YYEBHO-TEMATUYECKWH IIJIAH
IIPOrPaMMBbI [TOBBIIIEHUS KBATU(PHUKALIUN
«CoBpeMeHHbIE METO/AbI TEOPETHYECKOH XMMHH, BLIYHCIUTEIbHAS KBAHTOBAasK XUMHS

Konuenuusi nporpammbl: Kypc mo3BosisieT U3y4uTh MepeoBble METOAbI (PU3UKH U KBAaHTOBOU
XUMUU M y3HaTh METOIbl COBPEMEHHBIX BBIUMCICHHH. [Ipu HcclIenoBaHUU MOJEKYJISIPHOU
CTPYKTYpPhl 0Cc000O€ BHHUMaHHE OYIyT yaeiaeHo Teopuu (QyHKImoHana rmioTHOCTH (Density
Functional Theory, DFT)

Kareropwus ciymareseii - HaydHO-TIeIarOriueckie pabOTHUKH

Cpoxk o0yuenus: - 108 yacos

®opma o0yueHHsI: OUHAs

Pesxum 3ausaTHii: 4/6 4acoB B J€Hb

IIpenogaBarenn: Dupuko benaccu (PhD B o6nactu xumuu (YHauBepcuter Monaensl u Pemkno-
Omunus, Uranus))
SA3bIK: aHTTIUICKUH (C aCCUCTEHTOM, BJIAJCIOLINUM PYCCKUM SI3bIKOM).

Advanced Methods for the Theoretical Chemistry
(36 hours)
Tensor Calculus
Classical Mechanics and Field Theory
Fundamental Non-Relativistic Quantum Mechanics
Second Quantization
Relativistic Quantum Mechanics
Electromagnetic Molecular Properties
Exactly Solvable Models

Computational Laboratory of Quantum Chemistry |
(36 hours)
Overview of Computational Chemistry
Hatree-Fock Theory and post Hatree-Fock Methods
Density Functional Theory
Introduction to UNIX/Linux environment
Introduction to the Usage of GaussView
Single Point Energy Calculations and Properties of the Ground State
Geometry Optimisation
Frequency Calculations and Thermochemistry

Computational Laboratory of Quantum Chemistry 11
(36 hours)
Benchmarking
Chemical Reactions and Reactivity
Excited states Investigation and Spectroscopies
Solvent Effects
Chirality
Calculation of pK,
Calculation of IP/EA and Redox Potential
H-Bonding
PBE calculations



