
oT3brB oourluAJrbHolo orr[oHEHTA
AOKTopa xrrMrrqecKrrx HayK, rrpo0eccopa, I4co6aena Myrasapa
lxyuaeBllqa Ha Al{cceprallrrr XoAneea Macpypa XovrugxoA?KaeBuqa Ha
TeMy: <<I4K-cneKTpocKorIlafl kr KBaHToBo-xrrMrrqecrcr.rfi pacvdr H-rcoprnle6coB
[por'r3BoAHbrx rpr{a30Jra>>, [peAcraB.neHHofi Ha coucKaHrre y.reuofi crerreHrr
KaHAI{Aara Qnsnrco-MareMarlrrlecKr{x HayK rro c[erluaJrbuocrrr 1.3.8 - er.rrurca
KOHAeHCrrpoBaHHoro cocToq HIdfl .

O6pasonaurae BoAopoAHbIX cessefi flBrrflerafl, Heo6xoArEMbrM 3TanoM B

6oluuxncrBe peaKryufi c ilepeHocoM rrporoH.

MexuoneKyntpHat BoAopoAH afl cBfl3b rrpr4BoAr4T K accoqlr arJr4u MoJreKyJr,

B pe3ynbrare [poI{cxoAI4T lr3MeHeHr4e Qraszro-xr{MuqecKr{x csoficrs

UIJALTBHAy€LIIbHbIX coeAl4HeHuit u caMoopraHu3ar\upr MoneKynrpHhrx aucanr6refi e

KoHAeHcI4poBaHHbIX cpeAax. Hamx4ublM rIpI4MepoM groro trBJrrercr corbBararlur

6erxos u rrerrrlr.rloB.

llpaxrravecKoe kIcrloJrb3oBaHLre cJroxrHbrx MoneKynrpHhrx cr4creM B

KoHAeHcHpoBaHHoM cocro.aHul4 B p€Bnr,rr{Hux o6lacrflx HayKLr v [paKTr{KLr B

3Haqr4Temnofi crerleHr{ 3aBncur or nx rrpoToHoAoHopHbrx u

nporoHoaKllerlropHrx ceofrcrB, Koropble 3aBr4csr or MoreKyr.spuofi crpyKTypbr

MoJIeKyJI' HaJrkrtrLrfl vrIrur orcyrcrBtls cnequSnqecKkrx SynxquoH€rJrbHhrx

rpynlllpoBoK, HX rlpocrpaHcrseHHoft JIoK€uIH3arIr4r4. B cBoro oqepeAb, orq

csoficrna Bo MHoroM onpeAeJrrror r4x peaKrlnoHHyro cnoco6uocrt.

Cpe4ra coeAl{HeHuir, cnoco6nrrx x o6pasoBaHr.rro H-cessefi, oco6oe Mecro

3aHLIMaIOT TIpOU3BOAHbIe TpI4tt3oJIOB, KOTOphre B lrocJreAHee BpeMt HaxoArT Bce

6oluuee npaKTllqecKoe rIpI4MeHeHr{e v B groM rrpoBo.qrrcr HccneAoB a1ufl B

o6racru cr.rHTe3a HoBbrx e0serrranHbrx JreKapcrBeHHbrx npenaparoB.

B srofi cB-f,3u, aBTopoM rlpoBeAeHhr LrccneAoBaHlre [poroHoAoHopHbrx Ll

nporoHoaKllenropHblx csoficrB 3aMeITI€HHux rpr{€BoJroB r4 BbrrBneHr4r @arropon,
Koropble onpeAentlor BTopl{rrHyro crpyKrypy u oco6eHHocrb Me)r(MoJreKynspHoro

B3ar{MoAe itcrsus c yqacrraeM rerepoaroMoB.

CpeAz rerepoIII4KJILIqecKI4x coeAr4Heuuit oco6rrfi nHrepec rpeAcraBJrflror

rrpor43BoAHbre Tpr4€l3OJIOB, KOTOpbre nporBnrroT orrpeAeneHHyro



Qapnaaronon4qecKylo aKTaBHocrb' B cBfl3u c rreM, [orEcK H.B'IX nepcrleKTr4BHbrx
JIeKapcrBeHHhIX 14 necrI4III4AHbIX npenaparoB Ha srofi ocHoBe [peAcraBJr.rrerc,
aKTy€rJrbHbrM.

Pa6ora HaA rIokIcKoM HoBhIX lpeflaparoB Ha ocHoBe Tpz€BoJroB BKJrroqaer B
ce6x I43r{eHLIe ux Suszro-xI4MaqecKzx csoftcrn. B qacrHocrr{, K TaKr4M
csoficreaM orHocl4Tc-f, cnoco6Hocrb srkrx MoneKyn o6pa^:onrrsa* H-roMrrneKcbr.
o6pa:onanze H-ro^anneKcoB Moxer oKa3hrBarb BrrkrflHue Ha paclpeAeneHlre
SneKTpoHHoft nnorHocrl4 BHyrpLI MoJIeKyJr, 14 cJreAoBareJrbHo Ha nxcnocoonocrr
Bar{MoAeficrnonarb c peqenropoM.

.{eficrnze MeAr4r{}rHcKrrx lpenaparoB OCHOBaH' Ha B3ar4More itcrsuu
JleKapcrBa c xfl4BhIM opraHI43MoM. C (MoneKynrpuofi ToqKr4 3peHr4f,)) 3To
AoHopHo-aKrlerrropHhre B3ar{uo4efi crnz.a.

[eranHGre l4ccneAoB aHufl B HanpaBneHr4LI oco6ennocru Mex- kr
BHyrpr4MoneKyffpHhrx B3ar{MoAeficrsufi B Cnr{ae [poa3BoAHbrx Tpuasona,
coAepxaqefo B I{I4Kne Tpex aroMoB EBOTa OTKpbrBaer B03MOXHOCTb, COBMeCTHO C

KBaHToBoxI4MI4qecKuMr4 paareraMl4 rlporcHtrrb B 3HaqzrelrHofi Mepe Bolpoc o
cBfl3u aKTLIBHocrI4 KaxAoro 143 aroMoB a3ora c pacnpeAeneHLreM enexrponno7
IIJIOTHOCTI4 B MOJIEKYJIE.

Anrya.nrHocrb Arrcceprarlnonnofi pa6oru AnccepraquouHofi pa6orsr
onpeAeJl''erct seooxoAzMocrblo AononHeHra.f, r4Meroqr,xc{ AaHHhrx ro
aKTI4BHOCTLT pa3nwrHblx ATOMOB BXOA.nrrIkrx B cocraB r-erepor{r4KJrLlqecKr.rx MoneKyJI
LI BbItBJIeHufl xapaKTepa KoporKoxI4ByIrII4x KoM[JIeKcoB, c BoAopoAHofi csgsrro n
o0pa3oBaHr4r4 Korophlx, [pI4HI4MaIor r{acrl4e HecKoJrbKo KoHKypr4pyroulr4x

AoHopoB BolopoAHofi cns:u.

[sa wyuet*a cosrotHllfl u rpotlHocrr4 Hcnsrz naa6oree a6@rrumrrna ffiJrflercfl.
MCTOA I'IK. CNEKTPOCKOTII4LI. ANTOPONA B AOIONHEHI'I{ K AAHHOMY METOAY
lpllBreqeH MeroA KBaHToBo- xI4MI4qecKLIX pacrreroB. lloryreHHa-rr raKr4M o6pa:orra
HayqHat vu@oprraaqrzx v BbIBoAbI Iro rpo4eraHHofr pa6ore r4Meror HayqHyro
IIeHHocrb z 6olrruyro AocroBepHocrb.



,{raccepraql4oHHat pa6ora l43no}r{eHa Ha 100 crpaHr4rlax Marrrr4HorrrzcHoro

TeKCTa, COCTOLIT kt3 naegennt, 4

nr.rreparypEr pr3 1 3 0 nazN,r eHosaHuir. 12

3a4alr4 LICCIeAOBA}JH\ A?;laa xapaKTepucrkrKa o6rexros u I{ClOJrb3OBaHHbrx

MeToAoB I'IccneAoBaEvIfl' oTpDKeHa HaYIHafl HoBI43Ha pe3ynbTaToB pr BhrHocrrMbre

Ha 3aIrII4Ty rIoJIo)KeHux, olocuoBaHbl AocroBepHocrb [onyqeHHhrx pe3ynbraroB,

rIpeAcraBJIeH JII{r{Hrtfi nrnaA aBTopa, rloKa3aHa HayqHo-[paKTl4qecKa.f, 3HaqkrMocrb

p e3ynbraroB, rrpr4 BeAeHbr cBeAeHr{.r o6 anpo6 arJukr p a6 0rn.
B nepnofi fJIaBe npuBoAldrcs o6sop JrLrreparypbr, nocnarqeHurrfr

TeoperLlqecKoMy v sKCnepI4MeHT€LrrbHoMy HccneAoBaHr4ro crpoeHr4.f,, Qzruro-
xHMIzIrIecKux v crIeKTp€LJIbHhIX csoficrs rerepollr4KJrr4qecKr4x coelrrH enuit pflAa
a3onoB' ouacaua zMeroulatct B nl4Teparype Mero.qr4Ka KBaHToxuMrrqecKr4x

pacv€ron qacror rore6anzit u seru'tLrH 3apflAoB B MoJreKynax.

Bo eropofi rJIaBe rIpeAcraBJIeHa MeroAkrKa aHankrca nK- cleKTpoB
rerepoldllKJlzqecKl4x coeAl4He]fl.uit a3oJlbHoro pflAa B TBepAoM Kpr4cranrlrqecKoM

cocToqHr4kr u B Xr4AKtrx pacTBopax.

Ouzcrrsarorc.rr cnoco6u perr.rcrpar{r{r4 u o6pa6orxz uHSpar<pacHbrx

rJraB, BbrBoAoB U Crrr4cKa qzrnpyeuofi

ra1wrg u 26 pucyHKoB.

Bo eaeAeuzz o6ocHoBaHa aKTyanbHocrb reMrr, c@opvryJrlrpoBaHhr rdeJrb r4

crIeKTpoB rloDlolqenux, nrt6op qyBcrBpITeJIbHbIX Anr aHa1rvr3a [oJroc rIorJroIueHLIt

n olpeAeJIeHI4e UX ClreKTpocKotluqecKlrx xapaKTepr4crr4K. or4elruar qacrb arofr
fJIaBhI IlocB-gx{eHa orII4CaHI{rc KBaHTOBO- XI4MI,IqeCKO|O Mero.{a, roroprrfi
r4crroJrb3 oBaJrc fl, B Ar4 CCepT aIJZI]/r.

B rperrefi rJIaBe rrptlBoArrc.' 3Kcrrepr4MeHT€rJrbHbre AaHHbre o cneKTpaJrbHbrx

xapaKTepl4crrrKax ZK-nonoc [ornolqeHr4fl rerepor{HKJroB u ux H3MeHeHr4kr npkr

BBEACHI4IT B III{KN CTPYKTYPHbIX sJICMCHTOB PA3NI4qHOfi NPZPO4U. B SrOfi XC

rJIaBe MeroAoM QynrqHoHaura slexrponnofi rrJrorHocrlr paccqr4TaHbr

MoneKyntpHhle crpyKTypbl [poI43BOAHbrx rpkr€BonoB H UX rOne6areJrbHhre

cneKTphr.

I{erneprar fJraBa [ocBf,rl{eHa uccneAoBaHkrlo BII:Zrfl]H]1rs,

rrporoHoaKuerrTopHyro n [poToHoAOHOpHyK)

crpyKrypHofo

AKTI4BHOCTbSar<ropa Ha



rrpor43BoAHbrx €t3oJroB. flpzno4xrc.a pe3ynbrarbr r4ccJreAoBauuit, BJruflHLrfl
3aMecrl.relefi Ha caMoaccoIII4aIII4Io. TaxNe [pr'BereHbr pe3ynbrarhr rM
cneKTpocKorll{qecKI4x Lr KBaHToBo-xI4MIrqecKax raccJreAoB auuit xapaKTepy
rrpotBneHklt BoAopo4nofi cBfl3Lr Me)I(Ay trporoHoM N-H rpyurrhr 14 coupxxeunofi
7[-cur creMoft enerrpoHoB.

Hay.rHan rleHHocrb Ar.rccepraqHonHofi pa6orur B*Jrroqaer:

[auurre, Kacarorll4 ecfl, LrcclreAosaunit BJrLrfl:anfl pa3nzqHbrx 3aMecrurerefr
[I4pOnbHoM III4Kne Ha qacrory BaJreHTHbrx KoJrelaiHuitNH rpynrr, BbrBoAbr o ToM,
qro TaKr{e u3MeHeHLIt cB-s3aHhI c r43MeHeHr4eM CUlOnofi KOHCTaHT6I U3€a
cMeIrIeHI4t op6uranefi ueno4endnuofi oJreKrpoHoB napbr a3ora rpynn6r N-H e
cropoHy BBOAHMbIX crpyKTypHbIX 3neMeHToB. Brr.aueHo, qro uau6ol'uee
BJrLrflHIle Ha pacnpeAeneH[e sneKTpOHUOfi llorHocrrr N-H ,pyllrr oKa3brBaror
aroMbl €Bora z 6eHsoGurrfi Iu4KJI, MeHbluee - aroMbr a3ora Lr rrroJrbHar rpylna.

MeroAorr,r xeaHronofi xvrMvrvt, ycraHoBJreHo, qro rlrfl MoJIeKyJr r,2,4-
TpI'€Bona, 7,2,4-tpuazol-ruola-5 u 3-uerur- 1,2,4-rpua:or-ruora-5 B
nonl4KpacralnaqecKoM cocro.[HI4LI o6pa-:onaHae H-cessefi [per4MyrrlecrBeHHo
rlpol4cxoAl4r MexAy cB'[3tMI{ N(l)-H 14 aroMaMra N(a) coceAHr{x MoJreKyn, a rrrfl,
MoneKyJIbI 1,2,3'6errcorpl4a3oJla o6pa:oeaHze H-cesseft [por4cxoAr4T Me)KAy
cBfl3flMLr N(l)-H u o6rqefi ele*pouuofi !-cucrenrofi coceAHr4x MoneKyJr.
BaxHrtna pe3yJlbraroM npz usYreHaru gHeprervrcz o6pa^:oBaHr4.s H-rolanreKcoB
flBlrflercs' ycraHoBneHple 'Tofo, qro BerLIquHa 3HT€lJIbrII4u o6pa:o BaHHfl H-cn.ssu
pacrer c yBenr4r{eH'r eM orprrr{areJrbHofo 3ap ,AaB TpLra3.JrbHoM Konbue.

VcraHosreHo o6pasonaHze H-ce.f,su Me)KAy MoJreKynaMr4 1,2,3-
oeH3orpz€Bona LI aKl{errropaMrr rrporoHa rvrra N-H...BR, rA€ BR (C:N, C:O).
3ror BbIBoA cAenaH Ha ocHoB aHHu Tofo, qro ua6*o4arocr HLr3KoqacrorHoe
cMelrleHl4e rIoJIocbI BaJIeHTHbIx xole6anufi N-H rpynnbr cno6o4nrrx MoneKyn
Tpl{iBona c oAHoBpeMeHHbIM yruLIpeHI'Ieu grofi rIoJIocbI. 3ru rounJreKchr r.rMeror

AOHOpHo-aKIIerITOprrylo npI4poAy, a r4x crpoeHr4e, crreKTpoCKorrr4qecKr4e

rlapaMerphl 14 3Heprerl4qecKze csoficrBa 3aBkrctr or gneKTpoorpr4r{arenbHocrrr



(:apxga) Ha aroMax MoJreKyn [poroHoaKrlerrropoB 14

AoHopoB.

IrparcruuecKll I{HTepec B 4aHHofi pa6ore cB.rr3aH c Bo3MoxHocrr4
BHeceHLI'[ noJIfreHHhIX AaHHbIX no peyJrbraraM ?IK-cnerrpocKorrr4u gaueHeHHbrx

TpLI€Bonon s 6aHK AaHHIIX rro c[eKTpocKoru4rl rerepoqzKJrLrqecKax coennnH esuit.
B saKrlo'reHvILr Ha ocHoBe aHanu3aa o6o6qeHr4.f, [onrreHHhrx pe3yJrbraroB

cSopn'rylupoBaHbl ocHoBHbIe pe3yJrbr arbr 14 BbrBorbr. or4enrno [pr4BeAeH crrr4coK

rrcrroJrb3osaHHofi Jrkrreparypbr.

[ocronepHocrb AaHHbrx, [onyr{eHHbrx B pe3ynbrare BhrloJrH eHufl .uanuofr
Al4ccepraqzouHoft pa6oru He BbI3bIBaer couHenzfi TaK KaK LrccJreAoB a1ufl
npoBeAeHbl Ha coBpeMeHuoNa o6opy$oBaHr4u" c aBToMarrrqecKofi rounrrorepnofr
o6pa6orxofi' 3rcnepuueHTzulbHble I4K-crerrpocKorrr{qecKr4e rdccJrenoB a*krfl
AofronHeHbr KBaHTOBOXprMr4qecKr4MLr pacqeTaMr4.

oT 3apflAa Ha aToMax

fly6.nurcaun,n'. coornercrByror rpe6onauzxna BAK p@. B qacrHocrr.
3acnyxr4Baer BHkrMaHvrfl ABe crarbr4 B <xypHane crpyxrypnofi xLrMLrLr>>,

I{MeIoqLIM srrcorcafi LIMIaKT @axrop 14 BxoA.flxluit s raH@opvrarllroHHyrc cr4creMy
<Scopus>.

flo 4ucceprarlrroHnofi padore rrMerorcq creAyroqne 3aMeqaHnfl:

oe3ycnoBHo tBn'flercf, noJlo)Kl{renbHofi cropouofi pa6oru. O4Haro oH coAepxr4T
ToJIbKo QopualrHoe nepeqI4cJleHl4e Aocrr4xeHufi asropon o6cyxAaeMhrx pa6or.
CooreercrBeHHo s (3aKnIoqeHIiILI) x grofi fJraBe xoreJlocb 6u nu4err .{€rryro

QopvrynzpoBKy <<6elrrx Ir-f,TeH), Korophre r4Merorcr B TeMe, Koropyro co1upaercn
H3yqarb AraccepraHT vr, cOorsercrBeHHo, BhrTeKaroqyro oTcrc.qa [ocTaHoBKV
3a4Arru ncefi pa60*r. Cnpane4nr4BoCTr4 pa/iar cneAyer orMerLrrb, rrro eror npo6en
orrracrr4 ycrpaHdu n anrope$epare.

2. crp. 46. o6cyx4eHr4e cneKrpa Ha puc.3.2. crono (fiopouo)) He coBceM
yMecrHo. Eolee [paBr4JrbHo, [o_Br4Ar4MoMy, 6rrlo
(y.{oBneTBoprr TenbH o).

3. Hapuc.4.5 orcyrcrByror penepbr Ha rxK€LJre BoJrHoBbrx qr{cer.

l. llo rJraBe 1. o6:op coAepxr4r MHoroqr4cireHHyro 6u6mEorpaszro, r{ro

ObI CJIOBO



4. Crp.82 B reKcre vr B rIoArIlIcI4 Ha puc. 4.11. Irlcnogsyercx cJroBo

Grpl4parqenzfi>. Eolee yMecrHo r4crroJrb3oBarb cJroBo (yBenr4qeszfi>>.

Yresartnre 3iMeqalil4fi I4MeIor perouerqarensrnul xaparcrep Lr rM e rcoefi MWe He

yI\4aIEor AocrollHcrB p6crml errrtoJtrIerunfi lra conpeMerrHoM )poBHe. Pa6ora Ha112rca1a

-[cHbIM 's3hIKoM H JIerKo quraercs.. Ocoderrro cJleryer orreHb rroJro)Kr4relbHo or{eHrzrrb

coqgmril4e SKclepI4MeIrrEt I4 @ pacverca.

3arcrro'reHr.re. [r.rccepraquoHHa.fi pa6ora <<IrlKcuerrpocrorun rr KBaHTSBG

xanryeqouZ pacver H{coNnueKcos qpoIiBBoArhD( Tpr4ril}oJra>, rrpeAcraBJreHHar Ha

coHcKaHHe yteuofi crerIeHLI KaHAI4Aara Su:urco-vrareMarr4qecKux HayK rro
cnellI4€lJlbHocrrr 1.3.8 - Susura KoHAeHcI4poBaHHoro cocro.sHr4.f,, rroJrHocrbro

yAoBnerBopf,er KpI4TepI4tM rln. 9-14 lloloxeuns o nopsAKe rrpr4cyxAeH1ru

yueurrx creneHefi (lIocrauoBJIeHIzIe llpanurelbcrBa Poccuficrofi Oe4epaqrrr4 or
24'09.2013, i\lb 842), a ee aBrop - Xo4zeeAaacpypXonnago4xcaenuu- 3acnyxr{Baer

[pucyx{AeHLrfl' ucr<ouofi crerleHl4 KaHALIIaTa Szsurco- MareMarlrqecKux HayK no
cneru4€urbHocrr4 I .3 . 8 - Qzenra KOHAeHCVpOBaHHOTO COCTOrHkrrr.
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OSzqraanrHrrfi onrroHeHT :

l4c o6 aeo^ Mys aQ ap {xyrr,rae u4q, I o K r o p x r4 M r{ q e c K r4 x
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