Name
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Marital Status :

Nationality

Address

CURRICULUM VITAE

Georgios A. SPYROULIAS

16 October 1965, Thessaloniki
Married (1 child)
Greek

Department of Pharmacy, University of Patras,
GR-26504 Patras, GREECE,

Tel : +302610 962350,1,2 Fax : +30 2610 962350
e-mail : G.A.Spyroulias@upatras.gr
http://bionmr.upatras.gr

Academic Background :

- September
- February

- June

1989
1992

1995

Home Address :

Agias Triados 3
Psathopyrgos - Rion
GR-26500 Patras, GREECE
Tel : +30 2610 932 133

B.Sc. In Chemistry, Aristotle University of Thessaloniki, Thessaloniki, Greece.

M.Sc. In Chemistry, (Supervisor Prof. Athanassios Coutsolelos) « Bioinorganic Chemistry
of Coordination Compounds », Department of Chemistry, University of Crete, Greece.

Ph.D. In Chemistry, (Supervisor Prof. Athanassios Coutsolelos), Department of

Chemistry, University of Crete, Heraklion, Greece.

Current Professional Status

- September

- November

2014

2015

Professor University of Patras, Department of Pharmacy, Patras, GREECE.

Design/Simulation of bioactive molecules with pharmacological interest.
Head of the Pharmacy Department, University of Patras (2015-2017 & 2017-2020)

Professional Appointments :

- July-August
- June

- July

- October
- January
- May

- Nov

- May

- August
- December

1987
1995

1995

1995

1997

2000

2001
2001
2003
2009

«EKO» Chemicals, Co. Department of Chemical Processes, Thessaloniki, GREECE.

Short-term Post-Doctoral Research (in Prof. I. Bertini’s lab, Universita degli Studi di

Firenze, Firenze, ITALY)

Short-term Post-Doctoral Research (in Prof. R. Poilblanc’s lab, Laboratoire de Chimie de

Coordination, C.N.R.S, Toulouse, FRANCE.)

Post-Doctoral Fellow (in Dr. D. Mansuy’s lab, René Descartes, Paris V, Laboratoire De
Chimie et Biochimie, C.N.R.S. URA 400, Paris, FRANCE.)

Post-Doctoral Fellow (in Prof. I. Bertini’s lab, Universita degli Studi di Firenze,
Laboratorio di Chimica Inorganica e Bioinorganica, Firenze, ITALY)

Post-Doctoral Fellow (in Prof P. Kordopatis’ lab, University of Patras, Department of

Pharmacy, Patras, GREECE).

Post-Doctoral Researcher, 2001-2003, Department of Pharmacy, U of Patras, GREECE.
Research Associate, University of Patras, Department of Pharmacy, Patras, GREECE.

Assistant Professor University of Patras, Department of Pharmacy, Patras, GREECE.

Associate Professor University of Patras, Department of Pharmacy, Patras, GREECE.


mailto:G.A.Spyroulias@upatras.gr
http://bionmr.upatras.gr/

Current Research Activities and Interests:

@
®

Design/Simulation and Engineering of Bioactive Molecules, such as bioactive peptides and modified proteins.

Structural Bioinformatics, such as homology modeling, docking and molecular dynamics, in silico design and
development of combinatorial libraries of compounds and virtual screening process towards the quest of lead-
molecules with biological activity towards protein/enzyme targets, etc.

Protein preparation for NMR structural studies: polypeptide overexpression/purification and uniform or
selective labeling (**N, *3C, ?H, residue specific labeling, segmental labeling, etc.).

Structure-Activity Relationship by NMR and Solution Conformational Analysis & 3D Structure determination
of Biomolecules, such as metalloproteins/metalloenzymes (implicated in electron transfer, proteolysis,
ubiquitination pathway and NO signaling, viral protein domains implicated in viral replication or suppression of
human Innate Immune Response, RNA and nucleotide binding proteins, Protein-protein/RNA/small molecule
interaction and complexes, (poly)peptides, etc. (https://research.upatras.gr/idrymatikes-ypodomes/)

Biophysical Characterization of protein and their complexes through a number of techniques, such as: (a) UV-
visible (UV-vis)& Circular Dichroism (CD) Spectroscopy for structure and thermal stability analysis, (b) Size
Exclusion Chromatography coupled with Multiple Angle Laser Light Scattering (SEC-MALLS) to determine
protein concentration, shape and oligomerization state, (c) Isothermal Titration Calorimetry (ITC) to determine
the physicochemical properties and binding kinetics of the association of protein with other molecules.

NMR metabolomics: analysis of biological fluids (urine, blood serum & plasma, tissues/cell extracts, etc.) for
the identification of biomarkers, metabolic fingerprint and disorders.

Fellowships & Awards:

« EMY » Fellowship for PhD research, Ministry of Education (U of Crete, GREECE; 11/1989-10/1994).

« ERASMUS » Grant (Contract N°: ICP-92-G-2002/13. University Paul Sabatier, CNRS, Toulouse, FRANCE ;
11/1992-4/1993).

« DIGITAL CORPORATION AWARD » for Achievements in PhD Research (U of Crete, GREECE; 1993).
« CLAUDE BERNARD Fondation » Grant (U René Descartes, Paris, FRANCE ; 11/1996-12/1996).

« Platon » Bilateral Cooperation Scientifique Franco-Hellenique, REF. PAI/GRC 9508. 1994-1995, University of
Crete, Department of Chemistry, GREECE & Laboratoire de Chimie de Coordination, C.N.R.S, Toulouse, FRANCE.

Participation in Research Programs During Post-Doctoral Research Activities:

1.

Human Capital & Mobility, Université René Descartes, Paris V, Laboratoire De Chimie et Biochimie, C.N.R.S.
URA 400, Paris, FRANCE :

- Contract N° : ERBCHRXCT 9460492, “Transition Metals In Supramolecular Catalysis”, 1995-1996.

Training & Mobility of Researchers, Universita degli Studi di Firenze, Laboratorio di Chimica Inorganica e
Bioinorganica, Florence, ITALY:

- Contract N° : CHRX-CT 940540, “Structure —Function Relationships in Haemoproteins”, 1997.

- Contract N°: FMGE-CT98-0107, “Development of NMR Instrumentation and Software to Achieve Excitation
and Detection of Large Bandwidths and Dipolar Couplings in High Resulotion Spectra at High-Field”, 2000.

Approved Proposal for Access/Use of Large Scale Facilities/Infrastructures :

1.

FLORMARPARM Large Scale Facility - Contract N° : ERBCHGECT 940060. 1995, Universita degli Studi di Firenze,
Laboratorio di Chimica Inorganica e Bioinorganica, Florence, ITALY.

NMRPARABIO Large Scale Facility - Contract N° : ERBFMGECT 950033. 1997, Universita degli Studi di Firenze,
Laboratorio di Chimica Inorganica e Bioinorganica, Florence, ITALY.

NMRPARABIO Large Scale Facility - Contract N°: HPRI-CT-1999-00009. 2000-2003, Center of Magnetic
Resonance (CERM), Florence, ITALY.

EU-NMR Large Scale Infrastructure - Contract N°: RII3-026145. 2006-2010, Center of Magnetic Resonance
(CERM), Florence, ITALY & RALF-NMR Large-Scale Facility, Lyon, FRANCE.
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Competitive Research Grants Awarded :

1.

10.

11.

12,

13.

14.

Marie Curie Research Training Grant (European Union) - Contract N° : ERBFMBICT 972477. “NMR Spectroscopy

to study the factors controlling the folding/unfolding process in Paramagnetic Metalloproteins”, 1997-1999,

Department of Chemistry, University of Florence, ITALY. Grant Holder

Marie Curie Research Grant (European Union) - Contract N° : HPMF-CT-1999-00344. “NMR Structural Studies

of Chemically Modified c-Cytochromes as a probe of Protein Folding Pathways”, 2000-2001, Department of

Pharmacy, University of Patras, GREECE. Grant Holder

“C. Carathéodory” Research Grant — Program No 2790, ‘Structure-Function Relationship of the blood pressure

regulating factors through NMR conformational studies of molecular complexes of Angiotensin Converting

Enzyme catalytic sites with vassoactive peptides’, 2001-2003, University of Patras, GREECE. Principal

Investigator.

EMBO Short-term Research Grant, Center of Magnetic Resonance, Florence, ITALY. Principal Investigator.

- Contract N °: ASTF 53-2003, “NMR Structure Elucidation of Angiotensin-I Converting Enzyme (ACE) Catalytic
Sites and Their Complexes With Angiotensin-1”, 2003.

- Contract N° : ASTF 99-2004, “Mapping the Contact Interface of HIV gp120 V3 and CD4+ T-Cell CCR5 N-terminal
Peptides through NMR Spectroscopy : Implications for HIV Inhibitors Design”, 2004.

IKYDA Bilateral Cooperation Greece-Germany, “Interaction between Calmodulin and a Calmodulin Binding

Peptide of SK2 Potassium Channels by NMR”, 2003-2005, University of Patras, GREECE & University of Freiburg,

GERMANY. Principal Investigator.

“PYTHAGORAS” Research Program (Ministry of Education, GREECE) “Structural Study of recombinant

extracellular domains of Acetylocholine Receptor” 2004-2005, University of Patras. Co-Investigator.

EQUAL/eNIMENQ Program (Ministry of Occupation, GREECE) «Enhancement of the capabilities of individuals

suffering from Neuromascular diseases through an e-learning program» 2005-2007, University of Patras, Co-

Investigator.

“PENED 2003” Research Program (GSRT, Ministry of Development, GREECE) ‘Study of Structure-Function

Relationship of the growth factor Pleiotropin for the identification of protein fragments with anticancer activity’

2005-2008, University of Patras. Co-Investigator.

Spanish Ministry of Education and Science Research Grant - CTQ2005-00360/BQU, “Caracterizacion Mediante

Resonancia Magnetica Nuclear del Extremo C-terminal del Receptor Vaniloide Y de Proteinas Helice-Lazo-Helice

Implicadas en el Crecimiento del Sistema Neuronal”, 2006-2008, University of Patras, GREECE & Universidad

Miguel Hernandez, Alicante, SPAIN. Collaborating Researcher.

“INNO-FARM - Joint Research & Technological development Programm of West Greece” (GSRT, Ministry of
Development, GREECE) ‘Design, Evolution and Therapeutic Development of New Biomolecules’ University of
Patras (Total budget: 500 K€; Team budget 70 K€), 2006-2008. Co-Investigator.

“Greek-Spanish Joint R+T Collaboration Program —EMAv M.4.3.6.1.€” (GSRT, Ministry of Development, GREECE)
‘Determination of the Key Residues Implicated in the Stability of the Blue Copper Protein Rusticyanin and in the
Electron Transfer’ - University of Patras (Total budget: 11 K€), 2005-2007. Principal Investigator.
“FP6-2005-LIFESHEALTH. Life Sciences, genomics & biotechnology for health” (European Union) "Applied
Venomics of the Cone Snail Species Conus Consors for the Accelerated, Cheaper, Safer and More Ethical
Production of Innovative Biomedical Drugs (CONCO)". ContractN° 037592, www.conco.eu, 2005-2010.
University of Patras, Partner #9, Co-Investigator

“C. Carathéodory” Research Grant, ‘NMR Structural Study of HDM2 & HDMX Ring Finger Domains, regulators
of tumor-suppressor protein p53’ Program C.181, 2007-2010, University of Patras (Total budget: 28 K€). Principal
Investigator.

“FP7-HEALTH-2007-2.1.1-5. Structure-function analysis of membrane-transporters and channels for the
identification of potential drug target sites.” (European Union) ‘NEUROCYPRES: Neurotrasmitter Cys-loop
receptors: structure, function and disease ()’, CP-Collaborative Project, Contract N° HEALTH-F4-2008-202088,
www.neurocypres.eu, 2008-2012. University of Patras (Total budget: 589 K€), Partner #15, Principal Investigator
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15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

“FP7-INFRA-2008-1.1.1. Capacities — Research Infrastructures” (European Union), “EAST-NMR: Enhancing
Access and Services To East European users towards an efficient and coordinated pan-European pool of NMR
capacities to enable global collaborative research and boost technological advancements”, Integrated Activities,
Contract N° CP-CSA-Infra-228461, www.east-nmr.eu, 2009-2013. University of Patras (Total budget: 91 K€),
Partner #12, Principal Investigator

Internal Networks of University of Patras, Collaborating Researcher in three networks

- Program No C.766, “METSNET: A network for the study of the molecular mechanisms implicated in various
factors of Metabolic Syndrome”, 2009-2012.

- Program No C.787, “Network for the development and biological Evaluation of potent anti-inflammatory and
anti-microbial pharmaceutical products”, www.multipotentdrugs.upatras.gr, 2009-2012.

- Program No C.851, “PHARMANET: Network of Structural and Functional Studies of Molecules with
Pharmaceutical value", www.pharmanet.upatras.gr, 2009-2012.

“Greek-Turkish (GSRT-TUBITAK) Joint R+T Collaboration Program” (GSRT, Ministry of Development, GREECE),
“Structure-Function Relationship of a new RING finger E3 ubiquitin ligase, a dominant regulator of TGF-b
signaling pathway and TGF-b-dependent tumor suppression” 2010-2012, University of Patras (Total budget: 15
K€). Principal Investigator.

«HERACLITUS II: Reinforcing the Human Research Potential through Graduate Research » (Greek Ministry of
Education, GREECE), “Expression, Characterization and Structural Investigation through Nuclear Magnetic
Resonance (NMR) of the Bacillus anthracis Anthrax Lethal Factor Zn-protease Catalytic Site”, 2011-2014.
University of Patras (Total budget: 45 K€), Principal Investigator.

“GSRT- THALIS: Reinforcing the Human Research Potential through Graduate Research” (GSRT, Greek Ministry
of Education, GREECE), “Hydrogen sulfide, a new endogenous regulator of angiogenesis: signaling,
physiology/pathophysiology and development of pharmacological inhibitors”, 2011-2015. (Coordinator: Lab. of
Mol. Pharmacology, Dept. of Pharmacy), Co-Investigator.

“FP7-REGPOT-2011-1. Capacities — Research Potential” (European Union), “SEE-DRUG: Establishment of Centre
of Excellence for Structure-Based Drug Target Characterization: Strengthening the Research Capacity of South-
Eastern Europe”, Coordination & Support Actions, Contract N° CT-2011-285950, www.seedrug.upatras.gr, 2012-
2015. University of Patras (Total budget: 3.2 M€), Coordinator.

“K. Caratheodory 2013” Research Program for Post-Doctoral Research, Program No 2013-6661, «Urine
Metabolite analysis through high-resolution homo-/hetero-nuclear NMR-based metabolomics», 2014-2016.
University of Patras, Budget 51,5 K€ Principal Investigator.

“GSRT - ARISTEIA 1I”, Program No 4659, «Biophysics-DRUGS: Diffraction and NMR experimental platform for
drug screening», 2014-2015. University of Patras (Pl Dr. Irene Margiolaki), Team Budget ~45 K€, Co-Investigator.
National Greek Roadmap of Research Infrastructure — GSRT, Greek Ministry of Education

Research Infrastructure “INSPIRED” MIS 5002550 — Coordinator of “UPAT-RISF” core facility of INSIPRED Rl
(Budget 1,57 M€)

Research Infrastructure “OMIC-ENGINE” MIS 5002636 — Pl of UPAT Team & Research Coordinator (Budget
600 KE)

H2020-BG-2014-2, BG-03-2014 - Novel marine derived biomolecules and industrial biomaterials (European
Union), “MARISURF: Novel, Sustainable marine Bio-surfactant / Bio-emulsifiers for commercial exploitation”,
Contract No 635340, http://www.marisurf.eu/project-partners/university-of-patras/, 2015-2020. University of
Patras (Total budget: 571 K€), Partner #11. Principal Investigator

H2020-INFRAIA-2014-2015 - Integrating and opening existing national and regional research infrastructures of
European interest (European Union), “iNEXT: Infrastructure for NMR, EM and X-ray crystallography for
translational research”, Contract No 653706, http://www.inext-eu.org/department/22-upat/, 2015-2020.
University of Patras (Total budget: 31.5 K€), Partner #22. Principal Investigator.

COST Action — CA15133 — FesBioNET, 2014-2015 - (European Union), “The Biogenesis of Iron-sulfur Proteins:
form Cellular Biology to Molecular Aspects”, Contract No 653706, 2015-2020. University of Patras
(http://www.fesbionet.eu/index.php). UPAT Team Leader & Vice-Chair of the action.
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27.

28.

29.

30.

31.

32.

33.

34,

35.

36.

37.

38.

39.

40.

41.

EDMB34 - «Supporting Research teams with emphasis in the support of Young Investigators », ESPA 2014-
2020: “The role of the catalytic domain of the E3 Ubiquitin Ligase Arkadia in enzyme’s function regulation and
in diagnosis”, 2018-2019, University of Patras, (Total Budget: 56.5 K€), Principal Investigator.

HFRI (ELIDEK) Program «Supporting Post-Doctoral Researchers», «ECHNO: Enlightening the Conformational
Changes of HNOX domain of soluble guanylate cyclase (sGC) by discrimination of diatomic gases», 2018-2021,
(Grant Holder: Dr. Aikaterini Zompra, Total Budget: 180 K€), Pl of the Coordinating Organization.
H2020-MSCA-IF-2017 - MARIE SKEODOWSKA-CURIE ACTIONS (European Union), “NMRSIGN: NMR insights on
the soluble Guanylyl Cyclase conformational dynamics to illuminate the SIGNaling pathway” Contract No
795175, 2018-2020, (Grant Holder: Dr. George Dalkas, Total Budget: 165 K€), Pl of the Coordinating
Organization.

Region of Western Greece — “Supporting the Greek National Research Infrastructures of Western Greece”, Total
Budget 1.78 M€, Coordinator Prof. G. Angelopoulos, Dept of Chemical Engineering; Scientific Responsible for
the Dept of Pharmacy: Prof. G.A. Spyroulias, Budget 550 K€.

RESEARCH-CREATE-INNOVATE, MIS 5067545 (GSRT), “POLYPEPPHARM: Improved generic polypeptide drugs
with innovative pharmaceutical forms - T2EAK-00996”, 2020-2023, (Total Budget: 130 K€), Co-Investigator.
HORIZON-INFRA-2021-DEV-01 (European Union) — “Remote NMR (R-NMR): Moving NMR infrastructures to
remote access capabilities”, (https://r-nmr.eu/) GA 101058595, 2022-2025, University of Patras (Team budget:
94K€), Partner #6. PI & Member of the Steering Board.

HORIZON-WIDERA-2022-TALENTS-01 ERA Chairs (European Union) — “ESPERANCE: the ERA Chair Life Sciences
Program to EmpoweR moleculAr aNd struCtural biology initiativEs at UPAT”, (https://era-esperance.eu/) GA
101087215 (DOI 10.3030/101087215 ), 2023-2028, University of Patras (Total budget: 2,5M€, UPAT’s Budget
1,93M¢€), Coordinator.

HORIZON-MSCA-2022-SE-01 (MSCA STAFF EXCHANGE, European Union) — “RIA4FOOD: Multi-Actor Research
and Innovation Approaches for Functional Foods”, (https://ria4food.eu/) GA 101131479, 2023-2027, University
of Patras (Team Budget: 191k€), Partner #2. Pl & WP Leader.

HORIZON-CL6-2022-CIRCBIO-02-two-stages (B.3 Biodiversity, Circular Economy and Environment, European
Union) - “TOLERATE: Adaptation to climate change in the rhizosphere across the millennia”, (https://tolerate-
eu-project.com/), GA 101082049 (DOI 10.3030/101082049), 2023-2027, University of Patras (Team Budget:
277k€), Partner #7. Pl & Team Leader.

HORIZON-WIDERA-2023-ACCESS-04 (Pathways to Synergies, European Union) — “MILESTONE: UpstreaM
synergles to overcome Locked-in effects in widEning regions and broaden internationalization pathwayS for
susTainable innOvatioN and compeEtitive grant applications”, (https://milestone-he.eu/), GA 101159708 (DOI:
https://doi.org/10.3030/101159708), 2024-2027, University of Patras (Total budget: 1,2M€, UPAT’s Budget
477K€), Coordinator.

GREEK FLAGSHIP ACTIONS in interdisciplinary scientific areas with a special interest in connection to the
productive network (ID16618; MIS TA 5149305) GSRI — “Bridging big omic, genetic and medical data for
Precision Medicine implementation in Greece”, TAEDR-0539180, http://gomedprecision.gr/ (Team Budget 48K&E,
Pl Prof. Z. Lygerou), 2023-2025, Collaborator.

HFRI (Hellenic Foundation for Research & Innovation, Greece), 2nd H.F.R.I. Call for the Procurement of High-
value Research Equipment — “/MELODY - iMplementation of nEw tools to bOost the Drug discoverY pipeline at
the Department of Pharmacy/UPAT”, Proposal ID 18879. (Total budget 445k€, Pl Prof. E. Papadimitriou).
Collaborator (Scientist in charge of the Microscale Thermophoresis “Monolith X” equipment and applications).
EMBO Advanced Excellence Grant — “Elucidating the activation mechanism of human soluble Guanylate Cyclase
enzyme by potential drugs”, Proposal ID 11278, 2025. (Total Budget 25K€).

HFRI (Hellenic Foundation for Research & Innovation, Greece), 3rd Call for H.F.R.l.’s Research Projects to
Support Faculty Members & Researcher — “TALENT: Novel Soluble GuanylaTe Cyclase StimulAtors: Rational
Design-Driven Optimization and CharactErization of their Unique MechaNism of AcTion”. Proposal ID 26699,
2025-2028, (Total Budget 300k€) Pl & Coordinator.

HORIZON-MSCA-2024-SE-01 (MSCA STAFF EXCHANGE, European Union) — “GuardAgents: Study of Novel
Generation nanobodies for agri-food applications”, GA 101236168, 2025-2029, University of Patras (Team
Budget: 531k€), Partner #2. PI & WP Leader.
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Supervisor on Independent Competitive Research Grants (fellowships, training grants) Awarded to group members :

1. HFRI - Hellenic Foundation for Research and Innovation, PhD Fellowship Awarded to

- Aikaterini Tsika (BSc. Pharmacy, MSc, PhD Candidate), “Structural framework study of the function of protein
domains belonging to alphaviruses' replication complex via NMR spectroscopy”, (no 2430) 2017-2019.

- Styliani Chasapi (BSc. Chemistry, MSc, PhD Candidate), “Analysis and study of biomolecules and biomarkers in
biofluids through NMR Spectroscopy” (no. 1019) 2019-2021

- Maria Politi (BSc. Biology, MSc, PhD Candidate), “Expression, isolation and physicochemical characterization
and Structure-Activity study of recombinant polypeptides of the transcription complex of Hepatitis 1 virus
(HEV1)”, (no. 663) 2019-2022.

2. IKY PhD-Research Scholarships “MIS 5000432”, awarded to:

- Garyfallia Makrynitsa “Conformational study and dynamics of HNOX proteins and their complexes with
signaling molecules” 2018-2021.

3.“ IKY Post-Doctoral Research Grants, 2019”, awarded to:

- Dr. Aikaterini Argyriou “Study of the structural and physicochemical determinants for the recognition and
binding Hepatitis C RNA molecules by La protein, through NMR Spectroscopy”, (no. 18646) 2020-2022.

- Dr. Maria Birkou “Study of the mechanism of action of Arkadia RING Domain E3 Ubiquitin Ligase in
ubiquitination pathway” (no 16984) 2020-2022.

- Dr. Minos-Timotheos Matsoukas “Allosteric targeting, structural studies and molecular basis of activation of
the type 1 corticotropin-releasing factor receptor (CRF1R)”, (no 17071) 2020-2022.

Facilities & Institutional Infrastructures:

e Protein Production: (a) a Cold room equipped with AKTA START GO FPLC system, (b) INFORS Bioreactor
(bacteria and yeast), 3x Refrigerated Incubation Shakers & autoclave (c) 3x UV-Visible Spectrometers (Jasco V-
630iRM Quawell Q5000 // Q9000), (d) AKTApurifier 10, AKTA PURE M25 & AKTA START FPLC systems, (e)
Millipore Direct Q3-UV, (f) 2xPCR, (g) 5 refrigerated centrifuges/supercentrifuge (10-45.000rpm) & 7 rotors, (h)
Electrophoresis systems, Analytical Balances, incubators, powerful sonicator system, water baths, -86°C and -
20°C refrigerators, peristaltic pumps etc.

e Imaging facility: imager with visible light (RGB) and far red/near infrared (FR/NIR) fluorescence and
chemiluminescence detection and all general gel documentation applications for stain-free imaging.

e Structural Biology & Biophysics : (i) High-field & high-definition Bruker 700MHz NMR, equipped with a
cryogenically cooled probe for enhanced sensitivity and 4-channels (*H/2H/*3C/*N), (ii) Circular Dichroism
gChirascan Spectrometer (iii) SEC-MALS: Size Exclusion Chromatography coupled with Multiple Angle Light
Scattering system, (iv) micro-ITC: Micro Isothermal Titration Calorimetry, (v) MST — Monolith X for protein
interaction and ligand screening
https://research.upatras.gr/idrymatikes-ypodomes/
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Teaching Experience & Educational Activities in post-Graduate Programs

- November 1989 - February 1994: Department of Chemistry — University of Crete
- General Chemistry - Course & Lab training
- Organic Chemisry - Laboratory training
- Inorganic Chemistry - Course & Lab training
- June 2000 - July 2004: Greek Open University
- Principles of General & Inorganic Chemistry - Course
- August 2003 - Department of Pharmacy — University of Patras
2003 - General & Analytical Chemistry - Laboratory Training
2003 -2006 Isolation/Purification of Natural Products - Laboratory Training
2003 - Instrumental Analysis (NMR Spectroscopy) - Course
2003 - Biochemistry - Course
2006 - Informatics - Course
2008 - Bioinorganic Chemistrsy — Molecular Simulations - Course & Lab Training
2003 -2012 Chemistry of Aminoacids, Peptides and Proteins — Graduate Course
2003 Drug Design — Graduate Course
2003 -2018 Conformational Analysis of Biomacromolecules — Graduate Course
2003 -2012 Protein Biochemistry — Graduate Course
2012 - Biomolecular NMR — Graduate Course

Teaching activities to various Inter-departmental or Inter-University Graduate Studies Programs since 2003.

Training activities in Graduate Research Programs & Supervision of Experienced Researchers (since 2003)
Supervised 11 Post-Docs, 11 PhDs, >50 Masters and >120 Degree Thesis.
Advisory Committee in 20 Masters, 12 Ph.D. and Examination Committee in 21 Ph.D.

Currently: Supervision of 6 Doctoral, 8 Masters and 12 Diploma Theses.

Professional Memberships:

- Greek Chemists Association,

- Marie-Curie Fellowship Association (Hellenic MCFA, Vice-Chair, 2006- 2008),
- European Peptide Society (Greek Effective Member in EPS, 2014- ),

- Ampere Committee Member (2016- )

- Hellenic Society for Biochemistry & Molecular Biology

- Hellenic Society for Computational Biology and Bioinformatics

- Hellenic Crystallographic Association

Languages:
Greek (Native), English, French, Italian.
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Oral Presentations & Seminars :

(1) 05/09/1991 - «Synthesis and Physicochemical Characterization of porphyrinic dimers with light Lanthanide
ions». 13™ Greek Chemistry Conference, Athens, GREECE.

(2) 10/07/1995 - «Synthesis and Spectroscopy of Lanthanide Mono- and Bis- Porphyrinates». Invited by Prof. René
Poilblanc. Laboratoire de Chimie de Coordination, C.N.R.S, Toulouse, FRANCE.

(3) 23/04/1996 - «Lanthanide Sandwich-like Porphyrin Complexes with Strong m-mt Interactions. Synthesis,
Structure and Properties». Invited by Prof. Jean-Claude Marchon. Laboratoire de Chimie de Coordination. CNRS
N°1194, CEA/Grenoble-DRFMC/SCIB, 17, Grenoble, France.

(4) 12/11/1999 - «Solution Structure of Horse Heart Cytochrome c. Monitoring the Redox State-dependent
Structural changes». Department of Chemistry, University of Crete, GREECE.

(5) 23/12/1999 - «3-D Solution Structure of Fe(lll) and Fe(ll) Cytochrome c through NMR Spectroscopy».
Department of Chemistry, National Kapodistrian University. Athens, GREECE.

(6) 02/03/2001 - «Conformational Analysis of Biomolecules in Solution: NMR - 3D Structures - Biological
Implications» 2™ Conference in Medicinal Chemistry, Patras, GREECE.

(7) 16/05/2001 — «3D Solution Structure Of CRH Synthetic Analogues through NMR Spectroscopy» 4" Chemistry
Congress, University of loannina, May 16% 2001, loannina, GREECE.

(8) 05/12/2001 - «Experimental Studies of Biomolecular Systems» Department of Material Science, University of
Patras, December 5" 2001, Patras, GREECE.

(9) 8/03/2002 - «Folding and Redox-State Dependent Structural Changes of Electron Transfer Haem Proteins» 3"
Conference in Medicinal Chemistry: Drug Design & Development, Patras, GREECE.

(10) 12/04/2002 - «Conformational Analysis of Synthetic Peptides as Models of Angiotensin Converting Enzyme
Active Sites» 3 Hellenic Forum on Bioactive Peptides., Patras, GREECE.

(11) 08/11/2002 - «Structural Features Analysis of Angiotensin-I Converting Enzyme Catalytic Sites» 19*" Hellenic
Chemistry Conference, Heraklion Crete, GREECE.

(12) 14/03/2003 - «NMR Models of Angiotensin-I Converting Enzyme Catallytical Sites» 4" Conference in Medicinal
Chemistry : Drug Design & Development. Patras, GREECE.

(13) 11/02/2003 - «Design/Simulation of Bioactive Compounds of Pharmaceutical Interest» Department of
Pharmacy, University of Patras, Patras, GREECE.

(14) 12/06/2003 - «<NMR Models of the Angiotensin-I Converting Enzyme Zn(ll) Catalytic Sites : The basis for a
structural study on the enzyme-substrate interaction» 7" FIGIPS (Invited Lecture), Lisbon, PORTUGAL.

(15) 11/03/2004 - «Monitoring the interaction between the HIV-1 gp120 V3-loop and the N-terminal CCR5 peptide
constructs through NMR Spectroscopy» 5" Conference in Medicinal Chemistry, Patras, GREECE.

(16) 10/05/2004 - «Solid-phase synthesis and Conformational Properties of peptide models that represents the
active sites of Angiotensin-I Converting Enzyme» 9t Naples Workshop — Peptides as therapeutics diagnostics &
vaccines, Anacapri, ITALY.

(17) 10/03/2005 - «Molecular Modeling & NMR conformational Analysis applied in the study of Zn(ll) binding sites
of Biomolecules» 6" Conference in Medicinal Chemistry, Patras, GREECE.

(18) 09/03/2006 - « Structure and Dynamics of E3 Ubiquitin Ligases Hdm2 & Hdmx tumor-suppressor protein p53
regulators » 7 Conference in Medicinal Chemistry: Drug Design & Development, Patras, GREECE.

(19) 16/05/2006 - «NMR Study of Angiotensin-I Converting Enzyme (ACE) Synthetic Peptide-based Catalytic Site Maquettes
(CSM) and CSM-Substrate/Inhibitor Interaction» 5" Hellenic Forum on Bioactive Peptides, Patras, GREECE.

(20) 25/10/2006 — «Laptop Molecular Modelling — In silico polypeptide folding into three-dimesnional and
functional structure» Welcome Ceremony for the 1* year Undergraduate Pharmacy Students, Patras, GREECE.
(21) 16/03/2007 - «Study of Anthrax Lethal Factor — peptide substrate Interaction: Implications for Structure-
Guided Design of Bioactive Molecules» 8" Conference in Medicinal Chemistry, Patras, GREECE.
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(22) 26/06/2007 - «Anthrax Lethal Factor catalytic domain: A Platform for Structure-Guided Design of Bioactive
Molecules» Invited by Dr. Nikos Oikonomakos, National Hellenic Research Foundation Institute of Organic &
Pharmaceutical Chemistry, Athens, GREECE.

(23) 20/10/2007 - «Protein Data Bank and Structure Quality Assessment» Workshop on “Bioinformatics -
“Computational Methods in Biological Data Mining”, 5th General Meeting of the International Proteolysis Society
(1PS2007), Patras, GREECE.

(24) 15/11/2007 - «A residue specific view of Anthrax Lethal Factor — peptide substrate Interaction: Implications
for Structure-Guided Design of Bioactive Molecules» Invited by Prof. Morten Grétli, University of Goteborg,
Department of Chemistry, Medicinal Chemistry, Géteborg, SWEDEN.

(25) 14/03/2008 - «An Atomic Level Insight into Anthrax Lethal Factor (LF) Substrate Selectivity » Invited by
Organizing Committee, 13th Hellenic Symposium on Medicinal Chemistry (HSMC-13), Athens, GREECE.

(26) 21/05/2008 «Conformational properties of Proteins & Biomolecular Simulations», Workshop - 4" CONCO
Consortium Meeting, Patras, GREECE.

(27) 04/06/2008 - « NMR-based structure determination of biomolecules — Part | & Il » & « Practical session:
Analysis of 2D Homonuclear NMR Data» Invited by Organizing Committee, 15 Workshop on Structure-Based Drug
Design, Athens, GREECE.

(28) 26/09/2008 - «NMR insights into the concerted action of a Scol and a putative copper chaperone to the CuA
assembly mechanism» Invited by Organizing Committee, 4th Conference of the Hellenic Crystallographic
Association, Athens, GREECE.

(29) 30/10/2008 - «Docking and Molecular Dynamics Simulations to gain an atomic level insight into Anthrax Lethal
Factor (LF) Substrate interaction» 3rd Conference of the Hellenic Society for Computational Biology and
Bioinformatics HSCBBO08, EKETA, Thassaloniki, GREECE.

(30) 30/10/2008 - «Conformational Plasticity of Ring finger E3 Ubiquitin ligases of p53 tumor suppressor protein»
3rd Conference of the Hellenic Society for Computational Biology and Bioinformatics HSCBB08, EKETA,
Thassaloniki, GREECE.

(31) 30/01/2009 - «Computational Insights into the conformational dynamics of nAChr 5mer and al-toxin
complexes — Preliminary NMR studies of nAChR subunits» 1° Annual meeting - EU FP7 Neurocypres. Hellenic Pasteur
Institute, Athens, GREECE.

(32) 31/01/2009 - «Preliminary NMR studies of a Cys-loop family prokaryotic homologue» 1% Annual meeting - EU
FP7 Neurocypres. Hellenic Pasteur Institute, Athens, GREECE.

(33) 01/02/2009 - «1. NMR Screening of ligand-AChR interaction, first results; 2. Virtual screening of 400 di-peptides
on nAChR» 1% Annual meeting - EU FP7 Neurocypres. Hellenic Pasteur Institute, Athens, GREECE.

(34) 18/03/2009 — «Structure-Activity Relationship in Biomolecules through NMR» Invited by Prof. K. Kypraios,
Department of Medicine, University of Patras, GREECE.

(35) 30/03/2009 - «Structural bioinformatics at University of Patras. Biomolecular simulations & NMR applications
to study protein architecture and socialization» HSCBB — GSRT — ELIXIR meeting, National Hellenic Research
Foundation Institute, Athens, GREECE.

(36) 08/05/2010 — « NMR Studies of GLIC prokaryotic AChR homologue and Current Progress in Labeling Strategies
towards a Complete Resonance Assignment and Structure Determination » 2" Annual meeting - EU FP7
Neurocypres. Marseille, FRANCE.

(37) 17/06/2010 — «Bioinorganic Chemistry of Zinc(ll): NMR study of the Structure-Activity Relationship of
oncoproteins and tumor suppressors» Department of Chemistry, University of Patras, 17 June 2010, Patras, GRRECE.
(38) 24/09/2010 - «Structure-Activity Relationship of Arkadia Ring finger E3 ubiquitin ligase through NMR
spectroscopy» 18" Euro QSAR, 19-24 September 2010, Rhodes, GREECE.

(39) 01/10/2010 — «NMR-Based Residue Specific Insights into the Structure-Function Correlation of Arkadia E3
Ubiquitin Ligase Ring Finger Domain» EAST-NMR 1st Young Investigators Meeting, 29 September to 1 October 2010,
Istanbul, TURKEY.

(40) 02/11/2010 - « NMR insights into the conformational dynamics of native and engineered forms of Arkadia E3
Ubiquitin ligase C-terminal Domain» "NMR in Life Sciences" — 3™ International Symposium on Organic Chemistry,
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30 October to 2" November, Sofia, BULGARY.

(41) 17/01/2011 - «Conformation, Dynamics and Interaction of peptides and proteins observed through NMR
Spectroscopy» Department of Pharmacy, University of Patras, 17 January 2011, Patras, GRRECE.

(42) 19/09/2011 — «NMR Structural Biology at University of Patras» GREEK NMR Users Meeting organized by
BRUKER Biospin & FP7 EAST-NMR, 19-20 September 2011, Athens, GREECE.

(43) 8/10/2011 - «NMR-driven docking of protein partners involved in ubiquitination pathway», 6th Conference
of the Hellenic Society for Computational Biology and Bioinformatics - HSCBB11, University of Patras, 08 October
2011, Patras, GREECE.

(44) 17/10/2011 - «Expression, characterization and NMR studies of RING domain of Arkadia tumor suppressor»,
Invited by Prof. C. Kalofonos, Department of Medicine, Oncology Sector, University of Patras, GREECE.

(45) 04/11/2011 - «Structural Biology Through Biomolecular NMR» Invited by Dr. E Tsilibary, Director of Institute
of Biology, N.C.S.R. “Demokritos”, 04 November 2011, Athens, GREECE.

(46) 07/11/2011 — «NMR Structural Biology at University of Patras — The SEE-DRUG project» Structure— &
Computer— Aided Design Workshop: Bioactive Molecules & Materials & INSTRUCT-EL Meeting, National Hellenic
Research Foundation, 07-11 November 2011, Athens, GREECE.

(47) 11/12/2011 - «Solution NMR study of the monomeric extracellular domain of a nAChR prokaryotic
homologue» 62" EEBMB Conference, 9-11 December 2011, Athens, GREECE.

(48) 11/01/2012 - «Conformational plasticity of polypeptides through Biomolecular NMR Spectroscopy» Invited by
Prof. T. Mavromoustakos, Department of Chemistry, University of Athens, Athens, GREECE.

(49) 17/04/2012 - «NMR study of Arkadia E3 ubiquitin ligase domain to correlate Zn(ll) coordination with protein
architecture, dynamics and function» 12" EURASIA Conference in Chemical Sciences, 17-21 April 2012, Corfu
GREECE.

(50) 19/05/2012 - «Conformational Dynamics and Drug Design Approaches through NMR - Basics and Applications
» 2nd Summer School of Proteins, Invited by Prof. C. Vorgias, Department of Biology, University of Athens, 18-20
May 2012, Athens, GREECE.

(51) 26/05/2012 - «Identifying functionally important residues of Arkadia E3 Ubiquitin Ligase RING Domain in E2
Recruitment and E3-E2 Interaction » 15th Symposium on Medicinal Chemistry, 25-27 May 2012, Athens, GREECE.
(52) 28/05/2012 — «NMR Conformational Dynamics and SAR studies of biologically relevant macromolecules» 3™
ARCADE Workshop, National Hellenic Research Foundation, 28-30 May 2012, Athens GREECE.

(53) 04/06/2012 - «The SEE DRUG Project at University of Patras» WIRE2012 — Week of Innovative Regions in
Europe, Invited by the WIRE2012 Organizing Committee & REGPOT Program Officer, 03-05 June 2012, Krakow,
POLLAND.

(54) 09/06/2012 - «Insights on the conformational exchange properties of GLIC ECD by solution NMR - Implications
on 5/6mer subunit socialization». 4" Annual meeting - EU FP7 Neurocypres, 07-10 June 2012, Vienna, AUSTRIA.
(55) 22/06/2012 - «Elucidating the intrinsic plasticity of the extracellular domain of a prokaryotic nAChR
homologue by solution NMR - implications on 5/6mer subunit socialization», Invited by Prof. Anna-Maria Papini,
Department of Chemistry, University of Florence, ITALY.

(56) 04/09/2012 - «Selective amino acid isotope labeling strategies for solution NMR studies of high-molecular-
weight protein drug-targets» 32" European Peptide Symposium, 04 September 2012, Athens, GREECE.

(57) 29/09/2012 - «NMR-driven Structure Function Correlation studies of Arkadia E3 Ubiquitin Ligase RING
domain», 6" Conference of the Hellenic Crystallographic Association, 28-29 September, Athens, GREECE.

(58) 09/11/2012 - «Conformational Dynamics & Function of Proteins by Solution NMR», Invited by Prof. Michael
Orfanopoulos, Department of Chemistry, University of Crete, GREECE.

(59) 10/11/2012 - «NMR Insights on the functional modulation of the RING domain of Arkadia tumor suppressor»,
63rd EEBMB Conference, 9-11 November 2012, Heraklion Crete, GREECE.

(60) 15/11/2012 - «NMR Structural Biology at University of Patras & the SEEDRUG Project », 3rd EAST-NMR Anual
User Meeting, 13-16 November 2012, Lasko, SLOVENIA.

(61) 08/12/2012 - «Solution NMR Studies of E3 Ub Ligase RING and Alphaviruses MACRO Domains», Turkish NMR
Meeting, 07-09 December 2012, Istanbul, TURKEY.
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(62) 19/03/2013 - «Conformational Dynamics of Proteins, Biomolecular Interactions and Drug Design Efforts using
NMR», Invited by Assoc Prof. S. Taraviras, Department of Medicine, University of Patras, GREECE.

(63) 12/04/2013 - «State-of-the-art NMR instrumentation & modern NMR applications in the service of Life
Sciences», 1%t Forum of Health, Patras, GREECE.

(64) 31/05/2013 - « High-resolution analysis of protein structure, dynamics and interaction through Biomolecular
NMR », «kNANOTHEO» Workshop, University of Patras, GREECE.

(65) 24/09/2013 — « NMR conformational dynamics of proteins & protein complexes », IAEA Meeting, University
of Patras, GREECE.

(66) 26/09/2013 - «Conformational Dynamics and Drug Design Approaches through NMR», 5th BBBB
International Conference 2013, 26-28 September, Athens, GREECE.

(67) 11/10/2013 — «SEEDRUG Biomolecular 700MHz NMR Facility», Inauguration of the SEEDRUG Biomolecular
NMR Facility, Rion, GREECE.

(68) 06/04/2014 - «Structural Biology by NMR: Knowledge transfer form EU RIs to Greece», ICRI-2014 - Strategic
pipeline planning: from sample preparation to 3D structure determination with bio SAXS and other biophysical
techniques, National Hellenic Research Foundation, Athens, GREECE.

(69) 20/05/2014 - «insights on the conformational plasticity of drug-target proteins» 32™ Cyprus —
Noordwijkerhout — Camerino Symposium — Trends in Drug Research, May 18-23, 2014, Limassol, CYPRUS.

(70) 28/05/2014 - «Atomic-level investigation of Structure, Dynamics & Interactions of proteins, through
Biomolecular NMR», Invited by Assoc Prof. D. Leonidas, Department of Biochemistry & Biotechnology, University
of Thessaly, Larissa, GREECE.

(71) 21/09/2014 - «<NMR Conformational Dynamics of La and RRM1 Motifs of La Protein», CTSB & HeCrA7, FORTH-
IMBB, Heraklion Crete, GREECE.

(72) 10/10/2014 - «Application of NMR Spectroscopy to the study of biomolecules and pharmaceutical targets»,
2" Conference of Pharmaceutical Sciences, University of Patras, GREECE.

(73) 13/10/2014 - «Atomic-level investigation of Structure, Dynamics & Interactions of proteins, through
Biomolecular NMR», Greek NMR Users Meeting, Athens, GREECE.

(74) 13/02/2015 - «Conformation, Plasticity and Socialization of biomolecules through NMR » invited by Dr. Iro
Georgoussi, NCSR Demokritos, Institute of Biosciences & Applications, Athens, GREECE.

(75) 26/04/2015 — «Biomolecular NMR methods for the study of biologically relevant macromolecules and their
complexes» University of Thrace, Alexandroupoli, GREECE.

(76) 27/05/2015 — «NMR insights into the Conformational Dynamics and interaction of biomolecules with
therapeutic interest» invited by the Organizing Committee of the 1% International Conference of Controlled Release
Society, Athens, GREECE.

(77) 26/06/2015 — «High Resolution solution NMR studies of Biomacromolecules» In Memorial Event for the Late
Prof Giannis Elemes (1962-2014), Department fo Chemistry, University of loannina. GREECE

(78) 09/10/2015 — «NMR Spectroscopy Applications to study biomolecules and biomolecular drug targets», 17
Greek National Pharmaceutical Conference, Athens.

(79) 21/04/2016 — «NMR Insights on the conformational plasticity and interaction of biomolecules», REGPOT-
InnovCrete Seminars, FORTH-IMBB, University of Crete, Heraklion, Crete, Greece

(80) 14/05/2016 — “NMR Applications on the study of the biomolecules as potential drug target”, 2" Greek
Conference of Applied Pharmacy, Thessaloniki, Greece

(81) 21/05/2016 — «Biomolecular NMR methods for the study of biologically relevant macromolecules and their
complexes» University of Thrace, Alexandroupoli, GREECE.

(82) 08/06/2016 — « NMR conformational dynamics & RNA recognition properties of La protein domains La, RRM1
and RRM2», Chianti Workshop 2016, June 5-10, 2016, Grosetto, Italy

(83) 23/06/2016 — «NMR insights into the Conformational Dynamics and interaction of biomolecules with
therapeutic interest» invited by the Organizing Committee of the 2" International Conference of Controlled Release
Society, Athens, GREECE.
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(84) 02/12/2016 — “Solution NMR Spectroscopy to study the conformation, the dynamics and the interaction of
biomolecules”, invited by Assoc. Prof. Leufkothea Papadopoulou, Department of Pharmacy, Aristotle University of
Thessaloniki, December 2, GREECE.

(85) 03/12/2016 — “NMR in Chemistry, Biology, Drug Design & Diagnostics”, 22" PanHellenic Conference of
Chemistry, December 2-4, Thessaloniki, GREECE.

(86) 18/02/2017 - “The role of Biomolecular NMR on Health Sciences”, 3" Conference of Pharmaceutical Sciences,
18-19 February, Thessaloniki.

(87) 12/03/2017 — «Applications of NMR Spectroscopy in the study of biomolecules and pharmaceutical targets»,
U of Thrace Graduate Studies Program “Translational Research in Biomedicine”, Department of Molecular Biology
& Genetics, University of Thrace, Alexandroupoli, Greece.

(88) 27/04/2017 — “Targeting the architecture, the plasticity and the socialization determinants of biomolecules
with pharmaceutical interest by NMR”, Invited by Prof. Steve Euston, Heriot-Watt University, Edinburgh, UK.

(89) 05/05/2017 — “NMR Approaches in Structural Biology & Drug Design”, Meeting on “Biochemistry & Health:
From the cell to the therapy”, University of Thessaly, Larissa, Greece.

(90) 6/05/2017 — “Modern NMR methods in Drug Design and Metabolomics”, 3 Greek Conference of Applied
Pharmacy, Thessaloniki, Greece.

(91) 20/05/2017 — «<NMR Application in Biomedicine», 5" Forum of Health, Patras, Greece.

(92) 26/06/2017 — “NMR studies of RNA and ADP-ribose binding proteins”, Invited by Prof. Michael Sattler, Chair
for Biomolecular NMR Spectroscopy, Technical University of Munich, STB Institute of Structural Biology, Bavarian
NMR Center (BNMRZ), Munich, Germany.

(93) 02/10/2017 - “Gas sensing in a heme protein monitored through NMR”, 2" COST “FesBioNet” Meeting, Trest
1-4 October 2017, Czech Republic.

(94) 04/05/2018 — “NMR Applications in Metabolomic Analysis of Bio-fluids/tissues and Diagnostics”, 4" Greek
Conference of Applied Pharmacy, Thessaloniki, Greece.

(95) 21/05/2018 — “NMR Studies of Heme Proteins”, 2™ Synthetic & Medicinal Chemistry Symposium, Department
of Pharmacy, U of Patras, Greece

(96) 30/05/2018 — «Gas-inflow triggered stimulation of a heme enzyme monitored by NMR», EMBO Workshop -
Challenges for magnetic resonance in life sciences, 27-31 May 2018, Grosseto, Italy.

(97) 22/09/2018 — “Studies of Heme Proteins” Invited Lecture, “Chemistry at the interface of Biology and
Medicine”, 21-25 September 2018, Heraklion - Crete, Greece

(98) 06/10/2018 — “NMR conformational Dynamics of RNA- and nucleotide- binding proteins”, Invited Lecture
HeCrA9, 6-8 October, Patras, Greece

(99) 25/11/2018 - “The structural and dynamic basis for the function of biological molecules through solution NMR
spectroscopy”, Invited Lecture, 69th Conference of the Hellenic Society of Biochemistry & Molecular Biology
November 23-25, 2018 Hotel Imperial, Larissa, Greece

(100) 14/12/2018 — «NMR Conformational Dynamics of soluble Guanylate Cyclase (sGC) bacterial homologues —
Implication for enzyme activation», Invited by Assoc. Prof. Lefkothea Papadopoulou, Department of Pharmacy,
Aristotle University of Thessaloniki, Greece.

(101) 13/02/2019 — «Modern research Approaches in Biosciences», Diakideios School of Patras, Patras, Greece.
(102) 15/03/2019 - «NMR Conformational Dynamics of soluble Guanylate Cyclase (sGC) bacterial homologues —
Implication for enzyme activation», Invited by Assoc. Prof. Aglaia Pappa, Department of Molecular Biology &
Genetics, Democritus University of Thrace, Alexandroupoli, Greece.

(103) 04/09/2019 — “NMR insights on the activation mechanism of a heme enzyme” Invited Lecture, Central
European NMR Symposium & Bruker users meeting, University of Belgrade, Faculty of Chemistry, 04-05
September 2019, Serbia

(104) 17/09/2019 - “NMR studies of RNA- and nucleotide- binding proteins”, 4" COST “FesBioNet” Meeting, Gdansk
16-19 September 2019, Poland.

(105) 12/10/2019 - “NMR studies of RNA- and nucleotide-binding proteins”, Hellenic Bioinformatic Conference
2019, Heraklion Crete, 10-13 October, Greece.
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(106) 24/09/2020 - «The structural and dynamic basis for the function of biological molecules through solution
NMR spectroscopy» Adriatic NMR Conference 2020, May 26-28, Peroj, Croatia, 2020

(107) 25/02/2021 - “NMR Structural biology of SARS-CoV-2 nsP3 proteins; new targets for viral replication
inhibition”, 18t Hellenic Symposium on Medicinal Chemistry, On-line Symposium, 25-27 February, 2021.

(108) 23/05/2021 - “New SARS-CoV-2 protein targets for Remdesivir — A potential new approach against COVID-19”,
7t Greek Conference of Applied Pharmacy, Thessaloniki, Greece

(109) 16/03/2021 — “Structural Biology of SARS-CoV-2 nsP3 proteins; New targets for viral replication inhibition”
COVID19-NMR Meeting, Virtual Meeting, Hosted by Prof. Harald Schwalbe, Goethe University of Frankfurt,
GERMANY

(110) 21/05/2022 - “BioNMR in Life Sciences and Magnetic Resonance Diagnostics”, 8" Greek Conference of Applied
Pharmacy, Thessaloniki, Greece

(111) 21/06/2022 — “NMR Structural biology of SARS-CoV-2 nsP3 proteins; new targets for viral replication
inhibition”. Chianti Workshop 2022, June 18-24, 2022, Grosetto, Italy

(112) 21/10/2022 - “Exploiting NMR conformational and functional dynamics in drug design efforts”. CAPSTONE
Workshop, National Kapodistrian University of Athens, Department of Biology, Athens, Greece

(113) 24/02/2023 — “The ESPERANCE ERA Chair program at UPAT and its links with EU & National Rls”. Invited
presentation in “Greek WIDERA-RI national info day”, Virtual Meeting, organized by the Greek National Contact
Point in WIDERA program, Athens, Greece

(114) 07/05/2023 — «Biomolecular NMR application in metabolomics and diagnostics”, May 7, 2023, University of
Thrace, Alexandrouplolis, Greece

(115) 16/05/2023 - “Study of human and viral proteins implicated in immune response”, 9" Greek Conference of
Applied Pharmacy, Thessaloniki, Greece

(116) 13/06/2023 — “NMR monitoring of heme enzyme’s functional dynamics and their role in the activation
mechanism”, 16" ISABC (International Symposium in Applied Bioinorganic Chemistry), 11-14 June, 2023, loannina,
Greece.

(117) 23/06/2023 - “NMR investigation of human and viral protein homologues implicated in immune response”,
2023 BRUKER Greek NMR Users Meeting, June 23, 2023, Athens, Greece.

(118) 22/10/2023 - “NMR investigation of human and viral protein homologues implicated in immune response”,
11" HECRA Conference, October 22, 2023, Larissa, Greece.

(119) 01/02/2024 - “NMR investigation of protein “players” in the ADP-ribosylation pathway”, Goethe University of
Frankfurt, BMRZ Center, Invited by Prof. Harald Schwalbe, February 01, 2024, Frankfurt, GERMANY.

(120) 08/04/2024 — “NMR investigation of protein “players” in the ADP-ribosylation pathway”, The Netherland
Cancer Institute, Invited by Prof. Anastassis Perrakis, April 08, 2024, Amsterdam, THE NETHERLANDS.

(121) 18/04/2024 - “NMR investigation of protein “players” in the ADP-ribosylation pathway”, University of Crete,
April 18, 2024, Herakleion, GREECE.

(122) 18/05/2024 - “Structural Biology to explore biological processes at molecular level”, 10" Greek Conference of
Applied Pharmacy, Thessaloniki, GREECE

(123) 24/05/2024 - “NMR investigation of protein “players” in the ADP-ribosylation pathway”, Department of
Chemistry, Aristotle University of Thessaloniki, Invited by Prof. Vasiliki Sarli, May 24, 2024, Thessaloniki, GREECE.
(124) 26/05/2024 - “NMR investigation of protein “players” in the ADP-ribosylation pathway”, PESFFA Conference
(5th Greek Scientific Conference of Pharmacy Students, Aristotle University of Thessaloniki, May 24, 2024,
Thessaloniki, GREECE.

(125) 26/09/2024 — “NMR investigation of protein “players” in the ADP-ribosylation pathway”, 29 Panhellenic
Chemistry Conference, September 25-28, 2024, National Kapodistrian University of Athens, GREECE.

(126) 13/11/2024 - “Integrative Structural Biology of human and viral protein “players” in the ADP-ribosylation
pathway”, Autonomous University of Barcelona, Invited by Prof. Ester Boix Borras, November 13, 2024, Barcelona.
SPAIN

(127) 08/12/2024 — “Integrative Structural Biology at University of Patras - Building Research Infrastructure &
Careers: A Personal Perspective”, GPSF Career Month, December 08, 2024, U of Patras, GR
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(128) 08/04/2025 — “Integrative Structural Biology to study human & viral proteins "players" in ADP-ribosylation
pathway”, Medical School, U of Patras, GR

(129) 09-11/04/2025 —“NMR evaluation of ligand binding among protein players in the ADP-ribosylation pathway”,
European Conference on Allostery in Drug Discovery, 9-11 April, 2025, BRFAA, Athens, Greece.

(130) 11/05/2025 - “NMR evaluation of ligand binding among protein players in the ADP ribosylation pathway”

FEBS Advanced Course: PARP2025: from molecular aspects to clinical applications”, 11-15 May, 2025, Illkirch,
Strasbourg, FR

(131) 03/07/2025 - “Integrative structural biology to study ADP-ribose binding proteins and ADP-ribose hydrolases”,
1% International Meeting on RNA & RNases, 3-4 July, 2025, Barcelona, Spain.
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Journal Publications in peer-reviewed scientific journals (as corresponding author: underlined) :

1.

10.

11.

12,

13.

14.

15.

A.G. Coutsolelos, G.A. Spyroulias. Dysprosium Metallation to Substituted Tetraaryl-porphyrin Complexes ;
Synthesis and Spectroscopic Characterization.
Polyhedron, 13, 647-653 (1994).

E.M. Davoras, G.A. Spyroulias, E. Mikros, A.G. Coutsolelos. 'H NMR Spectroscopic Elucidation of Stereochemical
Effects of Substituted Cerium Porphyrin Double-Deckers.
Inorganic Chemistry, 33, 3430-3434 (1994).

G.A. Spyroulias, A.G. Coutsolelos. Synthesis and Spectroscopic studies of Lanthanide monoporphyrinates with
meso-tetra-aryl porphyrinate Bearing Bromides on 8 -Pyrrole Positions or Fluorides on phenyl groups.
Polyhedron, 14, 2483-2490 (1995).

G.A. Spyroulias, A.G. Coutsolelos, C.P. Raptopoulou, A. Terzis. Synthesis, Characterization, and X-ray Study of
Sm(Ill) Heteroleptic Porphyrin Double-Decker.
Inorganic Chemistry, 34, 2476-2479 (1995).

G.A. Spyroulias, M.P. Sioubara, A.G. Coutsolelos. Cationic Lanthanide Monoporphyrinates with Sm, Eu, Gd and
Th. Synthesis and Spectroscopic Properties in Aqueous and Non Aqueous Media.
Polyhedron, 14, 3563-3571 (1995).

G.A. Spyroulias, A.G. Coutsolelos. Evidence of Protonated and Deprotonated Forms of Symmetrical and
Asymmetrical Lutetium(lll) Porphyrin Double-Deckers by *H NMR Spectroscopy.
Inorganic Chemistry, 35, 1382-1385 (1996).

G. A. Spyroulias, A.G. Coutsolelos, D. de Montauzon, R. Poilblanc. Electrochemical Studies of Protonated and
Deprotonated Forms of Heteroleptic and Homoleptic Europium and Dysprosium Porphyrin Double-Deckers.
Journal of Coordination Chemistry, 39, 89-96 (1996).

I. Bertini, A.G. Coutsolelos, A. Dikiy, C. Luchinat, G.A. Spyroulias, A. Troganis. Structural and Dynamic
Information on Double-Decker Yb3* and Dy** Porphyrin Complexes in Solution through *H NMR.

Inorganic Chemistry, 35, 6308-6315 (1996).

P. Battioni, E. Cardin, M. Louloudi, B. Schéllhorn, G.A. Spyroulias, D. Mansuy, T.G. Traylor.
«Metalloporphyrinosilicas» : A New Class of Hybrid Organic-Inorganic Materials Acting as Selective Biomimetic
Oxidation Catalysts.

J. Chem. Soc., Chemical Communication, 2037-2038 (1996).

G.A. Spyroulias, A.P. Despotopoulos, C.P. Raptopoulou, A. Terzis, A.G. Coutsolelos. First X-ray Crystal Structure
of a Non-Planar Lanthanide(lll) Monoporphyrinate.

J. Chem. Soc., Chemical Communication, 783-784 (1997).

G.A. Spyroulias, D. de Montauzon, A. Maisonnat, R. Poilblanc, A.G. Coutsolelos. Synthesis, UV-visible and
electrochemical studies of Lipophilic and Hydrophilic Lanthanide(lll), (Ln=La, Sm, Eu, Gd), Porphyrinic Double-
Deckers.

Inorganica Chimica Acta, (Issue in Honor of Prof. Ivano Bertini), 275-6, 182-191 (1998). Invited Article Contribution
L. Banci, I. Bertini, G.A. Spyroulias, P. Turano. The Conformational flexibility of Oxidized cytochrome c, studied
through its interaction with NHs; and at High Temperature.

European Journal of Inorganic Chemistry, 583-591 (1998).

D. Deniaud, G.A. Spyroulias, J.-F. Bartolli, P. Battioni, D. Mansuy, C. Pinel, F. Odobel, B. Bujoli. Shape selectivity
for alkane hydroxylation in heterogenised manganese porphyrins.
New Journal of Chemistry, 901-906 (1998).

L. Banci, S. Berners-Price, I. Bertini, V. Clementi, C. Luchinat, G.A. Spyroulias, P. Turano. Water-Protein
Interactions in native and partially unfolded equine Cytochrome c.

Molecular Physics, (Issue in Honor of Prof. R.R. Ernst, Nobel Prize in Chemistry 1991), 95, 797-808 (1998).
Invited Article Contribution

G.A. Spyroulias, C.P. Raptopoulou, D. de Montauzon, A. Mari, R. Poilblanc, A. Terzis, A.G. Coutsolelos. Synthesis

and Physicochemical Characterization of Protonated and Deprotonated Forms in Heteroleptic Ln(lll),
Porphyrinate Double-Deckers. X-Ray Structure of Gd"H(OEP)(TPP) at 298 and 21K.
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Inorganic Chemistry, 38, 1683-1696 (1999).

L. Banci, I. Bertini, G. Huber, G.A. Spyroulias, P. Turano. Solution Structure of reduced horse heart cytochrome c.
Journal of Biological Inorganic Chemistry, 4, 21-31 (1999).

V. Tangoulis, D. Malamatari, G.A. Spyroulias, C.P. Raptopoulou, A. Terzis, D.P. Kessissoglou. An EPR and *H NMR
Active Mixed Valence Manganese(lll/Il/lll) Trinuclear Compound.
Inorganic Chemistry, 39, 2621-2630 (2000).

L. Banci, I. Bertini, B. Bianchini, P. Hajieva, G.A. Spyroulias, P. Turano. DME-substituted cytochrome bs: Structure
and Stability.
Journal of Biological Inorganic Chemistry, 6, 490-503 (2001).

S. Babajilov, A.G. Coutsolelos, A. Dikiy, G.A. Spyroulias. Intramolecular Dynamics of Lanthanide
Bis(porphyrinates) through 'H NMR Spectroscopy.
European Journal of Inorganic Chemistry, 303-306 (2001).

A.K. Boudalis, N. Lalioti, G.A. Spyroulias, C.P. Raptopoulou, A. Terzis, V. Tangoulis, S.P. Perlepes. Tetranuclear
iron(lll) carboxylate clusters with 1,10-phenanthroline, and 2,2’-bipyridine: a new [Fes(us-OHO)(u-OH),]’* core.
J. Chem. Soc., Dalton Transaction, 955-957 (2001).

J.-H. Agondanou, G.A. Spyroulias, S. Benazeth, J. Purans, C. Souleau. A. Coutsolelos. XAFS Study of Symmetrical
and Asymmetrical Gadolinium Bisporphyrinate Complexes.

Inorganic Chemistry, 40, 6088-6096 (2001).

G.A. Spyroulias, A.P. Despotopoulos, C.P. Raptopoulou, A. Terzis, D. de Montauzon, R. Poilblanc, A.G.
Coutsolelos. Comparative Study of Structure-Properties relationship for Novel B-Halogenated Lanthanide
Porphyrins and their Nickel and Free Bases Precursors, as a function of number & nature of Halogens atoms.
Inorganic Chemistry, 41, 2648-2659 (2002).

G.A. Spyroulias, S. Papazacharias, G. Pairas, P. Cordopatis. Monitoring the Structural Consequences of
Phel2DPhel2 and Leul5Aib15 substitution in h/r Corticotropin Releasing Hormone: Implications for Design of
CRH antagonists.

Eur. J. Biochemistry 269, 6009-6019 (2002).

A. K. Boudalis, N. Lalioti, G. A. Spyroulias, C. P. Raptopoulou, A. Terzis, V. Tangoulis, A. Bousseksou, J.-P.
Tuchagues, S. P. Perlepes. New tetranuclear iron(iii) carboxylate clusters exhibiting different core topologies: the
case of the novel [Fes(us-OHO)(u-OH);])”* versus the butterfly [Fes(us-0);]%* core in the Fell /RCO»-/1,10-
phenanthroline systems (R=Me, Ph).

Inorganic Chemistry, 41, 6474-6487 (2002).

G.A. Spyroulias, P. Nikolakopoulou, A. Tzakos, I. Gerothanassis, V. Magafa, E. Manesi-Zoupa, P. Cordopatis.
Comparison of the Solution Structures of Angiotensin | & Il: Implication for Structure-Function Relationship.

Eur. J. Biochemistry 270, 2163-2173 (2003).

A.S.Galanis, G.A. Spyroulias, G. Pairas, E. Manessi-Zoupa, R. Pieratelli, A. Tzakos, A. Troganis, |.P. Gerothanassis,
P. Cordopatis. Zinc-Binding in Peptide Models of ACE Active Sites studied through 'H NMR & Chemical Shift
Perturbation Mapping.

Biopolymers 69, 244-252 (2003).

A. Tzakos, A. Galanis, G.A. Spyroulias, P. Cordopatis, E. Manessi-Zoupa, |.P. Gerothanassis. Structure-function
discrimination of the N- and C- catalytic domains of human angiotensin-converting enzyme: Implications for Cl-
activation and peptide hydrolysis mechanisms.

Protein Engineering, 16, 993-1003 (2003).

G.A. Spyroulias, A. S. Galanis, G. Pairas, Evy Manessi-Zoupa, P. Cordopatis Structural Features of Angiotensin-I
Converting Enzyme Catalytic Sites: Conformational Studies in Solution, Homology Models and Comparison With
Other Zinc Metallopeptidases.

Current Topics in Medicinal Chemistry, 4, 403-429 (2004). Invited Review Contribution.

S.J. Berners-Price, I. Bertini, H.B. Gray, G.A. Spyroulias, P. Turano. The stability of the cytochrome c scaffold as
revealed by NMR spectroscopy.

Journal of Inorg. Biochemistry, 98, 814-823 (2004).
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A.S. Galanis, G.A. Spyroulias, G. Pairas, Evy Manessi-Zoupa, P. Cordopatis. Solid Phase Synthesis and Conformational
Properties of ACE catalytic site peptides: The basis for a structural study on the enzyme-substrate interaction.
Biopolymers (Peptide Science), 76, 512-526 (2004).

G.A. Spyroulias, P. Cordopatis. Current Inhibition Concepts of Zinc Metallopeptidases involved in Blood Pressure
Regulation

Current Enzyme Inhibition, 1, 29-42 (2005). Invited Review Contribution.

P. Galanakis, G.A. Spyroulias, A.K. Rizos, P. Samolis, E. Krambovitis. Conformational Properties of HIV-1
gp120/V3 Immunogenic Domains.

Current Medicinal Chemistry 12, 1551-1568 (2005). Invited Review Contribution.

A. S. Galanis, D. Vahliotis, P. Sotiriou, G.A. Spyroulias, A. Nikolopoulou, B. Nock, T. Maina, P. Cordopatis. 3D
Solution Structure of Tyr’ Octreotate derivatives in DMSO: Structure differentiation of peptide core due to chelate
group attachment and biologically active conformation.

Medicinal Chemistry 1, 487-499 (2005).

A. Zompra, V. Magafa, F.N. Lamari, A. Nikolopoulou, B. Nock, T. Maina, G.A. Spyroulias, N. Karamanos, P.
Cordopatis. New GnRH Analogues containing conformationally restricted amino acids in positions 3 and 6: Direct
Antiproliferative Effect on Breast Cancer Cells and Pituitary Binding Affinity.

Journal of Peptide Research 66, 57-64 (2005).

A.K. Rizos, I. Tsikalas, E. Krambovitis, M. Sioumpara, D. Morikis, P. Galanakis, G.A. Spyroulias. Characterization
of a V3 peptide representing the interaction interface of the HIV-1 coat glycoprotein gp120 and the amino
terminal of the chemokine receptor CCR5 in aqueous solutions by Dynamic Light Scattering.

Journal of Non-Crystalline Solids 352, 4451-4458 (2006).

L. Banci, I. Bertini, S. Ciofi-Baffoni, N.G. Kandias, G.A. Spyroulias, N.J. Robinson, M. Vanarotti, X.-C. Su. The
delivery of copper for thylakoid import observed by NMR.

Proc. Natl Acad Sci. USA 103, 8320-8325 (2006).

I. Bertini, I.C. Felli, L. Gonelli, R. Pierattelli, Z. Spyranti, G.A. Spyroulias. Mapping protein-protein interaction by
13C-detected heteronuclear NMR spectroscopy.
J. Biomol. NMR 36, 111-122 (2006).

A.A. Zompra, F.N. Lamari, A.S. Galanis, V. Magafa, B. Nock, G.A. Spyroulias, T. Maina and P. Cordopatis.
Differential Impact on Pituitary Binding Affinity and Direct Antiproliferative Effect on Breast Cancer Cells of GnRH
Analogues.

Chemistry Today (Chimica Oggi) 24, 16-18 (2006) (I.F. 0,318).

S.-S. M. Vamvakas, L. Leontiadis, G. Pairas, E. Manessi-Zoupa, G.A. Spyroulias, P. Cordopatis. Expression,
purification and physicochemical characterization of the N-terminal active site of human Angiotensin Converting
Enzyme (ACE).

Journal of Peptide Science 13, 31-36 (2007).

A. Vourekas, D. Kalavrizioti, I.K. Zarkadis, G.A. Spyroulias, C. Stathopoulos, D. Drainas. A 40.7 kDa Rpp30/Rpp1p
homologue is a protein subunit of Dictyostelium discoideum RNase P holoenzyme.

Biochimie 89, 301-310 (2007).

G.S. Papaefstathiou, A. Sofetis, C.P. Raptopoulou, A. Terzis, G.A. Spyroulias, T.F. Zafiropoulos. 2,2 -bipyridine,
1,10-phenanthroline and 2,2":6',2"'-terpyridine in gallium(lll) chemistry: Complexes containing the {Ga"»(u-OH),}**
core.

J. Mol. Struct. 837, 5-14 (2007).

A.A. Zompra, V. Magafa, D.G. Chryssanthi, F.N. Lamari, G.A. Spyroulias, T. Maina, B. Nock, N.K. Karamanos, P.
Cordopatis. Synthesis and Biological Evaluation of new GnRH Analogues on Pituitary and Breast Cancer cells.
Int. J. Pept. Res. & Theur. 13, 143-149 (2007).

A. Papakyriakou, G.A. Spyroulias, E. Sturrock, E. Manessi-Zoupa, P. Cordopatis. Simulated Interactions between
Angiotensin-Converting Enzyme and Substrate Gonadotropin-Releasing Hormone: Novel Insights into Domain-
Selectivity.

Biochemistry ACS 46, 8753-8765 (2007).
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J. H. Agondanou, I. Nicolis, E. Curis, J. Purans, G.A. Spyroulias, A. G. Coutsolelos, S. Bénazeth. Gadolinium
Acetylacetonate Tetraphenyl Monoporphyrinate Complex and Some of its Derivatives: EXAFS Study and
Molecular Dynamics Simulation.

Inorganic Chemistry, 46, 6871-6879 (2007).

Z. Spyranti, G.A. Dalkas, G.A. Spyroulias, E.D. Matzourani, T. Mavromoustakos, | Friligou, T. Tselios. Putative
bioactive conformations of amide linked cyclic myelin basic protein peptide analogues associated with
experimental autoimmune encephalomyelitis.

Journal of Medicinal Chemistry 50, 6039-6047 (2007).

M.A. Fousteris, A. Papakyriakou, A. Koutsourea, M. Manioudaki, E. Lampropoulou, E. Papadimitriou, G.A.
Spyroulias, S.S. Nikolaropoulos. Pyrrolo[2,3-ajcarbazoles as potential CDK1 inhibitors. Synthesis, preliminary
biological evaluation and binding mode through docking simulations.

Journal of Medicinal Chemistry 51, 1048-1052 (2008).

G. Dalkas, A.Papakyriakou, A. Vlamis-Gardikas, G.A. Spyroulias. Low molecular weight inhibitors of the protease
Anthrax Lethal Factor.

Mini Reviews in Medicinal Chemistry 8, 290-306 (2008). Invited Review Contribution.

M. Chondrou, A.D. Papanastasiou, G.A. Spyroulias, |I.K. Zarkadis. Three isoforms of Complement Properdin
Factor P in trout. Cloning, Expression, Gene Organization and Constrained Modeling.

Developmental & Comparative Inmunology 12, 1454-1466 (2008).

Z.Zhou, A. Pyriochou, A. Kotanidou, G.A. Dalkas, M. van Eickels, G.A. Spyroulias, C. Roussos A. Papapetropoulos.
Soluble guanylyl cyclase (sGC) activation by HMR-1766 (ataciguat) in cells exposed to oxidative stress.
American Journal of Physiology — Heart & Circulatory Physiology 295, H1763-1771 (2008).

L.A. Abriata, L. Banci, |. Bertini, S. Ciofi-Baffoni, P. Gkazonis, G.A. Spyroulias, A.J. Vila, S. Wang. Mechanism of CuA assembly.
Nature Chemical Biology 4, 599-601 (2008).

N.G. Kandias, C.T. Chasapis, V. Episkopou, D. Bentrop, G.A. Spyroulias. High yield expression, and NMR
characterization of Arkadia E3 Ubiquitin Ligase RING-H2 finger domain.

Biochemical and Biophysical Research Communications 378, 498-502 (2009).

P.A. Galanakis, N.G. Kandias, A. Rizos, D. Morikis, E. Krambovitis, G.A. Spyroulias. NMR evidence of charge-
dependent interaction between various PND V3 and CCR5 N-terminal peptides.

Biopolymers — Peptide Science 92, 94-109 (2009).

G.A. Dalkas, A. Papakyriakou, A. Vlamis-Gardikas, G.A. Spyroulias. Insights into the anthrax lethal factor-
substrate interaction and selectivity using docking and molecular dynamics simulations.

Protein Science 18, 1774-1785 (2009).

S.-S.M. Vamvakas, L. Leondiadis, G. Pairas, E. Manessi-Zoupa, G.A. Spyroulias, P. Cordopatis. Folding in Solution
of the C - Catalytic Protein Fragment of Angiotensin Converting Enzyme.

Journal of Peptide Science 15, 504-510 (2009).

C.T. Chasapis, G.A. Spyroulias. £3 Ring Finger Ubiquitin ligases: Structure and Drug Design.

Current Pharmaceutical Design 31, 3716-3731 (2009).

G.A. Dalkas, D. Marchand, J.-C. Galleyrand, J. Martinez, G.A. Spyroulias, P. Cordopatis, F.Cavelier. A lipophilic
captopril analogue binds to ACE with a lowest docking energy.

Journal of Peptide Science 16, 91-97 (2010).

Z. Spyranti, T. Tselios, G. Deraos, J. Matsoukas, G.A. Spyroulias. NMR Structural Elucidation of Myelin Basic
Protein epitope 83-99 implicated in Multiple Sclerosis.

Amino Acids 38, 929-936 (2010).

N. Dimitropoulos, A. Papakyriakou, G.A. Dalkas, E.D. Sturrock, G.A. Spyroulias. A Computational Approach to
the Study of the Binding Mode of Dual ACE / NEP Inhibitors.

Journal of Chemical Information and Modeling 50, 388-396 (2010).

Z. Spyranti, M. Fragiadaki, V. Magafa, L. Borovickova, G.A. Spyroulias, P. Cordopatis, J. Slaninova. In position
seven L- and D-Tic-substituted oxytocin and deamino oxytocin. NMR study and conformational speculations.
Amino Acids 39, 539-548 (2010).
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A.S. Galanis, Z. Spyranti, G. Pairas, E. Manessi-Zoupa, G.A. Spyroulias, P. Cordopatis. Synthetic Peptides as
Catalytic Site Maquettes of Angiotensin-I Converting Enzyme Catalytic Sites.

Bioinorganic Chemistry Applications 2010, pii: 820476 (2010).

P. Gkazonis, G.A. Dalkas, C. Chasaspis, A. Vlamis-Gardikas, D. Bentrop, G.A. Spyroulias. Purification and
Biophysical Characterization of the Core Protease Domain of Anthrax Lethal Factor.

Biochemical and Biophysical Research Communications 396, 643-647 (2010). (I.F. 2,548).

S. Papazacharias, V. Magafa, N. Bernad, G. Pairas, G.A. Spyroulias, J. Martinez, P. Cordopatis. Synthesis and
Biological Evaluation of New CRH Analogues.

Bioinorganic Chemistry Applications 2010, pii: 252348 (2010).

C.T. Chasapis, A. Loutsidou, M.G. Orkoula, G.A. Spyroulias. Metal binding studies of native and engineered RING
fingersdomains of Arkadia E3 ubiquitin ligase.

Bioinorganic Chemistry Applications 2010, pii: 323152 (2010).

G.A. Dalkas, C. Chasaspis, P. Gkazonis, D. Bentrop, G.A. Spyroulias. The NMR Conformational Dynamics of the
Anthrax Lethal Factor (LF) catalytic center.

Biochemistry ACS 49, 10767-10769 (2010).

E.V. Pappa, A.A. Zompra, Z. Spyranti, Z. Diamantopoulou, G. Pairas, F.N. Lamari, P. Katsoris, G.A. Spyroulias, P.
Cordopatis. Enzymatic Stability, Solution Structure, and Antiproliferative Effect on Prostate Cancer Cells of
Leuprolide and New GnRH Peptide Analogs.

Biopolymers — Peptide Science 96, 260-272 (2011).

N. Dimitropoulos, A. Papakyriakou, G.A. Dalkas, C. Chasapis, K. Poulas, G.A. Spyroulias. The role of glycosylation
in toxin binding studied through in silico conformational dynamics on nAChR a1 subunit — toxin complexes.
Proteins: Structure, Function & Bioinformatics 79, 142-152, (2011).

P.A. Galanakis, F.N. Bazoti, J. Bergquist, K. Markides, G.A. Spyroulias, A.Tsarbopoulos. Study of the Interaction
between the Amyloid Beta Peptide (1-40) and Antioxidant Compounds by NMR Spectroscopy.
Biopolymers — Peptide Science 96, 316-327 (2011).

C. Mikelis, M. Lamprou, M. Koutsioumpa, A.G. Koutsioubas, Z. Spyranti, A.A. Zompra, N. Spiliopoulos, A.A.
Vradis, P. Katsoris, G.A. Spyroulias, P. Cordopatis, J. Courty, E Papadimitriou. A peptide corresponding to the C-
terminal region of pleiotrophin inhibits angiogenesis in vivo and in vitro.

J Cell Biochem 112, 1532-1543 (2011).

C.T. Chasapis, A. Argyriou, P.-J. Corringer, D. Bentrop, G.A. Spyroulias. Unraveling the conformational plasticity
of the extracellular domain of a prokaryotic nAChR homologue in solution by NMR.

Biochemistry ACS 50, 9681-9683 (2011).

C.T. Chasapis, N.G. Kandias, V. Episkopou, D. Bentrop, G.A. Spyroulias. NMR Based Insights into the
conformational and interaction properties of Arkadia RING-H2 E3 Ub Ligase.

Proteins: Structure, Function & Bioinformatics 80, 1484-1489 (2012).

E.V.Pappa, A.A. Zompra, Z. Spyranti, Z. Diamantopoulou, F.N. Lamari, P. Katsoris, G.A. Spyroulias, P. Cordopatis.
Structure-Activity Studies of IGnRH-III through rational amino acid substitution and NMR conformational studies.
Biopolymers — Peptide Science 98, 525-534 (2012).

A. Asimakopoulou, P. Panopoulos, C.T. Chasapis, C. Coletta, Z. Zhou, G. Cirino, A. Giannis, C. Szabo, G.A.
Spyroulias, A. Papapetropoulos. Selectivity of commonly used pharmacological inhibitors for cystathionine beta
synthase (CBS) and cystathionine gamma lyase (CSE).

British Journal of Pharmacology 169, 922-932, (2013).

M. von Wantoch Rekowski, V. Kumar, Z. Zhou,; M. Bantzi, A. Marazioti, J. Moschner, G.A. Spyroulias, F. van den
Akker, A. Giannis, A. Papapetropoulos. Insights into soluble guanylyl cyclase activation derived from improved
heme-mimetics.

Journal of Medicinal Chemistry 56, 8948—-8952 (2013).

K.F. Konidaris, G.A. Dalkas, E. Katsoulakou, G. Pairas, C.P. Raptopoulou; F.N. Lamari; G.A. Spyroulias; E.
Manessi-Zoupa. Znll/pyridyloxime complexes as potential reactivators of OP-inhibited acetylcholinesterase: in
vitro and docking simulation studies

Journal of Inorganic Biochemistry 134, 12-19 (2014).
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. M. Apostolidi, D Vourtsis, C.T. Chasapis, C. Stathopoulos, D. Bentrop, G.A. Spyroulias. 'H, °N, 3C assignment

and secondary structure determination of two domains of La protein from D. discoideum.

Biomol NMR Assignments 8, 47-51 (2014).

D. Vourtsis, C.T. Chasapis, D. Bentrop, G.A. Spyroulias. NMR Conformational dynamics of an Anthrax Lethal
Factor domain studied by multiple amino acid-selective labeling.

Biochemical and Biophysical Research Communications 450, 335-40 (2014).

S. Melekis, A.C. Tsika, C.T. Chasapis, J. Lichiére, I. Margiolaki, N. Papageorgiou, B. Coutard, D. Bentrop, G.A.
Spyroulias. NMR study of non-structural proteins - Part I. 'H, *3C, *°N backbone and side-chain resonance
assignment of macro domain from Mayaro virus (MAYV).

Biomol NMR Assignments 9, 191-195 (2015).

A. Argyriou, C.T. Chasapis, M. Apostolidi, P Konstantinidou, C. Stathopoulos, D. Bentrop, G.A. Spyroulias.
Backbone and side chain NMR assignment, along with the secondary structure prediction of RRM2 domain of La
protein from a lower eukaryote exhibiting identical structural organization with its human homolog.

Biomol NMR Assignments 9, 219-222 (2015).

G. Makrynitsa, D. Ntonti, K. Marousis, A.C. Tsika, J. Lichiere, N. Papageorgiou, B. Coutard, D. Bentrop, G.A.
Spyroulias. NMR study of non-structural proteins - Part Il. H, *3C, *N backbone and side-chain resonance
assignment of macro domain from Venezuelan Equine Encephalitis virus (VEEV).

Biomol NMR Assignments 9, 247-251 (2015).

C.T. Chasapis, A. Argyriou, M. Apostolidi, P Konstantinidou, D. Bentrop, C. Stathopoulos, G.A. Spyroulias. 'H, *C
and **N Backbone and side-chain resonance assignment of the LAM-RRM1 N-terminal module of La protein from
Dictyostelium discoideum.

Biomol NMR Assignments 9, 303-307 (2015).

I. Sharina, M. Sobolevsky, A. Papakyriakou, N. Rukoyatkina, G.A. Spyroulias, S. Gambaryan, E. Martin. The fibrate
gemfibrozil is an NO- and heme-independent activator of soluble guanylyl cyclase: in vitro studies.

British Journal of Pharmacology 172, 2316-2329 (2015).

D. Liourdi, P. Kallidonis, I. Kyriazis, A. Tsamandas, D. Karnabatidis, P. Kitrou, G.A. Spyroulias, O.N. Kostopoulou,
K. Marousis, D.L. Kalpaxis, D.S. Goumenos, E. Liatsikos. Evaluation of the distribution of Paclitaxel by
Immunohistochemistry and Nuclear Magnetic Resonance Spectroscopy after the application of Drug-eluting
balloon in porcine ureter.

Journal of Endourology 29, 580-589 (2015).

L.L. Eggink, G.A. Spyroulias, N.G. Jones, C.V. Hanson J.K. Hoober. A peptide mimetic of 5-acetylneuraminic acid-
galactose binds with high avidity to siglecs and NKG2D.

PLoS One 10:e0130532 (2015)

T. Katsila, G.A. Spyroulias, G.P. Patrinos, M.-T. Matsoukas. Computational approaches in target identification
and drug discovery.

Computational and Structural Biotechnology Journal 14, 177-84, (2016).

A. Tsika, D.S. Chatzileontiadou, D. Leonidas, G.A.Spyroulias. *H, 3C and N Backbone and side-chain resonance
assignment of human Angiogenin

Biomol NMR Assignments 10, 379-383 (2016).

I.I. Alexandropoulos, A. Argyriou, K. Marousis, S. Topouzis, A. Papapetropoulos, G.A.Spyroulias. 'H, **C and **N
backbone and side-chain resonance assignment of Nostoc sp. C139A variant of the Heme-Nitric Oxide/Oxygen
Binding(H-NOX) domain.

Biomol NMR Assignments 10, 395-400 (2016).

D. Ntountaniotis, M. Vanioti, G.G. Kordopati, T.F. Kellici, K.D. Marousis, T. Mavromoustakos, G.A. Spyroulias,
S.Golic Grdadolnik, T.V. Tselios. A combined NMR and molecular dynamics simulation study to determine the
conformational properties of rat/mouse 35-55 Myelin Oligodentrocyte Glycoprotein epitope implicated in the
induction of Experimental Autoimmune Encephalomyelitis,

Journal of Biomolecular Structure & Dynamics 35, 1559-67 (2017).

M. Suarez-Diez, J. Adam, J. Adamski, S.A. Chasapi, C. Luchinat, A. Peters, C. Prehn, C. Santucci, A. Spyridonidis,
G.A. Spyroulias, L. Tenori, R. Wang-Sattler, E. Saccenti. Plasma and serum metabolite association networks:
comparability within and between studies using NMR and MS profiling
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Journal of Proteome Research 16, 2547-2559, (2017).

M-T. Matsoukas & G.A. Spyroulias. Dynamic properties of the Growth Hormone Releasing Hormone Receptor
(GHRHR) and molecular determinants of GHRH binding

Molecular BioSystems 13, 1313-1322 (2017).

M. Birkou, C.T. Chasapis, K.D. Marousis, A.K. Loutsidou, D. Bentrop, M. Leli, T. Herrmann, Carthy JM, V.
Episkopou, G.A. Spyroulias. A residue-specific insight into the Arkadia E3 ubiquitin ligase activity and
conformational plasticity.

Journal of Molecular Biology 429, 2373-2386 (2017).

E. Zvintzou, M. Lhomme, S.A. Chasapi, S. Filou, V. Theodoropoulos, E. Xapapadaki, A. Kontush, G.A. Spyroulias,
K.E. Kypreos. Pleiotropic Effects of Apolipoprotein C3 on HDL Functionality and Adipose Tissue Metabolic Activity.
Journal of Lipid Research 58, 1869-1883, (2017).

M. Lykouras, A.C. Tsika, J. Lichiere, N. Papageorgiou, B. Coutard, G.A. Spyroulias. NMR study of non-structural
proteins - Part lll. H, 3C, ®*N backbone and side-chain resonance assignment of macro domain from
Chikungunya virus (VEEV).

Biomol NMR Assignments 12, 31-35, (2018).

D.S.M. Chatzileontiadou, A.C. Tsika, Z. Diamantopoulou, J. Delbé, J. Badet, J. Courty, V. Parmenopoulou, D.
Komiotis, J.M. Hayes, G.A. Spyroulias, D.D. Leonidas. Triazole pyrimidine nucleosides are potent inhibitors of
human Angiogenin in vivo. Evidence for novel action at the cell binding site revealed by heteronuclear NMR
spectroscopy and modelling studies.

ChemMedChem 13, 259-269, (2018).

iNEXT Consortium. iNEXT: a European facility network to stimulate translational structural biology.

FEBS Lett 592,1909-1917 (2018).

K.D. Marousis, A.C. Tsika, M. Mbirkou, M.-T. Matsoukas, G.A. Spyroulias. Lead Identification through the
synergistic action of Biomolecular NMR and in silico methodologies.

Methods in Molecular Biology 1824, 299-316, (2018).

M.S. Twigg, L. Tripathi, A. Zompra, K. Salek, V.U. Irorere, T. Gutierrez, G.A. Spyroulias, R. Marchant, .M. Banat.
Identification and Characterisation of Short Chain Rhamnolipid Production in a Previously Uninvestigated, Non-
Pathogenic Marine Pseudomonad.

Applied Microbiology and Biotechnology 102, 8537-8549, (2018).

G. Makrynitsa, A. Argyriou, A. Zompra, G.A.Spyroulias, S. Topouzis. Therapeutic Targeting of the Soluble
Guanylate Cyclase.

Current Medicinal Chemistry 26, 2730-2747, (2019)

V. Magafa, M.-T. Matsoukas, V. Karageorgos, E. Dermitzaki, R. Exarchakou, E.K. Stylos, M. Pardalos, A.N.
Margioris, G. Varvounis, A.G. Tzakos, G.A. Spyroulias, G. Liapakis. Novel stable analogues of the Neurotensin C-
terminal hexapeptide containing unnatural amino acids.

Amino Acids 51, 1009-1022, (2019).

L. Tripathi, M. Twigg, A. Zompra, K. Salek, V.U. Irorere, T. Gutierrez, G.A. Spyroulias, R. Marchant, .M. Banat.
Biosynthesis of rhamnolipid by a Marinobacter species expands the paradigm of biosurfactant synthesis to a
new genus of the marine microflora.

Microbial Cell Factories 18, 164, (2019).

G.l. Makrynitsa, D. Ntonti, K.D. Marousis, M. Birkou, M.-T. Matsoukas, S. Asami, D. Bentrop, N. Papageorgiou,
B. Canard, B. Coutard, G.A. Spyroulias. Conformational plasticity of the VEEV macro domain is important for
binding of ADP-ribose.

Journal of Structural Biology 206, 119-127, (2019).

A.C. Tsika, S. Melekis, S.-A. Tsatsouli, N. Papageorgiou, M.J. Maté, B. Canard, B. Coutard, D. Bentrop, G.A.
Spyroulias. Deciphering the nucleotide and RNA binding selectivity of the Mayaro virus macro domain.

Journal of Molecular Biology 431, 2282-2296, (2019).

K. Marousis, M. Birkou, A. Asimakopoulou, G.A. Spyroulias. ‘H, **C and **N Backbone and side-chain resonance
assignment of UbcH7 E2 Ubiquitin Conjugating Enzyme

Biomol. NMR Assign. 14, 73-78, (2020).
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I. Georgakopoulou, S.A. Chasapi, S.E. Bariamis, A. Varvarigou, M. Spraul, G.A. Spyroulias. Metabolic changes in
early neonatal life: NMR analysis of the neonatal metabolic profile to monitor postnatal metabolic adaptations.
Metabolomics 16, 58 (1-12), (2020).

I. Anestopoulos, D.-E. Kiousi, A. Klavaris, M. Maijo, A. Serpico, A. Suarez, G. Sanchez, K. Salek, S. A. Chasapi, A.
A. Zompra, A. Galanis, G. A. Spyroulias, S. R. Euston, L. Gombau, A. Pappa, M. |. Panayiotidis. Marine-Derived
Surface Active Agents: Health-Promoting Properties and Blue Biotechnology-Based Applications.

Biomolecules 10, 885 (1-27), (2020).

C.G. Barracchia, R. Tira, F. Parolini, F. Munari, L. Bubacco, G.A. Spyroulias, M. D’Onofrio, M. Assfalg.
Unsaturated fatty acid-induced conformational transitions and aggregation of the repeat domain of Tau.
Molecules 25,2716 (1-21), (2020).

F. Cantini, L. Banci, N. Altincekic, J.K. Bains, K. Dhamotharan, C. Fuks, B. Firtig, S.L. Gande, B. Hargittay, M.
Hengesbach, M.T. Hutchison, S.M. Korn, N. Kubatova, F. Kutz, V. Linhard, F. Lohr, N. Meiser, D.J. Pyper, N.S.
Qureshi, C. Richter, K. Saxena, A. Schlundt, H. Schwalbe, S. Sreeramulu, J.N. Tants, A. Wacker, J.E. Weigand, J.
Waéhnert, A.C. Tsika, N. Fourkiotis, G.A. Spyroulias. H, 3C, and *°N backbone chemical shift assignments of the
apo and the ADP-ribose bound forms of the macrodomain of SARS-CoV-2 non-structural protein 3b.

Biomol. NMR Assign 14, 339-346 (2020).

G. Liapakis, V. Karageorgos, J. Andreadelis, G.G. Holz, E. Dermitzaki, G.G. Kordopati, E.K. Stylos, K. Spyridaki, S.
Poulaki, D. Ntountaniotis, S. Sakellaris, M. Vanioti, A. Kostagianni, K.D. Marousis, G. Leonis, G. Kokotos, M.
Venihaki, G.A. Spyroulias, T. Tselios, A. Margioris, A. Tzakos, T. Mavromoustakos. Discovery of a stable
tripeptide targeting the N-domain of CRF1 receptor.

Amino Acids 52, 1337-1351 (2020).

E. Kaliatsi, A. Argyriou, G. Bouras, M. Apostolidi, P. Konstantinidou, A.-N. Sokat, G.A. Spyroulias, C. Stathopoulos.
Functional and structural aspects of La overexpression in lung cancer.

J. Mol. Biol. 432, 166712 (2020).

J.M.C. Busch, M.-T. Matsoukas, M. Musgaard, G.A. Spyroulias, P.C. Biggin, |. Vakonakis. Identification of
compounds that bind the centriolar protein SAS-6 and inhibit its oligomerisation.

J. Biol. Chem. 295, 17922-17934, (2020). doi: 10.1074/jbc.RA120.014780

G.C. Kaiafas, D. Papagiannopoulou, A.N. Miliotou, A.S. Tsingotjidou, P.C. Chalkidou, A.C. Tsika, G.A. Spyroulias,
A.S. Tsiftsoglou, L.C. Papadopoulou. Assessment of biodistribution of TAT-L-Sco2 Fusion Protein, towards a
Protein Therapeutic approach for Mitochondrial Neurodegenerative Disorders, due to SCO2 Mutations.
Molecular Genetics and Metabolism Reports, 25, 100683, (2020).

A. Ntoukas, A. Niarchos, A.C. Tsika, S. Mantzoukas, G.A. Spyroulias, K. Poulas. A quantitative western blot
technique using TMB: Comparison with a free quantification software.

Electrophoresis 42,786-792 (2021).

G. Dalkas, G.l. Makrynitsa, A. Argyriou, M. Bantzi, S. Topouzis, P. Sandner, A. Giannis, A. Papapetropoulos, G.A.
Spyroulias. *H, 3C and **N backbone and side-chain resonance assignment of Nostoc sp. C139A variant of the
Heme-Nitric Oxide/Oxygen Binding(H-NOX) domain in complex with cinaciguat (BAY 58-2667).

Biomol. NMR Assign. 15, 53-57 (2021).

A. Gallo, A.C. Tsika, N.K. Fourkiotis, F. Cantini F, L. Banci, S. Sreeramulu, H. Schwalbe, G.A. Spyroulias. ‘H, 13C,
and >N chemical shift assignments of the SUD domains of SARS-CoV-2 non-structural protein 3c: “The N-terminal
domain-SUD-N".

Biomol. NMR Assign. 15, 85-89 (2021).

A. Gallo, A.C. Tsika, N.K. Fourkiotis, F. Cantini F, L. Banci, S. Sreeramulu, H. Schwalbe, G.A. Spyroulias. *H, **C,
and °N chemical shift assignments of the SUD domains of SARS-CoV-2 non-structural protein 3c: “The SUD-M &
SUD-C domains”.

Biomol. NMR Assign. 15, 165-171, (2021).

M-E.K. Stahopoulou, N. Zoupanou, C.N. Banti, A. Douvalis, C. Papachristodoulou, K.D. Marousis, G.A. Spyroulias,
T. Mavromoustakos, S.K. Hadjikakou. Organotin derivatives of cholic acid; Synthesis, characterizations and
bioinorganic evaluation.

Steroids 167, 108798, (2021).

C. Russell, A. Zompra, G.A. Spyroulias, K. Salek, S.R. Euston. The Heat Stability of Rhamnolipid Containing Egg-
Protein Stabilised Oil-In-Water Emulsions.

Food Hydrocolloids 116, 106632 (2021). doi.org/10.1016/j.foodhyd.2021.106632
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A. Gallo, B. Fourkiotis, A.C. Tsika, G.A.Spyroulias & COVID19-NMR consortium. Large-scale recombinant
production of the SARS-CoV-2 proteome for high-throughput and structural biology applications.
Frontiers in Molecular Biosciences 8, 653148, (2021). doi: 10.3389/fmolb.2021.653148

E. Bletsa, S. Filippas-Dekouan, C. Kostara, P. Ntafopoulos, A. Dimou, S. Chasapi, G.A. Spyroulias, M. Elisaf, E.
Bairaktari, E. Ferrannini, V. Tsimihodimos. Effect of dapagliflozin on urine metabolome in patients with type 2
diabetes.

J. Clin. Endocrinol. Metab. 106, 1269-1283 (2021). doi: 10.1210/clinem/dgab086

A.L. Kantsadi, E. Cattermole, M.-T. Matsoukas, G.A. Spyroulias, |. Vakonakis. Assessment of ligand binding to
the SARS-CoV-2 main protease by saturation transfer difference NMR spectroscopy.
Journal of Biomolecular NMR, 75, 167-178, (2021). doi: 10.1007/s10858-021-00365-x

T. Katsila, S.A. Chasapi, J.C. Gomez Tamayo, C. Chalikiopoulou, E. Siapi, G. Moros, P. Zoumpoulakis, G.A
Spyroulias, D. Kardamakis. 3D cell metabolomics deciphers the anti-angiogenic properties of the
radioprotectant amifostine
Cancers, 13, 2877, (2021).

M.-E. Dimitrakopoulou, K. Matzarapi, S.A. Chasapi, A. Vantarakis, G.A. Spyroulias. Non-targeted ‘H NMR
fingerprinting and multivariate statistical analysis for traceability of Greek PDO Vostizza currants
Journal of Food Science 86, 4417-29 (2021). https://doi.org/10.1111/1750-3841.15873

E. Nikoloudakis, G. Charalambidis, M. Vasila, E. Orfanos, P. Angaridis, G.A. Spyroulias A.G. Coutsolelos.
Gadolinium porphyrinate double-deckers for visible light driven H2.

Polyhedron 208, 115421 (2021). doi.org/10.1016/j.poly.2021.115421

A.N. Miliotou, I.S. Pappas, G.A. Spyroulias, E. Vlachaki, A.S. Tsiftsoglou, I.S. Vizirianakis, L.C. Papadopoulou.
Development of a novel PTD-mediated IVT-mRNA Delivery Platform for potential Clinical Application as Protein
Therapy approach for Metabolic/Genetic disorders.

Molecular Therapy: Nucleic Acids 26, 694-710 (2021). doi: https://doi.org/10.1016/j.omtn.2021.09.008.

K. loannidis, I. Angelopoulos, G. Gakis, N. Karantzelis, G.A. Spyroulias, Z. Lygerou, S. Taraviras. 3D Reconstitution
of the Neural Stem Cell Niche: A Review on Possible Interpretations.
Frontiers in Bioengineering and Biotechnology 00000 (2021).

A.C. Tsika, N.K. Fourkiotis, P. Charalampous, A. Gallo, G.A. Spyroulias. The 'H, **C and *°N backbone resonance
assignment of SARS-CoV and MERS-CoV macro domains in free and in the ADPr-bound forms.

Biomol NMR Assignments 00000 (2021).

A.S. Tsagkarakou, S.A. Chasapi, S.M. Koulas, I. Tsialtas, E. Kyriakis, C.E. Drakou, S. Kun, L. Somsak, G.A. Spyroulias,
A.-M.G. Psarra, D.D. Leonidas. Structure activity relationship of the binding of p-coumaroyl glucose to glycogen
phosphorylase and its effect on hepatic cell metabolic pathways

Eur. J. Med. Chem. Reports 00000 (2021)

A.l. Argyriou, G. |. Makrynitsa, G. Dalkas, D. Georgopoulou, K. Salagiannis, V. Vazoura, A. Papapetropoulos, S.
Topouzis, G.A. Spyroulias Replacement of heme by soluble guanylate cyclase (sGC) activators abolishes HNOX
domain structural plasticity
Curr. Res. Struct. Biol. submitted (2021).

A. Sudrez-Sousa, S.A. Chasapi, K. Salek, L. Molina Pérez, A.A. Zompra, S.R. Euston, G.A. Spyroulias, T. Gutierrez,
M.G. Montalban, G. Sanchez-Carrén. Bioprocess optimisation and characterization of a glycoprotein
bioemulsifiers from marine Halomonas species.

Journal of Biotechnology submitted (2021).

K. Matzarapi, S.A. Chasapi, D. Kritikou, A. Giannakopoulos, A. Efthymiadou, D. Chrysis, G.A. Spyroulias. NMR-
based metabolomic analysis of Biofluids towards Biomarkers Identification for Premature Adrenarche.
Submitted for publication (2021).

E. Karagkouni, S.A. Chasapi, D. Kalavryzioti, S. Vamvakas, D. Goumenos, G.A. Spyroulias. /dentification of
potential diagnostic metabolites for chronic kidney disease in patients with hypertensive nephrosclerosis, chronic
interstitial nephritis and diabetic nephropathy. (2021)

Metabolites, Special Issue: “NMR-Based Metabolomics: New Sight in the Biomedical and Biopharmaceutical
Research” To be submitted

E. Karagkouni, S.A. Chasapi, A. Zompra, P. Panopoulos, E. Karamouzi, G.A. Spyroulias. Metabolite and bioactive

compounds' profiling of Meteora osmotic Sea Buckthorn berries through high-resolution NMR Analysis. (2021)
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Metabolites, Special Issue: “Analysis and Metabolism of Bioactive Compounds” To be submitted

P. Georgiopoulou, S.A. Chasapi, I. Christopoulou, A. Varvarigou, G.A. Spyroulias. 'H-NMR urine metabolomics
analysis of preterm infants with neonatal sepsis. (2021)

Applied Sciences, Special Issue: “Research in Metabolomics via Nuclear Magnetic Resonance Spectroscopy: Data
Mining, Biochemistry and Clinical Chemistry”, To be submitted

M. Birkou, V. Raptis, K.D. Marousis, D. Bentrop, V. Episkopou, G.A. Spyroulias. Impact of a single nucleotide
polymorphism on the 3D structure and auto-ubiquitination activity of E3 ubiquitin ligase Arkadia. (2021)
Frontiers In Molecular Biosciences, Special Issue: “Insights in Structural Biology”. To be submitted

G. |. Makrynitsa, A.l. Argyriou, A. Zompra, K. Salagiannis, V. Vazoura, A. Papapetropoulos, S.Topouzis, G.A.
Spyroulias. Structural perspectives on sGC stimulators' binding to H-NOX domain regulated by the redox state
of the heme. (2021)

Frontiers in Cell and Developmental Biology, Special Issue: “Bioinorganic Chemistry of Metals in Cell Function
and Disease”. To be submitted

A.l. Argyriou, G. Mahaliotis, G. I. Makrynitsa C. Stathopoulos, G.A.Spyroulias. Probing the interaction of
human La polypeptides with IRES Domain of hepatitis C Virus through NMR. (2021)

International Journal of Molecular Sciences, Special Issue: “Research Progress in RNA-Binding Proteins”. To
be submitted

A. Argyriou, G. Bouras, M. Apostolidi, D. Drainas, D. Bentrop, C. Stathopoulos, G.A. Spyroulias. NVIR &
Biochemical assays reveal unexpected RNA binding properties of the La motif of D. discoideum Lupus Antigen
protein. In preparation (2021).

N.K. Fourkiotis, P. Charalampous, A.C. Tsika, K.P. Kravvariti, Ch. Sideras, A. Gallo, G.A. Spyroulias. NMR study of
human macroPARPs domains: *H, **N and *3C resonance assignment of hPARP14 macro domain 2 in the free and
the ADPr bound state..

Biomol. NMR Assign. 16, 399-406 (2022). https://doi.org/10.1007/s12104-022-10110-6

COVID19-NMR Consortium, and A.C. Tsika, N.K. Fourkiotis, A. Gallo, G.A. Spyroulias. Comprehensive fragment
screening of the SARS-CoV-2 proteome explores novel chemical space for drug development.

Angewandte Chemie Int Ed Engl 61, 202205858 (2022). https://doi.org/10.1002/anie.202205858

A.A. Zompra, S.A. Chasapi, M. Twigg, K. Salek, I. Anestopoulos, A. Galanis, A. Pappa, T. Gutierrez, |. Banat, R.
Marchant, S.R. Euston, M.l. Panayiotidis, G.A.Spyroulias. Multi-method biophysical analysis in discovery,
identification and in-depth characterization of surface-active compounds.

Frontiers in Marine Science, Special Issue "Biotechnology of Marine Microorganisms", 9, 1023287 (2022).
https://doi.org/10.3389/fmars.2022.1023287

K. Matzarapi, S.A. Chasapi, D. Kritikou, A. Giannakopoulos, A. Efthymiadou, D. Chrysis, G.A. Spyroulias. NMR-
based metabolomic profiling of children with Premature Adrenarche.

Metabolomics 18, 78 (2022). https://doi.org/10.1007/s11306-022-01941-4

P.L. da Silva; A.Papakyriakou; A.K. Carmona; G.A. Spyroulias; E.D. Sturrock; P.A. Bersanetti, Cl.R. Nakaie. Peptide
Inhibitors of Angiotensin-I Converting Enzyme Based on Angiotensin (1-7) with Selectivity for the C-terminal
Domain.

Bioorganic Chemistry 129, 106124 (2022). https://doi.org/10.1016/j.biocorg.2022.106204

A.l. Argyriou, G. Mahaliotis, G. |. Makrynitsa, E. Kaliatsi, C. Stathopoulos, G.A.Spyroulias. NMR analysis suggests
synergy between the RRM2 and carboxy-terminus segment of human La protein in the recognition and
interaction with HCV IRES.

International Journal of Molecular Sciences, Special Issue: “Research Progress in RNA-Binding Proteins,. 24,
2572 (2023). https://doi.org/10.3390/ijms24032572

G.N. Delegkou, M. Birkou, N. Fragkaki, T.l. Munoz Toro, K.D. Marousis, V. Episkopou, G.A. Spyroulias. E2 partner
tunes ubiquitination specificity of Arkadia E3 Ubiquitin Ligase.

Cancers, Special Issue “Protein Structure & Cancer” 15, 1040 (2023). https://doi.org/10.3390/cancers15041040.
I. Christopoulou, E. Kostopoulou, K. Matzarapi, S.A. Chasapi, G.A Spyroulias, A. Varvarigou. Identification of novel
biomarkers in late preterm neonates with RDS using urinary metabolomic analysis.

Metabolites, 13, 644 (2023). https://doi.org/10.3390/metabo13050644
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M.D. Politi, A. Gallo, G. Bouras, M. Birkou, B. Canard, B. Coutard, G.A. Spyroulias. 'H, 3C, >N backbone
resonance assignment of apo and ADP-ribose bound forms of the macro domain of Hepatitis E virus through
solution NMR Spectroscopy.

Biomol. NMR Assign. 17, 1-8, (2023). https://doi.org/10.1007/s12104-022-10111-5

0. Papaioannou, A.C. Tsika, M. Rovoli, G.E. Papadopoulos, G. Kontopidis, G.A. Spyroulias, D.D. Leonidas,
Structural and biochemical characterization of the human Angiogenin — Proliferating cell nuclear antigen (PCNA)
interaction.

Biochemistry 62, 1706-115 (2023). https://doi.org/10.1021/acs.biochem.3c00158

M.-T. Matsoukas, T. Radomsky, V. Panagiotopoulos, R. du Preez, M. Papadourakis, K. Tsianakas, R. Millar, R.
Anderson, G.A. Spyroulias, C. Newton. Identification of small-molecule antagonists targeting the Growth
Hormone Releasing Hormone Receptor (GHRHR).
J. Chem. Inf. Model. 64, 7056-7067, (2024). https://pubs.acs.org/doi/10.1021/acs.jcim.4c00577

A. Diseri, G. Stravodimos, A.l. Argyriou, G.A. Spyroulias, D.D. Leonidas, P. Liakos. Expression, purification, and
biophysical analysis of the transcriptional activation domain of human hypoxia inducible factor-2a (HIF-2%).
BBRC, 739, 150965 (2024). https://doi.org/10.1016/j.bbrc.2024.150965

S. Filippas-Ntekouan, A. Dimou, P. Dafopoulos, Ch. Kostara, E. Bairaktari, S. Chasapi; G.A. Spyroulias, T. Koufakis,
A. Koutsovasilis, V. Tsimihodimos. Effect of Dapagliflozin on the serum metabolome in patients with type 2
Diabetes Mellitus.
J. Diabetes & Metabolic Disorders 24, 4 (2025). https://doi.org/10.1007/s40200-024-01508-1

E.A. Aggelaki, A. Giannakopoulos, P.D. Georgiopoulou, S.A. Chasapi, A. Efthymiadou, D. Kritikou, D. Chrysis, G.A.
Spyroulias. Unveiling the Metabolomic Profile of Growth Hormone Deficiency Children Using NMR Spectroscopy.
Metabolites 21, 25 (2025). https://doi.org/10.1007/s11306-024-02217-9

D. Moschidi, N.K. Fourkiotis, Ch. Sideras-Bisdekis, A.C. Tsika, G.A. Spyroulias. 'H, **C and **N chemical shift
assignments of Rubella virus macro domain in the free state and in the ADPr bound state.

Biomol. NMR Assign. 19, 117-125, (2025). https://doi.org/10.1007/s12104-025-10227-4

R. Krishnathas, K. Mineev, N.K. Fourkiotis, Ch. Sideras-Bisdekis, A.C. Tsika, S. Lakshmi Gande, V. Linhard, S.
Sreeramulu, F. Lennartz, M.S. Weiss, G.A. Spyroulias, H. Schwalbe. Structure-based rational design of an efficient
SARS-CoV-2 Nsp3 macro domain hydrolase inhibitor.
ACS Chemical Biology. Submitted, (2025)

M. Arbi, M. Skamnelou, L. Koufoudaki, V. Bakali, S. Bournaka, S. Zitouni, S. Tsaridou, O. Karayel, C.G.
Vasilopoulou, A.C. Tsika, N.N. Giakoumakis, O. Preza, G.A. Spyroulias, M. Mann, M. Bettencourt-Dias, S.
Taraviras, Z. Lygerou. Mcldas localizes at centrioles to control centriole numbers through PLK4-dependent
phosphorylation.

EMBO Reports. submitted, (2025)
J. Tolchard & REMOTE-NMR Consortium. Moving NMR infrastructures to remote access capabilities.

Progress in NMR Spectroscopy, submitted (2025)
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Deposited Structural and NMR data- Atomic Coordinates of NMR models & Chemical Shifts :

PDB - Protein Data Bank (http://www.rcsb.org/pdb/ )

(1)
()
3)

(4)

(5)
(6)

(7)

(8)
(9)
(10)
(11)
(12)
(13)

(14)
(15)
(16)

(17)
(18)
(19)
(20)
(21)
(22)

(23)
(24)
(25)

(26)
(27)
(28)
(29)
(30)
(31)
(32)
(33)
(34)
(35)

1GIW
2GIw
1G09

1GOE

1MNY
1IN9U

1IN9V

1YL8
1YL9
1Yyl
1YY2
2GCF
2Kew

2K70

2KeY

2K6Z

2KeVv
2KIZ
2LOR
2M5wW
51Q5
5ISN

5LGO
5LG7
5MQxX

6XXU
7P27

7P2K

7P20
7P2K

9QYD
9QYE
9QYF
2QYG
9QYH

Solution Structure of reduced Horse Heart cytochromes ¢, NMR, Minimized Average Structure (1998)
Solution Structure of reduced Horse Heart cytochromes ¢, NMR, 40 structures (1998)

Monitoring the structural consequences of Phel2->Dphel2 and Leul5->Aib15 substitution in h/r
Corticotropin Releasing Hormone: Implications for design of CRH antagonists, NMR Minimized
Average Structure (2001)

Monitoring the structural consequences of Phel2->Dphel2 and Leul5->Aib15 substitution in h/r
Corticotropin Releasing Hormone: Implications for design of CRH antagonists, NMR 40 models (2001)
Dimethyl propionate ester heme-containing cytochrome b5 (2002)

Differences and Similarities in Solution Structures of Angiotensin | & II: Implication for Strucure-
Function Relationship (Angiotensin-1), NMR 21 structures (2003)

Differences and Similarities in Solution Structures of Angiotensin | & II: Implication for Strucure-
Function Relationship (Angiotensin-Il), NMR 21 structures (2003)

3D Solution Structure of [Tyr3]Octreotate derivatives in DMSO, NMR 21 Structures (2005)

3D Solution Structure of [Tyr3]Octreotate derivatives in DMSO, NMR 21 Structures (2005)

NMR Conformational Analysis of LHRH and its analogues, NMR 21 Structures (2006)

NMR Conformational Analysis of LHRH and its analogues, NMR 21 Structures (2006)

Solution structure of the N-terminal domain of the copper(l) ATPase PacS in its apo form, (2006)
Solution structures of apo PCuA (trans conformation of the peptide bond involving the nitrogen of
P14) (2008)

Solution structures of copper loaded form PCuA (cis conformation of the peptide bond involving the
nitrogen of P14), NMR 31 Structures (2008)

Solution structures of apo form PCuA (cis conformation of the peptide bond involving the nitrogen of
P14), NMR 31 Structures (2008)

Solution structures of copper loaded form PCuA (trans conformation of the peptide bond involving the
nitrogen of P14), NMR 31 Structures (2008)

Solution structures of apo Scol protein from Thermus Thermophilus, NMR 31 Structures (2008)
Solution structure of Arkadia RING-H2 finger domain, NMR 31 Structures (2009)

NMR structure of the C-terminal Catalytic core domain of Anthrax Lethal Factor, 31 models (2010)
NMR Solution structure of the La motif of Dictyostelium discoideum La protein, 31 models (2013)
NMR solution structure of Mayaro virus macro domain, 21 models (2016)

NMR solution structure of macro domain from Venezuelan equine encephalitis virus, 21 models
(2016)

Solution NMR structure of Tryptophan to Alanine mutant of Arkadia RING domain, 31 models (2016)
Solution NMR structure of Tryptophan to Arginine mutant of Arkadia RING domain, 31 models (2016)
NMR solution structure of macro domain from Venezuelan equine encephalitis virus (VEEV) in
complex with ADP-ribose, 21 models (2016)

Solution NMR structure of the native form of UbcH7 (UBE2L3) (2019)

NMR solution structure of from Chikungunya virus macro domain (2021)

Solution NMR Structure of Arginine to Cysteine mutant of Arkadia RING domain (2021)

NMR solution structure of SUD-C domain of SARS-CoV-2 (2021)

Solution NMR Structure of Arginine to Cysteine mutant of Arkadia RING domain (2021)

PARP9 Macro domain 1, Free form (2025)

PARP9 Macro domain 1 in complex with ADPr (2025)

PARP9 Macro Domain 2 in complex with ADPr (2025)

PARP9 Macro Domain 2 Free form (2025)

PARP9 Macro Domain 2 in complex with NAD+ (2025)
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BMRB - Biological Magnetic Resonance Bank (http://www.bmrb.wisc.edu/ )

(1)
(2)

3)
(4)

(5)
(6)

7)
(8)
(9)
(10)

(11)
(12)

(13)
(14)

(15)
(16)

(17)
(18)
(19)
(20)
(21)
(22)
(23)

(24)
(25)

4189
20015

20019

20020

20062
15948

16735

17695

18620

18621

19803
19927

19967

25132

25239
25248

25249

25351

25392

26748

26753

26048

27158

30043
27612

Cytochrome c reduced (from Horse heart) (1999)

NMR evidence of charge-dependent interaction between various PND V3 and CCR5 N-terminal
peptides, SF2, NMR 21 structures (2008)

NMR evidence of charge-dependent interaction between various PND V3 and CCR5 N-terminal
peptides, MN, NMR 21 structures (2008)

NMR evidence of charge-dependent interaction between various PND V3 and CCR5 N-terminal
peptides, LAI, NMR 21 structures (2008)

3D Solution Structure of MBP83-99 peptide in DMSO, NMR 21 structures (2008)

'H, 3¢, and N Chemical Shift Assignments for the RING finger of the E3 ubiquitin ligase Arkadia
(RNF111) (2008)

NMR resonance assignment of the apo C-terminal polypeptide of the Anthrax Lethal Factor catalytic
domain (2010)

Backbone Chemical Shift Assignments of the Extracellular domain of GLIC, a prokaryotic nAChR
homologue (2011)

NMR Chemical Shift Assignments of N terminal RRM domain of La protein from Dictyostelium
Discoedium (2012)

NMR Chemical Shift Assignments of N terminal La motif domain of La protein from Dictyostelium
Discoedium (2012)

NMR resonance assignment of the N-terminal polypeptide of the Anthrax Lethal Factor (2014)

NMR study of non-structural proteins — Part I. H, 13C, *N backbone and side-chain resonance
assignment of macro domain from Mayaro virus (MAYV) (2014)

NMR Chemical Shift Assignments of C terminal RRM domain of La protein from Dictyostelium
Discoedium (2014)

NMR study of non-structural proteins — Part Il. *H, 3C, *N backbone and side-chain resonance
assignment of macro domain from Venezuelean Equine Encephalitis virus (VEEV) (2014)

NMR Chemical Shift Assignments of LAM-RRM1 of La protein from Dictyostelium Discoedium (2014)
'H, 3C, and **N Chemical Shift Assighments for the W972R mutant of Arkadia (RNF111) E3 RING
domain (2014)

H, 3¢, and °N Chemical Shift Assignments for the W972A mutant of Arkadia (RNF111) E3 RING
domain (2014)

H, 3C and *N Chemical Shift Assignments for the H962C mutant of Arkadia (RNF111) E3 RING domain
(2014)

H, 3C and >N Chemical Shift Assignments for the H965C mutant of Arkadia (RNF111) E3 RING domain
(2014)

NMR study of Met-1 Human Angiogenin - *H, 13C, **N backbone and side chain resonance assignment
(2016)

NMR study of non-structural proteins - *H, 3C, N resonance assignment of macro domain from
Venezuelean Equine Encephalitis virus (VEEV) in complex with ADP-ribose (2016)

H, 13C, N backbone and side-chain resonance assignment of Nostoc sp. C139A variant of the heme—
nitric oxide/oxygen binding (H-NOX) domain (2016)

NMR study of non-structural proteins — Part Ill. *H, 13C, **N resonance assighment of macro domain
from Chikungunya virus (CHIKV) (2017)

NMR solution structure of Mayaro virus macro domain (2017)

NMR study of non-structural proteins - *H, 3C, N resonance assignment of macro domain from
Mayaro virus (MAYV) in complex with ADP-ribose (2018)
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(26) 28028 !H, 13C, N backbone and side-chain assignment of the native form of UbcH7 (UBE3L2) (2019)

(27) 28118 'H, 3C, N backbone and side-chain resonance assignment of Nostoc sp. C139A variant of the heme
nitric oxide/oxygen binding (H-NOX) domain in complex with cinaciguat (2020)

(28) 50448 H-3C->N SARS Unique Domain CoV-2 (nsp3c) N-terminal domain (2020)

(29) 50516 !H-3C-1>N SARS Unique Domain CoV-2 (nsp3c) M (middle) domain (2020)

(30) 50517 H-3C->N SARS Unique Domain CoV-2 (nsp3c) C-terminal domain (2020)

(31) 50969 !H, 13C, N resonance assignment of macro domain from SARS-CoV in complex with ADP-ribose
(2021)

(32) 50970 'H, *3C, 1N resonance assignment of macro domain from MERS-CoV (2021)

(33) 50971 'H, *3C, N resonance assignment of macro domain from MERS -CoV in complex with ADP-ribose
(2021)

(34) 50993 'H, 3C, N resonance assignment of macro domain from SARS-CoV in the free state (2021)

(35) 50985 !H,*3C and *N Chemical Shift Assignments of the R957C mutant from Arkadia (RNF111) E3 RING
domain in solution (2021)

(36) 51189 IH, 3C and >N Chemical Shift Assignments for Arkadia 2C (RNF165) E3 RING domain (2021)

(37) 51398 'H, '3C, >N resonance assignment of macro domain 2 from PARP14 2022)

(38) 51399 IH, 3C, 1N resonance assignment of macro domain 2 from PARP14 in complex with ADP-ribose
(2022)

(39) 51470 H, 3C, 1N resonance assignment of apo macro domain of Hepatitis E virus (2022)

(40) 51471 'H, 3C, N resonance assignment of ADPr bound macro domain of Hepatitis E virus (2022)

(41) 51495 Backbone and side chain NMR assignment of the heme-nitric oxide/oxygen binding (H-NOX) domain
from Nostoc punctiforme (2022)

(42) 51713 Solution NMR assignment of RRM2 Cterminal of human La protein (2022)

(43) 52869 'H, 3C and N chemical shift assignments of Rubella virus macro domain in the free state (2025)

(44) 52870 *H, *3C and N chemical shift assignments of Rubella virus macro domain in the ADPr bound state
(2025)

(45) 34984 Solution NMR structure of Arkadia 2 RING domain

Other Publications : (A) Book Chapters

Al. A. Coutsolelos, G.A. Spyroulias. “Chapter 4: NMR of Organozinc compounds - Zn NMR, a tool for coordination
chemistry problems.” In “The Chemistry of Organic Zinc Compounds”, Zvi Rappoport (Editor), llan Marek (Editor),
John Wiley & Sons, Ltd., 2006.

A2. T. Mavromoustakos, S. Golic Grdadolnik, M. Zervou, P. Zoumpoulakis, C. Potamitis, A. Politi, E. Mantzourani, J.
A. Platts, C. Koukoulitsa, P. Minakakis, G. Kokotos, T. Tselios, J. Matsoukas, S. Durdagi, M.G. Papadopoulos, D.P.
Papahatjis, Z.S. Spyranti, G.A. Dalkas, G.A. Spyroulias. Chapter 7: Putative Bioactive Conformers of Small Molecules:
A Concerted Approach Using NMR Spectroscopy and Computational Chemistry.

In “Medicinal Chemistry Research progress”, Editors: Giulia P. Colombo and Sofia Ricci, Nova Science Publishers,
Inc., 2008.

A3. G.A. Spyroulias. Peptide substrate selectivity and Dual Inhibitors of ACE and NEP vasopeptidases

In “Essays on Contemporary Peptide Science”: 75-94 ISBN: 978-81-308-0428-6. Editor: Paul Cordopatis, 2011.

A4. Makrynitsa, Garyfallia I; Lykouras, Michail; Spyroulias, Georgios A; and Matsoukas, Minos-Timotheos (August
2018), In silico Drug Design. In: eLS. John Wiley & Sons, Ltd: Chichester. DOI: 10.1002/9780470015902.a0028112
A5. Chasapi, Styliani; Mantzarapi, Konstantina; Karagkouni, Evdokia; Varvarigou, Natassa; Spyroulias Georgios A.
NMR and Metabollomics. In eLS John Wiley & Sons, Ltd: Chichester.

Participation in Congresses and Conferences :

Participation to >100 Scientific Congresses and Conferences (60 International and 40 National — Greek) with a total
number of >300 Communications, Abstracts and Short papers
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