating first in class of 1988, NTUA

Technical Chamber of Greece Excellence Award for graduating first in class of 1988, NTUA
Outstanding Undergraduate Student Excellence Awards, annually 1983-1988, NTUA

PROFESSIONAL AFFILIATIONS

Member, American Institute of Chemical Engineers (AIChE)
Member, American Physical Society (APS)

Member, Society of Rheology (SOR)

Member, Polymer Processing Society (PPS)

Member, Technical Chamber of Greece (TEE)

Secretary, Hellenic Society of Rheology (HSR)

PARTICIPATION IN RESEARCH AND DEVELOPMENT PROJECTS
NATO CRG 1998 [1]

NATO collaborative research grant titled: From the Rouse to the Entangled Polymer Melt
Regime

Contract No: CRG.CRG.973023

Partners: FORH-ICE/HT, Univ. of Delaware (USA)

Budget: 216 KBEF

Contribution to the Lab: 216 kBEF

Duration: 1998-2000

Project Coordinator: V.G. Mavrantzas

GeMCaolloidS [2]

EC research project (MARIE-CURIE Host Development Fellowship) titled: Generic
Methodologies in Colloids and Suspensions

Contract No: HPMD-CT-2000-00054

Partners: FORTH-ICE/HT

Total EC contribution: 228 KEuro

EC contribution to the Lab: 228 kEuro

Duration: 2001-2004

Project coordinator: V.G. Mavrantzas

NATO CRG 2001 [3]

NATO collaborative linkage grant titled: Structure and Dynamics in Crystalline Polymers:
Vibrational Spectroscopy and Molecular Simulation
Contract No: CRG.CRG.973023



PMILS [4]
L]

Partners: FORH-ICE/HT, MIT, University of Jerusalem
Total budget: 8,000 USD

Contribution to the Lab: 8,000 USD

Duration: 2001-2003

Project Coordinator: V.G. Mavrantzas

EC Growth research project titled: Polymer Modeling at Integrated Length/Time Scales
Contract No: G5RD-CT-2002-00720

Partners: UPM (Coordinator), FORTH-ICE/HT, Borealis, Rhodia, NKT, DTU, Imperial
College, CPERI, Namur, Ip-Sol

Total EC contribution: 2,689 kEuro

EC contribution to the Lab: 423.1 kEuro

Duration: 2002-2005

Project Coordinator: Manolo Laso

Research leader from FORTH-ICE/HT: V.G. Mavrantzas

PROSMAK [5]:

GSRT PENED 2001 project titled: The role of grafted macromolecules to the stability of
nanoparticles (applications to the technology of paintings)

Code: 01ED587

partners: FORTH-ICE/HT (coordinator), University of Patras, FORTH-IESL, INTERCHEM-
HELLAS

Total budget: 220 kEuro

Contribution to the Lab: 50 kEuro

Duration: 2002-2005

Project Coordinator: V.G. Mavrantzas

ESOPO [6]

GSRT PENED 2001 project titled: Study of the effects of mechanical stress and temperature
in the extrusion of reinforced polyethylene pipes

Code: 01ED136

Partners: FORTH-ICE/HT (coordinator), University of Patras, Petzetakis SA

Total budget: 193.7 kEuro

Contribution to the Lab: 46 kEuro

Duration: 2002-2005

Project Coordinator: V. Gregoriou

Dow Chemicals Industrial Project I [7]

Industrial research project with Dow Benelux B.V. titled: Multi-scale simulation of
polyethylene melt rheological and processing properties

Contract No: Research contract with the Dow Chemical Company (USA and The
Netherlands)

Partners: FORTH-ICE/HT (coordinator), Dow Benelux (Netherlands)

Total budget: 86.4 kUSD

Contribution to the Lab: 86.4 kUSD

Duration: 2002-2005

Project coordinator: V.G. Mavrantzas

AKMON 2004 [8]

GSRT project titled: Design and characterization of heterogeneous materials for applications
in the technologies of energy and environment



Partners: FORTH-ICE/HT (coordinator), University of Patras
Total budget: 481 kEuro

Contribution to the Lab: 106 kEuro

Duration: 2004-2007

Project coordinator: V. Burganos

Karatheodori 2004 [9]

University of Patras project titled: Prediction of the structural and interfacial properties of
aqueous solutions of n-alkyl poly(oxy ethyl ethers) from molecular simulations

Partners: University of Patras

Total budget: 40.5 KEURO

Contribution to the Lab: 23.5 kEuro

Duration: 2004-2007

Project coordinator: V.G. Mavrantzas

Pythagoras 11 2004 [10]

Ministry of Education of Greece project titled: New numerical techniques for the computation
of flows of viscoelastic materials under conditions of industrial applications

Partners: University of Patras

Total budget: 50 KEuro

Contribution to the Lab: 25 kEuro

Duration: 2005-2007

Project coordinator: J. Tsamopoulos

DOW Chemicals Industrial project 11 [11]

Industrial research project with Dow Benelux B.V. titled: Multi-scale simulation of
polyethylene melt rheology and processing properties

Contract No: Research contract with Dow Chemical Company (USA)

Partners: FORTH-ICE/HT (coordinator), Dow Benelux (Netherlands), Dow Chemical
Company (USA)

Total budget: 75 kEuro

Contribution to the Lab: 75 kEuro

Duration: 2006-2008

Project coordinator: V.G. Mavrantzas

DYNACOP [12]

EC research project (FP7-PEOPLE-2007-1-1-ITN) titled: Dynamics of complex polymers
Contract No: DYNACOP

Partners: ULeeds (coordinator), FORTH, FZJ, Univ. del Pais, UTwente, UCL, DTU,
UNaples, DOW, UAthens

Total EC contribution: ~3,000 KEuro

EC contribution to the Lab: 70 kEuro

Duration: 2009-2012

Project coordinator: T.C.B. Mcleish

Project leader from FORTH: D. Vlassopoulos

MODIFY [13]

EC (FP7-NMP-2008-SMALL-2) project titled: Multi-scale modeling of interfacial
phenomena in acrylic adhesives undergoing deformation

Contract No: 228320

Partners: Univ. of Patras (coordinator), ESPCI, CNRS, UCL, ETH-Z, DOW, LBI

Total EC contribution: 2,863 kEuro



EC contribution to the Lab: 402.3 kEuro
Duration: 2009-2012
Project coordinator: V.G. Mavrantzas

HERACLITUS [14]

National project titled: Molecular mechanisms governing slip phenomena during the flow of
polymeric melts past solid substrates

Partners: UPatras

Total National contribution: 45 kEuro

National contribution to the Lab: 45 kEuro

Duration: 2010-2013

Project coordinator: V.G. Mavrantzas

PEPPER [15]

EC (FP7-ENERGY-2009-TREN-2) project titled: Demonstration of high performance
processes and equipments for thin film silicon photovoltaic modules produced with lower
environmental impact and reduced cost and material use

Contract No: 249782

Partners: OS (coordinator), IMT, UPatras, UoN, ETF, HSPH, Linde

Total EC contribution: 9,380 KEuro

EC contribution to the Lab: 60 kEuro

Duration: 2010-2013

Project coordinator: Tobias Roschek

Project leader from the University of Patras: D. Mataras

BioNexGen [16]

EC (FP7-NMP-2009-SMALL-3) project titled: Development of the next generation
membrane bioreactor system

Contract No: 246039

Partners: HSKA (Coordinator), CNR-ITM, UON, FORTH, SEZ, MN, IZTECH, ABU,
CMRDI, CBS, NTX

Total EC contribution: 3,420 kEuro

EC contribution to the Lab: 60 kEuro

Duration: 2010-2013

Project coordinator: Jan Hoinkis

Project leader from FORTH-ICE/HT: G. Vogiatzis

MMM@HPC [17]

EC (FP7-INFRA-2010-1.2.2) project titled: Multiscale materials modeling on high
performance computing

Partners: KIT (Coordinator),CSC-IT, UPatras, UMons, CEA Grenoble, CINECA Bologna,
Li-Tec Battery, BASF, Nokia, Sony

Total EC contribution: 2,800 kEuro

EC contribution to the Lab: 214 kEuro

Duration: 2011-2013

Project coordinator: Wolfgang Wenzel

Project leader from the University of Patras: V.G. Mavrantzas

MEKKA [18]

National project (synergasia) titled: Development of carbon nanotube based polymeric
membranes for industrial wastewater treatment and water reuse
Contract No: 620-11/11/2009



e Partners: FORTH-ICE/HT, UPatras, INTERCHEM
o Total National Contribution: 425 kEuro
e EC contribution to the Lab: 80 kEuro
e Duration: 2011-2013
e Project coordinator: V.G. Mavrantzas
THALES [19]
o National project (Thales) titled: Graphene and its nanocomposites: Production, properties
and applications
o Partners: FORTH-ICE/HT
o Total National Contribution: 400 kEuro
e Contribution to the Lab: 30 kEuro
o Duration: 2012-2015
e Project coordinator: C. Galiotis

ARISTEIA 2011 [20]

National project (Aristeia 2011) titled: General method for the simulation of self-organization
in nanostructured polymeric systems

Partners: Univ. of Patras

Total National Contribution: 300 KEuro

Contribution to the Lab: 300 kEuro

Duration: 2012-2015

Project coordinator: V.G. Mavrantzas

BioSmartTrainee [21]

EC research project (H2020-MSCA-ITN-2014) titled: Training in Bio-Inspired Design of
Smart Adhesive Materials (BioSmartTrainee)

Contract No: DYNACOP

Partners: LIFP-Dresden (coordinator), MPI-P, WU, ESPCI, BASF, Cambridge Univ., TUE,
UPatras, AkzoNobel, URGO

e Total EC contribution: ~ 2,822 kEuro

e EC contribution to the Lab: 221 kEuro

e Duration: 2015-2018

e Project coordinator: Alla Synytska (LIFP-Dresden)

e Project leader from UPatras: V.G. Mavrantzas
Limmat [22]

e Limmat Foundation donation project (MuSiComPS) titled: Multiscale Simulations of

Complex Polymer Systems (MuSiComPS)

e Contract No: MuSiComPS

e Partners: NTUA, UPatras

e Total Limmat Foundation contribution: ~668 kEuro

e Contribution to the Lab: 179 kEuro

e Duration: 2015-2018

e Project coordinator: D.N. Theodorou

e Project leaders from UPatras: V.G. Mavrantzas, J. Tsamopoulos
FORCE [23]

EC research project (H2020-NMBP-2016-2017) titled: Formulations and Computational
Engineering (FORCE)
Contract No: FORCE
Partners: Dow, Unilever UK, IBM-Zurich, Fraunhofer IWM/ITWM, Enthought Ltd.,



EnginSoft Spa, Granta Design Ltd., UPatras, Megara Resins S.A., ETH-Z
Total EC contribution: ~ 5,417 kEuro

EC contribution to the Lab in Patras: 294.1 KEuro

EC contribution to the Lab in Zurich: 478.5 kEuro

Duration: 2016-2020

Project coordinator: Adham Hashibon (Fraunhofer IWM/ITWM)

Project leader from UPatras: V.G. Mavrantzas
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V.G. Mavrantzas, A.N. Beris,* “Theoretical study of wall effects on the rheology of dilute
polymer solutions”, J. Rheol. 1992, 36, 175-213.

V.G. Mavrantzas, A.N. Beris,* "Modeling the rheology and flow-induced concentration changes
in polymer solutions”, Phys. Rev. Lett. 1992, 69, 273-276.
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fast algorithm for atomistic simulation of condensed phases of long polymer chains”,
Macromolecules 1999, 32, 5072-5096.

V.A. Harmandaris, V.G. Mavrantzas, D.N. Theodorou,* “Atomistic molecular dynamics
simulations of stress relaxation upon cessation of steady-state uniaxial elongational flow”,
Macromolecules 2000, 33, 8062-8076.

V.G. Mavrantzas, D.N. Theodorou,* “Atomistic Monte Carlo simulation of the elasticity of
long-chain polyethylene melts: Dependence of chain degree of orientation on stress, molecular
weight, and rate of elongation”, Macromol. Theory Simul. 2000, 9, 500-515. (Invited paper for
special issue in honor of Prof. Oscar Friedrich Olaj).

V.G. Mavrantzas, D.N. Theodorou,* “Atomistic simulation of the birefringence of uniaxially
stretched polyethylene melts”, Comput. Theor. Polymer Sci. 2000, 10, 1-13. (Invited paper for
special issue in honor of Prof. Ueli Suter).

N.Ch. Karayiannis, V.G. Mavrantzas, D.N. Theodorou,* “Diffusion of small molecules in
disordered media: study of the effect of kinetic and spatial heterogeneities”, Chem. Eng. Sci.
2001, 56, 2789-2801.

E. Zervopoulou, V.G. Mavrantzas, D.N. Theodorou,* “A new Monte Carlo simulation approach
for the prediction of sorption equilibria of oligomers in polymer melts: Solubility of long alkanes
in linear polyethylene”, J. Chem. Phys. 2001, 115, 2860-2875.

I.-E. Mavrantza, D. Prentzas, V.G. Mavrantzas,* C. Galiotis, “Detailed atomistic Molecular
Dynamics simulation of the orthorhombic phase of polyethylene crystals and n-alkane paraffins
with the COMPASS force field”, J. Chem. Phys. 2001, 115, 3937-3950.

A. Uhlherr,* V.G. Mavrantzas, M. Doxastakis, D.N. Theodorou, “Directed bridging methods for
fast atomistic Monte Carlo simulations of bulk polymers”, Macromolecules 2001, 34, 8554-8568.
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1,4 polyisoprene melts. I. Single temperature end-bridging Monte Carlo simulations”, J. Chem.
Phys. 2001, 115, 11339-11351.

M. Doxastakis, V.G. Mavrantzas, D.N. Theodorou,* “Atomistic Monte Carlo simulation of cis-
1,4 polyisoprene melts. 1l. Parallel-tempering end-bridging Monte Carlo simulations”, J. Chem.
Phys. 2001, 115, 11352-11361.

V.A. Harmandaris, M. Doxastakis, V.G. Mavrantzas,* D.N. Theodorou, “Detailed molecular
dynamics simulation of the self-diffusion of n-alkane and cis-1,4 polyisoprene oligomer melts”, J.
Chem. Phys. 2002, 116, 436-446.

V.G. Mavrantzas,* H.C. Ottinger, “Atomistic Monte Carlo simulation of polymer melt elasticity:
their nonequilibrium thermodynamics GENERIC formulation in a canonical ensemble”,
Macromolecules 2002, 35, 960-975.

M.V. Apostolakis, V.G. Mavrantzas,* A.N. Beris, “Stress gradient-induced migration effects in
the Taylor-Couette flow of a dilute polymer solution”, J. Non-Newt. Fluid Mech. 2002, 102, 409-
445, (Invited paper for special issue in honor of Prof. Andreas Acrivos).

A. Uhlherr,* M. Doxastakis, V.G. Mavrantzas, D.N. Theodorou, S.J. Leak, N.E. Adam, P.E.
Nyberg, “Atomic structure of a high polymer melt”, Europhys. Lett. 2002, 57, 506-511.

N. Ch. Karayiannis, V.G. Mavrantzas,* D.N. Theodorou, “A novel Monte Carlo scheme for the
rapid equilibration of atomistic model polymer systems of precisely defined molecular
architecture”, Phys. Rev. Lett. 2002, 88, 105503-1 105503-4.

A. Uhlherr,* SJ. Leak, N. Adam, P.E. Nyberg, M. Doxastakis, V.G. Mavrantzas, D.N.
Theodorou, “Parallel, domain decomposition Monte Carlo for the fast simulation of large-scale
bulk polymers”, Comp. Phys. Commun. 2002, 144, 1-22.

V.A. Harmandaris, D. Angelopoulou, V.G. Mavrantzas, D.N. Theodorou,* “Atomistic molecular
dynamics simulation of diffusion in binary n-alkane/polyethylene melts”, J. Chem. Phys. 2002,
116, 7656-7665.

K.Ch. Daoulas, A.F. Terzis, V.G. Mavrantzas,* “Detailed atomistic Monte Carlo simulation of
grafted polymer melts: 1. Conformational and thermodynamic properties”, J. Chem. Phys. 2002,
116, 11028-11038.

N. Ch. Karayiannis, A.E. Giannousaki, V.G. Mavrantzas,* D.N. Theodorou, “Atomistic Monte
Carlo simulation of strictly monodisperse long polyethylene melts through a generalized chain
bridging algorithm™, J. Chem. Phys. 2002, 117, 5465-5479.

K.Ch. Daoulas, V.G. Mavrantzas,* D.J. Photinos, “Detailed atomistic Monte Carlo simulation of
grafted polymer melts: II. Structural properties and NMR spectra”, J. Chem. Phys. 2002, 118,
1521-1532.

N. Ch. Karayiannis, A.E. Giannousaki, V.G. Mavrantzas,* “An advanced Monte Carlo method
for the equilibration of model long-chain branched polymers with a well-defined molecular
architecture: Detailed atomistic simulation of an H-shaped polyethylene melt”, J. Chem. Phys.
2003, 118, 2451-2454.

V.A. Harmandaris, V.G. Mavrantzas,* D.N. Theodorou, M. Kroger, J. Ramirez, H.C. Ottinger,
D. Vlassopoulos, “Crossover from Rouse to entangled polymer melt regime: Signals from long,
detailed atomistic molecular dynamics simulations, supported by rheological experiments”,
Macromolecules 2003, 36, 1376-1387.

K.Ch. Daoulas, A.F. Terzis, V.G. Mavrantzas,* “Variable connectivity methods for the atomistic
Monte Carlo simulation of inhomogeneous and/or anisotropic polymer systems of precisely
defined chain length distribution: Tuning the spectrum of chain relative chemical potentials”,
Macromolecules 2003, 36, 6674-6682.

A. Eilmes,* R.W. Munn, V.G. Mavrantzas, D.N. Theodorou, A. Géra, “Microscopic calculation
of the static electric susceptibility of polyethylene”, J. Chem. Phys. 2003, 119, 11458-11466.
N.Ch. Karayiannis, V.G. Mavrantzas, D.N. Theodorou,* “Detailed atomistic simulation of the
segmental dynamics and barrier properties of amorphous poly(ethylene terephthalate) and
poly(ethylene isophthalate)”, Macromolecules 2004, 37, 2978-2995.

K. Foteinopoulou, V.G. Mavrantzas,* J. Tsamopoulos, “Numerical simulation of bubble growth
in Newtonian and viscoelastic filaments undergoing stretching”, J. Non-Newt. Fluid Mech. 2004,
122, 177-200.

. G. Tsolou, V.G. Mavrantzas,* D.N. Theodorou, “Detailed atomistic molecular dynamics
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simulation of cis-1,4-poly(butadiene)”, Macromolecules 2005, 38, 1478-1492.

K.Ch. Daoulas, V.A. Harmandaris, V.G. Mavrantzas,* “Detailed atomistic simulation of a
polymer melt/solid interface: Structure, density and conformation of a thin film of polyethylene
melt adsorbed on graphite”, Macromolecules 2005, 38, 5780-5795.

V.A. Harmandaris, K.Ch. Daoulas, V.G. Mavrantzas,* “Molecular dynamics simulation of a
polymer melt/solid interface: Local dynamics and chain mobility in a thin film of polyethylene
melt adsorbed on graphite”, Macromolecules 2005, 38, 5796-58009.

K.Ch. Daoulas, D.N. Theodorou,* V.A. Harmandaris, N.Ch. Karayiannis, V.G. Mavrantzas,
“Self-consistent-field study of compressible semiflexible melts adsorbed on a solid substrate and
comparison with atomistic simulations”, Macromolecules 2005, 38, 7134-7149.

N.Ch. Karayiannis, V.G. Mavrantzas,* “Hierarchical modelling of the dynamics of polymers
with a non-linear molecular architecture: Calculation of branch point friction and chain reptation
time of H-shaped polyethylene melts from long molecular dynamics simulations”,
Macromolecules 2005, 38, 8583-8596.

V.G. Mavrantzas,* AN. Beris, F. Leermakers, G. Fleer, “Continuum formulation of the
Scheutjens-Fleer lattice statistical theory for homopolymer adsorption from solution”, J. Chem.
Phys. 2005, 123, 174901-174915.

G. Tsolou, V.A. Harmandaris, V.G. Mavrantzas,* “Atomistic molecular dynamics simulation of
the temperature and pressure dependence of local and terminal relaxation in cis-1,4-
polybutadiene”, J. Chem. Phys. 2006, 124, 084906.

K. Foteinopoulou, V.G. Mavrantzas,*Y. Dimakopoulos, J. Tsamopoulos, “Numerical simulation
of multiple bubbles growing in a Newtonian liquid filament undergoing stretching”, Phys. of
Fluids 2006, 18, 042106.

G. Tsolou, V.A. Harmandaris, V.G. Mavrantzas,* “Local structure and chain packing in cis-1,4-
polybutadiene systems: Detailed atomistic molecular dynamics simulation of their temperature
and pressure dependence”, Macromolecular Theory & Simulations 2006, 15, 381-393.

K. Foteinopoulou, N.Ch. Karayiannis, V.G. Mavrantzas, M. Kroger,* ‘“Primitive path
identification and entanglement statistics in polymer melts: Results from direct topological
analysis on atomistic polyethylene models”, Macromolecules 2006, 39, 4207-4216.

0. Alexiadis, V.A. Harmandaris,* V.G. Mavrantzas, L. Delle Site, “Atomistic simulation of
alkanethiol self-assembled monolayers on different metal surfaces via a quantum, first-principles
parametrization of the sulfur-metal interaction”, J. Phys. Chem. C’ 2007, 111, 6380-6391.
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