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EDUCATION 

 

 Ph.D. in Computational Chemistry, University of Crete, Greece (2009) 

 M.Sc. in Chemistry & Technology of Materials, University of Ioannina, Greece 

(2008) 

 B.Sc. in Materials Science and Engineering, University of Ioannina, Greece 

(2004)  

 

 

PROFESSIONAL EXPERIENCE AND APPOINTMENTS 

 

09/2018 – present: Associate Researcher, Theoretical and Physical Chemistry 

Institute, National Hellenic Research Foundation, Greece 

03/2017 – 09/2018:  Postdoctoral Research Associate with IKY scholarship, Chemistry 

Department, University of Crete, Greece 

10/2010 – 11/2015:  Postdoctoral Research Associate, Chemistry Department, 

University of Crete, Greece 

11/2009 - 8/2010: Fuel and Lubricant Quality control, Hellenic Air Force (Military 

service). 
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MAIN RESEARCH INTERESTS 

 

 Gas adsorption and separation for energy and environmental applications 

 Design of novel Nanostructured and Nanoporous materials with emphasis in 

Metal-Organic Frameworks and Carbon based systems 

 Electronic structure calculations 

 Multi-scale computational techniques for gas adsorption 

 Calculation of electronic and mechanical properties of 2D heterostructures 

 Materials Informatics 

 

 

EXTERNAL FUNDING 

 

 Hellenic Foundation for Research and Innovation (HFRI), Grand for post-

doctoral researchers, GRAFEL, Participant, 2018-present. 

 Greek State Scholar Foundation (IKY) Grand for supporting post-doctoral 

researchers, post-doctoral researcher, 2017-2018. 

 General Secretariat for Research and Technology (GSRT), THALES, post-

doctoral researcher, 2014-2015. 

 General Secretariat for Research and Technology (GSRT), ARISTEIA II, post-

doctoral researcher, 2014-2015. 

 General Secretariat for Research and Technology (GSRT), COOPERATION, post-

doctoral researcher, 2010-2012 and 2013-2014. 

 

 

TEACHING EXPERIENCE 

 

 Course Instructor (Katsaraki University Scholarship) in the Course 

“Computational methods applied for studying molecules, nanomaterials and 

environmental applications”, Department of Chemistry, University of Crete, 

Greece, Spring 2017.  

 Course Instructor (ΠΔ 407/80) in the Course “Industrial Chemistry”, Department 

of Chemistry, University of Crete, Greece, Spring 2012. 

 Course Instructor (ΠΔ 407/80) in the Course “Computational methods for 
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studying molecules and nanomaterials”, Department of Chemistry, University of 

Crete, Greece, Spring 2011. 

 Course Instructor (ΠΔ 407/80) in the Course “Computational methods for 

studying molecules and nanomaterials”, Department of Chemistry, University of 

Crete, Greece, Fall 2010. 

 

PROFESSIONAL AFFILIATIONS & ACTIVITIES 

 

 Organizing Committee Member for the International Symposium on advanced 

nanoporous and nanostrucutred materials, 3−4 September 2014, Heraklion 

Crete, Greece. 

 Organizing Committee Member for the 5th Pan-Hellenic symposium on Porous 

Materials, University of Crete, 30 June-1st July 2011, Heraklion Crete Greece. 

 Member of the Pan-Hellenic Society of Materials Engineers (ΠΑΣΔΜΕΥ).  

 Reviewer for scientific research journals in the fields of physical chemistry, 

materials, and hydrogen economy. 

 

 

AWARDS AND DISTINCTIONS 

 

 Hellenic Foundation for Research and Innovation (HFRI), Grand for post-

doctoral researchers (GRAFEL), as post-Doctoral Researcher, now as Participant, 

2018-present. 

 Greek State Scholar Foundation (IKY) Grand for supporting post-doctoral 

researchers (post-Doctoral researcher), 2017-2018. 

 Paper “Reticular Synthesis of HKUST-like tbo-MOFs with enhanced CH4 storage” 

J. Am. Chem. Soc. 2016, 138, 1568-1574 was highlighted in the cover of the 

corresponding issue. 

 Katsaraki University Scholarship for instructing Undergraduate Course at the 

Department of Chemistry, University of Crete, Greece, Spring 2017. 

 

 

SELECTED PUBLICATIONS 

 

1. E. Klontzas, A. Mavrandonakis, E. Tylianakis, G. E. Froudakis, “Improving 

Hydrogen Storage Capacity of MOF by Functionalization of the Organic Linker 

with Lithium Atoms”, Nano Lett, 2008, 8, 1572. 

https://pubs.acs.org/doi/10.1021/jacs.5b11079
https://pubs.acs.org/doi/abs/10.1021/nl072941g
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Froudakis, “Multiscale simulations reveal IRMOF-74-III as a potent drug carrier 
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https://pubs.acs.org/doi/abs/10.1021/ja9043888
https://pubs.acs.org/doi/abs/10.1021/ja9043888
https://pubs.acs.org/doi/abs/10.1021/nl903068a
https://pubs.acs.org/doi/10.1021/jz2005368
https://pubs.acs.org/doi/10.1021/jz2005368
https://pubs.acs.org/doi/abs/10.1021/ic201052k
https://www.sciencedirect.com/science/article/pii/S0360319914006247?via%3Dihub
https://www.sciencedirect.com/science/article/pii/S0360319914006247?via%3Dihub
https://pubs.acs.org/doi/10.1021/jacs.5b11079
https://pubs.acs.org/doi/10.1021/jacs.5b11079
https://www.sciencedirect.com/science/article/pii/S1387181116300208?via%3Dihub
https://pubs.rsc.org/en/Content/ArticleLanding/2017/QI/C6QI00547K#!divAbstract
https://pubs.rsc.org/en/Content/ArticleLanding/2017/TB/C7TB00220C#!divAbstract


 
 

 

NATIONAL HELLENIC RESEARCH FOUNDATION 
THEORETICAL & PHYSICAL CHEMISTRY INSTITUTE 

learning techniques” npj Computational Materials 2017, 3, 40. 

12. G. S. Fanourgakis, K. Gkagkas, E. Tylianakis, E. Klontzas, G. E. Froudakis, “A 

Robust Machine Learning Algorithm for the Prediction of Methane Adsorption in 
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