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KBaHTOBO-XHMU'leCKUe oueHKH KOHCTaHT t1,uccouuauuu 
CUJiaHOJlbHblX rpynn KpeMHUeBblX KHCJIOT 
KJJIO'leBbie CJJOBa: KpeMHe3eMbI, pKa, KBaHTOBaJI Xl1M11ll , 
TeOpHll <!JYHKl(HOHana nnOTHOCTH (DFT), 
noirnp113aUHOHH0-KOHTHHYMbHaSI MOJJ,eJlb paCTBOpHTenSI (PCM) 
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Bapuauuouub1H MeTOA perneuusi o6meu 3at1,a'lu 
0 KOJie6aTeJibHO-BpamaTeJibHblX COCTOSIHHSIX MOJieKyJI 
KJJIO'leBbie cJJoea: cneKTpbl MoneKyn, 
KOne6aTeJ1bHO-Bpa111aTeJ1bHbie COCTOllHHll, 3HepreTH'leCKall MaTp111.1a, 
sap11a1.1110HHoe peweH11e 

Ababsa S., Zouchoune B. 

Electronic structure and relative stabilities 
of 10- and 12-vertex. Closo- and nido-heteroborane clusters 
of Ga, Ge and As elements 
Keywords: boron-boron interactions, counting rules, atomic charges, 
heteroatom substitution 

Koudjina S., Atohoun Y.G.S., Houngue M.T.A.K., Kuevi U.A., 
Kpotin G.A., Kanhounnon W.G., Mensah J.B. 

Modeling of oxolane hydrodeoxygenation in the presence 
of tungsten disulfide 
Keywords: oxolane, tungsten disulfide, hydrogenolysis, modeling, 
catalytic hydrotreating, DFT/B3LYP, 6-31 G(d), LanL2DZ 
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Sargolzaei M., Afshar M., Nikoofard H. 
Solvent effect on equilibrium and rate constant 
of the tautomeric reaction 
in Nexium, Skelaxin, Aldara 
and Efavirenz drugs: 
ADFTstudy 

Keywords: tautomer, solvent, density functional theory, 
RMSD, eyring 
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Cno6o.n_ioK A.E. , ,[(11,n:eHKO H.A., KasyH 8 .51. 

<l>a30Bble nepexO,!lbl H HOHHa'.11 00,!lBH'lKHOCTb 
B TBep.llblX pacTBopax B CHCTeMe (NH4)2ZrFnlnF3 

Kmo'leBbie cJJosa: c11HTe3, r eKcacjn op11.uo1111pKOHaT aMMOHllil, 
Tp11Cjn op11.u 11H.U11ll, rnep.Ubie paCTBOpbl, 110HH3ll TIO.UB11)1(HQCTb, 
cneKTpb1 51MP 

f pttHBaJi b,!l YI.YI. , Kanaraes H.IO. , ITeTyxos A.H., 
f pywescKa.si A.H., KarrycTttH P.B., 8opoTbIHU.eB H.B. 

Accou.uau.nH raJ1ocl>0pMOB B KOH,!leHcnpoBaHuou n ra30BOH 
cJ>a3e. HK cneKTpocKonnH n ueJMnnpnqecKne pac'leTbI 

Kmo'leBbie cJJosa: so.uopo.uHM CBll3b, MK cneKTpocKon11ll, 
He3Mn11pw1ecK11e pac'!eTbI (OFT), rMocpopMbI 

3bIKOBa 8.A., Cyposu,es H.B. 

CTpyKTypub1e csoiicTsa cTeKJiyiomnxcH JTauoJia 
n rJiuu.epnua no cneKTpaM KOJie6aunu 0-H 

Kmo'leBbie CJlOBa: KOJle6aHl1ll 0 - H, CTpyKTypa CTeKJlYIOllll1XCSI 
)1(11,UKOCTett, JlOKaJibHbie KOHcjJ11rypa111111, 
KOM611H31\110HHOe paccel!Hl1e CBeTa 

Kyp6arns YI.A., XapYenKo 8 .11., M11pO'IHl1K A.r., 
fleTPOYeHKOBa H.B., )ICttxapesa II.A. , BosHa B.H. 

KoJie6aTeJihnaH cTpyKTypa 
MernKpnJiaTOB esponnH(III) n Jiaurnua(III): 
nccJie,!loBaune MeTO,!laMn DFT n MK cneKTpocKonnn 

KJJ10'1eBb1e cJJosa: MeTaKp11naT espon11ll(lll) , MeTaKp11naT 
JlaHTaHa(III), 611si.uepHblH KOMnneKc, 
Teop11si cpyHKUHOHana nnoTHOCTH, KBaHTOBaSI x 11M11SI, MK cneKTpbI 

Vafaee A. , Davoodnia A. , Bozorgmehr M.R., Pordel M. 

Characteriza tion and molecular docking study of new 
4-acetamidoalkyl pyrazoles as B-r af/COX-2 inhibitors 

Keywords: synthesis, 4-acetamidoalkyl pyrazoles, molecular docking, 
8 -raf/COX-2 inhibitors 

Suleimen Ye.M., Van Hecke K. , lbatayev Zh.A. , 
Akatan K. 

Crystal structure of 1,2-bis(acetoxymethyl)-o-carborane 

K eywords: 1,2-bis(acetoxym ethyl)-o-carborane, 
X -ray crystallographic analysis, NMR spectroscopy 
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CTPYKTYPA '}101)1,KOCTEH II PACTBOPOB 

Kail.Uhm E.,n:., Att11KeettKo A.B., MeABeAeB H.H. 

CTpoeHHe BO.l1.H1>1x pacTBOpoB TpHMeTHJlaMHHOKCHJW, 

MO'leBHHhl " HX CMeCH 

KJJ10'ICBb1e CJJosa: MOJieKyJISipHO-JIHHaMH'!ecKoe MOJieJI11posaH11e, 

BOJIHbie paCTBOpbl, TpHMeTHJlaMHHOKCHJI, MO'leBHHa, OCMOJlHTbl­

npoTeKTOpbl, n eHaTypaHTbI 

KPMCTAJIJIOXMMMJI 

fpoM11JIOB C.A., HttKoJJaes P.E., lfoperrattosa C.B. 

06pa30BaHHe «C:iKaTOro» " CMellJaHHOCJIOHHOro rpa<!>HTa 

npH HarpeBaHHH HMnaKTHhlX aJIMa30B 

KJJIO'ICBble cJJosa: HMnaKTHbIH aJIMa3, aJIMa3, JIOHCJieHJIHT, rpa4mT, 

C)f(aTblH rpacjJHT, CMewaHHOCJlOHHblH rpacjJHT, 

Typ6ocrpaTHOe pa3ynopSIJIO'leHHe, MOJie!lHpOBaHHe 

Eopwcos C.B., Marapmrn C.A., Ilepsyx1rna H.B. 

KpHCTaJIJiorpa<!>H'lecKHu aHaJIH3 cTpyKTypHoro THna 

rpaHaTa: CHMMeTpm1 B aHaTOMHH CTPYKTYPhl 

KJJIO'ICBblC CJJOBa: KpHCTaJIJiorpacjJH'lecKaSI crn6HJibHOCTb, 

KpHCTaJIJIOrpacjJH'leCKHH aHaJIH3, KaTHOHHbie nonpeweTKH, 

KorepeHTHaSI c6opKa, CTPYKTYPHbIH THn rpattarn, CTpyKTypa ~-W, 

MeHel\e3HT 

BeHetJ,HKTOBa O.C., oyJJaB'leHKO O.A., 11,hIPYJJbHHKOB n.r., 
A<l>ottaceHKO T.H., BwttoKypoB 3.C., lJ,b16ym1 C.B. 

BhlCOKOTeMnepaTypHhle .l1.H<!>paKU:HOHH1>1e HCCJieJJ.OBaHHH 

npou:ecca paccJioeHHH MapraHeu:-raJIJIHeBoif rnnHHeJIH 

coCTaBa Mn1.5Ga1.504 

KJJ10'ICBh1e cJJosa: BbICOKOTeMnepaTypttaSI pettnettorpacjJ11S1, 

cjla30Bble npespameHilll, MapraHel\COJiep)f(alUHe JIBOHHbie OKCHJlbl, 

Mapratteu- ranJI11esaS1 wn11HeJib, amoM0Mapram1esaSI wn11tte!lb 

Kattesa E.B., Cysoposa JI.<D., TaycoH B.JI. 

KpHCTaJIJIH'leCKHe CTPYKTYPhl HOBhlX CHHTe3HpoBaHHhlX 

KDy- tt KTb-amoMOCHJIHKaToB 

KJJio'leBb1e cJJosa: rnnpoTepMaJibHbIH cwHTe3, 

KREE-aJIIOMOCHJIHKaTbI, KpHCTaJIJIH'leCKaSI cTpyKTypa 

PoMaHeHKO r .B., <Dypcosa E.IO., JienirnH r.A., 
Os4apeHKO B.H. 

CTpoeHHe pa3HOJIHraH.11.HOro KOMnJieKca Ni(II) 

C 3-HMHtJ,a30JIHHOBhlM HHTpOKCHJIOM, 

U30-nponaHOJIOM " BOtl,OH 

KJJIO'ICBblC CJJOBa: HHKeJib, 3-HMHJla30JlHHOBbIH HHTpOKCHJl, 

nponaHOJl, pa3HOJIHraHJIHblH KOMnJieKC 

CJlbrnKa I0.11., Apt1.aH E.P., MbICbKHB M.f. 

7t-KOMJieKChl XJIOpHt1,a Me.11.H(I) c 2,5- 6Hc(aJIJIHJITH0)-1,3,4-

THa)l,H330JIOM: CHHTe3 " oco6eHHOCTH CTpoeHHH 

KJJ10'ICBb1e cJJosa: XJIOpHJI Men 11(I), n - KOMnJieKc, l ,3,4 -THaJIHa30 JI, 

aJIJlHJlbHOe npOH3BOJIHOe, KpHCTaJIJlH'leCKaSI CTpy KTypa 
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Cyxm< A.C., XpatteHKO C.TI. , rpoMttJJOB C.A. 

CTpyt..."Typa KOOpl\HHaU,HOHHOro nOJlHMepa [Cu(En)iCr04] 11 

KJJ10'1eBb1e cJJosa: 6HC-3THJleHn HaMHH MellH, xpoMaT-aHHOH, 
KOOpllHHaUHOHHblH nOJIH31lp, KpHCTaJIJIOXHMH51, 
peHTreHOCTPYKTYPHblH aHaJIH3 

Fu W .-W., Shu X., Luo Y.-L. , Tang Z.-Q. , Li Q., Liu H.-J. , 
Cheng Q.-W. , Wang H.-Y. , Liu Y. 

New Co(II) and Mn(II) complexes with 4'-substituted 
2,2':6',2"-terpyridine ligands 

Keywords: Co(ll) complex, Mn(II) complex, 4'-( 4-methoxyphenyl)-
2,2':6',2"-terpyridine, 4'-( 4-aminophenyl)-2,2':6',2"-terpYTidine, 
4' -( furan-2-yl )-2,2': 6' ,2"-terpYTidine 

lbragimov AB., Englert U. , Ashurov J.M., Wang A 

Dimorphism of hexaaquanickel(II) bis(p-nitrobenzoate) 
dihydrate salt: 
A new triclinic crystal form 
Keywords: polYTnorphism, p-nitrobenzoic acid, Ni(ll) complex, 
hexaaqua cation, crystal structure, X-ray crystallography 

Bhyrappa P., Sankar M. , Karunanithi K., Varghese B. 

Highly nonplanar macrocyclic ring conformation 
in the crystal structures of Ni(II) 
and Cu(II) octaphenylporphyrins 

Keywords: substituted porphyrin, octaphenylporphYTin, 
X-ray crystal structures, Hirshfeld surface analysis 

TKa4es B.B., YTeHD1llleB A.H., 1-lepH&IllleB A.B., 
Kosan&4yKoBa O.B. 

Oco6eHHOCTH MOJleKym1pHoro CTpOeHHH HOBOro KOMnJleKca 
3-(6eH3o [ d] OKCa30Jl-2-HJl )-1-(2-(1,3,3-TpHMeTHJlHHL\OJlHH-2-
HJlH1leH )3THJlH,!leH) Ha<l>TaJlHH-2(1H)-oHa XJlOpH,!la U,HHKa 

KJJ10'1eBb1e cJJosa: peHTreHOCTpyKTypHoe 11ccnenoeaHHe, 
cnHpon11paHbI, 3-(6eH3o[ d]OKCa30J1-2-11n)-1-(2-(1 ,3,3-
TPHMeT11J1HHllOJ111H-2-HJIHlleH )3THJI HlleH )-
Ha~JTaJIH H-2(1 H)-oHa xnopHll UHHKa 

JlttTBttHOBa IO.M., KypaT&eea H.B., f ai1:cpynttH .RM., 
MHpOHOB IO.B. 

CTpoeHHe uenolJelJHoro KoopAHHaU,HOHHoro nonHMepa 
{[Nd(phen)2(H20)Nd(phen)(H20h (µ-OH) 2] x 

x [Re4S4(CN)n] }· phen· 3.5H20 

KJJio'leBb1e CJ1osa: CHHTe3, KJ1acTep&1 peH115!, 
KOOpllHH3UHOHHblH nOJIHMep, JlaHTaHHllbl, KpHCTaJIJI H4eCK351 CTpyKTypa 

YpKac&1M KhI3bl C., llbttb XyaH, MocHrttHa C.A., Kopon&KOB 
H.B., IlepsyxwHa H.B., KpttcIOK B.B., Crn6HHKOB II.A. 

KpHcrnnnu'lecKaH CTpyKTypa ABYX P-AHKeTOHaToB 
caMapuH H HX CBOHCTBa 

KJJ10'leBb1e cJJosa: ~-llHKeTOHaT&I caMapHH, 
KpHCTaJIJIH4eCK351 CTpyKTypa, JleTyYeCTb 
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MttpoHoBa E.B., Eor)l,aHoB A.B., HyryMattoea f .H. , 
Eyxapoe C.B. , M11poHoB B .<D., J111TBHHOB 11.A. 

OcooeuuocTH icp11cTaJIJIH'lecicoi1 " MoJieteyJisipuoi1 
cTpyKTypbt npoH3BOAHbtX HHAOJIHH-2-oua, c0Aep,..am11x 
CTepH'leCKH 3aTpyAHeHHble <t>eHOJlbHbte <l>parMeHTbl 

KJ110'lesb1e cnosa: 113anrn, HHllOJJHH-2-oHbI, peHTreHOCTPYKTYPHbIH 
aHaJJl13, KpHCTaJJJI HLJeCKaJI 11 MOileKyJJHpHas! CTpyKTypa, CTep11'1eCKl1 
3arpy)l(eHHbie cjieHOJJbl, Me)l(MOJJeKyJJHpHbie B3aHMOlleHCTBl1H 

f aTHJJOB IO.B. , Me)KeHKOBa T .B ., Kapnos B.M. 

PeuTreuocTpyKTypuoe 11ccJ1eAOBau11e 
nep<t>Top-9,10-AH<t>euHJiaHTpaueua 
H nep<t>Top-9,10-AH<l>eHHJIAHrHAPOaHTpaueuoB 

KJl10'leBbte cnosa: nepcjJTop-9,10-1111cjlem111aHTpaueH, 
nepcjJTOp-9, I 0-1111cjleH11111111rnnpoaHTpaueH, 
peHTreHOCTpyKTypHblH aHaJJl13, Me)l(MOJJeKyJJHpHbie B3aHMOlleHCTBl1H, 
KBaHTOBO-Xl1MHLJeCKl1e paCLJeTbl, cynpaMOJJeKym1pHall apx11TeKTypa 
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CY n PA MOJIE KY JI.HPHblE C OE)],IIHE HII.H 
11 HAHOPA3MEPHblE CIICTEMhl 

MaJJees A.B., feBopnrn A.A., IloTeXHH K.A. 

HOBbIH nOAXOA IC auaJIH3Y MOJieteyJISipHblX ynaKOBOK 
B KpHCTaJIJiax c HCnOJib30BaHHeM aTOM-aTOMHblX 
noTeHQHaJIOB 

KnlO'leBbie CJIOBa: MOJJeKyJJHpHbie Kp11CTaJJJ!bI, MOJJeKyJJHpHbie 
arJJOMepaTbl, aTOM-aTOMHbte noTeHUHaJJbI, noTeHUHaJJbHaJI HMa 

Sabbaghan M., Adhami F ., Aminnezhad M. 

~esoporous jarosite/Mn02 and goethite/Mn02 

nanocomposites: 
Synthesis and application for oxidation 
of methylene blue 

Keywords: Mn0 2, jarosite, goethite, Fenton-like catalyst, 
methylene blue 

Aribi K., Ghelamallah M. , Bellifa A., Granger P., 
Choukchou-Braham A. 

Structural and textural modifications of Zr02 induced by 
La20 3 addition, thermal treatment and reducing process 

Keywords: Zr02, La20 3, surface, structure, TPRH2, pyrochlore oxide 

Fardood S. Taghavi, Ramazani A., Joo S.W. 

Green chemistry approach for the synthesis of copper oxide 
nanoparticles using tragacanth gel and their structural 
characterization 

Keywords: tragacanth gel, copper oxide nanoparticles, 
nanobiotechnology, natural hydrogel, sol-gel 

CanhHHHK A.A., CeMeHeHKO E.3 ., CaMCOHeHKO JJ,.f. , 
J],h16u.es JJ,.H. , <DeAHH B.Il. 

Kp11cTaJIJIH'lecicasi cTpyKTypa icoopAHHaQHOHHbIX 
noJIHMepos, noJiy'leHHbIX ua ocuose reTepoMeTaJIJIH'lecicoro 
icapOOKCHJiaTHOro KOMnJieteca 

KJJIO'leBbie CJIOBa: Jl l1Tl1H, UHHK, KOOp1111Hau110HHble nOJl HMepbI, 
MeTaJJJJ-opraH11LJeCKl1e KapKaCbl, nOJ1 11llllepHbie KOMnJleKCbl, 
Kap60KCl1JlaTHbie KOMnJleKCbI, peHTreHOCTPYKTYPHbIH aHaJJ l13 
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lfonnaKoBa A .M ., <l>enoceeB 11.C., ,D,opoBaTOBCKHH TI.B ., 
Jla3apettKO B.A., 3y6aswtyc 51.B., XpycTaneB B .H ., <l>emrn B.TI. 

KpucrnJIJIH11ecKast cTpyKTypa Tpuc-(2,3,5,6-
TeTpa<j>Top6euJoarn )CK3H,llHSI [Sc(C6F 4HC02hl 

KJJIO'leBhle CJIOBa: KOMnJJeKCb/ CKaH.mrn, KOOpJJ}1Hau.110HHb/H nOJJMMep, 
TeTpacjnopTepe<Jnanesall KHCJJOTa, TeTpa<Jnop6eH3oi1Hall KHCJJOTa, 
Kp11cTannw1ecKall CTPYKTypa 
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CTPYKTYPA EIIOJIOrlfl-IECKlI AKTIIBHhIX CIICTEM 

Tiym1 A .B ., Cei1cpynmrna 11.11., CKopoxon J1.C., 
TiasnoscKHH B.I1., Kpami;oB B.X., Eona C.JI., Cyi1KoB C.lO. 

MoJieKyJistpuast u KpttcTaJIJIH11ecKast cTpyKTypa 
npo!lyKTa KOH,lleucauuu 2-(7-6poMo-2-oKco-5-<j>euuJI-
3H-1,4-6euJ,llHaJenuu-1-uJI)aueTorn,llpaJn,lla ( rn,llaJenaMa) 
c C3JIHUHJIOBblM 3Jlb,llerH,llOM 

Kmo'!eeb1e cJJoea: Cl1HTe3, 2-(7-6poMo-2-oKco-5-<J>ett11JJ-
3H - 1,4-6eH3Jll1a3en11H- l - 11n)au.crornnpa311Jl, rnnaJenaM, rnnpa30H, 
CaJJHU11JIOBblH aJJbiternn, MOJJeKyJlllpHall CTPYKTypa, 
peHTfeHOCTpyKTYPHblH aHaJJJ13 
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