PaGoTrHa nporpama Ha ru1. ac. 1-p Hena AnacracoBa, naboparopust ,,CTpYKTypeH OpraHuyeH

ananu3”, MactutyT mo OpraHvudHa XuMuUs ¢ HEHTHP 1o putoxumusi, BAH,
3a TpeTH etan Ha Hanmuonanna nporpama ,,MJaau y4eHH U MOCTAOKTOPAHTH

Tema Ha MMpoeKTa: Cunre3 n H3CJeaABaHE HA N,N,-I[I/I3aMe(!TeHI/I TpUua3oJjio-, THaAua3oJjao- u
0Kca)ll/la30.]'[0-6eH3]/IMHL[a3OJI-2-TI/IOHI/I KaTo0 MOTCHIHAJTHHA My.]'[TI/I(l)YHKIII/IOHaJIHI/I cpeacrea

C QaHTUHEOIIJIACTUYIHO U AaHTUOKCHIAHTHO [[eﬁCTBﬂe

B Tperus eram Ha nporpamara € IIaHUpaHo pa3IIMpsIBaHe Ha JoceraiHaTa paboTa chbC CUHTE3 U
n3cienBaHe Ha HOBU cepud N,N’-0eH3MMU1a30/1-2-THOHH, ChIbPIKALIM PA3IMUYHU XETEPOLMKIIH,
KaTo TMOTCHIMAIHNA OMOJIOTMYHO aKTUBHU CHEIUHEHUS ¢ KOMOMHHPAHO JEHCTBHE, KOUTO e
[oJyUIe’KaT Ha CXOJIHHU C NMpEeNuIIHMs eTan u3cienBaHus. VM36opbT Ha HOBUTE (apmakopopH
(TpuazonoB, THAAMA30JI0B, OKCA/JMa30J0B XETEPOLUKBbI, KAaKBO M KapOOTHOaMuIHA TIpyIa)
U3X0X/a OT JIMTEPaTypHU AAHHU, NMOTBBP)KJIABallld TSAXHATa MPOTUBOPAKOBA aKTUBHOCT M 4e
BBBEXJAHETO UM B €JHA MOJIEKYJIa J]JaBa Bb3MOYKHOCT 3a pa3pabOTBaHE Ha HOBU apXUTEKTYpH C
[10-BUCOKA aKTUBHOCT, B KOMOMHAIMS C TPYIIH, IPOSIBABAIIM AaHTHOKCUAAHTHO JAEHCTBHE.

1. Cunre3 Ha Cepusi HUTPO3aAMECTECHU H HE3aAMECTCHHU 0eH3UMHIAa301THA30JJ0HOBH

NMPOU3BOIHU.

®@ur. 1. CuHTe3 Ha OUC-TPHUA30J10-, THATUA30JIO0-
U OKCaJIna30J10-0eH3UMU1a301-2-THOHH.

Pearentu u ycioBust Ha peaknus: a) EtOH, KOH,
CS;, kunene; b) metun akpunar, DMF, xunene;
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10, 15. R = 2,3-diOH NH N
11, 16. R = 2,4-diOH10
12, 17. R = 3.4-diOH
13, 18 R =4-OH-3-OMe @ =S —»  ON N
14. 19 R = 4-OH-3,5-diOMe N =S



2. OxapakTepu3upaHe Ha CTPyYKTypara Ha HoBHTe cbhbeauHenuss ¢ UY u SIMP-
CNIEKTPOCKONMS

Crnen u3onupaHe ¥ MPEUYMCTBAHE HA HOBOIMOJIYYEHUTE CHEAMHEHUS 4Ype3 MOIXOJSAIIN METOAU
(mpexkpuctanuzanus, KoJIOHHa Xpomarorpadus), (QU3NKO-XUMHUYHOTO OXapaKTepu3HpaHe Ha
CTPYKTYPHUTE UM CBOMCTBA II€ CE€ OCBIUECTBU 4pe3 crnekrpockorncku meroaun MY u AMP-
ciextpockonus ('H, 1*C) enementen ananus u MacceKTpOMETPHS.

3. EJeKTpOXMMHYHO reHepUpaHe HA AHUOH PAJUKAJ in Situ HA HUTPO NMPOU3BOJAHUTE B
cnenquaiHa MY KoBeTa M CIHEKTPOCKONCKO M3CJIeJIBAHEe HA MPOAYKTHTE OT
peayKumsTa.

3a 1a ce u3cieaBa 3a Bb3MOXKHOCTTA 32 00pa3yBaHe Ha aHMOH-paJUKal € U30paH MOAXO[, MPH
KONTO penyKIusTa ce M3BbpIIBA B CHELMAIHA EICKTPOXMMHYHA KIOBETa M IPOMEHUTE Ce
npociaenasar ype3 MY cnexrpockonus. Twit kato MY abcopOuuunTte ca JUPEKTHO CBbP3aHU ChC
CTPYKTYPHHTE XapaKTEePUCTHKU Ha BPB3KUTE KaTO ABIDKUHA U MOPSIBK, iN SitU reHeprpaHeTo Ha
aHUOH-pajuKal B enekrpoxumuuHa MY kroBera u HaOIIOJaBaHETO Ha CIEKTPAJIHUTE MIPOMEHU
JlaBa Bb3MOXKHOCT J]a CE€ HAIPaBAT U3BOJU 33 CTPYKTYPHHUTE IPOMEHHU, IOPOACHU OT PEeLyKIHUATA
Ha HEYTPaJIHOTO CheAUHEHNE. MeTOIbT [103BOJISIBA CHILIO TAKA J1a CE HAIIPABST CEPUs U3MEPBaHUs
C TEYEHME Ha BpPEMETO M HJCHTU(UIMpPAHE Ha MPOAYKTUTE HA PEAYKLUs upe3 TEXHHUTE
xapakrepuctuuiu MY abcopOuuu. IlpoBexna ce in situ B MY kroBerata B pa3sTBOPUTEIN
JeyTepupaH JUMETUICYI(OKCHA, B MPUCHCTBUE Ha TeTpaOyTUIaMOHMEB OpoMuUA KaTo
€JIEKTPOJINTHA cOoJl. B Xoia Ha ekcriepuMeHTa, pelyKLIUATa Ha ChbeJUHEHUTA C€ IPOCieisaBa IpU
[pUjaraHe Ha eJeKTpUYeH TOK M u3MepBaHe Ha MY crnexkTpu mpe3 onpeneieHd MHTEpBaIU OT
Bpeme. OOparmMoCTTa Ha peAyKIHATa Ie ObJe oOXapaKTepu3mpaHa dpe3 OOpbhINaHe Ha
HOJIIPUTETA Ha €JIEKTPOIUTE U U3MepBaHe Ha HoBa cepust oT MY cnekTpu.

4. KBaHTOBO-XMMHYHM U3YHCJICHHUS 3a YCTaHOBABAHE HA MOJICKYJIHATA reOMETpPUsl.

3a 1a ce omnpeneny MpearnoyYeTeHara MoJIeKyJiHa T€OMETpHsl, BEPOSITHUTE U30MEPU B M30JIMpaHa
cpena (razoBa (asza), KaKTO W B pa3zIMyHM pa3TBopuTenn Kkaro OenseH, JIMCO, Boga,
CheIMHEHUsTA 11ie ObAaT ONTUMU3UPaHU, U3M0I3Balk1 HA0Op OT pyHKIMoHamu - B3ALYP, M062X
u 6a3ucHu Habopu 6-31+G(d) u 6-311++G(d,p), yact ot nporpamuus naketr GAUSSIAN 16/09.
Bb3 ocHOBa Ha M3BECTHHUTE Bb3MOKHU MEXaHU3MHU 32 00€3BpEk/IaHE Ha CBOOOJHUTE PaJUKaIH,
SET-PT, SPLET mie 6b1aT HanpaBeH! U3ClIeABaHUS B MOJIIpHA (BO/A) U HETIOJIsipHA (Ta3oBa ¢asza
u OenseH) cpena. Ilpenmoderenara KoH(popManus, IBDKUHM Ha BPB3KH, BB3MOXKHHU
CTEpEOM30MEpH, TaBTOMEPHU M aHHUOHHU (OpMH, paslpelielieHue Ha 3apsuTe, CHUHOBATa
IUTBTHOCT MO MOJIEKYJIHM (parMEHTH M APy EJNeKTPOHHU XapaKTepUCTUKH, IOKa3BallU
CKJIOHHOCTa 3a IIPUEMaHe Ha €JIEeKTPOH W  NPEBpbIlaHE B  paJUKaI-aHUOHH,
PEaKTUBOCIOCOOHOCTTA ¥ CTAOMIIHOCTTA Ha ChOTBETHUTE PAJAMKAI-aHUOHH 111e ObJaT U3CIIeABAaHI
ype3 TeopeTHuHHu npecMstanus. llle ObaaT onpenesneHu ChINO Taka MOJIEKYJIHH JECKPUNITOPH
KaTo JUMO(QUIHOCT, MOJIEKYJIEH 00eM, I'bBKABOCT Ha MOJIEKYJIHUTE U JIp., Bb3 OCHOBAa Ha KOUTO
MOJKE J1a Ce HallpaBU MPeIBApUTEIIHA OLEHKA Ha OMOHAIIMYHOCTTA M JIEKApCTBEHOTO M0I00Me Ha
HOBOCHHTE3UPAHOTE ChEINHEHUS.
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