Crenennsi 00 0puIMAIBLHBIX ONMIMOHEHTAX
no auccepraumu Kpanusuna Braoumupa bopucosuua

«Monexynaprnoe mooenuposanue OUOXUMULECKUX PeAKYULi HUMPOKCUTbHBIX
PAouKanos u OUHUMPO3UTbHBIX KOMNIEKCOB Jicene3a»

®.1.0.: HemyxuHn Auexkcanap BiaragumupoBuy

Y4eHnasi cTeneHb: JAOKTOP XHMHUYCCKHUX HAYK

Yuenoe 3BaHue: npogeccop

Hayunas(bie) cnenuajibHocTh(1): 02.00.04 — dusndeckas Xxumus (XUM. HAYKH)

JoJzKHOCTB: Tipodeccop

Mecto padorsi: PI'BOY BO MI'Y umenun M.B. JlomoHocOBa, XWMHUUYECKUU
dakynbteT, Kadbenpa dpusznueckoit xumuu

Anapec mecta padotbi: 119991, Mocksa, JIeanHnckue ropsl, 1. 1, ctp. 3

Teun.: +7 (495) 939-10-96

E-mail: anem@]Icc.chem.msu.ru

CnHcoK OCHOBHBIX HAay4HbIX MyOJUKauil o crneunanbHocTH 1.4.4 — dusnueckas
XUMMS 32 IOCJIEIHUE 5 JIeT:

1.

Giudetti G., Polyakov I., Grigorenko B. L., Faraji S., Nemukhin A. V., Krylov
A. |. How Reproducible Are QM/MM Simulations? Lessons from
Computational Studies of the Covalent Inhibition of the SARS-CoV-2 Main
Protease by Carmofur // Journal of Chemical Theory and Computation. — 2022.
— V. 18. — Ne 8. — P 5056-5067.

SenT., Ma Y., Polyakov I. V., Grigorenko B. L., Nemukhin A. V., Krylov A. I.
Interplay between locally excited and charge transfer states governs the
photoswitching mechanism in the fluorescent protein Dreiklang // The Journal
of Physical Chemistry B. — 2021. — V. 125. — Ne. 3. — P. 757-770.

Khrenova M. G., Bulavko E. S., Mulashkin F. D., Nemukhin A. V. Mechanism
of Guanosine Triphosphate Hydrolysis by the Visual Proteins Arl3-RP2: Free
Energy Reaction Profiles Computed with Ab Initio Type QM/MM Potentials //
Molecules. — 2021. — V. 26. — Ne. 13. — P. 1-15.

Grigorenko B. L., Domratcheva T., Polyakov 1. V., Nemukhin A. V.
Protonation States of Molecular Groups in the Chromophore-Binding Site
Modulate Properties of the Reversibly Switchable Fluorescent Protein rsEGFP2
/I The Journal of Physical Chemistry Letters. — 2021. — V. 12. — Ne. 34, — P,
8263-8271.



5. Kirivitskaya A. V., Khrenova M. G., Nemukhin A. V. Two Sides of Quantum-
Based Modeling of Enzyme-Catalyzed Reactions: Mechanistic and Electronic
Structure Aspects of the Hydrolysis by Glutamate Carboxypeptidase //
Molecules. — 2021. — V. 26. — Ne. 20. — P. 6280.

6. Nemukhin A. V., Grigorenko B. L., Polyakov 1. V., Lushchekina S. V.
Computational modeling of the SARS-CoV-2 main protease inhibition by the
covalent binding of prospective drug molecules // Supercomputing Frontiers
and Innovations. — 2020. — V. 7. — Ne. 3. — P. 25-32.

7. Grigorenko B. L., Novichkova D. A., Lushchekina S. V., Zueva l. V., Schopfer,
L. M., Nemukhin A. V., Varfolomeev S. D., Lockridge O., Masson P.
Computer-designed active human butyrylcholinesterase double mutant with a
new catalytic triad // Chemico-Biological Interactions. — 2019. — V. 306. — P.
138-146.

®D.N.0.: IpssuxoB IlaBea HukoaeBuu

YyeHasi creneHb: JOKTOP XMMHYECKUX HAYK

YueHoe 3BaHue: npodgeccop

Hayunas(bie) cnenuajibHocTh(1): 02.00.04 — dusndeckas Xumus (XUM. HAYKH)
JOJIZKHOCTBD: TJIABHBIM HAYYHBIN COTPYIHUK

Mecto padorbr: ®I'BYH Hucturyr o6mieit u Heoprannyeckoit xumuu um. H.C.
Kypnakosa PAH, nabopaTopusi KBAaHTOBON XUMHH

Anpec mecta padornl: 119991, Mocksa, JIenuHckuii npocnexr, 31
Tea.: +7 (495) 952-07-87

Cnucok OCHOBHBIX HAay4HBIX MyOJIUKaIuil o crenuanbHocT 1.4.4 — dusndeckas
XUMHS 32 TIOCJIEAHUE 5 JIeT:

1. Pavel N. D’yachkov. Quantum Chemistry of Nanotubes Electronic Cylindrical
Waves. CRC Press Taylor & Francis Group. London, New York, 2019. 221 p.
(Monorpadwus).

2. E. P. D’yachkov, and P. N. D’yachkov. Gold Nanosolenoids Based on Chiral
Nanotubes Calculated Using the Relativistic Linearized Augmented Cylindrical
Wave Method. J. Phys. Chem. C. 2019, 123, 42, 26005-26010.
DOI:10.1021/acs.jpcc.9b07610

3. P.N. D'yachkov, D.O. Krasnov. Electronic and transport properties of deformed
platinum nanotubes calculated using relativistic linear augmented cylindrical
wave method. Chemical Physics Letters. 720 (2019) 15-18.
https://doi.org/10.1016/j.cplett.2019.02.006



4. S. Piskunov, O. Lisovski, Y. F. Zhukovskii, R.A. Evarestov, P. N. D’yachkov.
First-Principles Evaluation of the Morphology of WS2 Nanotubes for
Application as Visible-Light-Driven Water-Splitting Photocatalysts. ACS
Omega 2019, 4, 1434—1442. DOI:10.1021/acsomega.8b03121

5. P.N. D’yachkov, I.A. Bochkov. Ab initio band structure of quasi-metallic
carbon nanotubes for terahertz applications. Computer Modelling & New
Technologies 2018 22, no 1, 1-19. http://www.cmnt.lv/en/on-line-
journal/2018/2018-volume-22--1

6. Pavel N. D’yachkov and Evgeny P. D’yachkov. Modeling of Nanoscale
Electromagnets Based on Gold Finite Nanosolenoids. ACS Omega.2020, V. 5,
P 5529-5533. https://dx.doi.org/10.1021/acsomega.0c0016

7. Pavel N. D'yachkov. Chiral gold nanotubes for nano-solenoid antennas.
Chemical Physics L etters. 2020, V. 752, 137542.
https://doi.org/10.1016/j.cplett.2020.137542

8. Pavel N. D'yachkov. Chiral gold nanotubes for nano-solenoid magnetic
receiving loop antennas. Chemical Physics Letters, V. 782, 139032 (2021).
https://doi.org/10.1016/j.cplett.2021.139032

9. Yin-Pai Lin, Inta Isakovica, Pavel N. D’yachkov et al. Time-Dependent Density
Functional Theory Calculations of N- and S-Doped TiO2 Nanotube for Water-
Splitting Applications. Nanomaterials 2021, 11, 2900.
https://doi.org/10.3390/nan011112900

10. Pavel N. D’yachkov and Evgeny P. D’yachkov. Rashba spin—orbit interaction
effect in twisted silicon nanotubes for chiral spintronics. Appl. Phys. Lett. 120,
173101 (2022); doi: 10.1063/5.0086902

®.1.0.: ITanwaun Baragumup AJiekcaHAPOBUY

YyeHasi cTeneHb: KAHAMAAT XMMUYECKHX HAYK

Y4yeHoe 3BaHHE: CTAPIINA HAYYHbIA COTPYAHUK

Hayunas(bie) cnenuaibHocTh(u): 02.00.03 — Opranndeckas Xumus
JOJIZKHOCTD: BEyIIMI HAYYHBIN COTPYIHUK

Mecto padotrbi: ®I'BOY BO MI'Y umenu M.B. JlomoHocoBa, XUMHUYECKUM
dakynbTeT, Kadenpa MmeAUIIMHCKON XUMHUH U TOHKOTO OPTaHUYECKOTO CHHTE3a

Anapec mecta padotbi: 119991, Mocksa, JIeanHnckue ropsl, 1. 1, cTp. 3
Tea.: +7 (495) 939-39-69

E-mail: vap@qsar.chem.msu.ru



CnuCcoK OCHOBHBIX Hay4HBIX IMyOJIMKalMi No cnenuanbHOCTH 1.4.4 — dusuyeckas
XHAMHS 32 MIOCIIEIHUE S5 JIET:

1. Shulga D. A., Ivanov N. N., Palyulin V. A. In Silico Structure-Based Approach
for Group Efficiency Estimation in Fragment-Based Drug Design Using
Evaluation of Fragment Contributions // Molecules. — 2022. — V. 27. — Ne. 6. —
P. 1985.

2. Pisarev S. A., Palyulin V. A. Conformational effects of 1, 5, 9-substitution in

symmetric bicyclo[3.3.1]nonane analogues // Mendeleev Communications. —
2021.-V.31.—Ne. 5. —P. 612-614.

3. Shulga D. A., Ivanov N. N,, Palyulin V. A. Reverse fragment based drug

discovery approach via simple estimation of fragment contributions //
Mendeleev Communications. —2021. — V. 31.— Ne. 3. — P. 291-293.

4. Shulga D. A., Shaimardanov A. R., Palyulin V. A. Anisotropic electrostatic
models of nitrogen and phosphorus: the variation and the interpretability of the
electrostatic parameters in response to structure variation // Mendeleev
Communications. — 2020. — V. 30. — Ne. 6. — P. 741-743.

5. Makhaeva G. F., Kovaleva N. V., Boltneva N. P., Lushchekina S. V., Rudakova
E. V., Stupina T. S., Terentiev A. A., Serkov 1. V., Proshin A. N., Radchenko E.
V., Palyulin V. A., Bachurin S.O., Richardson R. J. Conjugates of tacrine and
1,2,4-thiadiazole derivatives as new potential multifunctional agents for
Alzheimer’s disease treatment: Synthesis, quantum-chemical characterization,

molecular docking, and biological evaluation // Bioorganic Chemistry. — 2020.
—V.9%4.-P. 103387.

6. Guseynov A. A. D., Pisarev S. A., Shulga D. A., Palyulin V. A., Fedorov M.
V., Karlov D. S. Computational characterization of the glutamate receptor
antagonist perampanel and its close analogs: density functional exploration of
conformational space and molecular docking study // Journal of Molecular
Modeling. —2019. - V. 25. — Ne. 10-312. - P. 1-13.

14 3(Mn70204)

Y4eHbIl CEKPETAaph JUCCEPTALITUOHHOI'O COBETA

e

K.X.H., goueHT [llununa Mapuna Unsunnyna

odnqu neuams




