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NAS RKis pleased to announce that News of NAS RK. Series of chemistry and
technologies scientific journal has been accepted for indexing in the Emerging Sources Citation
Index, a new edition of Web of Science. Content in this index is under consideration by Clarivate
Analytics to be accepted in the Science Citation Index Expanded, the Social Sciences Citation
Index, and the Arts & Humanities Citation Index. The quality and depth of content Web of
Science offers to researchers, authors, publishers, and institutions sets it apart from other
research databases. The inclusion of News of NAS RK. Series of chemistry and technologies in
the Emerging Sources Citation Index demonstrates our dedication to providing the most relevant
and influential content of chemical sciences to our community.

Kaszakcma+ Pecnybnukacbl Ynmmbik fbinibiM akademusicbl "KP ¥FA Xabapnapbl. Xumusi xeHe
mexHorsioeusi cepusichl” fbinibIMU XypHarnbiHbiH Web of Science-miH xaHanaHraH Hyckacsi Emerging
Sources Citation Index-me uHdekcmernyze KabblnOaHraHbiH xabapnalobl. byn uHOekcmeny 6apbicbiHOa
Clarivate Analytics komnaHusicbl XypHandbl odaH api the Science Citation Index Expanded, the Social
Sciences Citation Index xoHe the Arts & Humanities Citation Index-ke kabbinday macesneciH
Kapacmbipyda. Webof Science sepmmeywinep, asmopnap, bacnawhbinap MEH MeKeMesiep2e KOHmMeHm
mepeHOiei MeH canacbiH ycbiHadbl. KP ¥FA Xabapnapbl. XuMmusi XoHe mexHosoausi cepusicel Emerging
Sources Citation Index-ke eHyi 6i30iH KoramdacmbIK YWiH eH 63eKmi xoHe 6edendi XUMUSIIIbIK FblribiMOap
bolibIHWa KoHmMeHmke adandbifbiMbi30bi 6indipedi.

HAH PK coobwaem, 4ymo Hay4Hbil XypHan «3eecmusi HAH PK. Cepus xumuu u mexHosnoaul» 6bi
npuHam 0ns uHdekcuposaHusi 8 Emerging Sources Citation Index, o6HoeneHHol eepcuu Web of Science.
ColepxxaHue 8 amoM UHOeKcuposaHUU Haxodumcsi 8 cmaduu paccMmompeHusi komnaHueli Clarivate
Analytics 0ns danbHeliweezo npuHsmusi xypHana e the Science Citation Index Expanded, the Social
Sciences Citation Index u the Arts & Humanities Citation Index. Web of Science npednazaem ka4yecmso u
2nybuHy koHmeHma 0151 uccriedogamerel, asmopos, usddamersel u yuypexoeHul. BkrirodeHue Nagecmusi
HAH PK e Emerging Sources Citation Index OemoHcmpupyem Hawy MnpueepxeHHoCMb K Hauboriee
akmyasibHOMY U 8/IUSIMesIbHOMY KOHMEHMY Mo XUMUYEeCKUM Haykam O Hauleeo coobuecmea.
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MOLECULAR STRUCTURE AND QUANTUM
CHEMICAL CALCULATIONS
4-ETHYL-5-2-HYDROXYPHENYL)-1,2,4-TRIAZOL-3-THIONE

Abstract. The article is devoted to the study of the spatial structure of 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-
triazole-3-thione. The molecular and crystalline structure was determined by x-ray diffraction analysis. Data on the
spatial structure and crystal packing of the molecule are presented. It is established that phenyl and triazole rings are
flat. Due to hydrogen bonds, the molecules in the crystal form three-dimensional networks. The results of an X-ray
diffraction study were deposited at the Cambridge Center for Crystal Structural Data. The structure of the
synthesized 1,2,4-triazole was studied by 1H NMR spectroscopy. When analyzing the 1H NMR spectrum of the
compound, characteristic signals of the protons of the aromatic ring are observed. The value of the chemical shift and
the integrated signal intensity are determined. A quantum chemical study of 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-
triazole-3-thione was carried out by the DFT method using the B3LYP exchange-correlation functional in
combination with the Danning basic set cc-pVDZ. The molecular characteristics of the compound, such as total
electron energy, rotational constants, dipole moment and contributions, and thermodynamic functions, are predicted.
The equilibrium geometric parameters of the 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione molecule were
determined. The performed analysis of the spatial configuration and molecular parameters showed a qualitative
correspondence between the crystalline and gas-phase structures of the molecule, while it was noted that the main
difference is observed in the relative orientation of six- and five-membered cycles.

Keywords: crystal structure, x-ray diffraction, 1,2,4-triazole, 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-
thione, quantum chemical calculations, DFT method, geometric and energy characteristics.

Introduction

Derivatives of 1,2,4-triazole provide great synthetic possibilities for obtaining new effective drugs. A
number of 1,2,4-triazole derivatives have been successfully used in medicine as medicines for the
treatment of fungal and viral infections, diseases of the cardiovascular system, etc. [1-4]. New derivatives
of 1,2,4-triazole are known, which have shown antiviral [5, 6], anti-inflammatory [7, 8], anticonvulsant [9,
10], antitumor [10, 11], antibacterial [12, 13] and other types of activity .Consequently, some of the 1,2,4-
triazole derivatives have been approved as drugs, such as anastrazole, letrozole, risatriptan, ribavirin,
alprazolam, fluconazole and posaconazole. This leads to intensive studies of both the preparation methods
and the properties of the new derivatives of 1,2,4-triazoles.

It is well known that s-triazoles can exist in two tautomeric forms, and most studies have shown that
the thion form was dominant in the solid state and in a neutral solution [14—16]. However, there are some
studies that describe the presence of a thiol form [17-20].
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Nevertheless, it was shown that thiolthionetautomerism plays an important role in several processes
related to biological activity, such as proton transfer and hydrogen bonds [21-24].

Currently, X-ray diffraction analysis is one of the most informative, unique and accurate tools for
studying the spatial structure of synthesized compounds, which has made a significant and decisive
contribution to the study of almost all inorganic and organic classes [25].

Previously, we synthesized a number of 1,2,4-triazoles based on hydrazides of o- and p-
hydroxybenzoic acids, which were obtained by interaction with thiosemicarbazides in an aqueous solution
of caustic potassium followed by acidification with acetic acid. X-ray diffraction analysis was used to
characterize the crystal structure of 4-allyl-3-(4-hydroxyphenyl)-1H-1,2 4-triazole-5(4H)-thione [26-28].In
continuation of studies in this direction, we present experimental data on the spatial structure and
calculated quantum chemical parameters of 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione (1).

Experimentalpart

The NMR'H spectrum was recorded on a Bruker DRX500 spectrometer (500 MHz) in a DMSO-
dgsolution relative to the internal standard — TMS.

X-ray diffraction analysis of 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione (1). Crystals for
X-ray diffraction analysis were obtained by double crystallization of compound 1 from 2-propanol.

Cell parameters and intensities of 3461 reflections (1340 independent, R;,, = 0.0223) were measured
on a «Bruker P4»diffractometer (MoK, graphite monochromator, ® scanning, 2.96°<0<22.44°) at a
temperature of 298 K. Monoclinic crystals, a=9.8479(6), b =7.9892(7), c=13.914(1) A, B=102.616(3)°,
V=1068.3(1) A’ Z=4 C;HoN;0s, space group P2,/c, d,,,i=1.376 r/cm’u = 0.279 mm™. The initial array
of the measured intensities was processed and absorption was taken into account using the SAINT and
SADABS programs (multi-scan, Ty, = 0.7072, Ty = 0.7448) [29].

The structure is deciphered by the direct method. The positions of non-hydrogen atoms are refined in
the anisotropic approximation by full-matrix least squares. Hydrogen atoms of the hydroxyl and amino
groups were identified from difference synthesis and their positions were refined in the isotropic
approximation, the remaining hydrogen atoms were placed in geometrically calculated positions and their
positions were refined in the isotropic approximation with fixed positional and thermal parameters (rider
model). In the calculations, 1191 reflections of independent reflections with / > 2c(/) were used, the
number of refined parameters is 145. Final divergence factors: R; 0.0301, wR, 0.0786(for reflections with
1> 20(l)), R; 0.0347, wR, 0.0833 (for all reflections ), GooF=1.057. Peaks of residual density: Ap=0.146
and —0.219 e/A3. The structure has been deciphered and refined using the SHELXS [30] and SHELXL-
2018/3 [31] programs. PCA data in the form of a CIF file was deposited at the Cambridge Center for
Crystal Structural Data (CCDC 1921694).

The quantum chemical calculation for the 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione
molecule in the gas phase was carried out using the density functional theory method (DFT/B3LYP) [32]
using the Gaussian program [33]. In this case, the correlation-consistent Dunning basis set cc-pVDZ was
used, which was specially developed to more fully take into account correlation effects.

Resultsanddiscussions

When analyzing the "H NMR spectrum of compound 1, characteristic signals of the protons of the
aromatic ring are observed. So, the signals of the protons of the aromatic ring are recorded at 7.78 ppm.
(Juorip8.7 Hz), 6.81 ppm (Juanp 8.7 Hz), 7.32 ppm (1H, CH",1on), 7.02 ppm. (1H, CH' o) in the form of
doublets, respectively. At 6.95 ppm (1H, CH?,ron), 7.42 ppm. (1H, CH? ;) signals appear in the form of
triplets. In a weak field, signals of protons of aromatic hydroxyl are recorded at 10.33 ppm. and thioamide
N-H proton at 13.8 ppm in the form of two small broadened singlets. Signals of methyl group protons
resonate at 1.05 ppm. (Juyu7.1 Hz) as a triplet and methylene group at 3.85 ppm. (Jyu7.2 Hz) as a quartet.

The spatial structure and packaging of the 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione
molecule (1) are shown in Figures 1 and 2.




ISSN 2224-5286 6. 2019

OH
N—NH

H2'CH3

Figure 1 — The molecular structure of the moleculel

Figure 2 — Packing molecule 1 in the crystal
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From the obtained data of X-ray diffraction analysis, it follows that the bond lengths (table 1) and
bond angles (table 2) in compounds 1 are close to usual [34]. In molecule 1, the triazole ring is flat; the
atoms N1, N2, C3, N4, and C5 are coplanar with an accuracy of + 0.003 A. The sulfur atom S1, C6 of the
ethyl and C8 phenyl groups slightly leave this plane (by -0.051, 0.053 and -0.035 A, respectively). The
phenyl cycle, flat with an accuracy of + 0.001 A, is unfolded relative to the triazole by 85.6°. The O1 atom
of the hydroxyl group is practically located in this plane (0.013 A).

In the crystal, molecules 1 form an intermolecular hydrogen bond N2 @ H ... S1 (1-x, -y, 1 - 2)
(distance N ... $3.299 (2) A, H ... S 2.44 (2) A, angle N-H ... S 176 (2)°), linking the triazole moieties of
two molecules into dimers. The hydroxyl group forms a hydrogen bond with the N1 atom of another
molecule, O1 @ H ... N1 (1-x, 1/2 -y, 1/2 - z) (distance O ... N 2.853(2) A, H ... N 2.07(2) E, angle O - H
... N 175(2)°), forming in three-dimensional infinite grids.

A theoretical quantum-chemical approach was used to determine the physicochemical characteristics
of 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione. In order to find the minimum energy configuration
of the molecule in the ground state, the structure is optimized for all independent coordinates. Figure 3
shows an optimized three-dimensional model of the molecule under study (according to quantum chemical
calculations). The calculated quantum-chemical structural parameters of the molecule are given (table 1
and table 2) in comparison with the experimental X-ray diffraction data.

Figure 3 — Optimized Molecule 1 Structure (B3LYP/cc-pVDZ Method)

A comparison of the crystalline and  gas-phasestructuresofthemoleculeshowed a
qualitativecorrespondencebetweenthem. The main differenceis therelativeorientationofthetwocycles.
Inthecrystallinestructure, thetorsionangleis -93.6 °, for a moleculeinthegasphaseitis -54.62 °.
Accordingtoquantum-chemicalcalculations, valencebondsbetweenatomsin a gas-
phasemoleculearemorestretched  (by  0.001-0.106 A).  Onlyfor N(1)-N(2) and N(4)-C(6)
areshortenedbondsobserved. Inthecaseof O-H andC-H bonds, thecalculationsgiveclosetostandard (0.96 and
1.09 A, respectively) values (table 1), while PCA bondsareshorter.

Table 1 - Bond lengths in the molecule of 1

Bond Length, A Angle Value, deg
Exp. Theor. Exp. Theor.
(B3LYP/cc- (B3LYP/cc-

pVDZ) pVDZ)
S(1)-C(3) 1.6746(19) 1.677 C(3)-N#4)-C(6) 125.18(15) 123.26
O(1)-C(9) 1.358(2) 1.364 C(5)-N#4)-C(6) 126.64(15) 128.39
O(1)-H(01) 0.79(2) 0.969 N(1)-C(5)-N4) 110.83(15) 111.23
N(1)-C(5) 1.302(2) 1.310 N(1)-C(5)-C(8) 125.76(16) 122.29
N(1)-N(2) 1.378(2) 1.364 N(4)-C(5)-C(8) 123.37(16) 126.32
N(2)-C(3) 1.333(3) 1.362 N(#4)-C(6)-C(7) 112.31(17) 113.59

—— 4 ——
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Angle T, deg Angle 7, deg

Exp. Theor. Exp. Theor.
(B3LYP/cc- (B3LYP/cc-
pVDZ) pVDZ)
N(2)-H(2) 0.87(2) 1.012 N(4)-C(6)-H(6A) 109.1 106.78
C(3)-N#4) 1.371(2) 1.388 C(7)-C(6)-H(6A) 109.1 111.52
N#4)-C(5) 1.375(2) 1.390 N(4)-C(6)-H(6B) 109.1 106.32
N(4)-C(6) 1.468(2) 1.466 C(7)-C(6)-H(6B) 109.1 109.92
C(5)-C(8) 1.477(2) 1.478 H(6A)-C(6)-H(6B) 107.9 108.44
C(6)-C(7 1.502(3) 1.527 C(6)-C(7)-H(7A) 109.5 110.89
C(6)-H(6A) 0.9700 1.099 C(6)-C(7)-H(7B) 109.5 110.22
C(6)-H(6B) 0.9700 1.101 H(7A)-C(7)-H(7B) 109.5 109.46
C(7)-H(7A) 0.9600 1.098 C(6)-C(7)-H(7C) 109.5 109.15
C(7)-H(7B) 0.9600 1.099 H(7A)-C(7)-H(7C) 109.5 108.77
C(7)-H(7C) 0.9600 1.102 H(7B)-C(7)-H(7C) 109.5 108.29
C(8)-C(13) 1.389(3) 1.404 C(13)-C(8)-C(9) 119.56(17) 118.57
C(8)-C(9) 1.390(3) 1.410 C(13)-C(8)-C(5) 120.09(16) 118.88
C(9)-C(10) 1.383(3) 1.400 C(9)-C(8)-C(5) 120.34(16) 122.45
C(10)-C(11) 1.376(3) 1.396 O(1)-C(9)-C(10) 123.47(17) 122.20
C(10)-H(10) 0.9300 1.094 O(1)-C(9)-C(8) 117.03(16) 117.66
C(11)-C(12) 1.367(3) 1.397 C(10)-C(9)-C(8) 119.50(17) 120.14
C(11)-H(11) 0.9300 1.092 C(11)-C(10)-C(9) 120.15(18) 120.28
C(12)-C(13) 1.382(3) 1.395 C(11)-C(10)-H(10) 119.9 120.34
C(12)-H(12) 0.9300 1.091 C(9)-C(10)-H(10) 119.9 119.37
C(13)-H(13) 0.9300 1.091 C(12)-C(11)-C(10) 120.85(18) 120.25
C(9)-0(1)-H(01) 111.1(16) 109.12 C(12)-C(1)-H(11) 119.6 120.35
C(5)-N(1)-N(2) 104.04(15) 103.95 C(10)-C(11)-H(11) 119.6 119.40
C(3)-N(2)-N(1) 113.35(15) 114.55 C(11)-C(12)-C(13) 119.61(19) 119.36
C(3)-N(2)-H(2) 127.6(14) 124.33 C(11)-C(12)-H(12) 120.2 120.51
N(1)-N(2)-H(2) 118.8(14) 121.11 C(13)-C(12)-H(12) 120.2 120.13
N(2)-C(3)-N(4) 103.64(15) 102.33 C(12)-C(13)-C(8) 120.34(18) 121.40
N(2)-C(3)-S(1) 128.90(14) 128.13 C(12)-C(13)-H(13) 119.8 120.46
N4)-C(3)-S(1) 127.44(15) 129.51 C(8)-C(13)-H(13) 119.8 118.15
C(3)-N4)-C(5) 108.13(15) 107.93

Table 2 - Torsion angles in the molecule of 1

C(5)-N(1)-N(2)-C(3) -1.002) 0.97 N(1)-C(5)-C(8)-C(13) 93.6(2) -54.62
N(1)-N(2)-C(3)-N(4) 0.8(2) 1.46 N(4)-C(5)-C(8)-C(13) 83.8(2) 120.31
N(1)-N(2)-C(3)-S(1) 177.57(14) | -176.67 N(1)-C(5)-C(8)-C(9) 87.9(2) 121.75
N(2)-C(3)-N(4)-C(5) -0.29(19) -1.35 N(4)-C(5)-C(8)-C(9) 94.7(2) -63.31
S(1)-C(3)-N(4)-C(5) 178.12(14) 176.75 C(13)-C(8)-C(9)-0(1) ~179.38(18) 177.31
N(2)-C(3)-N(4)-C(6) 177.16(16) -174.46 C(5)-C(8)-C(9)-0(1) 0.93) 0.93
S(1)-C(3)-N(4)-C(6) -4.4(3) 3.64 C(13)-C(8)-C(9)-C(10) 0.4(3) -1.68
N(Q2)-N(1)-C(5)-N(4) 0.78(19) 0.01 C(5)-C(8)-C(9)-C(10) 178.84(18) -178.07
N(2)-N(1)-C(5)-C(8) 178.45(16) 175.64 0(1)-C(9)-C(10)-C(11) 179.5(2) -178.02
C(3)-N(4)-C(5)-N(1) 0.302) 0.88 C(8)-C(9)-C(10)-C(11) 0.203) 0.92
C(6)-N(4)-C(5)-N(1) -177.73(17) 173.53 C(9)-C(10)-C(11)-C(12) 20.103) 0.20
C(3)-N(4)-C(5)-C(8) -178.07(16) | -174.52 C(10)-C(11)-C(12)-C(13) 0.3(3) 0.52
C(6)-N(4)-C(5)-C(8) 4.5(3) -1.88 C(11)-C(12)-C(13)-C(8) 0.2(3) 0.27
C(3)-N(4)-C(6)-C(7) -88.1(2) 77.10 C(9)-C(8)-C(13)-C(12) -0.2(3) 137
C(5)-N(#)-C(6)-C(7) 88.8(2) 111.27 C(5)-C(8)-C(13)-C(12) -178.65(19) 177.89

The deviation of the valence angles from similar experimental ranges from 0.04—3.47°, both in the
direction of decreasing and increasing values. For dihedral angles, a larger scatter of values is observed
when comparing theoretical and experimental data. Differences in the geometric configuration of the 4-
ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-thione molecule in different states of aggregation were
expected, because, as you know, the geometry of the molecule in the crystal is determined by packing, in
pairs - corresponds to the global minimum of total energy.




News of the Academy of sciences of the Republic of Kazakhstan

Theoretical physico-chemical characteristics, such as total energy, zero-point energy, rotational
constants, electric dipole moment and others, are given in table. 3.

Table 3 - Physicochemical parameters of molecule 1 according
to calculations by the B3LYP/cc-pVDZ method

Options B3LYP/

cc-pVDZ

Totalenergy, a.u. -1025.417093

Rotational Constants, GHz

A

B 1.1483336

C 0.3421134
0.2921099

Dipole moment and
its components, D

Htotal 6.265
My -6.0563
Ky 1.5974
W 0.1367
Egsmo, a-€. -0.19583
EHCMOa a.c. -0.04063
AEB?:MO-HCMOa 5B 4.223
L eV 5329
A, eV 1.106
1eV 3218
eV 2112
S, eV 0.473
C, cal/mol-K 51.489
S, cal/mol-K 116.640

Due to the different values of the rotational constants, the molecule is an asymmetric top. Such
fundamental properties as the dipole moment, ionization potential, electron affinity, etc., are directly
dependent on the geometry of the molecule (table 3). The 4-ethyl-5-(2-hydroxyphenyl)-1,2,4-triazole-3-
thione molecule is highly polar. The contributions of the X, Y, and Z components to the total dipole
moment are different; the vector of the dipole moment is directed mainly along the X axis.

The most significant orbitals in a molecule are the so-called boundary orbitals: the highest occupied
molecular orbital (HOMO) and the lowest free molecular orbital (LUMO). The HOMO energy
characterizes the ability to donate an electron, LUMO — to accept an electron, the energy gap between
them — the chemical stability of the molecule, with I = - Eygmo and A = -Excmo (table 3) [35]. The
molecule has a rather large ionization potential, electronegativity, and positive electron affinity. The width
of the HOMO-LUMO energy gap (AE) indicates a sufficiently low polarizability of the molecule, which is
consistent with the large value of its constant dipole moment. The high value of the dipole moment is due
to the presence of electronegative atoms in the molecule.

Using these data, the molecular characteristics presented in table 3 were theoretically calculated, such
as electronegativity y, chemical rigidity m, and chemical softness S [35]. Absolute electronegativity is
calculated as the half-sum of the ionization potential and electron affinity, and absolute chemical rigidity
as their half-difference. The stiffness of a substance is considered as a measure of resistance to changes in
electronic configuration. Chemical softness is the inverse of stiffness. The table also shows the calculated
values of the thermodynamic properties of the compound, such as isochoric heat capacity and entropy.

— 26 ——



ISSN 2224-5286 6.2019

O0X 539.19 +548 +547:541.61

K.B. CorbaeBa"”’, O.A. Hypkenos’, K.M. Typasiéexos', LK. AGyisncoa’,
M.XK. Bypkees', C.JI. ®a3biios"?, C.A. Tanunos’, David Havlicek*

'BexeroB atbinmarsl Kaparausl MeMieKeTTik yHuBepcuteti, Kazakcran;
2I{P OpraHuKasablK CHHTE3 XOHE KeMip XUMUsICh HHCTUTYThI, Kaparannel, Ka3zakcran;
3 OFA A.C. CaibIKOB aTbIHIAFbI OMOpPraHUKAaJIBbIK XMMHUSI HHCTUTYTHI, TaIlIKeHT, O30eKCTaH;
*Kapnos yruBepcuteri, Yex PecryGmmkacsr

4-3TWI-5-2-TH APOKCUPEHNJ)-1,2,4-TPUA30JI-3-THOHHBIH
MOJIEKYJIAJIBIK KYPbLIIBIMbI MEH KBAHTTbBI-XUMUAJIBIK ECEIITEYJIEPI

AnHotanusi. Makana 4-3Tun-5-(2-runpokcuderin)-1,2,4-1pra3on-3-THOHHBIH ~ KEHICTIKTIK  KYPBUTBIMBIH
3epTTeyre apHaiaraH. KOCBUTBICTBIH MOJEKYJANBIK KYPBUTBIMBI PEHTI€H KYPBUIBIMIBI 9IC apKBUIBI aHBIKTAIBIH/IBL.
MornekynaHblH KpPUCTAIABIK KalnTaMachl MEH KYpPbUIBIMbI OOMbIHIIA MaJiMerTep KenTipinreH. DeHungi MeH
TPHUA30JIIbI IUKIAAPHI JKAa3bIKTHIKTEI €KeHI KepceTireH. MOoJeKyJaHbIH CYTeKTiK OaiIaHBIChI apKbUIbl KpUCTAIIa
YII emmeMIi TOPABIH OONATHIHABIFEI KOPCETUIreH. PEeHTreH KYpBUIBIMIBI 3epTTey HoTmkenepi KemOpwumxTiH
KPHUCTAJUT KYPBUIBIM/IBI MAJIIMETTEp OpTaibIFbiHAA TipkeiareH. CuntesnenreH 1,2,4-Tpua3oinsiy KypbuibiMbl SIMP
lH—cneKTpoc1<or11/1$1 omiciMeH 3eptreninmai. KocbuibicThiH SIMP 'H CIICKTPIH/IC apOMATTHIK CAaKHHaFa TOH KEJCTiH
MPOTOHJAP/BIH CUTHANBI Oaiikanmansl. XUMUSUIBIK BIFBICYABIH MOHI JKOHE WHTErpajiibl CUTHANl KapKbIHIBUIBIFBI
AHBIKTAIBIHABL.  4-OTHn-5-(2-runpokcudennn)-1,2,4-rpuazon-3-THOHABl KBAaHTTHIK XUMHSUIBIK3 eprrey DFT
omicimen B3LYP anmacy-xoppemsinusuiblK (GYHKIMACHIH KOJIAHBIN, JIaHHUHTTBIH HETI3Tl JKUBIHTBIFBL cc-pVDZ
JKUBIHTBIFBIMEH OKYPTi3imi. TONBIK AIEKTPOHABI SHEpPrHs, aifHaldy KOHCTaHTANaphl, IUIOIh MOMEHTI MeEH
KOCBHIHABUIAD JKOHE TEPMOIUHAMUKAIBIK (YHKOHUSIAP CHAKTHI KOCBUIBICTHIH MOJIEKYNIAJBIK CHIIaTTaMalapbl
Oomwkampanrad. 4-OTun-5-(2-runpokcudermn)-1,2,4-Tpra3on-3-TpuoH MOJEKYJIACBIHBIH TEMe-TE€H T'€OMETPHSUTBIK
napameTpiepi aHpIKTanapl. KeHICTIKTIK KOHPHUTypanrs MEeH MOJIEKYJIaIbIK MapaMeTpiepaiH Tajlaaysl MOJICKyIaHbIH
KPHUCTAJIIBI JKOHE ra3zpl (a3aiblK KyPbUIBIMIAPLIHBIH apachIHIAFbl Callaibl COWKECTIKTI KOPCETUIAl, anaiaa 0acTh
aNBIPMAIIBUIBIK aNITHI )KOHE OeC MYIIeNi MUKIACPAIH CaTbICTRIPMAalIbl OAFBITRIHIA OalfKaTaThIHIBIFBI AHBIKTAIBIH/IbL.

TyliiH ce3fep: KpUCTANABIK KYPBUIBIM, PEHITeH KYpBUIBIMABI aHamu3, 1,2,4-tpuazon, 4-31un-5-(2-
ruapokcudennn)-1,2,4-tpua3on-3-THOH, KBaHTTHI-XMUMUSUIBIK ~ ecentey, DFT omici, TeOMETpUSsIIBIK KoHE
SHEPreTUKAIIBIK CHIIaTTamasap.
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MOJIEKYJISIPHASI CTPYKTYPA U KBAHTOBO-XUMHWYECKHUE PACYETbBI
4-3TUI-5-2-THAPOKCUPEHNJ)-1,2,4-TPUA30JI-3-THOHA

AnHotanus.CtaThs OCBAIICHA HCCICIOBAHUIO MTPOCTPAHCTBEHHON CTPYKTYPHI 4-3THII-5-(2-TUAPOKCHEHIT)-
1,2,4-tpuazon-3-tuona. MomekynspHas W KpPUCTaJUTMYeCKas CTPYKTypa OIpelelieHa METOJOM pPEHTTEHOCTPYK-
TypHOTO aHanu3a. [lpuBeneHBI AaHHBIE IO MPOCTPAHCTBEHHOMY CTPOEHHMIO M KPHCTAJUIMYECKOW YIaKOBKE
MOJIEKYJIBL. Y CTAHOBIIEHO, UTO (DEHHMIIbHBIE ¥ TPUA30JIbHBIE [IUKIIBI IUIOCKUE. 3a CUET BOAOPOJHBIX CBSI3EH MOJIEKYJIbI
B KpHCTaJlIe 00pa3yloT TPEXMEpHbIE CETKH. Pe3ynbTaThl peHTI€HOCTPYKTYPHOTO HCCIIEIOBAHHS JETIOHUPOBAHbBI B
KeMOpumKkckoM IEHTpe KpPUCTALIOCTPYKTYPHBIX MaHHBIX. McciemoBaHO CTpoeHHWE CHHTE3MpoBaHHOTO 1,2,4-
Tpuasosa Meroxom SMP 1H—cneKTpocxom/u/I. IIpn ananuse cnekrpa AMP 'H coemuHenns HabIIOHAI0TCS
XapaKTepHble CHUTHAJBl IPOTOHOB apoOMaTHUecKoro Kousbla. OmpeneneHo 3HaueHHEe XMMUYECKOro CIABUTa M
HUHTErpajibHas HWHTCHCUBHOCTh curHajgoB. Meromom DFT ¢ wucnonbs3oBaHneM OOMEHHO-KOPPEISIIHOHHOTO
¢ynkumonana B3LYP B coderannu ¢ 6asucHbeiM Habopom JlanauHracc-pVDZ mpoBelneHO KBaHTOBO-XMMHUYECKOE
uccienoBanue 4-stui-5-(2-runpokcudenun)-1,2,4-rpuazon-3-tuona. IlpenckaszaHbl MOJEKYJSpHBIE XapaKTepHc-
TUKU COEIUHEHUs, TAKUE KaK TOJHasl 3JEKTPOHHAs HHEPrusi, BpalaTeldbHble MOCTOSHHbBIE, AUIOIbHBII MOMEHT U
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BKJIaJbl, TepMoAMHaMuueckue (yHKIuH. OnpenesneHpl PaBHOBECHBIE I'€OMETPHYECKHE ITapaMeTphl MOJICKYJBI 4-
ATHI-5-(2-runpokcudennn)- 1,2 ,4-rpuazon-3-THoHa. BHITOITHEHHBIH aHATN3 MPOCTPAHCTBEHHON KOH(PHUTYpamuud M
MOJIEKYJISIDHBIX TapaMETPOB MOKa3al KadeCTBEHHOE COOTBETCTBHE KPHUCTAIMYECKOW M ra30(a3HON CTPYKTyp
MOJIEKYJIBI, TIPU 3TOM OTMEYEHO, YTO OCHOBHOE OTJIMYHE HAOIIOAAETCS B OTHOCHUTENBHON OPHUEHTALUH IIECTH- U
ISTUYICHHBIX [IUKIIOB.

KnioueBblie c10Ba:KpHUCTAIUINYECKAs CTPYKTYpa, PeHTTeHOCTPYKTYpHBINA aHanmu3, 1,2.4-tpuazon, 4-31un-5-(2-
ruapokcudenmn)-1,2, 4-tpua3on-3-THOH, KBaHTOBO-XMMHUYecKHe pacuerbl, Mmerox DFT, reomerpuueckue u
SHEPreTUYECKHe XapaKTEePHUCTHKH.
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