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Hydrolysis of Guanosine Triphosphate (GTP) by the Ras[GAP Protein Complex: Reaction Mechanism
and Kinetic Scheme. Journal of Physical Chemistry B, 2015, 119, 12838-45 34 37

Modeling the role of G12V and G13V Ras mutations in the Ras-GAP-catalyzed hydrolysis reaction of
guanosine triphosphate. Biochemistry, 2014, 53, 7093-9

3 All-atom structures and calcium binding sites of the bacterial photosynthetic LH1-RC core complex
4 from Thermochromatium tepidum. Journal of Molecular Modeling, 2014, 20, 2287 2 5

Catalytic Cycle of Penicillin Acylase from Escherichia coli: QM/MM Modeling of Chemical ,
Transformations in the Enzyme Active Site upon Penicillin G Hydrolysis. ACS Catalysis, 2014, 4, 2521-25293*

The structure of the enzyme-substrate complex of the phosphodiesterase catalytic domain with o
cyclic diguanosine monophosphate. Moscow University Chemistry Bulletin, 2014, 69, 1-4 5

Computer modeling of components of photoreceptor systems. Russian Chemical Bulletin, 2014, 63, 170311709 1

Optical transitions in the light-harvesting complexes of bacterial photosynthetic centers. Moscow

80 University Chemistry Bulletin, 2014, 69, 152-154

05 2

First-principles characterization of the energy landscape and optical spectra of green fluorescent
protein along the A-BB proton transfer route. Journal of the American Chemical Society, 2013, 135, 115411-64

3 Molecular model of LH1 light-harvesting complex of the photosynthetic center of o
7 Thermochromatium tepidum bacteria. Moscow University Chemistry Bulletin, 2013, 68, 80-82 >

On quantum mechanical--molecular mechanical (QM/MM) approaches to model hydrolysis of
acetylcholine by acetylcholinesterase. Chemico-Biological Interactions, 2013, 203, 51-6

6 Thermal isomerization of the chromoprotein asFP595 and its kindling mutant A143G: QM/MM
7 molecular dynamics simulations. Journal of Physical Chemistry B, 2013, 117, 13507-14 >4 7

Towards quantum-based modeling of enzymatic reaction pathways: Application to the
acetylholinesterase catalysis. Chemical Physics Letters, 2013, 556, 251-255

Unusual emitting states of the kindling fluorescent protein: appearance of the cationic

74 chromophore in the GFP family. Journal of Physical Chemistry B, 2013, 117, 7228-34 34 12
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