Curriculum vitae

SALEEM AYAZ KHAN

Date Of Birth: April 12th 1982
Nationality: Pakistan

Permanent residency: Czech Republic
Email: khan@ntc.zcu.cz

OFFICIAL ADDRESS HOME ADDRESS
New Technologies - Research Center, Borska 2756/53
University of West Bohemia, city code: 30 100 Pilsen,
Univerzitni 8, 306 14 Pilsen, Czech Republic,

Czech Republic, (+420) 377634793 (4+420) 777083956

Research area
Ab initio calculations of electronic structure, optical, magnetic and thermoelectric properties of

technologically interesting materials.
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Working as researcher in Project Computational and experimental design of advanced materials
with new functionalities CEDAMNF, Reg. No. CZ.02.1.01/0.0/0.0/15.003/0000358, co-funded by
the European Regional Development Fund.

Current research projects

e Effect of correlations on magnetocrystalline anisotropy of FePt

e Magnetic properties of Feg 5Ptg.5 substitutional alloys: local environment effect.

e Disorder broadening of core levels in FePt: comparison between different levels

e Study of Fe embedded surface layer of Pt(111) in order to explain the experimental data.

e AD initio x-ray absorption spectroscopy of B doped Si(111) in order to study interesting

experimental data.
e DMFT treatment for reliable MCA energy of FeO, CoO, NiO and FePt.
e Luminescence of 8 — SiAION : Eu*t phosphors: DFT study
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Electronic structure calculations as an aid to study structure and magnetism of layered materials.
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Teaching; Teaching experience in different graduate and undergraduate institutes during 2007-

2011.

Proficiencies:

e Wien2k Code

BoltzTraP Code
Elastic Code
ELK Code
SPRKKR Code

e VASP Code
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Research stays and collaborations:

Autum School on dynamical mean field approach with predictive power for strongly correlated
Electrons FZ, Jiilich, Germany, 2014.

Short term scientific visit (15 days) to Institute of Materials Chemistry, TU Vienna, Austria
“Collaboration with Prof. Peter Blaha on advance properties of WIEN2K for FePt bulk and

nanostructures”, 2015.



e Hands-on course Introduction to the application of ab-initio methods in spectroscopy, New
Technologies Research Centre, University of West Bohemia Czech Republic, 2015.

e Short term scientific visit (10 days) to the group Prof. Peter Blaha in Institute of Materials
Chemistry, TU Vienna, Austria, “Collaboration with Prof. Peter Blaha on Fe/Pt(111) low
dimensional nanostructures”, 2016.

e Winter school on the fundamentals and applications of ab-initio methods in spectroscopy,
Applied Physics Faculty of the University of Nova Gorica, Ajdovs¢ina, Slovenia, 2016.

e Winter School “Computational Magnetism” at the Vienna University of Technology, Austria,
2017.

e Success-2017, Les Houches, France.

e Workshop on high correlating system, Dresden (Germany), 2017.

e Short term scientific visit (7 days) to Uppsala university Sweden “Collaboration with Prof.
Igor Di Marco and Johan Schott on DMFT to calculate magnetic anisotropy of FePt”, 2017.

¢ Training school on spectroscopy codes organized by European Cooperation of Science and
Technology, Sofia (Bulgaria), 2018.

e Workshop and hands-on school on the FP-LMTO method and DMFT, Santo Stefano di
Sessanio (Italy) 2018.

Conferences/Workshops Attended:

e DPG-Friihjahrstagung (DPG Spring Meeting) Dresden, Germany, 2014.

e S. A. Khan, O. Sipr “Theoretical investigation of electronic structure and spectroscopic prop-
erties of CdO nanosheet” Autum School on correlated Electrons, FZ, Jilich, Germany, 2014,
(poster presentation).

e S. A. Khan, J. Mindr, O. Sipr “Magnetism of Fe/Pt surface alloys and Fe/Pt nanostructures
embedded in Pt(111) via ab initio calculations” Hands-on course Introduction to the applica-
tion of ab-initio methods in spectroscopy, New Technologies Research Centre, University of
West Bohemia Czech Republic, 2015, (poster presentation).

e S. A. Khan, J. Mindr, O. Sipr “Magnetism of Fe/Pt surface alloys and Fe/Pt nanostructures
embedded in Pt(111) via ab initio calculations” DPG conference in Berlin, Germany, 2015,
(Oral talk).

e S. A. Khan, P. Blaha, H. Ebert, J. Minar, O. Sipr “Magnetocrystalline anisotropy of FePt: a
detailed view.” Psi-k 2015 conference, San Sebastian, Spain, 2015, (poster presentation).

e S. A. Khan, P. Blaha, H. Ebert, J. Minar, O. Sipr “Magnetocrystalline anisotropy of FePt: a
detailed view.” Winter school on the fundamentals and applications of ab-initio methods in
spectroscopy, Applied Physics Faculty of the University of Nova Gorica, Ajdovséina, Slovenia,
2016, (poster presentation).



S. A. Khan, P. Blaha, H. Ebert, J. Minér, O. Sipr “A detailed view on the effect of the spin-
orbit coupling on the magnetocrystalline anisotropy: case study of FePt” DPG conference in
Regensburg, 2016, (Oral talk).

S. A. Khan, J. Minar, H. Ebert, P. Blaha, O. Sipr “Local environment effects in the magnetic
properties and electronic structure of disordered FePt” ViCoM Winter School on Magnetism,
2017, (Oral talk).

S. A. Khan, J. Minér, H. Ebert, P. Blaha, O. Sipr “Local environment effects in the magnetic
properties and electronic structure of disordered FePt” DPG conference in Dresden, Germany;,
2017, (Oral talk).

S. A. Khan, M. Vondrégek, P. Blaha, K. Hordkova, O. Sipr, V. Chab “Local geometry around B
atoms in B/Si(111) from polarized z-ray absorption spectroscopy” Success-2017, Les Houches,
France, (poster presentation).

S. A. Khan, J. Minér, H. Ebert, P. Blaha, O. Sipr “Disorder broadening of core levels in FePt:
comparison between different levels Workshop on high correlating system, Dresden, Germany,
2017, (poster presentation).

S. A. Khan, J. Xu, J. Schétt, I. Di Marco, O. Sipr, J. Minar, “Magnetocrystalline anisotropy
of FePt: LDA+DMFT study” DPG conference in Berlin, Germany, 2018, (Oral talk).

S. A. Khan, J. Xu, J. Schétt, I. Di Marco, O. Sipr, J. Minér, “Magnetocrystalline anisotropy
of FePt: LDA+DMFT study” International Symposium on Condensed Matter Physics and
Nano Technology in The Women University Multan, Pakistan, 2018 (Oral talk as invited
speaker ).

S. A. Khan, J. Xu, J. Schétt, I. Di Marco, O. Sipr, J. Minér, “Magnetocrystalline anisotropy
of FePt: LDA+DMFT study” Workshop and hands-on school on the FP-LMTO method and
DMFT, Santo Stefano di Sessanio, Italy, 2018, (Oral talk).

S. A. Khan, J. Xu, J. Schott, I. Di Marco, O. Sipr, J. Mindr, “Effect of correlations on
magnetocrystalline anisotropy of FePt” Autum School on correlated Electrons, FZ, Jiilich,
Germany, 2018, (poster presentation).

S. A. Khan, J. Xu, J. Schétt, I. Di Marco, O. Sipr, J. Minar, “Effect of correlations on
magnetocrystalline anisotropy of FePt” NTC Annual Offsite Meeting 2018 Nectiny, Czech
Republic (poster presentation).

S. A. Khan, O. Sipr, R. Niklaus, W. Schnick, J. Minér, “Luminescence of 3— SiAION : Eu**
phosphors: DFT study” DPG conference in Regensburg, 2019.

S. A. Khan, O. Caha, O. Rader, G. Springholz, J. Minéar, “Magnetocrystalline Anisotropy
of Mn Induced Bip X3 (X=Se, Te) Heterostructure: DFT Study” Magnetics and Optics Re-
search International Symposium 2019, Charles University, Prague, Czech Republic (poster

presentation).



LIST OF PUBLICATIONS

Publications: 65

Citations (Without self) 350

h-index 12

website: https://www.researchgate.net/profile/Saleem Khanl1
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1. S. A. Khan, A. H. Reshak: First Principle Study of Electronic Structure, Chemical Bonding
and Optical Properties of 5-azido-1H-tetrazole. Int. J. Electrochem. Sci., 8 (2013) 9459.

2. A. H. Reshak, S. A. Khan: Density of electronic states and dispersion of optical functions of
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5. A. H. Reshak, S. A. Khan: Thermoelectric properties, electronic structure and optoelectronic
properties of anisotropic BasTlaCuOg single crystal from DFT approach. J. Magn. Magn.
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Polyhedron 85 (2015) 962.
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