O6wWwmii NnnaH nekumii 1 cCeMUHaAPCKUX 3aHATUNA NO Kypcy

«MpUHUMNDBI KOHCTPYMPOBAHUA IEKAPCTB U pa3paboTKMU HOBbIX NpenapaToB»

BeepeHue.

22.09.2020 3aHaTMe 1 (IleKLl,Mf-l)l. UcTtopma pas3Butna MmMeTo4OB MOMCKAa W CO34aHuA
NeKapcTBeHHbIX cpeacts. OCHOBHbIE 3Tanbl Pa3BMTMA NOAXOA0B K CO34aHMIO HOBbLIX J1IEKAPCTB.
dMnNupuryeckme noaxofbl, UCNONb30BaHHbIE C APEBHENLLINX BPeMeH A0 cepeAaunHbl 19 BeKa.
MeToabl, OCHOBAHHbIE HA 3HAaHUW XUMWUYECKOro CTPOEHUA SHAOFEHHbIX W  M3BECTHbIX
6MOI0rMYECKM aKTUBHbIX coeauHeHui (cepeaunHa 19 — koHel, 20 Beka). CoBpemMeHHble MeToAbI,
OCHOBaHHble Ha 3HaHWW CTPOEHUA U  PYHKUMIA OMONOrMYECKMX MULLEHEN AOencTBuA
NIEKAPCTBEHHbIX COEANHEHUN.

Ob6nactv HayKu, 3aHMMAlOLLMECA NOUCKOM M Pa3paboTKoN NeKapCTBEHHbIX COeAUHEHUN.
MeguuuHckaa  xumua,  papmaleBTUYECcKas  XUMMMUA,  MOJIeKkyapHaas  dapmaKoaorus.
MynbTMAUCUMNANHAPHOCTD UCCNefoBaHMi B 06n1acTM  pa3paboTKM HOBbIX NpenapaTos.
Co3gaHMe HOBOrO /IEKApCTBEHHOrNO COEAMHEHMA — MHOrocTaguMiHasa 3apgadva, Tpebyrowas
3HAUYMTENIbHbIX 3aTpaT W  AJAUTENbHOro BpemeHW. OCHOBHble 3Tanbl CO34aHWA  HOBOFO
IeKapCTBEHHOrO CpPeacTBa OT MAEW A0 BHeAPEeHMA B MEAMUMHCKYH MNpPakTuKy. Mpobnemsl,
BO3HMKalOLLME MPU CO34aHMM HOBOTO JIeKapcTBa. YBe/iMyeHne mMmHoroobpasusa 3aboneBaHui;
BO3HMKHOBEHWE YCTOMYMBOCTM U MPUBLIKAHMA K MMEIOLLMMCA Npenapatam; yMmeHblleHne 6asbl
XMMMYECKOTo pa3Hoobpasva coeauHeHUM, MCMNOob3yeMblX ANA MOMCKA HOBbIX NEKApPCTB;
yxecTtoyeHme TpeboBaHM K He30NacHOCTM MpenapaToB; YBe/MYEHME 3aTpaT Ha COo34aHue
HOBOrO Npenapara.

MoseaeHne neKkapcTea B opraHUsme.

29.09.2020 3aHATME (cemuHap, MMeLWMIi CBOE LeNblo OXKUBNEHUE YXKEe UMeloLUXCca Y
CTYAEHTOB 3HaHWN). [OHATMA /IEKApPCTBEHHbLIM NpenapaT, /IeKapCTBEHHasa CybCcTaHumus u
dM3MoN0rnMYecKm akTMBHoe coeanHeHue. NMoseseHne GUONOrMYECKM aKTUBHOIO COeANHEHUA B
opraHusme. Bsanmopaenctene nekapCcTBEHHOrO NpenapaTta ¢ opraHnamom. PapmaLeBTnyeckas,
dbaKMaKOKMHeTMYEeCKas M dapmakoAuMHaMMYecKas CTaguu B3aumoaencTBus 6MoN0rMyecku
AKTMBHOIO COegMHeHnAa ¢ opraHnamom. PapmauesBTMUYECKaa CTagMa — BBeAeHMe npenaparta.
DHTepanbHble (yepes NULLEBAPUTE/IbHbIA  TPAKT) n napeHTepasbHble  (MMUHyS
NULLLEBAPUTENbHbIM TPAKT) NYyTU BBEAEHWUA NEKAPCTBEHHbIX COEAUHEHUN.

dapMaKOKMHETUKA — M3yyeHne AEeNCTBMA OpraHM3mMa Ha N1eKapcTBoO, T.e. UccnenoBaHue
BbICBOOOXKAEHNS U3 NeKapCTBEHHON GOopMbl, MPOHUKHOBEHUS, pacnpeaeneHna npenaparta B
opraHusme, ero metabonmsama u BbiBegeHUss. OCO6EHHOCTU MPOHMKHOBEHUS BMONOTMYECKM
AKTUBHbIX COeANHEHNI B opraHu3am. MaccmeHaa anddysuna M akTMBHbLIA TPaHCNOPT. PasanyHble
BMAbl TMCTOrematmyeckux 6apbepoB B opraHuame. BuoTpaHchopmauma KCeHOBUMOTMKOB.
MeTabonutuyeckaa TpaHchopmauma U KoOHblorauma. PepmeHTaTUBHbIE M XMMUYECKUe
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npoueccol buotpaHchopmaumm. NoHATUE NPONEKapCTBaA. IKCKpeLma KCeHOBMOTUKOB. YuacTue
Pa3/IMYHbIX OPraHOB B 3KCKpeuuu (MOYKM, MeYeHb, KenyAOYHO-KULIEYHbIN TPaKT, Nerkue,
NMOTOBblE, C/Ie3Hble U CAlOHHbIe »Kenesbl). OCHOBHble MeXaHM3Mbl 3KCKPEUUM B MOYKaxX W
ne4yeHn. BUOAOCTYNHOCTb IEKAPCTBEHHbIX NPENapaTos.

dapmakoguMHaMUKa — U3yYeHWe OEeNCTBMA NEeKApCTBA HAa OpraHuM3m, T.e. UCCAefoBaHWe
B3aMMOLENCTBUA NpenapaTta ¢ BUONOrMYECKMMU MULIEHAMM (KaK YenoBeKa, Tak U BUPYCOB,
MWKPOOPraHM3MoB WM NapasuToB). OCHOBHble 3¢GEKTbI, OKa3blBaeMble JIEKAPCTBEHHbIMM
cpeacTBaMM  — Mofasnsowee, CTUMYAMpylOWee, LWUTOTOKCMYECKOe, pasgpaxkatouiee U
3amellatoulee HepocTalowme BewecTBa. [OHATME TepaneBTUYECKOM LWMPOTbl  AeUCTBUA
NeKapcTBeHHOro cpeacTsa. MoboyHble AeNCTBUA NIEKAapPCTBEHHbIX CPeacTB. PasnnuHble Buabl
TOKCUYECKUX OC/IOXKHEHWUIN NPU AENCTBUMN NEKAPCTBEHHbIX cpeacts. Kymynauma Guonornyecku
aKTMBHbIX coeauHeHun. IDPPeKkTbl NPUBbIKAHMA WAWM  TONEPAHTHOCTM NpU  AENCTBUMK
NIeKApCTBEHHbIX  CpeacTB. B3aMmopenctesme  NeKapCTBEHHbIX  CPeacTB B YC/IOBUAX
KOMBMHMPOBaAHHOM dapmaKoTepanuu.

Bbuonornyeckne mulueHu

6.10.2020 3aHAatue 2 (nekuma). MuweHn aelicTBUA BUONOrMYECKN aKTUBHbLIX COEAUHEHWN.
KoMnneKcHbI XapaKTep B3aMMOCBA3M 3ab60/1eBaHMN M aCCOLMMPOBAHHbBIX C HAMU MULLEHEN.
OaHo 3abosneBaHME MOXKET KOHTPO/IMPOBATLCA HECKONBbKMMW KAOYEBbIMU mUweHAMU. OgHa
MULLIEHb MOXET OblTb accoUMMpPOBaHA C HECKOJIbKUMMU PasnnyHbIMKM 3abonesBaHMAMU. Tunbl
MULLEHel: membpaHHble 6enKkun-peuenTopbl, MembpaHHble TPaHCMOPTHbIE GENKK, BK/OYas
WOHHbIE KaHa/ibl, PELLENTOPbI KNETOYHOTO fApa, KNEeTOYHbIE CTEHKM, GEPMEHTbI, MONEKYAPHbIE
MaLUKUHbI (BKAtOYaA pubocomy, NnpoTeacomy M Tesiomepasy), CTPYKTypHble 6eKK1, HYKNenHoBble
KMCnoTbl,  cybcTpaTbl M mMeTabonuThbl. Mpumepbl  NeKapCTBEHHbIX  NpenapaTos,
BO34EMCTBUYIOLLMX HA NePEYNUCNEeHHbIE MULLEHW.

13.10.2020 3aHaTtue 3 (nekuyma). Kackagbl 6M0NOTMYECKMX MULLEHEN Ha NMPUMeEpPaXx 3apakeHus
BUPYCOM rpunmna, 6akTepuanbHbiX MHOEKUMNA, apTEPUASIBHON TMNEPTEH3UM, BOCMANUTE/bHbIX
npoL,eccos, AeNPecCUBHbIX PAaCCTPOMCTB.

20.10.2020 3aHaTue 4 (nekuusa). Cnocobbl onpeaeneHns oNTMManbHOW MULLIEHU ANA NeYeHuA
TOr0O WA WHOro 3abonesBaHuA. [loaxoabl, OCHOBaHHble Ha (i) w3yyeHMM mexaHM3Mma
KOHKpeTHoro 3abonesaHus; (ii) paccmoTpeHun ©GU3MONOTMYECKUX cucTem opraHusma; (iii)
pacCMOTPEHUM MexaHM3Ma MaToONOrMYeCcKoro mnpouecca, NpPUMBOAALLEro, B YaCTHOCTW, K
pas3nnyHbIM 3aboneBaHuAM; (iv) PpacCMOTPEHUU MOMEKYAAPHBIX MEXAaHWM3MOB BUOXMMUYECKMX
npoueccos. MeTtoabl reHOMUKM, OBUMOMHOOPMATUKM W NPOTEOMUKU, WCNONb3yeMble [N
onpeaeneHnsa NepcneKkTUBHbIX MULIEHEN AeNcTBUA BUONOrMYECKM aKTUBHBIX COeAMHEHUA.

MeTtogabl aHanun3a npoteoma. Pusnyeckme ocHOBbI 3neKkTpodopesa benkos. [BymepHbIi
renb-anektpodpopes. MeToabl MacC-CMEKTPOMETPUN Ana  mnaeHTuduKaumm 6GuMomonekys.
MeToapl MoHU3auMM moneKkyn. Metoabl onpefeneHma OTHOLWEHMA macchl K 3apaay. MeToabl
onpeaeneHna aMMHOKMUC/IOTHOM NOCNef0BaTeIbHOCTU MeTOA4aMM MACC-CNEKTPOMETPUN.

MOHATMA O KAWMHMYECKOMW, OYHKLMOHANbHOM M XMMWYECKOM npoTeoMuKku. MeToapbl
XMMWYECKON NPOTEOMMKM B NOUCKE BMONOTMYECKMX MULLEHEMN.



CoBpemeHHble MeToAbl (GEHOTUMUYECKOTO CKPUHWHIA AAA8 UASHTUOUKALUMU HOBbIX
6UONOTNYECKNX MULLIEHEN.

27.10.2020 3aHAaTKe 5 (nekuma). AaepHbliit MarHUTHbIA pe30HaHC ANA onpeaeneHns CTPYKTYpPbI
6uonornyeckmx mueHein B pacrsope. Pusnyeckne ocHosbl AMP. mnynbcHble meToabl AMP.
OcHoBHble napameTpbl AMP: XUMUYECKUIA CABUT, KOHCTAHTa CMUH-CNMHOBOIO B3aMMOAENCTBUS,
BpeMeHa penaKkcauMmn, KOHCTaHTbl NPAMOro AUNOMb-4UNONbHOIO B3aUMOLAENCTBMA U UX CBA3b
CO CTpoeHuem Mmonekyn. ApepHbii 3ddekt Osepxaysepa. MeToabl MHOrOMEPHOM
cnektpockonun AMP. OTHeceHue curHanoB B cnekTpax AMP 6uomonekyn. OnpepeneHue
CTPYKTYpbl 6MOMONeKyn. Kputepum KauecTsa 1 [OCTOBEPHOCTU CTPYKTyp AMP.

3.11.2020 3aHATMEe 6 (neKumsa). PeHTreHoBcKas Audpakumsa AnA onpeaeneHua CTPYKTYpbl
6MONOrNYecKkMX MULLIEHe B KpucTanne. PaccesHne HEWTPOHOB M PEHTFEHOBCKMX ANy4ven
€4MHUYHBbIM aTOMOM WM aHcambnem aTomoB B Kpuctanne. MeTtoabl KpucTanansaunm 6enkos.
CMmMeTpuMA KpUCTanAMYecKon peweTkn. AndpaktomeTpbl. MeToabl CO34aHNUA MOHOXPOMHOIO
PEHTTEHOBCKOTO  M3/y4YeHUA. PeHTreHoBcKaa Kpuctannorpadua. Cbop w  obpaboTka
OVMOPAKUMOHHDBIX AaHHbIX. MeToaukm peweHuna npobnembl ¢as. OnpepeneHve mopgenm,
COOTBETCTBYIOLLEN IKCMEPUMEHTANIbHbIM AaHHbIM. PacnpepeneHne 31eKTPOHHOM MNOTHOCTU.
OnTUmmn3auma CTPyKTypbl.

CoBMeCcTHOe WCNONb30BaHME HECKONbKUX GU3MYECKMX METOAO0B NpWU onpegeneHuu
CTPYKTYypbl 6BMomonekyn. Manoyrnosoe peHTreHOBCKoe paccesHume. CoyeTaHne metonos AMP u
MasioyrnoBOro  pacceaHua ANA onpeaeneHna CTPYKTypbl. BblumcantenbHble  meToabl
MONIEKYNAPHON  MEXaHWKM W MONEKYNAPHOM  AMHAaMUKW. MeToapl rOMONOrMYeCcKoro
MOZENUPOBAHNA CTPYKTYpbl BuomuwieHet. Mcnonb3oBaHWE BbIYUC/IUTENBHbIX METOL0B W
3KCMepMMEHTaNbHbIX AAHHbIX A7 MOAE/NIMPOBAHUA CTPYKTYpbl BuomuweHei. lMporpammsbl m
BblYMCAUTENbHbIE pPecypcbl  ANA MOAENAMPOBAHUA CTPYKTypbl 6enkos: SWISS-MODEL,
MODELLER, ROBETTA. KpnoaneKTpoHHasA MMUKPOCKOMNUA KaK MeToh onpeneneHusa CTPYKTypsbl
KPYMHbIX 6BUOMONEKYNAPHBIX 06 EKTOB.

®dU3MoN0rMYecKn aKTuBHbIE coeguHeHwuA.

10.11.2020 3aHaTtue 7 (nekuma). BUONOrMYECKN aKTUBHbIE COeAMHEHMA U UX CBOMCTBA. PU3MKO-
XMMMUYECKME CBOMCTBA: PaCTBOPMMOCTb, JMNOGUABHOCTb, 3apAA, KOHCTaHTa WOHM3aAUMW.
KoadpdpuumneHT pacnpeneneHns okTaHon/Boaa AN OLEHKN IMNOGUNBHOCTU. BbluMcanTenbHble
MeToAbl  OLEHKM  AUNOPUABHOCTU.  INEKTPOHHble  CBOWMCTBA:  AMMOJbHbIA  MOMEHT,
NonApuU3yemMocTb MONEKY/bl. TOMOMOINMYECKME CBOMCTBA: pPa3mep, FreoMeTpusa MOEKYbI,
KoHpopmaumsa. KoHPopMaLMOHHbIE CBOMCTBA HUIKOMOJEKYNSPHbIX COeANHEHUH. Tunbl
KOHPOPMALMOHHbIX NEPEXOAOB U UX SHEPreTUYeCKMe XapaKTepncTnkn. Ctepudeckme sdpdekTobl
npu B3aMMO4EeNCTBMHA nuraHa-bnomonekyna. Ctepeoxmmunyeckue CBOWCTBA
HU3KOMONEKYNSPHbIX coeAuMHeHU. OnTtuyeckaa wsomepua. Pasnmuma B cBA3bIBAHWUU
3HaHTMOMEPOB OMOIOTMYECKM AKTUBHbLIX COEAMHEHMN C OMOMONEKY/NaMMU. DydecMUYecKoe
(eudismic) cooTHoLLEHME U 3yAECMUYECKUA NHIEKC.



CTpyKTypHble  ¢parmeHTbl OMONOrMYECKM aKTUMBHbIX coeauHeHWi. [loHATME O
61MOaKTUBHOM  MHTepdeiice monekynbl. [oHATME O 6uodopax: dapmakopopHble,
TOKCUMKOdOpHble U meTabodopHbie rpynnbl. BuonsocTepmyeckme 3amecTuTeniu.

JKcnepuMMeHTaNnbHble MEeTOAbl M3YYEeHUA CTPOEHUA WU CBOMCTB HU3KOMOJEKYAAPHbIX
coeguMHEeHUN. PeHTreHOCTPYKTYPHbIA aHaAuM3, ALEPHbI  MarHUTHbIM  pPe30HaHC, Macc-
cnektpomeTpuma, UK n YP cnektpopoTomeTpua, CNEKTPOCKONUA KOMBUHALMOHHOIO pacceaHus,
onpeaeneHne oNnTUYECKOM aKTUBHOCTH.

MeToapl KBaHTOBOM ¢dapmMakonormMmM AnAa onpegeneHnAa CTPOEHMA U CBOMCTB
HU3KOMONEKYNAPHDBIX COeaANHEHMN. MeToabl XeMOMHPOPMATUKN 4NA NpeacKa3aHUA CBOWCTB
NoTeHUMaNbHbIX OMOMIONMUYECKM aKTUBHbIX coeguHeHun. [lonyamnupuyeckme meToabl
onpeaeneHnsa sNeKTPOHHOM CTPYKTYpPbl MoJiekya. Heamnupuyeckmne metoabl KBAHTOBON XMMUK
ANA onpeaeneHnsa CTPYKTYPbl U CBOMCTB HU3KOMOEKYNAPHbIX coegmnHeHuid. Metoabl QM/MM
— KOMBMHaUMNA KBAHTOBOM XMMUN U MONEKYNAPHON ANHAMUKN.

CTpyKkTypHOE pa3HoobpasvMe XMMUYECKUX COoeauHEHUN. BUOANOTEKM XUMMUYECKUX
CoeAMHEHN N NpuHUMNbI nx GopmmpoBaHmnsa. MeTogbl KOMOBMHATOPHOM Xumun. MeTtoabl
TBEpAodasHOro W KuakodasHoro napannenpHoro cuHTesa. Co3gaHne KOMOMHATOPHBIX
6MBNMOTEK ALMKINYECKUX U TETEPOLMKANYECKMX COEAUHEHUN U3 aMUHOKUCAOT U KOPOTKUX
nentmaos. KombMHaTOpHbIE MEeToAbl CO34aHUA CMeCe PParmMeHTOB HYK/IEMHOBbLIX KUC/OT.
Meton, SELEX. MMpupoaHble 6MOMOMMYECKM aKTUBHbIE COEAMHEHUS KaK WCTOYHUK HOBbIX
NepcneKkTUBHbIX CTPYKTYP.

B3aumopgeinctemne AMraHg-6MomMmLLEHb.

17.11.2020 3aHatme 8 (nekuua). B3aumoaencTBME HU3KOMONEKYNAPHbIX COEANHEHUN C
6romoneKkynamm — NOTEHUNANAbHbIMU BMONOTMYECKUMWN MULLEHAMMU. TUMNbI MEXMONEKYNAPHDIX
B3aMMOAENCTBMA W 3HayeHMA Wux 3SHeprnin. KoBaneHTHoe cBA3biBaHWe. KynoHOBCKoe
B3aMMmogelncTeme, 006pa3oBaHME WMOHHbIX CBf3eM M KOMMJIEKCOB C MNEepeHOCOM 3apasa.
BogopopgHble cBA3n. AucnepcnoHHble U BaH-gep-Baanbcosbl B3aumoaenctema. MmapodpobHoe
B3aMmogelctene u ero npupoaa. CTpyKTypHO-AMHAMMYECKME TUMbl B3aUMOLENCTBMA NUraHA-
MULLIEHb: 3amMOK U Katod (lock-and-key) n mulweHb-MHAYUMPOBAHHOE U3MEHEHME CTPYKTYpbI
nvradaa (induced fit).

KuHeTnyeckoe U TepmMOoAMHAaMMYECKOEe OMUCaHWe CBA3bIBAHMA HU3KOMOEKYNSPHOTO
nvraHga ¢ 6uomonekynoit. KoHcTaHTbl cBA3biBaHMA. CKOPOCTM CBA3bIBAHMA M AMccouMalumu.
XapaKktep B3aMMOOENCTBMA NUraHga C peuentopom U KnaccudpuKkauua nuMraHgos Mo UX
OENCTBUIO Ha pPeuenTop: aroHWUCTbl, aHTaroHWUCTbl, ObpaTHble aroHUcTbl M T.n. [loHATMA
apUHHOCTb, 3PDEKTUBHOCTb, CENEKTUBHOCTb, MeauaHa 3¢pdeKTUBHOM Ao03bl EDsg, meamnaHa
TOKcu4yeckol 03bl TDsg, MeamaHa netanbHol A03bl LDsg, TepaneBTMYecKknin MHAeKC.

24.11.2020 3aHATMEe 9 (cemuHap). OnucaHue cBA3bIBAHMA JNUTAHAOB C (pepMeHTamu.
Obpatumoe U Heobpatumoe WHrMbupoBaHMe. KOHCTaHTa WHIMOMPOBaAHUA, MeanaHa
KOHUEHTpauun uHrnomposaHua ICsg. YpaBHeHne Muxasnmca-MeHTeH. KoonepaTtusBHoe
B3aMMOAENCTBME NpU Hannummu aByx u 6Honee ULEHTPOB CBA3bIBaHMA. ANNOCTEpUYECKME



addeKkTbl. MOHUTOPUHT B3aUMOAEUCTBMA NUTAHA-MULWEHb. MeToapl aHanuMsa  KpUBbIX
™MTpoBaHuA. KoopanHatel CkaTyappa, beHecn-Xunbpebpanpa, OuKkcoHa, Xunna, Bbeppyma.
OnpeaeneHve CTeXMOMETPUU B3aUMOAENCTBUA NnraHa-bnomonekyna. Metos M3oMoNspHOro
TUTpoBaHuA (MeTog [Kobca).

JKCcnepumeHTanbHble MeToap! n3yvyeHusn B3aMMoOAeNCcTBmA AUraHa-MULLEHD.
CnekTpodoTOMeTpUA, paauounsoTonHble metoabl, AMP-TUTpoBaHWe, UH30TepmMyeckas
KanopumeTtpua TutpoBaHua (UKT). OnpepeneHve TepMOgMHAMUYECKUX NAPAMETPOB
cBA3biBaHMA c nomowbio UKT. CTpykTypHble npunoxeHna metoga WKT. MoBepXHOCTHbIN
NNa3MOHHbIN  pe30oHaHC. ®Pu3nMyeckme OCHOBbI MeToZa MNOBEPXHOCTHONO MNAAa3MOHHOIO
pe3oHaHca U UCMOJIb30BaHME MeToAa ANA CO34aHMA BMOCEHCOPOB M M3yvyeHMA CBA3bIBaHMA
NMraHgos ¢ 6uomuweHamn. MeTtogbl  MukpoTepmodopesa w  anddepeHumanbHom
CKaHupytowen payopumeTpum ANA onpeaeneHns KOHCTAHT CBA3bIBAaHMA NIUFAHA0B ¢ 6enkamu.

Mounck HOBbIX 6MONOrNYECKU aKTUBHDIX COEAMHEHMﬁ

1.12.2020 3aHatne 10 (cemwuHap). [OKAMHMYECKME 3Tamnbl CO343aHMA HOBOro aKTUBHOIO
COeANHEHMA Ha OCHOBE 3HAHWA MUWEHW buonorumyeckoro AencTeuA. MOHATUA AKTUBHOTO
coeanHenuns (hit) n coeguHenua-nnpepa (lead). CBoicrtBa coeamHeHua-nnaepa. Mpasuio
NInnnHckn. OCHOBHbIE NOAXOAblI K MULLEHb-OPUEHTUPOBAHHOMY NMOUCKY COeANHEHUN-NNAEPOB:
(i)  BbluMcAUTENbHbIE  3KCNEPUMEHTbI  (MONEKyNApHbIM  AOKMHT  in  silico);  (ii)
BbICOKOMPOMU3BOAUTENbHBIA POOOTU3NPOBAHHBINA CKPUHUHT (high-throughput screening), v (iii)
MeTo4 MonekynsapHbix dparmeHToB (fragment-based drug design).

KomnbtoTepHble MeToabl MOUCKA COeAUHEHUIN, KOTOPbIE C BbICOKON BEPOATHOCTbIO MOTYT
CBA3bIBATLCA C MULLEHbIO. JINraHA-OPUEHTUPOBAHHbIE U MULLEHb-OPUEHTUPOBAHHbIE METOAbI
BMPTYaZIbHOrO CKPUHWHra. OCHOBHblE anropuTMbl U MPOrPaMMbl MOJIEKYIAPHOIO AOKWHTa,
OCHOBAHHbIe Ha 3HaHUU CTPYKTYpbl MOIEKYNAPHOM MULLEHMN. MeTozbl
BbICOKOMPOU3BOAMUTENBHOIO CKPWHWHIA, annapatypa A/lsa ero peanusaumm UM crnocobbl
AETEKTMPOBAHUA B3aMMOAENCTBUA TECTUPYEMbIX COEANHEHUM C MULLEHDBIO.

MeToa, moneKynsipHbIX GparmeHTOB — COBPEMEHHbIN NOAX0A, K PaLMOHaIbHOMY AN3aNHY
coeguHeHUn-nnaepoB. DdusnyeckMe OCHOBbI  MeTOAa  MOJIEKYAAPHbIX  GparMeHTOB.
Moandukauma npasuna JIMNMHCKM  ONA  MOJEKYAAPHbIX  pParMeHTOB: nNpaBuao  3-X.
BoluncnutenbHble  nogxoabl  ANA  BUPTyanbHOW  peanusaumm  meTtoga.  OCHOBHble
3KCNepMMEHTa/IbHble NOAXOAbl AN peannsaumm MeToga MONEKYAAPHbIX ¢parmeHTos: AMP,
PEHTreHOBCKaa  Kpuctannorpadms, NOBEPXHOCTHbIA  MAA3MOHHbIA  Pe30HaHC,  Mmacc-
CNeKTpoMeTpuA.

8.12.2020 3aHaTMe 11 (nekuua). Metoabl AMP ans MOHWUTOPUHIA B3aUMOJENCTBUA
MONIEKYNAPHBIX GparMeHTOB ¢ BUomonekynon. MepneHHbln 1 6bICTPbIN 0BMeH AnraHga mexay
CBA3aHHbIM W cBOOOAHbLIM cOCTOAHMAMKU. MeToabl M30TOMHOMW GUABLTPALMU U U3OTOMHOIO
peaakTMpoBaHUA B U3YYEHUM KOMMIEKCOB NPOYHO CBA3AHHbIX IMFAHA0B.

AMP B M3y4eHMN KOMNIEKCOB €/1ab0 CBs3bIBaeMbIX NMraHaoB. Metoapl AMP-CKpUHMHIa B
noucke 6MONOrMYECcKM aKTUBHbIX coeanHeHU. MOHUTOPUHT curHanos Buomonekynol. MeTop,



SAR-by-NMR v onpegeneHune UeHTPOB CBA3bIBaHMA AuraHaos. Metoabl AMP, ocHOBaHHble Ha
AETEKTUPOBAHNUM CUFHANOB NuraHaoB. MeTon pPasHOCTHOM CMEKTPOCKOMMM C MEPEHOCOM
HacbllweHun (Saturation Transfer Difference). MeTtog Water-LOGSY.

OnpepeneHns wuHTepdeica B3aMMOAENCTBUA AuraHga ¢ 6buomonekynon (Epitope
mapping). MeToapbl, OCHOBaHHbIE Ha KOHKYPEHTHOM CBA3biBaHUWU AuraHaos n AMP Ha sgapax
9, MeTtoapl AMP-goKMHra. OCHOBHbIE CTpaTErMM MogupUKaLunUmM MONEKYNAPHbIX GparmeHToB
ANA Noucka coegmnHeHun-nngepos. Metoabl SHAPES, INPHARMA-NMR, SAR-by-ILOE, NMR-
SOLVE. Mpumepbl peanu3aumm MeToda MONEKYAAPHbIX $parmMeHTOB ANA CO34aHMA HOBbIX
COeaMHEHUN-NTNAEPOB, HAXOAALLMXCA Ha Pa3/IMYHbBIX CTAAMAX AOKANHUYECKUX U KAMHUYECKUX
MCNbITaHWI. [lepcnekTMBbl Pas3BUTMA PaALMOHANIbHBLIX METOA4O0B Au3aiiHa 6Monornyecku
AKTUBHbIX COEAUHEHUN.

15.12.2020 3aHatme 12 (cemuHap B ¢popme 3ayerta). PaccmoTpeHre NpumepoB peannsauum
MeTo4a MONEKYNAPHbIX (GpParMeHToB ANA  CO34aHMA  HOBbIX  COeAUHEHUM-NUAEPOB,
Haxo4AWMXCA HA PA3NUYHbBIX CTAAMAX OOKAMHUYECKUX U KANMHUYECKMX WUCMbITaHUI (B BUAe
KPaTKMX COOOLLEHUIA CTYAEHTOB — YYAaCTHUMKOB CEMWMHApa HA OCHOBE M3Yy4YeHUA UMMU
NINTepPaTypPHbIX AAHHbIX C NOC/eAYIOWUM 0bCyKaeHMeM).

MnaH nogrotosneH B.H.c. POM MY, a.x.H. Nonbwakosbim B.U.
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