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NITA NOTIATIA MENA

Tomog yévvwnong / HpakAeto, Kprtn-EANGSa
ENATTEAMATIKH EMMEIPIA

TMHMA XHMIKQN MHXANIKQN, NTANEMIZTHMIO NATPQN - IMTATPA, EANAAA
EMNIKOYPOZ KAOHIHTHZ - 01/09/2023 - TPEXOYZA

Blopoplaki Mnxavikr) (PEK 693/13-3-2023 t.I7)

Ertiyopnynoelg Epeuvag:

1.(2025-2026) Proposal No. EHPC-EXT-2025E01-070 EuroHPC Extreme Scale Access Call "Digital zoom into the All-
atom dynamics of Light-harvesting complexes (DALIA)", 255160 node hours or 20.412.800 core hours MareNostrum5
ACC (Accelarated Partition). Zuvtoviotr¢/ Emlotnuovikd YrieuBuvoc: Vangelis Daskalakis

2.(2025-2026) Proposal No. EHPC-REG-2025R01-105 EuroHPC Regular Access Call "Decoding the Disorder and
Promiscuity of Sec14-like SFH Proteins Through Molecular Dynamics (SECure)", 230000 node hours or 25.760.000 CPU-
core hrs MareNostrum5 GPP (General Purpose Partition). Zuvtoviotr|¢/ Emlotnuovika YreuBuvog: Vangelis
Daskalakis

3. (2025) NAISS Medium Compute 2025 project (Sweeden) NAISS 2025/5-204 "Sampling the configuration assembly of
SFH8 through molecular dynamics", 485300 CPU-core hrs at Tetralith @ NSC, Zuvtoviotrg: Panagiotis Nikolaou
Moschou.

4. (2024-2028) Horizon Europe (HORIZON) Marie Sktodowska-Curie Actions Doctoral Networks (MSCA-DN) 2022,
101119442-PhotoCaM - " Photosynthetic Antennas in a Computational Microscope: Training a new generation of
computational scientist" (CUVOALKOG TIPOUTIOAOYLOHOG: €2.589.847,19, Bon6d¢ Xuvtoviotri¢ UPAT €240.098,39; PI: Vangelis
Daskalakis).

5. (2024-2025) EM\NViKO 16pupa Epeuvag kat Kawvotoptag - EAIA.E.K. epeuvntikn ipotaon No. 14775 SA3.
Bloemiotrpeg - Emotripeg Zwrig, "SUNDIAL - Seeing Diatoms under a Computational Sunlight". Zuvtoviotric UPAT
€207.000; Pl: Vangelis Daskalakis

6. (2023-2024) Cyclone 2022A mpdofaocn mapaywynq: pro22a103s1 - "Fucoxanthin - chlorophyll protein (FCP): from
monomers to tetramers", 150.000 GLU-core hrs oto Cyclone. Pl: Vangelis Daskalakis

7. (2023-2024) NpbdoBaon mapaywyrg No. EHPC-REG-2023R01-128 EuroHPC Regular Access Call "Peptaibols: How to
kill a bacterium", 6.400.000 CPU-core hrs on MeluXina. Pl: Vangelis Daskalakis

8. (2024-2026) Xopriynon YTePUTIOAOYLOTIKOU XpOVoU oTo £BVIKO cuotnua ARIS HPC (16-18n ipookAnaon):

(@) FCPC - Water/ Proton Conductance in the FCP Light Harvesting Complexes of Diatoms (PI, 1.000.000 GPU core-hrs)
(b) GemT - Molecular dynamics of bacterial gemcitabine transporters (cuvepydtng, 2.000.000 CPU core-hrs)

(c) MultiEng: Engineering multifunctional biocatalysts for the valorization of lignocellulosic biomass (cuvepydtng,
1.500.000 CPU core-hrs)

(d) PscAC: PscA-PscC dynamics in the green sulfur bacteria photosynthetic machinery (cuvepydtng, 700.000 GPU core-
hrs)

(e) FanPath: Allosteric Communication and R-Loop Dynamics in Eukaryotic RNA-Guided Nucleases (PI, 1.500.000 core
hrs GPU node island)

NANEMIZTHMIO NATPQN - P10, MATPA, EANAAA
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ENIZKENTHZ MEAOZ AEMN ZTO ITE/IEXMH - 07/03/2025
16pupa Texvoloyiag Epguvag / Ivotitouto Emiotnuwy Xnpikng Mnxavikng (ITE/ IEXMH)

TMHMA XHMIKQN MHXANIKQN, TEXNOAOTKO MANENMIZTHMIO KYNMPOY - AEMEXO%, KYINPOX
ANANAHPQTHZ KAOHIHTHZ - 01/05/2022 - 31/08/2023

Emtuyopnynoelg Epeuvag:

1. European High-Performance Computing Joint Undertaking (EuroHPC JU) poypaupa EHPC-REG-2021R0021
"Peptaibols: How to kill a bacterium", otov Yrieputtohoylotr) MeluXina (AougepBoupyo), 2.0 mn std-cpu-core hrs, wg
ouvTtovLoTNG (ATtp 2022 - OKT 2022)

2. Erasmus+ Atopikr] Kwntikétnta Ekpdbnong - Kwntikotnta peAwv AEM yla Stéaokaiia kat ekpuddnon, Queen Mary
University of London (Mang 2022)

TMHMA XHMIKQN MHXANIKQN , TEXNOAOTIKO NMANEMIZTHMIO KYMPOY - AEMEXOZ, KYMPOZ
EMIKOYPOZ KAOHIHTHZ - 31/12/2014 - 30/04/2022

Ertiyopnynoelg Epguvag:

1. 13th Call Cyclone (lvotitouto KOTtpou) - "Molecular Dynamics of LHCII trimer complex at quenched and light
harvesting states based on Free Energy Minima" (~1.0mn std-cpu core hrs), cuvtoviotrc (Attp 2021 - Map 2022).

2. GRnet 10th Project ARIS CYP2D6-DYN "Correlation between CYP2D6 variants and their metabolic activity by
Molecular Dynamics Simulations" (3.5mn std-cpu core hrs), cuvepyatng (Map 2021 - dgp 2022)

3. PRACE DECI-16 16DECI0015 DynLHCX “The structure and dynamics of the photoprotective protein LHCX1 in
diatoms” 5.0mn std-cpu core hrs, ouvtoviotrjs (louv 2020 - Mdn 2021).

4. PRACE COVID-19 COVID19-41 “Epitope vaccines based on the dynamics of mutated SARS-CoV-2 proteins at all atom
resolution”, emuyoprynon o€ UTIOAOYLOTLKO Xpovo 18.0mn std-cpu core hrs @Joliot-Curie Rome (CEA/GENCI, France)
(Man 2020 - Nog 2021)

5. COST Action CA18234: “Computational materials sciences for efficient water splitting with nanocrystals from
abundant elements”, Emtitportr) Ataxeiplong (Attp 2020 - 2024), pélog Asopng Evepyswwv 2 - llpogopotwaelc Moptakrig
AuvaKng.

6. PRACE DECI-15 15DECI0328 LHCPSSalt “LHCII-PsbS complex conformations under varying salt content” ~4.0mn std-
cpu core hrs, ouvroviotri¢ (June 2019 - May 2020).

7. PRACE project 2018194641 srmilyoprjynon O€ UTIOAOYLOTIKO Xpovo 17.0mn std-cpu core hrs @SuperMUC HPC
(Leibniz Supercomputing Centre). “CDynLHCII - Clustering Dynamics of the major Light Harvesting Complexes (LHCII) of
Photosystem Il under Photoprotection”, guvtoviatrig (Attp 2019 - Map 2020).

8.16pupa I'Ipowenor]q ‘Epeuvag (Kumpog) POST-DOC/0916/0049 (~160.000 Evupw) «Evepyorolnan tng (Dwronpoaraotag
oTL¢ MpWTelveg-kepales Tou dwtoauatriparog I e Moptakég Mpoaopiotasls kat @acuatookomia Raman» oUVTOVLOTHG (OKT
2018 - Map 2022).

9. Interreg EMGSacg-Kumpou, BIOMA «Amokevtpwuévn Stayeipton twv PoamofAitwy kat alomoinar toug pe xprion
EVAAAQKTIKWY Kal KAUVOTOUWY OUOTNUATWY EMeéepyaaiacs.

10. ALeBVLIKO TpdYpappa Kwvntikotntag HPC-Europa3 (HPC17K4FRZ, 672.000 std cpu-core hrs) kat Opada Epguvntikng
Epyaciag MNpooopoiwong Zuotnuatwy pe KBavtikr Mnxavikr (TRG-gm3, 2019) katd tn ZaBBatikr adeta (2018, 2019).
Tunua ®uotkng kat Emotnuwy Mg (Topéag Blowuotkng), MavemiotripLo Jacobs, Bpépn, Meppavia (Zemt 2018 - PeP
2019).

11. Cy-Tera-LinkSCEEM, PRACE HPC, GRnet ARIS emiLyopnyroeLg o€ UTIOAOYLOTIKO Xpovo (standard core-hours) ~7.0mn
OUVOALKA YL Ta €PEUVNTLKA Tipoypdppata: prol14b114s1, pro14b105s1 and pro15a113s1, pro15b104, pro16a105,
pro16b103, pro17a103, pro17b101, , Ispre400, Ispre410, , PRACE DECI-13 LHCFlex, PRACE DECI-14 AIMDPSII, GRnet
preparatory ARIS “ADHDyn" & “LHCIIPsbS" w¢ ouvtoviatri¢. GRnet 7th Call ARIS project “LHCIICRYSTAL" 3.0 mn std cpu-
core hrs, ouvepydtncg.

12. COST Action CM1401: Our Astro-Chemistry History. Emitporty Alayeipiong (Amp 2015 - Map 2020).

13. Emiyopriynon Kwnukotntag Erasmus yla ekmaideuon (emiokémtng otnv Akadnuia Emiotnpwv tng Toexliag,
Ivotitouto Opyaviknig Xnuelag kat Bioxnuetag, Npaya). Mdang 2015.

TMHMA XHMIKQN MHXANIKQN , TEXNOAOTIKO MANEMIZTHMIO KYNMPOY - AEMEXZOZ, KYMPOZ
AEKTOPAZ - 30/11/2010 - 30/12/2014

Emtiyopnynoelg Epeuvag:

1. Evapktripla Xpnuatoddtnon, TexvoAoylko Maveriotriylo Kumpou (40.000 €)

2. "Activation and reduction of Nitric Oxide (NO) to laughing gas (N,O) by Nitric Oxide Reductase (NOR) and heme-
copper cbbs oxidase (Mnyn: 16pupa Mpowbnong Epsuvag €133.181. TEXNOAOTIA/GEMIZ/0609/05 (BE): (2011-2013), w
ouvepyatng (Map 2011 - dg 2013)

3. Cy-Tera & LinkSCEEM HPC emiyopnyrioeLg uttoAoyLoTtikoU xpdvou (860.000 wpeg, standard core-hours), ylwa ta
gpeuvnTkd Tpoypappata; LinkSCEEM Isprob104s1, Ispro13a121s1, pro13b113s1, kat pro14a120) wg CUVTOVLOTAG.

4. The Deutscher Akademischer Austauschdienst (DAAD)/ German Academic Exchange Service. Emiyopriynon yla
Awktvwon ASEMUNDUS (ouvepyaota Mavemotnpiwv Actag/ Eupwrng).
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5. COST Action ES1206: Advanced Global Navigation Satellite Systems tropospheric products for monitoring severe
weather events and climate (GNSS4SWEC) - Ertitportr) Ataxeiplong & Méhog WG2 (A&n AmpiAtog 2015)

INZTITOYTO HAEKTPONIKHZ AOMHZ KAI AEIZEP, ZTO IAPYMA TEXNOAOTIIAZ KAI EPEYNAZ (ITE) - EAAAAA -
HPAKAEIO, KPHTH, EANAAA

EPEYNHTIKOZ ZYNEPIATHZ - 2006 - 2010

Yriotpopia (GRID COMPUTATIONAL CHEMISTRY - GRID-COMPCHEM - Marie-Curie Host Fellowship for the Transfer of
Knowledge EU ToK grant No. MTKD-CT-2005-029583)

YAEPYMNOAOTIZTIKO KENTPO THZ BAPKEAQNHZ (BSC), TMHMA ®YZIKQN EMIZTHMQN KAI ENIZTHMQN ZQHZ -
BAPKEAQNH, IZMANTA

METAAIAAKTOPIKOZ EMIZKENTHZ

GRID COMPUTATIONAL CHEMISTRY - GRID-COMPCHEM - Marie-Curie Host Fellowship for the Transfer of Knowledge
EU ToK grant No. MTKD-CT-2005-029583 & Yntotpowia HPC-Europa2

EKNAIAEYZH KAI KATAPTIZH

30/09/1996 - 20/07/2000 HpdkAeto, ENNGSa
ATYXIO XHMEIAZ TMHMA XHMEIAZ, MANEMIZTHMIO KPHTHX

YTIOTPOWLEG:

(1) Eloaywyng oto Turiua Xnuelag BpaBelo - Yrotpopia IKY (1996), (2) 1°,2°,3° & 4° £tog Yrotpowia Aploteiag IKY
(1996-2000), (3) 3° Etog Bpapelo Aploteiag (Auog HpakAelou), (4) BpaBelo Aploteiag (Mtuyio), Mavemiotpio Kpritng -
Tunpa Xnuetag (2000).

AwevBuvon Bouteg, 715 00, HpakAglo, EAMASa | Top€ag omtoudwv Xnueia | TeEAltkog Baduog 8.87/10

06/2000 - 07/2006 Heraklion, ENM\&Sa
AINAQMATA MASTER'S - PH.D TMHMA XHMEIAZ, MANEMIZTHMIO KPHTHZ

TitAog Msc: «O pnxaviopog tng oxdong tou ecpou O-0 otnVv KUTOXpWwHLKN ¢ O&elddon pe tn pappoyn tng Oswplag
TOU OUVAPTNOLAKOU TNG NAEKTOVLAKNG TIUKVOTNTAG KAL (PACUATOOKOTILAG CUVTOVLIOHOU Raman».

TitAog Ph.D: «Blogvepyetikol pnyaviopol tou O; kat tou NO pe tnv epappoyn tng Bewplag Tou ocuvaptnolakol tng
NAEKTPOVLAKNG TIUKVOTNTAG».

(1) Grant-in-Aid for Scientific research (Grant-in-Aid for Specially Promoted Research) FY2005. Emokémtng unoyriptog
é16dktopag - lvetitouto Brosmiotnuwy EBVIKOU Ivotitoitou Pucikwv Emotnpwy, YIEPUTIOAOYLGTLKO KEvTpo,
Okadakt, Attol / lartwvia (2005).

(2) Yrrotpowia IKY yla Tnv eLoaywyr] 0to PetamtuyLlakd mpoypappa (2001-2002), (2) Yiotpopia Mapiag Mavacdkn
(2001-2002, 2002-2003).

(3) Tithog Mpoypadpuarog: Auvautkri Kat 5pactikotnTa Twv eV{UPULKWY SLEPYATLWV TTIoU EpAauBAvouV TV aaz alo-YaAKko
ofelédan and 1o P. denitrificans: ®aouarookonia kat Oswpntikol YroAoytouol

Xpnuatoddtnon: Ymoupyelo Maibelag (EAAdSa) - MuBaydpag I (2006)

(4) Tithog Mpoypappuartog: Bloevepyetikol Mnyaviauol tou O, kat tou NO pe tnv pappoyrj tns Oswplag Tou ouvaptnatakou
NG NAEKTPOVLAKI)G TUKVATNTAS

Xpnuatoddtnon: Ymoupyelo Maibelag / E.E. HpdkAgttog (2002-2005)

(5) TitAog lMpoypduparog: Aoptkr} HEAETn TG avaywydang tou povoéetsiouv tou a{wtou (nor)

Xpnuatoddtnon: Ymoupyelo Maidelag (EAAGSa), Mevikr) MNpauparela Epeuvag kat Teyvodoylag TET (2000-2001)

ArtebBuvan Bouteg, HpdkAelo, 715 00, Heraklion, EAAGSa | Top€ag oTtoudwv YoAoyLoTLKr Blopuotkr Xnueta

TeAko6g BaBuog 9.75/10

FAQZZIKEZ AEZIOTHTEZ
Mntpk YAwooa/-e¢:  EARAHNIKA
AMNN/-€G YAWOOQ/-€G:
KATANOHZH OMIAIA rPA®H
Akpoaon Avdyvwon Mapaywyn Adyou Emikowvwvia Adyou
AITAIKA c2 c2 c2
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KATANOHZzH OMIAIA rPA®H
Akpoaon Avdyvwon Mapaywyn Adyou Emikowvwvia Adyou
FAAAIKA B1 B1 B1

Emtimeba: AT kat A2: Baowkdg xpriotng: B1 kat B2: Aveédaptntog xpriotng: C1 kat C2: EUTELpoG xpratng
EPEYNA

TPEXOYZA
AmtodotLKOTNTA

53 SnpocLEVCELG WG APBpa Ot TIEPLOSLKA PE OPOTLUN Kplon (46), keaAata BLBALWV (6) KAl TIPAKTIKA cUVESPLWV.
Mpwtog cuyypawéeag o€ 23/53 kat aAAnAoypagpwyv cuyypawéag o€ 23/53 SnpooleVoeLg, Ttapouctdlovtag Loxupn
gpeuvntikn aveaptnpla (h-index Scopus 17, Google Scholar 22, i10-index 31). AnpooleUoELG O Kopuala TIEPLOSIKA
0TOUG TOPELG TNG BLouaotkng xnpelag, puotlkoxnuelag kat Blopoplakng Auvaptkig (tt.x. J. Am. Chem. Soc. Proc. Natl.
Acad. Sci USA, Biochim. Biophys. Acta, NPG Commun. Chem., Sci. Rep., J. Phys. Chem. B-C, Phys. Chem. Chem. Phys.,
Chem. Commun., J. Biomolecular Struct. and Dynamics). OuOTLHOC KPLTAG O€ TIEEPLOSLKA, OTwg Nature Journals, ACS
Physical Chemistry Journals, RSC Phys. Chem. Chem. Phys., RSC Advances, Springer J. Molecular Modeling
(mepLoootepeg amod 270 kploelg os TepLodikd, Web of Science - publons, Outstanding Reviewer for Phys. Chem.
Chem. Physics 2024; Phys. Chem. Chem. Phys. 2025, 27, 12111-12111). OpOTIHOG KPLTAG YLA EPEUVNTLKEG TIPOTACELG OE
Kevtpa YreputtoAoylotwv (High Performance Computing, HPC) 6mtwg CyTera kat Cyclone oto lvotitouto Kumpou,
GRNET ARIS HPC - the National Infrastructures for Research and Technology, CSCS-Swiss National Supercomputing
Centre, Institute for Advanced Simulation (IAS), Julich Supercomputing Centre (JSC), Gauss Centre for Supercomputing
(GCS) and the John von Neumann Institute for Computing (NIC)). Kpttrig yla to Biotechnology and Biological Sciences
Research Council (BBSRC) kat to Czech Science Foundation. 44 cuppetox€g o€ ALeBvn ZuvEdpLa - ZeuwvapLa,
iepAapBavopévwy 13 SLaAéEewv pe MPOoKAnon . H epeuvnTikn Pou Spactnplotnta £XeL TEEPANYOEL OTO TIEPLOSIKO
PRACE DIGEST (Insight Publishers) ta €tn 2017, 2020.

Epyactrplo Blopoprakng Auvapikng kat Mnxavikng

H ave€aptntn €pEUVNTLKI HOU §PACTNPLOTNTA ETILKEVTPWVETAL OE PEAETEG BLOWYUOLKNG XNHELAg peyAAwy BLOAoyLIKWY
HOPLWV TIOU CUPETEXOUV O SLadLkacteg OXETL{OPEVES PE TIG ETLOTHPEG (WNG (BloAoyla, Blopoplakr) Mnyavikn):
Heme proteins, Photosystem Il Light Harvesting Complexes, SARS-CoV-2 proteins, Intrinsically Disordered
Proteins and Condensates, Protein Thermostability, the CRISPR-Cas and Fanzor systems

210 EPYAOTHPLO EQAPPOOUPE UTIOAOYLOTLKEG TEXVLKEG TTou Bacifovtat otn peBodoAoyia tng MopLakrG AUVAULKAG
(MD), éTwg n emLtayuvopevn Suvapikn (accelarated MD), N eTaduvapLkr TIOAATAWY BNUATWY, N HETASUVALK
TIAPAAANANG avtaAAayrG 0TO OPAAA-GUYKALVOV OTATLOTLKO GUVOAO, GE GUVSUACHO HE TNV KPavtikr péBodo tou
Fuvaptnolakou tng HAektpoviaknig Mukvotntag (DFT). To 0TrioLU0 TWY JOVIEAWVY KAl N AVAAUGT) TWV ATIOTEAECHATWY
(tpoxlwv MD) Baoiletal og epyaleia BLomAnpo@optkng (aAyopLlBuol aAANAETiE pacng TPWTEIVNG UE TIPWTELVN, SOULKN
guBuypdappLon kat aAnAouxLkr) opoAoyia, povteha Markov State). Ma Ttnv €peuva pag, XpnoLHOTIOLOUHE
UTIEPUTIOAOYLOTIKA cuotripata (HPC, Joliot Curie - Irene ROME TGCC otn Bruyéres-le-Chatel, Salomon iT4i otnv Togyla,
SuperMUC-NG LRZ oto Movayo, HLRS otn Ztoutydpdn, MareNostrum oto YTEpUTIOAOYLOTIKO KEvTpo TnG BapkeAwvng)
0TO TIAQLOLO TWV ETILXOPNYOUHEVWY Tipoypappdatwy EuroHPC JU (https://www.eurohpc-ju.europa.eu), PRACE/ DECI
(https://prace-ri.eu/). H 8LTTr| OTITLKN) TIOU TIAPEXEL O CUVEUACHOG UTIOAOYLOTLKWY KAl TIELPAPATIKWY TEXVIKWY
Bloxnuelag, Blowuaolkng kal BLoAoyLkng xnUeLag KaBLoTd TNV opada PO JLa aTto TLG TILO KATAANAEG VA JEAETIICOUV
QTTALTNTLKOUC EPEUVNTLKOUG OTOXOUG.

AHMOZIEYZEIZ

01. Conformational plasticity enables functional switching in diatom lightharvesting complexes

Sousani Tl, Zender B, Maity S, Kleinekathofer U, and Daskalakis V* (2025) Commun Chem 8, 392 https://doi.org/
10.1038/s42004-025-01774-x

02. An Unexpected Water Channel in the Light-Harvesting Complex of a Diatom: Implications for the
Switch between Light Harvesting and Photoprotection

Daskalakis V*, Maity S and Kleinekathofer U (2025) ACS Phys. Chem Au 5, 1, 47-61. doi: 10.1021/acsphyschemau.
4c00069 (January 2025 Journal Cover)

03. Hydrophobic mismatch in the thylakoid membrane regulates photosynthetic light harvesting
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Wilson S, Clarke C, Carbajal MA, Buccafusca R, Fleck R, Daskalakis V, and Ruban, A* (2024) J. Am. Chem. Soc. 146, 21,
14905-14914, DOI: 10.1021/jacs.4c05220

04. Acclimation mechanism of microalgal photosynthetic apparatus under low atmospheric
pressures - New astrobiological perspectives in a Mars like atmosphere

Gritsi CS, Sarmas E, Daskalakis V and Kotzabasis K* (2024) Functional Plant Biology 51, FP24058, doi:10.1071/FP24058

05. Electric Field Susceptibility of Chlorophyll c Leads to Unexpected Excitation Dynamics in the
Major Light-Harvesting Complex of Diatoms

Maity S, Daskalakis V, Jansen LCT, and Kleinekathéfer U* (2024) J. Phys. Chem. Lett. 15, 9, 2499-2510

06. The synergy between the PscC subunits for electron transfer to the P840 special pair in
Chlorobaculum tepidum

Daskalakis V, Lyratzakis A, Xie H, and Tsiotis G* (2024) Photosynth Res 160, 87-96. doi: 10.1007/s11120-024-01093-7

07. Engineering salt-tolerant Cas12f1 variants for gene-editing applications

Daskalakis, V* and Papapetros, S (2023) J. Biomolecular Struct. and Dynamics, , doi:
10.1080/07391102.2023.2240418

08. Recognition motifs for Importin 4 [(L)PPRS(G/P)P] and Importin 5 [KP(K/Y)LV] bind-ing, identified
by bio-informatic simulation and experimental in vitro validation

Panagiotopoulos AA, Kalyvianaki K, Tsodoulou PK, Darivianaki MN, Dellis D, Notas G, Daskalakis V, Theodoropoulos
PA, Panagiotidis CA, Castanas E, Kampa M* (2022) Comp. Struct. Biotechnol. . doi: 10.1016/j.csbj.2022.10.015

09. Deciphering the QR code of the CRISPR-Cas9 system: Synergy between GIn768 (Q) and Arg976 (R)

Daskalakis V* (2022) Journal of Physical Chemistry Au. doi: 10.1021/acsphyschemau.2c00041

10. Trivial Excitation Energy Transfer to Carotenoids is an Unlikely Mechanism for Non-
Photochemical Quenching in LHCII

Gray C, Wei T, Polivka T, Daskalakis V, and Duffy CDP* (2022) Front, Plant Sci. 12: 797373.

11. Robust Strategy for Photoprotection in the Light-Harvesting Antenna of Diatoms: A Molecular
Dynamics Study

Chrysafoudi A, Maity S, Kleinekathdfer U and Daskalakis V* (2021) J. Phys. Chem. Lett. 12, 9626-9633

12. Natural polyphenols inhibit the dimerization of the SARS-CoV-2 main protease: the case of
fortunellin and its structural analogs

Panagiotopoulos AA, Karakasiliotis |, Kotzampasi D-M, Dimitriou M, Sourvinos G, Kampa M, Pirintsos S, Castanas E* and
Daskalakis V* (2021), Molecules (MDPI), 26, 6068.

13. Time-Dependent Atomistic Simulations of the CP29 Light-Harvesting Complex

Maity S, Sarngadharan P, Daskalakis V, and Kleinekathéfer U* (2021), J. Chem. Phys. 155, 055103

14. Hydrogen gas as a central on-off functional switch of reversible metabolic arrest - New
perspectives for biotechnological applications
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Zerveas S, Kydonakis E, Mente M-S, Daskalakis V, and Kotzabasis K (2021) J. Biotechnology, 335, 9- 18

15. p-cymene impairs SARS-CoV- 2 and Influenza A (H1N1) viral replication: In silico predicted
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KegpdAaro o BLBAio/ AvackoTmnon: Salameh A, and Daskalakis V* (2017), Chem. Comp. J 1(1): 13-23
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1. Sousani Tl, Zender B, Maity S, Kleinekathdfer U and Daskalakis V* “Intrinsic Conformational Plasticity Fine-Tunes
Light Harvesting in Diatoms". Extended Hanseatic meeting on Exciton Dynamics and Spectroscopy 2025, Vilnius,
Lithouania, September 29 - October 4, 2025 (invited talk).

2. Karvounis IG, Tsiavou V, and Daskalakis V* "Molecular Dynamics of RNA-Guided Endonucleases: Comparative
Insights into Cas12 and Eukaryotic Fanzor Systems". The 5th International Symposium on Frontiers in Molecular
Science, Kyoto, Japan, August 26-29, 2025.

3. Daskalakis V* "Baila Morena: The Choreography of Proteins Under a Computational Microscope". ICFO FRONTIERS
RESEARCH SCHOOL: Physics for Biology and Medicine, Barcelona, Spain, July 7-11 2025 (invited talk).

4. Theofani-losifina Sousani and Daskalakis V* "Light-induced transfer of a proton in the light-harvesting complexes of
diatoms". ACS Spring 2025 Meeting & Expo, San Diego, CA, USA, March 23-27.

5. Daskalakis V*, Maity S, Kleinekathéfer U. "Diatoms under Computational Sunlight". Second European Congress on
Photosynthesis Research (ePS2 2024), Padova, Italy, 25-28 June 2024.

6. Karampa P, Makryniotis K, Nikolaivits E, Daskalakis V, Topakas E, Dimarogona M*. "Investigation of Structural
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ETiotnpovikd Zuvesplo XnuLkng Mnxavikng, ©scoalovikn, EAAASa, 29-31 Man 2024.
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7. Daskalakis V. "CRISPR-Cas proteins: Engineering of “silver-bullets” in the arsenal of gene editing". International
Society of Quantum Biology and Pharmacology (ISQBP2024) President's Meeting, Athens, Greece, 19-23 May 2024.

8. Daskalakis V. "Blopoptakés lNpooopotwaoetg: Amé tn Avvauikn atn Mnyavikn'". Zepvaplo oto 16pupa Texvoloylag Kat
‘Epeuvag / lvotitouto Emiotnuwv Xnpikng Mnxavikng (ITE/IEXMH), 17 ArtpiAn 2024 (TipooKAEKANUEVN OULALQ)

9. Daskalakis V. "Biomolecular Engineering: Structures and Dynamics". Seminar at the Department of Physics,
Constructor University, Bremen, Germany, 27 April 2023 (invited talk)

10. Daskalakis V. "Biomolecular Engineering: Structures and Dynamics". ZepwvdpLo oto EAANvikd Kévtpo Oaidooiwv
Epguvwv (EA.KE.O.E) oto Ivotitouto Oaidootag BlioAoyiag, Blotexvoloyiag kat Ydatokartepyelwy (1.©A.B.B.YK),
HpdkAeLo, EAMGSa, 03 Man 2023 (mpoakekAnuévn outAia)

11. Daskalakis V. "Biomolecular Engineering: Structures and Dynamics". Zepvaplo oto Tunpa Xnuetag tou
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ZuvEdpLa - Zepwvapia - Opadeg Epyaciag
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Biosciences, and Biomedical Research of the University of loannina (School of Medicine), co-organized by IIPPS - Mol
Cell Biol Biotechnol, URCI - Institute of Biosciences, IMBB-FORTH, Biomedical Research Dept. (BRI-FORTH), 16
December 2022 (online, invited talk)

2. Daskalakis V. "From Rigid Crystal Structures to Conformational Sampling: A tale of two Light Harvesting Complexes".
Virtual international conference Computational methods in photosynthesis: From atoms to the mesoscale, from theory
to experiment (ComPhot2021), November 8-11, 2021 (online, invited talk)

3. Daskalakis V. "From Rigid Crystal Structures to Conformational Sampling: A tale of two Light Harvesting Complexes".
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4. Daskalakis V. "The mechanics of photoprotection in the major antenna of Photosystem lI: let there be light...",
SuperMUC-NG Status and Results Workshop, 8-10 June 2021 (online, invited talk).

5. Daskalakis V. “High Performance Computing in Structural Biology”, CaSToRC - The Cyprus Institute, 19 January 2021
(online, invited talk)

6. Daskalakis V. "Epitope vaccines based on the dynamics of mutated SARS-CoV-2 proteins at all atom resolution”,
EuroHPC Summit Week, 22-26 March 2021 (online, invited talk)

2014 - 2020
ZuVESpLA - ZepLvapiLa - Opadeg Epyaciag

7. Daskalakis V.COVID-19 pandemic - What have we learned and what does the future hold? Online Seminar, The
Cyprus Institute, December 5 2020 (invited talk)

8. Daskalakis V., Stergiannakos T., Papadatos, S. The Synergy between LHCII and PsbS under Photoprotection,
Biophysics of Photosynthesis 2019, Accademia dei Lincei, Rome Italy, October 2-4, 2019

9. Daskalakis V., Stergiannakos T., Papadatos, S. The Photosynthetic Apparatus under Stress by Molecular
Simulations, Photosynthesis Gordon Research Conference, Grand Summit Hotel at Sunday River in Newry, ME United
States, July 21-16, 2019 (by invitation only).

10. Daskalakis V. Lecture, Fine Tuning of the Photosynthetic Apparatus, Department of Materials Science and
Technology, Heraklion, Greece, 20 May 2019 (invited talk).

11. Daskalakis V. Lecture, The Photosynthetic Apparatus under Stress by Molecular Simulations, National
Hellenic Research Foundation, Athens, Greece, 17 December 2018 (invited talk).

12. Daskalakis V. Molife Research Seminar, Triggering Photoprotection in Photosystem Il Light Harvesting
Complexes by Molecular Simulations, Bremen, Germany GmbH, 25 September 2018 (invited talk).

13. Daskalakis V. 62 "9 Annual Meeting Biophysical Society, S(T)IMULATING THE INTERPLAY BETWEEN

PHOTOSYSTEM Il PROTEINS AND THE XANTHOPHYLL CYCLE IN PHOTOPROTECTION, San Francisco, USA, 17-21
February 2018
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14. Daskalakis V. 39 EMN Meeting on Computation and Theory - Molecular Dynamics and Its Applications, The effect
of proton and potential gradients on integral membrane proteins: Insights from Molecular Dynamics
simulations, Dubai UAE, 6-10 November 2017 (Invited Talk)

15. Daskalakis V, Papadatos S. 42"9 FEBS Congress (from molecules to cells and back) - The Photosystem Il Subunit
S Dynamics under Stress, Jerusalem Israel, 10-14 September 2017 (Poster).

16. Daskalakis V, Salameh A, AGU 2016 Fall Meeting - Correlation Between Surface Tension and the Bulk Dynamics in
Salty Atmospheric Aquatic Droplets, San Francisco USA, 12-16 December 2016 (Poster).

17. Daskalakis V, Department of Chemistry University of Crete Seminars, Oxygen Evolution and Reduction: Common
Principles, Heraklion-Crete, Greece, 25 November 2017 (invited talk).

18. Daskalakis V, loannidis NE, Papadatos S. 79t Harden Conference - Oxygen Evolution and Reduction - Common
Principles: Tuning of a conformational change in CP29 from spinach: from Light Harvesting to Photoprotection,
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19. Daskalakis V and Pinakoulaki E. New Biological Frontiers llluminated by Molecular Sensors and Actuators meeting
being held in Taipei, Taiwan, June 28 - July 1, 2015. Abstract titled “Globin Nitrito Heme Fe-O-N=0/ 2-Nitrovinyl Species:
Impications for Myoglobin Helices Dynamics”, fixed-participants meeting.

20. Organizational Committee “12™ Greece-Cyprus Conference on Chemistry 2015”, 8-10 May 2015, Thessaloniki
Greece
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ZuvedpLa - ZepvapLa - Opasdeg Epyaociag

21. Daskalakis V, Hadjicharalambous M, Charalambous F Ice 1, crystal stability and growth in the presence of glyoxal
Secondary Organic Aerosol and Carbon Dioxide. 13th Quadrennial IGACGP Symposium 13th IGAC Science Conference on
Atmospheric Chemistry (IGACGP, IGAC 2014), Brazil, Natal, 22-26 September, 2014.

22. Daskalakis V, Hadjicharalambous M Probing the Effects of Atmospheric Pollutants on Ice Nucleation. International
Conference on Scientific Computing 2013 (CSC 2013), Paphos, Cyprus, 3 - 6 December 2013. (Invited talk).

23. Daskalakis V, Varotsis C The structure of the Hyponitrite in Nitric Oxide Reductase (NOR). Biophysical Society
(BPS) 57th Annual Meeting in Philadelphia, Pennsylvania, February 2-6, 2013.

24. Daskalakis V, ASEMUNDUS Networking seminar in Korea. Erasmus Mundus programme to enhance quality in
higher education through scholarships and academic cooperation between Europe and the rest of the world. Seoul,
Korea, May 15-16, 2012.

25. Daskalakis V, Farantos S C, Varotsis C Tuning heme functionality: the cases of Cytochrome ¢ Oxidase and Myoglobin
Oxidation, 12th International Conference on Computational Science and Applications (ICCSA 2012), June 18-21,
Salvador de Bahia, Brazil, 2012. (Best paper Award)

26. Daskalakis V, Varotsis C Probing the effect of the proximal and distal to the heme a3 environments in the Cytochrome ¢
Oxidase dioxygen reaction, 15" International Conference on Biological Chemistry (ICBIC15), 7-12 August, Vancouver,
Canada, 2011.

27. CD-ADAPCO, STAR-CCM+ Training School, 10-12 May 2011, London, UK.

28. Daskalakis V, Farantos S C, Guallar V, Varotsis C QM/MM Calculations on Cytochrome ¢ Oxidase: Probing of electron
and proton pump coupling, TAM 2010 MEETING, Helsinki 15-17 June 2010.
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ZuvedpLa - Zepwvapia - Opasdeg Epyaciag

29. Expanding the Frontiers of Molecular Dynamics Simulations in Biology, 23-25 November, Institu d’' Estudis
Catalans, Barcelona - Spain, 2009 (Joint BSC - IRB Barcelona Conference).

30. Aug. 31 - Sept. 5 2009: Summer School on Simulation Approaches to Problems in Molecular and Cellurar Biology,
Miramar Palace, San Sebastian, Spain. Cecam (Centre Europeen de Calcul Atomique et Moleculaire), under Psi-K
scholarship.

31. Daskalakis V, Farantos S C, Guallar V, Varotsis C Towards the Understanding of His411-Fe!V=0 Spectroscopic Properties
in Ferryl Intermediate of Cytochrome ¢ Oxidase + O, Reaction: A Theoretical QM/MM, MD Approach, 14™ International



Conference on Biological Inorganic Chemistry (ICBIC14), 25-30 July, Nagoya, Japan, 2009. SBIC (The Society of Biological
Inorganic Chemistry) Poster Award for outstanding contribution.

32. Porrini M, Daskalakis V, Farantos SC, Varotsis C Heme cavity dynamics of photodissociated CO from bazcytochrome ¢
oxidase: The role of ring-D propionate, 10" Congress in Chemistry Greece - Cyprus, 2-4 July Heraklion, Greece, 2009.

33. a. Daskalakis V, Farantos C S, Varotsis C Assigning Vibrational Spectra of Ferryl-Oxo Intermediates of
Cytochrome ¢ Oxidase by Periodic Orbits and Molecular Dynamics,

b. Daskalakis V, Varotis C Cytochrome ¢ Oxidase + O, reaction intermediates as probed by Density Functional
Theory: The Proximal and Distal to heme a3 effects,

c. Daskalakis V, Varotsis C Theoretical Studies of Metal-NOXx species, isolated and in aqueous solutions:
Raman bands, 10™ Congress in Chemistry Greece - Cyprus, 2-4 July Heraklion, Greece, 2009.

34. 15-18 Sept. 2008: Cost Training School On Molecular And Material Science Grid Applications - Trieste, Italy.

35. Gervasi O, Farantos S C, Daskalakis V, Giatromanolakis M The Study of cytochrome c Oxidase on the EGEE Grid, 3d
EGEE User Forum, Clemont-Ferrand, France, 2008.

36. Daskalakis V, Giatromanolakis M, Farantos SC, Gerbasi O EGEE: Applications in Classical and Quantum Molecular
Dynamics, First Hellaos Grid User Forum, Athens, Greece, 2007.

37._Daskalakis V, Farantos S, Varotsis C Protein dynamics and spectroscopy for ferryl intermediate of Cytochrome c
Oxidase: A molecular dynamics approach, International Conference of Computational Methods in Sciences and
Engineering (ICCMSE 2007), Corfu, Greece, 2007. (Award for Best Presentation, by the Organizing Committee of ICCMSE)
Publication: Protein Dynamics and Spectroscopy for Ferryl Intermediate of Cytochrome c Oxidase: A Molecular Dynamics
Approach, AIP Computation in Modern Science and Engineering, Proc. 963(2): 31-34 (2007).

38. Pinakoulaki E, Ohta T, Daskalakis V, Aggelaki M, Kitagawa T, Ludwig B, Varotsis C, ISBC2006, Konan Fiber, Fiber,
Konan University, Japan, 2006.

39. Daskalakis V, Frudakis G, Varotsis C DFT Study of endoperoxides and their intermediates in Fe(ll) cleavage of the
endoperoxy bridge, 19" National Conference in Chemistry, Heraklion, Crete, Greece, 2002.
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Epeuvntikég Zuvepyaolieg:

Evepy£g (1): Mavog KoUKog (UETaSLEAKTOPLKOC)
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1. Zwtnpng ZepPeag (Mavemotriplo Kprtng, Tunua BroAoyiag)
2. Mapta MoAuxpovakn (Mavemotipto KpAtng, TuApa Xnuetag)
3. Xpnotog Kootvag (Mavemiotpio Matpwy, TuRpa Xny. Mnx.)
4. AAéEavSpog Aupatldakng (Mavemotrpio Kpntng, Tunpa Xnuelag)
5. Aavan-Mapta Kotapmaon (Mavemotruto Kprjtng, TuAua BloAoytag)
6. Mavaywwta ZiayouAn (16pupa TexvoAoyiag kat Epeuvag - EAAASa, ITE)
7. Baol\kn K. BaAavtr (Mavemotruio Kumpou, Turpa Xnuelag)
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Maiadng K. Avépeag, Katowvn Mavaylwta

Metamrtuyiakés Aimdwpatikés Epyaaies (SimAwpa Master’s)

OAokAnpwpéveg (5): Xapahdpmoug deBpwvia, lwadvwou Neoputa, Mamaddtog Iwtnpng, Avlry Xpuoagoudn (ot
ouvepyaota pe To Tpriua Blohoylag, Maveriotrpio Kpritng), Aavan Mapta Kot{apmdon (og ocuvepyacoia e tnv latpikn
ZxOAr Tou Mavemiotnpiou Kprtng kat to Ivotitouto NMANpowopLkig Tou I§pupatog Epeuvag kat Texvoloylag).

Absaktopikég Epyaoleg/ Ymoyripiol Aisdktopeg (Ph.D):
OAokAnpwpéveg (1): Zalapey Avaotaocia

AKAAHMAIKA KAI AIOIKHTIKA KAOHKONTA

01/09/2023 - TPEXOYZA
Navemiotipio Natpwv

1. Associate Editor, Frontiers in Chemistry, Theoretical and Computational Chemistry section

2. AlakekpLpevo MENOG TNG APEPLKAVLKNAG Evwong Xnuelag (2024-2025)

3. MEAOG TNG EMLTPOTING HETATITUXLAKWY OTIOUSWV Tou TPHApATog Xnuikwv Mnxavikwy (XM) tou Maveriotnuiou
MNatpwv (2024-2025)

4. Opydvwon oepvapiwyv yla tnv emAoyn OEPATWY SUTAWHATLKWY EPYAGLWV OTO TIAQLOLO TWV TIPOTITUXLAKWY
omoudwv tou Tunuatog XM (2024-2025).

5. MEAOG TNG ETLTPOTING TOU KOLVOU TIPOYPAMHATOG 6T XNk Mnxavikr pe to TEXVOAOYLKO MaVETILGTULO
Liaoning (Liaoning University of Technology).

01/12/2010 - 31/08/2023
TexvoAoyiko MavemiotipLo Komtpou

1. M€Aog tou ZupBouliou tng ZXoANG FewteXViKwY Emotnpwy Kat Ataxeipiong Neptfailovrtog (2022-2023)
2. ZuykAntkn Emitponn Zuotnuatwv MAnpowopkng kat TexvoAoyiag (ZMT) (2012-2018)

(a) AvaBewpnoeLg Tou etrioLlou TipoUTtoAoyLopoU Tou MNavemiotnuiou ou agopd tnv Yrinpeola ZNT

(b) Emtitporttr) tou Epyou IdM (IAM) yLa tnv evowpdtwon tou “Identity Access Management” ota TANpO@opLaKA
ouotrpata tou TexVoAoyLko MavemiotrpLo Kutpou

(c) ETitportn) ywa to Epyo «Aoylopika Microsoft yla gpoltnteg»



(d) ETiLtpoTr yia TV TIOALTLKN KAl TOUG KAVOVEC TIPOGRACNG 0TO SLASIKTUO armd Toug XPrioTeg ToU TeEXVOAOYLKOU
Mavemotnuiou Kutpou

3. Emitpottr MpomtuXLlakwy & METATMTUXLAKWY ZTToudwv tou Turpatog (2011-2023)

4. Emitpomn AtacpdAieng Mowétntag tou Tpfjpatog (2011-2018)

5. Tnv Ad hoc Emitporti Movadwy ECTS tou TexvoAoyikoU Maveriotnuiou Kumpou (2014)

6. Tnv Ad hoc Emtiitportr yia to «Avolyto Maveriotrpio» (2016-2023)

7. Tnv Emitponr) Maykumplwy EEeTdoswy yLa tnv eLoaywyr) otnv Avwtepn Ekmaideuon Kumpou-EAGSag (2014)

8. MEAOC TNG EQYOPEUTLKNG ETILTPOTING YLA TNV EKAOYN TWV AKASNUAlKWY JEAWY Tou ZUPBoUALou Tou Maveriotnuiou
(2012)

9. Méhog tng emttporrig RAC yla Katavopr) uttoAoyLloTtikou xpdvou oto Cyclone (lvotttouto Kutpou)

EKMAIAEYTIKO EPIO
Avegaptnon AldackaAia

NavemiotipLo Natpwyv, TpARpa Xnuikwv Mnxavikwv (Mpomtuxlaka):

(1) CHM-163 Epyaotriplo YToAoyLotwy (Xelpepiva EEGunva 2023-2025), (2) CHM-363 Etoaywyr) otov MNpoypapuuatiopo -
Oewpla & EpyaotrpLo (Xelpepva

efdunva 2023-2025)

MNavemiotipo Natpwyv, latpikn ZXoAn (Metamtuylaka):

(1) MeBodoAoyia otnv Epeuva Bloemotnuwv BIE - Mpocopolwoelg Blopoplakwy aAnAemidpdocwy (2023-2024)
MNavemniotipo lwavvivwy, latpikn ZxoAn (MetantuyLaka):

(1) Aettoupytkny AvaAuon Movisiwv: ATo Tov Zxedlacpo oto EuLo Zuotnua - Blopoplakeg MpooopoLwoeLg Kat
0pBOAOYLKOG OXESLAOHOG Yappdakwy (2024-2025)

MNavemiotipro KpAtng, Tunpa Brodoyiag (MetamtuxLaka):

«DPQTOZYNOEZH: H (wTOCOUVBETIKI pNXavr} 0TO PJLKPOOKOTILO TNG MOpLAKNG AUVAULKIG», OTO JETATITUXLAKO
Tipdypappa «Moplakr kat Epappoopévn Blodoyila dutwy - Mpdoivn Blotexvoloyla» (Xetpepivo EEapnvo 2023/ Eapva
E€qpnva 2019-2022)

MNavemiotipro KpAtng, latpikn £xoAnR (MetamntuyLakad):

«ZTO ULKPOOKOATILO TNG MOPLAKNG AUVAULKAG», OTO PETATITUXLAKO TIpOYypappa «BlomAnpowopki» (POLvoTtwpLvod
E€dunvo 2021)

TexvoAoylko Mavemiotriplo Kumpou (MetamtuxLaka):

(1) YroAoyiotikn MeplBarrovtikr Xnuela, Bloxnuela kat Biohoyta (Eapiva e€apnva 2012-2017), (2) ELdikd O¢pata otnv
MepLBarrovTikr Bloemiotripn (@OwvottwpLvo e€aunvo 2014)

TexvoAoylko NavemiotrpLo Kumpou (MpotmtuxLakad):

(3) YrtoAoytotikd MeptBariovtikd Movtéha & Etoaywyr) oto MATLAB (Eapuvd e€dunva 2011-2020) (4) MovtéAa
Ataomopdc (PBLvoTtwpLvd e€apnva 2011-2020), (5) Duoikry MeptBarovtog (POvoTtwpLvo eEaunvo 2011), (6) ApXES
OepPOSLVAPLKNAG & XNULKNAG KvnTiknig (Eapvd e€apnva 2011-2012), (7) Epappoopévn Ogppoduvapikn Il (Eapva
EEdunva 2020-2022), (8) Auvaptkr MNMpocopolwaon Zuotnudtwy pe tn Bordeta H/Y (PBvontwpvd e€apnva 2019-2022),
(9) MaBnuatwka Il (Atagoplkeg EELowaelg) (PBvoTtwplva EEAunva 2021-2022), kat (10) ductkn Il (HAEKTPLOPOC -
Mayvntiopdg - HAektpopayvnTlopocg) (Eapvo EEdunvo 2022).

AIAAZKAAIA:

EvSelktikr Alota pabnpdtwy 1ou Propw va st8a&w avegdptnta: Mevikr Xnuela, Bloxnueta I-1l, Blo-Mabnpatikg,
duolkoxnuela - Oeppoduvapikn, Pacpatookotiia, Blootatlotikr, YToAoyloTik BloAoyia, Aoptkr BloAoyia,
Mpoypappatiopog, Aopr kat Asttoupyia Mpwteivwy, MNpocopoiwaon BloAoylkwy Zuotnudtwy: pEBodot ipoRAEYPNS
Sopn.
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                     <p>Βιομοριακή Μηχανική (ΦΕΚ 693/13-3-2023 τ.Γ’)</p><p><br></p><p>Επιχορηγήσεις Έρευνας:</p><p>1. (2025-2026) Proposal No. EHPC-EXT-2025E01-070 <strong>EuroHPC Extreme Scale Access Call </strong>"Digital zoom into the All-atom dynamics of Light-harvesting complexes (DALiA)", 255160 node hours or <strong>20.412.800 core hours MareNostrum5 ACC</strong> (<strong>Accelarated Partition</strong>). Συντονιστής/ Επιστημονικά Υπεύθυνος: Vangelis Daskalakis</p><p>2. (2025-2026) Proposal No. EHPC-REG-2025R01-105 <strong>EuroHPC Regular Access Call </strong>"Decoding the Disorder and Promiscuity of Sec14-like SFH Proteins Through Molecular Dynamics (SECure)", 230000 node hours or <strong>25.760.000 CPU-core hrs</strong> <strong>MareNostrum5 GPP (General Purpose Partition)</strong>. Συντονιστής/ Επιστημονικά Υπεύθυνος: Vangelis Daskalakis</p><p>3. (2025) <strong>NAISS</strong> Medium Compute 2025 project (Sweeden) NAISS 2025/5-204 "Sampling the configuration assembly of SFH8 through molecular dynamics", <strong>485300 CPU-core hrs </strong>at Tetralith @ NSC, Συντονιστής: Panagiotis Nikolaou Moschou.</p><p class="ql-align-justify">4. (2024-2028) Horizon Europe (HORIZON) Marie Skłodowska-Curie Actions Doctoral Networks (MSCA-DN) 2022, <strong>101119442-PhotoCaM</strong> - "<em>Photosynthetic Antennas in a Computational Microscope: Training a new generation of computational scientist</em>" (συνολικός προϋπολογισμός: <strong>€<em>2.589.847,19</em></strong><em>, Βοηθός Συντονιστής</em> UPAT <strong>€<em>240.098,39</em></strong><em>;</em> PI: Vangelis Daskalakis).</p><p>5. (2024-2025) Ελληνικό Ίδρυμα Έρευνας και Καινοτομίας - ΕΛ.ΙΔ.Ε.Κ. ερευνητική πρόταση No. 14775 SA3. Βιοεπιστήμες - Επιστήμες Ζωής, "SUNDIAL - Seeing Diatoms under a Computational Sunlight". <em>Συντονιστής</em> UPAT <strong>€<em>207.000</em></strong><em>;</em> PI: Vangelis Daskalakis</p><p class="ql-align-justify">6. (2023-2024) Cyclone 2022A πρόσβαση παραγωγής: <strong>pro22a103s1</strong> - "<em>Fucoxanthin - chlorophyll protein (FCP): from monomers to tetramers</em>", <strong>150.000 GLU-core hrs</strong> στο Cyclone. PI: Vangelis Daskalakis</p><p class="ql-align-justify">7. (2023-2024) Πρόσβαση παραγωγής No. EHPC-REG-2023R01-128 <strong>EuroHPC Regular Access Call </strong>"<em>Peptaibols</em>: <em>How to kill a bacterium</em>", <strong>6.400.000 CPU-core hrs</strong> on MeluXina. PI: Vangelis Daskalakis</p><p class="ql-align-justify">8. (2024-2026) Χορήγηση Υπερυπολογιστικού χρόνου στο εθνικό σύστημα ARIS HPC (16-18η πρόσκληση):</p><p>(a) FCPC - Water/ Proton Conductance in the FCP Light Harvesting Complexes of Diatoms (PI, 1.000.000 GPU core-hrs)</p><p>(b) GemT – Molecular dynamics of bacterial gemcitabine transporters (συνεργάτης, 2.000.000 CPU core-hrs)</p><p>(c) MultiEng: Engineering multifunctional biocatalysts for the valorization of lignocellulosic biomass (συνεργάτης, 1.500.000 CPU core-hrs)</p><p class="ql-align-justify">(d) PscAC: PscA-PscC dynamics in the green sulfur bacteria photosynthetic machinery (συνεργάτης, 700.000 GPU core-hrs)</p><p class="ql-align-justify">(e) FanPath: Allosteric Communication and R-Loop Dynamics in Eukaryotic RNA-Guided Nucleases (PI, 1.500.000 core hrs GPU node island)</p>
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                             2025-03-07
                        
                         false
                    
                     <p>Ίδρυμα Τεχνολογίας Έρευνας / Ινστιτούτο Επιστημών Χημικής Μηχανικής (<em>ΙΤΕ/ ΙΕΧΜΗ</em>)</p>
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                 Τμήμα Χημικών Μηχανικών, Τεχνολογικό Πανεπιστήμιο Κύπρου
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                     Αναπληρωτής Καθηγητής
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                     <p>Επιχορηγήσεις Έρευνας:</p><p>1. European High-Performance Computing Joint Undertaking (<strong>EuroHPC JU</strong>) πρόγραμμα <strong>EHPC-REG-2021R0021</strong> "<em>Peptaibols: How to kill a bacterium</em>", στον Υπερυπολογιστή MeluXina (Λουξεμβούργο), 2.0 mn std-cpu-core hrs, ως συντονιστής (<strong>Απρ 2022 – Οκτ 2022</strong>)</p><p>2. Erasmus+ Ατομική Κινητικότητα Εκμάθησης – Κινητικότητα μελών ΔΕΠ για διδασκαλία και εκμάθηση, Queen Mary University of London (<strong>Μάης 2022</strong>)</p>
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                 Τμήμα Χημικών Μηχανικών , Τεχνολογικό Πανεπιστήμιο Κύπρου
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                     Επίκουρος καθηγητής
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                     <p>Επιχορηγήσεις Έρευνας:</p><p>1. 13th Call <strong>Cyclone</strong> (<strong>Ινστιτούτο Κύπρου</strong>) - "Molecular Dynamics of LHCII trimer complex at quenched and light harvesting states based on Free Energy Minima" (~1.0mn std-cpu core hrs), συντονιστής (<strong>Απρ 2021 – Μαρ 2022</strong>).</p><p>2. <strong>GRnet 10th </strong>Project ARIS <span style="color: rgb(0, 0, 0);">CYP2D6-DYN "</span>Correlation between CYP2D6 variants and their metabolic activity by Molecular Dynamics Simulations<span style="color: rgb(0, 0, 0);">" (3.5mn std-cpu core hrs), συνεργάτης </span>(<strong>Μαρ 2021 – Φεβ 2022</strong>)</p><p class="ql-align-justify">3. <strong>PRACE DECI-16 16DECI0015 DynLHCX </strong>“The structure and dynamics of the photoprotective protein LHCX1 in diatoms”<strong> </strong>5.0mn std-cpu core hrs,<em> συντονιστής </em>(<strong>Ιουν 2020 – Μάη 2021</strong>).</p><p class="ql-align-justify">4.<strong style="color: black;"> PRACE COVID-19 COVID19-41</strong><span style="color: black;"> “Epitope vaccines based on the dynamics of mutated SARS-CoV-2 proteins at all atom resolution”, επιχορήγηση σε υπολογιστικό χρόνο 18.0mn std-cpu core hrs @Joliot-Curie Rome (CEA/GENCI, France) </span>(<strong>Μάη 2020 – Νοε 2021</strong>)</p><p class="ql-align-justify">5. COST Action CA18234: “Computational materials sciences for efficient water splitting with nanocrystals from abundant elements”, Επιτροπή Διαχείρισης (<strong>Απρ 2020 – 2024</strong>), μέλος Δέσμης Ενεργειών 2 – <em>Προσομοιώσεις Μοριακής Δυναμικής</em>.</p><p class="ql-align-justify">6. <strong>PRACE DECI-15 15DECI0328 LHCPSSalt </strong>“LHCII-PsbS complex conformations under varying salt content”<strong> </strong>~4.0mn std-cpu core hrs,<em> συντονιστής </em>(<strong>June 2019 – May 2020</strong>).</p><p class="ql-align-justify">7.&nbsp;<strong>PRACE project 2018194641</strong> επιχορήγηση σε υπολογιστικό χρόνο 17.0mn std-cpu core hrs @SuperMUC HPC (Leibniz Supercomputing Centre). “CDynLHCII - Clustering Dynamics of the major Light Harvesting Complexes (LHCII) of Photosystem II under Photoprotection”,<em> συντονιστής </em>(<strong>Απρ 2019 – Μαρ 2020</strong>).</p><p class="ql-align-justify">8.&nbsp;Ίδρυμα Προώθησης Έρευνας (Κύπρος) <strong>POST-DOC/0916/0049 (~160.000 Ευρώ) «</strong><em>Ενεργοποίηση της Φωτοπροστασίας στις πρωτεΐνες-κεραίες του Φωτοσυστήματος ΙΙ με Μοριακές Προσομοιώσεις και Φασματοσκοπία Raman</em>» συντονιστής (<strong>Οκτ 2018 – Μαρ 2022</strong>).</p><p class="ql-align-justify">9.&nbsp;Interreg Ελλάδας-Κύπρου, ΒΙΟΜΑ «<em>Αποκεντρωμένη διαχείριση των βιοαποβλήτων και αξιοποίησή τους με χρήση εναλλακτικών και καινοτόμων συστημάτων επεξεργασίας</em>».</p><p class="ql-align-justify">10.&nbsp;Διεθνικό πρόγραμμα κινητικότητας HPC-Europa3 (HPC17K4FRZ, 672.000 std cpu-core hrs) και Ομάδα Ερευνητικής Εργασίας Προσομοίωσης Συστημάτων με Κβαντική Μηχανική (TRG-qm3, 2019) κατά τη Σαββατική άδεια (2018, 2019). Τμήμα Φυσικής και Επιστημών Γης (Τομέας Βιοφυσικής), Πανεπιστήμιο Jacobs, Βρέμη, Γερμανία (<strong>Σεπτ 2018 – Φεβ 2019</strong>).</p><p class="ql-align-justify">11.&nbsp;Cy-Tera-LinkSCEEM, PRACE&nbsp;HPC, GRnet ARIS επιχορηγήσεις σε υπολογιστικό χρόνο (<em>standard core-hours</em>) ~7.0mn συνολικά για τα ερευνητικά προγράμματα: pro14b114s1, pro14b105s1 and pro15a113s1, pro15b104, pro16a105, pro16b103, pro17a103, pro17b101, , lspre400, lspre410, , <strong>PRACE DECI-13</strong> LHCFlex, <strong>PRACE DECI-14</strong> AIMDPSII, GRnet preparatory ARIS “ADHDyn” &amp; “LHCIIPsbS” <em>ως συντονιστής</em>. <strong>GRnet 7th Call</strong> ARIS project “LHCIICRYSTAL” 3.0 mn std cpu-core hrs,<em> συνεργάτης</em>.</p><p class="ql-align-justify">12.&nbsp;COST Action CM1401: Our Astro-Chemistry History. Επιτροπή Διαχείρισης (Απρ 2015 - Μαρ 2020).</p><p class="ql-align-justify">13.&nbsp;Επιχορήγηση κινητικότητας Erasmus για εκπαίδευση (επισκέπτης στην Ακαδημία Επιστημών της Τσεχίας, Ινστιτούτο Οργανικής Χημείας και Βιοχημείας, Πράγα). Μάης 2015.</p>
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                     <p class="ql-align-justify">Επιχορηγήσεις Έρευνας:</p><p class="ql-align-justify">1.&nbsp;&nbsp;&nbsp;&nbsp;Εναρκτήρια Χρηματοδότηση, Τεχνολογικό Πανεπιστήμιο Κύπρου (40.000 €)</p><p class="ql-align-justify">2.&nbsp;&nbsp;&nbsp;&nbsp;“Activation and reduction of Nitric Oxide (NO) to laughing gas (N<sub>2</sub>O) by Nitric Oxide Reductase (NOR) and heme-copper <em>cbb</em><sub><em>3</em> </sub>oxidase (Πηγή: Ίδρυμα Προώθησης Έρευνας €133.181. ΤΕΧΝΟΛΟΓΙΑ/ΘΕΠΙΣ/0609/05 (ΒΕ): (2011-2013), ως συνεργάτης (<strong>Μαρ 2011 – Φεβ 2013</strong>)</p><p class="ql-align-justify">3.&nbsp;&nbsp;&nbsp;&nbsp;Cy-Tera &amp; LinkSCEEM&nbsp;HPC επιχορηγήσεις υπολογιστικού χρόνου (860.000 ώρες, <em>standard core-hours</em>), για τα ερευνητικά προγράμματα: LinkSCEEM lsprob104s1, Ispro13a121s1, pro13b113s1, και pro14a120) ως συντονιστής.</p><p class="ql-align-justify">4.&nbsp;&nbsp;&nbsp;&nbsp;The Deutscher Akademischer Austauschdienst (DAAD)/ German Academic Exchange Service. Επιχορήγηση για Δικτύωση ASEMUNDUS (συνεργασία Πανεπιστημίων Ασίας/ Ευρώπης).</p><p class="ql-align-justify">5.&nbsp;&nbsp;&nbsp;&nbsp;COST Action ES1206: Advanced Global Navigation Satellite Systems tropospheric products for monitoring severe weather events and climate (GNSS4SWEC) – Επιτροπή Διαχείρισης &amp; Μέλος WG2 (λήξη Απρίλιος 2015)</p>
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                 Ινστιτούτο Ηλεκτρονικής Δομής και Λέιζερ, στο Ίδρυμα Τεχνολογίας και Έρευνας (ΙΤΕ) – Ελλάδα
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                     <p>Υποτροφία (GRID COMPUTATIONAL CHEMISTRY – GRID-COMPCHEM – Marie-Curie Host Fellowship for the Transfer of Knowledge <strong>EU ToK grant No. MTKD-CT-2005-029583</strong>)</p>
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                 Υπερυπολογιστικό κέντρο της Βαρκελώνης (BSC), Τμήμα Φυσικών Επιστημών και Επιστημών Ζωής
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                     Μεταδιδακτορικός Επισκέπτης
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                     <p>GRID COMPUTATIONAL CHEMISTRY – GRID-COMPCHEM – Marie-Curie Host Fellowship for the Transfer of Knowledge <strong>EU ToK grant No. MTKD-CT-2005-029583 &amp; Υποτροφία HPC-Europa2</strong></p>
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                 Τμήμα Χημείας, Πανεπιστήμιο Κρήτης
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                     Πτυχίο Χημείας
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                         8.87/10
                    
                     <p>Υποτροφίες:</p><p class="ql-align-justify">(1) Εισαγωγής στο Τμήμα Χημείας Βραβείο - Υποτροφία ΙΚΥ (1996), (2) 1<sup>ο</sup>,2<sup>ο</sup>,3<sup>ο</sup> &amp; 4<sup>ο</sup> έτος Υποτροφία Αριστείας ΙΚΥ (1996-2000), (3) 3<sup>ο</sup> Έτος Βραβείο Αριστείας (Δήμος Ηρακλείου), (4) Bραβείο Αριστείας (Πτυχίο), Πανεπιστήμιο Κρήτης - Τμήμα Χημείας (2000).</p>
                
            
             
                 Τμήμα Χημείας, Πανεπιστήμιο Κρήτης
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                             Υπολογιστική Βιοφυσική Χημεία
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                     <p class="ql-align-justify"><strong>Τίτλος Msc</strong>: «Ο μηχανισμός της σχάσης του δεσμού Ο-Ο στην κυτοχρωμική <em>c</em> Οξειδάση με τη εφαρμογή της Θεωρίας του συναρτησιακού της ηλεκτονιακής πυκνότητας και φασματοσκοπίας συντονισμού <em>Raman</em>».</p><p class="ql-align-justify"><strong>Τίτλος Ph.D:</strong> «Βιοενεργετικοί μηχανισμοί του O<sub>2</sub> και του NO με την εφαρμογή της θεωρίας του συναρτησιακού της ηλεκτρονιακής πυκνότητας».</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>(1) </strong>Grant-in-Aid for Scientific research (Grant-in-Aid for Specially Promoted Research) FY2005. <strong><em>Επισκέπτης υποψήφιος διδάκτορας -</em></strong> <strong>Ινστιτούτο Βιοεπιστημών Εθνικού Ινστιτούτου Φυσικών Επιστημών, Υπερυπολογιστικό Κέντρο</strong>, <strong>Οκαζάκι, Αΐτσι / Ιαπωνία</strong> (2005).</p><p><strong>(2)</strong> <strong>Υποτροφία</strong> <strong>ΙΚΥ </strong>για την εισαγωγή στο μεταπτυχιακό πρόγραμμα (2001-2002), (2) Υποτροφία <strong>Μαρίας Μανασάκη</strong> (2001-2002, 2002-2003).</p><p><strong>(3)</strong><em> Τίτλος Προγράμματος: </em><strong><em>Δυναμική και δραστικότητα των ενζυμικών διεργασιών που περιλαμβάνουν την aa</em></strong><sub><strong><em>3</em></strong></sub><strong><em> αιμο-χαλκο οξειδάση από το P. denitrificans: Φασματοσκοπία και Θεωρητικοί Υπολογισμοί</em></strong></p><p><em>Χρηματοδότηση: </em><strong><em>Υπουργείο Παιδείας (Ελλάδα) -</em></strong><em> </em><strong><em>Πυθαγόρας I (2006)</em></strong></p><p><strong>(4)</strong><em> Τίτλος Προγράμματος: </em><strong><em>Βιοενεργετικοί Μηχανισμοί του O</em></strong><sub><strong><em>2</em></strong></sub><strong><em> και του NO με την εφαρμογή της θεωρίας του συναρτησιακού της ηλεκτρονιακής πυκνότητας</em></strong><em> </em></p><p><em>Χρηματοδότηση: </em><strong><em>Υπουργείο Παιδείας / Ε.Ε. Ηράκλειτος (2002-2005)</em></strong></p><p><strong>(5)</strong><em> Τίτλος Προγράμματος: </em><strong><em>Δομική μελέτη της αναγωγάσης του μονοξειδίου του αζωτου (nor)</em></strong></p><p class="ql-align-justify"><em>Χρηματοδότηση: </em><strong><em>Υπουργείο Παιδείας (Ελλάδα), Γενική Γραμματεία Έρευνας και Τεχνολογίας ΓΓΕΤ (2000-2001)</em></strong></p><p class="ql-align-justify"><br></p>
                
            
        
         
         
         
             
                 <p>Sousani TI, Zender B, Maity S, Kleinekathöfer U, and <strong>Daskalakis V</strong>* (2025) <strong><em>Commun Chem</em></strong> 8, 392 https://doi.org/10.1038/s42004-025-01774-x</p>
                 01. Conformational plasticity enables functional switching in diatom lightharvesting complexes
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                 <p><strong>Daskalakis V*, </strong>Maity S and Kleinekathöfer U (<strong>2025</strong>) <strong><em>ACS Phys. Chem Au</em> </strong>5, 1, 47–61. <em>doi: </em>10.1021/acsphyschemau.4c00069 (<strong><em>January 2025 Journal Cover</em></strong>)</p>
                 02. An Unexpected Water Channel in the Light-Harvesting Complex of a Diatom: Implications for the Switch between Light Harvesting and Photoprotection
                 
                 
                 
                     https://doi.org/10.1021/acsphyschemau.4c00069
                
            
             
                 <p><br></p><p>Wilson S, Clarke C, Carbajal MA, Buccafusca R, Fleck R, <strong>Daskalakis V</strong>, and Ruban, A<strong>* </strong>(<strong>2024</strong>)<strong> <em>J. Am. Chem. Soc.</em></strong> 146, 21, 14905–14914<strong><em>. </em></strong>DOI: 10.1021/jacs.4c05220</p>
                 03. Hydrophobic mismatch in the thylakoid membrane regulates photosynthetic light harvesting
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                 <p>Gritsi CS, Sarmas E, <strong>Daskalakis V</strong> and Kotzabasis K* (2024) <strong><em>Functional Plant Biology</em></strong> 51, FP24058, doi:10.1071/FP24058</p>
                 04. Acclimation mechanism of microalgal photosynthetic apparatus under low atmospheric pressures – New astrobiological perspectives in a Mars like atmosphere
                 
                 
                 
                     https://www.publish.csiro.au/FP/FP24058
                
            
             
                 <p>Maity S, <strong>Daskalakis V</strong>, Jansen LCT, and Kleinekathöfer U* (<strong>2024</strong>) <strong><em>J. Phys. Chem. Lett.</em></strong> 15, 9, 2499–2510</p>
                 05. Electric Field Susceptibility of Chlorophyll c Leads to Unexpected Excitation Dynamics in the Major Light-Harvesting Complex of Diatoms
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                 <p><strong>Daskalakis V</strong>, Lyratzakis A, Xie H, and Tsiotis G* (<strong>2024</strong>) <strong><em>Photosynth Res</em></strong> 160, 87–96. doi: 10.1007/s11120-024-01093-7</p>
                 06. The synergy between the PscC subunits for electron transfer to the P840 special pair in Chlorobaculum tepidum
                 
                 
                 
                     https://doi.org/10.1007/s11120-024-01093-7
                
            
             
                 <p><strong>Daskalakis, V*</strong> and Papapetros, S (<strong>2023</strong>) <strong>J. Biomolecular Struct. and Dynamics</strong>, , doi: 10.1080/07391102.2023.2240418</p>
                 07. Engineering salt-tolerant Cas12f1 variants for gene-editing applications
                 
                 
            
             
                 <p>Panagiotopoulos AA, Kalyvianaki K, Tsodoulou PK, Darivianaki MN, Dellis D, Notas G, <strong>Daskalakis V</strong>, Theodoropoulos PA, Panagiotidis CA, Castanas E, Kampa M* (<strong>2022</strong>) <strong>Comp. Struct. Biotechnol. J.</strong> doi: 10.1016/j.csbj.2022.10.015</p>
                 08. Recognition motifs for Importin 4 [(L)PPRS(G/P)P] and Importin 5 [KP(K/Y)LV] bind-ing, identified by bio-informatic simulation and experimental in vitro validation
                 
                 
            
             
                 <p><strong>Daskalakis V*</strong> (<strong>2022</strong>) <strong><em>Journal of Physical Chemistry Au</em></strong>. doi: 10.1021/acsphyschemau.2c00041</p>
                 09. Deciphering the QR code of the CRISPR-Cas9 system: Synergy between Gln768 (Q) and Arg976 (R)
                 
                 
            
             
                 <p>Gray C, Wei T, Polívka T, <strong>Daskalakis V</strong>, and Duffy CDP* (<strong>2022</strong>) <strong><em>Front. Plant Sci.</em></strong> 12: 797373.</p>
                 10. Trivial Excitation Energy Transfer to Carotenoids is an Unlikely Mechanism for Non-Photochemical Quenching in LHCII
                 
                 
            
             
                 <p>Chrysafoudi A, Maity S, Kleinekathöfer U and <strong>Daskalakis V* </strong>(<strong>2021</strong>) <strong>J. Phys. Chem. Lett. </strong>12, 9626−9633</p>
                 11. Robust Strategy for Photoprotection in the Light-Harvesting Antenna of Diatoms: A Molecular Dynamics Study
                 
                 
            
             
                 <p>Panagiotopoulos AA, Karakasiliotis I, Kotzampasi D-M, Dimitriou M, Sourvinos G, Kampa M, Pirintsos S, Castanas E* and <strong>Daskalakis V*</strong> (<strong>2021</strong>), <strong>Molecules </strong>(<strong>MDPI</strong>),<em> 26, 6068.</em></p>
                 12. Natural polyphenols inhibit the dimerization of the SARS-CoV-2 main protease: the case of fortunellin and its structural analogs
                 
                 
            
             
                 <p>Maity S, Sarngadharan P, <strong>Daskalakis V</strong>, and Kleinekathöfer U* (<strong>2021</strong>), <em> </em><strong><em>J. Chem. Phys. </em></strong>155, 055103</p>
                 13. Time-Dependent Atomistic Simulations of the CP29 Light-Harvesting Complex
                 
                 
            
             
                 <p>Zerveas S, Kydonakis E, Mente M-S, <strong>Daskalakis V</strong>, and Kotzabasis K (<strong>2021</strong>) <strong>J. Biotechnology</strong>, <em>335, 9 - 18</em></p>
                 14. Hydrogen gas as a central on-off functional switch of reversible metabolic arrest – New perspectives for biotechnological applications 
                 
                 
            
             
                 <p>Panagiotopoulos A, Tseliou M, Karakasiliotis I, Kotzampasi D-M, <strong>Daskalakis V</strong>, Kesesidis N, Notas G, Lionis C, Kampa M, Pirintsos S, Sourvinos G, Castanas E. (<strong>2021</strong>) <strong><em>Pharmacol Res Perspect.</em></strong> 9:e00798</p>
                 15. p-cymene impairs SARS-CoV- 2 and Influenza A (H1N1) viral replication: In silico predicted interaction with SARS-CoV- 2 nucleocapsid protein and H1N1 nucleoprotein
                 
                 
            
             
                 <p>Maity S, <strong>Daskalakis V</strong>, Elstner M and Kleinekathöfer U* (<strong>2021</strong>) <strong><em>Phys. Chem. Chem. Phys</em></strong>, 23,<em> </em>7407 – 7417</p>
                 16. Multiscale QM/MM Molecular Dynamics Simulations of the Trimeric Major Light-Harvesting Complex II
                 
                 
            
             
                 <p><strong>Daskalakis V*</strong>, Papadatos S, Stergiannakos, <strong>(2020) Chem. Commun.</strong> 56, 11215 – 11218</p>
                 17. The conformational phase space of the photoprotective switch in the major Light Harvesting Complex II 
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                 <p class="ql-align-justify"><strong>7. Daskalakis V.COVID-19 pandemic – What have we learned and what does the future hold?</strong> Online Seminar, The Cyprus Institute, December 5 2020 (<em><u>invited talk</u></em>)</p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong>8. Daskalakis V.</strong>, Stergiannakos T., Papadatos, S. <strong>The Synergy between LHCII and PsbS under Photoprotection</strong>, Biophysics of Photosynthesis 2019, Accademia dei Lincei, Rome Italy, October 2-4, 2019</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>9. Daskalakis V.</strong>, Stergiannakos T., Papadatos, S. <strong>The Photosynthetic Apparatus under Stress by Molecular Simulations</strong>, Photosynthesis Gordon Research Conference, Grand Summit Hotel at Sunday River in Newry, ME United States, July 21-16, 2019 <em>(<u>by invitation only</u>).</em></p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>10. Daskalakis V.</strong> Lecture, <strong>Fine Tuning of the Photosynthetic Apparatus</strong>, Department of Materials Science and Technology, Heraklion, Greece, 20 May 2019 <em>(<u>invited talk</u>).</em></p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>11. Daskalakis V.</strong> Lecture, <strong>The Photosynthetic Apparatus under Stress by Molecular Simulations</strong>, National Hellenic Research Foundation, Athens, Greece, 17 December 2018 <em>(<u>invited talk</u>).</em></p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>12. Daskalakis V. </strong>Molife Research Seminar,<strong> Triggering Photoprotection in Photosystem II Light Harvesting Complexes by Molecular Simulations</strong>,<strong> </strong>Bremen, Germany GmbH, 25 September 2018 <em>(<u>invited talk</u>).</em></p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>13. Daskalakis V.</strong> 62<sup>nd</sup> Annual Meeting Biophysical Society, <strong>S(T)IMULATING THE INTERPLAY BETWEEN PHOTOSYSTEM II PROTEINS AND THE XANTHOPHYLL CYCLE IN PHOTOPROTECTION</strong>, San Francisco, USA, 17-21 February 2018</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>14. Daskalakis V.</strong> 3<sup>d</sup> EMN Meeting on Computation and Theory – Molecular Dynamics and Its Applications, <strong>The effect of proton and potential gradients on integral membrane proteins: Insights from Molecular Dynamics simulations</strong>, Dubai UAE, 6-10 November 2017 (<u>Invited Talk</u>)</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>15. <u>Daskalakis V</u>, </strong>Papadatos S<strong>. </strong>42<sup>nd</sup> FEBS Congress (from molecules to cells and back) – <strong>The Photosystem II Subunit S Dynamics under Stress</strong>, Jerusalem Israel, 10-14 September 2017 (Poster).</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>16. <u>Daskalakis V</u></strong>, Salameh A, AGU 2016 Fall Meeting<strong> </strong>–<strong> <em>Correlation Between Surface Tension and the Bulk Dynamics in Salty Atmospheric Aquatic Droplets, San Francisco USA, 12-16 December 2016 (Poster).</em></strong></p><p class="ql-align-justify"><strong><em>&nbsp;</em></strong></p><p class="ql-align-justify"><strong>17. <u>Daskalakis V</u></strong>, Department of Chemistry University of Crete Seminars,<em> </em><strong><em>Oxygen Evolution and Reduction: Common Principles</em></strong>,<em> Heraklion-Crete, Greece, 25 November 2017 (<u>invited talk</u>).</em></p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>18. <u>Daskalakis V</u>, </strong>Ioannidis NE, Papadatos S<strong>. </strong>79<sup>th</sup> Harden Conference – Oxygen Evolution and Reduction – Common Principles<strong>: Tuning of a conformational change in CP29 from spinach: from Light Harvesting to Photoprotection</strong>, Innsbruck Austria, 16-20 April 2016 (Poster+Talk).</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>19. <u>Daskalakis V</u></strong> and Pinakoulaki E. New Biological Frontiers Illuminated by Molecular Sensors and Actuators meeting being held in Taipei, Taiwan, June 28 – July 1, 2015. Abstract titled “Globin Nitrito Heme Fe-O-N=O/ 2-Nitrovinyl Species: Impications for Myoglobin Helices Dynamics”, fixed-participants meeting.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>20. </strong>Organizational Committee “12<sup>th</sup> Greece-Cyprus Conference on Chemistry 2015”, 8-10 May 2015, Thessaloniki Greece</p>
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                 <p class="ql-align-justify"><strong>21. <u>Daskalakis V</u>, </strong>Hadjicharalambous M, Charalambous F <strong><em>Ice 1</em></strong><sub><strong><em>h</em></strong></sub><strong><em> crystal stability and growth in the presence of glyoxal Secondary Organic Aerosol and Carbon Dioxide</em></strong>. 13th Quadrennial IGACGP Symposium 13th IGAC Science Conference on Atmospheric Chemistry (IGACGP, IGAC 2014), Brazil, Natal, 22-26 September, 2014.</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>22. <u>Daskalakis V</u>, </strong>Hadjicharalambous M <strong><em>Probing the Effects of Atmospheric Pollutants on Ice Nucleation</em></strong>. International Conference on Scientific Computing 2013 (CSC 2013), Paphos, Cyprus, 3 - 6 December 2013. (<u>Invited talk)</u>.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>23. <u>Daskalakis V</u></strong>, Varotsis C <strong>The structure of the Hyponitrite in Nitric Oxide Reductase (NOR)</strong>. Biophysical Society (BPS) 57th Annual Meeting in Philadelphia, Pennsylvania, February 2-6, 2013.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>24. <u>Daskalakis V</u></strong>, ASEMUNDUS Networking seminar in Korea. Erasmus Mundus programme to enhance quality in higher education through scholarships and academic cooperation between Europe and the rest of the world. Seoul, Korea, May 15-16, 2012.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>25. <u>Daskalakis V</u></strong>,<strong> </strong>Farantos S C, Varotsis C <strong><em>Tuning heme functionality: the cases of Cytochrome c Oxidase and Myoglobin Oxidation</em></strong>,&nbsp;<strong>12th International Conference on Computational Science and Applications&nbsp;</strong>(<strong>ICCSA 2012</strong>), <strong>June 18-21, Salvador de Bahia, Brazil, 2012. </strong><em><u>(Best paper Award)</u></em></p><p class="ql-align-justify"><em><u>&nbsp;</u></em></p><p class="ql-align-justify"><strong>26. <u>Daskalakis V</u></strong>,<strong> </strong>Varotsis C<strong> <em>Probing the effect of the proximal and distal to the heme a</em></strong><sub><strong><em>3</em></strong></sub><strong><em> environments in the Cytochrome c Oxidase dioxygen reaction</em></strong>, 15<sup>th</sup> International Conference on Biological Chemistry (ICBIC15), 7-12 August, Vancouver, Canada, 2011.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>27. </strong>CD-ADAPCO, STAR-CCM+ Training School, 10-12 May 2011, London, UK.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>28. <u>Daskalakis V</u>,</strong> Farantos S C, Guallar V, Varotsis C <strong><em>QM/MM Calculations on Cytochrome c Oxidase: Probing of electron and proton pump coupling</em></strong>, TAM 2010 MEETING, Helsinki 15-17 June 2010.</p>
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                 <p class="ql-align-justify"><strong>29.</strong> <strong>Expanding the Frontiers of Molecular Dynamics Simulations in Biology</strong>, 23-25 November, Institu d’ Estudis Catalans, Barcelona – Spain, 2009 (Joint BSC - IRB Barcelona Conference).</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>30.</strong> Aug. 31 – Sept. 5 2009:<strong> </strong>Summer School on Simulation Approaches to Problems in Molecular and Cellurar Biology, Miramar Palace, San Sebastian, Spain. <strong>Cecam</strong> (Centre Europeen de Calcul Atomique et Moleculaire), <em>under </em><strong>Psi-K</strong><em> scholarship</em>.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>31. <u>Daskalakis V</u></strong>, Farantos S C, Guallar V, Varotsis C <strong><em>Towards the Understanding of His411-Fe</em></strong><sup><strong><em>IV</em></strong></sup><strong><em>=O Spectroscopic Properties in Ferryl Intermediate of Cytochrome c Oxidase + O</em></strong><sub><strong><em>2</em></strong></sub><strong><em> Reaction: A Theoretical QM/MM, MD Approach</em></strong>, 14<sup>th</sup> International Conference on Biological Inorganic Chemistry (ICBIC14), 25-30 July, Nagoya, Japan, 2009. <strong><em>SBIC (The Society of Biological Inorganic Chemistry) </em></strong><em><u>Poster Award for outstanding contribution</u></em><strong><em>.</em></strong></p><p class="ql-align-justify"><strong><em>&nbsp;</em></strong></p><p class="ql-align-justify"><strong>32. </strong><u>Porrini M</u><strong>, Daskalakis V</strong>, Farantos SC, Varotsis C<strong><em> Heme cavity dynamics of photodissociated CO from ba</em></strong><sub><strong><em>3</em></strong></sub><strong><em>-cytochrome c oxidase: The role of ring-D propionate</em></strong>, 10<sup>th</sup> Congress in Chemistry Greece – Cyprus, 2-4 July Heraklion, Greece, 2009.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>33. a.</strong> <strong><u>Daskalakis V</u></strong>, Farantos C S, Varotsis C <strong>Assigning Vibrational Spectra of Ferryl-Oxo Intermediates of Cytochrome <em>c</em> Oxidase by Periodic Orbits and Molecular Dynamics,</strong></p><p class="ql-align-justify"><strong>&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;b. <u>Daskalakis V</u>, </strong>Varotis C<strong> Cytochrome <em>c </em>Oxidase + O</strong><sub><strong>2</strong></sub><strong> reaction intermediates as probed by Density Functional Theory: The Proximal and Distal to heme <em>a</em></strong><sub><strong><em>3</em></strong></sub><strong><em> </em>effects,</strong></p><p class="ql-align-justify"><strong>&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;c. <u>Daskalakis V</u>, </strong>Varotsis C<strong> Theoretical Studies of Metal-NO<em>x </em>species, isolated and in aqueous solutions: Raman bands, </strong>10<sup>th</sup> Congress in Chemistry Greece – Cyprus, 2-4 July Heraklion, Greece, 2009.</p><p class="ql-align-justify"><strong>&nbsp;</strong></p><p class="ql-align-justify"><strong>34.</strong> 15-18 Sept. 2008: <strong>Cost Training School On Molecular And Material Science Grid Applications</strong> - Trieste, Italy.</p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>35. </strong><u>Gervasi O</u>, Farantos S C, <strong>Daskalakis V</strong>, Giatromanolakis M <strong><em>The Study of cytochrome c Oxidase on the EGEE Grid</em></strong>,<strong><em> </em></strong><em>3d EGEE User Forum</em>, <em>Clemont-Ferrand, France, 2008. </em></p><p class="ql-align-justify"><em>&nbsp;</em></p><p class="ql-align-justify"><strong>36.&nbsp;Daskalakis V</strong>, Giatromanolakis M, <u>Farantos SC,</u> Gerbasi O <strong><em>EGEE: Applications in Classical and Quantum Molecular Dynamics, </em></strong><em>First Hellas Grid User Forum</em>, <em>Athens, Greece</em>, 2007<em>.</em></p><p class="ql-align-justify">&nbsp;</p><p class="ql-align-justify"><strong>37.<u> Daskalakis V</u></strong>, Farantos S, Varotsis C <strong><em>Protein dynamics and spectroscopy for ferryl intermediate of Cytochrome c Oxidase: A molecular dynamics approach</em>, </strong>International Conference of Computational Methods in Sciences and Engineering (<strong>ICCMSE 2007</strong>), <em>Corfu, Greece, </em>2007<em>.</em> <em>(<u>Award for Best Presentation, by the Organizing Committee of ICCMSE</u>)</em></p><p class="ql-align-justify"><em>Publication: </em><strong><em>Protein Dynamics and Spectroscopy for Ferryl Intermediate of Cytochrome c Oxidase: A Molecular Dynamics Approach</em></strong>, <strong><em>AIP Computation in Modern Science and Engineering, Proc.</em></strong> 963(2): 31-34 (<strong>2007</strong>).</p><p class="ql-align-justify"><em>&nbsp;</em></p><p class="ql-align-justify"><strong>38.</strong> Pinakoulaki E, Ohta T, <strong>Daskalakis V</strong>, Aggelaki M, Kitagawa T, Ludwig B, <u>Varotsis C</u><em> </em><strong><em>, </em>ISBC2006</strong>, Konan Fiber, Fiber, Konan University, Japan, 2006<em>.</em></p><p class="ql-align-justify"><br></p><p><strong>39. <u>Daskalakis V</u></strong>, Frudakis G, Varotsis C <strong><em>DFT</em></strong><em> </em><strong><em>Study of endoperoxides and&nbsp;their intermediates in Fe(II) cleavage of the endoperoxy bridge</em></strong><em>, </em>19<sup>th</sup> National Conference in Chemistry<em>, </em>Heraklion, Crete, Greece<em>, </em>2002.</p>
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                 <p><strong>53 δημοσιεύσεις</strong> ως άρθρα σε περιοδικά με ομότιμη κρίση (46), κεφάλαια βιβλίων (6) και πρακτικά συνεδρίων. <strong>Πρώτος συγγραφέας σε 23/53</strong> και <strong>αλληλογραφών συγγραφέας σε 23/53 </strong>δημοσιεύσεις, παρουσιάζοντας ισχυρή ερευνητική ανεξαρτηρία (h-index Scopus 17, Google Scholar 22, i10-index 31). Δημοσιεύσεις σε κορυφαία περιοδικά στους τομείς της βιοφυσικής χημείας, φυσικοχημείας και βιομοριακής Δυναμικής (π.χ. J. Am. Chem. Soc. Proc. Natl. Acad. Sci USA, Biochim. Biophys. Acta, NPG Commun. Chem., Sci. Rep., J. Phys. Chem. B-C, Phys. Chem. Chem. Phys., Chem. Commun., J. Biomolecular Struct. and Dynamics). Ομότιμος κριτής σε περιοδικά, όπως Nature Journals, ACS Physical Chemistry Journals, RSC Phys. Chem. Chem. Phys., RSC Advances, Springer J. Molecular Modeling (περισσότερες από 270 κρίσεις σε περιοδικά, Web of Science – publons, <strong>Outstanding Reviewer for Phys. Chem.</strong></p><p><strong>Chem. Physics 2024</strong>; Phys. Chem. Chem. Phys. 2025, 27, 12111-12111). Ομότιμος κριτής για ερευνητικές προτάσεις σε κέντρα Υπερυπολογιστών (High Performance Computing, HPC) όπως CyTera και Cyclone στο Ινστιτούτο Κύπρου, GRNET ARIS HPC - the National Infrastructures for Research and Technology, CSCS-Swiss National Supercomputing Centre, Institute for Advanced Simulation (IAS), Jülich Supercomputing Centre (JSC), Gauss Centre for Supercomputing (GCS) and the John von Neumann Institute for Computing (NIC)). Κριτής για το Biotechnology and Biological Sciences Research Council (BBSRC) και το Czech Science Foundation. <strong>44 συμμετοχές σε Διεθνή Συνέδρια </strong>- Σεμινάρια, περιλαμβανομένων <strong>13 διαλέξεων με πρόσκληση</strong> . Η ερευνητική μου δραστηριότητα έχει περιληφθεί στο περιοδικό PRACE DIGEST (Insight Publishers) τα έτη 2017, 2020.</p>
            
        
         
             Έρευνα
             
                 Εργαστήριο Βιομοριακής Δυναμικης και Μηχανικής
                 <p>Η ανεξάρτητη ερευνητική μου δραστηριότητα επικεντρώνεται σε μελέτες βιοφυσικής χημείας μεγάλων βιολογικών μορίών που συμμετέχουν σε διαδικασίες σχετιζόμενες με τις επιστήμες ζωής (Βιολογία, Βιομοριακή Μηχανική):</p><p><strong>Heme proteins, Photosystem II Light Harvesting Complexes, SARS-CoV-2 proteins, Intrinsically Disordered Proteins and Condensates, Protein Thermostability, the CRISPR-Cas and Fanzor systems</strong></p><p>Στο εργαστήριο εφαρμόζουμε υπολογιστικές τεχνικές που βασίζονται στη μεθοδολογία της Μοριακής Δυναμικής (MD) , όπως η επιταχυνόμενη δυναμική (accelarated MD), η μεταδυναμική πολλαπλών βημάτων, ή η μεταδυναμική παράλληλης ανταλλαγής στο ομαλά-συγκλίνον στατιστικό σύνολο, σε συνδυασμό με την κβαντική μέθοδο του Συναρτησιακού της Ηλεκτρονιακής Πυκνότητας (DFT). Το στήσιμο των μοντέλων και η ανάλυση των αποτελεσμάτων (τροχιών MD) βασίζεται σε εργαλεία βιοπληροφορικής (αλγόριθμοι αλληλεπίδρασης πρωτεΐνης με πρωτεΐνη, δομική ευθυγράμμιση και αλληλουχική ομολογία, μοντέλα Markov State). Για την έρευνά μας, χρησιμοποιούμε υπερυπολογιστικά συστήματα (HPC, Joliot Curie - Irene ROME TGCC στη Bruyères-le-Châtel, Salomon iT4i στην Τσεχία, SuperMUC-NG LRZ στο Μόναχο, HLRS στη Στουτγάρδη, MareNostrum στο Υπερυπολογιστικό Κέντρο της Βαρκελώνης) στο πλαίσιο των επιχορηγούμενων προγραμμάτων EuroHPC JU (https://www.eurohpc-ju.europa.eu), PRACE/ DECI (https://prace-ri.eu/). Η διττή οπτική που παρέχει ο συνδυασμός υπολογιστικών και πειραματικών τεχνικών βιοχημείας, βιοφυσικής και βιολογικής χημείας καθιστά την ομάδα μου μια από τις πιο κατάλληλες να μελετήσουν απαιτητικούς ερευνητικούς στόχους.</p>
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                 Ακαδημαϊκή Καθοδήγηση
                 <p class="ql-align-justify"><strong><u>Πανεπιστήμιο Πατρών (2023 - σήμερα)</u></strong></p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><em>Διδακτορικές Εργασίες/ Υποψήφιοι Διδάκτορες (Ph.D):</em></strong></p><p class="ql-align-justify"><strong>Ενεργές (3)</strong>: Θεοφάνη Ιωσηφίνα Σουσάνη, Boutheina Zender, Ηλίας Καρβούνης</p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><em>Ερευνητικές Συνεργασίες:</em></strong></p><p class="ql-align-justify"><strong>Ενεργές (1): </strong>Πάνος Κούκος (μεταδιδακτορικός)</p><p class="ql-align-justify"><strong>Ολοκληρωμένες (2): </strong>Αριάδνη Κωνσταντοπούλου (μεταδιδακτορικός), Κωνσταντίνος Χατζηκυριάκος (ερευνητικός συνεργάτης)</p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><em>Προπτυχιακές Διπλωματικές Εργασίες (Πτυχίο Μηχανικού)</em></strong></p><p class="ql-align-justify"><strong>Ενεργές (6)</strong>: Αναστασία Ιακώβου, Μινασιάν Αζάτ, Ναταλία Χρόνη, Καλλιόπη Καράντζη, Ναταλία Εμμανουηλίδη, Ανδρέας Γουσγουνέλλης</p><p class="ql-align-justify"><strong>Ολοκληρωμένες (3)</strong>: Τσίκλη Θεώνη, Τσιάβου Βαλεντίνα, Νίτας Παναγιώτης</p><p class="ql-align-justify"><br></p><p><strong><em>Συμμετοχή στην Επιτροπή Αξιολόγησης Διδακτορικών Διατριβών:</em></strong></p><ol><li data-list="ordered"><span class="ql-ui"></span>Σωτήρης Ζερβέας (Πανεπιστήμιο Κρήτης, Τμήμα Βιολογίας)</li><li data-list="ordered"><span class="ql-ui"></span>Μαρία Πολυχρονάκη (Πανεπιστήμιο Κρήτης, Τμήμα Χημείας)</li><li data-list="ordered"><span class="ql-ui"></span>Χρήστος Κοσίνας (Πανεπιστήμιο Πατρών, Τμήμα Χημ. Μηχ.)</li><li data-list="ordered"><span class="ql-ui"></span>Αλέξανδρος Λυρατζάκης (Πανεπιστήμιο Κρήτης, Τμήμα Χημείας)</li><li data-list="ordered"><span class="ql-ui"></span>Δανάη-Μαρία Κοτζαμπάση (Πανεπιστήμιο Κρήτης, Τμήμα Βιολογίας)</li><li data-list="ordered"><span class="ql-ui"></span>Παναγιώτα Σιαχούλη (Ίδρυμα Τεχνολογίας και Έρευνας - Ελλάδα, ΙΤΕ)</li><li data-list="ordered"><span class="ql-ui"></span>Βασιλική K. Βαλαντή (Πανεπιστήμιο Κύπρου, Τμήμα Χημείας)</li></ol><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><u>Τεχνολογικό Πανεπιστήμιο Κύπρου (2010 - 2023)</u></strong></p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><em>Προπτυχιακές Διπλωματικές Εργασίες (Πτυχίο)</em></strong></p><p class="ql-align-justify"><strong>Ολοκληρωμένες (9)</strong>: Χαραλάμπους Φεβρωνία, Ιωάννου Νεοφύτα, Παναγιώτου Φωστήρα, Νεάρχου Ειρήνη, Δημητρίου Δ. Κωνσταντίνος, Γεωργίου Α. Γεωργία, Ελευθερίου Αντώνης, Βορκά Φλώρα, Χαραλάμπους Ανδρέας, Παλαζής K. Ανδρέας, Κατσώνη Παναγιώτα</p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><em>Μεταπτυχιακές Διπλωματικές Εργασίες (δίπλωμα Master’s)</em></strong></p><p class="ql-align-justify"><strong>Ολοκληρωμένες (5)</strong>: Χαραλάμπους Φεβρωνία, Ιωάννου Νεοφύτα, Παπαδάτος Σωτήρης, Ανθή Χρυσαφούδη (σε συνεργασία με το Τμήμα Βιολογίας, Πανεπιστήμιο Κρήτης), Δανάη Μαρία Κοτζαμπάση (σε συνεργασία με την Ιατρική Σχολή του Πανεπιστημίου Κρήτης και το Ινστιτούτο Πληροφορικής του Ιδρύματος Έρευνας και Τεχνολογίας).</p><p class="ql-align-justify"><br></p><p class="ql-align-justify"><strong><em>Διδακτορικές Εργασίες/ Υποψήφιοι Διδάκτορες (Ph.D):</em></strong></p><p class="ql-align-justify"><strong>Ολοκληρωμένες (1)</strong>: Σαλάμεχ Αναστασία</p>
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                 <p>1. <strong>Associate Editor</strong>, Frontiers in Chemistry, Theoretical and Computational Chemistry section</p><p>2. Διακεκριμένο Μέλος της Αμερικανικής Ένωσης Χημείας (2024-2025)</p><p>3. Μέλος της <strong>επιτροπής μεταπτυχιακών σπουδών του Τμήματος </strong>Χημικών Μηχανικών (ΧΜ) του Πανεπιστημίου Πατρών (2024-2025)</p><p>4. Οργάνωση σεμιναρίων για την <strong>επιλογή θεμάτων διπλωματικών εργασιών</strong> στο πλαίσιο των προπτυχιακών σπουδών του Τμήματος ΧΜ (2024-2025).</p><p>5. Μέλος της <strong>επιτροπής του κοινού προγράμματος στη Χημική Μηχανική με το Τεχνολογικό Πανεπιστήμιο Liaoning</strong> (Liaoning University of Technology).</p>
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                 <p>1. <strong>Μέλος του Συμβουλίου της Σχολής Γεωτεχνικών Επιστημών και Διαχείρισης Περιβάλλοντος </strong>(2022-2023)</p><p>2. <strong>Συγκλητική Επιτροπή Συστημάτων Πληροφορικής και Τεχνολογίας</strong> (ΣΠΤ) (2012-2018)</p><p>(a) Αναθεωρήσεις του ετήσιου προϋπολογισμού του Πανεπιστημίου που αφορά την Υπηρεσία ΣΠΤ</p><p>(b) Επιτροπή του Έργου IdM (IAM) για την ενσωμάτωση του “Identity Access Management” στα πληροφοριακά συστήματα του Τεχνολογικό Πανεπιστήμιο Κύπρου</p><p>(c) Επιτροπή για το Έργο «Λογισμικά Microsoft για φοιτητές»</p><p>(d) Επιτροπή για την πολιτική και τους κανόνες πρόσβασης στο διαδίκτυο από τους χρήστες του Τεχνολογικού Πανεπιστημίου Κύπρου</p><p>3. <strong>Επιτροπή Προπτυχιακών &amp; Μεταπτυχιακών Σπουδών</strong> του Τμήματος (2011-2023)</p><p>4. <strong>Επιτροπή Διασφάλισης Ποιότητας του Τμήματος</strong> (2011-2018)</p><p>5. Την Ad hoc Επιτροπή Μονάδων ECTS του Τεχνολογικού Πανεπιστημίου Κύπρου (2014)</p><p>6. Την Ad hoc Επιτροπή για το «Ανοιχτό Πανεπιστήμιο» (2016-2023)</p><p>7. Την Επιτροπή Παγκύπριων Εξετάσεων για την εισαγωγή στην Ανώτερη Εκπαίδευση Κύπρου-Eλλάδας (2014)</p><p>8. Μέλος της εφορευτικής επιτροπής για την εκλογή των Ακαδημαϊκών μελών του Συμβουλίου του Πανεπιστημίου (2012)</p><p>9. Μέλος της επιτροπής RAC για κατανομή υπολογιστικού χρόνου στο Cyclone (Ινστιτουτο Κύπρου)</p>
            
        
         
             Εκπαιδευτικό Έργο
             
                 Ανεξάρτηση Διδασκαλία
                 <p><strong>Πανεπιστήμιο Πατρών, Τμήμα Χημικών Μηχανικών (Προπτυχιακά):</strong></p><p>(1) CHM-163 Εργαστήριο Υπολογιστών (Χειμερινά Εξάμηνα 2023-2025), (2) CHM-363 Εισαγωγή στον Προγραμματισμό - Θεωρία &amp; Εργαστήριο (Χειμερινά</p><p>εξάμηνα 2023-2025)</p><p><strong>Πανεπιστήμιο Πατρών, Ιατρική Σχολή (Μεταπτυχιακά):</strong></p><p>(1) Μεθοδολογία στην Έρευνα Βιοεπιστημών BIE - Προσομοιώσεις Βιομοριακών αλληλεπιδράσεων (2023-2024)</p><p><strong>Πανεπιστήμιο Ιωαννίνων, Ιατρική Σχολή (Μεταπτυχιακά):</strong></p><p>(1) Λειτουργική Ανάλυση Γονιδίων: Από τον Σχεδιασμό στο Έμβιο Σύστημα - Βιομοριακές Προσομοιώσεις και ορθολογικός σχεδιασμός φαρμάκων (2024-2025)</p><p><strong>Πανεπιστήμιο Κρήτης, Τμήμα Βιολογίας (Μεταπτυχιακά):</strong></p><p>«ΦΩΤΟΣΥΝΘΕΣΗ: Η φωτοσυνθετική μηχανή στο μικροσκόπιο της Μοριακής Δυναμικής», στο μεταπτυχιακό πρόγραμμα «Μοριακή και Εφαρμοσμένη Βιολογία Φυτών – Πράσινη Βιοτεχνολογία» (Χειμερινο Εξάμηνο 2023/ Εαρινά Εξάμηνα 2019-2022)</p><p><strong>Πανεπιστήμιο Κρήτης, Ιατρική Σχολή (Μεταπτυχιακά)</strong>:</p><p>«Στο μικροσκόπιο της Μοριακής Δυναμικής», στο μεταπτυχιακό πρόγραμμα «Βιοπληροφορική» (Φθινοπωρινό Εξάμηνο 2021)</p><p><br></p><p><strong>Τεχνολογικό Πανεπιστήμιο Κύπρου (Μεταπτυχιακά):</strong></p><p>(1) Υπολογιστική Περιβαλλοντική Χημεία, Βιοχημεία και Βιολογία (Εαρινά εξάμηνα 2012-2017), (2) Ειδικά Θέματα στην Περιβαλλοντική Βιοεπιστήμη (Φθινοπωρινό εξάμηνο 2014)</p><p><strong>Τεχνολογικό Πανεπιστήμιο Κύπρου (Προπτυχιακά):</strong></p><p>(3) Υπολογιστικά Περιβαλλοντικά Μοντέλα &amp; Εισαγωγή στο MATLAB (Εαρινά εξάμηνα 2011-2020) (4) Μοντέλα Διασποράς (Φθινοπωρινά εξάμηνα 2011-2020), (5) Φυσική Περιβάλλοντος (Φθινοπωρινό εξάμηνο 2011), (6) Αρχές Θερμοδυναμικής &amp; Χημικής Κινητικής (Εαρινά εξάμηνα 2011-2012), (7) Εφαρμοσμένη Θερμοδυναμική II (Εαρινά Εξάμηνα 2020-2022), (8) Δυναμική Προσομοίωση Συστημάτων με τη βοήθεια Η/Υ (Φθινοπωρινά εξάμηνα 2019-2022), (9) Μαθηματικά ΙΙΙ (Διαφορικές Εξισώσεις) (Φθινοπωρινά Εξάμηνα 2021-2022), και (10) Φυσική ΙΙ (Ηλεκτρισμός - Μαγνητισμός - Ηλεκτρομαγνητισμός) (Εαρινό Εξάμηνο 2022).</p><p><br></p><p><strong>ΔΙΔΑΣΚΑΛΙΑ:</strong></p><p>Ενδεικτική λίστα μαθημάτων που μπορώ να διδάξω ανεξάρτητα: Γενική Χημεία, Βιοχημεία Ι-ΙΙ, Βιο-Μαθηματικά, Φυσικοχημεία – Θερμοδυναμική, Φασματοσκοπία, Βιοστατιστική, Υπολογιστική Βιολογία, Δομική Βιολογία, Προγραμματισμός, Δομή και Λειτουργία Πρωτεϊνών, Προσομοίωση Βιολογικών Συστημάτων: μέθοδοι πρόβλεψης δομής.</p>
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