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Date of birth: June 15, 1953.

Place of birth: Nikea(Piraeus), Greece.

Nationality: Hellenic.

Military service: April 9, 1981, to April 9, 1982.

Married to Anastasia Antonopoulou.

Father of four children, Penthesileia, Neoptolemos, lanthe and Diomedes.

Ptychion (1976, Chemistry), National and Capodistriac University of Athens.
D.Sc. (1981, Quantum Chemistry), Université Catholique de Louvain.

These annexe:

The Many-Universes Interpretation of Quantum Mechanics.

These:

Molecular properties and basis set quality. An approach based on Information Theory.
Awarded the Prix Pierre Bruylants (1886-1950) for this Dissertation in 1982.

February-April 1983
Researcher, Laboratoire de Chimie Quantique, Université Catholique de Louvain

August 1983-August 1984
Post-doctoral Fellow, Chemistry Department, University of Ottawa.

January-February 1985
Researcher, Laboratoire de Chimie Quantique, Université Catholique de Louvain

January-August 1986
Researcher, Laboratoire de Chimie Quantique, Université Catholique de Louvain

February 1987-September 1988
Post-doctoral Fellow, Department of Chemistry, University of New Brunswick.

February 1989-May 1993
Assistant Professor, Department of Chemistry, University of Patras.

May 1993 — June 1998
Associate Professor, Department of Chemistry, University of Patras.

June 1998 — Present
Professor, Department of Chemistry, University of Patras.

1991-2000



Academic

Awards

Visiting Professor, Department of Mathematics, University of the Aegean.
Also,

July-August 1989
Visiting Scientist, Department of Chemistry, University of New Brunswick.

July-August 1990
Visiting Scientist, Department of Chemistry, University of New Brunswick.

March-May 1994
Visiting Professor, Laboratoire de Chimie Structurale, Université de Pau et des Pays
de I'Adour, France.

May 1996
Visiting Professor, Laboratoire de Chimie Structurale, Université de Pau et des Pays
de I'Adour, France.

September-December 2001
Visiting Professor, Laboratoire de Chimie Structurale, Université de Pau et des Pays
de I'Adour, France.

September 2002
Visiting Professor, Laboratoire de Chimie Structurale, Université de Pau et des Pays
de I'Adour, France.

September 2004
Visiting Professor, Laboratoire de Chimie Structurale, Université de Pau et des Pays
de I'Adour, France.

May-June 2008
Visiting Professor, Groupe de Chimie Théorique et Réactivité, ECP, IPREM UMR
5254, Université de Pau et des Pays de I'Adour, France.

May-June 2011
Visiting Professor, Groupe de Chimie Théorique et Réactivité, ECP, IPREM UMR
5254, Université de Pau et des Pays de I'Adour, France.

1995-1997

Vice Chairman of the Department of Chemistry, University of Patras.
1997-1999

Chairman of the Department of Chemistry, University of Patras.

1982: Awarded the Prix Pierre Bruylants (1886-1950).

2004: Prize of the European Society of Computational Methods in Sciences and
Engineering (ESCMSE) for outstanding work on Computational and Theoretical
Chemistry.



Research Interests

1. Ab Initio quantum chemical calculations of atoms, molecules, clusters and solids.

2. Modelling the properties of molecules of pharmacological interest.

3. Graph theoretic aproach to pattern recognition, clustering and clsassification in spaces of
theoretical descriptions of molecular systems. Analysis of the performance of quantum chemical
methods over arbitrary classes of atomic and molecular properties.

Specific thematic classification of areas of research activity

A. Materials Science. Nonlinear Optical properties (NLO). Design of materials with specific
or enhanced NLO.

B. Environmental Sciences. Fundamental Physicochemical properties and intermolecular
interactions of water, ozone, nitrogen, carbon dioxide, sulphur dioxide and carbon
monoxide. Spectroscopical detection.

C. Computational Medicinal Chemistry. Molecular Descriptors of molecules of
pharmacological interest and analysis of pharmacological activity.

Research Projects/Networks

2000-2003

Caratheodory Grant, University of Patras (Grant N° 02449)

Project title: Systematic study of the nonlinear optical properties of substituted diacetylenes.
Correlation of electronic structure and molecular properties.

2003-2006

European Thematic network (COST ACTION N° 26, Working group N° D26/0013/02)
Development of Density Functional Theory models for an accurate description of electronic
properties of materials possessing potential high non-linear optical properties

Referee for the following Scientific Journals

The Journal of Chemical Physics

Journal of the American Chemical Society

Journal of Physical Chemistry A

Journal of Physical Chemistry B

Journal of Physical Chemistry C

Journal of Physical Chemistry Letters

Physical Review Letters

Physical Review B

Journal of Chemical Theory and Computation (JCTC)
10. Biochemistry

11. Chemical Physics Letters

12. Chemical Physics

13. Molecular Physics

14. Physical Chemistry Chemical Physics

15. Journal of Physics B Atomic, Molecular and Optical Physics
16. Journal of Physics D Applied Physics

17. Journal of Physical Organic Chemistry

18. International Journal of Quantum Chemistry

19. Journal of Computational Chemistry
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20.
21.
22,
23.
24,
25.
26.
27.
28.
29.
30.
31.
32.
33.
34.
35.
36.
37.
38.
39.
40.
41.
42.
43.
44,
45.
46.
47.
48.
49.
50.
51.
52.
53.
54.
55.
56.
S7.
58.
59.
60.

Computational and Theoretical Chemistry
Physica Status Solidi

ChemPhysChem

Journal of Computational and Theoretical Nanoscience (JCTN)
Molecules

ACH_Models in Chemistry

Zeitschrift fuer Physikalische Chemie

New Journal of Physics

Synthetic Metals

Journal of Molecular Modelling

Inorganic Chemistry

Journal of Polymer Science Part B: Polymer Physics
Physica Scripta

Chemistry, A European Journal

Crystal Growth and Design

Physica B

Physica E

Journal of Physics and Chemistry of Solids
Theoretical Chemistry Accounts
Collection of Czechoslovak Chemical Communications
Journal of Material Chemistry
Spectrochimica Acta A

Acta Biomaterialia

European Polymer Journal

Journal of Theoretical and Computational Chemistry (JTCC)
European Journal of Medicinal Chemistry
Journal of Physics: Condensed Matter
Indian Journal of Physics

Journal of Advanced Research

Zeitschrift fur Naturforschung A
Structural Chemistry

Organic and Biomolecular Chemistry
Journal of Solid State Chemistry

European Physical Journal D

Physical Chemistry Research

Journal of Organic Chemistry

Nanoscale

ChemPlusChem

Chemical Society Reviews

Journal of Molecular Structure

Medicinal Chemistry Research



Editor of Scientific Journals

Editor-in-Chief
Journal of Computational Methods in Science and Engineering (10S Press)

Section C: Computational Biology and Medicine
Section D: Computational Chemistry and Physics

Editor-in-Chief

Computing Letters (VSP Brill)

Section C: Computational Biology and Medicine
Section D: Computational Chemistry and Physics

Editor and Founder
Book Series: SpringerBriefs in Electric and Magnetic Properties
of Atoms, Molecules, and Clusters, Springer, Berlin

Member of Editorial Boards

Member of the Editorial Board
Computational and Theoretical Chemistry (Elsevier)
[from January 1, 2011]

Honorary Editorial Board

Reports in Theoretical Chemistry (Dove Press)
[from August 2011]



SpringerBriefs in Electric and Magnetic Properties of Atoms, Molecules, and
Clusters,
Springer, Berlin

Editor and Founder: Professor George Maroulis
University of Patras, Department of Chemistry, Patras, Greece

SpringerBriefs in Electrical and Magnetic Properties of Atoms, Molecules, and Clusters presents
concise summaries of cutting-edge research and practical applications across a wide spectrum of
fields centered around linear and non-linear optics, non-linear optical materials, molecular magnets
and magnetic materials, and simulations of fluids.

Volumes Published

Sven Heiles and Rolf Schéafer, Dielectric properties of isolated clusters.
Roberto Cammi, Molecular response functions for the polarizable continuum model.
Masayoshi Nakano, Excitation energies and properties of open-shell singlet molecules.

Vladimir Goncharov, Non-linear optical response in Atoms, Molecules and Clusters.

o~ w NP

Stavros C.Farantos, Non-linear Hamiltonian mechanics applied to molecular dynamics.



. Organization of Conferences

Member of the Scientific Committee: International Conference of Computational
Methods in Sciences and Engineering 2003 (ICCMSE 2003, Kastoria Greece, 12-16
September 2003).

Member of the Scientific Committee: International Conference of Computational
Methods in Sciences and Engineering 2004 (ICCMSE 2004, Attica, Greece, 19-24
November 2004).

. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2005 (ICCMSE 2005, Loutraki, Greece, 21-26 October 2005).

. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2006 (ICCMSE 2006, Chania, Greece, 27 October — 1 November 2006).

. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2007 (ICCMSE 2007, Corfu, Greece, 25 — 30 September 2007).

. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2008 (ICCMSE 2009, Hersonissos, Crete, Greece , 25 - 30 September 2008).
. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2009 (ICCMSE 2009, Rhodes, Greece, 29 September — 4 October 2009).

. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2010 (ICCMSE 2010, Kos, Greece, 3 — 8 October 2010).

. Co-Chairman: International Conference of Computational Methods in Sciences and
Engineering 2011 (ICCMSE 2011, Halkidiki, Greece, 2 — 7 October 2011).



Organization of Symposia in International Conferences

1.

2.

10.

11.

12.

13.

14.

15.

16.

17.

Computational Methods for the Molecular Sciences (ICCMSE 2003, Kastoria Greece, 12-
16 September 2003).

Computational Molecular Science: From atoms and molecules to clusters and materials
(ICCMSE 2004, Vouliagmeni, Athens, Greece, 19-24 November 2004).

Electric (hyper)polarizability: From atoms and molecules to the nonlinear optics of
materials (ICCMSE 2005, Loutraki, Corinth, Greece, 21-26 October 2005).

Trends and perspectives in Computational Chemistry (ICCMSE 2005, Loutraki, Corinth,
Greece, 21-26 October 2005).

Computational Quantum Chemistry: Applications from the atomic to the nanoscale.
(ICCMSE 2006, Chania, Greece, 27 October — 1 November 2006).

Computational Spectroscopy (with B.Champagne, U.Hohm and C.Pouchan). (ICCMSE
2006, Chania, Greece, 27 October — 1 November 2006).

The Rodney Bartlett Honour Symposium (with A.J.Thakkar and H.Murakami). (ICCMSE
2007, Corfu, Greece, 25 September — 30 September 2007).

Computational Quantum Chemistry: from atoms and molecules to clusters and nano-
objects (with D.Xenides and P.Karamanis) (ICCMSE 2008, Heraklion, Greece, 25-30
September 2008).

Computational Quantum Chemistry (The Symposium is dedicated to the memory of
David M.Bishop (1936-2008)). (ICCMSE 2009, Rhodes, Greece, 29 September 4 October
2009).

Computational Quantum Chemistry Symposium (ICCMSE 2010, Kos, Greece, 3-8
October 2010).

From Small Clusters to Functional Building Blocks of Novel Nanomaterials (with
C.Pouchan, D.Xenides and P.Karamanis) (ICCMSE 2010, Kos, Greece, 3-8 October 2010).
Computational Quantum Chemistry (Dedicated to Professor Claude Pouchan’s
contribution to European Science) (ICCMSE 2011, Halkidiki, Greece, 2-7 October 2011).



Supervised Doctoral Dissertations

. Demetrios Xenides
A theoretical study of the electric multipole moments, dipole polarizability and
hyperpolarizability of the open and ring structure of O3, Ss, Ses, Tes and SO,, SeO,, TeO,
based on ab initio and DFT quantum chemical methods
Department of Chemistry, University of Patras (2001).
. Panaghiotis Karamanis
Contribution to the systematic study of substitution effects on the linear and nonlinear
polarizability of hydrocarbons with conjugated bonds
Department of Chemistry, University of Patras (2004).
. Anastasios Haskopoulos
Ab initio quantum chemical study of the intermolecular interactions of molecules of
particular importance to Environmental Sciences.
Department of Chemistry, University of Patras (2005)
. Emmanuel Menadakis
Quantum chemical study of calcium carbonate
Department of Chemistry, University of Patras (2005).
. Agesilaos Chantzis
Electric multipole moments of subsitituted acetylenic chains
H-(C=C),-H, X-(C=C),-H and X-(C=C),-X, electric (hyper)polarizability of
acetylenic chains H-(C=C),-H and interaction induced electric properties for H-
(C=C),-H He.
Department of Chemistry, University of Patras (2011).
Constantinos Makris
Systematic construction of basis sets for the quantum chemical calculation of molecular
electric properties. Application to dihalogens XY (X,Y = F, Cl, Br and I)].
Department of Chemistry, University of Patras (2012).
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Published work

Approximately 190 original papers (including four chapters in books) in
various international Journals (Journal of Chemical Physics, Journal of
Physical Chemistry A and B, Physical Review A, Chemical Physics Letters,
Chemical Physics, Theoretical Chemistry Accounts, Molecular Physics,
Journal of Physics B: Atomic, Molecular and Optical Physics, International
Journal of Quantum Chemistry, etc.). Editor of 15 books. More than 4300
citations in Scientific Journals and related publications. Hirsch-index 42.

Books

1. Theodore Simos and George Maroulis, Editors.
International Conference of Computational Methods in Sciences And Engineering
Lecture Series on Computer and Computational Sciences, Vol 1.
V/SP Brill, Leiden (2004) (ISBN 90-6764-418-8).

2. George Maroulis, Editor.
Computational aspects of electric polarizability calculations: Atoms, molecules and
clusters.
IOS Press, Amsterdam (2004) (ISBN 1 58603 495 2)
Second Edition
IOS Press, Amsterdam (2006) (ISBN 1-58603-643-2)

3. George Maroulis and Theodore Simos, Editors
In the Frontiers of Computational Science
Lecture Series on Computer and Computational Sciences, Vol 3.
VSP Brill, Leiden (2005) (ISBN 90-6764-442-0).

4. Theodore Simos and George Maroulis, Editors
Advances in Computational Methods in Sciences and Engineering 2005
Lecture Series on Computer and Computational Sciences, Vol 4, Part A and Part B.
VSP Brill, Leiden (2005) (ISBN 90-6764-441-2).

5. George Maroulis
Clusters: From a few atoms to nanopatrticles.
Lecture Series on Computer and Computational Sciences, Vol 5.
VSP Brill, Leiden (2006) (ISBN10 90-6764-456-0).

6. George Maroulis
Atoms, molecules and clusters in electric fields: Theoretical approaches to the
calculation of electric polarizability.
Imperial College Press (2006) (ISBN 1-86094-676-3).

7. George Maroulis and Theodore Simos, Editors
Trends and perspectives in modern Computational Science
Lecture Series on Computer and Computational Sciences, Vol 6.
VSP Brill, Leiden (2006) (ISBN 90 04 15541 4).
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8.

10.

11.

12.

13.

14.

15.

Theodore Simos and George Maroulis, Editors

Recent Progress in Computational Sciences and Engineering

Lecture Series on Computer and Computational Sciences, Vol 7, Part A and Part B.
V/SP Brill, Leiden (2006) (ISBN 90 04 15542 2).

. George Maroulis and Theodore Simos, Editors

Theory and Computation. Old problems and New Challenges
AIP Conference Proceedings 963, Vol 1 (2007).
American Institute of Physics (ISBN: 978-0-7354-0477-9).

Theodore Simos and George Maroulis, Editors

Computation in Modern Science and Engineering: Proceedings of the

International Conference on Computational Methods in Science and Engineering 2007
(ICCMSE 2007)

AIP Conference Proceedings 963, Vol 2 PARTS A and B (2007).

American Institute of Physics (ISBN:978-0-7354-0478-6).

Theodore Simos, George Maroulis, George Psihoyios and Ch. Tsitouras, Editors
Selected papers from ICNAAM and ICCMSE 2007

AIP Conference Proceedings 1046 (2008)

American Institute of Physics (ISBN 978-0-7354-0574-5)

George Maroulis and Theodore Simos, Editors

Advances in Computational Science

AIP Conference Proceedings 1108 (2009)

American Institute of Physics (ISBN 978-0-7354-0644-5)

Theodore Simos and George Maroulis, Editors

Advances in Computational Science Vol. 2

AIP Conference Proceedings 1148 (2009)

American Institute of Physics (ISBN 978-0-7354-0685-8)

G. Maroulis, T. Bancewicz, B. Champagne and A.D. Buckingham

Atomic and Molecular Nonlinear Optics: Theory, Experiment and Computation
A homage to the pioneering work of Stanislaw Kielich (1925-1993)

10S Press, Amsterdam, 2011(ISBN: 978-1-60750-741-3)

T.H.Simos and G.Maroulis, Editors.

International Conference of Computaional Methods in Science and Engineering 2009
(Rhodes, Greece, 29 September — 4 October 2009)

AIP Conference Proceedings 1504 (2012)

American Institute of Physics (ISBN 978-0-7354-1122-7)

12


http://www.brill.nl/default.aspx?partid=18&pid=26843�
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Guest Editor. Special issues in Scientific Journals

Special issue Computational aspects of electric polarizability calculations: Atoms,
Molecules and Clusters.

A collection of 37 papers by a total of 102 authors.

Journal of Computational Methods in Science and Engineering, Vol 4, Nos 3 and 4 (2004).

Special issue Clusters: From a few atoms to nanoparticles
Computing Letters 1, issue 4 (2005).

Special Issue Electric and magnetic properties of atoms and molecules. A special issue
in honour of Professor A.D.Buckingham

(with M.G.Papadopoulos and B.Champagne)

Computing Letters 3, Issues 3-4 (2007).

Special issue Silicon clusters: Problems, challenges and perspectives
(with A.Zdetsis)
Journal of Computational Methods in Science and Engineering 7, Issues 3-4 (2007).

Special issue The challenge of alkali metal clusters. Structure, properties and reactivity
(with P.Calaminici)
Journal of Computational Methods in Science and Engineering 7, Issues 5-6 (2007).

Special issue Atomic and Molecular Nonlinear Optics: Theory, Experiment and

Computation. A homage to the pioneering work of Stanislaw Kielich (1925-1993)
Journal of Computational Methods in Science and Engineering 10, Issues 4-6 (2010)

13



Conferences — Symposia - Colloquia

1. G.Maroulis

Theoretical descriptions of molecular systems.

Annual meeting of the Theoretical Chemists of Eastern Canada, November 1983, Queen's University, Kingston,
Ontario.

2. G.Maroulis

Electrical Properties of N, by fourth-order many-body perturbation theory.

Annual Fall Meeting, Canadian Association of Physicists, Division of Atomic and Molecular Physics, October 23-
24 (1987), University of New Brunswick, Fredericton, New Brunswick.

3. G.Maroulis

Fourth-order MPPT studies of polarizabilities and hyperpolarizabilities.

Atlantic Theoretical Chemistry Symposium, May 12-14 (1988), University of New Brunswick, Fredericton, New
Brunswick.

4. G.Maroulis

Reduction of dimensionality, pattern recognition and clustering in spaces of theoretical descriptions of molecules.
1990 CIC (Canadian Insitute of Chemistry) Congress, The Frontiers of Theoretical Chemistry,

July 15-20 (1990), Dalhousie University, Halifax, Nova Scotia.

5. G.Maroulis

Trends in Quantitative Structure-Physical Property Relationships.

BIOMED 93. Aminoacids-peptides-proteins. Drug discovery and design. University of Patras, October 14-15
(1993).

6. G.Maroulis

Computational aspects of the calculation of electron correlation corrections for molecular properties: Evaluation of the
performance of methods.

Invited Speaker.

8" International Congress of Quantum Chemistry. Satellite Meeting, Smolenice, Bratislava, June 14-18 (1994).
Electron correlation in atoms and molecules. New methods and applications.

7. G.Maroulis

Computational aspects of interaction hyperpolarizability calculations.

Invited Speaker.

79" CIC (Canadian Institute of Chemistry) Conference and Exhibition. Memorial University of Newfoundland,
St. John's, Newfoundland, June 23-26 (1996).

8. D.Xenides and G.Maroulis
From atoms to clusters: Electric dipole polarizability and hyperpolarizability for P, P, and P,.
34™ Symposium for Theoretical Chemistry. September 20-24, 1998, Gwatt-Zentrum at Lake Thun, Switzerland.

9. G.Maroulis
Electric polarizability and hyperpolarizability of H-C=C-X (X=F,CI,Br,]I).
34™ Symposium for Theoretical Chemistry. September 20-24, 1998, Gwatt-Zentrum at Lake Thun, Switzerland.

10. G.Maroulis

Trends and perspectives in electric hyperpolarizability calculations

Invited Speaker.

218" American Chemical Society Meeting, New Orleans, August 22-26, 1999.

ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 1999, Vol 218, Iss AUG, pp 36.

11. G.Maroulis and D.Xenides

Basis set and electron correlation effects in electric polarizability and hyperpolarizability calculations for O3, SO,,
SeO, and TeO..

218" American Chemical Society Meeting, New Orleans, August 22-26, 1999.

ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 1999, Vol 218, Iss AUG, pp 131.
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12. G.Maroulis and P.Karamanis

Hyperpolarizability of C,X4 (X=H, F, Cl, Brand I).

218" American Chemical Society Meeting, New Orleans, August 22-26, 1999.

ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 1999, Vol 218, Iss AUG, pp 133.

13. U.Hohm and G.Maroulis

Measurement and theoretical refinements of the polarizability anisotropy of CO,.
S.-L.Zhang and B.-F.Zhu (Editors)

Proceedings of the XVI1Ith Conference on Raman Spectroscopy, pp. 86-87.
Wiley, London (2000).

14. U.Hohm and G.Maroulis

Depolarized collision-induced Raman scattering of tetrahedral molecules at elevated temperatures: P, and CBry.
S.-L.Zhang and B.-F.Zhu (Editors)

Proceedings of the XVI1Ith Conference on Raman Spectroscopy, pp. 88-89.

Wiley, London (2000).

16. A.Haskopoulos and G.Maroulis”
Interaction dipole moment of the weakly bound complexes of carbon dioxide with rare gases.
XXV European Congress on Molecular Spectroscopy, Coimbra, Portugal, 2000.

17. D.Xenides and G.Maroulis”
Electric multipole moments for SO,, SeO,, TeO, and the open and closed forms of S;, Se; and Tes.
XXV European Congress on Molecular Spectroscopy, Coimbra, Portugal, 2000.

18. P. Karamanis and G.Maroulis”
First and second dipole hyperpolarizability of monosubstituted diacetylenes H-C=C-C=C-X
CHITEL 2001, Toulouse, France, 2001.

19. A. Chrissanthopoulos, P. Karamanis and G. Maroulis”
Electric dipole moment, polarizability and hyperpolarizability of AlH, AIF and AICI.
CHITEL 2001, Toulouse, France, 2001.

20. G.Maroulis

Nonlinear polarizability of substituted diacetylenes
Invited Speaker

CHITEL 2001, Toulouse, France, 2001.

21. U.Hohm and G.Maroulis

Collision-induced light scattering of adamantine, CyoHy¢ in the gas phase
XVIIIth Conference on Raman Spectroscopy,

Budapest, Hungary, 2002.

22. G.Maroulis

Electric hyperpolarizability: Perspectives and applications in the study of weakly bonded molecules, clusters and
molecules with enhanced nonlinear optical properties.

Invited speaker

19" Panhellenic Conference on Chemistry

The many faces of Chemistry and its applications.

Heraklion, Crete, 2002.

23. P.Karamanis and G.Maroulis

Ab initio study of the electric properties of (CN),. Effect of the relative orienation of the two moieties on the electric
(hyper)polarizability of the dimer.

19" Panhellenic Conference on Chemistry

The many faces of Chemistry and its applications.

Heraklion, Crete, 2002.
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24. P.Karamanis and G.Maroulis

Electronic structure and electric properties of substituted diacetylenes, H-C=C-C=C-X, X = F, ClI, Br, I, CN, NC, CP,
PC, Li, Na, K. A systematic study of the effect of substitution on the electric properties .

19" Panhellenic Conference on Chemistry

The many faces of Chemistry and its applications.

Heraklion, Crete, 2002.

25. A.Haskopoulos and G.Maroulis

A systematic study of the the complexes N, Rg, Rg = He, Ne, Ar, Kr xoz Xe. Molecular geometry, dipole moment and
polarizability.

19" Panhellenic Conference on Chemistry

The many faces of Chemistry and its applications.

Heraklion, Crete, 2002.

26. G.Maroulis

Electric hyperpolarizability calculations

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 400-404

World Scientific, Singapore (2003).

27. A.Haskopoulos and G.Maroulis

Intermolecular interactions of (H,0)s.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 223-227

World Scientific, Singapore (2003).

28. N.Karatsis and G.Maroulis

Molecular structure and electric polarizability in sodium chloride clusters.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 289-291

World Scientific, Singapore (2003).

29. P.Karamanis and G.Maroulis

Electric properties of substituted diacetylenes

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 285-288

World Scientific, Singapore (2003).

30. P. Karamanis, G. Maroulis and C. Pouchan

Size and electric dipole (hyper)polarizability in small (CdS), and (CdSe), clusters.

COST ACTION 26

Development of Density Functional Theory models for an accurate description of electronic properties of
materials possessing potential high non-linear optical properties

Paris 9-11 January (2004).

31. Anastasios Haskopoulos and George Maroulis

A paradigmatic study of the electric (hyper)polarizability of small copper clusters.

COST ACTION 26

Development of Density Functional Theory models for an accurate description of electronic properties of
materials possessing potential high non-linear optical properties

Paris 9-11 January (2004).
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32. G.Maroulis

Theoretical prediction of electric hyperpolarizabilities of small metal clusters. A systematic study of conventional ab
initio and DFT calculations.

COST ACTION 26

Development of Density Functional Theory models for an accurate description of electronic properties of
materials possessing potential high non-linear optical properties

Paris 9-11 January (2004).

33. G.Maroulis

Computational strategies for the determination of the electric (hyper)polarizability of calcium clusters: Ca, as a test
case with some preliminary results on Ca;.

COST ACTION 26

Development of Density Functional Theory models for an accurate description of electronic properties of
materials possessing potential high non-linear optical properties

Pau 24-26 September (2004).

34. G.Maroulis and A.Haskopoulos

Electric hyperpolarizability of small copper clusters. The tetramer Cu, as a test case

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1096-1100

V'SP Brill, Leiden (2004).

35. A.Haskopoulos and G.Maroulis

Interaction dipole moment and (hyper)polarizability in Rg-Xe

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1077-1080.

V'SP Brill, Leiden (2004).

36. A.Hatzis, A.Haskopoulos and G.Maroulis

A database of gaussian-type basis sets applied to the calculation of electric properties of the azide anion.
International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1081-1084

V'SP Brill, Leiden (2004).

37. C.Makris and G.Maroulis

Electric properties of F2, CIF, BrF and IF.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1092-1095

V'SP Brill, Leiden (2004).

38. P.Karamanis and G.Maroulis

Static (hyper)polarizability of CHzX, X=F, CI, Br and I.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1092-1095

VSP Brill, Leiden (2004).

17



39. M.Menadakis, G.Maroulis and P.Koutsoukos

A quantum mechanical study of doped CaCO; (calcite).

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1029-1032

V'SP Brill, Leiden (2004).

40. A.Chrissanthopoulos and G.Maroulis

Electric properties of Boron and Aluminum trihalides.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
November 19-23, Vouliagmeni (Attica), Greece.

T.E.Simos and G.Maroulis (Editors)

International Conference of Computational Methods in Sciences and Engineering 2004

Lecture Series on Computer and Computational Sciences Vol 1, pp 1065-1068

VSP Brill, Leiden (2004).

41. G.Maroulis” and A.Haskopoulos

Interaction-induced electric dipole moment and dipole (hyper)polarizability in
CO,'Rg, Rg = He, Ne, Ar, Kr and Xe. A paradigmatic study based on
finite-field Mgller-Plesset perturbation theory and coupled-cluster calculations
Invited speaker

41°' Symposium on Theoretical Chemistry

September 5-7 (2005), Innsbruck, Austria.

42. P.Karamanis, C.Pouchan and G.Maroulis
Polarizability in small cadmium selenide clusters (CdSe), n=1, 2, 3 and 4

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
21-26 October 2005, Loutraki, Korinthos, Greece

T.E.Simos and G.Maroulis (Editors)

Lecture Series on Computer and Computational Sciences Vol 4, pp 655-658

V'SP Brill, Leiden (2005).

43. P.Karamanis and G.Maroulis
(hyper)polarizability evolution in the series H-C=C-C=C-CX3, X =H, F, Cl, Brand |

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
21-26 October 2005, Loutraki, Korinthos, Greece

T.E.Simos and G.Maroulis (Editors)

Lecture Series on Computer and Computational Sciences Vol 4, pp 659-662

V'SP Brill, Leiden (2005).

44. M.Menadakis, G.Maroulis and P.G.Koutsoukos

A quantum chemical study of doped aragonite and comparison with calcite.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
21-26 October 2005, Loutraki, Korinthos, Greece

T.E.Simos and G.Maroulis (Editors)

Lecture Series on Computer and Computational Sciences Vol 4, pp 727-730

V'SP Brill, Leiden (2005).

45. A.Haskopoulos and G.Maroulis

Interaction-induced polarizability and hyperpolarizability effects in CO,'Rg, Rg = He, Ne, Ar, Kr and Xe
International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
21-26 October 2005, Loutraki, Korinthos, Greece

G.Maroulis and T.Simos (Editors)

Lecture Series on Computer and Computational Sciences Vol 3, pp 93-101

V'SP Brill, Leiden (2005).

46. A.Hantzis and G.Maroulis

18



Electric properties of the linear anions N3, Ps”and Ass'.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2006)
Chania, Crete, Greece, 27 October — 1 November 2006

T.Simos and G.Maroulis (Editors)

Lecture Series on Computer and Computational Sciences Vol 7, pp 1477-1481

V'SP Brill, Leiden (2006).

47. W.Glaz, T.Bancewicz, J.L.Godet and G.Maroulis

Induced hyper-Rayleigh spectra. Theoretical and numerical analysis of spectral moments.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2007)
Corfu, 25-30 September 2007

AIP Conference Proceedings 963 Vol 2 Part A, 44-47 (2007).

48. W.Glaz, T.Bancewicz , J.-L. Godet and G. Maroulis

Induced hyper-Rayleigh spectra. Theoretical and numerical analysis of spectral moments.
International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2008)
Heraklion, Crete, Greece, September 25-30 (2008)

AIP Conference Series 263(2), 44-47 (2008).

49. W.Glaz, T.Bancewicz , J.-L. Godet and G. Maroulis

Collision-induced hyperpolarizability and hyper-Rayleigh spectra in the H,-Ar supermolecule.
International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2008)
Heraklion, Crete, Greece, September 25-30 (2008)

19" Conference on Spectral Line Shapes,

AIP Conference Proceedings 1058, 125-127 (2008).

50. W.Glaz, T.Bancewicz , J.-L. Godet and G. Maroulis

Second Harmonic Elastic Light Scattering by Gases Composed of Centrosymmetric Molecules. The Case of Hy-Ar
International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2008)

Heraklion, Crete, Greece, September 25-30 (2008)

AIP Conference Proceedings 1148, 347-350 (2008).

51. Agesilaos Hantzis and George Maroulis*

Using Small Basis Sets in Electric (Hyper)polarizability Calculations: Testing and Quantifying the Performance of
the MinPol Basis Sets on Acetylenic Chains H-(C=C)n-H, n=1-7.

36™ Congrés de Chimie Théorique d*expression latine (CHITEL)

19-24 Septembre 2010, ANGLET (FRANCE).

52. Demetrios Karnouskos, Agesilaos Hantzis and George Maroulis*

Electric dipole moment, polarizability and first hyperpolarizability of nicotinamide
36™ Congrés de Chimie Théorique d'expression latine (CHITEL)

19-24 Septembre 2010, ANGLET (FRANCE).

53. Elena Sapountzi, Agesilaos Hantzis and George Maroulis*
Electric Properties of Histidine

36™ Congrés de Chimie Théorique d*expression latine (CHITEL)
19-24 Septembre 2010, ANGLET (FRANCE).

54. George Maroulis

Testing the Performance of Conventional DFT Methods on a Class of Difficult Problems. The Interaction
(hyper)polarizability of Two Water Molecules as a Test Case

36™ Congrés de Chimie Théorique d*expression latine (CHITEL)

19-24 Septembre 2010, ANGLET (FRANCE).

55. Waldemar Glaz, Tadeusz Bancewicz, George Maroulis, A.Haskopoulos and Jean-Luc Godet
Induced hyper-Rayleigh spectra. Theoretical and numerical analysis of spectral moments.
21°" International Conference on Spectral Line Shapes (ICSLS 2012)

Saint-Petersburg, Russia, June 3-9, 2012.

56. George Maroulis

19



Quantifying the performance of quantum chemistry methods

Invited Speaker
Quantum Engineering, Information and Nonlinear Optics (QEINO 2013)

Poznan, Poland, 15-17 October, 2013.

20



Papers in Proceedings VVolumes

1. U.Hohm and G.Maroulis

Measurement and theoretical refinements of the polarizability anisotropy of CO,.
S.-L.Zhang and B.-F.Zhu (Editors)

Proceedings of the XVIIth Conference on Raman Spectroscopy, pp. 86-87.
Wiley, London (2000).

2. U.Hohm and G.Maroulis

Depolarized collision-induced Raman scattering of tetrahedral molecules at elevated temperatures: P, and CBr,.
S.-L.Zhang and B.-F.Zhu (Editors)

Proceedings of the XVIIth Conference on Raman Spectroscopy, pp. 838-89.

Wiley, London (2000).

3. U.Hohm and G.Maroulis

Collision-induced light scattering of adamantine, C,oHy¢ in the gas phase

XVIIIth Conference on Raman Spectroscopy, Budapest, Hungary, 2002.

J.Mink, G.Jalsovszky and G.Keresztuy (Editors)

Proceedings of the XVIII International Conference on Raman Spectroscopy, pp. 107-108.
Wiley, Chichester (2002).

4. G.Maroulis

Electric hyperpolarizability calculations

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 400-404

World Scientific, Singapore (2003).

5. A.Haskopoulos and G.Maroulis

Intermolecular interactions of (H,0),.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 223-227

World Scientific, Singapore (2003).

6. N.Karatsis and G.Maroulis

Molecular structure and electric polarizability in sodium chloride clusters.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 289-291

World Scientific, Singapore (2003).

7. P.Karamanis and G.Maroulis

Electric properties of substituted diacetylenes

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2003)
September 12-16, Kastoria, Greece.

T.E.Simos (Editor)

Computational Methods in Sciences and Engineering 2003, pp 285-288

World Scientific, Singapore (2003).

8. G.Maroulis and A.Haskopoulos

Electric hyperpolarizability of small copper clusters. The tetramer Cu, as a test case

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1096-1100 (2004).

21



9. A.Haskopoulos and G.Maroulis

Interaction dipole moment and (hyper)polarizability in Rg-Xe

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1077-1080 (2004).

10. A.Hatzis, A.Haskopoulos and G.Maroulis

A database of gaussian-type basis sets applied to the calculation of electric properties of the azide anion.
International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1081-1084 (2004).

11. C.Makris and G.Maroulis

Electric properties of F2, CIF, BrF and IF.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1092-1095 (2004).

12. P.Karamanis and G.Maroulis

Static (hyper)polarizability of CHzX, X=F, CI, Br and I.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1085-1087 (2004).

13. M.Menadakis, G.Maroulis and P.Koutsoukos

A quantum mechanical study of doped CaCO; (calcite).

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1029-1032 (2004).

14. A.Chrissanthopoulos and G.Maroulis

Electric properties of Boron and Aluminum trihalides.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2004)
Lect.Ser.Comput.Comput.Sci. 1, 1065-1068 (2004).

15. P.Karamanis, C.Pouchan and G.Maroulis
Polarizability in small cadmium selenide clusters (CdSe), n=1, 2, 3 and 4

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
Lect.Ser.Comput.Comput.Sci. 4, 655-658 (2005).

16. P.Karamanis and G.Maroulis
(hyper)polarizability evolution in the series H-C=C-C=C-CX3, X =H, F, Cl, Brand |

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
Lect.Ser.Comput.Comput.Sci. 4, 659-662 (2005).

17. M.Menadakis, G.Maroulis and P.G.Koutsoukos

A quantum chemical study of doped aragonite and comparison with calcite.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2005)
Lect.Ser.Comput.Comput.Sci. 4, 727-730 (2005).

18. A.Hantzis and G.Maroulis

Electric properties of the linear anions N3, P;3” and Ass'.

International Conference on Computational Methods in Sciences and Engineering (ICCMSE 2006)
Lect.Ser.Comput.Comput.Sci. 7, 1477-1481 (2006).

19. W.Glaz, T.Bancewicz, J.L.Godet and G.Maroulis
Induced hyper-Rayleigh spectra. Theoretical and numerical analysis of spectral moments.
AIP Conference Proceedings 963 Vol 2 Part A, 44-47 (2007).

20. W.Glaz, T.Bancewicz , J.-L. Godet and G. Maroulis

Collision-induced hyperpolarizability and hyper-Rayleigh spectra in the H,-Ar supermolecule.
19" Conference on Spectral Line Shapes,

AIP Conference Proceedings 1058, 125-127 (2008).

21. W.Gtaz, T.Bancewicz , J.-L. Godet and G. Maroulis

22



Second Harmonic Elastic Light Scattering by Gases Composed of Centrosymmetric Molecules. The Case of H,-Ar
AIP Conference Proceedings 1148, 347-350 (2009).

22. W.Glaz, T.Bancewiczl, G.Maroulis, A.Haskopoulos and J-L. Godet

Nonlinear properties and collisional spectra in hydrogen-(heavy) noble-gas-atom mixtures
XXI International Conference os Spectral Line Shapes (ICLS 2012)

J.Phys. Conf.Ser. 397, 012044 (2012)

23



PUBLICATIONS
Date: 30 June 2014

1981

1. G.Maroulis
Molecular properties and basis set quality. An approach based on Information Theory.
(pp. 134), Louvain-la-Neuve, 1981.

2. G.Maroulis
The many-universes interpretation of Quantum Mechanics.
(pp. 16), Louvain-la-Neuve, 1981.

3. G.Maroulis, M.Sana and G.Leroy
Molecular properties and basis set quality. An approach based on Information Theory.
International Journal of Quantum Chemistry 19, 43-60 (1981).

1984

4. G.Maroulis, M.Sana and G.Leroy

Information Theory and basis set quality. Automatic classification and systematic improvement of
approximate wavefunctions. A study on OH radical.

Journal of Molecular Structure (THEOCHEM) 110, 107-122 (1984).

1985

5. G.Maroulis and D.M.Bishop

On the dipole and higher polarizabilities of Ne (18).
Chemical Physics Letters 114, 182-186 (1985).

6. D.M.Bishop and G.Maroulis

Accurate predictions of static polarizabilities and hyperpolarizabilities. A study on FH(X12+).
Journal of Chemical Physics 82, 2380-2391 (1985).

7. G.Maroulis, M.Sana and G.Leroy

Information Theory and basis set quality. Automatic classification and systematic improvement of
approximate wavefunctions I11. A study on H,0.

Journal of Molecular Structure (THEOCHEM) 121, 69-78 (1985).

8. G.Maroulis and D.M.Bishop

Electric moments and polarizabilities for BH(X12+) and CH+(X12+).
Chemical Physics 96 , 409-418 (1985).

9. G.Maroulis and D.M.Bishop

On the polarizability and hyperpolarizability of the four electron sequence Be(*S), B*(*S) and
c?(ls).

Journal of Physics B 18, 3653-3662 (1985).

24



10. G.Maroulis, M.Sana and G.Leroy
Information Theory and basis set quality. Automatic classification and systematic improvement of

approximate wavefunctions IV. A study on BH(X's"), CH(X’11,) and NH(X’s").
Journal of Molecular Structure (THEOCHEM) 122, 269-280 (1985).

11. G.Maroulis and D.M.Bishop
On the electric polarizabilities of Argon.
Journal of Physics B 18, 4675-4682 (1985).

1986

12. G.Maroulis and D.M.Bishop

Electric polarizabilities for the 10-electron systems OH™(X'="), F'(*S), NeH"(X'=") and Mg (*S).
Molecular Physics 57 , 359-367 (1986).

13. G.Maroulis and D.M.Bishop

On the electric polarizabilities of Li*(*S), Li(’S) and Li"(*S).
Journal of Physics B 19, 369-377 (1986).

14. G.Maroulis and D.M.Bishop
Electric polarizabilities and hyperpolarizabilities for the ground state of the nitrogen molecule.
Molecular Physics 58, 273-283 (1986).

15. G.Maroulis
On the hyperpolarizability of the lithium dimer.
Zeitschrift fuer Naturforschung 41A, 756-760 (1986).

16. G.Maroulis and D.M.Bishop
Electric moments and polarizabilities for the ground state of the lithium hydride.
Theoretica Chimica Acta 69, 161-170 (1986).

17. G.Maroulis and D.M.Bishop

HF-SCF polarizabilities and hyperpolarizabilities for the ground state of the hydrogen molecule.
Chemical Physics Letters 128 , 462-465 (1986).

1987
18. G.Maroulis and A.J.Thakkar

Quadrupole and hexadecapole moments for molecular nitrogen.
Journal of Physics B 20, L551-L554 (1987).

1988

19. G.Maroulis
SDTQ-MPPT(4) electric moments and static polarizabilities for Li2(X129+).

Molecular Physics 63, 299-315 (1988).

25



20. G.Maroulis and A.J.Thakkar
Multipole moments, polarizabilities and hyperpolarizabilities for N, from fourth-order MBPT

calculations.
Journal of Chemical Physics 88, 7623-7632 (1988).

21. G.Maroulis

Control over theoretical descriptions of atoms and molecules. An information theoretic approach to
the automatic classification and systematic improvement of approximate wavefunctions.
International Journal of Quantum Chemistry 24, 185-190 (1988).

22. G.Maroulis

Electrical properties of HCO™ and NNH* from Moeller-Plesset Perturbation Theory.
Zeitschrift fuer Naturforschung 43A, 419-429 (1988).

23. G.Maroulis and A.J.Thakkar

Static hyperpolarizabilities and polarizabilities for Be : a fourth-order Moeller-Plesset perturbation
theory calculation.

Journal of Physics B 21, 3819-3831 (1988).

24. G.Maroulis and A.J.Thakkar

Quadrupole polarizabilities and hyperpolarizabilities of Kr and Xe from fourth-order many-body
perturbation theory calculations.

Journal of Chemical Physics 89, 7320-7323 (1988).

1989

25. G.Maroulis and A.J.Thakkar
Polarizabilities and hyperpolarizabilities of F; .
Journal of Chemical Physics 90, 366-370 (1989).

26. G.Maroulis and A.J.Thakkar
Hyperpolarizabilities and polarizabilities of neon: Discrepancy between theory and experiment.
Chemical Physics Letters 156 , 87-90 (1989).

27. G.Maroulis and A.J.Thakkar
Static hyperpolarizabilities and polarizabilities of L.i.
Journal of Physics B 22, 2439-2446 (1989).

1990

28. G.Maroulis and A.J.Thakkar
A coupled cluster calculation of the quadrupole polarizability of CO.
Journal of Chemical Physics 92 , 812-813 (1990).

29. G.Maroulis and A.J.Thakkar

How important is electron correlation for the hyperpolarizability of ethyne?
Journal of Chemical Physics 93 , 652-656 (1990).

26



30. G.Maroulis and A.J.Thakkar
Hyperpolarizabilities and polarizabilities of carbon dioxide.
Journal of Chemical Physics 93, 4164-4171 (1990).

1991

31. G.Maroulis
Hyperpolarizability of H,0.
Journal of Chemical Physics 94 , 1182-1190 (1991).

32. G.Maroulis
Electric quadrupole and hexadecapole moments for ethyne.
Chemical Physics Letters 177 , 352-356 (1991).

33. G.Maroulis
A finite-field calculation of the dipole hyperpolarizability of ammonia.
Zeitschrift fuer Naturforschung 46A , 363-366 (1991).

34. G.Maroulis
Higher electric multipole moments for hydrogen chloride.
Journal of Physics B 24, L117-1L.120 (1991).

35. G.Maroulis and A.J.Thakkar
Ab initio polarizabilities and multipole moments for I .
Molecular Physics 73 , 1235-1240 (1991).

36. G.Maroulis
On the dipole polarizability of HCI.
Molecular Physics 74 , 131-142 (1991).

37. G.Maroulis and A.J.Thakkar
Static polarizabilities and hyperpolarizabilities of linear polyynes.
Journal of Chemical Physics 95, 9060-9064 (1991).

1992

38. G.Maroulis
On the electric hyperpolarizability of ozone and sulfur dioxide.
Chemical Physics Letters 189 , 112-118 (1992).

39. G.Maroulis
Electric moments for ozone and sulfur dioxide.
Journal of Physics B 25, L77-L81 (1992).

40. G.Maroulis

A complete description of the electric dipole moment, polarizability and hyperpolarizability tensors
of HOOH.

Journal of Chemical Physics 96, 6048-6052 (1992).

27



41. G.Maroulis
The electric multipole moments of carbon monoxide.
Zeitschrift fuer Naturforschung 47A , 480-484 (1992).

42. G.Maroulis
Dipole moment and polarizability of hydrogen selenide.
Molecular Physics 76, 1303-1309 (1992).

43. G.Maroulis
Quadrupole polarizability and hyperpolarizability of carbon monoxide.
Theoretica Chimica Acta 84, 245-253 (1992).

44. G.Maroulis

A study of basis set and electron correlation effects in the ab initio calculation of the electric dipole
hypepolarizability of ethene (H,C=CHy).

Journal of Chemical Physics 97, 4188-4194 (1992).

45. G.Maroulis

A fourth-order many-body perturbation theory calculation of the first and second electric dipole
hyperpolarizability of ammonia.

Chemical Physics Letters 195, 85-91 (1992).

46. G.Maroulis
Electric multipole moments and quadrupole polarizability of chlorine.
Chemical Physics Letters 199, 244-249 (1992).

47. G.Maroulis

Electric moments, polarizabilities and hyperpolarizabilities for carbon disulfide from accurate SCF
calculations.

Chemical Physics Letters 199, 250-256 (1992).

48. G.Maroulis
Accurate dipole polarizability for Cl,(X"£).

Molecular Physics 77, 1085-1094 (1992).

1993

49. G.Maroulis
Electric multipole moments of ethene.
Journal of Physics B 26, 775-781 (1993).

50. G.Maroulis
Electric properties of chlorine.
Journal of Molecular Structure (THEOCHEM) 279, 79-84 (1993).

51. G.Maroulis

Electric quadrupole moment and quadrupole polarizability of hydrogen bromide.
Journal of Physics B 26, 2957-2966 (1993).

28



52. E.Dalas, S.Sakkopoulos, E,Vitoratos, G.Maroulis and L.Kobotiatis.

Agueous precipitation and electrical properties of In,S3 : characterization of the  In,Ss/polyaniline
and In,S3 /polypyrrole heterojunctions.

Journal of Materials Science 28, 5456-5460 (1993).

1994

53. G.Maroulis

Accurate electric dipole and quadrupole moment, dipole polarizability, first and second dipole
hyperpolarizability of ozone from coupled cluster calculations.

Journal of Chemical Physics 101, 4949-4955 (1994).

54. G.Maroulis

Electric dipole hyperpolarizability and quadrupole polarizability of methane from finite-field
coupled cluster and fourth-order many-body perturbation theory calculations.

Chemical Physics Letters 226, 420-426 (1994).

55. D.Goebel, U.Hohm*, K.Kerl, U.Truemper and G.Maroulis*

The complex refractive index p(s,T,p) 0f NO2/N,O;4 in the visible and static dipole polarizability of
N204.

Journal of Physical Chemistry 98, 13123-13130 (1994).

1995

56. G.Maroulis

Evaluating the performance of correlated methods in molecular property calculations: Pattern
recognition and clustering in spaces of theoretical descriptions.

International Journal of Quantum Chemistry 55, 173-180 (1995).

1996

57. G.Maroulis and C.Pouchan

Accurate electric multipole moments for HCN and HCP from CCSD(T) calculations with large
gaussian basis sets.

Theoretica Chimica Acta 93, 131-140 (1996).

58. G.Maroulis
Dipole-quadrupole and dipole-octopole polarizability for CH4 and CF,.
Journal of Chemical Physics 105, 8467-8468 (1996).

59. G.Maroulis

Electric properties of carbon tetrafluoride.

Chemical Physics Letters 259, 654-660 (1996).

60. D.Goebel, U.Hohm* and G.Maroulis*

Theoretical and experimental determination of the polarizabilities of the zinc 'S, state.
Physical Review A 54, 1973-1978 (1996).

61. G.Maroulis

29



Electric polarizability and hyperpolarizability of carbon monoxide.
Journal of Physical Chemistry 100, 13466-13473 (1996).

1997

62. G.Maroulis and C.Pouchan
Dipole polarizability and hyperpolarizability of FCN, CICN, BrCN and ICN.
Chemical Physics 215, 67-76 (1997).

63. C.Pouchan, M.Rérat and G.Maroulis
Frequency-dependent dipole and quadrupole polarizabilities for the ground ®P, state of boron.
Journal of Physics B 30, 167-176 (1997).

64. G.Maroulis*, C.Makris, D.Goebel and U.Hohm*
Electro-optical properties and molecular polarization of iodine, I,.
Journal of Physical Chemistry A 101, 953-956 (1997).

65. G.Maroulis* and C.Makris
Electric multipole moments, polarizabilities and hyperpolarizabilities for Brs.
Molecular Physics 91, 333-341 (1997).

66. G.Maroulis
Linear and non-linear polarizabilities for Pz(xlz;).

Zeitschrift fuer Naturforschung 52A, 564-566 (1997).

1998

67. G. Maroulis*, C.Makris and R. Erens

Accurate electric dipole moment and polarizability for the 22 electron molecules CP", BCI, CCI*
and PO".

Journal of Molecular Structure (THEOCHEM) 424, 257-268 (1998).

68. G.Maroulis and C.Pouchan
Molecules in static electric fields: Linear and nonlinear polarizability of HC=N and HC=P
Physical Review A 57, 2440-2447 (1998).

69. G.Maroulis

A systematic study of basis set, electron correlation and geometry effects on the electric
multipole moments, polarizability and hyperpolarizability of HCI.

Journal of Chemical Physics 108, 5432-5448 (1998).

70. U.Hohm*, D.Goebel, P.Karamanis and G.Maroulis*
Electric dipole polarizability of As,, a challenging problem for both experiment and theory.
Journal of Physical Chemistry A 102, 1237-1240 (1998).

71. G.Maroulis

Hyperpolarizability of H,O revisited: Accurate estimate of the basis set limit and the size of
electron correlation effects.

Chemical Physics Letters 289, 403-411 (1998).

30



72. D.Xenides and G.Maroulis*
On the dipole polarizability of the cyclic form of ozone
Journal of Physics B 31, L951-1.954 (1998).

1999

73. G.Maroulis
On the accurate theoretical determination of the static hyperpolarizability of trans-butadiene.
Journal of Chemical Physics 111, 583-591 (1999).

74. G.Maroulis*, C.Makris, U.Hohm* and U.Wachsmuth

Determination of the complete polarizability tensor of 1,3-butadiene by combination of refractive index
and light scattering measurements and accurate quantum-chemical ab initio calculations.

Journal of Physical Chemistry A 103, 4359-4367 (1999).

75. G.Maroulis* and D.Xenides

Enhanced linear and nonlinear polarizabilities for the Li4 cluster. How satisfactory is the agreement
between theory and experiment for the static dipole polarizability?

Journal of Physical Chemistry A 103, 4590-4593 (1999).

76. G.Maroulis
An extreme problem revisited: the hyperpolarizability of the open and cyclic forms of ozone.
Journal of Chemical Physics 111, 6846-6849 (1999).

77. G.Maroulis
Hexadecapole moment, dipole and quadrupole polarizability of sulphur hexafluoride.
Chemical Physics Letters 312, 255-261 (1999).

2000

78. G.Maroulis*, C.Makris, D.Xenides and P. Karamanis
Electric dipole and quadrupole moment and dipole polarizability of CS, SiO and SiS
Molecular Physics 98, 481-491 (2000).

79. G.Maroulis
Is the dipole polarizability of hydrogen iodide accurately known?
Chemical Physics Letters 318, 181-189 (2000).

80. D.Xenides and G.Maroulis*

Basis set and electron correlation effects on the first and second static hyperpolarizability of SO,.
Chemical Physics Letters 319, 618-624 (2000).

81. U.Hohm*, A.Loose, G.Maroulis* and D.Xenides

Combined experimental and theoretical treatments of the dipole polarizability of P4 clusters.
Physical Review A 61, 053202 (2000).

82. G.Maroulis

31



Computational aspects of interaction hyperpolarizability calculations. A study on H, H,
Ne'HF, Ne"FH, He,, Ne,, Ar; and K.
Journal of Physical Chemistry A 104, 4772-4779 (2000).

83. G.Maroulis

Static hyperpolarizability of the water dimer and the interaction hyperpolarizability of two water
molecules.

Journal of Chemical Physics 113, 1813-1820 (2000).

2001

84. A.Chrissanthopoulos and G.Maroulis”
Electric dipole moment and polarizability of ScF
Journal of Physics B 34, 121-125 (2001).

85. G.Maroulis

On the static electric polarizability and hyperpolarizability of sodium. How good is the agreement
between theory and experiment for the dipole polarizability?

Chemical Physics Letters 334, 207-213 (2001).

86. G.Maroulis
Accurate higher electric multipole moments for carbon monoxide.
Chemical Physics Letters 334, 214-219 (2001).

87. G.Maroulis and P.Karamanis

Finite-field Mgller-Plesset perturbation theory and Coupled Cluster calculations of the electric
multipole moments and the dipole polarizability of As;.

Chemical Physics 269, 137-146 (2001).

88. G.Maroulis
Static electric polarizability and hyperpolarizability of BCI(X'Z").
Journal of Physics B 34, 3727-3736 (2001).

89. D.Xenides and G.Maroulis

How does the closing of the ring affect the electric properties of sulphur dioxide? A comparison
with the open and closed form of ozone.

Journal of Chemical Physics 115, 7953-7956 (2001).

90. T.Bancewicz, J.L.Godet and G.Maroulis
Collision-induced hyper-Rayleigh spectrum of octahedral molecules. The case of SFs.
Journal of Chemical Physics 115, 8547-8552 (2001).

91. G. Maroulis, D. Xenides, U. Hohm and A. Loose

Dipole, dipole-quadrupole and dipole-octopole polarizability of adamantane CioHis from refractive
index measurements, depolarized collision-induced light scattering, conventional ab initio and
density functional theory calculations

Journal of Chemical Physics 115, 7957-7967 (2001).

92. G.Maroulis and A.Haskopoulos
Interaction induced dipole moment and polarizability in CO, "Rg, Rg = He, Ne, Ar, Kr and Xe

32



Chemical Physics Letters 349, 335-341 (2001).

2002

93. D.Xenides and G.Maroulis
How does protonation affect the electron density of ozone?
Molecular Physics 100, 1057-1059 (2002).

94. G.Maroulis

Theoretical determination of the electric polarizability and hyperpolarizability of atoms and
molecules: some interesting cases.

In, K.D.Sen (Editor)

REVIEWS OF MODERN QUANTUM CHEMISTRY

A celebration of Robert G. Parr

World Scientific, Singapore (2002), pp. 320-339.

95. P.Karamanis and G.Maroulis
Electric quadrupole and hexadecapole moments for X,C=CX,, X=H, F, CI, Brand I.
International Journal of Quantum Chemistry 90, 483-490 (2002).

96. G.Maroulis and A.Haskopoulos
Interaction induced (hyper)polarizability in Ne ~Ar
Chemical Physics Letters 358, 64-70 (2002).

2003

97. G.Maroulis

Ab initio determination of the electric multipole moments and static (hyper)polarizability of
HCCX, X=F, Cl, Brand I.

Journal of Computational Chemistry 24, 443-452 (2003).

98. G.Maroulis and D.Xenides
Electric multipole moments and (hyper)polarizability of X-C=C-X, X =F, Cl, Br and I.
International Journal of Molecular Sciences 24, 443-452 (2003).

99. G.Maroulis
Accurate electric multipole moment, static polarizability and hyperpolarizability derivatives for N..
Journal of Chemical Physics 118, 2673-2687 (2003).

100. G.Maroulis and D.Xenides

Electric quadrupole and hexadecapole moment, dipole and quadrupole polarizability, second
electric dipole hyperpolarizability for P, and a comparative study of molecular polarization in N,
P, and As;.

Journal of Physical Chemistry A 107, 712-719 (2003).

101. P.Karamanis and G.Maroulis

Static electric dipole polarizability and hyperpolarizability of fluorodiacetylene.
Journal of Molecular Structure (THEOCHEM) 621, 157-162 (2003).

33



102. G.Maroulis
Electric multipole moment, dipole and quadrupole (hyper)polarizability derivatives for HF ( X'%*).
Journal of Molecular Structure (THEOCHEM) 633, 177-197 (2003).

103. G.Maroulis and C.Pouchan

Assessing the performance of ab initio methods on static (hyper)polarizability predictions for
silicon clusters. Si4 as a test case.

Physical Chemistry Chemical Physics 5, 1992-1995 (2003).

104. G.Maroulis, D.Begué and C.Pouchan

Accurate dipole polarizabilities of small silicon clusters from ab initio and density functional
theory calculations.

Journal of Chemical Physics 119, 794-797 (2003).

105. G.Maroulis and C.Pouchan
Static dipole (hyper)polarizability of the silicon atom.
Journal of Physics B 36, 2011-2017 (2003).

106. G.Maroulis
Electric (hyper)polarizability derivatives for the symmetric stretching of carbon dioxide
Chemical Physics 291, 81- 95 (2003).

107. P.Karamanis and G.Maroulis

Single (C-C) and triple (C=C) bond-length dependence of the static electric polarizability and
hyperpolarizability of H-C=C-C=C-H

Chemical Physics Letters 376, 403-410 (2003).

108. G.Maroulis
Is the hyperpolarizability of Cu, negative? A study of basis set and electron correlation effects.
Journal of Physical Chemistry A 107, 6495-6499 (2003).

109. G.Maroulis and C.Pouchan

Size and electric dipole (hyper)polarizability in small cadmium sulfide clusters: An ab initio study
on (CdS),, n=1, 2 and 4.

Journal of Physical Chemistry B 107, 10683-10686 (2003).

2004

110. P.Karamanis and G.Maroulis

Effect of the relative orientation of the CN moieties on the static electric (hyper)polarizability of
(CN).

Molecular Physics 102, 13-21 (2004).

111. G.Maroulis
A note on the electric multipole moments of carbon dioxide.
Chemical Physics Letters 396, 66-68 (2004).

112. G.Maroulis, A.Haskopoulos and D.Xenides
New basis sets for xenon and the interaction polarizability of two xenon atoms

34



Chemical Physics Letters 396, 59-65 (2004).

113. U.Hohm and G.Maroulis

Dipole-quadrupole and dipole-octopole-polarizability of OsO4 from depolarized collision-induced
light scattering experiments, ab initio and density functional theory calculations.

Journal of Chemical Physics 121, 10411-10418 (2004).

114. A.Haskopoulos and G.Maroulis

Effect of the symmetric stretch on the dipole polarizability of the cyclic form of the ozone
molecule. A study based on high-level ab initio and density functional theory calculations.
Chemical Physics Letters 397, 253-257 (2004).

115. G.Maroulis
Bonding and (hyper)polarizability in the sodium dimer
Journal of Chemical Physics 121, 10519-10524 (2004).

2005

116. A.Haskopoulos and G.Maroulis

Exploring the interaction of the water dimer with a helim atom. Geometry and interaction properties
of the (H20),"He weakly bound molecule.

MATCH Communications in Mathematical and in Computer Chemistry 53, 253-260 (2005).

117. P.Karamanis and G.Maroulis

Comparison of conventional ab initio and DFT quantum chemical methods. The electric moments
and (hyper)polarizability of HCCCCH as a test case.

MATCH Communications in Mathematical and in Computer Chemistry 53, 269-280 (2005).

118. A.Haskopoulos, D.Xenides and G.Maroulis
Interaction dipole moment, polarizability and hyperpolarizability in the KrXe heterodiatom.
Chemical Physics 309, 271-275 (2005).

119. G.Maroulis

On the performance of density functional theory methods in the prediction of the electric
polarizability and hyperpolarizability of ozone

Computing Letters 1, 31-36 (2005).

120. C.Makris and G.Maroulis

On the systematic optimization of new basis sets of Gaussian-type functions for calculations on
0zone.

Computing Letters 1, 53-58 (2005).

121. P.Karamanis and G.Maroulis

How important are high-level ab initio treatments for the interaction dipole moment and
polarizability of HeNe?

Computing Letters 1, 117-121 (2005).

122. A.Haskopoulos and G.Maroulis

Interaction-induced polarizability and hyperpolarizability effects in CO, 'Rg, Rg = He, Ne, Ar, Kr
and Xe.

35



Lecture Series on Computer and Computational Science 3, 93-101 (2005).

123. G.Maroulis and D.Xenides

On the performance of DFT methods on electric polarizability and hyperpolarizability calculations
for the lithium tetramer.

Computing Letters 1, 246-252 (2005).

2006

124. A.Haskopoulos and G.Maroulis

Dipole and quadrupole (hyper)polarizability for the asymmetric stretching of carbon dioxide.
Improved agreement between theory and experiment.

Chemical Physics Letters 417, 235-240 (2006).

125. G.Maroulis, A.Hatzis and A.Haskopoulos

Electric properties of the azide ion calculated with a systematic sequence of gaussian-type
basis sets.

Chemical Physics 323, 451-457 (2006).

126. G.Maroulis
Comment on ‘B3LYP Density functional study on spectroscopic properties of CuO™ and CuS™.
International Journal of Quantum Chemistry 106, 1721-1721 (2006).

127. P.Karamanis, G.Maroulis and C.Pouchan

Molecular geometry and polarizability of small cadmium selenide clusters from all-electron
ab initio and density functional theory calculations.

Journal of Chemical Physics 124, 071101 (2006).

128. U.Hohm and G.Maroulis

Experimental and theoretical determination of the dipole-quadrupole and dipole-octopole
polarizabilities of the group 1V tetrachlorides TiCly, ZrCl, and HfCl,.

Journal of Chemical Physics 124, 124312 (2006).

129. W. Gtlaz, T. Bancewicz, J.-L. Godet, G. Maroulis and A. Haskopoulos.

Hyper-Rayleigh light scattering spectra determined by ab initio collisional hyperpolarizabilities of
He-Ne atomic pairs.

Physical Review A 73, 042708 (2006).

130. A.Haskopoulos and G.Maroulis

Interaction dipole moment in Rg-Xe (Rg = He, Ne, Ar and Kr) heterodiatoms from conventional ab
initio and density functional theory calculations.

Journal of Mathematical Chemistry 40, 233-241 (2006).

131. G.Maroulis

Comment on “Ab initio studies of Spectroscopic Properties of CuO™ and CuS™

[S.Midda, N.C.Bera, I.Bhattacharyya and A.K.Das, J.Mol.Struct. (THEOCHEM) 725 (2005) 251]
and “Ab initio and density functional studies of Spectroscopic Properties of CuO and CuS”
[S.Midda, N.C.Bera and I.Bhattacharyya and A.K.Das, J.Mol.Struct. (THEOCHEM) 761 (2006)
17]

Journal of Molecular Structure (THEOCHEM) 766, 185 (2006).

36



132. G.Maroulis

On the electric dipole (hyper)polarizability of difluorodiacetylene (F-C=C-C=C-F).
Computing Letters 2, 15-19 (2006).

133. D.Bégué, C.Pouchan, G.Maroulisand D.Y. Zhang
The Bonding Structure and Dipole Polarizability of Two Near-1soenergetic Isomers of Sis
Journal of Computational Methods in Science and Engineering 6, 223-231 (2006).

134. D.Xenides and G.Maroulis

Molecular geometry, charge distribution and polarization in platinum nitrides.

An ab initio and density functional theory study of PtNN, PtPtNN, NPtPtN, and NNPtNN.
Journal of Computational Methods in Science and Engineering 6, 201-209 (2006).

135. G.Maroulis, A.Haskopoulos, W.Glaz, T.Bancewicz and J-L.Godet
Collision-induced hyperpolarizability and hyper-Rayleigh spectra in the He-Ar heterodiatom
Chemical Physics Letters 428, 28-33 (2006).

136. D.Xenides and G.Maroulis
Electric polarizability and hyperpolarizability of BrCI(X'=")
Journal of Physics B 39, 3629-3638 (2006).

137. G.Maroulis, D.Xenides and P.Karamanis
Electric properties of HCCH, H,CC, H,CSi and H,CGe
Lecture Series on Computer and Computational Science 6, 395-404 (2006).

138. W.Glaz, T.Bancewicz, J.L.Godet, G.Maroulis and A.Haskopoulos

Collisional ab initio hyperpolarizabilities in computing hyper-Rayleigh spectra of noble gas
heterodiatomics.

Lecture Series on Computer and Computational Science 6, 63-79 (2006).

139. G.Maroulis and C.Makris

Static dipole polarizability and hyperpolarizability of F, from density functional theory calculations.
Similarities and dissimilarities with conventional ab initio results.

Computing Letters 2, 131-138 (2006).

140. G.Maroulis

Static dipole polarizability of n-octane calculated with MinPOL basis sets.
Computing Letters 2, 139-147 (2006).

141. P.Karamanis, G.Maroulis 2" ¢ Pouchan

Basis set and electron correlation effects in all-electron ab initio calculations of the static dipole
polarizability of small cadmium selenide clusters, (CdSe),, n=1,2,3,4.

Chemical Physics 331, 19-25 (2006).

142. G.Maroulis and A.Haskopoulos

Interaction (hyper)polarizability in N»-He, CO,-He, H,O-He, (H,0),-He and Os-He.

In, G.Maroulis (Editor)

Atoms, molecules and clusters in electric fields. Theoretical approaches to the calculation of
electric polarizability.

37



Imperial College Press, London (2006), pp. 605-624.

2007

143. E.Menadakis, G.Maroulis and P.G.Koutsoukos
A guantum chemical study of doped CaCOs (calcite).
Computational Materials Science 38, 522-525 (2007).

144. G.Maroulis, P.Karamanis, and C.Pouchan
The hyperpolarizability of GaAs dimer is not negative.
Journal of Chemical Physics 126, 154316 (2007).

145. D.Xenides and G.Maroulis

Static electric polarizability and hyperpolarizability of sodium clusters: the case of the sodium
tetramer.

Journal of Computational Methods in Science and Engineering 7, 431-442 (2007).

146. G.Maroulis
On the bond-length dependence of the static electric polarizability and hyperpolarizability of F..
Chemical Physics Letters 442, 265-269 (2007).

147. G.Maroulis

Cluster size effect on the electric polarizability and hyperpolarizability in small antimony clusters
Sby, n=1,2,4.

Chemical Physics Letters 444, 44-47 (2007).

148. G.Maroulis and U.Hohm

Electric polarizabilities of Ge(CHs)s from Collision-induced Light-scattering experiments and ab
initio calculations.

Physical Review A 76, 032504 (2007).

2008

149. P.Karamanis, C.Pouchan and G.Maroulis

Structure, stability, dipole polarizability and differential polarizability in small gallium arsenide
clusters from all-electron ab initio and density functional theory calculations

Physical Review A 77, 013201 (2008).

150. G.Maroulis
(Hyper)polarizability of carbon diselenide
Molecular Physics 106, 1517-1524 (2008).

151. G.Maroulis
How large is the static electric (hyper)polarizability anisotropy in HXel?
Journal of Chemical Physics 129, 044314 (2008).

152. T.Bancewicz, W.Glaz, J.-L. Godet and G.Maroulis

Collision-induced hyper-Rayleigh spectrum of H,-Ar gas mixture.
Journal of Chemical Physics 129, 124306 (2008).

38



153. G.Maroulis and C.Pouchan

A comparative study of the dipole-quadrupole and dipole-octopole polarizability of the CdS and
CdSe tetramers

Chemical Physics Letters 464, 16-20 (2008).

2009

154. E.Menadakis, G.Maroulis and P.G.Koutsoukos
Incorporation of Mg®*, Sr**, Ba** and Zn?* into Aragonite and Comparison with Calcite
Journal of Mathematical Chemistry 46, 484-491 (2009)

155. G.Maroulis and A.Haskopoulos

Electric polarizability and hyperpolarizability of the copper tetramer (Cus) from ab initio and
density functional theory calculations.

Journal of Computational and Theoretical Nanoscience 6, 418-427 (2009).

156. G.Maroulis
Dipole (hyper)polarizability and differential (hyper)polarizability in the antimony octamer Sbg
Journal of Computational and Theoretical Nanoscience 6, 886-893 (2009).

157. T.Bancewicz and G.Maroulis
Modelling the polarizability of the dihydrogen-argon pair
Chemical Physics Letters 471, 148-152 (2009).

158. T.Bancewicz and G.Maroulis

Rotationally adapted studies of ab initio computed collision-induced hyperpolarizabilities. The case
of Hx-Ar pair.

Physical Review A 79, 042704 (2009).

159. J.-L. Godet, T. Bancewic, W. Gtaz, G. Maroulis and A. Haskopoulos
Binary rototranslational hyper-Rayleigh spectra of H,-He gas mixture
Journal of Chemical Physics 131, 204305 (2009).

2010

160. A.Haskopoulos and G.Maroulis
Interaction induced electric dipole moment and (hyper)polarizability in the dihydrogen-helium pair
Chemical Physics 367, 127-135 (2010).

161. M.S.A.El-Kader , T.Bancewicz and G.Maroulis

Higher order multipolar polarizabilities of carbon tetrafluoride from isotropic and anisotropic light
scattering experiments

Journal of Molecular Structure 984, 262-267 (2010).

162. A.Haskopoulos and G.Maroulis

Interaction electric hyperpolarizability effects in the weakly bound H,O "Rg (Rg = He, Ne, Ar, Kr
and Xe) complexes

Journal of Physical Chemistry A 114, 8730-8741 (2010)

39



( INVITED PAPER, Klaus Ruedenberg Festschrift)

163. G.Maroulis and M.Menadakis
Polarizability and hyperpolarizability of COS and NNO
Chemical Physics Letters 494, 144-149 (2010).

164. T.Bancewicz and G.Maroulis
Validation of a model for the interaction-induced long range first hyperpolarizability
Chemical Physics Letters 498, 349-352 (2010).

2011

165. P.Karamanis and G.Maroulis

An ab initio study of CXs-substitution (X = H, F, Cl, Br, 1) effects on the static electric
polarizability and hyperpolarizability of diacetylene.

Journal of Physical Organic Chemistry 24, 588-599 (2011).

166. G.Maroulis
Bond length dependence of the polarizability and hyperpolarizability of boron hydride
International Journal of Quantum Chemistry 111, 807-818 (2011).

167. G.Maroulis
Electric multipole moments, polarizability and hyperpolarizability of xenon dihydride (HXeH)
Theoretical Chemistry Accounts 129, 437-445 (2011).

168. G.E. Magoulas, S.E. Bariamis, C.M. Athanassopoulos, A.Haskopoulos, P.G. Dedes, M.G.
Krokidis, N.K.Karamanos, D.Kletsas, D.Papaioannou* and G.Maroulis*

Syntheses, Antiproliferative Activity and Theoretical Characterization of Acitretin-Type Retinoids
with Changes in the Lipophilic Part.

European Journal of Medicinal Chemistry 46, 721-737 (2011).

169. G.Maroulis

Charge distribution, electric multipole moments, static polarizability and hyperpolarizability of
silene

Chemical Physics Letters 505, 5-10 (2011).

170. D.Xenides, A.Hantzis and G.Maroulis

Comparison of high-level post-Hartree-Fock and DFT methods on the calculation of interaction-
induced electric properties of Kr-He

Chemical Physics 382, 80-87 (2011).

171. M.S.A.El-Kader, T.Bancewicz and G.Maroulis

High frequency interaction-induced anisotropic rototranslational light scattering spectra of gaseous
carbon dioxide.

Acta Physica Polonica A 119, 838-845 (2011).

172. A.Chantzis and G.Maroulis

Interaction-induced electric properties in Kr-Ne from ab initio and DFT calculations. Is there a
discrepancy between theory and experiment for the dipole moment?

Chemical Physics Letters 507, 42-47 (2011).

40



173. M.S.A.El-Kader, A.A.EI-Sadek, B.M.Taher and G.Maroulis

Empirical pair polarizability anisotropy and interatomic potential for monatomic gas mixture of
Kr-Xe.

Molecular Physics 109, 1677-1689 (2011).

174. W.Glaz, J.-L.Godet, A.Haskopoulos, T.Bancewicz and G.Maroulis
Collision-induced hyper-Rayleigh light scattering in gaseous dihydrogen-neon mixtures
Physical Review A 84, 012503 (2011).

175. M.S.A.El-Kader and G.Maroulis

An empirical multi-parameter anisotropic intermolecular potential, collision-induced absorption and
predicted collision-induced light scattering spectra for CF4-He.

Chemical Physics 388, 78-85 (2011).

2012

176. G.Maroulis

Quantifying the performance of conventional DFT methods on a class of difficult problems: the
interaction (hyper)polarizability of two water molecules as a test case.

International Journal of Quantum Chemistry 112, 2231-2241 (2011).

177. G.Maroulis
A Note on the electric quadrupole and higher electric moments of ozone (Os)
Chemical Physics Letters 525-526, 49-53 (2012).

178. G.Maroulis

Reduction of Dimensionality, Order, and Classification in Spaces of Theoretical Descriptions of
Molecules: An Approach Based on Metrics, Pattern Recognition Techniques, and

Graph Theoretic Considerations

In, M.Dehmer, K.Varmuza and D.Bonchev (Editors)

Statistical Modelling of Molecular Descriptors in QSAR/QSPR

Wiley-Blackwell, Chichester (2012), pp. 351-366.

179. G.Maroulis and A.Haskopoulos

Electric quadrupole and hexadecapole moment, dipole polarizability and hyperpolarizability of the
copper tetramer (Cuy) from pseudopotential calculations and a comparison with all-electron

ab initio results

Computational and Theoretical Chemistry 988, 34-41 (2012).

180. S.A.El-Kader, G.Maroulis and E.Bich

Rototranslational collision-induced absorption and collision-induced light scattering spectra of
molecular hydrogen using isotropic intermolecular potentials.

Chemical Physics 403, 37-51 (2012).

181. S.A.El-Kader and G.Maroulis

New insights into collision-induced rototranslational absorption and scattering spectra of gaseous
methane at different temperatures

Journal of Molecular Spectroscopy 281, 28-39 (2012).

41



182. G.Maroulis
Interaction-induced electric properties
Chemical Modelling: Applications and Theory 9, 25-60 (2012).

183. G.Maroulis

Applying Conventional Ab Initio and Density Functional Theory Approaches to Electric
Property Calculations. Quantitative Aspects and Perspectives

Structure and Bonding 149, 95-129 (2012).

184. W.Glaz, T.Bancewicz, G.Maroulis, A.Haskopoulos and J-Luc Godet
Nonlinear properties and collisional spectra in hydrogen-(heavy) noble-gas-atom mixtures
Journal of Physics Conference Series 397, 012044 (2012).

2013

185. T.Bancewicz and G.Maroulis

An analytical approximation of the symmetry-adapted components of the collision-induced
hyperpolarizability for H,-Rg pairs (Rg = Ar, Kr, Xe)

Chemical Physics Letters 561-562, 14-17 (2013).

186. W.Glaz, T.Bancewicz, J-L. Godet, G.Maroulis and A.Haskopoulos
Morphology of collisional nonlinear spectra in Hy-Kr and Ha-Xe mixtures
Journal of Chemical Physics 138, 124307 (2013).

187. G.Maroulis

Evaluating the performance of DFT methods in electric property calculations.
Sodium chloride as a test case

Reports in Theoretical Chemistry 2, 1-8 (2013).

188. G.Maroulis

Electric quadrupole moment and quadrupole polarizability of the copper dimer from high level ab
initio and density functional theory calculations

Computational and Theoretical Chemistry 1021, 233-239 (2013).

2014

189. M.S.A.El-Kader, S.I.Mostafa, T. Bancewicz and G.Maroulis

Spectral lineshapes of collision-induced absorption (CIA) and collision-induced light scattering
(CILS) for molecular nitrogen using isotropic intermolecular potential. New insights and
perspectives

Chemical Physics xxx, Xxx-xxx (2014).

42



	Reports in Theoretical Chemistry (Dove Press)
	1. G.Maroulis
	2. G.Maroulis
	3. G.Maroulis
	4. G.Maroulis
	5. G.Maroulis
	6. G.Maroulis
	7. G.Maroulis
	8. D.Xenides and G.Maroulis
	9. G.Maroulis
	10. G.Maroulis
	Trends and perspectives in electric hyperpolarizability calculations

	11. G.Maroulis and D.Xenides
	12. G.Maroulis and P.Karamanis
	13. U.Hohm and G.Maroulis
	14. U.Hohm and G.Maroulis

	XXV European Congress on Molecular Spectroscopy, Coimbra, Portugal, 2000.
	XXV European Congress on Molecular Spectroscopy, Coimbra, Portugal, 2000.
	23. P.Karamanis and G.Maroulis
	24. P.Karamanis and G.Maroulis
	25. A.Haskopoulos and G.Maroulis

	30. P. Karamanis, G. Maroulis and C. Pouchan
	36th Congrès de Chimie Théorique d'expression latine (CHITEL)
	36th Congrès de Chimie Théorique d'expression latine (CHITEL)
	36th Congrès de Chimie Théorique d'expression latine (CHITEL)
	36th Congrès de Chimie Théorique d'expression latine (CHITEL)
	1. U.Hohm and G.Maroulis
	2. U.Hohm and G.Maroulis

	Molecular Physics  98, 481-491 (2000).
	79. G.Maroulis
	Is the dipole polarizability of hydrogen iodide accurately known?
	Chemical Physics Letters 318, 181-189 (2000).
	85. G.Maroulis
	On the static electric polarizability and hyperpolarizability of sodium. How good is the agreement     between theory and experiment for the dipole polarizability?
	86. G.Maroulis
	Accurate higher electric multipole moments for carbon monoxide.
	133. D.Bégué, C.Pouchan, G.MaroulisTP PTand D.Y. Zhang

