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» WORK EXPERIENCE

11/2014 - 05/2020 Slovenia .
YOUNG RESEARCHER JOZEF STEFAN INSTITUTE

11/2013 - 11/2014 Ljubljana, Slovenia
STUDENT WORK NATIONAL INSTITUTE OF CHEMISTRY

01/06/2020 - 31/05/2023 Trieste, Italy
POSTDOCTORAL RESEARCHER CNR-IOM DEMOCRITOS NATIONAL SIMULATION CENTER,
ISTITUTO OFFICINA DEI MATERIALI, C/O SISSA

01/06/2023 - CURRENT Ljubljana, Slovenia
POSTDOCTORAL RESEARCHER JOZEF STEFAN INSTITUTE

» EDUCATION AND TRAINING

01/11/2014 - 25/04/2019 Ljubljana, Slovenia
PHD IN CHEMISTRY Faculty of Chemistry and Chemical Technology, Universty of Ljubljana

2008 - 2014 Ljubljana, Slovenia
UNIVERSITY GRADUATE OF CHEMISTRY (MASTER EQUIVALENT) Faculty of Chemistry and
Chemical Technology, University of Ljubljana

o LANGUAGE SKILLS

Mother tongue(s): SLOVENIAN
Other language(s):

UNDERSTANDING SPEAKING WRITING
. . ; Spoken Spoken
Listening Reading production interaction
GERMAN A2 A2 Al Al AT

Levels: A1 and A2: Basic user; B1 and B2: Independent user; C1 and C2: Proficient user
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Poberznik M.; Herrero-Saboya G.; Makovec D.; Lisjak D.; Martin-Samos, L., Surface phase diagrams of
pristine and hydroxylated barium hexaferrite surfaces from first-principles atomistic thermodynamics.
Applied Surface Science, 2023, 637, 157890
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Hémeryck, A.; Activation Relaxation Technique: an efficient way to find minima and saddle points on
potential energy surfaces. Computational Materials Science 2022, 209, 111363

Gasparic, L.; Poberznik, M.; Kokalj, A.; DFT study of hydrogen bonding between metal hydroxides and
organic molecules containing N, O, S, and P heteroatoms: clusters vs. surfaces, Chemical Physics 2022, 559,
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oxidized aluminum surfaces : from standalone molecules to self-assembled-monolayers. Applied Surface
Science. 2020, 525, 146156

Poberznik, M.; Kokalj, A., Surprising lateral interactions between negatively charged adatoms on metal
surfaces. The journal of physical chemistry letters. 2020, 11, 7122-72126
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T6. Coatings. 2020, 70, 172-1-172-20.
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of organic compounds as corrosion inhibitors for aluminum investigated using an Integrative experimental-
modeling approach. Journal of the Electrochemical Society. 2020, 167, 061509-1-061509-18.
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Kokalj, A.; Marcus, P., Electrochemical, surface-analytical, and computational DFT study of alkaline etched
aluminium modified by carboxylic acids for corrosion protection and hydrophobicity. The Journal of the
Electrochemical Society, 2019, 166, C3131-C3146

Poberznik M.; Kokalj A., Implausibility of bidentate bonding of the silanol headgroup to oxidized aluminum
surfaces. Applied Surface Science, 2019, 492, 909-918

Poberznik, M.; Costa, D.; Hemeryck, A.; Kokalj, A., Insight into the Bonding of Silanols to Oxidized Aluminum
Surfaces. The Journal of Physical Chemistry C, 2018, 122, 9417-9431

SELECTED CONFERENCE CONTRIBUTIONS

Selected Conference Contributions

Poberznik, M.; Gunde, M.; Jay, A.;, Hemeryck, A.; Richard, N.; Salles N.; Mousseau, N.; Martin-Samos, L.; ARTn
as a plugin for electronic structure calculation and molecular dynamics codes, Talk at Math/Chem/Comp
2021, June, 7-11, 2021, Dubrovnik, Croatia

Poberznik, M.; Costa, D.; MiloSev I.; Kokalj, A., How silanol headgroups bond to oxidized aluminium surfaces: a
DFT modeling study. Talk at EUROCORR 2019, The Annual Event of the European Federation of Corrosion,
September, 9-13, 2019, Seville, Spain

M. Poberznik, F. Chiter, D. Costa, P. Marcus, |. MiloSev, A. Kokalj, Corrosion inhibitors for aluminium
investigated using integrative experimental-modelling approach: A DFT modeling study. Talk at EUROCORR
2019, The Annual Event of the European Federation of Corrosion, September, 9-13, 2019, Seville, Spain

Poberznik, M.; Kokalj, A., Lateral interactions between electronegative adatoms on metallic surface. Talk at 3rd
International Meeting Materials Science for Energy Related Applications, September 25-26, 2018,
Belgrade, Serbia.

Poberznik, M. ; Costa, D.; Kokalj, A., Bonding of silanols to oxidized aluminum surfaces : an insight from DFT
modeling. Talk at EUROCORR 2018, The Annual Congress of the European Federation of Corrosion,
September 9-13, 2018, Krakéw, Poland
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Poberznik, M.; Costa, D.; Kokalj A., Atomistic insight into the bonding of silanol molecules to oxidized aluminum
surfaces. Talk at 6th Regional Symposium on Electrochemistry South-East Europe, 11-15 June, 2017,
Balatonkenese, Hungary

Poberznik, M.; Kokalj, A., On the origin of surprising attractive interactions between electronegative oxygen
adatoms on aluminum surfaces. Talk at 2nd International Meeting Materials Science for Energy Related
Applications, September 29-30, 2016, Belgrade, Serbia.

JOB-RELATED SKILLS

Job-related sKkills

Modeling Software:

Quantum ESPRESSO, Gaussian 16, CP2K, VASP,
XCrySDen, VMD, PyMOL, Chimera, Avogadro,
PWTK

Programming:

FORTRAN, Python, Tcl, Bash, Awk

System Administration:

Advanced Command of GNU/Linux OS
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