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Lecturer. Subjects read at the V. N. Karazin Kharkiv National University
e Molecular modeling;

Contemporary computational methods in chemistry;

Chemoinformatic and informational technology in chemistry;

Statistical and chemometric methods on chemistry;

Computer aided drug design;

Chemical information and chemometric;

Applied quantum chemistry;

UV-Vis Molecular Spectroscopy;

Quantum mechanic and quantum chemistry;

Numerical methods;

Programming.

Research interests
e Electron Correlation phenomena and Coupled Cluster theory;
e Quantity Structure — Activity Relationships (QSAR);
e Theoretical Interpretation of Molecular Spectrum;
e Linear and Nonlinear optical (Frequency-Depended) molecular properties;

Computational and programming experience
e Quantum Chemistry Software developer under Windows and Linux
e Programming languages: FORTRAN, Python, JavaScript
e Nonlinear (up to non-smooth) optimization.
e Quantum Chemistry Calculations (packages: GAMESS, Gaussian, Dalton, Columbus,
Orca)

10. Research funding

e Organic modifiers, ion-molecular systems for new materials in analytical and
electrochemical use. Ministry of Education and Science of Ukraine. 2018 — 2020;
(Principal Investigator).

PhD thesis defended under V. V. lvanov supervision

1. Lyakh D. I. The Coupled Cluster Theory in ab initio calculations of potential energy surfaces
for small molecules; Kharkiv, Ukraine, 2009.

2. Klimenko T. A. The Coupled Cluster theory of excited and perturbed electronic states;
Kharkiv, Ukraine, 2011.

3. Zakharov A. B. Optical and non-linear optical properties of m-conjugated oligomers in local
coupled-cluster theory; Kharkiv, Ukraine, 2016.

4. Berdnyk M. 1. L;-regularization method for the description of the physical and chemical
properties of molecules; Kharkiv, Ukraine, 2021.

More then a hundred articles have been published in Soviet, Ukrainian and International Science
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