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 SUPERVISION OF GRADUATE STUDENTS AND POSTDOCTORAL FELLOWS 

I supervised two students already during my PhD studies when I was affiliated with the Masaryk 

University in Brno, Czech Republic, and worked also as a research assistant at the Institute of 

Physics of Materials (IPM) in Brno. After finishing my doctorate, I moved to the Theory 

Department of Prof. Matthias Scheffler at the Fritz Haber Institute of Max Planck Society in Berlin, 

Germany, and later during this stay, I led another post-doctoral scientist, Dr. Alexey Kuznetzov, in 

his ab initio studies of surfaces of Fe3O4. After my post-doc stay in Berlin, I was leading my own 

group Ab initio thermodynamics within the Computational Materials Design Department of Prof. 

Dr. Jörg Neugebauer at Max Planck Institute for Iron Research in Düsseldorf from June 2005 till 

September 2013. During this time, my student Ms. Olga Kim successfully finished her Master 

Thesis entitled Ab-initio study of formation and interaction energies in steel and their relations to 

the solubility limit of carbon in austenite and ferrite. At the same time, I also co-supervised Master 

Thesis Phase transformations and elastic properties of Ti-Nb and Ti-Mo binary alloys: experiments 

in conjunction with ab-initio calculations and finite element simulations of Mr. Duancheng Ma. 

Both theses were defended at the RWTH Aachen University in Aachen, Germany, in 2007. Later, 

again under my co-supervision, Mr. D. Ma performed his PhD studies and successfully defended 

his PhD thesis in 2012. 

In November 2007, I joined the Aachen Institute for Advanced Study in Computational Engineering 

Science (AICES) at the Aachen University, in Aachen, Germany.  It is a graduate school that has 

been established within the framework of the Excellence Initiative of the German Federal and State 

Governments in 2006. The Max Planck Institute in Düsseldorf is, together with the Research Centre 

Jülich, Germany, the leading academic partner of RWTH Aachen in this initiative (for details see 

http://www.aices.rwth-aachen.de). The AICES program is designed to provide a thorough training 

combining classical engineering, materials science, applied mathematics, and computer science. 

The focal issues are interdisciplinary and method-oriented challenges within the simulation-based 

engineering science, as e.g. multiscale problems bridging the gap between the atomistic and 

macroscopic properties and phenomena.  

 

I have been an associated young researcher of AICES since November 2007 and I have been 

supervising the Master Thesis Effect of interstitials on vacancy-based diffusion mechanisms in 

metals of Mr. Nima Hamidi Siboni since late November 2009. His Thesis was successfully defended 

in December 2010. Since April 2012 I have been co-supervising the PhD thesis on Direct and 

inverse theory-guided combinatorial materials design of ductile Mg-based alloys employing ab 

initio and atomistic methods of Ing. Zongrui Pei, presently enrolled at AICES and continuing from 

his previous Master Thesis (also conducted under my supervision). Further, during my stay at the 

Max Planck Institute for Iron research in Düsseldorf, I have led another two PhD students in the 

field of bio-materials. First, Mr. Michal Petrov, who for the first time determined the ground state 

structure and elastic properties of α-chitin employing quantum-mechanical and atomistic methods. 

Second, Ms. Pavlína Elstnerová (later with the family name Hemzalová) who used ab inito 

calculationas to study fundamental stiffening mechanisms used by nature in case of Mg-containing 

calcite crystals. My group also consisted of a few post-docs, Dr. Francois Liot, Dr. Alexander 

Udyansky, Dr. Li-Fang Zhu, and university students working as research assistants, Ms. Hajjir 

Titrian (student at the University Duisburg-Essen in Germany), and Ms. Lei Chen and Miss Biyao 

Wu (students at RWTH Aachen University in Aachen, Germany). Since October 2013 I have been 

working at the Institute of Physics of Materials of the Academy of Sciences of the Czech Republic, 

v.v.i., in Brno, Czech Republic, where I am building my own group. 

 

 


