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JlutoBa O.A., T'aspuiaoBa A.B., Kupmwmn A.Jl.,, Kusazes C.II.,, TI'opaee E.I'.
HccnenoBanust peakiyii moryuyeHust cCoeTMHeHNIH KapOOIMUMHUIHON CTPYKTYPBI C IIOMOIIIBIO
METOJI0B KOMIIBIOTEPHON XUMUH.

JIy:kkoB B.b. MonenupoBanre cBOOOTHO-PAIUKATBHBIX PEAKIIUN MEPEKUCHOTO OKHCIICHUS
(eHOJbHBIX aHTHOKCHIAHTOB.

Jismyk C.H. UccnenoBanne mexanu3ma peaknuu Koyma B psay N-okcumoB 3-(N-
MopdosnHo)-3-R-TreTan-1,1- THOKCHIOB.
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JIsmyk C.H. MccnenoBanue MexaHu3Ma peakiuu CyibpeHa ¢ JHAPUITHUTPOHOM METOJA0M
PMé6.
MaiiopoB A.B., Kpucwok Bb.J., IlonoB A.A. M3yuenue MeTogaMu KBaHTOBOM XUMHH

BJIMSIHUS COMPSDKEHHOCTH JIBOMHOM CBSI3M Ha MEXaHM3M O30HOJIM3a Ha MPUMEPE MPOIUIICHA,
aKpOJIEMHA, AKPUJIIOBOM KHUCIIOTHI, AJUICHA U aKPUIIOBOM KUCJIOTBHI.

Mamun_J.A., Kpucwok b.J., Maiiopos A.B., I[lomoB A.A. KBaHTOBO-XMMHYECKOE
UCCIIeIOBaHNe BIUSHUS JedopMalnuy JABOWHON CBSI3M Ha MEXaHHU3M pPEaKIUU O30Ha C

MOHOXJIOPITHIICHOM.
Mixkeabckasa K.B., Yaycos U.C., MeabnukoB II.B., Cmexaaxkun .M., Ilosnenos E.A.
Peneiinbiii 5G(GEKT  KOHTAKTHOH  CIMHOBOM  IUIOTHOCTH Ha  sapax F  Bo

(bTOopaNKUIMPOBAHHOU T-pauKaIbHON 3apsSA0BOM TpUae.

MuponoB__B.A., bouenkoBa A.B., Hemyxun A.B. Teoperuueckoe wuccienoBaHue
MexaHu3Ma OMOoCHHTEe3a XpoModopa 3eJ1eHOTO (HIIyopEeCIIEHTHOTO OelKa.

Mopo3oB _ B.A., Jlyomna FIO.M. MaremaTuueckoe MOJEIUPOBAHUE JIUHAMHUKHU
3aCeNEHHOCTH “TEMHBIX’ COCTOSHUMN TPEXYPOBHEBON MOJIEKYIIBI TPU (HOTOM3OMEPU3AITIH.

MykoBuuH A.A., Tananos B.M. MonenupoBanue (pa3oBbIX paBHOBECHUM, ONUCHIBAEMBIX
JIBYXKOMIIOHEHTHBIM [MAPAMETPOM MOPSIKA.
HaoueB A.M., AxBepaueBa I'.A., I'om:xkaeB H.M. lccnenoBanne HEKOTOPHIX aCHEKTOB

CTPYKTYpHO-(DYHKIIMOHANIbHOM opranu3anyuu LVV-remopduna-7.

HeBpoBa O.B., Jlo6anoB A.B., bpxkesckas O.H., Jderrapes E.H., Komuccapos I'.T'.,
Hemesiuna O.C. HccnenoBanue wetonoMm OIIP mepeHoca 53JIEKTpOHOB B MOJEIAX
(dhoTocuHTE3A.

Hukntenko H.I'., lllectakoB A.®. KBaHTOBO-XMMHUYECKOE MOACIMPOBAHUE MEXaHU3MA

(GyHKIMOHATM3AIMM METaHAa B MATKUX YCJIOBUSIX B  TPHCYTCTBUU  OHSIEPHOTO
aKBaKBEPIIETUHOBOTO KoMIuiekca 3oiota (1).
Huxoabcknii C.H., Typ A.A.,, MacaaumoB A.C. OIIP-criekTpockonus KHHETHUKH

MIPOTOJINTUYECKUX PEAKIMI aMUHOB, aMHJI0B, UMUHOB, UMHJIOB ¥ TYaHUIUHOB.

HoBocagoB B.K., Kupunii A.JO. Atom Heucuyepnaemblii. OcoOEHHOCTH ONTUYECKOTO
CIIEKTPa aTOMaA.

Ornnyenko JL.H, Mosmmyk ILI., Apremenko A.I'., Kimmenko K.A. Ky3sbmun B.E.,
I'op6 JL.I'. IIporHo3 TemnepaTypHON 3aBUCUMOCTH PACTBOPHUMOCTH HHUTPOAPOMATUYECKHX

coequHeHMH ¢ momonpio QSPR-Meromonorum.
OsueBa E.X., Meabnukos II.B., Bacuiabes E.B., Ilosenos E.A., Illanupo b.H.,

MFyHOHLCKHﬁ JILM. DnexTpoXMMHUYECKO€ BOCCTAaHOBJIEHUE B psAgaxX KBa3WJIMHEWHBIX

MOJIMEHOB M MOJIEJIM TPAHUYHBIX YPOBHEM.
INankparoB_A.H., Cepsainun B.O., lluBuneBa O.M. K o0ocHOBaHUIO CpaBHHUTEIBHON

OMONIOTMYECKO# aKTUBHOCTH BYX coenuHenuit ¢ rpymmnoir PO(OH),: KBaHTOBOXUMHYECKU I
NBO- u AlIM-ananus.

Hankparees E.IO0., Tyasb6aes A.P., XamuaoB JI.LM. Owmnupuyeckue INONPABKU JUIS
pacu€ra xumMuueckux casuros SAMP 1H, 3¢ oprannueckux coeannenur merogom GIAO B
npubmmkennu PBE/3C.

IHanduaoa B.M., begoBa JI.O., Kupuaun A.Jl., Kuszes C.II. KommnberotepHoe

MOJICJINPOBAaHUE peakuuu oOpazoBaHus O-CUIWIYypeTaHa, COJAEPKAILEro MHUPa30JbHBIN
(dbparMeHT.
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Horemublii JI.U., Muxaiisiop U.B. IIlpumeHeHne MeTogoB MaTeMaTHYECKONH 00pabOTKH

CHEKTPAJIBHBIX KPHUBBIX IIPU COMNOCTaBICHUM BBIYMCICHHBIX M 3KCIIEPUMEHTAIBHBIX
MOJIEKYJIApHBIX MK CIIEKTpOB ¢ pa3peiE€HHon CTpyKTypO.

HTunsia I'.A. Moaenu KBaHTOBOTO LIyMa U CIIOCOOBI X SKCIEPUMEHTAIBHON TPOBEPKH.
PoraueBa O.H., CasBareeBa-IlomoBa E.B., Illerones b.®. Moaenuposanue

KOH(OPMAaLMOHHBIX TepexoqoB HAMD-cBS3bIBAIOMIUX JOMEHOB IMpOTEMHKHHA3bl A la
(TIKA la).

Pomanos O.I'., IllynnanoB M.b. /luHamMuka TyHHEJIMpPOBaHUA BOJIHOBOIO TMakKeTa B
MHOTOSIMHOM TE€PHOMYECKOM MOTEHIHAIE.

PyounoBa H.A., Komuccapos I'.I'. [IlonbiTka  MOAenMpOBaHUS  HEKOTOPBIX

3aKOHOMEPHOCTE MHTYUTHBHOW JEATEIBHOCTH 4YEJIOBEKA C IIOMOILBID TEOPUHU LIEIHBIX
xumuueckux peakuuit H.H. Cemenosna.
CaBocruna JI.U., AmunoBa P.M. KBaHTOBOXMUMHUYECKOE M3YUCHUE PEAKIUI C y4acTHEM

dbochopopraHMuecKux COSAUHEHMI: MOAECTUPOBAHWE MEXaHHU3Ma, PacueThl CTPYKTYpPHI
MOJIEKYJIIPHBIX KJIACTEPOB U napamerpos AMP.

Coakan B.H. VccrnenoBanue akTHBAIMH MOJIEKYJISIPHOTO KUCIOpOAa B TPUPTOPYKCYCHOM
KHCJIOTE.

Coakan B.H. Teoperuueckoe wuccnenoBanue III[1D peakunn o0pa3oBaHus HOHOB
JIMOKCOHMS B CEPHOU KUCJIOTE.

Coakan B.H. Pacuer meromamu MP2 u MP4 tepMoamHaMuyeckux W aKTHBAIMOHHBIX
MapaMeTpoB ISl peakliy pacraja 3akucu a3oTa B meosmre Al-ZSM-5.

CoaoBbeB A.H., bapanos B.U. MonenupoBanue n30Tonnueckoro 3¢ hexra B 31eKTPOHHO-
KoJe0aTeNbHBIX CIEKTpaX CTUILOEHA C MOMOIIBI0 IMapaMeTPUUYECKOr0 METO/a TEOpUHr
ANEKTPOHHO-KOJIE0ATEIbHBIX CIIEKTPOB.

TananoB B.M. MogenupoBanue CTPYKTYpbl, ()a30BbIX COCTOSIHMM KM CBOWCTB HOBBIX
MaTepuaioB Ha OCHOBE CUMMETPUHHO-TEPMOJMHAMUYECKNX METOA0B Teopuu Jlannay.
Tamanos B.M., Illupoxos B.b., Toprames B.U, beprep I'.A., Bbypues B.A.
MonennpoBanue (pa3zoBbIX COCTOSIHUM U CTPYKTYp HU3KOocuMMeTpuuHbIX pa3 LiCoO;.
TapakanoBa E.I', IOxueBnu I'.B. Crpykrypa MOJEKyJISpHBIX KOMIUIEKCOB,
npucyTcTByronmx B pacteopax HF—(CHs),CO.

TapakanoBa E.I'., FOxneBuu I'.B. CtpoeHue IucoiabBaTOB MPOTOHA, OOpa3yrOIIUXCS B
cucreme HClI-H,O-HCOOCH:;.

Tkauenko O.10., Poros C.A. KBaHTOBO-XMMHUYECKOE MCCIIEJOBAHNE B3aUMHOIO BIIMSHUS

JIUTaH/AO0B B CTPYKTYpE 1’]3-aJ'IJ'II/IJ'ILHLIX raJIOT€HOTUAPHUIHBIX KOMIUIEKCOB HUKEJIS.
Tpudono H.IO., IllecrakoB A.®. WN3yuenue wmeromaoM (yHKIIMOHATA TIJIOTHOCTH

CTPYKTYpBI U 3Hepruu MpoaykroB npucoemunenus Ny k CeoHp™, n=0, 2 u m=0, 2.
Typoscknii H.A., Ilacrepuak E.H., Pakma E.B., I'oayouukas H.A., Oneiina U.A.,
laiinamaka T., bykpeii A. CympamonekynspHbelii  KaTanu3  OeH3oaTamu

TeTpaaJKWIaMMOHHUsSI paclaja Tmepokcuaa OeHzowna. KuHeTMKa ©  MOJEKYJISpPHOE
MOJIETTMPOBAHHUE.

Typosues B.B., Uepnosa E.M., OpJos FO./l. [IpumeHeHne «KBaHTOBOW TEOPUHU aTOMOB B
MOJIEKYJIE» K YCTAHOBJIEHUIO KOJIUYECTBEHHBIX COOTHOLIEHUN «CTPOEHUE-CBOMCTBOY.
Typosues B.B.., Opjgos M.IO., Typosues P.B., OpJos 10./l. N3yueHue BHYTpEHHETO
BpaleHus] B TOMOJIOTHYECKUX PsIIaX H-HUTPOAIKAHOB M H-JIKAHTHOJIOB — 20u-dPQeKT,
B3aUMO/ICVICTBHE BOJTUKOB U MEPEHOCUMOCThH CBOWCTB.
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VYmpeiiko [1.C., 3amorun A.Il., Komsak A.U., IlynnanoB M.b. MonenupoBanue
CTPYKTYphl ¥  KOJICOATeNbHBIX CHEKTPOB KOMIUIEKCA TETPaxJopuaa ypaHa C

TUMETHII(HOPMAMHUIOM.
XamatraaumoB A.P., KoBainenko B.U. Ctpykrypa nzomepo Beicuiero ¢ysmuiepena Crg:

MIPUYMHBI UX CTAOMIBHOCTH M HECTAOMIILHOCTH.

XpenoBa M.I., I'puropenxko b.JI., Hemyxun A.B. DJeKTpOHOJAOHOpPHBIE CBOICTBA
3eJICHOTO (PITyOpEeCcIeHTHOTO OerKa.

HbirankoBa W.I'., KenomapoBa C.M. OleHka aKTUBHOCTH psiia MPOU3BOIHBIX

OKCaJMa30J10B KaK MOTEHIHUAJBHBIX IPOTUBOOITYXOJIEBBIX MPEMAPATOB.

Yayco U.C., Mixeanckasa K.B., Meabnukos I1.B., Cmexkankun .M., Ilosaenos E.A.
Penelinbiii 3¢ dexT 1 U303JIeKTPOHHAS] HHBAPHAHTHOCTH (pepMu-kKontaktHoro CTB Ha simpax
BE u *Cl 8 3apsIOBBIX TpUaAax (TOp- U XJIOPAIKWIMPOBAHHBIX Iapagu3aMelICHHBIX
(heHUIICHOB.

Yepuozatouckuii JI. A., KBamnun J.I'. MonenrpoBanue rpag)eHOBBIX KBAHTOBBIX TOUYEK
Ha JIeHTaX rpadana.

Myasra [.A., Yymaxun B.U., KyapssueB K.B. Ilouck HOBBIX MNE€pCHEKTUBHBIX
MHTHOUTOPOB TPOMOUHA IIPU MTOMOIIH METOI0B MOJIEKYJISIPHOTO MOJICIIMPOBAHHUS.

[leqoB B.A., MeabnukoB A.A., Ilamonun B.A., 3edupoB H.C. KommnsrorepHoe
IJJAHUPOBAHUE MHOTOCTAIMIHOTO CUHTE3A.

KOxnesnu I'.B., TapakanoBa E.I'. MeToa TeopeTHYECKOro ONMCAHMS B3aUMOCBS3EH
MeXy napameTrpamu Bogopoanbix MmoctukoB XHY (X, Y = O, N, F, Cl).

IOxueBuu I'.B., TapakanoBa E.I'. Onpenenenue coaepxaHus reTepoaccolaToB pa3HoOro
coctaa B pactBopax HF-Solv (Solv = (CH3),CO, (C,Hs).CO).

SAxkoBenko FO0.I0., CxkBopuoBa M.U. Mogenun cBiI3U  «CTPYKTYpa-CBOHMCTBO»
OPraHMYECKUX COCJUHEHH Ha OCHOBE B3BEIIEHHBIX MOJIEKYISIPHBIX TpadoB ¢
0JI0MpaeMbIMH BECaMH.

AxoBaeBa A.A., Ten I'.H., bapanoB B.WU. CpaBHuTenbHBIM aHAIN3 KOJIEOATETHHBIX

CIICKTPOB KOMHHGMCHT&pHOﬁ napel TYaHUH-IUTO3WMH B MH30JIUPOBAHHOM COCTOIHHU H
BOJIHOM PacTBOPE.



