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TEOPJUI CTPOEHH .H MOJIEK Y JI H XH M HqECKOH CB.H3H 

fpn6os Jl.A. 

3a,lJ;aqa 0 KOJie6aHUSIX MOJieKyJI 
C rayCCOBhiM UOTeHIJ,HaJIOM 
KJJIO'IeBhle CJIOBa: KOJie6aHJur MOJieKyJI, IIOTCH~HaJJ, 
rayccosa ljlyHKU:IDI, sapHa~HOHHall rrpo~ezypa 

CeMeHOB c.r., Ee,npHHa M.E., THTOB A.B. 

KBaHTOBo-xuMuqecKoe uccJie,lJ;oBauue MoJieKyJI C60Cl3o, 
C6o(OH)30 u 3H)J.OKOMDJieKca Fe@C6o(OH)30 

Kmo'leBhle cJJoBa: xrropuposaHHbiH ljlyrrrrepeH, 
fHApOKCHJIHpOBaHHbiH ljlyrrrrepeH, )f(CJIC30, 3HJWKOMIIJICKC, 
cTpyKTypa, T<l>TI 

Tapacos IO.M. , Ko'IMKOB ll.B. , Ea)f(aHosa 3.f. 

BHyTpennee spamenue u paBHOBecnast CTPYKTYpa 
MOJieKyJihl OpOMHHTpOMeTaHa ua OCHOBe oopa60TKH 
,lJ;aHHhiX raJOBOH 3JieKTpOHOrpa«)Juu 
H pe3yJILTaTOB KBaHTOBO-XHMHqecKHX pacqeTOB 
KJJIO'IeBJ,re cJJoBa: 6poMHHTpoMeTaH, HC){(CCTKHe MorreKyrri.I, 
BHyTpeHHee BpameHHe, f a30Ball 3JieKTpOHOrpaljlHll, 
KBaHTOBO-XHMWieCKHe paclfeTbT, paBHOBeCHall CTpyKrypa, 
aHrapMOHHlfHOCTh 

Song W., Wang B., Li H .-Q ., Wang J.-1., He C.-Z. 

First-principles study of the structures 
and electronic properties of Ni,_1Al (n = 2 - 20) clusters 
Keywords: magnetic property, charge transfer, ionization potential, 
electron affinity 

Ramazani A., Sheikhi M ., Hanifehpour Y., Asiabi P .A., Joo S.W . 

Molecular structure, electronic properties, HOMO-LUMO, 
MEP and NBO analysis 
of (N-isocyanimino )-triphenylphosphorane (PH3PNNC): 
DFT calculations 
Keywords: N-isocyaniminotriphenylphosphorane (Ph3PNNC), 
theoretical calculations, DFT, FMO, NBO analysis 
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lliyTKosa C. A., )J,onoMaToB M.IO ., )l,oJrOMaTOIIa M.M., 
IleTpos A.M., XaM:py.[(HHOB lif.P. 

CTpy inypHO-XHMH' ICCI\ Hc xapa inepHCTI11\ H Mo"c.J••·" ' ••x 
MOJieKyJBtpHMX «<Jp arMeHTOB He«<JTSUIMX CMOJl ' 

KJJJO'JeBMe CJJooa: HeljJTJTHbre CMOJT&r 
MeTOJJ: 3JTeKTp ommif crreKTpo ' CKOTTHH, ITOTeHJ.\H3JT 110 H I13<11 \IH I 
CpO).l;CTBO K 3JleKTpOHy , CTpyKTypa Hecpn !HbiX CMOJI , 

P· I I "'I' I ~~~ ' 564 

573 

I 

Jf C C JTE,lJ: OB A H ME C TP OE H IHT M O JI J<: K y Jl 
;::::-;;~~===~::~~-=-------~=.:_:_:~.::_:~:•I~) :.11 'j 111

1
1 II! ( 

1 H' II M II J\11 11: 'I ' () ) ' t\ M If 
Kasyn B.5I., 3eMHyxosa JI.A., Cno6o.D;IOK A.E., KosaJJesa E B 
CasqeHKO H.H., MaKapeHKO H.B. . ., 

C TpytnypHhle npeBpatu;eHHSI H HOHHaSI UOJ),BU~HOCTh 
B CsSbF3(H2P04) 

KJJJO'JeBMe cJJosa· ¢oc¢ rt.. ~ 
CsSbF (H PO • aTO't'TOpMJJ:Hbm KOMnJJeKc cypbMbr(TII) 

3 2 4) , HOHH3ll TTO).l;BHlKHOCTb, ljJa30BbJH nepeXO).l; 
cneKTpb! .5IMP, )J,CK, Pel> A , 

JlyKMIHosa M.E., TKaqes B.B., JlyKMIHOB E. C. , IlyYaqeB A .n; 
OJK:ornH I1.B., KoMuccapoBa O.A., Ali.[(OIIIHH C M .. , 
MHHKHH B.H. . ., 

H ccJie,a:oBaHHe CTpOeHUSI HOBhiX npo,l]_yKTOB KOHJ),eHC3QHH 
nep xJiopaTa 1,2,3,3-TeTpaMeTHJIHH.ll:OJieHHJIHSI 
C MeTOKCH3aMetu;eHHhiMH .l1-HljlOpMHJiljleHoJiaMu 

K m o'JeBLre CJJooa: crruponupaH, QJOTOXpOMM3M, 

MOJJeKyJJJTpHb!H rrepeKJJIO'JaTeJib, peHTreHOCTpyKT)'pHbTii 3HaJJH3 
CTieKTpOCKOTIHR 5£MP ' 

Kantar G.K., Kaya M., $ahin 0 ., $a$maz S. 

Guai acol substituted AzaPCs: 

A n ovel synt~esis method and investigation 
of photophystcal properties 

Keyw ords: A zaPC, guaiacol , fluorescence 

Akhtar M.N., AlDamen M.A., Ikram M., Ali S. 

s;~ucture and m agnetic properties of new lattice system 
o eteromet allic d ecanuclear Ce6Mn4 aggr egate 

Keywords: crystal structure, heterometallic Ce-M n"l cluster 
magnetic properties ' 

Peng D.-L. 

C r ystal structure and cataly tic proper ty 
of a.n oxidomoly bden um(V I ) complex 

4
denved from N' -(2-hydroxy-3,5-di-tert-butylbenzylidene )· 

-methylben zohyd razide 

Keywords: sy nthesis, Schi ff base, moly bdenum complex 
crystal structure, cataly tic property ' 
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CTP Y K T Y PA JKH )J, KO C TEM M P A C T BOPOB 

WesKyHos C.B. 

CTpy KTypa BO.l1-M o KOHTaKTHOM cJioe 
Ha UOBepXHOCTH KpHCTaJIJIH'IeCKOf"O HOJ),HCTOI""O cep e6pa 

Kmo'leBble CJIOBa: BO).l;a, MOHOMOJJeKy JJJTpHall TTJJeHKa, 

J\aJTbHUU MOJJeKy JJllpHbJH rrop ll).l;OK, BO).l;OpOJJ:HbTe CBli3H, 
nocnoiiHaJT a).l;cop6u;u JT, T<OMTTbTOTepnoe MO).l;enuponanwe 

0 ,[(MHaes C., MaxMaJJ.6eros P.C. 

"IJHCJieHHhiH pacqeT K03ljlljlHQHeHTOB ,l]_H3JleKTp UqecKOH 
UpOHUQaeMOCTU H ,l]_H3JieKTpHqecKHX UOTeph 
BO,l]_HOI""O paCTBOpa KF OT napaMeTpOB COCTOSIHHSI 

Kmo'leBbfe cJJona: Ko3¢ ¢ wu;weHT JJ:W3JJeKTpwqecKoii npoHuu;aeMOCTH 

).l;H3JieKTpli'I eCKHX TIOTepb, IIOTeHIJ;HaJI MelKMOJJeKyJJ5IpHOr O 
B3aHMO).l;eHCTBHll, pa).l;HaJibHall QJYHKIJ;HJT p acnpe).l;eJJeHHll, 
K03QJQJHIJ;MeHT TpeHMJT lKH).l;KOCTH, BpeMeHa peJI3KC3l(HH 

K P IIC TA JI JI OXIIMIIH 

Eopucos C.B., Marapmm C.A., IIepsyxuHa H.B. 

K p ncTaJIJiorpaljluq ecKHH aHaJIH3 coeJ),unenuii 
C llOJIU3HHOH3MH JIHH,l]_KBHCTa: 
KOrepeHTH3H C60p Ka, CHMMeTpHSI, CTa6HJihHOCTh 

K JJJO'IeBMe cJJooa: nonuaHMOH IlMHJJ:KBHcTa, 
KpMCTaJTJJOrpaljJM'IeCKHH aHaJIH3, K3THOHHb!e JJO).l;p ellleTKH, 

KOr epeHTHall c6opKa, OTHOCl!TeJJbHall CTa6MJJbHOCTb 

KpHCTaJIJJI{L[eCKHX CTPYKTYP 

f aM:sopoHcKa5! K.A., f epacMMeHKO A.B., ,lJ;M,n:eHKO H.A. 

HOBhiH ljlTOpH,l1_0QHpKOH3T HeCTeXUOMeTpH'IeCKOf"O COCTaBa 

Csi+x(H20)1-xM gZr 2FII+x"2H20 (x ~ 0.73) : 
CTpyKrypa U TepMuqecKHe CBOHCTBa 

KJJJO'JeBMe cJJooa: KpMCTaJTJJH'JecKall cTpyKrypa, ljJTopMJJ:OI~MpKoHaT, 

KpMCTaJTJJOrM).l;paT, QJ330BbiH nepeXO).l;, 
).l;liQJQJepeHIJ;HaJTbHb!H TepMW!eCKMH aHaJTH3 

CTeiiHOBa A. <I>., K33HCB r .3., )J,opoBaTOBCKHll II.B., 
3y6aBuqyc 5I.B ., Quinones S.H., EaHr H.B., XpycraJJeB B.H. 

llccJie,l]_oBauue KHCJioro 
(TeTp aKanpOJI3KT3M) JJ.OJ),eKaMOJIH6J),OCUJIHKaTa 

cocTaBa (C 6H I IN 0)4,sH4[SiM o120 4ol 

K JJJO'JeBb!e CJIOBa: CMHTe3, r eTepOTTOJJMCOe).l;MHeHMll, 

noJJMOKCOMeTaJTJJaTbT, KanponaKTaM, CTPYKTYPHhi ii aHaJTH3 

KHp5!KOB A. C., IlHp5!3eB )J,.A., TapaceHKO M.C., HaYMOB H.f. 

K p ncTaJIJiu qecKaSI cTpyKrypa HOBhiX 
X3JlhKOreHHj),CO,l1_ep~all)HX OpTOCUJIUKaTOB HTTpHSI 

Y2Si04Q (Q = S, Se) 

K JJIO'JeBMe CJIOBa: CHHTe3, MTTpMH, xaJJbKOr eHM).l;, OpTOCHJJMKaT, 
KpucTannuqecKall cTpyKTypa 

BacmiheB A.,lJ;., f onosHes H.H. 

CTpyKrypa OKCOHHeBOf"O COeJ),HHeHHSI 
reKCaXJIOpHJJ.OCTaHHaTa(JV ) neljlJIOKC3QHHHyMa 

K JJIO'JeBbte CJIOBa: KaTMOH neljJJJOKCaiJ;MHMyMa, KaTMOH OKCOHllll, 

XJIOpH).l;-MOH, r eKCaXJIOpM).l;OCTaHHaT(I V )-aHMOH, MOHHOe COe).l;MHeHMe, 
KpucTaJJJJML!ecKall cTpy KTypa 
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fonoaHea H.H., MonoKees M.C., JTccHHKOR M.K. 

KpnCTaJJJJH'IecKaSI CTpyKrypa n cnoJicTna 
TpHrHJJ,paTa 2-THOfiapfinTypaTa JJeBOlj>JJOJ, Cai.UIIIHI 

Kmo'leBMe CJJOBa: neaocpnoKcaQHH, 2-Tuo6ap6 wry po B<HI KIICJIOTa, 

COJJb, KpHCTaJlJTW-teCKalJ CTpy Krypa, TepMHLJeCKal/ yCTO~i'II1 BOCTh, 
VfK cneKTp 

L{aBH)J;OBH'l P.JT., Y;:J;oBeHKO A.A ., Jlors uuoaa B.E>., 
TKa'leB B.B., illHJlOB r.B. 

KpHCT3JJJJH'feCK3SI CTpyKTypa HOBblX KOMDJJeKCHbiX 
lj>TOpHLI,OB HHJJ,HSI(JIJ) 
M[Cu(Hz0)4]1nF6·nH20 (M = Rb, Cs, NH4; n = 0, 1) 

KJHO'lCBble CJIOBa: CHHTe3, HHAMH(TIJ) , KOMTTJTeKCHblH cPTOPHA, 

KpHCTaJlJTH;ecKal! CTpy Krypa, OJ(HOBaJTeHTHbTe KaTHOHbl, 

[C u (H 20 )4) -+, TTOJTHM epr-ral! Qen b, CTpy KTyp HblH THTT 

CyxHx A.C., XpaHeHKO C.IT., IT11uzyp ):{.IT., fpoMHllOB C. A. 

3lj>lj>eKT Jlna-Tennepa B cTpyKrype [CuEn3JCr04 
KJJJO'ICBble CJJOBa: KOMTTJTeKCHal! COJTb, Tp HC-3THJTeHAHaMHH MeJ(lf, 

XpOMaT-aHHOH, JllfcPciJepeHI.(HaJlbHalJ CKaHnpyJOII.(all KallOpHMeTpHll, 
p eHTr eHOCTp y KTy pHbl R aHaJlH3, Kp HCTaJIJIOXIfMHll 

Eep;:J;IOrHH C.H .. BacHJJhqeHKO ):{.£., Eaii;:J;HHa M.A., 
Kopeuea C.B. , KopoJJhKOB H.B. 

KpncTaJJJJH'fecKasr CTPYKTYPa n CBOHCTBa 
[Rhz(HzOM~t-OH)zJ(N03)4-4H20 
Kmo'leBI.Je CJJOBa: CHHTe3, peHTreHOCTpyKT)'pHbtH ar-taJIIH , 

TTOJTlfliJ(epH&le KOMTTJieKChl, MOCTHKOBbJH OH-JTHraHA, 

KOMTTJTeKCbl pOJ(Hll, TTOJIHKOHAeHCaUHll rHJ(pOKCOKOM TTJICKCOR, 
HnTpaT poAHll(llT) 

faiii!JyJIHH 5I.M., CMoneHueB A.M., Mwpouoa 1:0.8. 

CTpoeune KnacTepuoro annona 
[RerzCSr4(~t-SOz)(~t-O)z(CN)6J 6-
Kmo••esble cnona: peHT-tii, 6HoKTa::>ApnLJecKnl! KJJacTep, 
Kp HCTaJlJilfLJeCKalJ CTpy Kryp a 

Py;:J;HHU:Kall O.B., KynTE.JWKHHa E.K , L{o6poxoToaa E. B., 
Auames H.B. 

,ll;nMeTHJJCYJJhlj>OKCH)J,Hhle KOMDJJeKChJ OCMHSI. 
KpHCTaJJJJH•IeCKaSI CTpyKrypa KOMDJJeKca 
[H(DMS0)2) [Os111Br4(DMS0)2J 

K JJJO'IeBI.Je cn osa: OCMHM, AMMeTMJTC)'JibcPOKcua, 

r anor eHOKOMTJJieKCbl OCMI!ll, AlfMeTHJIC)'JTbcpOKCH.!\Hble 

KOMTJJTeKCbl OCMlfll, p eHTreHOCTp )'KT)'pHbf/;f aHaJlH3 

X yaH ill3Hh, EepeJHH AC., AnToHoBa O.B., 3sepeBa B.B., 
KopOJihKOB M.B., IIepByxHHa H.B., ITpoxopoaa C.A. , 
CTa6HHKOB IT.A. 

KpncTaJJJJH'feCKHe CTPYKTYPLI [Dy(dpm)3lz n Dy(dpm)3, 
JJIOMHHecu:enTnoe n penTrenolj>nyopec~enTnoe 
HCCJJeJJ,OBaHHe mpuc-JJ,HDHBaJJOHJJMeTaHaTOB 
JJaHTaHOJf)J,OB(III) 

K m oqenLJe cn ona: a nnuaanounMeTaHaT&T Ln(ITI), 
KpHCTaJJJIHL!eCKalJ CTpyr<Typa, MOJieK)'JillpHble TTJieHKH, 
JliOMHHeCL{eHL{Hll 
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/\ 1Uypoa )l(.M., liboToBa JT.fO., Tarnxo;J)Kaes E., 
0 JII1 MOBa M.H., M6pam:MOB E.T. 

KpncTaJJJJH'IecKaSI n MoJJeKynHpnaH cTpyKTypa 
JJ-(N-fieHJOTHaJOJJHH-2-0H)nponHOHOBOH KHCJJOThl 
H ee 3THJJeHJJ,HaMMOHHHHOH COJJH 

1\JIIO'IeBble CJJOBa : 6eH30THa30JTbl, 

r-(N -6eH30THa30JTHH-2-0H)n pOTTHOHOBall KHCJTOTa, 

">THJTeHAMaMMOHHHHasr conr,, PCA 

TpeTE.liKOB E.B., Maxuesa T.B., IToJJHTaHcKaH JI.B., 
E>arpxHCKa5! H.IO., CTach ):{.B. 

MoneKyJJHpnaH n KpHcTaJJJJH'IecKaSI cTpyKrypa 
2-aMHHO-DOJJHlj>TOplj>eHHJJ-4,4,5,5-TeTpaMeTHJJ-4,5-JJ,HrH)J,pO
l H-HMH)J,aJOJJ-3-0KCH)J.-1-0KCHJJOB 

K m o'leBble cn osa: HHTpOHHJIHHTpOKCHJTbl , 

TTOJTHcpTopopr aHHLJeCKlfe COeJ(HHeHlfll, aHlfJTlfHbl, BOAOpOAHbJe CBli3H, 

KpHCTaJIJIHLJeCKal! CTp y KTyp a 

Zhang X.-Z., Chen X.-F., Li C., Kong S., Li H.-H., You Z., 
Zhu H.-L. 

Characterization and X-ray st r uctures of oxovanadium(V) 
complexes derived from hydrazone ligands 
K ey w ords: synthesi s, oxov anad ium complex, hy drazone l igand, 

crysta l structure, X - r ay diffrac t i on , therm al p roperty 

Sheng G.-H., Liu A.-D., Liu F.-Y., Liu H., Ye Y.-T., You Z.-L., 
Zhu H.-L. 

Characterization and crystal structures 
of oxovanadium(V) complexes derived from 
N'-(2-hydroxybenzylidene)pivalohydrazide 

Keywords: synthesi s, hy drazone, mal to l , 8-hy droxyquinol i ne, 

oxov anadiu m complex, X - ray crystallography 

A;:J;aMOBH'-1 C.H., M11pcKoBa A.H., 3enh6CT 3 .A., 
<l>yH;:J;aMeHCKHH B.C. 

KpncTaJJJJH'IecKaSI cTpyKrypa rn)J.paTa 
)J,H-( 4-xJJoplj>eHHJJCYJJhlj>OHHJJa~eTaTa) KaJJb~HSI 

K mo'leBble cn o s a: KpHCTaJlJTHLJecKall cTpyKrypa, 

r uapaT JIH( 4 - xnop ciJeHuncy n i>ciJoHaueTaT) KaJlbUHll, 

6HOJTOf H'leCKH aKTHBHbTe, aTpaHhl , MeTaJlJTTTp OTaTp aHbT, y rraKOBKa, 

TTOJTH3J(p , r en TaKOOJ(HHaUHll 

Cl 

CYUPA M O JIE K Y JI .si P H hi E CO E L{ HH EHH.sl 
II H A HOP A3 ME PH biE Clf CT EM bl 

EuqaH HT., QsqeuKoBa E. H., f py3;:J;eB M.C., JioMoBa T.H. 

PeaK~nsr o6pa3oBanu» n XHMH'fecKaSI cTpyKrypa 
HOBOH cynpaMOJJeKyJJHpHOH TpUa)J,bl Ha OCHOBe 
5,10,15,20-(TeTpa-4-mpem-6yTnJJIIJeunJJ)-21H,23H
noplj>npnna Ko6aJJLTa(H) n l-MeTnJJ-
2-(nnpn)J.HH-4'-nn)-3,4-IIJynnepo[60]nnppon n)J.HHa 

K JtJO'IeBhle cn o s a : 3aMell.(eHHbJM rropcpupuH Ko6an&Ta( TT) , 

rruppOITH.!\HHO- cpyJIJTepeH, J(OHOpHO-aKUeTJTOpHall TpMaAa, 

KMHeTHKa o6pa30BaHHll, TepMOJ(lfHaMHKa o6pa30BaHHll, 

CTTeKTpOCKOTTHll 
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l luo S. Y ., II no Z .C., Liu Y.G., Dong G.Y. 

( ·~·y~ j ll l sh_'udu•·c and lluorescence properties 
ul II j wo-duncnsional zinc(U) coordinatio I . , . . . n po ymer 
CHihllllllllg ISOphthalate 

l<cywm·ds: crysta l structure, fluorescence prope 
hydrotherma l synthesis, Zn(H) complex rty, 

Wang G.-F., Sun S.-W. 

S~ructural char acterization of a zinc(II) 
b•.shex~Ouoroacetylacetonate coordination polymer 
With bJs(4-(1H-imidazol-l-yl)pheny)methanone ligands 
Keywords: synthesis, helical chain, organic- inorganic hybrids 
zmc complex, crystal stmcture, coordination polymer , 

Cheng J., Wang ' G.-H., Wang Y.-W. 

Cryst~l st~ucture and thermal properties of a 2D silver(l) 
coordmahon polymer with semi-rigid bis(pyrazole) 
Keywords: Ag(I) complex, bis(pyrazole),crysta l stmcture 

Wang Y.-C., Wang G.-F., Liu Z.-R. 

S!ructural characterization of two copper{H) 
b•.shexafluoroacetylacetonate complexes 
With N-donor ligands 

Keywords: synthesis, supramolecular arrangements copper com I 
crysta l stmcture, coordination compound, hydrogen bond p ex, 

Anarak:i Firooz A., Abdullah Mirzaie R., Kamrani F. 

Effect .of morphological ZoO nanostructures 
on optical and decolorization properties 

Ke~words : Zn? , photodecolorization, morphology optical 
sohd state reaction ' ' 

Sun S.-W., Wang G.-F. 

Structural characterization of a C u{I)/B I 
'th b' r comp ex 

WI Is{ 4-{lH-imidazol-1-yl)phenyl)methanone ligands 
Keywords: synthesis, copper complex, bidentate ligand 
crysta l stmcture, semirigid ligand, imidazole , 

Arjmand F., Shafiei F. 

Prediction of the normal boiling points 
and enthalpy of vaporizations of alcohols 
and phenols by using topological ind ices 

Keywords: QSPR, molecular descriptors, g raph theory 
MLR, va lidation ' • 
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q JIEHY-KOPPECllOH,II;EHTY PAH JI.A. r 

23 MaR 20 18 ro,L~;a RCTIOJlHHeTCH 85 JieT CO ,ll;HH p O)I(,ll;e

I I H 5I r prr6oBa JlbBa AJieKCaH,ll;pOBffqa - Bff,ll;HOrO y qeHOrO 

II 06JiaCTI1 TeOpRR CTp OeHR51 I1 CTieKTp OB MOJleKyJI H TIOJlff

MCpOB. 

oa3oBoe o6p a3oBaHHe OH nonyqnn Ha cprr3rrqecKoM cpa

I yJrbTeTe M r Y, KoTopbiM oKoHqrrn B 1956 ro,L~;y, nocne qer o 

·Tan p a6oTaTb B ilHcTrrryTe cpH3HqecKOM XHMRH AH CCCP, 

I'/ (e HaqaJI RCCile,ll;OBaHH51 B 06JiaCTI1 Teop eTrrqecKOM CTieK

TpOCKOTIRH. 

B 1960 r . JI.A . rpn6oB neperneJI B r EOXH PAH, B KO

TOpOM np orneJI nyTh OT MJla,ll;rner o HayqHoro CO'fPYAHRKa 

.1.1.0 3aM. ,ll;HpeKTOp a RHCTRryTa, C03,ll;aJI Jia6opaTopmo MOJle

KYllHp Horo MO,ll;eJinponaHHH. 

B 1961 ro,L~;y, 6e3 o6yqeHRH B acnrrpaHrype rr He rrMesr 

HayqHoro p y KoBOARTeJl51, nowoTOBRJI H 3aiQHTHJI KaHAR

AaTcKyro, a B 1965 - JJ.OKTopcKy JO JJ.HCcepTau:nrr. B 1968 r . 

CTaJI npocpeccopoM, a B 1997 r. H36paH qJieHoM-KoppecrroH

,ll;eHTOM PAH. 
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rnaBHbiM HayqHbiM pe3yJ!bTaTOM pa60Tbl JI.A. r pn 6oBa 51BI1Jl0Cb cyiQeCTBeHHOe pa3BMTRe MeTO

,ll;OB pacqeTa orrTrrqecKn x cn eKrpoB B ,ll;Harra3oHe or HK AO Y<l> cJIO)I(HbiX MoJieKyn , n oJirrMepon 

r:.r Kp rrcTaJIJIOB, B TOM qrrcn e H AJIH KOHeqHhiX cTpyKryp . Oco6eHHoe pa3BRTrre rronyqrrna Ba)I(HeurnaH 

Ja,ll;aqa 06IQeM TeOpRR CTpOeHH51 I1 CBOHCTB MOJleKyJI - TeOpH51 KOJie6aHH51 aTOMOB. TeopRIO MOJieKy 

JIHpHbiX CIJeKTpOB y qeHhiM npRMeHRJl ,ll;Jl51 p acqeTOB x ap aKTep RCTRK BeiQeCTBa, B TOM qrrcJie C IJOMO

Ill,bJO crreu:rranbHO pa3pa6oTaHHhiX KOMTihJOTepHbiX np orpaMM. IloA ero py KoBOACTBOM, B qacTHOCTR, 

C03,ll;aHa 3KCTiepTHa51 CHCTeMa ,ll;Jl51 U:eJieH XHMHqeCKOr O 3Ha.JIJI3a 110 CTieKTpaJibHbiM ,ll;aHHbiM, p a3pa6o

TaHbl OCHOBbJ MeTO,ll;OB ,ll;HCKpeTHOM MaTeMaTHKR B XMMRH, rrpe,ll;JlO)J(eHa TeOp i15r 6e33TaJIOHHOr O CTieK

TpaJibHOr O aHaJIR3a. PHA pa60T IIOCBHIQeH TeopHH XRMrrqecKRX npeBparu;eHHH I1 BOTipocaM rrepeHOCa 

3Heprnrr B CJlO)I(HbiX MOJleKyn ax. B 1999 r. JI.A. r p rr6oBy I1 ero y qeHRKaM - npocpeccopaM 

B .II. BapaHoBy, B .A. ,L(eMeHTbeBy rr M .E. 3 lliiiii6epry « ... 3a U:HKJI pa6oT n o co3AaHHJO Teoprrrr H Me

TOJJ.OB p acqeTa OTITffqecKHX MOJleKyil51pHbiX CTieKTpOB H pa3pa60TKY 3KCTiepTHOH CHCTeMbl ,ll;Jl51 R,ll;eH

TRcpHKaU:MR rr aHaJIH3a CJIO)I(HhiX coe,ll;rrHeHHH» 6hm a np rrcy )l(,ll;eHa rocy,L~;apcTBeHHaH rrpeMRH P<l>. 

B TIOCJie,ll;yJOIQRe rO,ll;bl JI.A. r p rr6oB np e,ll;JIO)I(ffJI oprrrRHaJihHYlO TeOpHIO XHMHqecKHX peaKU:RH 

KaK p acrnrrpeHne o6IQeM Teoprrrr np ou:eccoB B MOJieKy n ax H YKa3aJI Ha rrep cneKTRBHOCTh rrcn oJib3oBa

HR51 B KBaHTOBOH TeOpHH MOJieKyJI KpHBOJlRHeHHbiX KOOp,ll;RHaT. Ha 3TOH OCHOBe rrpe,ll;JlO)I(eH o6IQRH 

raMHJlbTOHRaH ,ll;JlH 3JleKTpOHH0-KOJie6aTeJlbH0-BpaiQaTeJlhHbiX COCT051HRM. 

B a)I(HeMIIIRM RTOr 60-JieTHeM HayqHOM ,ll;eS£TeJihHOCTR JI.A . rpn 6oBa - 6on ee 30 MOHor pacpRM 

li OKOJIO 700 cTaTeM B )l(ypHanax P AH rr rrpecTH)I(HbiX Me)J(,ll;yHapo,ll;HhiX I13AaHH51X. Me)l(,ll;yHapo,ll;HOe 

npH3HaHRe p a6oT JI.A. r p rr60Ba Bblp a3I1Jl0Cb B Bbi COKOM ypOBHe HX U:HTRp OBaHHH, a TaK)I(e B MHOrO

qffCJleHHbiX JIJleHapHbiX JJ.OKJia,ll;aX Ha np eCTH)I(Hbi X KOHcpepeHU:H51X I1 C'be3,ll;aX. 

B TeqeHrre MHor rrx n eT J06rrnHp 3aHRMaJICH npeno,L~;aBaTeJibCKOM JJ.eHTeJihHOCThJO. Bonee 30 neT 

3aBe,ll;OBaJI Kacpe,L~;pou cpR3RKR B C eJibCKOX0351MCTBeHHOM aKa,ll;eMRM RM. K.A . T rrMHpH3eBa; qn Tan Ky p 

Chi n eKu:rrii B M ocKOBCKOM, CaHKT-IleTep6yprcKoM, B aprnaBCKOM, B enr paJJ.CKOM, JTuoHCKOM H Hepy 

CaJIHMCKOM YHHBepcrrTeTax . CpeAH ero y q eHRKOB 67 KaHARAaToB H 12 AOKTopoB Hay K. O H HMeeT 

3BaHrre "3acJiy)l(eHHhiH ,L~;eHTeJib Hay Krr Poccrrrr" , Harpa)l(,ll;eH MeAaJihJO "3a 3acnyrrr n ep eA 0TeqecT

BoM" II cTeneHn; R36paH IJoqeTHhiM rrp ocpeccopoM CapaToBcKoro r ocy HrrnepcnTeTa. 

JI.A . rprr6oB B TeqeHrre MHorrrx JieT aKTHBHO COTPYAHHqaJI c )l{ypHaJIOM CTPYKTYPHOH XHMRH, 

SlBJIIDICb qJieHOM pe,ll;KOJIJierHR )l(y pHaJia. B HaCTOHIQee BpeMH OH BXO,ll;HT B COCTaB er o p e,ll;aKU:ROHHO

I13,ll;aTeilhCKOrO COBeTa. 

Il03,ll;paBJl51eM JlbBa AileKCaH,ll;pOBffqa CO CJiaBHOH J06RJieHHOH ,ll;aTOM I1 )l(eJiaeM eMY KpenKoro 

3,ll;OpOBbS£ I1 HOBbTX TBopqecKRX CBepiiieHRM. 

Pe,L~;aKu:rrsr )l{CX 


