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Awaktopkoé ot Xnueia, EOvikd koar Kamodiotpioxo Iavemomiuo AGnvov.

Tuqua Xnueioag, Epyastpro ®voikoynueiog, Eniprénov: Kab. Iodvvng Zauog
“OewpntikN-vmoAOYIoTIKN HEAETN TG ETLOPATNS OEPUOOVVOUIKDY TOPOUETPWV OTIC
HUOKPOOKOTIKES, OOUIKES KO ODVOUIKES LOLOTHTES LUOPLOKDY GOOTHUATOV OTHV DIEPKPLOLUN
xotaotoon . https://phdtheses.ekt.gr/eadd/handle/10442/20859

Merantoyloké oty @uowoynueia, EBvikd kot Koanodiotprakd [Hovemotwo AdBnvaov.

Tunpo Xnueiag, Epyastiplo ®voikoynueiog, EmPrénov: Kad. lodvvng Xdpiog
“Jrationikn unyovikn LEAETH TV 1010THTOV TOV DTEPKPLTINOD 010LE10I0D TOV avOpoko Kol

00 vYpod uiyuaro¢ Cis-trans  N-MeOviopopuopidiov péow TeyvVik@v — UOPLOKDOV

TpocouoLHTEMV.”

IItoyio ot Xnpeia, EOvico kot Kamodiotproxo Havemommpuo AOnvaov.

Koatalvtikég avtidpaoels (e oOUTLOKO. UETAALWY UETATTOTEWS T DOATIKA Ololuata.”
Emprénov: Kab. T'edpylog Manadoyavvakng (Epyaotipio Biopnyovikng Xnueiog)

EPFAZIAKH EMMEIPIA

Amp. 2022- Enikovpog Kadnyntig (Ewi Onreia), Havemotipio Iloavvivov, Tufqpa

Xnpeiog
I'vootiko Avrikgipevo: Osopntiky Pucikoynpeia

Amp. 2019- Amp. 2022 Epegovntiig, EOviko Topopa Epgvvav - IvetitovTo @uvoikiig Kat

Ozopntikic Xnueiog, Topopa Teyvoroyiog 'Epevvog ITE/IEXMH) -
AILO. (Tpqpo Xnpeiog)

KoOkovra: Yroloyiotixy povieiomoinon vavovlikav ue faon to ypopévio
VIO, EPOPUOYES ATOONKEVTNG EVEPYELOG.

Iav. 2019 - Moprt. 2019  HPC-Europa 3 Yrotpoia. Universidad Pablo de Olavide, Seville, Spain.

KaOnikovra: Yroloyiotikn povielomoinon wiyudrmy opyovik@y nAEKTpoiLT@V
e 1ovika vypa. Movtelomoinon vovoropodwv viikwv (MOF) yia diaywpiouo
VYPOV UIYUATOV.

OxtoPploc 2016- Ask.  Epgovnmig, Institut Charles Gerhardt (UMR, CNRS 5253), University of
2018 Montpellier 2, Montpellier, France

KaOikovta: Yroloyiotiki uovielomoinon vovoropodwv viikav (MOF) ya
amoOnkevan Kai Loy wPLoUO OEPIMV KAl DYPOV.



https://phdtheses.ekt.gr/eadd/handle/10442/20859

Iovviog - Iovdog 2016 Emekéntng Epevvntiic, Universitat Politécnica de Catalunya (UPC),
Spain.
Department of Physics
KaOnkovra: Yroloyiotikn povielomoinon s miootikng KpOOTOAAMKNG QAonS
700 VEPOD.

Mauog - Iovviog 2016 Emoxkéntng Epgovnmig, University of Athens, Greece
Department of Chemistry — Laboratory of Physical Chemistry
KoOkovra: Yroloyiotikny povrelomoinon vypav oe moAd vyniés méoeig.

Amp. 2015- Mdwog 2016  Epegvvnrig. University College London (UCL), London, UK.
Department of Earth Sciences — Department of Physics and Astronomy
Xpnuatodétnon: ERC European project
KoOfqkovta: YTOAOYIGTIKY] HoVIEAOTOINGH DOATIKWOV COOTHUATDV UETH
KBOVTIKOV HOPLOKOYV OOVOUIKDV TPOTOUOLDTEDV.

Oxrt. 2013- Méptiog 2015  Epgovnmis. CEA, Grenoble, France.
Institute for Nanoscience and Cryogenics (INAC-SPrAM)
Xpnpoatodétnon: ANR ALIBABA project
KaOnkovra: Yroloyiotiky povielomoinon opyovikv niektpoivtoy ue
EPOPUOYES TTNV TEYVOLOYIO. UTATOPIOV.

Yemt. 2012 — Avy. 2013 Epevvniic. University of Crete, Greece.
Materials Modeling & Design Group, Department of Chemistry
Xpnpotodétnon: THALES Research Project
KaOnkovra: Yroloyiotixy povielomoinon e mpoopopnons kou o1o)wpiouod
OEPLOV UIYUATOV OE VAVOTOPWON VAIKG. e faon tov avlpoxa.

Amp. 2012 — Iodviog 2012 HPC-Europa 2 Yrotpogia. Univ. of Sassari, Italy.
Xpnpatodétnen: HPC-Europa European Union fellowship
KoOkovra: Xpnon YmepumoAoyloTiK®V GCUGTNUATOV TOL EVPMOTAIKOV
kévipov CINECA yia uelétn 1id1o0tnrawv tov vepod kair véotik®v ovoTHiUdTmY
UECQ KPOVTIKWOV HOPLOKDOV ODVOUIKDV TPOCOUOLDTEDYV.

Yemt. 2009 — Xent. 2011 Epevvntiic. Imperial College, London, UK
Dept. of Chemistry, Webpage: http://www.huntresearchgroup.org.uk
Xpnuatodétnon: ERC European Project.
KaOikovra: Yroloyiotikn povielomoinon iovtikav vypav.

Apr.2008 — Apr. 2009  Epegvvnriki Yrotpogia, Univ. Politéecnica de Catalunya (UPC), Spain.
Computer Simulation in Cond. Matt. Res. Group,
http://simcon.upc.edu/people
Xpnpotodétnon: Research Fellowship of the UPC
KaOnkovra: Yroloyiotikny perétn twv deoumv vypoyovov ce vmepkpioiuo.
PEVOTAL.

YNOXPEQTIKH ZTPATIQTIKH OHTEIA

dePpovdprog 2007 — DePpovdprog 2008 (Emdpa YArkov [ToAépov)


http://www.huntresearchgroup.org.uk/
http://simcon.upc.edu/people

EMNIZTHMONIKA ENITEYTMATA

Google Scholar Profile: https://scholar.google.com/citations?hl=en&user=CRCpodIAAAAJ

Metpucég katd tnv nuepounvia 29-09-2022

e 47 Aqpoocievesis oe Aebvi meplodikd pe kprtég (PA. Ynopvnua)
e h-index: 20 (IInyn: Google Scholar)

e i10-index: 28 (IInyr: Google Scholar)

e 1 dnpoocievon g kedAato emiotnrovikov PBipriov (BA. Yropuvnuao)
® 4 Anpooievoelc o€ Biria poaktik®dv cvvedpiov (PA. Yrouvnuo)
® 2 Avadnuooctevpéveg epyaoiec (PA. Ynouvnua)

e 17 Awé€eig énerta amd npockinon (PA. Yrnouvnua)

e 19 [Mopovcidoelc [Tootep oe cuvédpra (PA. Yropuvnua)

e 17 Ouhieg og ovvédpua (BA. Yopvnua)

e 4 Eykexkpyéva Epgovntica [poypappota

e 1 Eykexpyévn Aebvng Epevvnticn Yrotpooia

ErKEKPIMENA ENMIZTHMONIKA MPOrPAMMATA

1. HPC - Europa 2 apdypoappo yio T HEAETN 1010THTOV VOATIKOV GUGTNUATOV HE ¥pNon KPavTiKdv
LLOPLOK®V SVVOUIK®V TPOGOUOUDGEMV.

dopéoc: Evponaikn Evoon (2012).
Emotmpovikég Yrev0vvog: Dr loannis Skarmoutsos

Yvvepyatng ®opéa Yrodoyng: Dr Marco Masia, University of Sassari, Department of Chemistry and
Pharmacy.

2. Ajoint experimental and theoretical study of supercritical mixtures.

[poypappa eykekpuévo and to Science and Technology Facilities Council (STFC), United Kingdom
(UK) (2016).

Emoetnpovikog Yrev0Ovvog: Dr Sarantos Marinakis, Queen Mary University of London
Yvvepydng: Dr loannis Skarmoutsos
Yvvepyarng: Professor Alan K. Soper, Science and Technology Facilities Council, UK

3. FPMDCISTRANS: First Principles Molecular Dynamics studies of Cis- and Trans-N-
Methylformamide liquid mixtures.

[Mpdypappa eykexpyévo and t Fevucen Tpappateio Epgvvag kot Teyvoroyiag (GRNET) (2016).
Emotmpovikég Yrev0Ouvog: Dr loannis Skarmoutsos

Emotnpovikég YasvOvvog: Professor Jannis Samios, University of Athens, Greece, Department of
Chemistry, Director of Laboratory of Physical Chemistry

4. HPC - Europa 3 project: “Ab Initio Molecular Dynamics of Mixtures of lonic Liquids with Organic
Carbonate Electrolytes «.

dopéoc: Evponaikn Evoon (2019).
Emoetnpovikég YrevOuvvog: Dr loannis Skarmoutsos

Yvvepydrng ®opéa Yrodoyng: Professor Sofia Calero, Universidad Pablo de Olavide, Sevilla, Spain,
Department of Physical, Chemical and Natural Systems.



https://scholar.google.com/citations?hl=en&user=CRCpodIAAAAJ

EIrKEKPIMENEX EYPQITAIKEE YIIOTPO®IEX
. Universitat Politecnica de Catalunya (UPC), Research Fellowship, Project: “Theoretical-

computational investigation of the structural and dynamic properties of molecular systems in condensed
phases via computer simulations.”, Department of Physics and Nuclear Engineering, 2008.

ENIZTHMONIKH ENIMOP®Q:H

2016 Annual CP2K-UK  Third annual CP2K-UK users meeting organized by University College

Users Meeting, London, Kings College London and EPCC (EPSRC funded).

United Kingdom

2013 Summer School International School of Physics “Enrico Fermi”: Water: Fundamental as a
Italy basis for understanding the environment and promoting technology.

2012 GPU workshop Organized by the Computation-based Science and Tech. Research Centre
Cyprus Institute (CaSToRC), in the framework of LinkSCEEM-2 and Cy-Tera projects.
2005 Summer School CCP5 and Marie Curie Actions: Methods in Molecular Simulation Summer
Cardiff University- UK. School, Advanced Courses in “ First Principles Simulations”

2002 Winter School Quantum Simulations of Complex Many-Body Systems: From Theory to
Germany-Netherlands Algorithms, John von Neumann Institute for Computing (NIC)

2002 Summer School NATO Advanced Study Institute (ASI): Novel Approaches to the Structure
Greece and Dynamics of Liquids: Experiments, Theories and Simulations.

YMOAOrIZTIKEZ AEZIOTHTEZ

Emotnpovikég Fortran 77/90, experience in Unix systems, Linux, Mac OS, Windows.

Ipoypoppaticpog Use of High Performance Computing Systems (HPC Imperial College,
Grace-UCL, Mare Nostrum BSC Barcelona, CINECA, Julich Germany,
Titan-USA)

MD-Monte Carlo Extetapévn yvoon tov tpoypoppdtov poplokng tpocsopoinong DL_POLY,

K®Odkeg Tposopoioong  Moscito, Moldy, Molig-Dynamo, CADDS (Monte Carlo), RASPA (Monte
Carlo), CPMD, CP2k, Gaussian, GaussView, Materials Studio.

Avantoén AvAnmToEn EMGTNIOVIKOD LOYIGUIKOD Y10 TNV GVAAVGT] HOPLOKADV TPOYLOV
Emotnpovikov popok®@v ovvapik@v ko Monte Carlo mpocopor®@cemv, Yoo ToV
Aoyiopikov VTOAOYIOUO  OTOTIKOV  OEPLOSVVOIKAV, OOUKAOV OAAGL Kol SUVOLIK®V

WO0TTOV HOPLIKAOV CLCTNHATOV KOl VAVOTOP®OIMY VAIKOV.

AIAAKTIKH EMNEIPIA - AOINEZ ENIZTHMONIKEZ APAZTHPIOTHTEZ

Awaockario [Mportvyakdv Porntov (Xnueiagc-Dappokevtikng),Epyactplo dvowoynueiog, EKITA. (2
QKOO LKA £T1))

[portuyaxmdv Pourrntov (Xnueiog), Theoretical Chemistry Laboratory (Imperial College London, UK) (2
QKOO LLOK A £T1))

Metantoylakov dottntov (Gvoikng), Tuqua dvoiknig, Universitat Politecnica de Catalunya (UPC), Spain (1
QKOO LLOIKO £TOC)

Awaockora Iporroylokov dornmtov Xnueiog EKITA ot ypnon MAEKTPOVIKOV LTOAOYIGTAOV, YXPNoN
Aertovpykov cvotiuotog Windows, expdadnon tov Office, mhonynong oto Internet kobmhg ko ypHong
eEedkevpévov tpoypappdtov yio ) Xnueio (Epappoyéc g IAnpogopiknig ot Xnueia) (1 akadnuoikod
£100).



Kpwtig o€ 27 d1e0v) emetnpovika meprodika: Journal of Physical Chemistry, Chemical Physics Letters,
Chemical Physics, Physical Chemistry Chemical Physics, Fuel, Journal of the Brazilian Chemical Society,
Journal of Molecular Liquids, International Journal of Modern Physics B, International Journal of Heat and
Mass Transfer, Microporous and Mesoporous Materials, Advanced Theory and Simulations, Journal of
Molecular Graphics and Modelling, New Journal of Chemistry, ACS Energy Letters, Fluid Phase Equilibria,
Journal of Industrial and Engineering Chemistry, Journal of Photochemistry and Photobiology A: Chemistry,
Journal of Chemical Information and Modeling, Chinese Physics B, Entropy, Applied Surface Science,
Journal of Inorganic and Organometallic Polymers and Materials, Applied Thermal Engineering, Journal of
CO. Utilization, Frontiers in Physics-Condensed Matter Physics, Materials Today Communications, ACS
Omega

Kpvtiig ™¢ I'evikig I'poppateiog "Epsvvag ko Teyvoroyiog (GRNET) ya emotuovikd mpoypdupota
nov oyeTilovTal Pe EMOTNUOVIKOVG VITOAOYIGLOVG GE VIEPVTOAOYICTIKEG EYKATAGTACEL Y YNANg Amddoong
(High Performance Computing Services)

Kpvmg ™ EOviknig Emrpomic ‘Epevovag g Iodriog (ANR: Agence Nationale de la Reserche,
https://anr.fr/en/) yioa v a&loAdynon epeLVNTIKOV TPOTAGEMV TPOC YPNUATOIOTNOT.

Mérog T™qg European Molecular Liquids Group (EMLG) .

Mélog g svvtakTiki|g emtponig (editorial board) tov Frontiers in Physics, Condensed Matter Physics
(Frontiers Media, Lausanne, Switzerland) and t1g 07-11-2020.

Mélog g ovvrakTikig emrpomng (editorial board) Tov Journal of Theoretical Chemistry (Hindawi
Publishing Corporation) kotd v mepiodo 28-11-2012 émg 23-07-2017.

Qz:OMAGOEIA
EMnvikd (untpin), Ayyhkd (drtouota, epyooctokn sumepio), Iomavikd (mohd kakd, Epyactokn eumepio),
TodAkd (kaAd, epyactokn epmelpio)

ZYZTATIKEZ ENIZTOAEZ
2V0TATIKES EMOTOAEG UTOPOLY Vo {NtN oV amd Tovg KATmO1 akadnpaikoVs EpeuvNTéG:

Dr Stefano Mossa
INAC/SPrAM (UMR 5819 UJF, CNRS, CEA), CEA-Grenoble, 17 Rue des Martyrs, 38054 Grenoble, France
Email: stefano.mossa@cea.fr

Prof. Elvira Guardia

Departament de Fisica i Enginyeria Nuclear, Universitat Politécnica de Catalunya, Edifici B4-B5, Campus
Nord, Jordi Girona 1-3, 08034 Barcelona, Spain

Email: elvira.guardia@upc.edu

Web page : http://simcon.upc.edu/usr/elvira.quardia

Dr Marco Masia

Dipartimento di Chimica, Universita degli studi di Sassari, Via Vienna 2, 07100, Sassari, Italy
Email: marco.masia@uniss.it

Web page : http://physchem.uniss.it/marco.masia/about.html

Prof. Jannis Samios

National & Kapodistrian University of Athens, Department of Chemistry, Physical Chemistry Laboratory,
Panepistimiopolis 15771, Athens , Greece

Email: isamios@chem.uoa.gr

Prof. Guillaume Maurin
Institut Charles Gerhardt (UMR, CNRS 5253), University of Montpellier 2, Montpellier, France
Email: quillaume.maurin@univ-montp2.fr
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Prof. George E. Froudakis
Department of Chemistry, University of Crete, Voutes, Heraklion, 71003 Crete, Greece
Email: frudakis@chemistry.uoc.gr

Dr Patricia Hunt

Department of Chemistry, Exhibition Rd, Imperial College of Science, Technology and Medicine, South
Kensington, London, SW7 2AZ , United Kingdom

Email: p.hunt@imperial.ac.uk

Web page : http://www.huntresearchgroup.org.uk/index.html

Prof. Tom Welton

Former President of the Royal Society of Chemistry, former Dean of the Faculty of Natural Sciences, Imperial
College of Science, Technology and Medicine, Exhibition Rd, South Kensington, London, SW7 2AZ, United
Kingdom

Email : t.welton@imperial.ac.uk

Prof. Giancarlo Franzese

Departament de Fisica de la Matéria Condensada & Institut de Nanociéncia i Nanotecnologia (IN2UB),
Universitat de Barcelona

Email: gfranzese@ub.edu

Web page : https://spcmub.wordpress.com/



mailto:frudakis@chemistry.uoc.gr
mailto:p.hunt@imperial.ac.uk
http://www.huntresearchgroup.org.uk/index.html
mailto:t.welton@imperial.ac.uk
mailto:gfranzese@ub.edu
https://spcmub.wordpress.com/

YIIOMNHMA

ANUOGLEVGELC GE O1EOVN EMGTNUOVIKA TTEPLOOLKG NE KPITEC

47) Local intermolecular structure, hydrogen bonding and related dynamics in the liquid cis/trans
N-methylformamide mixture: A density functional theory based Born-Oppenheimer molecular
dynamics study.

loannis Skarmoutsos, Ricardo L. Mancera, Stefano Mossa and Jannis Samios, J. Mol. Lig. 365, 120085 (2022)

46) Fingerprints of the Crossing of the Frenkel and Melting Line on the Properties of High-Pressure
Supercritical Water.

loannis Skarmoutsos, Jannis Samios and Elvira Guardia J. Phys. Chem. Lett. 13, 7636 (2022)

45) Using Car-Parrinello simulations and microscopic order descriptors to reveal two locally favored
structures with distinct molecular dipole moments and dynamics in ambient liquid water.

loannis Skarmoutsos, Giancarlo Franzese and Elvira Guardia, J. Mol. Lig. 364, 119936 (2022)

44) A Computational Study on Phenyldiboronic Acid-Pillared Graphene Oxide Frameworks for Gas
Storage and Separation.

loannis Skarmoutsos, Emmanuel N. Koukaras, and Emmanuel Klontzas, ACS Appl. Nano Mater.
(accepted : June 2022)

43) CF4 Capture and Separation of CFs+~SFs and CFs+—N2 Fluid Mixtures Using Selected Carbon
Nanoporous Materials and Metal-Organic Frameworks: A Computational Study.

loannis Skarmoutsos, Emmanuel N. Koukaras, and Emmanuel Klontzas, ACS Omega 7, 6691 (2022)

42) On the Different Faces of the Supercritical Phase of Water at a Near-Critical Temperature:
Pressure-Induced Structural Transitions Ranging from a Gaslike Fluid to a Plastic Crystal Polymorph

loannis Skarmoutsos, Andres Henao, Elvira Guardia and Jannis Samios, J. Phys. Chem. B 125, 10260 (2021)

41) The Polar Cosolvent Effect on Caffeine Solvation in Supercritical CO>—Ethanol Mixtures: A
Molecular Modeling Approach.

loannis Skarmoutsos, loannis D. Petsalakis and Jannis Samios, Ind. Eng. Chem. Res. 60, 11834 (2021)

40) The Impact of lonic Liquid Loading in Three-Dimensional Carbon Nanotube Networks on the
Separation of CO2/CHas Fluid Mixtures: Insights from Molecular Simulations.

loannis Skarmoutsos, Emmanuel N. Koukaras, and Emmanuel Klontzas, J. Phys. Chem. C 125, 13508
(2021)

39) Confinement effects on the properties of polar hydrogen-bonded fluids: A showcase on methanol
adsorbed in three-dimensional pillared graphene and carbon nanotube networks.

loannis Skarmoutsos, Emmanuel N. Koukaras, George E. Froudakis, Guillaume Maurin and Emmanuel
Klontzas, J. Phys. Chem. C 124, 22959 (2020)

38) Hydration structure and dynamics of the favipiravir antiviral drug: A molecular modelling
approach.

loannis Skarmoutsos, Guillaume Maurin, Elvira Guardia and Jannis Samios, Bull. Chem. Soc. Jpn. 93, 1378
(2020)

37) Porous carbon nanotube networks and pillared graphene materials exhibiting high SFs adsorption
uptake and separation selectivity of SFe/N2 fluid mixtures: A comparative molecular simulation study.

loannis Skarmoutsos, Emmanuel N. Koukaras, Costas Galiotis, George Froudakis, Emmanuel Klontzas
Micropor. Mesopor. Mat. 307, 110464 (2020)

36) Solvation Structure and Dynamics of the Dimethylammonium Cation Diluted in Liquid Water: A
Molecular Dynamics Approach

loannis Skarmoutsos and Elvira Guardia J. Chem. Phys. 152, 234501 (2020)




35) Highly efficient rare-earth based metal-organic frameworks for water adsorption: A molecular
modelling approach.

loannis Skarmoutsos, Mohamed Eddaoudi and Guillaume Maurin (2019) J. Phys. Chem. C 123, 26989 (2019)

34) A study of Ar-N2 supercritical mixtures using neutron scattering, molecular dynamics simulations
and quantum mechanical scattering calculations.

Alan K. Soper, loannis Skarmoutsos, Jacek Klos, Jannis Samios and Sarantos Marinakis (2019) J. Mol. Lig.
290, 111168 (2019)

33) On the interplay between the local structure and dynamics in low concentration mixtures of H20
and HOD in the [Emim*][TF2N"] room temperature ionic liquid.

loannis Skarmoutsos, Leonidas Spyrogiannopoulos, Emmanouil Kainourgiakis and Jannis Samios J. Mol. Lig.
289, 111135 (2019)

32) The effect of polymorphism on the structural, dynamic and dielectric properties of plastic crystal
water: A molecular dynamics simulation perspective.

loannis Skarmoutsos, Stefano Mossa and Elvira Guardia (2019) J. Chem. Phys. 150, 124506 (2019)

31) Highly tunable sulfur hexafluoride separation by interpenetration control in metal organic
frameworks.

loannis Skarmoutsos, Mohamed Eddaoudi and Guillaume Maurin, Micropor. Mesopor. Mat. 281, 44 (2019)

30) Solvent and Salt Effect on Lithium lon Solvation and Contact lon Pair Formation in Organic
Carbonates: A Quantum Chemical Perspective.

Veerapandian Ponnuchamy, Stefano Mossa and loannis Skarmoutsos J. Phys. Chem. C 122, 25930 (2018)

29) Peculiar Molecular Shape and Size Dependence of the Dynamics of Fluids confined in a Small-Pore
Metal-Organic Framework.

loannis Skarmoutsos, Mohamed Eddaoudi and Guillaume Maurin, J. Phys. Chem. Lett. 9, 3014 (2018)
28) CO:2 capture using the SIFS1X-2-Cu-i metal-organic framework: A computational approach.

loannis Skarmoutsos, Youssef Belmabkhout, Karim Adil, Mohamed Eddaoudi and Guillaume Maurin, J.
Phys. Chem. C, 121, 27462 (2017)

27) Local structural fluctuations, hydrogen bonding and structural transitions in supercritical

water.
loannis Skarmoutsos, Elvira Guardia and Jannis Samios, J. Supercrit. Fluids 130, 156 (2017)

26) Local Structure and Translational Dynamics of NMF (N-Methylformamide)—- DMF (N, N-
Dimethylformamide) Mixtures via Molecular Dynamics Simulation.

Nikolaos Elpidoforou, loannis Skarmoutsos, Emmanuel Kainourgiakis, Vasilios Raptis and Jannis Samios,
J. Mol. Liq., 226, 16 (2017)

25) Structure and dynamics of liquid CSz: Going from ambient to elevated pressure conditions.
loannis Skarmoutsos, Stefano Mossa and Jannis Samios, J. Chem. Phys., 145, 154505 (2016)
24) The Anion Effect on Li+ lon Coordination Structure in Ethylene Carbonate Solutions

Bo Jiang, Veerapandian Ponnuchamy, Yuneng Shen, Xueming Yang, Kaijun Yuan, Valentina Vetere, Stefano
Mossa, loannis Skarmoutsos, Yufan Zhang and Junrong Zheng, J. Phys. Chem. Lett., 7, 3554 (2016)

23) Highly selective separation and adsorption-induced phase transition of SFe-N2 fluid mixtures in
three-dimensional carbon nanotube networks.

loannis Skarmoutsos, George Tamiolakis and George E. Froudakis J. Supercrit. Fluids 113, 89 (2016)
22) Structural and dipolar fluctuations in liquid water: A Car-Parrinello molecular dynamics study.
loannis Skarmoutsos, Elvira Guardia and Marco Masia Chem. Phys. Lett., 648, 102 (2016)




21) Li* solvation in pure, binary and ternary mixtures of organic carbonate electrolytes.

loannis Skarmoutsos, Veerapandian Ponnuchamy, Valentina Vetere and Stefano Mossa J. Phys. Chem. C,
119, 4502 (2015)

20) Hydrogen bonding and related properties in liquid water: A Car-Parrinello molecular dynamics
simulation study.

Elvira Guardia, loannis Skarmoutsos and Marco Masia J. Phys. Chem. B, 119, 8926 (2015)
19) The Importance of Timescale for Hydrogen Bonding in Imidazolium Chloride lonic Liquids.
loannis Skarmoutsos, Tom Welton and Patricia A. Hunt Phys. Chem. Chem. Phys., 16, 3675 (2014)

18) Separation of CO2 / N2 mixtures in 3D carbon-based porous nanotube networks: A molecular
dynamics investigation.

loannis Skarmoutsos, George Tamiolakis and George E. Froudakis, Phys. Chem. Chem. Phys., 16, 876 (2014)

17) Carbon-based nanoporous networks as media for the separation of CO2/CH4 mixtures: A molecular
dynamics approach.

loannis Skarmoutsos, George Tamiolakis and George E. Froudakis, J. Phys. Chem. C, 117, 19373 (2013)
16) Hydrogen Bonding in 1-Butyl- and 1-Ethyl-3-Methylimidazolium Chloride lonic Liquids

loannis Skarmoutsos, Dimitris Dellis, Richard P. Matthews, Tom Welton and Patricia A. Hunt, J. Phys.
Chem. B, 116, 4921 (2012)

15) Solvation structure and Dynamics of cis- and trans- 1,2 Dichloroethene Isomers in Supercritical
Carbon Dioxide. A molecular dynamics simulation study.

Dimitris Dellis, loannis Skarmoutsos and Jannis Samios, J. Phys. Chem. B, 115, 12098 (2011)

14) Structural and dynamic properties of the new alternative refrigerant 2,3,3,3-Tetrafluoro-1-propene
(HFO-1234yf) in the liquid state.

loannis Skarmoutsos and Patricia A. Hunt, J. Phys. Chem. B, 114, 17120 (2010)

13) Hydrogen bond, electron donor acceptor dimer and residence dynamics in supercritical CO2-
ethanol mixtures and the effect of hydrogen bonding on single reorientational and translational
dynamics. A molecular dynamics simulation study.

loannis Skarmoutsos, Elvira Guardia and Jannis Samios, J. Chem. Phys., 133, 014504 (2010)

12) Effect of the local hydrogen bonding network on the reorientational and translational dynamics in
supercritical water.
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