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Scientific Resume
My research activity focus in the prediction of macroscopic properties of materials with complex chemical constitution and molecular architecture using molecular simulations and thermodynamic modeling. Developing powerful algorithms and methods for the creation of initial configurations and the thermodynamic equilibration of complex molecular systems in various environments is the core of my work. Moreover, I am interested to promote and facilitate the application of these methods by developing computational end-user tools for both academic and industry research and development activities. 

Personal
Year of Birth:		1970
Citizenship: 		Greek
Languages: 		English, Greek
Leisure activities:	Literature reading, cinema and theater, walking

Education
	2003:
	PhD in Chemistry (Molecular Modeling of Materials)
PhD thesis: “Effect of Molecular Architecture on the Thermodynamics Properties of Polymer Blends Using Molecular Simulation Methods”
Department of Chemistry, National and Kapodistrian University of Athens

	2000:
	Masters Degree in Polymer Science
Dissertation topic: “Modeling of Systems of Well Defined Linear and Branched Polymers Using Molecular Mechanics Method”
Department of Chemistry, National and Kapodistrian University of Athens, Postgraduate program: “Polymer Science and its Applications”

	1996:
	Degree in Chemical Engineering
Diploma thesis:  ‘‘Mathematical Modeling of non Ideal Flow in a Membrane Reactor of Industrial Scale’’
National Technical University of Athens



Professional Activity
	2016- current:
	Researcher at Molecular Thermodynamics and Modelling of Materials Laboratory, Institute of Nanoscience and Nanotechnology, NCSR "Demokritos"

	2014-2016:
	Special research scientist at Molecular Thermodynamics and Modelling of Materials Laboratory, Institute of Nanoscience and Nanotechnology, NCSR "Demokritos"

	2006-2014:
	Senior research scientist at Scienomics SARL, France

	2003-2005:
	Postdoctoral researcher at Computational Materials Science and Engineering group (COMSE) of National Technical University of Athens (NTUA)

	2001-2003:
	Postgraduate researcher in the Molecular Modeling of Materials Laboratory (MMML) of NRCPS "Demokritos"

	2000-2001:
	Research assistant in MMML of NRCPS "Demokritos"

	1998-2003:
	System administrator of computing resources of the MTMML at NRCPS "Demokritos"

	1995:
	Laboratory assistant in "Computing Languages – Fortran" course at the Department of Chemical Engineering of the NTUA

	1994:
	Assistant engineer in the waste water plant of Kalamata (practical exercise for 3 months)



Selected Projects
	1. “Thermodynamic and Phase Equilibrium Properties of Polymer Blends from Molecular Simulation, Macroscopic Modelling, and Experimental Measurements”
Funding: Greek Secretariat of Research and Technology (PENED)
Role: research assistant

	2. “Novel Membrane Materials and Membranes for Separation of 
Hydrocarbons in Natural and Petroleum Gas”
Funding: NATO Science for Peace, Greek Secretariat of Research and Technology
Role: postgraduate researcher

	3. "Computational Study of Physical Ageing and Plastic Deformation in Glassy Materials"
Funding: Greek ministry of National Education and Religion (PYTHAGORAS)
Role: postdoctoral researcher 

	4. “Amorphous Builder”
Funding: Scienomics SARL
Role: project scientific and technical design, project implementation

	5. “Novel Ionic Liquid and Supported Ionic Liquid Solvents for Reversible Capture of CO2 (IOLICAP)”
Funding: EU FP7
Role: proposal design and preparation for Scienomics SARL.

	6. “Chameleon”
Funding: Consortium of private investors
Role: proposal preparation, scientific and technical design

	7. “Techno-economic Assessment of CO2 Quality Effect on Capture, Transport and Storage (CO2QUEST)”
Funding: EU FP7
Role: special research scientist

	8. “ShaleXEnvironmentT (No: 640979)”
Funding: EU H2020
Role: Special research scientist

	9. “Coarse grain modelling of polysaccharides-clay nanomaterials”
Funding: Stavros Niarchos Foundation (SNF), Scienomics S.A.R.L
Role: Research supervisor 

	10. “Hierarchical modeling for the optimal design of personal hygiene products (HygiMod)” (MIS 5047819)
Funding: ΓΓΕΤ, ΕΣΠΑ 2014-2020 / ΕΒΔΜ
Role: Principal investigator
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Student Advisement As Researcher At Demokritos
Diploma Thesis students

1. Leonidas Konstadopoulos (Academic advisor Prof. D.N. Theodorou, “A Monte Carlo computational study of conformational properties of polyethylene melts under elongational flow”, Department of Chemical Engineers, NTUA, 2021)

Ph.D. students

1. Giannis Diamataris (Advisory Committee, Academic advisor Asst. Prof. G.C. Boulougouris, Department of Molecular Biology & Genetics, Democritus University of Thrace, 2019-current)
2. Nastasia Lesgidou (Advisory Committee, Academic advisor Assoc. Prof. N.M. Glykos, Department of Molecular Biology & Genetics, Democritus University of Thrace, 2019-current)

Reviewer
Physical Chemistry Chemical Physics, European Polymer Journal, Chemical Engineering Science, Clays and Clay Minerals, Soft Matter, Polymers, Fuels

Selected Molecular Modeling Software
	Amorphous Builder
	A tool for creating initial configuration for molecular simulations. Developed in Computational Materials Science and Engineering Group (COMSE), integrated in Scienomics MAPS®, royalties program: 63154700, 15/3/2006

	Scienomics MAPS® 
	“Chameleon” a general Monte Carlo software for polymers, “Mesoscale Builder” a tool for creating coarse grain/mesoscale configuration of various morphologies, interface to LAMMPS, interface to MCCS-TOWHEE, simulation post process analysis, free/accessible volume analysis tool, molecular surface visualization tool

	LAMMPS 
	Contribution of various interaction potentials, bug fixes

	MCCCS-TOWHEE
	Contribution for domain constrains used in insertion moves, bug fixes 

	PYSIMPP
	Post-process functionality and utilities for molecular simulations




Selected Computer Skills
	Management:
	Clusters

	Operating Systems:
	Linux/Unix, MS-Windows

	Programming:
	C/C++, Java, Fortran, Python, Javascipt, bash, tcl, perl, etc.

	Parallel Computing:
	MPI, Open-MP, CUDA 



