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AKAAHMAIKH EKMAIAEYZH

2003-2006

2003

2000

Awaktopké otn Xnueia, EOvikod koa Kamodiotproxo Iavemotiuio Adnvov.

Tuqua Xnueioag, Epyastipro Ovoikoynueiog, Eniprénov: Kabd. Iodvvng Zauog
“OewpntikN-omwoAoOYIoTIKN HEAETN TG ETLOPATNS OEPUOOVVOUIKDY TOPOUETPWV OTIC
HUOKPOOKOTIKES, OOUIKES KO ODVOUIKES LOLOTHTES LUOPLOAKMDYV TOGTHUATOV OTHV DIEPKPLOLUT
kotaotaon . https://phdtheses.ekt.gr/eadd/handle/10442/20859

Merantoyloké ot @uowoynpeia, E6vikd ko Kanodiotpraxd [Havemotipio Abnvov.

Tunpo Xnueiag, Epyastiplo ®voikoynueiog, EmPrénov: Kad. Iodvvng Xdpiog
“Jrationikn unyovikn UEAETH TV 1010THTOV TOV DTEPKPLTINOD 010LE1010D TOV avOpoko Kol

00  VYPol  uiyuotog  cis-trans N-Mebvlopopuouidiov  uéow  tEYVIKOV  HOPLOKDV

TpocouoLHTEMY.”

IItoyio ot Xnpeia, EOvico kol Kamodiotproxo Havemommpuo AOnvaov.

Katalvtikég avtidpaoeis pe oOUTLOKO. UETAALWY UETATTOTEWS T DOATIKA OlalbuaTa.”
Empriénwv: Kob. I'edpylog [Tanadoywvvakng (Epyastipro Biopnyovikng Xnueiog)

EPFAZIAKH EMMEIPIA

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

Xnpeiog
I'vootikd Avrikgipevo: Oeopntiky Pucikoynpeia

Amp. 2019- Anp. 2022 Epevvnmig, EOviko Topupa Epevvay - Ivetitovto @Puvowkiig ko

Ocopnrikng Xnpueiog, Topopa Teyxvoroyiag ‘Epevvag ITE/IEXMH) -
AILO. (Tpqpo Xnpeiog)

KoOkovra: Yroloyiotiky povieiomoinon vavovlikav ue faon to ypapévio
VIO, EPOPUOYVES ATOONKEVTNGS EVEPYELOG.

Iav. 2019 - Mapt. 2019  HPC-Europa 3 Yrnotpo@ia. Universidad Pablo de Olavide, Seville, Spain.

KaOnikovroe: Yroloyiotikn povielomoinon wiyudrmy opyovik@y nAEKTpoALT@V
e 1ovtikd vypd. Movtelomoinon vovoropodwv viikwv (MOF) yio oioywpioud
VYPWOV UIYUCTDV.

Oxktdfprog 2016- Aex.  Epgovntiig, Institut Charles Gerhardt (UMR, CNRS 5253), University of
2018 Montpellier 2, Montpellier, France

KoOkovra: Yroloyiotixy povreiomoinon vavoropoowy viikwv (MOF) yia
amoOnkevan Kai Loy wPLoUO OEPIWV KAl DYPOV.



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

Iovviog - Iovhog 2016 Emokéntng Epevvntiig, Universitat Politécnica de Catalunya (UPC),
Spain.
Department of Physics
KaOnkovra: Yroloyiotikny povielomoinon g miootikig KpOOTOAAMKNG QAoHS
700 VEPOD.

Mduog - Tovviog 2016 Emoxéntng Epeovntic, University of Athens, Greece
Department of Chemistry — Laboratory of Physical Chemistry
KoOikovra: Yroloyiotikny povrelomoinon vypav oe moAd vyniés méoeig.

Amp. 2015- Mduog 2016  Epgovntic. University College London (UCL), London, UK.
Department of Earth Sciences — Department of Physics and Astronomy
Xpnuotododtnoen: ERC European project
KoOfqkovta: YTOAOYIGTIKY] oVIEAOTOINGH DOATIKWOV COOTHUATDV UEGH
KLOVTIKOV HOPILOKWDY OOVOUIKDV TPOTOUOLDTEMDV.

Oxkrt. 2013- Maptiog 2015  Epevvnriis. CEA, Grenoble, France.
Institute for Nanoscience and Cryogenics (INAC-SPrAM)
Xpnpatodétnon: ANR ALIBABA project
KaOnkovra: Yroloyiotiky povielomoinon opyovikwv nieKtpoivtay ue
EQPAPLOYVES TTNV TEYVOLOYIO, UTOTOPIWDV.

Yent. 2012 — Avy. 2013 Epegvvnmiig. University of Crete, Greece.
Materials Modeling & Design Group, Department of Chemistry
Xpnpatodétnon: THALES Research Project
KaOnkovra: Yroloyiotixy povielomoinon e mpoopopnons kou o1o)wpiouod
OEPLOV UIYUATOV OE VAVOTOPWON VAIKA. e faan tov avBpoxa.

Amp. 2012 — Tobviog 2012 HPC-Europa 2 Ynotpo@ia. Univ. of Sassari, Italy.
Xpnuotoddtnoen: HPC-Europa European Union fellowship
KoOikovra: Xpnon YmepumoAoyloTik®V GCLUGTNUATOV TOL EVPMOTAIKOV
kévipov CINECA yio peAetn 1010THTv 100 vepov Kai DOATIKWYV GUOTHUATWOV
UETQ KPOVTIKWOV HOPLOKDOYV ODVOUIKDV TPOCOUOLDTEDYV.

Yent. 2009 — Zent. 2011 Epgvvnc. Imperial College, London, UK
Dept. of Chemistry, Webpage: http://www.huntresearchgroup.org.uk
Xpnpatoddtnon: ERC European Project.
KaOnikovra: Yroloyiotikn povieiomoinon 1ovtikav vypav.

Apr.2008 — Apr. 2009 Epevvntikn Ynotpogia, Univ. Politécnica de Catalunya (UPC), Spain.
Computer Simulation in Cond. Matt. Res. Group,
http://simcon.upc.edu/people
Xpnpatoodtnon: Research Fellowship of the UPC
KoaOnkovra: Yroloyiotiky perétn twv deoumv vypoyovov ce vmeEpKpioiuc.
PEVOTAL.

YNOXPEQTIKH ZTPATIQTIKH OHTEIA

dePpovdprog 2007 — DePpovdprog 2008 (Edpa 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

Metpkég katd v nuepounvia 23-02-2025

® 53 Anpooievoelg e Atebvn meplodika pe Kprtég (PA. Yropvnua)
e h-index: 22 (IInyn: Google Scholar)

e i10-index: 34 (IInyn: Google Scholar)

e 1 dnuoocievon og KeAAmo emtotnrovikov Bifiiov (BA. Yropuvnuo)
® 4 Anpocievoelc oe Pifiio mpoaktik®dv cuvedpiov (BA. Ymouvnuo)
® 2 Avadnuooctevpéveg epyacies (PA. Ymopvnua)

® 19 AwAéEerg émetta amd mpookAnon (PA. Yrouvnua)

e 19 IMapovcidoelg [Tootep o cuvédpla (PA. YoOpvnuo)

® 22 Orieg og ocvuvédpra (PA. Yopvnua)

® 4 Eykexpyéva Epgovntica [poypappota

e 1 Eykexpyévn Aebvng Epevvnticn Yrotpooia

ErKEKPIMENA EMIZTHMONIKA NMPOrPAMMATA (MPIN THN EKAOTH MOY Q2 ENIKOYPOY
KAOHIHTH)

1.

HPC — Europa 2 ntpoypoappa yioo T HEAETN 1010THTOV VOATIKOV CUOTNUATOV LE xprion KPavTikdv
LLOPLOK®V SVVOUIK®V TPOGOUOUDGEMV.

dopéag: Evpomnaikn Evoon (2012).

Emotnpovikog YrevOvvog: Dr Ioannis Skarmoutsos

Yvvepyatg @opéa Yrmodoyne: Dr Marco Masia, University of Sassari, Department of Chemistry and
Pharmacy.

A joint experimental and theoretical study of supercritical mixtures.

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

Emoetmqpovikog Yrev0vvog: Dr Sarantos Marinakis, Queen Mary University of London

Xvvepydns: Dr Ioannis Skarmoutsos

Yvvepydng: Professor Alan K. Soper, Science and Technology Facilities Council, UK

. FPMDCISTRANS: First Principles Molecular Dynamics studies of Cis- and Trans-N-

Methylformamide liquid mixtures.
[poypappa eykexpyévo amd ) I'evikn Ipappateio Epevvag kot Texvoroyiag (GRNET) (2016).

Emotnpovikoc Yagv0vvoc: Dr loannis Skarmoutsos

Emotnpovikog YaevOuvog: Professor Jannis Samios, University of Athens, Greece, Department of
Chemistry, Director of Laboratory of Physical Chemistry

HPC — Europa 3 project: “Ab Initio Molecular Dynamics of Mixtures of Ionic Liquids with Organic
Carbonate Electrolytes .

dopéac: Evpomnaikn Evoon (2019).

Emotnpovikog Yagv0vvoc: Dr Ioannis Skarmoutsos

Yvvepydng Popéa Ymodoyng: 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

ErKEKPIMENA ENIZTHMONIKA NPOrPAMMATA (META THN EKAOTH MOY Q% ENIKOYPOY
KAOHIHTH)

Yoppetoyn o Evpomaikd Xvvepyatika Epegovnrikd Ipoypappote og eToTprovikog
eTOIPOG
1. MUSICODE project (https://musicode.eu/), ” An experimentally-validated multi-scale materials,

process and device modeling & design platform enabling non-expert access to open innovation in the
organic and large area electronics industry”

European collaborative research and innovation project led by a multi-disciplinary consortium
coordinated by University loannina. I started participating in the project on 2022.

Yoppetoy o Eldnvika Xvuvepyotikd Epgovntikd Ipoypappoto g €moTHOVIKOS
ETOULPOG

2. Eppinuoatikég Opaoelc o Slo0eHaTIKEG ETIOTNUOVIKEG TTEPLOYES LE EIOIKO EVOLUPEPOV YO TNV GHVOEST
pe Tov mapoywykd 16t0: “7.1 Avdrroln amodotikwv DB viikwv kol diatdley Tpitng yevidg yio T
EVIGYVON TS AVTAYWVIOTIKOTHTAS TOD TOPOYWYIKOD TOUER TTHY TPATIV EVEPYELD”

[Ipoypappa Eykexpipévo to 2023

https://gsri.gov.gr/istoselides-enischyomenon-ergon/

ETKEKPIMENEX EYPQITAIKEX YHHOTPO®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 CCPS5 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.


https://musicode.eu/
https://gsri.gov.gr/istoselides-enischyomenon-ergon/

YMOAOrIZTIKEZ AEZIOTHTEZ

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

Ipoypoppatiopog 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 mpoypappdtov poplokng tpocopoioong DL POLY,

KOOWKES mpocopoioeng  Moscito, Moldy, Molig-Dynamo, CADDS (Monte Carlo), RASPA (Monte
Carlo), CPMD, CP2k, Gaussian, GaussView, Materials Studio.

Avamtoén AvamTLEN EMOTNROVIKOD AOYIGUIKOD YO TNV GVAAVGT] HOPLUKOV TPOYLDV
Emotnpovikov poploK®@v Jovvapik@®v kot Monte Carlo @pooopoiwos®v, 7y TOV
AoYlopKov VTOAOYIOUO OTOTIKOV  OEPUOSVVOIKAV, OOUKOV oA Kol SUVOLIK®V

O10THTOV HOPLOKAOV CLOTNUATOV KOl VOVOTOP®IMY VAIKOV.

AIAAKTIKH EMMEIPIA

IIpw TV eKAOYN HOV MOC EXIKOVPOL KaONyNT

1) Awdaokario I[Tportuyokdv @ortntov Xnueioag EKITA ot ypnon NAEKTPOVIKOV LIOAOYIGTMV, ¥PNon
Aertovpywkov cvotiuatog Windows, ekpdfnon tov Office, mhonynong oto Internet kaBadg Kot ypnong
eEedikevpévov  mpoypappdtov  yoo 1 Xnueto  (Eeappoyéc g IIAnpogopwng ot Xnueia)
(1 oxadNpoiké £tog).

2) Awaokaria [portuylakov @ortntov (Xnueiag-Oapuakevtikng),Epyactipro @ucucoynueiog, EKIIA.
(2 axadnpaika £1n)

3) pontuyokedv Portntadv (Xnueiog), Theoretical Chemistry Laboratory (Imperial College London, UK)
(2 axadnpaika £1n)

4) Xepvlplo GTOTIGTIKNG UNYOVIKNG KOl TEXVIKOV HOPLOKNG TPOGOUOIMONG GE UETOTTUYIOKOVS (POLTNTECS,
Tunpa ®vowng, Technical University of Catalonia (1 axadnpaiko £tog)

Metd tTnv €KAoy nov ®¢ exikovpov kKadnynt oto ovemotquio Ioavvivov

1) Awaockoario mpomtuyakod podnuatog “@voikoynueio 17 (Kiaown Oegppodvvopkn)Tunua Xnueiog,
[Movemotwo loavvivov (Akadnpaika 'Etn 2022-2023, 2024-2025)

2) Anuovpyio kot AwdaokaAiio g véag VANG Tov TpomTLYKOL padNuaToc Ko gpyactnpiov “H/Y-
[Tinpogopikns” pe éppacn otov “Ilpoypappationd ce yhdooa Python” , Tunua Xnueiog, [Hovemotipo
loavvivov (Akednpaikd 'Etn 2022-2023, 2023-2024, 2024-2025)

3) AWoockaAio. TEPOUATIKOV EPYOSTNPOKAOV OCKNCEOV GTO TAAICO Tov mpomtvuylakoy “Epyactmpiov
dvowoymueiog 17, Tunua Xnueiag, [Hovemommuo loavvivov, (Akadnpaikd "Etn 2022-2023, 2023-2024,
2024-2025)

4) Ewaymyn kot deoymyn véov acknoemv YmoAoyiotikng Duvowoynueiog (Aoknon 1: YmoAoyioudg
EvBoiniog EEdtiong kot Asopudv Yopoydvov tov Yypol vepod HECH HOPLOKTG OVVAUIKNG TPOGOUOImoNG,
Acknon 2: YmoAoyiopdg Mepikav I'pappopoprokdv Oykov kot Aeopmdv Yopoyovov cg vypd piypoto
vepov-tpomavoAns-1) oto miaiclo tov mpomtvyakod “Epyactnpiov dvowoynueiog I7, Tunuo Xnueiog,
[Mavemomuo loavviveov

(Akadnpaika 'Etn 2023-2024, 2024-2025)

5) Zvppetoyn ot 010cKaAion TOV TPOTTLYLOKOD HOBHATOG EMAOYNG TOL 40V €Tovg: “Evvoteg Xnueioag” ,
Tunpo Xnpeiag, Havemomuio loavvivov (Akadnpaiko ‘Etog 2023-2024)



Axkaonpaikog Empiénov Metantoiokov ko [pontoylokdv @ortntov/tprov:

Empiérov tov petantoyiokov eortntis k. Hiio Kapfovvy (Tunua Xnueiag, [avemomuwo loavvivov,
Ynootpién Metantuyiokng Awatpipng: Zentéppprog 2024)

Empiénov 7 TpomntuloKOV QOITTOV/TPLAV Y10, EKTOVIGN ATVYLOKIG EpYaciog (4 mTuylokég epyacieg
Exovv oAoKANPpwOEL, 3 oe eEEMEN).

Mérog ™G TPELOVS GVUPOVAEVTIKIG EMLTPOTTS 2 YOYNQPimV AOOKTOp®V
Méhog TG enTtaperovg eEeTaoTIKNG EMTPONTNS 3 YTOYNQimv ABaKTOp™V.

Mérog TG TPnELOVS GUUPOVAEVTIKIG EMTPOTTNG 1 PHETATTUYLOKIG QOITITPLOC.

YovemPAEnT@V EVOG HETUIOUKTOPLKOV EPEVVNITY] (OTO TAAIGIO TOV EVPMOTATKOV EPEVVITIKOV TPOYPELLUATOC
Musicode, https:/musicode.eu/ , o6& ocvvepyacsio pe tov kabnyntm k. EAevBépio Aowwpixn, Tunquo
Mnyovikeov Emotung Yakov, [avemotuio loavvivov)

AOINEZ ENIZTHMONIKEZ APAZTHPIOTHTEZ

Kprtig o€ 32 d1e0vi] emotnpovika meproowkd: 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?2 Utilization, Frontiers in Physics-Condensed Matter Physics, Materials Today Communications, ACS
Omega, Langmuir, Computational and Theoretical Chemistry, Separation and Purification Technology,
Physical Review Research, Scientific Reports

Kpvtig ¢ I'eviknig I'pappateioc "Epgvvag ko Teyvoroyiog (GRNET) v emotpovikd mpoypdappoto
oL oYETILOVTOL LE EMGTNUOVIKOVG VITOAOYICUOVS GE VTEPLIOAOYICTIKES £YKATAOTAGELS Y YnAng Anddoong
(High Performance Computing Services)

Kpwmg ™ EOviknic Emupomig ‘Epevvag g INoiriog (ANR: Agence Nationale de la Reserche,
https://anr.fr/en/) yio Tv a&l0AOYNGN EPELVNTIKOV TPOTAGE®V TPOS YPNUATOOOTNOT).

Méhog g European Molecular Liquids Group (EMLG) .

Méhog g cuvtokTiKNG emTpomg (editorial board) tov Frontiers in Physics, Condensed Matter Physics
(Frontiers Media, Lausanne, Switzerland) an6 tig 07-11-2020.

Méhog g ovvtokTikng emtpom)g (editorial board) tov Journal of Theoretical Chemistry (Hindawi
Publishing Corporation) xoatd v mepiodo 28-11-2012 émg 23-07-2017.

MNQIZOMAQGEIA
EXAnvucd (untpikn), AyyAkd (dntoiota, epyactokn gunepia), lomavikd (mold kaAdd, epyaciokn eumepia),
FaAhkd (KaAd, epyactokn epmepio)


https://musicode.eu/

2YZTATIKEZ ENMIZTOAEZ

2V0TOTIKEG EMOTOAEG UTOpovV vo. {nTtnhovv amd Toug KATmO1 axadnpaikovg epeuvnTéc:

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.guardia

Dr Marco Masia

Former Assistant Professor of Theoretical Chemistry, Dipartimento di Chimica, Universita degli studi di
Sassari, Via Vienna 2, 07100, Sassari, Italy

Currently: Head of Entrepreneurship, University of Vienna, Austria

Email: marco.masia@univie.ac.at

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: guillaume.maurin@univ-montp?2.fr

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 1 Nanotecnologia (IN2UB),
Universitat de Barcelona

Email: gfranzese(@ub.edu

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

ANNOGLEVGELC 6E O1EOVI] EMGTNUOVIKG TTEPLOOLKA NE KPITES

53) Solvation structure and dynamics of the thiocyanate anion in mixed N,N-Dimethylformamide-water
solvents: A molecular dynamics approach.

Ioannis Skarmoutsos and Ilias G. Karvounis, ChemPhysChem https://doi.org/10.1002/cphc.202400732 (2024)

52) A comprehensive molecular dynamics simulation of plastic and liquid succinonitrile: Structural,
dynamic, and dielectric properties.

Manel Canales, loannis Skarmoutsos and Elvira Guardia, J. Chem. Phys. 161, 174503 (2024)

51) Substantial breakdown of the hydrogen-bonding network, local density inhomogeneities and fluid-
liquid structural transitions in supercritical octanol-1: A molecular dynamics investigation.

loannis Skarmoutsos, J. Chem. Phys. 161, 044506 (2024)

50) Pillared graphene oxide frameworks for the adsorption and separation of polar protic and aprotic
liquid solvents: The cases of pure water, methanol, dimethyl sulfoxide, and dimethyl sulfoxide—water
mixtures.

Ioannis Skarmoutsos, Emmanuel N. Koukaras and Emmanuel Klontzas, J. Chem. Phys. 160, 184701 (2024)

49) Solvation structure and dynamics of favipiravir in supercritical CO2. A molecular dynamics
investigation.

Ioannis Skarmoutsos and Jannis Samios, J. Mol. Lig. 392, 123512 (2023)

48) Hydration structure and dynamics, ultraviolet—visible and fluorescence spectra of caffeine in
ambient liquid water. A combined classical molecular dynamics and quantum chemical study.

Ioannis Skarmoutsos, Demeter Tzeli and Ioannis D. Petsalakis, J. Mol. Lig. 391, 123220 (2023)

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.

Ioannis 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.

Ioannis 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.

Ioannis 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.

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

43) CF4 Capture and Separation of CFs—SF¢ and CF4+N: 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

Ioannis 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.

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




40) The Impact of Ionic Liquid Loading in Three-Dimensional Carbon Nanotube Networks on the
Separation of CO2/CH4 Fluid Mixtures: Insights from Molecular Simulations.
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13) Understanding the interactions of water with nanoporous materials to develop environmental
applications: The case of water adsorption in metal-organic frameworks.

CECAM Workshop: WaterEurope: Multiscale simulations and coarse-grained models for water and aqueous
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Ioannis Skarmoutsos, Dimitris Dellis* and Jannis Samios, European Molecular Liquids Group-EMLG
Conference entitled: "Understanding solvation from liquid to supercritical conditions.” in Lisboa- Portugal

(2008)
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responsible for the observation of different diffusion coefficients? A temperature dependent molecular
dynamics approach.

Ioannis Skarmoutsos, Ricardo L. Mancera and Jannis Samios, European Molecular Liquids Group-EMLG
Conference entitled: "Complex Liquids: Fundamental Properties to Industrial Applications.” in Sheffield
Hallam University- UK (2004)

3) Molecular Dynamics simulations of cis-trans N-Methylformamide liquid mixture. Structure,
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