POCCUICKAS AKAJIEMUS HAVYK
CUBUPCKOE OTHAEJIEHUE

KYPHAJ
CTPYKTYPHOMU
XUMHUU

HAVYHBIN XXYPHAJI

Ocnosan 6 1960 e. Buixooum 12 paz 6 200

TOM 65 Mait Ne 5,2024

COOEPXKXAHHUE

Nassri A., Hammoumi M.M.EIL, Bachiri A.El,
Youssfi S.El, Kandri Rodi Y., Touimi Benjelloun A.
DFT study of (1R, 2R, 4R)-limonene-1, 2-diol
synthezed by hydrolysis of cis- and frans-limonene
oxide

125906

Keywords: cis-trans limonene oxide,
frontier molecular orbital theory, local softness, local hardness

Guo Y.-N., Hu X.-B., Zhang H.-G., Han Y .-F., Wang H.

Synthesis, crystal structures, photophysical
properties and antibacterial activities

of copper(Il) complex derived from 4-chloro-2-
{[(2,6-dimethylphenyl)imino]methyl}phenol

126185

Keywords: Schiff base, copper complex, crystal structure,
photophysical property, antimicrobial activity

Zheng Y., Xu Y.-L., Ni C.-L. 126187
Synthesis, crystal structure, weak interactions
and optical properties of an organic charge-transfer
benzyl 2-aminopyridinium picrate compound

b [TEMO( 2546v) |

[AF_ 299 eV

Keywords: benzyl 2-aminopyridinium picrate, o0 35500 |
crystal structure, weak interaction, Optical properties,

Hirshfeld surface analysis

Kproukosa H.A., Craqunuenko A.M., Koporaes E.B., 126248
Kpucrok B.B.

HccnenoBanne 3J1eKTPOHHON CTPYKTYPBI
H MOJIeJIMPOBAHNE MOJIEKYJISIPHBIX
neperpynnuposok MOCVD npexypcopos
AJISl IPOTHO3MPOBAHUSA UX TEPMHUYECKOI
CTa0MJILHOCTH TIPH MCTIAPEHHH HA MpUMepe e \
rerepoJienTuyeckux kommjaekco meau(ll) : Culacac), = Cufhfac),

reaction caordinate reaction caordinzte

Ligand exchange within the same molecular rearrangements

0- =
[Cufki}{hfac)l, —§—=> Culld),+ Cu(hfac),

KnrodeBble c10Ba: IUKETOHATH METAILIOB,
TeTePOTENTUIECKAE KOMILIEKCHI MEJIH,
TepMHYecKas yCTOWINBOCTE, 0OMEH JIMraH/IaMH,
a51eKTpoHHas ctpykrypa, MOCVD npexypcopsl

NHX CO PAH
HOBOCHUBHPCK
2024



Mishra A.K., Shaikh N., Patel Y.K., Mukhopadhyay 1.
Synthesis of Garnet-type solid electrolyte

for all-solid-state battery application

Keywords: solid state electrolyte, rietveld refinement,

electronic density, Li-ion hoping, Li symmetric cell,
critical current density

126498

Mondal B.

Synthesis and crystal structure

of (E)-2-(2-hydroxyphenyl)-3-((1-(2-
hydroxyphenyl)ethylidene)amino)-2,3-
dihydroquinazolin-4(1H)-one

Keywords: hydrazone, 2,3-dihydroquinazolin-4(1H)-one
derivative, hydrogen bond

126533

Hasanzadeh N.
Theoretical study of solvent effect on elimination
reactions: Hybrid-DFT study, and NBO analysis

Keywords: anomeric effect, hybrid-DFT,
natural bond orbital (NBO),
total steric exchange energy (TSEE)

Eq-N-Cl (Gas)

126617

Ozsanli H., Simsek O., Yilmaz O.R., Cicek C., Agar E.,
Coruh U., Vazquez-Lopez E.M.

Synthesis, crystal structure, Hirshfeld surface
analysis, supramolecular and computational
investigation of compound (E)-4-methoxy-2-(((2-
methoxy-5-(trifluoromethyl) phenyl)imino)
methyl)phenol

Keywords: Schiff base, X-ray diffraction method,
Hirshfeld surface analysis,

supramolecular geometric properties,

interaction energy and energy frameworks

126708

Dua A., Titi H.M., Sharma H.K., Roy S.
Two-component supramolecular adduct based on
hydroxyl substituted triptycene with 4,4'-bipyridine:
Crystal structure analysis

Keywords: triptycene, cocrystal, hydrogen bond statistics,
crystal structure, full interaction maps

126837

®enopos [LI1., Bonkos C.B., Baiituesa 10.A.,
AnexcanapoB A.A., Kysuenos C.B., Konromkun B.A.

®noopuTonoo0HbIe a3kl HA OCHOBE
¢gropunos 6apus u peakozeMeabHbIX 3J1IEMEHTOB

KutoueBble ci10Ba: HeopraHudeckue GTOpus,

¢bTopun Gapust, dTopua UTTpHs, PTopUa pouUs,

(dTopu HATPHUs, KPUCTAUINIECKHE CTPYKTYPBI, (QIIOOPHT,
yHopsiio4eHe

126843

Ledneva A.Yu., Naumov N.G., Kyritsakas N., Ferlay S.

Tuning the dimensionality of H-bonded networks
using different chalcogen atoms

in [RegQ5(CN)6]* (Q =SS, Se) clusters

Keywords: rhenium cluster, dications, H-bonds, amidinium,
charge-assisted hydrogen bonding

[RegQg(CN)4]* + (Cat)?* = 2D or 3D

126941




Muppuli M. V., Rajesh K., Devaraj A.R., Anandan K.,
Gayathri K., Mani A., Devendran P., Thayanithi V.,
Kurinjinathan P., Suresh Kumar M.

Investigation of the molecular structure and DFT
insights into (4-(4-nitrophenyl)-9-(phenylsulfonyl)-
9H-carbazole-2,3-diyl)bis(p-tolylmethanone)

Keywords: carboxylate, molecular modelling studies,
Hirshfeld surface analysis and density functional theory

126947

Ma X., Wang B., Gao E.

Synthesis, structrure and eletrochemical properties
of copper(Il) complex with 3-phenylpropylmalonic
acid

Keywords: complex, copper( Il ), crystal structure,
electrochemical

127050

Bacunwesa N.I"., CunsikoBa E.®., I'pomusioB C.A.

CprKTypHLIe H XMMHUYECKHE IpeBpallcHUs
u3okyoanuta CuFe,S; npu ox/ja:kaeHun

OT MOMEHTA IIaBJICHUS

Knrouessbie cioBa: Cu-Fe-S cucrema, kyOndeckuii KyOaHHT,

(hpakIMOHHAsT KPUCTAJUTU3ALNSL, MEICHHOE OXJIaXIeHHe,
pacnaj, KyOnyeckuil xajapKonupur, Fe-MoHocynbhug

111

— Kyb. CuFe,S, 127132
— kKy6. CuFeS,

— rekc. Fe,S

220
200 20
J° 311 W
I Au N
20

Kumari N., Kumar S., Desai V.A., Patel D.B.,
Sharon A.

A one-pot microwave green synthesis
of pyrrolo[1,2-c]imidazole-1-one analogs
and structural studies

Keywords: synthesis, intermolecular interactions,
drug-likeness, molecular electrostatic potential, green method

127314

3ary3un A.C., 3aitues A.B., AGpamos I1.A.,
VYconbue A.H., ®equn B.I1., Agonun C.A.
AHHMOHHBIE TPeXMepPHbIe KOOPANHAIMOHHBIE
noauMeps! Zn(Il) ¢ 2,5-nunoarepedranaTHeIMu
MOCTHKOBBIMH JINTAHIAMH

KnrodeBble c10Ba: IUHK, KOOPANHAIIMOHHBIEC TIOJINMEPHI,
kap6okcunatsl, MOKII, peHTreHOCTpyKTYpHBIH aHaIN3

127419

mazomy-

Bonommuu B.I1., Ha6epyxun H0.1.

HNuTepnperanusi aBTOKOPPeISHHOHHBIX (DyHKIUIA
MOCTYNATEJILHOI0 IBM:KEHHS MOJIEKYJI BO/bI
B MOJIEKYJISIPHO-THHAMMYECKHX MOJIEJISIX

KiaroueBblie cjioBa: MOJIEKYJIApHasA JUWHAMUKa, MOJCIN BOIBI,

ABTOKOPPEIIIHOHHAs ()YHKINS CKOPOCTH MOJIEKYJ,
CIIEKTP aBTOKOPPEISIIMOHHON (PyHKINH

127422

Individual

Spectra
of collective motions

Frequenc

Couepmalme cCjleAywuiero Homepa — B KOHI€ )KypHaJia

© Cubupckoe otneneaue PAH, 2024

© MHCTUTYT HEOPraHUYECKON XUMHH
uM. A.B. Hukomnaera CO PAH, 2024

© HoBocubupckuii TocyIapCTBEHHBIN
yHHBepcureT, 2024



