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CIIMCOK UCITOJIb3YEMBIX COKPAIIIEHUM

BAB — 61oI0rn4ecKky aKTUBHBIE BEILIECTBA;
BAC — Ouojioruuecku akTUBHBIC COCIUHCHUS;
JIIT — nexapcTBeHHBIH(bIE) TpenapaT(bl);

JIC — nexapctBeHHOE(bI€) CpencTBO(a);

log P — xoHCTaHTa TUIMOGUIEHOCTH;

pKa — KkoHCTaHTa KUCIIOTHOCTH;

pKB — KOHCTaHTa OCHOBHOCTH;

@I — pyHKUMOHATBHAS TPYTINA;

OI" — nuKI00KCHUTEeHa3a;

[IBA — npoTtuBOBOCHIAJINTENbHASI AKTUBHOCTB;
AA — aHanpreTHyeckas akTHBHOCTD;

I[IMA — npoTUBOMHUKPOOHAsT aKTHUBHOCT.



IEPEYEHb OBOPYJIOBAHUS U KOMIIBIOTEPHBIX TPOT'PAMM JIJISI
MPOBEJIEHUSA
3AHATHUHA B PAMKAX: «MOJIEKYJISIPHBI IU3AWH BUOJIOTHTYECKH
AKTHUBHBIX BEIIIECTB»

MynbTUMEnRITHOE 000pYI0BaHHE:

Kommsrotepsr ¢ onepanuonHoi cuctemoid Windows XP u BbIlIe, UMEIOIIHE BBIXOJ] B HHTEPHET.
[IpoekuronHoe 060pyIOBaHUE.
JluHamMuKu, MUKPO(OH.

KomnbroTepHbie IporpaMmsi:
[Tporpamma prucoBaHust XUMHYECKHX CTPYKTYp ChemAxon (wiu anasor).
[IporpamMmsbl [Tl BRITIOJTHEHUSI PETPECCHOHHOTO aHaJKM3a M MMOCTPOSHUs ypaBHEHHH perpeccuu: MS
Excel u Statistica.
[Iporpamma At TOATOTOBKM CTPYKTYp MAaKpOMOJIEKYd K BBIYHCIUTEIBHOMY OJKCIIEPHUMEHTY
BuildModel, ChemAxon (uu anasor).
[Iporpamma aiis kBaHToBO-XxuMu4eckux pacuéroB ChemOffice 2005 (wnu ananor).
[Tporpamma asst MoJIeKyJIsipHOTO qokuHTra AutoDocK (uau aHasor).
[IporpamMma 11 BU3yaabHOTO aHaIM3a pe3ynbTaToB JokuHra VMD (uam aHamor).

[Tporpammel coznanubie Ha Kadeape dhapmanestrudeckoit xumuu OOO :

[Iporpamma asisi IPOTHO3MPOBAHUS (PUIUKO-XUMHUYECKHX JECKPUITPOB U (PapMaKOKHHETHIECKUX
napametpoB AK_QSAR (logP pKa pKb).
[Iporpammer Monekymsipaoro gokuHra: AK QSAR (Monekymnspusiii goxkunr LHOI'l u 2) u
AK QSAR (Monexynsipublit nokusr ruaposnasa E.Coli(S.Aureus)).
ITporpamMMbl KaueCTBEHHOTO M KOJIMUYECTBEHHOTO MPOrHo3a ouonorudeckoit akrueHoctu: AK QSAR
(npotuBoBocnanurenbHas akTUBHOCTE), AK QSAR (Ananbrernueckas aktuBHOCcTh) 1 AK QSAR
(MpOTUBOMUKPOOHASI AaKTUBHOCTH ).



JEKIIHOHHBIE 3AHATHA

1. Pexomenoayuu no no02omogeke K 1eKUUOHHbIM 3AHAMUIAM.

W3ydeHne QUCHMIUTMHBI TPEOyeT CUCTEMATHYECKOTO M MOCIIEI0OBATEILHOTO HAKOIIJICHHS 3HAHUM,
CJIEJIOBATEIBHO, IPOMYCKH OTJCIBHBIX TEM HE MO3BOJISIFOT INIYOOKO OCBOHTH IpeaMeT. IMEHHO T03TOMY
KOHTPOJIb HaJ CHCTEMAaTHYCCKOW pabOTOH O0OydJaromuXcsl BCErja HAXOIUTCSA B ICHTPE BHHMAHHUS
Kadeapol.

OOGyuarommumcs: HE0OX0UMO:

- Tepel KaxJJIoH JIeKIHed NpocMaTpuBaTh padOYyl0 MPOrpaMMy JHUCHHUIUIMHBI, YTO IO3BOJIUT
COKOHOMHUTh BpeMsl Ha 3alUChIBAHHE TEMBI JIEKIIMH, €€ OCHOBHBIX BOIIPOCOB, PEKOMEHIYEMOM
JTUTEPATYPHI;

- TIepe]] OYepeIHON JeKIMeld HeoOX0AUMO MPOCMOTPETh MO KOHCIEKTY MaTepual MpeablIyiei
JISKIIMM; TIPU 3aTPYIHECHUSAX B BOCIPUATHN MaTepHalia cleAyeT OOpaTUTHCS K OCHOBHBIM JIUTEPATYPHBIM
MCTOYHUKAM; €CJIA Pa300paThCs B MaTepHaje HE YAaeTCsl, TO HEOOXOMMO 00paTUThCS K MPEIOIaBaTEeO
HA CEMHHAPCKUX 3aHATHSAX.



TEMBI ¥ ILTAH JEKIIAI

Tema nexuun Nel: «OcHOBHbIE MOHATHSA U LI MOJIEKYJISIPHOTO IU3aiiHA OMOJIOTHYEeCKH
akTuBHbIX BemecTB (BAB). Metoabl noucka u oroopa nepcnekTuBHbix bAB»
Ili1an Jekuumn:
1. MonekynsapHblid au3aiiH OMOJIOTMYEeCKH akTHUBHBIX BemlecTB (BAB), monsTue, HampaBieHUue H
LEJH.
2. Busibl MOJIEKYJISIPHOTO TU3aliHA:
2.1. CTpyKTypHO-OPUEHTUPOBAHHBIN JU3aliH.
2.2. DyHKIMOHAIHO-OPUEHTUPOBAHHBIN TU3alH.
3. Meronsl 0TOOpa 1 OUCKa MepceKTUBHBIX BAB.

Tema jgexkuuu Ne 2: « BoluyucauTe/bHble 1 HHPOPMALMOHHBbIE METO/IbI KOHCTPYMPOBAHUSA
HOBBIX OMOJIOTMYECKH AKTHUBHBIX BeleCTB
Il1an Jexknun:
. Metonmomorus n3sickadusa HOBBIX bAB.
. Omnupuueckoe KoncrpynpoBanue.
. Monekynspaas ['eneTuka.
. PaninonanpHO€ KOMIIbIOTEpHOE KOHCTpYUpoBaHue bAB.

wnm oW N~

. Iloctpoenue CTpyKTyp € 3a7aHHbIMH cBoMcTBamu. [IpaBuino JlunuHckw.

Tema nexkuun Ne 3: «KBaHTOBO-XMMHUYECKOe MoieTupoBanue MoJiekyja BAB»
Ilnan jJeknuu:
. IIpakTiyeckue aclieKkThl IPUKIAAHON KBAHTOBOM XMMHUH B MOAEIMPOBaHNU MoJieKys BAB.
. KBaHTOBO-XMMH4ECKOE MOJIENIMPOBAaHUE KaK METOJ] UCCIIEA0BAHNU.
. ITpobnemb! ocyliecTBICHUS KBAHTOBO-XUMHUYECKUX PAcUeTOB.

AW N —

. IIporpammsl 1151 TPOBEICHHS] KBAHTOBO-XUMHYECKUX PACUYETOB.

Tema gexuuu Ne 4: «MeToabl «CTPYKTYpPa — CBOICTBO» B IN3aiiHe BelIECTB € 3aJaHHbIMH
CBOMCTBAMM
Ilnan jJeknuu:

1. O6ocHoBanmne moaenupoBanus bAB s HampaBIeHHOTO CHHTE3A!

1.1. 3agaun MoeTupoBaHUsI.

1.2. UupopmanoHHbIe TEXHOTOTHH.

1.3. Tlogxoasl K MOAEIMPOBAHUIO BEIIECTB C 3aJaHHBIMU CBOMCTBAMHM, WX OTPAaHUYCHUS U
YIPOIICHUS.

2. MonexynsipHbIe AECKPUTITOPHI, KJIacCU(PHUKAIUSI U CIIOCOOBI pacyéra.

3. [TIlporHo3upoBanue (HUBHUKO-XUMHUYECKUX JACCKPUITOPOB C HCIOJIB30BAaHUEM MOJIEIEH
«CTPYKTYpa-CBOMCTBOY.

Tema gexuun Ne S: «IIporHosuposanue napamerpos ¢papmakoknHeTnkn bAB»
Ili1an Jekuumn:
1. AGcopOnust 1 OMOAOCTYITHOCTb.
2. IIponuniaeMocTs TemMaTosHIIepannueckoro 6aprepa.
3. IleyeHouHbII META0OIU3M.
4. KoMmproTepHbIe MOJIETH B MPOTHO3UPOBAHUU (hapMaKOKHMHETHKH.
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Tema sexuuu Ne 6: «Opranuyeckuii CHHTE3 Kak crocod co3aanusi HoBbix bAB»
ILnan nekuum:
1. Denu u 3a1auu OpraHUYECKOr0 CUHTE3A!
1.1. ITocTarnoBka mpoOIEMBI U TICITH.
1.2. CuHTE3 KaK MOUCK.
1.3. CuHTe3 KaK HHCTPYMEHT JJI UCCIICI0BaHUA.
1.4. OcHOBHBIE 33/1a4X OPTaHUYECKOTO CUHTE3A.
2. Pa3paboTka cTpaTeruu U TaKTHKW CHHTE3a:
2.1. IInanupoBaHKe CHHTE3a U PEKOMEH/IAINH 110 Pa3pabOoTKe CTpaTeruy CHHTE3A.
2.2. KoMmnbroTep Kak rujl 1 HOMOIIHUK B PETPOCUHTETUUECKOM aHAIIU3E.

Tema sgexkuun Ne 7: «@apmako(popHble TPyNINbI U HX CBA3b ¢ OMOJOrH4eCKOoil AKTUBHOCTBHIO
BAB. MeToabl n3yueHusi 0M0JIOTMYECKOIl AKTUBHOCTID)
Il1an Jexkuun:
1. ®apmakodopHbIe TPYIIIBI U UX CBSI3b C OMOJIOrMYECKON aKTUBHOCThIO BAB.
2. Metobl UX U3y4eHUs! OMOJIOTMYECKOM aKTUBHOCTH T10 TPYIIaM, COEAMHEHHs 00J1a1atoIye:
1.1. AHanbreTn4ecKOM aKTUBHOCTBIO.
1.2. IIpoTuBOBOCTIAIUTENBHON AKTUBHOCTBIO.
1.3. IIpoTUBOMUKPOOHOI aKTUBHOCTBIO.
3. Onenka BiusHUS (hapMako(OpHBIX TPYNI Ha OMOJIIOTHYECKYIO aKTUBHOCTH BAB Ha mpumepe

JICKApCTBCHHBIX CPCACTB.

Tema jexuun Ne 8: «Bupryanbubiii ckpuHuHr. KomOnHaTOpHAS XUMHA U
BBICOKONPOHU3BOIUTEIbHBIH CKPHHHHID)
Ilnan jJeknuu:
1. MeToapl BUPTYaabHOTO CKPUHUHTA.
2. KomOuHaropHast Xumusl.
3. BbICOKOIIPON3BOIUTENbHBIN CKPUHUHT.

Tema sexuun Ne 9: «3yueHne cBSI3U «CTPYKTYPa — AKTHBHOCTB)» U €€ HCI0JIb30BaHue JIA
co3nanus u noucka BAB»
Ilnan jJeknuu:
1. UcTopus nponecca noucka bAB.
2. KonunuecTBeHHbIE COOTHOLICHUS CTPYKTypa-akTuBHOCTH (Quantitative Structure-Activity
Relationship (QSAR)) u ux kiaccupukarms.
3. Ucnoms3oBanne QSAR B moucke BAB.
4. Tlouck u xoHcTpyHpoBanue BAB.

Tema gexuun Ne 10: «MonexkyasipHblil 10KMHT B qu3aiine BAB»
ILnan nexuun:
1. MonexynsipHbIil JOKHHT, OMMCaHUE U XapaKTePUCTUKA.
2. XapakTepuCTHKa MOJIEKYJISIPHO TOKHHTA.
3. Vcnonb30BaHNE MOJIEKYISIPHOTO JOKHHTA B BUPTYaJIbHOM CKPUHHUHTE.



NMPAKTHYECKHUE 3AHSITUSI

Pexomenoayuu no nodzomoeke K npaKkmuuecKum 3aHAMUAM.
OOyuaronmmcst CleayerT:

- IPUHOCHTH C COO0I PEKOMEH/IOBAaHHYIO MIPEIO/IaBaTENIeM JIUTEPATYPY K KOHKPETHOMY 3aHSTHIO;

- A0 04YCpCAHOr0 NpPaKTHYCCKOIO 3aHATUSA MO PCKOMCHAOBAHHBIM JIUTCPATYPHBIM HCTOYHUKAM
npopadoTaTh TEOPETHYECKH Marephal COOTBETCTBYIOIICH TEMbl 3aHATHS W OTpabOTaTh 3aJaHus,
onpeneNnEHHbIe IS TOJrOTOBKH K J1a00paTOPHOMY 3aHSTHIO;

- IIPU TOATOTOBKE K JIAOOPATOPHBIM 3aHSATHSM CIIEyeT HCIIOIb30BaTh HE TOJBKO JICKIHH, HO H
y4eOHYIO JIUTEPATYPY;

- B Ha4aJIe 3aHATHUH 3a7aTh IIPEIIOIAaBATEIO BOIPOCH] 10 MATEpUaily, BbI3BAaBIIEMY 3aTPYAHCHUS B
€ro IOHUMaHHM.



Pazgen 1. OcHOBHbIE HANIPABJIEHUSI MOJIEKYJISIPHOTO IM3aiiHA OMOJOTHYECKH AKTHBHBIX
BemecTB (BAB)

3ansarue Ne 1
Tema 3ansiTusa 1.1: «OcHOBHBIC MOHATUA U LETU MoJiekyisipHoro au3aiiHa BAB. Iloaxoasl k
BBIOOPY KaHIUJIATOB B COCTUHECHHUS JIUJICPHI»

Hean: M3ydyeHnue TeopeTUUECKUX OCHOB MOJIEKYJIApHOro au3aiiHa bAB.
3agauu: OcBoeHHE HCHOIB30BAaHUS TMOJAXOAOB K BHIOOPY KaHIUAATOB B TEpaneBTUUYECKHE
MHUILEHHU.

OcCHOBHBIE IOHATHS:
®  MOJIEKYJISIDHBIN 1U3aliH;
® HampaBJICHUS MOJIEKYJISPHOTO AU3aNHA;
® CTPYKTYPHO-OPUEHTUPOBAHHbBIN IU3alH;
e (QyHKUIMOHAIBHO-OPUEHTUPOBAHHBIN AU3aliH;
® SMIUPUYECKUN CKPUHUHT;
e (hapMaKOJIOTUYECKUM CKPUHUHT

¢ TCPAINCBTHYCCKAasd MUIICHD.

Bonpocsl Kk 3aHATHIO:

YTo JeKUT B OCHOBE MOJIEKYJIIPHOTO n3aiiHa? OObSICHUTE LIEIH MOJIEKYIISIPHOTO JU3aiiHa.
[TpuBeauTe K1accupuKaIMO HAIIPABICHUH MOJIEKYJISIPHOTO JU3aiiHa.

Yro Takoe CTPyKTypHO-OPHUEHTHUPOBAHHbIN 1H3aiiH?

Jaiite onpenenenue GyHKIMOHATIEHO-OPUEHTHPOBAHHOIO AU3aiiHa?

ok~ wnNE

Kakue TpeboBaHus NpeIbsABISIOTCS K TEPalleBTUYECKOW MUILIEHU?
IIpakTuyeckue padoTnl

Ilpakmuueckaa padoma Ne 1. Ananuz 6anka 0anHvIX Kageopwvl apmayesmuueckon xumuu
DO0O0.

Leasb padoTbl: nMpoaHaIM3MPOBaTh OAHK JaHHBIX Kadenps! ¢apmaneBTHuecko xumun POO,
COCTaBHTD PSIJIbI IO MTPOTHBOBOCTIAIUTENBHOM, aHATBI€TUYECKOM U IPOTUBOMHUKPOOHOM aKTUBHOCTSIM.

Copaepxanue padoThbl:

1. Amnanu3 6aHka TaHHBIX Kadeapbl, pacnpeesieHne CTPYKTYp MO psiiaM.

2. ®opMHpOBaHHUE PAZOB B 3aBUCHIMOCTH OT OMOJIOTUYECKOH aKTHBHOCTH:

MIPOTUBOBOCTIATIUTENLHOM, aHATBI€TUYECKON U MPOTUBOMUKPOOHON aKTUBHOCTSIM.

Pe3yabTaT padoThl: psibl 0 TPEM BUIAM OMOJIOTUYECKONW aKTUBHOCTH.

Ilpakmuueckaa padvoma Ne 2. Buioop Kanoudamoe Ha uUCC1e006aHUE 63AUMOOEHUCMEUs C
mepaneemuiecKumMu MUeHAMU.

Heab padoThi: 0TOOpaTh KaHAMIATHI Ha HUCCIENOBAHUE B3aWMOJCUCTBUS C TEPANCBTHUYCCKHUMHU
MUIIICHSIMU.

Conep:xkanue padboThi:
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1. Toctpouth auarpamMmy pacmpeneieHus HaOII0JaeMbIX 3HAUEHUN C MOMOILIBIO MPOrpaMMm
Statistica u MS  Excel mno kakmomy Buay  OHMOJOTMYECKOH  AKTUBHOCTH:
MIPOTHUBOBOCIIATIUTEIILHOM, aHATBTeTUIECKON U TIPOTHBOMHUKPOOHOH.

2. CocCTaBUTH PSJIBI 110 BHIOPAHHBIM BHJIaM aKTHBHOCTH, YTOOBI OHU MOAYUHSIIUCH HOPMATBHOMY
pacnpeie/ieHuI0 BU3YaIbHBIM MeETOAOM. Kaxknplil psa JIoikeH coaepkarb He MeHee 20
COCTUHEHUN.

Pe3yabtaTr padorbl: OCBOEGHHE HCIIONB30BAaHHMSA MMOJIXOAOB K BHIOOPY KaHIUIATOB B
TepaneBTuueckue MuiieHu bAB.

Bomnpoce! 1151 cAMOKOHTPOJISA:
JaiiTe onpeneneHne NOHATUIO «MOJIEKYJIApHbINA nu3aiiH bBAB».
Onummre TpUHLIUI 0TOOpA COSAMHEHHM B PSAIbL.
Kaxue BbI 3HaeTe HalpaBiIeHUs MOJICKYJIAPHOTO AU3aiftHa?

Awnhe

B uem cocTouT 1€b HOPMAJIBHOTO pacHpeleeHHUs BU3YalbHbIM METOJOM HaO0JII0/1aeMBbIX
pe3yabTaToOB OMOIOTHYECKON aKTUBHOCTH 110 COSTUHEHHSIM?

5. C mnoMomplo, KakuX KOMIIBIOTEPHBIX MpPOrpaMM MOXKHO IIPOBEPUTb HOPMAJIBHOCTb
pacnpeneneHus’?

Jlureparypa:
OcnoBHnas: 1, 2.
JomonaurenpHas: 3, 19.

SausaTue Ne 2

Tema 3ansaTus 1.2: «Ouenka 6uonorndyeckoil akTuBHocTu nporpamMmoii PASS online
(BUpPTYaNbHBIA CKPUHUHT)»

Heab: mpoBecTH BUPTYyaldbHBIH CKPUHMHI OHOJOTMYECKOW AakKTUBHOCTH mporpammoi PASS
online.

3agauu: ocBOGHUE NMyTeH UCHOIb30BaHuUs OHJaliH cepBuca PASS online B moucke 6noa0rnuecku
akTHBHBIX coenuHeHni (BAC).

OcCHOBHbBIE IOHATHS:
® BHUPTYaJIbHBIH CKPUHUHT;
® TepareBTHYCCKAs MUIICHB;
® CIEKTp OMOJOTHYECKON aKTUBHOCTH;
e OHOJIOTUYECKH aKTUBHBIE COCTUHEHUS;
e 1porIb OMOJOTHYECKON aKTUBHOCTH;

® BEpPOSTHOCTH MPOSBICHUS OMOJIOTUYECKON aKTHBHOCTH.
Bomnpoce! k 3aHATHIO:

1. JlaiiTe onpeneneHre MOHATHIO «BUPTYaJTIbHBI CKPUHUHT»?
2. Yro mpencrapiuseT co0oii TepaneBTHYECKasi MUIIEHb B OHIaiH cepBuce PASS online ?
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3. C Hcnosib30BaHUEM, KaKUX KOMITBIOTEPHBIX IPOTPAMM U OHJIAMH pecypcoB MPOBOJAT MPOTHO3
CHEKTpa OMOJIOTUYECKOM aKTUBHOCTH BAB?
4. Kak onpeaenuTs BEpOATHOCTh MPOSBICHUS OMOIOTUYECKON akTUBHOCTH? B uéM e€ cmbicn?
IIpakTHyeckue padoThl

Ilpakmuueckasa paboma Ne 1. Ilocmpoenue 45 cmpykmyp uccnedyemvix paooe e npozpamme
Marvin Sketch.
Hean padoThI: MOCTPOUTH CTPYKTYpHI HcciienyeMbix BAB B mporpamme Marvin Sketch.
Conep:xkanue padboThi:
1. Tloctpoenue ctpykryp uccienyemsix bAB B mporpamme Marvin Sketch um ux
coxpanenue B popmare pdb.
Pe3yabTat padotbl: ctpykrypsl BAB B popmarte Marvin Sketch u pdb.

Ilpakmuueckan paooma Ne 2. Hccnedosanue cnekmpa o0u0102u4ecKoil aKmMueHOCMU
npozpammoit PASS online.
Heab padoThl: U3y4UTh CIEKTP OMOIOTHYECKOl akTUBHOCTH BAB.
Conep:xanue padoThI:
1. BBox cTpykTyp B hopmaTte Marvin Sketch u mporano3upoBanue crieKTpa OHOJIOTHUECKON
aKTUBHOCTH 1O Kaxxaomy bAB.
2. OOcyxaeHue mporHo3a.

Pe3ynbTaT PpaGoThI: CIEKTp OWOJOTHMYECKON AaKTHBHOCTH HCCICAYEMBIX PSJIOB
MPOU3BOJAHBIX.

Bonpocel 1J1s1 CAMOKOHTPOJIA:
B 4em 3akmnrogaercs BUPTyalbHbIA CKPUHUHI?
Yro mpencrasiseT co0oit cekTp 6uonornyeckoit aktuBHocT BAB?
K TepaneBTnueckum MuiieHsM B nporpamme PASS online oTHocsTCA?

A

Yro nmpencrasinseTr codoit popmat pdb?

Jlureparypa:
OcHoBHas: 1, 2.
Jonomaurensras: 12, 13, 18, 19.

3ansaTue Ne 3

Tema 3ansaTus 1.3: «KBaHTOBO-XMMHYECKHE PaCUETHI B MOJEIUPOBAHIH MOJIeKysT BAB»

Hean: M3yueHne TEOPETHUECKUX OCHOB METOJIOB PAacy€éTa KBAHTOBO-XUMHUECKUX JIECKPUIITOPOB
Mounekys BAB.

33[[3'1]/]2 OcCBOHUTB METOJUKHU pvaéTa KBAHTOBO-XUMHNYECKNX JECCKPUIITOPOB C HCIIOJB30BaAHUEM
nporpamMmMmHoro kommiekca ChemOffice 2005.

OcCHOBHbIC MOHATHA:
— IeOMETPUS MOJIEKYJIBL;
— TePMOJIMHAMUYECKUH IECKPUTITOP;
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— YaCTUYHBIN 3apsij aTOMa;
— TWATIOJIbHBINA MOMEHT;
— nosyamMnupudeckuid merog AM1;
Bonpocskl Kk 3aHATHIO:

1. HazoBuTe METO/1bI KBAHTOBO-XMMHUYECKOTO pacuéra CTPYKTYp.

2. B uéM 3akirogyaeTcs 1ejib KBAaHTOBO-XMMHUYECKOT0 MOJIEIMPOBaHus B aHanu3e bAB?
3. Yro Takoe TepMoauHaMuuecKast GyHKIUs?

4. Kakue nporpamMMbl UCIOJIB3YIOT IIPU MPOBEICHUN KBAHTOBO-XUMHUUYECKUX PACYETOB?

IIpakTnyeckune padoTnl

Ilpakmuueckaa paooma Ne 1. Ilocmpoenue cmpykmyp ucciedyemvlx coeOuHeHuil 6

npozpamme ChemOffice 2005.

Leapb padoThbl: OCTPOUTH CTPYKTYpHI uccienyembix bAB B mporpamme ChemOffice 2005.

Coaep:xanue padoThI:
1. [Toctpoenue cTpykTyp uccienyemoix bAB B mporpamme ChemOffice 2005.
PesyabTaT padorsi: ctpykTypsl BAB B ¢popmate mporpammsl ChemOffice 2005.

Ilpakmuueckaa paooma Ne 2. Ilpoeedenue onmumusayuu cmpykmyp u pacuém KeaHmoeo-

XumuuecKkux ()eCKpunmopoe.

Heap paGorbl: onTuMu3alys MOCTPOEHHBIX CTPYKTYpP U IPOBEIEHUE KBAaHTOBO-XMMHMYECKUX

pacu€ToB.

Copepxanue padboTsI:
1. Ontummsauus cTpyktyp BAB wMmeromom monekynsprHoit mexanuku MM2 B coctase

nporpamMuoro kommuiekca ChemOffice 2005.

2. PacuéT KBaHTOBO-XMMHYECKHX JeckpunTopoB BAB nporpammoii Mopac.
3. O6paboTka pe3yabTaToOB pacuéra ¢ UCnoib3oBaHueM nmporpammel MS Excel.

Pe3yabTaT padoThl: KBAHTOBO ~XUMHYECKHUE IECKPUIITOPBI HCCIEYEMBIX COCIUHEHUM.

Bonpocs! 111 CAMOKOHTPOJIA:

1. Kakue MeTo/ibl KBaHTOBO- XMMUUYECKHUX pPacdE€TOB BbI 3HacTeE?

2. YeM oTIMYAOTCS METOABI MOJIEKYJIIPHOM MEXaHUKHU OT MOJIYIMIINPUYECKHX ?

3. Kakue nporpamMmbl MOYKHO UCIIOJIB30BATH Il TPOBEAEHUS KBAHTOBO-XUMHUYECKUX PACUETOB?

4, J{1s1 9ero Hy»HO MPOBOAUTH ONTUMHU3ALKIO MOJIEKYJ MPE] IPOBEACHUEM KBAHTOBO-XUMHUYECKHUX
pacyéroB?

5. Kakue paxTopsl BIUSAIOT HA CKOPOCTh KBAHTOBO-XUMUYECKUX pacdy€ToB cTpykTyp bBAB?

Jlureparypa:
OcnoBHas: 1, 2.
JlomonaurensHas: 3, 4, 8
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Sansatue Ne 4

Tema 3ansaTus 1.4 «MHOXECTBEHHBIN PETPECCUOHHBIN aHAIN3 B MOJAEIUPOBAHUU CTPYKTYP
HFAB»

Hean: M3yueHue  BO3MOKHOCTEH  INPUMEHEHHs  MHOKECTBEHHOIO  JIMHEWHOIO
PErpECCHOHHOT0 aHaliu3a B MOJIeIMpPOBaHNH CTPYKTYp BAB.

3agauu: OcBoeHHWE METOAMK TIPOBEICHUS PErPECCMOHHOTO aHajiu3a, COCTaBJICHUE
YpaBHEHU MHOKECTBEHHOM JIMHEMHOMN perpeccum.

OcHOBHbBIE TOHATHS:
PErpeCCUOHHBIN aHAINA3

— MHOKECTBEHHBI PErpeCCUOHHBIN aHAIU3
— KO3 GUIMEHT KOPPEISIHA

— KO3 GUIMEHT MHOXKECTBEHHOH perpeccuu
— Kputepuilt @uiepa

— CpeIHEeKBaJpaTU4Hasl OIKOKa

Bonpochl k 3aHATHIO:
. [laiiTe onpenenenne perpeCCHOHHOrO aHajau3a.
. B uem oTiimune MHOKECTBEHHOT'O PETPECCHOHHOTO aHaIM3a OT IPOCTOro?
. Uto takoe ko3 durment koppensuun (R)?
. Haiite onpenenenue kputeputo Ouiepa (F) u ams 4ero oH Hy eH?
. B uem cMbICT cpeHeKBaIpaTHYHON omuoku (S)?

hn A~ W N~

IIpakTnyeckne padoTsl

Ilpakmuueckas paboma Ne 1. Cocmasnenue maonuy 6 npoepamme MS Excel u Statistica ons
Nn0020MOGKU K PezPecCuOHHOMY AHAIU3Y.
Hean padotsi: coctaBuTh Tabiuibl o BAB B nporpamme MS Excel u Statistica it moarotroBku
K PETPECCHOHHOMY aHAIIN3Y.
Copepxanue padoTsI:
1. CocraBnenue tabmui o uccienyembiM bAB nporpammax MS Excel u Statistica.
Pe3yabTaTt padoTbl: Tabnuikl 1o uccneayemsiM BAB.

Ilpakmuueckan paooma Ne 2. IIposedenue MHOIHCECMBEHHO20 PecPEeCCUOHHO20 AHATU3A.

Heab padoThI: MPOBECTH MHOKECTBEHHBIN JINHEWHBIA PETPECCUOHHBIN aHAIN3.

Coaepxanue padoThbI:

1. IIpoBecTH MHOKECTBEHHBIN JTUHEHHBIN perpeccHoHHbIN aHanu3 B mporpammax MS Excel u
Statistica.

2. CocTaBUTh ypaBHEHMS] MHOKECTBEHHOM JIMHEWHON PErpeccuu Mo aHanm3upyemeiM bAB.

Pesyabrar padoTbl: ypaBHEHHUS MHOXXECTBEHHOW JIMHEHHOW  perpeccuu  Io
aHanuzupyembiM bAB.

14



Bonpocs! 1151 CAMOKOHTPOJIA:
UTto Takoe MHO>KECTBEHHBIH JIMHEHHBIN PErpecCUOHHBIN aHAIN3?
B uem oTimMune npocThIX perpecCUOHHBIX YPAaBHEHUN OT MHOKECTBEHHOM?
Kakue nmapameTpsl 103BOJISIOT OLIEHUTh KaYECTBO MOJIYYEHHBIX PETPECCUOHHBIX MOJENIEH?

R A

[IpuMmeHeHre ypaBHEHU MHOKECTBEHHOW PErpeccruy Ha MpakTUkKe?.

Jlureparypa:
OcHoBHasz: 1, 2.
JomonaurenpHas: 3, 4, 8.

Sausatue Ne 5

Tema 3ansitus 1.5 «KonanuecTBeHHbIE COOTHOLIEHUS «CTPYKTYPa-CBOMCTBOY. MeTobl
IIOCTPOEHHUSI MOJIEJIEN U OLIEHKa»

HeJIBZ I/I3yquI/Ie KOJIMYECTBEHHBIX COOTHOIICHUHN ((CTPYKTypa'CBOﬁCTBO))
33}]3'—[“: OcBoenne MCTOAHK HCCICAO0BAHUA KOJIMYCCTBCHHBIX COOTHOIICHUM «CTPYKTYypa-
CBOﬁCTBO)), IMPOBCACHUEC UX OLICHKH U BaJIWJAlINH.

OcHOBHbIE MIOHATHS:

— 3aBUCUMOCTB CTPYKTYpa-CBOMCTBO

— CTPYKTYpHBIE IECKPHUIITOPHI

— MOJIETTMPOBaHUE

— MHO>KECTBEHHBII perpecCHOHHBIN aHAN3
— kpurepuii @umepa (F)

— ko3 durtuent koppensimu (R)

Bonpocsl k 3aHATHIO:
1. Uto 03HauaeT 3aBUCUMOCTh «CTPYKTYpa-CBOUCTBOY?
2. Kakue neckpuntopbl MO>KHO MCIOIb30BaTh JIJIsl OMMCAHUS CTPYKTYphI?
3. CniocoOsI pacuéra CTpYKTYPHBIX IECKPUIITOPOB.
4. Kakue nporpamMmmsl MOKHO MCIIOJIb30BaTh JUUIS IIOCTPOEHUS MOJENIEH?
5. TuIbl perpeCCUOHHBIX 3aBUCUMOCTEN B UCCIIEOBAHUAX «CTPYKTYPa-CBOMCTBOY.

IIpakTnyeckne padoTsl

Ilpakmuueckas paboma Ne 1. Cocmaenenue maonuy 6 npozpamme MS Excel u Statistica ons
Nn0020MOGKU K MHOMCECMEEHHOMY TUHEHOMY PecPeCCUOHHOMY AHAU3Y.
Leanb padotbl: cocraButh Tadnub 1o bAB B mporpamme MS Excel u Statistica a1 moAroTroBku
K MHO>KECTBEHHOMY PETPECCHOHHOMY aHaU3Yy.
Copepxanue padoThI:
1. CocraBienue Tabnun no ucciaenyeMbiM BAB mporpammax MS Excel u Statistica.
Pe3yabTaTt padoThl: Tabnuik! 1o uccneayemsiM BAB.
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Ilpakmuueckasa paboma Ne 2. Ilposedenue mMHOICECMBEHHO20 TUHEHUHO20 PecPecCUOHHO20
AHAU3A 0713 UCC/1e006AHUSA KOTUYECIM8EHHBIX COOMHOUIEHUTL (CIMPYKMYPA-CEOUCME0).

Ieap padoThl: IPOBECTU MHOKECTBEHHBIN JIMHEWHBII pErpECCUOHHBIIN aHAIM3.

Copnepxxanue padoThI:

1. IlpoBecTn MHOKECTBEHHBIN JIMHEHHBIM perpecCHOHHBIA aHanu3 B mporpammax MS Excel u
Statistica.

2. CocTaBUTh YpaBHEHMsSI MHOYKECTBEHHOW JIMHEHHOW perpeccud mno aHanusupyemeiM BAB
KOJINYECTBEHHBIX COOTHOIIEHUH «CTPYKTYpa-CBOUCTBOY.

Pesyibrar padoThbl: ypaBHEHUS  MHOXKECTBEHHOW JIMHEWHOM  perpeccuM IO
aHanm3upyeMmbiM BAB 3aBucuMocTH «CTPYKTYpa-CBOKWCTBO.

Ilpakmuueckasa padoma Ne 3. Ouenka u eanuoayus mooeneii «CmpyKmypa-ceoiucmaeoy.

Leap padoThbl: NPOBECTH OIEHKY M BAJIUJAIUI0 YpPaBHEHUH 3aBHCHUMOCTH «CTPYKTypa-
CBOMCTBO».

Copepxxanue padboThbI:

1. IIpoBecTu OLIEHKY ypaBHEHUI MHOKECTBEHHOH JIMHEHHOH perpeccuu B mporpammax MS Excel
u Statistica.

2. BBINMOTHUTH BATMJAIUIO MTOTYYEHHBIX MOJICIICH.

Pe3yabTar padorThl: OLEHKA W BalWAALMS YPABHEHUNM MHOKECTBEHHOW JIMHEHMHOMU
perpeccuu 1o aHanuupyembiM BAB 3aBUCHMOCTH «CTPYKTYpa-CBOMCTBOY.

Bonpocsl 1151 CAMOKOHTPOJIA:
1. UTo MOHUMAIOT O] UCCIIEIOBAHUSIMH «CTPYKTYpa-CBONCTBOY»?
2. Kakue 1ecKpHunTopsl MOXXHO OTHECTH K CTPYKTYPHBIM?
3. Kak npoBOJAT OLIEHKY MOJIENEH «CTPYKTypa-CBOMCTBO»?
4. B uém 3akimoyaeTcs BaluAays MOJEIEH «CTPYKTYpa-CBONCTBO»?

Jlureparypa:
OcHoBHas: 1, 2.
JomonauTenbHas: 3, 4, 8.
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3ausaTue Ne6

Tema 3ansaTus 1.6: «Teopernyeckuii pac4€T KOHCTAHT JTUMOPUIBHOCTH M HOHU3ALUH C
UCIIOJIb30BAaHUEM KOMIIBIOTEPHBIX MOJECIIEH U IIPOrpamMm»

He.]]b: TeOpeTI/I‘IeCKI/I pacCuuTaTb KOHCTAHTBI J'II/IHO(bI/IJ'IBHOCTI/I K HOHH3alHu C
HCIIOJIB30BAHHUEM KOMIIBIOTCPHBIX MOI[CJ'ICI\/'I U IIporpamMm.

33}]3'—[“: OcBouTh IIPOBEACHHUE pacqéTa KOHCTAHT J'II/II'IO(bI/IJ'IBHOCTI/I N HOHH3allUUu C
HCIIOJIB30OBAHHUEM KOMIIBIOTCPHBIX MOI[CJ'ICI\/'I U IIporpamMm.

OcCHOBHBIE IOHATHS:

— CTPYKTYPHBIE JECKPUITOPHI

— KOHCTaHTa JIAMO(UIHLHOCTH

— KOHCTAHTBl HOHU3ALUU

— KOHCTaHTa KUCJIOTHOCTH U OCHOBHOCTH

Bonpocel Kk 3aHATHIO:
1. K pu3uKO-XUMHUYECKUM JECKPUTITOPAM OTHOCSTCS ?
2. OT 4ero 3aBUCHUT KOHCTaHTa TUNO(PHILHOCTH ?
3. BousiHue cTpyKTYpHBIX ()parMEHTOB Ha KOHCTAHTY JUNO(PHUIBHOCTH ?
4. Moryr 1M OKa3blBaTh BIUSHHE KOHCTAHTHI JIMIMOPHIBHOCTH M HOHHM3AlMM Ha OWOJIOTHYECKYIO

akTUBHOCTHL BAB?

IIpakTnyeckne padoThl

Ilpakmuueckan paooma Ne 1. Ilpocnozuposeanue koucmanm aunogunvnocmu bAB
npozpammoit ChemOffice 2005.
eapb padoThI: BBIIOIHUTH IPOTHO3 KOHCTAHT JUNIOGUIbHOCTH BAB.
Copepxxanue padoThbI:
1. CocraBnenue Tadmui o uccineayemsiM bAB nporpamme MS Excel.
2. Tocrpoenme crpykryp B mnporpamme ChemDraw (ChemOffice 2005) wu
NPOTHO3UpPOBaHKE KOHCTAHT JunopuisHocTH (10gP)
Pe3ysbTaT padoThl: TaOnuUIpI M0 MccienyeMbiM BAB ¢ mporHozupyembiMu 3HaueHusimu |0gP.

Ilpakmuueckas paooma Ne 2. Teopemuueckuii pacuém npocpammon AK_QSAR (logP pKa
pKb) koncmanm nunogpunvnocmu u uonuzayuu nPOU3600HHLIX AHMPAHUIOE0U KUCTIOMbL.
Heanb pa6oThI: BEITOIHUTH TPOTHO3 KOHCTAHT JIMMO(DHILHOCTH U HoHM3anuu bAB.

Coaepxanue padoThbI:
1. CocraBnenne Tabdmui o uccineayemsiM bAB nporpamme MS Excel.
2. Tloctpoenue ctpyktyp B mporpamme AK QSAR (logP pKa pKb) c¢ wucmonp3zoBanuem
CTPYKTYPHBIX ()parMeHTOB.

3. [IporHo3upoBaHre KOHCTAHT TUTOPUITHFHOCTH U MOHU3AIIHH.

Pe3yabTaT padorsl: Tabauikl no ucciaeayeMbiM BAB ¢ mporao3upyemMpiMu 3HAYCHUSIMU
logP, pKa u pKa.
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Bomnpocek! 111 caMOKOHTPOJISA:
1. Kakue nporpaMmMbl MOXHO HCIIOJIb30BATh I NPOTHO3UPOBAHUS KOHCTAHT JUIMOPHIEHOCTH?
2. C noMo1IbI0 KaKoH ITPOrpaMMbl MOKHO IIPOBECTU MOJIEIMPOBAHUE KOHCTAaHT MOHU3ALUH ?
3. Kak BimsieT cTpykTypa Ha 3Ha4YeHHUE KOHCTAHThI JTUMOPHIEHOCTH?
4. Kakue ¢pynkunonanbublie rpymmsl (PI7) B ctpykType BAB BnusitoT Ha HOHU3AIUIO?

Jlureparypa:
OcHoBHasx: 1, 2.
HononaurensHas: 3,4, 5, 6, 8.

3ausarTue Ne7

Tema 3ansitus 1.7: «[loctpoenue ctpykryp BAB ¢ 3anannbimu cBoiictBamu. [IpaBuio
JlunuHCcKn»

Heab: N3ydyenne crioco6a MOCTPOEHUSI CTPYKTYP C 3aJaHHBIMU CBOWCTBAMU.
3agauu: OcBouTh moctpoeHue cTpykryp BAB ¢ 3amaHHBIMU CBOICTBaMH U OIICHHUTH B

COOTBCTCTBHHU C IIPAaBHUIIOM JInnmHCKH.

OcHoOBHbBIE OHATHS:

— CTPYKTYpHBIE JECKPUIITOPHI

— KOHCTaHTa JIUMO(PUILHOCTH

— MOJIEKYJIIpHas Macca

— KOHCTAaHTa KACJIOTHOCTH U OCHOBHOCTH
— JJOHOPBI BOJOPOJHOU CBS3H

— aKUENTOpbl BOAOPOJHOU CBA3U

Bonpocsl k 3aHATHIO:
1. K cTpyKTypHBIM I€CKpUIITOpAaM OTHOCSITCS ?
2. OT 4ero 3aBUCHUT KOHCTAHTa MOHU3ALMH ?
3. Bousinue cTpyKTYpHBIX (parMeHTOB HAa KOHCTAHTY JTUMOPUIBHOCTH ?
4. Moryr 1M OKa3bIBaTh BIMSHUE KOHCTaHTHl JUMOMDUIBHOCTH W HOHHM3AIMM Ha OHOJOTHMYECKYIO
akTMBHOCTH BAB?

IIpakTH4eckne padboThI

Ilpakmuueckaa paooma Ne 1. Co30anue KauecmeeHHOl MoOenU NPOZHOZUPOBAHUA CEOUCHE
(logP, pKa, pKe) wucnonvzosanuem mabauy ¢ Komopwvix npueedeHvl CHMPYKmypvl U Qu3uKo-
xumuueckue oeckpunmoput (logP, pKa, pKe).

Heab padoThI: IOCTPOUTH KAUECTBEHHYIO MOJIENb MPOTHO3UPOBaHUs cBOKCTB BAB.

Copepxanue padoThI:

1. CocraBienue Tabmun mo wuccieayembiM BAB mporpamme MS Word, B koTopbix
IPUBEJICHBI CTPYKTYypa U (pusnko-xumuueckue neckpuntopsl (logP, pKa, pKs).

2. Co3gaHue KayeCTBEHHOW MOJENW B BUJE TaOIUIBI TPOrHO3upoBaHus cBOMCTB (logP,
pKa, pKas).
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Pe3yabTaT padoThl: TabauIIa IO KAYECTBEHHON MOJIEITN IPOTHO3UPOBaHUs CBOMCTB BAB.

Ilpakmuueckaa paooma Ne 2. Ilocmpoenue cmpykmyp BAB ¢ 3adannvimu ceoiicmeamu
coznacno npaeuny Jlununcku. Pacuém ceoiicme (1o0gP pKa pKb) ¢ ucnonvzoeanuem npocpamm
ChemOffice 2005 u AK_QSAR (logP pKa pKb).

Hean padotei: nocTpouts CTpyKTyphl BAB ¢ 3a1aHHBIMEU CBOWCTBaMHU.

Conep:xkanue padboThi:

1. Tlocrpoenue crtpyktyp B mporpamme ChemDraw (ChemOffice 2005) wu
IPOTHO3UPOBaHKHEe KOHCTAHT junoduisHocTH (10gP)
3. IlporHo3upoBaHue KOHCTaHT JIMMOMUIbHOCTH W woHm3anuu nporpammoii AK QSAR (logP

pKa pKb).

4. OueHka BEpOSTHOCTH TPOSBICHUS OHOJOTHYECKONW aKTMBHOCTH BAB B COOTBETCTBUH C
MpaBUIOM JIMITMHCKH.

Pe3ysabTaT padoThi: TabIUIBI 110 McclieayeMbiM BAB ¢ mporHo3upyeMbIMU 3HAYEHUAMHE
logP, pKa u pKs.

Bonpocsl 1J1s1 CAMOKOHTPOJISA:
1. Kakue nporpamMmbl MOKHO MCIIOJIb30BaTh JUIsl IPOTHO3UPOBAHUS KOHCTAHT JUNO(UILHOCTH?
2. 3HavyeHue KOHCTAHTHI JMIMO(PHIFHOCTH B COOTBETCTBUM C MpaBwioM JlumumHcku npu kotopom BAB
Oy/IeT MPOSIBIISATH OPATBHYIO aKTHBHOCTH?
3. TpeboBanus k Mosekyie BAB nposiBisitomieli 6M0I0THYeCKyt0 aKTUBHOCTh?
4. B xakom cinydae BAB Oyzner umers HU3Ky0 OMOJIOCTYIIHOCTh B OpraHu3me?

Jlureparypa:
OcHoBHas: 1, 2.
HomonmaurensHas: 3, 4, 5, 6, 8.

3ausaTue Ne§

Tema 3ansaTus 1.8: «MonekynsapHblil JokuHT. JIokUHT «poHOoro» nuranaa no LIOI'l u 2 u
ruaponasa E.Coli(S.Aureus)»

Hean: M3yuenue crnocoba NpOBENEHHS MOJEKYJISPHOIO JOKHHIa C HCIOJIb30BaHUEM
«POJTHOTOY» JIUTaHA.

3amaun: OcBouTh MOJEKYJIspHBIA HoKUHT BAB mporpammoii AutoDock 4 na mpumepe
JOKHHTa «POJTHOT0) JIMTaHA.

OcCHOBHbBIE IOHATHS:

— TepaneBTUYeCcKasi MHUILIEHb
— MOJIEKYJISIPHBIA JTOKUHT

— KoH(popmarus

— CKOPUHTOBBIC (DYHKITH

— SHEPTHs CBSI3BIBAHUS

— MEXMOJICKYJISIpHAs SHEPTHS
— KOHCTaHTa MHTUOUPOBAHHSI
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Bomnpoce! k 3aHATHIO:
1. Yto Takoe MOJIEKYJISIPHBII TOKUHT?
2. Bupl MOJEKYISIPHOTO JOKUHTA?
3. B uém oTinume JOKUHTA «POJHOTO JIMTaHa» OT APYTHX BUAOB JOKUHIa?
4. C xako# 1eJbI0 B MOJICKYJISIPHOM JOKHHTE UCIIOIB3YIOT (hepMEeHT?

IIpakTuyeckue padoTbl

Ilpakmuueckan paooma Ne 1. Monekyaapuvlii O00KUHZ Humecyauoa no gepmennty
yuknookcuzenasa 1.
Leab paGoThI: BRIMOJIHUTH MOJICKYJISPHBIN JOKHHT HUMECYIUAa 0 (pepMEHTY UKJIOOKCUTEHA3a

Copepxxanue padboThbI:

1. Haiitu ¢ ucnons3oBanueM uHTepHEeTa MH(popMaiuio u3 0a3el ganHbix RCSB Protein
Data Bank o crpykrype PDB ID code: 3N8X. Ctpykrypa 3N8X npencrasisier co00ii KOMILJIEKC B
dopmate pdb Humecynmuaa ¢ muknookcurenasoi (IIOIN) 1 u ckavyars B manky Tutorial Ha mucke
«C» KoMIproTEpA.

2. BBINOTHUTD MOJEKYISIpHBIA TOKMHT mporpammoii AutoDock 4 «poaHoro» nuranja c
AKTHUBHBIM Y4acCTKOM (hepMeHTa.

3. BpImonHUTH aHaIM3 TPOBENEHHOTO JOKWHTa HUMECYIUAa C HCIOJIb30BAHUEM
uHCTpyMeHTOB nporpaMmbel MGL Tools.
Pe3yabTaT padoThI: aHATU3 MOJYYEHHBIX KOH(OPMAIUi, MEXMOJIEKYISIPHBIX BOJIOPOIHBIX

CBsI3€l U CKOPUHTOBBIX (DYHKIIHIA.

Ilpakmuueckana paboma Ne 2. Monekynapuvlii 00Kunz Oukioenaka no gepmenmy
UUKTI00KCUZeHa3a 2.
IHeab padoTbl: BHINOJIHUTH  MOJEKYISPHBIA  JOKMHI  JAuKiIodeHaka 1o  (epMeHTy
LUKJIOOKCUTeHa3a 2.
Copepxxanue padoThbI:
1. Haiitu ¢ ucnons3oBanueM MHTepHeTa mH(popMaimio u3 0as3el ganHbix RCSB Protein
Data Bank o crpykrype PDB ID code: 1PXX. Ctpykrypa 1PXX npezacrapinsier co00ii KOMILIEKC B
dopmare pdb nuknodenaka ¢ IIOI'2 u ckauate B nanky Tutorial Ha gucke «C» KOMITbIOTEpA.
2. BBINOTHUTH MOJEKYISIpHBIA TOKMHT mporpammoit AutoDock 4 «poaHoro» nuranja c
AKTUBHBIM Y4acTKOM (pepMeHTa.
3. BbIMONHUTE aHaIW3 TPOBEACHHOTO JOKHMHTa JUKIO(eHaka ¢ HCHOJIb30BAHUEM
uHCTpyMeHTOB mporpamMMbl MGL Tools.
PesyabraTr padoThl: aHaIW3 MOJYyYEHHBIX KOH(OpMAalMii, MEXMOJIEKYISPHBIX BOJOPOIHBIX
CBSI3€M U CKOPUHTOBBIX (DYHKLIHH.

Ilpakmuueckaa paboma Ne 3. Monekynapuwvlit 00KUH2 AKMUHOHUHA NO hepmenmy 2uoponaza
E.Coli.
Ilesib padoOTHI: BHITOJHUTH MOJICKYJISIPHBIN JOKUHT akKTHHOHUHA 10 hepmenTy ruaposiasa E.Coli.
Copepxanue padoThI:
1. Haiiti ¢ mcrHosip30BaHHEM HMHTEpHETa MHopManuio u3 0a3bl maHHeix RCSB Protein
Data Bank o crpykrype PDB ID code: 1LRU. Crpykrypa 1LRU npeacrasasier co6oii KOMILIEKC B
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dopmare pdb akruHonmua ¢ ruaponasoii E.Coli u ckauare B mamky Tutorial Ha mucke «Cy»
KOMIIBIOTEpA.

2. BBIMOTHUTD MOJEKYISIPHBIA TOKHHT mporpammoii AutoDock 4 «poaHoro» nuranmga c
AKTUBHBIM Y4acTKOM (hepMeHTa.

3. BbIMONHUTH aHaANU3 MPOBEACHHOTO JIOKMHTa AaKTHHOHMHA C HCHOJIb30BAHUEM
uHCcTpyMeHTOB nporpamMmmbl MGL Tools.
PesyabraT padoThl: aHAIKW3 MOJYYEHHBIX KOH(OpMAalMii, MEKMOJNEKYISPHBIX BOJOPOIHBIX

CBSI3€H M CKOPUHTOBBIX (PYHKITUH.

Ilpakmuueckaa paboma Ne 4. Monekynapuwvlit 00KUHZ AKMUHOHUHA NO hepMenmy 2uoponaza
S.Aureus.
Leasb paGoThbl: BBHIIOJHUTH MOJICKYJISIPHBIH JOKMHT aKTMHOHMHA MO (EpMEHTY THIpoIiasa
S.Aureus.
Conep:xanue padoThI:
1. Haiitu ¢ ucmonb30BaHHeM HHTepHeTa MH(pOpMaiuio u3 6asel gqanHeix RCSB Protein
Data Bank o crpykrype PDB ID code: 1Q1Y. Ctpykrypa 1QLY npencrasisietr co00ii KOMILJIEKC B
dopmate pdb aktunonuna c¢ rumposaszoii E.Coli u ckauate B manky Tutorial Ha mucke «Cx»
KOMIIBIOTEpA.
2. BoImoaHUTh MOJNEKYISApHBIA TOKHHT mporpammoii AutoDock 4 «pomHOro» nuranga c
AKTHUBHBIM Y4acCTKOM (hepMeHTa.
3. DBbInmosHWUTHP aHANU3 MPOBEACHHOIO JOKUMHIA AaKTUHOHMHA C MHCIIOJIb30BaHUEM
UHCTpyMeHTOB mporpamMMmbl MGL Tools.
Pe3yabTaTr padoThl: aHaANU3 MOJYYEHHBIX KOH(MOpPMAIMi, MEXMOJIEKYISPHBIX BOJOPOIHBIX
CBsI3€l U CKOPUHTOBBIX (DYHKIIHIA.

Bonpocsl 1151 CAMOKOHTPOJIA:
1. Bo3MOXXHOCTH U OTpaHUYEHHUST MOJICKYJIIPHOTO JJOKUHTA?
2. JlaiiTe onpeneneHnue MOHATHUS «YJaCTOK CBS3BIBAHUS?
3. YTo Takoe CKOPUHTOBbIE (PYHKIUH?
4. YTo MO3BOJSIOT OLIEHUTh CKOPUHTOBBIE (DYHKITUU?
5. Kak ompenenuts cenektuBHOCTh BAB 1o oTHOIIEHHIO K epMeHTY?

Jlureparypa:
OcnosHnas: 1, 2.
Homonuurensras: 3, 4, 5, 6, 8.
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3anaTue Ne 9
Tema 3ansatus 1.9: «Monexkynspubiii qokunr nporpammoit AK QSAR (MonekynsipHblii JOKUHT
HOI'l u 2). AHanu3 pe3yabTaToB JOKUHIa»

Hean: M3yyenue cmocoba MPOBEIACHHUS MOJEKYISPHOTO JOKHHTa C HCIOJIb30BaHUEM
nporpaMM AK QSAR (Monekynspusiit gokusr LOI'] u 2).

3agaun: OcBouTh  MoJekymspHbld  nokuHr BAB  mporpammoii  AK_QSAR
(Monekynsapasiii  gokuHr [[OI'l u 2). M3yunth OCOOCHHOCTHM aHaM3a PE3YJIbTAaTOB JOKHHTA B
npeiaraéMoM pacuéTHOM METOJIE.

OcHoOBHbBIE OHATHS:

— (pparMeHTapHBIC IECKPUIITOPHI
— MOJIEKYJIIPHBII JTOKWHT

— CKOPHHTOBBIE (DYHKITHH

— DHEPIUsl CBSI3bIBaHU

— MEKMOJIEKYJISIpHAs SHEPTUs

— KOHCTaHTa UHTUOUPOBaHMUS

Bonpocs! Kk 3aHATHIO:
1. Yro Takoe MOJIEKYIISIPHBII TOKUHT?
2. Bupl MOJEKYISIPHOTO JOKUHTA?
3. C kaxoii 11ebI0 B MOJIEKYJIIPHOM JOKMHI€ UCIIOIb3YIOT (PEPMEHT?
4. JIns 4ero UCIob3yeTcs MOJIEKYISPHBIA JOKUHT?
5. Yto Takoe TepaneBTUYEeCKas MUILIECHb?

IIpakTnyeckune padoTsl

Ilpakmuueckaa paooma Ne 1. Monekynapuwtit 0oxkunz npocpammou AK QSAR
(Monexynapuwtit 0okune IJOI'l u 2) 15 coeounenuii.
Heap padoThl: BBHIIOIHUTH MOJEKYIspHbIA AOKUHT mporpammoin AK QSAR (MonekynspHsiid
nokuHr L{OI'l u 2) 15 coenunenuit no pepmeHTam HuKIOOKcUreHasa 1 u 2.
Copnepxxanue padoThbI:
1. B Moayne «cTpyKTypa» mporpamMMbl IOCTPOUTH aHATU3UPYEMbIE COEMHEHUS.
2. PaccuurtaTh (UBMKO-XUMHUECKHE JECKPUOTOPHI B MOAyJe «PHU3UKO-XUMHUYECKHUE
CBOMCTBaY.
3. BBINOJHUTE MOJNEKYIAPHBIN TOKUHT B Moayie «QSAR» sl COOTBETCTBYIOLIETO psijia
MIPOU3BOIHBIX.
4. 3anonHuTh Tabnuiy B popmate MS Excel mo pe3ynbpraraM MOJIEKYJISIPHOTO JOKHHTA IO
[HOI' 1 u 2.
PesyabTaT padoThi: aHaIN3 MOJYyYEHHBIX CKOPUHIOBBIX (DYHKIMHA U OIIEHKA B3aUMOACHCTBHUS C
(bepMeHTOM (TepaneBTHYECKOW MUILIEHBIO).

Bonpocs! 1151 CAMOKOHTPOJIA:
1. BO3MOXXHOCTU U OTpaHUYEHUSI MOJIEKYJIIPHOTO JOKUHTa?
2. JlaitTe onpenesieHuE MOHATHS MEXMOJIEKYJIIPHOE B3aUMOJICHCTBHUE.
3. Yto Takoe CKOPUHTOBBIC ()YHKIIHH?
4. YTO MO3BOJIAIOT OLICHUTHh CKOPUHTOBBIE (DYHKITHHN?
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5. Kak onpenenuts cenexktuBHOCTh BAB 1o oTHOImEHUI0 K hepmeHTy?

Jlureparypa:
OcHoBHas: 1, 2.
JomonaurensHas: 3, 4, 5, 6, 8.

3anstue Ne 10
Tema 3ansaTus 1.10: «MonekynspHasiii tokuHr iporpammoit AK. QSAR (MonekysipHbIi
nokunr ruzaponasza E.Coli(S.Aureus)). AHanu3 pe3ysbTaTOB JOKUHTA

Heas: M3yyenue crmocoba MPOBEIACHHUS MOJEKYISPHOTO JOKHHTa C HCIOJIb30BaHUEM
nporpammbl AK QSAR (Monexymsipusiii gokunr rugponasza E.Coli(S.Aureus)).

3agaunm:  OcBouth  Monekymsipablii  gokuHr BAB  mporpammoit  AK_QSAR
(Monexynspubiit nokunr rugponaza E.Coli(S.Aureus)). M3yunTs 0COOCHHOCTH aHanmu3a pe3yjabTaToB
JOKHHTA B IIPEIaraéMoM PacdETHOM METOJIE.

OcCHOBHBIC IOHATHSA:

— (pparMeHTapHBIC IECKPUIITOPHI
— MOJIEKYJIIPHBIM JTOKWHT

— CKOPHHTOBBIE (DYHKITHH

— DHEPIUsl CBSA3BIBAHUS

— MEXMOJIEKYJISIpHAs SQHEPT U

— KOHCTaHTa UHTUOWPOBAHUS

Bomnpoce! k 3aHATHIO:
1. Yro Takoe MOJIEKYISIPHBII TOKUHT?
2. Bunbl MOneKyasipHOTO JOKUHTa?
3. C kaxoii 1enbl0 B MOJIEKYJIIPHOM JOKHHI€ UCTIOIb3YIOT (PepMEHT?
4. J1511 4ero UCToNb3yeTcs MOJIEKYISIPHBIN TOKUHT?
5. Yro Takoe TepaneBTUYeCcKasi MUILIEHb?

IIpakTnyeckune padoTsl

Ilpakmuueckaa paboma Ne 1. Monekyaapuotii 0okunz npozpammon AK QSAR
(Monexynapuuwtit 0okune cuoponasza E.Coli(S.Aureus)) 15 coeounenuii.

Heab pabdoThl: BHIIOTHUTH MOJEKYIspHbIA AOKUHT mporpammoir AK QSAR (MonekynspHsiid
nokuHr ruapornaza E.Coli(S.Aureus)) 15 coenunenuit mo ¢epmentam ruaponaza E.Coli u rumponasza
S.Aureus.

Copaepxxanue padoThbI:

1. B Moayne «cTpyKTypa» MporpaMMbl IIOCTPOUTH aHATTU3UPYEMbIE COSTUHEHUS.
2. PaccuutaTh (PHU3UKO-XUMUYECKHE IECKPUITOPHI B MOAyNe «(DU3UKO-XUMUYECKUE

CBOWCTBaY.

3. BBIMOTHUTE MONEKYIAPHBINA TOKUHT B Moayie «QSAR» mias cOOTBETCTBYIOIIETO psiaa

MIPOU3BOIHBIX.

4. 3anmonHuTh TabnuIy B hopmare MS Excel mo pe3ynbraraM MOJEKYISIPHOTO JOKHHTA 110
rugponasza E.Coli u ruaponasa S.Aureus.
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Pe3yabTaT padoThl: aHATM3 MOJTYYEHHBIX CKOPUHTOBBIX (DYHKITMH W OIlEHKA B3aMMOJICHCTBHS C
(bepMeHTOM (TepaneBTHYECKOW MUIIIEHBIO).

Bonpocskl 1151 CAMOKOHTPOJISA:
1. BO3MOXXHOCTH ¥ OTpPaHUYEHUSI MOJICKYJIIPHOTO JOKUHTA?
2. JlaiiTe onpeneneHue NOHATUS MEXMOJIEKYIIPHOE B3aUMOJICHCTBHE.
3. Yto Takoe CKOPUHTOBBIC ()YHKIIHH?
4. YTO MO3BOJIAIOT OLICHUTHh CKOPUHTOBBIC (PYHKITHHN?
5. Kak onpenenuts cenexktuBHOCTh BAB 110 oTHOIIEHUIO K hepMeHTY?

Jlutreparypa:
OcHoBHas: 1, 2.
JomonaurensHas: 3, 4, 5, 6, 8.
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Paszgea 2. [IpakTuyeckue acneKTbl MOJIEKYJAPHOro au3aiina bAB
3ansaTue Ne 11
Tema 3ausaTuga 2.1: «Mogenu kadectBeHHoro morucka bAB. CriocoObI co3manus, oleHKa u
BaJIH AL

Heanb: N3ydyenne kagecTBeHHOTO criocoba norcka BAB.
3agaun: OcBoeHue cnocoba kauecTBeHHOro noucka BAB, ero oreHka u Baauganus.

OcHOBHbIE TOHSITHSL:

— Ka4eCTBEHHBIN ITOMCK

— ¢parMeHTapHbIC JECKPUITOPHI

— MOJIEKYJIIPHBIM JTOKWHT

— CKOPHHTOBBIE (DYHKITHH

— BHEprus CBSA3BIBAHUS

— MEXMOJIEKYJIIpHAsk SHEPT UL

— KOHCTaHTa HHTUOMPOBAHUS

— OHMoOJIOrHYecKast aKTUBHOCTh

— MPOTHUBOBOCHAIIUTEIbHAS AKTUBHOCTD

— aHaAJIbIreTUYeCKasl aKTUBHOCTD

— IPOTUBOMHUKPOOHAS aKTUBHOCTh

Bomnpocs! k 3aHATHIO:

1. Yto Takoe KaueCTBEHHEINA MOUCK?
2. B ueM oTin4ne Ka4eCTBEHHOT'O MOKMCKA OT KOJUYECTBEHHOI'O?
3. 1151 4ero Ucnoab3yercs MOJIEKYISIPHBINA JOKUHT?
4. Yto Takoe TepaneBTUYECKAs] MUILIEHb?

IIpakTnyeckne padoTsl

Ilpakmuueckaa paooma Ne 1. Ilocmpoenue moodenu kauecmeennozo noucka bAB (15
coeounenuii) c IIBA.

Hean padoThl: mocTpouTh MOJENH KauecTBeHHOTO TToncka BAB ¢ [1BA.

Copepxanue padoTbI:

1. B pabore WUCHONB3YIOTCS pe3ynbTaThl MOJIEKYJISPHOTO JOKHMHIAa IMPOrpaMMoOin
AK QSAR (Monexynspasiii mokunar ILIOI'l u 2) 15 coeamnenmii u pesynbTarel [IBA.
Cocrasnsiem Tabauiy B Word.

2. BeiOupaem MHTEpBaJIbl CKOPUHTOBBIX (DyHKIMI 1151 akTUBHBIX BAB ¢ TIBA.

3. BoblmonHsieM MNpOBEPKY COCTABIEHHOM KayeCTBEHHOM Mojeiau Ha BblOOpke u3 15
COEIMHEHUH, KOTOPYIO HCIOIb30BAIN ISl COCTABIIEHUS MOJIEIHN KaueCTBEHHOTO IMOUCKA.

4. TIpoBoguM BaMAAIMIO MOJAEIH Kaue€CTBEHHOI'O MOMCKA C MCIOJIb30BAHUEM BHEIIHEH
BBIOODKM M3 TSITH COEAMHEHUH C PACCUYUTAHHBIMH CKOPUHTOBBIMH  (QYHKIHMSIMH U
JKCIIEPUMEHTaIbHBIMU pe3yabTaTamu [IBA.

PesyabTaT padorsl: Moaenb kauecTBeHHOTro noucka bAB c IIBA.

Ilpakmuueckaa paboma Ne 2. Ilocmpoenue moodenu kauecmeennozo noucka bAB (15
coeounenuit) c AA.

s padoThI: TOCTPOUTH MOJIEINb KauecTBEHHOT0 nmorcka bBAB ¢ AA.

Conep:xkanue padboThi:
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1. B pabore wuCHONB3YIOTCS pe3yJabTaThl MOJEKYJSIPHOTO JOKHWHTA IMPOTPaMMOM
AK QSAR (Monekynspubiii gokusr LHHOI'l u 2) 15 coequnennii u pe3ynbratel AA. CocraBisem
tabmuiy B Word.

2. BeiOupaem HHTEpBaJIbl CKOPUHTOBBIX (DYHKIMIA 17151 akTHBHBIX BAB ¢ AA.

3. BeimosHsieM NpPOBEpPKY COCTABICHHONW KadeCTBEHHOW Mojenu Ha BbIOOpKe Hu3 15
COEIMHEHUH, KOTOPYIO MCIOIb30BAJIN Ul COCTABIICHUS MOJIEIN Ka4€CTBEHHOT'O IIOMCKA.

4. IIpoBoguM BaJIMJALUI0 MOJENIHM Ka4eCTBEHHOI'O IOUCKA C MCIOJIb30BaHUEM BHEIIHEH
BBIOOpDKM M3 MATH COEIMHEHMH C pACCUMTAaHHBIMU CKOPUHIOBBIMM  (QYHKLHAMH H
JKCIIEPUMEHTAIBHBIMU pe3ysbTaTaMu AA.

PesyabTaT padorsl: MoJelb KauecTBEHHOTO 1oncka bAB ¢ AA.

Ilpakmuueckaa paboma Ne 3. Ilocmpoenue moodenu kauecmeennozo noucka BbAB (15
coeounenuir) ¢ IIMA.

e padboThi: TOCTPOUTH MOJICINIb KauecTBeHHOTO noucka bBAB ¢ IIMA.

Coaep:xanue padoThI:

1. B pabore HUCHONB3YIOTCA pe3yibTaThl MOJIEKYJSIPHOTO JIOKMHTAa MPOrpaMMoii
AK QSAR (Monekynspusbrii gokunr ruapoinasa E.Coli(S.Aureus)) 15 coeaunenuii u pe3ynbTaThl
I[IMA. CocraBnsiem Tabmauiy B Word.

2. Boibupaem uHTEpBaibl CKOPUHIOBBIX PYHKIMM 11 akTUBHBIX BAB ¢ IIMA.

3. BblnosHsieM NOpOBEPKY COCTABJIEHHOM KaueCTBEHHON Mojenu Ha BbIOOpke u3 15
COEIMHEHU I, KOTOPYIO UCIOIb30BAIM JUIsl COCTABJIEHUS MOJIEIN KaU€CTBEHHOTO IIOHCKA.

4. TIpoBoauM BaJIUJAIIUIO MOJIEIH KaueCTBEHHOTO MOMCKA C HMCIOJb30BAHHEM BHEILIHEH
BHIOODKM M3 TSTH COEAMHEHUW C PACCYUTAHHBIMU CKOPWUHTOBBIMH  (YHKIHSIMH U
SKCIIEPUMEHTaIbHBIMU pe3yibTaramu [IMA.

Pe3yabTaT padotbi: Moaens kayecTBeHHOTO noncka bAB ¢ [IMA.

Bonpocel 1J1s1 CaMOKOHTPOJIA:
1. BO3MOHOCTH ¥ OIpaHUYEeHHsI KaUeCTBEHHOTO MOoucKa?
2. [laifTe onpe/eseHne NOHATHS MEXMOJIEKYJIIPHOE B3aMO/IEIICTBHE.
3. Yro Takoe kauecTBeHHbIN noruck BAB ¢ onpeneneHHbIM BUAOM OHOJIOTMYECKON aKTUBHOCTH?
4. YTo no3BOJISAIOT OLIEHUTh CKOPUHIOBbIE (DyHKIMH?
5. Kak mnpoecTH Banmumanuioo MOJAENM KadeCTBEHHOro noucka BAB ¢ omnpeneneHHeIM BHIOM
OMO0JIOTNYECKOI aKTUBHOCTHU?

Jlureparypa:
Ocnosnas: 1, 2.
HomonuurensHas: 3, 4, 5, 6, 8.
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SansarTue Nel2

Tema 3ansaTus 2.2: «[lorck KOTMYECTBEHHBIX COOTHOUICHUH CTPYKTYpa-aKTUBHOCTH. MeToabl
IIOCTPOEHHUSI MOJIENIEH, OLIEHKA U BAJIWIALIUS

Henab: N3ydyeHne KOIM4eCTBEHHBIX COOTHOLLIEHUH «CTPYKTYypa-aKTUBHOCTbY
3agaum: OcBoeHHE METOIUK MCCIIEI0OBAHNS KOJMUYECTBEHHBIX COOTHOLIEHUH «CTPYKTypa-
aKTUBHOCTBY, IPOBEJICHUE UX OLIEHKU M BAJIMIALUH.

OcCHOBHBIE IOHATHS:

— 3aBUCHUMOCTH CTPYKTYpPa-aKTUBHOCTh

— Ouonornyeckass akTHBHOCTh

— CTPYKTYPHBIC JCCKPHUIITOPHI

— MOJICITMPOBAHHE

— MHO>KECTBEHHBII PErPECCUOHHBIN aHAIIN3
— kpurepuii Gumepa (F)

— kod(pduruent koppeisiun (R)

Bonpocsl k 3aHATHIO:
1. Yto 03HayaeT 3aBUCUMOCTb «CTPYKTYPa-aKTUBHOCTbY»?
2. Kakue 1ecKpUnTopbl MOKHO UCTIOIB30BATh JIJIsl OIIMCAHUS CTPYKTYPBI?
3. CriocoOsl pacuéra CTpYKTYPHBIX I€CKPUIITOPOB.
4. Kakue nporpaMMbl MOKHO MCHOJIb30BATH JJIsl TIOCTPOEHUS MOIEIen?
5. Tumsl perpecCMOHHBIX 3aBUCUMOCTEH B UCCIIEJOBAHUAX «CTPYKTYpPa-aKTUBHOCTHY.
IIpakTnyeckne padoTsl

Ipaxmuueckasn paboma Ne 1. Cocmasnenue maonuy é npozpamme MS Excel u Statistica o1s
Nn0020MO6KU K MHOIHCECHEEHHOMY TUHEIUHOMY PeZPeCCUOHHOMY AHANU3Y.
Hean padotsi: coctaBuTh Tabiuibl o BAB B nporpamme MS Excel u Statistica it moarotroBku
K MHO>KECTBEHHOMY PETPECCUOHHOMY aHaJU3Yy.
Copepxanue padoThbI:
1. CocraBnenne Tabnui no uccneayemoiM BAB mporpammax MS Excel u Statistica.
Pe3yabTaT padoThl: Tabnuikl 110 uccneayemsiM BAB.

Ilpakmuueckasn paooma Ne 2. Ilposedenue MHOICECHBEHHO20 TUHENHO20 PeZPeCcCUOHHO20
aHanu3a 014 Uccie006anus KOau4ecneeHHbIX COOMHOWEHUT «CMPYKIMYPA-aAKMUEGHOCHLb).

Heab padoThI: MPOBECTH MHOKECTBEHHBIHN JINHEWHBIA PETPECCUOHHBIN aHAIIN3.

Copaepxanue padoThbI:

1. IIpoBecTn MHOKECTBEHHBIM JMHEHHBIN perpeccHoHHbI aHanu3 B mporpammax MS Excel u
Statistica.

2. CocTaBHTh ypaBHEHHMS MHOXECTBEHHOM JIMHEHHOM perpeccun no aHammsupyeMeiMm BAB
KOJIMYECTBEHHBIX COOTHOUIEHUHN «CTPYKTYpPa-aKTUBHOCTBY.

PesyabTar padoThl: ypaBHEHHUS  MHOXKECTBEHHOW JIMHEHHOW  PErpeccud Mo
aHanmu3upyembiM BAB 3aBUCUMOCTH «CTPYKTYpa-aKTUBHOCTBY.

Ilpakmuueckan paooma Ne 3. Ouenka u eanuoayusn mooenei «CmpyKmypa-aKkmugHoCHby.
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Hear padoThI: TPOBECTH OLEHKY M BAIMAAIUIO YPABHEHH 3aBUCUMOCTH «CTPYKTypa-
AKTUBHOCTb.

Copnepxxanue padboThI:

1. IlpoBecTu OLIEHKY ypaBHEHHMI MHOKECTBEHHOM JIMHEHHOM perpeccuu B nporpammax MS Excel
u Statistica.

2. BBINOIHUTH BaTUJAIUIO MTOJTYYEHHBIX MOCIICH.

PesynbraTr paloThl: OLEHKAa M BaJIWJAlMs YpPaBHEHUN MHOXXECTBEHHOH JIMHEWHON
perpeccui 1o aHanuzupyeMbiM BAB 3aBUCHUMOCTH «CTPYKTYpa-aKTUBHOCTBY.

Bonpocskl 1151 CAMOKOHTPOJISA:
1. YTo moHUMAIOT MOJ UCCIEAOBAHUAMU «CTPYKTYpa-aKTUBHOCTHY?
2. Kakue neckpunTopbl MOKHO OTHECTH K CTPYKTYPHBIM?
3. Kak nmpoBOJAT OLIEHKY MOJIENel «CTPYKTypa-aKTUBHOCTHY?
4. B uéM 3akirouaeTcsl Baauaarus’?

Jluteparypa:
OcHoBHas: 1, 2.
JononmaurensHas: 3, 4, 8.

3ansarue Nel3

Tema 3ansatus 2.3: «Crnoco6 nmoucka BAB MeTo/10M MOJIEKYISIPHOTO JOKHHTA (BUPTYaIbHBIN
CKPUHUHT)»

Hean: M3yyenue merona noucka bAB MeTon0M MOJIEKYIISIPHOTO JOKUHTA.

3agauu: OcBoeHue cnocoba noucka bAB MeTonoM MOJEKyISIpHOTO JOKUHTA.

OcCHOBHBIC IOHATHSA:

— (pparMeHTapHbIE 1ECKPUIITOPHI
— Ouonoruyeckasi akTHBHOCTb

— IPOTUBOBOCIIAUTENbHAS AKTUBHOCTD
— aHaJIbreTHYecKas akTUBHOCTh

— IPOTUBOMHUKPOOHASI aKTUBHOCTh
— MOJIEKYJIIPHBII JTOKWHT

— CKOPHHTOBbIE (DYHKIMH

— DHEPI'Usl CBSI3bIBaHUS

— MEKMOJIEKYJISIpHAsl SHEPT U

— KOHCTaHTa MHTUOUPOBAHHUS

— KOHCTAHTbl HOHU3ALIUU

— KOHCTaHTa JIMIIO(PUIBHOCTH

Bomnpoce! k 3aHATHIO:
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1. Yro Takoe Guosornyeckas akTHUBHOCTh?

2. Jlaiite onpeesieHne BUPTYaIbHOIO CKPUHHHTA.

2. Kakas ocHOBHas 11€J1b UCII0JIb30BaHUS BUPTYaIbHOIO CKPUHUHIA?
3. Iy 4ero UCIoIb3yeTcsl MOJIEKYJISIPHBIM TOKUHT?

4. C xako# 1eJbI0 B MOJICKYJISIPHOM JOKHHTE UCIIOIB3YIOT (hepMEeHT?

IIpakTuyeckue padoThl

Ilpakmuueckasn paboma Ne 1. Hccnedosanue cnocooa noucka bAB ¢ IIBA (15 coeounenuit)
Memo0om MoneKkyaapruo2o ookunza no L{OI' 1 u 2 (eupmyanvhutii CKpuHuHz).
Heap padoThl: BBHIIOJHUTH MOJEKYIsApHbIA AOKUHT mporpammoi AK QSAR (MonekynspHsiid
nokuHr L{OI'l u 2) 15 coequnenuit mo pepMeHTaM HMUKIOOKCUTeHas3a 1 u 2.
Copepxxanue padboThbI:
1. B Monyne «cTpyKTypay MporpaMMbl HOCTPOUTH aHATTU3UPYEMbIE COSAMHEHHUS.
2. PaccuutaTh (PHU3IUKO-XUMUYECKHE JECKPUOTOPHI B MOAYyNe «(DU3MKO-XUMUYECKUE
CBOWCTBaY.
3. BbINOTHUTH MONEKYIAPHBINA JOKUHT B Moayie «QSAR» nias cooTBETCTBYIOIIErO psiaa
IIPOU3BOJIHBIX.
4. IIposectu nouck bAB ¢ I[IBA B uccinenyemom psiny us 15 coequnenuii
4. 3anomauth Tadimiy B opmare MS Excel mo pesymeraram moucka BAB ¢ IIBA mo
[HOI' 1 u 2.
PesyabTaT padorsl: ananus pesynasraTta noucka bAB ¢ IIBA no nokunry ¢ LIOI' 1 u 2.

Ilpakmuueckaa paboma Ne 2. Hccneooeanue cnocoba noucka bAB ¢ AA (15 coeounenuii)
MEmOo0oM MONEKYAAPpH020 0okunza no IL[OI' 1 u 2 (6upmyanvHbiit CKpUHUHZ).
Iesb padoThI: BBITOJHUTH MOJEKYISApHBIA JOKUHT mporpammoit AK QSAR (MonekynspHblii
nokuHr LIOI'l u 2) 15 coenunenuii no pepMeHTam HUKIOOKCUreHasa 1 u 2.
Copepxxanue padoThbI:
1. B Monyne «cTpykTypa» mporpaMMbl IOCTPOUTH AaHATTU3UPYEMbIE COETUHEHUS.
2. PaccuuTtaTh (PU3UKO-XMMHUYECKHE JECKPUNTOPHI B MOAYyJIE «(DU3UKO-XUMUYECKUE
CBOMCTBaY.
3. BBINOJHUTE MOJNEKYIAPHBIN TOKUHT B Moayie «QSAR» sl COOTBETCTBYIOLIETO psijia
IIPOU3BOIHBIX.
4. IIposectu nouck bAB ¢ AA B ucciegyeMom psany u3 15 coenunennii
4. 3anonuutk Tabmuiy B popmare MS Excel mo pesynasraTtam nmoucka BAB ¢ AA mo 1IOI"
lu2.
Pe3yabTaT padorsl: ananu3 pesynabrata norcka BAB ¢ AA no nokunary ¢ LIOI' 1 u 2.

Ilpakmuueckaa paboma Ne 3. Hccnedoeanue cnocooa noucka BAB ¢ AA (15 coeounenuir)
MEmOOOM MONEKYAAPHO20 OoKunza no cuoponase E.Coli(S.Aureus) (6upmyanvnuiit ckpununz).
Ieap padoThI: BBHIIOIHUTH MOJEKYIApHbIA AOKUHT mporpammoi AK QSAR (MonekynspHsii
nokuHr L{OI'1 u 2) 15 coenunenuit o pepmentam no rugponasza E.Coli(S.Aureus).
Conep:xkanue padboThi:
1. B Monyne «cTpykTypa» MporpaMMbl IOCTPOUTH aHATTU3UPYEMbIE COETUHEHUS.

29



2. PaccuuTtaTh (PU3UKO-XUMHUYECKHE JECKPUOTOPHI B MoAyle «(HU3MKO-XUMUYECKUE
CBOMCTBaY.

3. BBIOTHUTE MONEKYISPHBIA TOKUHT B Moayie «QSAR» mis cOOTBETCTBYIOIIErO psiaa
MIPOU3BOHBIX.

4. IIposectu nouck bAB ¢ IIMA B uccinenyemom psify u3 15 coenunenuit

4. 3anonHuTth Tabmuiy B ¢opmare MS Excel mo pesynpraTtam moucka BAB ¢ TIMA mo
ruaponasa E.Coli(S.Aureus).
Pesyabrar padorni: ananu3 pesynbrata noucka BAB ¢ IIMA mo nokuHry ¢ ruaposiasa

E.Coli(S.Aureus).

BOHPOCLI AJIsi CAMOKOHTPOJIAA:

1. BO3MOXHOCTH ¥ OrpaHUYEHUsI BUPTYaJIbHOTO CKpUHUHIA?

2. [laiiTe onpe/eseHrne NOHATUS MEXKMOJIEKYIIIPHOE B3aMO/ICIICTBHE.
3. Yro Takoe nouck BAB ¢ onpeneeHHBIM BUOM OMOJIOTHYECKON aKTUBHOCTH?

4. YTo MO3BOJISIOT OLIEHUTh CKOPUHTOBBIE (DYHKITHH?
5. Kak mpoBectn Bamupanuioo Mozenu moucka BAB ¢ omnpeneneHHbBIM BHIOM OHOJIOTHYECKOM

AKTUBHOCTH?

Jlureparypa:
OcnoBHas: 1, 2.
JomonaurensHas: 3, 4, 5, 6, 8.

3ausaTue Ne 14

Tema 3ansatus 2.4: «KonndyecTBeHHOE MPOTHO3UPOBAaHUE OMOJIOTHUECKOW akTUBHOCTH BAB ¢
MCIIOJIb30BaHUEM YpaBHEHUI MHOKECTBEHHOM PErpecCuu U KOMIIbIOTEPHBIX IPOrpaMM»

Henb: V3yueHue MerTona KOJMYECTBEHHOTO IPOTHO3UPOBAHMSI  OHMOIOrMYECKOMN

akTUBHOCTM BAB ¢ uCHOJIB30BaHWEM YpPaBHEHUMN MHOXECTBEHHOM pPErpecCHM M KOMIIBIOTEPHBIX

IIPOrPaMM.

3agauu: OcBoeHue crocoda KOJMMUYECTBEHHOTO TPOTHO3UPOBAHUS OHOIOTHYECKOM

aktuBHocTM BAB ¢ wuncnonbn3oBaHueMm ypaBHCHI/Iﬁ MHO>KECTBEHHOM perpecCcun U KOMIIBIOTCPHBIX

IIPOrPaMM.

OcCHOBHbIE IOHATHS:

— CTPYKTYPHBIE IECKPUITOPHI

— Omosornyeckasi akTUBHOCTD

— IPOTUBOBOCTIAJIUTEIbHAS AKTUBHOCTD
— aHaJbreTHYecKasi akTUBHOCTb

— IPOTUBOMHUKPOOHASI aKTUBHOCTh

— MOJIEKYJIIPHBIM JTOKWHT

— CKOPUHTOBBIC (DYHKITH

— DHEPrUsl CBSI3bIBAHUS
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— MEXMOJIEKYJISIpHAsl SHEPT U
— KOHCTaHTa UHTUOMPOBAHUS

— KOHCTaHThI HOHU3AIIUU

— KOHCTaHTa JIUMO(UIHBHOCTH

Bomnpoce! k 3aHAITHIO:
1. Yro Takoe 6HOIOrHYecKast akTUBHOCTh?
2. JlaiiTe onpeaeaeHue KOJIMYECTBEHHOIO MPOTrHO3a OMOIOTMYECKON aKTUBHOCTH.
3. Kakast ocHOBHasl 11eJ1b MCII0JIb30BaHMsI BUPTYaJIbHOTO CKPUHUHIA?
4. J1514 4ero UCIoNb3yeTcs MOJIEKYIISIPHBIN TOKUHT?
5. C xakoii 1enpio B MOJICKYJISIPHOM JOKUHT€ UCTIONB3YIOT (hepMeHT?

IIpakTHyeckue padboTbl

Ilpakmuueckasa padboma Ne 1. Hccnedoeanue cnocoda KoauuecmeeHHO20 NPOZHO3ZUPOBAHUS
IIBA (15 coedunenuit) ¢ ucnonv3zoeanuem ypagHeHul MHONCECHBEHHOU pezpecCuil U KOMNbIOMEPHBIX
npozpamm.

Heap padoThl: BHIIOIHUTH KOJIMYeCTBEHHbIN Nporuo3 [IBA (15 coenunenuit) ¢ nCmoyib30BaHUEM
YpaBHEHUI MHO>KECTBEHHOM pEerpeccCuu U KOMIIBIOTEPHBIX POTrPamMM.

Copepxxanue padboThbI:

1. B Monyne «cTpyKTypay MporpaMMbl HOCTPOUTH aHAJIU3UPYEMbIE COCTUHEHUSL.

2. PaccuurtaTh (UBMKO-XUMHUYECKHE JECKPUOTOPbI B MOAyJe «PHU3UKO-XUMHUYECKHE
CBOMCTBaY.

3. BBINOJHUTE MOJNEKYIAPHBIN TOKUHT B Moayie «QSAR» sl COOTBETCTBYIOLIETO psijia
IIPOU3BOIHBIX.

4. Ilposectm mnouck BAB c¢ IIBA B wuccnenyemoMm psny u3 15 coenMHeHui c
UCIIOJIb30BAHUEM  COCTABJIEHHBIX YpaBHEHHH MHOYKECTBEHHOW PErpeccuu  «CTPYKTypa-
POTUBOBOCTIAJIUTENIbHAS ~ AKTUBHOCTH» W KommbioTepHOil  mporpamMmbl  AK QSAR
(mpoTUBOBOCHIAIUTENbHASI AKTUBHOCTB ).

4. CocraBUTh CpaBHUTENbHYIO Tabmuuny B @opmare MS Word no pesyiabTatam
KonuuecTBeHHOro nporxosa [IBA no LIOI' 1 u 2.

PesynbTar padoThl: aHanu3 pe3yiapTaTa KOJIMYECTBEHHOro InporHo3a I[IBA mo ypaBHeHusAM u
KOMIIBIOTEPHON IIPOrpaMMe.

Ilpakmuueckasa paooma Ne 2. Hccnedosanue cnocoboa koauuecmeeHHo20 npozHo3uposanus AA
(15 coedunenuii) ¢ ucnonvzosanuem ypasHeHUNl MHONICECMEEHHOI pezpeccuu U KOMNbIOMEPHBIX
npozpamm.
eab pabdoThbl: BHINOIHUTH KOJIMYECTBEHHBIN MporHo3 AA (15 coeauHeHuii) ¢ UCTONb30BaHUEM
ypaBHEHUN MHOXECTBEHHOMN PETPecCU U KOMIIBIOTEPHBIX MPOTPAMM.
Copepxanue padoThI:
1. B Moayne «CTpyKTypay» nporpaMMbl IOCTPOUTh aHATU3UPYEMbIE COEAMHEHUS.
2. PaccuutaTh (PHU3UKO-XUMUYECKHE TECKPUNTOPHI B MOAyNe «(DU3UKO-XUMUYECKUE
CBOMCTBa».
3. BBIMOTHUTE MONEKYISAPHBIA TOKUHT B Moayie «QSAR» mis cooTBeTCTBYIOMIEro psia
MIPOU3BOHBIX.
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4. IlpoBectu mouck BAB ¢ AA B wuccnenyemMoM psgy u3 15 coeguHeHwil ¢
UCIIOJIb30BAHUEM  COCTABJICHHBIX YpaBHEHUN  MHOYKECTBEHHOW PErpPecCUH  «CTPYKTypa-
aHAJIbIETUYECKAsl aKTUBHOCTb» M KoMibloTepHo mnporpammbl AK QSAR (ananbretnueckas
aKTUBHOCTH).

4. CocTtaBUTb CpaBHHUTENIbHYIO Tabmuiy B Qopmare MS Word mo pesympratam
KoJinduecTBeHHOTo nporHo3za AA no L{OT' 1 u 2.

Pe3yabTaT padoThl: aHalu3 pe3ylbTaTa KOJMYECTBEHHOIO INMPOrHo3a AA 1O YpaBHEHUSIM U
KOMIIbIOTEPHOM NporpamMme.

Ilpakmuueckaa padoma Ne 3. Hccnedoeanue cnocoda KoauuecmeeHHO20 NPOCHO3ZUPOBAHUS
IIMA (15 coedunenuit) ¢ UCROIBL30BAHUEM YPAGHEHUII MHOMCECMEEHHOU pezpeccuu u
KOMRNbIOMEPHBIX NPOZPAMM.

Henpr paGoTpl: BBINOJHUTH KOJIWYECTBEHHbI mnporHo3 IIMA (15 coeauHenuii) c
WCIIOJIb30BAaHUEM YPAaBHEHU MHOXKECTBEHHON PErPeCCUU U KOMIIBIOTEPHBIX IPOTPAMM.

Coaep:xanue padoThI:

1. B Moayne «CTpyKTypa» NporpaMMbl IOCTPOUTh aHATU3UPYEMbIE COEAMHEHUS.

2. PaccuutaTh (PUIUKO-XUMUYECKHE JECKPUOTOPHI B MOAyNe «(DU3MKO-XUMUYECKUE
CBOMCTBa».

3. BBINOIHUTE MOJNEKYISAPHBINA JOKUHT B Moxyiie «QSAR» Iisi COOTBETCTBYIOLIETO psijia
IIPOU3BOJIHBIX.

4. Ilpoectu mnouck BbAB c¢ IIMA B wucciaenyemom psny u3 15 coeguHeHuil c
UCIIOJIb30BAHUEM  COCTABJICHHBIX YPaBHEHUW MHOXECTBEHHOM PErpeccurd  «CTPYKTypa-
IPOTUBOMHUKPOOHAsE aKTUBHOCTHY M KoMIbloTepHOM mporpammbl AK QSAR (nmpotuBomukpoOHas
AKTHUBHOCTb).

4. CocTtaBUTh CpaBHMTENIbHYIO Tabmuiy B Qopmare MS Word mno pesynpratam
KonuuecTBeHHOro nporxosa [IMA no LIOI' 1 u 2.

PesyabTar padorbl: aHanu3 pe3ynbTaTa KOJIMYECTBEHHOro mporHo3a [IMA mo ypaBHEHHSM U
KOMIBIOTEPHON TPOTpPaMME.

Bonpocs! 111 CAaMOKOHTPOJIA:
1. BO3MOXHOCTH ¥ OrpaHUYEeHHS] KOJTUYECTBEHHOTO MPOTHO3UPOBAHUS OMOJIOTHYECKONH aKTUBHOCTH?
2. JlaiiTe onpeneneHue NOHATUS MEXMOJIEKYJIIPHOE B3aUMOJICHCTBHE.
3. Uro takoe nouck BAB c ornpeneneHHBIM BUIOM OHMOIOTUYECKON aKTUBHOCTH?
4. YTo no3BOJISAIOT OLIEHUTh CKOPUHTOBBIE (DYHKIH?
5. Kak mpoBecT Banuaamuio MOACIA KOJTUISCTBEHHOTO TPOTHO3UPOBAHUS OMOJIOTUYECKOW aKTHBHOCTH?

Jlureparypa:

OcnoBHas: 1, 2.
JomomnaurensHas: 3, 4, 5, 6, 8.
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Sansatue Nels

Tema: 3aueTHOE 3aHATHE AUCHUIIJINHBI 110 BLIﬁOpy ((MOJIeKyJIﬂpHBIﬁ JU3aiiH OHOJIOrHYeCKH
AKTUBHbLIX BCIICCTB»

Heab: V3yueHne TeOpeTUIECKOro MaTepraa o MOJIEKYIIPHOMY JU3aiiHy OMOIOrHYECKU
AKTUBHBIX BELIECTB.

3agauu: OcyuiecTBiieHHE KOHTPOJS YPOBHS YCBOCHUS OOYHYAIOIIUMUCS TEOPETUYECKOTO
MaTepuaia JUCHUIUIMHBI 110 BEIOOpY «MOeKYISIpHBII 113aiiH OMOJOTUYECKH aKTUBHBIX BEILIECTBY.

Bonpocskl 11l MOATOTOBKH K 3a4€TYy:

1. MonexynspHslii nu3aiin BAB:

1.1. IlonsiTHe 1 Lenu.

1.2. Knaccugukanuus v xapakTepucTUKa HallpaBIeHUH MOJIEKYJISIPHOTO JIU3aiiHa:

1.2.1. CTpyKTYypHO-OpHUEHTUPOBAHHBIN JU3AMH.

1.2.2. OyHKIIMOHATEHO-OPUEHTUPOBAHHBIN TU3alH.

2. Metozsbl moucka u 0TOOpa nepcrneKTUBHBIX bAB.

3. Opraan4ecKkuii CHHTE3 Kak crocob co3anus HOBbIX bAB.

4. ®apmakodopHbIE TPYIIIBI U KX CBSI3b ¢ OMOJIOTHYEeCKO akTUBHOCThIO BAB. MeTo bl nzyuenus
OMOJIOTUYECKON aKTUBHOCTH.

5. BeruncnurensHble 1 ”HGOPMAILMOHHBIE METOAbI KOHCTpYyHpOBaHUs HOBbIX BAB.

6. TepaneBTHYECKAsA MUIIICHD:

6.1. Onpenenenue, TpeOOBaHUS K TEPAIEBTUUECKONW MHUILICHH.

6.2. Buapl TepaneBTUUECKUX MUILICHEH.

7. BupTyanbHblii CKPUHUHT.

7.1. OHnaiiH pecypcsl 1 KOMIIBIOTEPHBIE IPOTrPaMMBI JIs1 IPOBEAEHHUS BUPTYAJIbHOTO CKPUHMTA.

7.2. BepossTHOCTb IpOsiBICHUs OHosiornuyeckoil aktuBHoctu bBAB. Omnpenienenue U CyIHOCTb.

8. KomOuHaTopHas XUMHUS U BBICOKOIPOU3BOJUTENbHBIN CKPUHUHT .

9. KBaHTOBO- XMMHUECKHE Pacy€Thl B MOJIETMpPOBaHUH MoJeKyl bAB:

9.1. ®opMmaThl IpeICTaBICHUS CTPYKTYP XUMUYECKUX COETMHEHUH.

9.2. [IporpaMmsl 17151 IPOBEAEHHSI KBAHTOBO- XUMUYECKUX PAacUETOB.

9.3. MeTo1bl IpOBEIEHUST KBAHTOBO- XMMHUYECKHUX PAacYETOB.

9.4. Ominune NOMYIMIMPUYECKUX METONOB pacué€ra CTPYKTYp OT METOAOB MOJEKYJISIPHOU
MEXAHHKH.

9.5. C xaKkoil 1IeabpI0 TPOBOAIT ONTUMH3ALNIO CTPYKTYpBI MOJIeKYJbl BAB?

9.6. TepmoanHamuueckas QyHKIHUS.

9.7. ®akTopsl, BIMUAIOIINE HA CKOPOCTh KBAHTOBO-XMMHYECKUX PACYETOB.

10. PerpeccnoHHbIN aHanu3 B MogenupoBannu bAB:

10.1. Onpenenenue, BUAbI pETPECCUOHHOTO aHAIN3a, MPAKTUYECKOE TPUMEHEHHUE.

10.2. Koadduruent koppemnsiuu (R), kputepuit @umepa (F), cpennekBaapatudnas omuoka (S).

10.3. Kputepuu OLleHKH U BaduAaLNs PETPECCUOHHBIX MOJENIEH.

11. Mozaenu KoIMUYECTBEHHBIX 3aBUCUMOCTEN «CTPYKTYPa-CBONCTBO» U «CTPYKTYpa-aKTUBHOCTB:

11.1. Onpenenenue, myTyu NPaKTUUECKOTO UCIIOIb30BAHUS.

11.2. KBaHTOBO-XUMHYECKHE U (PU3UKO-XUMHUIECKUE JECKPUTITOPHI, UCTIOIb3yEeMbIE JJISI OTTMCAHUS

CTPYKTYPBI:

33



11.3. Koncranra munodunsaoctr (l0gP) u vonusammu (kucioraoctu (pKa) u ocaoBaoctu (pKBs)):

11.3.1. Bausiaue cTpykTyphl ¥ yHKIMOHAIBHBIX TPYII Ha BennyuHy KoHcTaHT 10gP, pKa, pKs.

11.3.2. Kakue mporpaMmbl MOKHO MCIIONIB30BaTh Jyisi poruo3uposanus 10gP, pKa u pKs?

11.3. Tunsl perpecCuOHHBIX YPAaBHEHUN B MOJETIAX.

11.4. Ouenka u Banuanus MOJEIEH.

12. KauectBennbiii nouck BAB. Ilonsatue. Otnumume OT KoiaumdecTBeHHOro mnoucka bAB.
BosmoxHocTH 1 orpanndenus. Banuaanus u olieHKa COCTaBICHHON MOJIEIH.

13. IlpaBuno Jlumuucku. TpebGoBanus k Mosekyne BAB mposiBisiomeld OHOIOTHYECKYIO
aAKTUBHOCTb.

14. MonexkynspHblii JOKUHT:

14.1. Buasl MOJIEKYJISIPHOTO IOKHMHTA.

14.2. Otnuyre qOKUHTA «POJIHOTO JIMTaH/1a» OT APYTUX BUJIOB JOKHUHTA.

14.3. IloHsiTHE KYy4acTOK CBA3BIBAHUSY.

14.4. Cxopunrossie pynkuuu. OnpeneneHue.

14.5. Onpenenenue cenekTuBHOCTH BAB 1o oTHOIIEHUIO K hepMeHTYy.

14.6. Bo3MO>XHOCTH ¥ OTpaHUYEHHUS METO/Ia MOJIEKYJISIPHOTO JIOKHUHTA.

TeopeTnyeckuil 3a4€T MO MOIYJII COJAEPHKHUT TECTOBBIE 3aJaHUSI C OJHUM IPABUIbHBIM
OTBETOM.

Jlureparypa:
OcnoBHas: 1, 2.
Jononmaurensuas: 1 — 20.
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BOIIPOCHI JIs1 CAMOITPOBEPKH

Paznien 1. OcHOBHBIE HANpaBICHHUS MOJICKYJISIPHOTO JM3aiiHa OMOJIOTUYECKH aKTUBHBIX BEIECTB
(BAB).

Bompocs! g camonposepku 1o TeMe 1.1: OcHOBHBIE NOHATHS U LIEJIM MOJIEKYJIIPHOTO JU3aliHa
BAB. IToaxoas! K BEIOOPY KaHAUIATOB B COSAMHECHUS JIHICPHI.
. UTO JIe)KUT B OCHOBE MOJIEKYJISIPHOTO TU3aiiHAa?
. [IpuBenuTe KIaccuGuKaUio HapaBICHUI MOJIEKYISIPHOTO AU3aiiHa.
. UTo Takoe CTPYyKTYpHO-OPUEHTUPOBAHHBIN JU3ailH?
. aiiTe onpenenenre GyHKIIMOHATHHO-OPUEHTUPOBAHHOTO TU3aitHa?
. Urto Takoe coenuHeHue auaep?
. JlaiiTe onpezaeneHue NOHATUIO «MOJIEKYJIApHBIN au3aiiH BAB».
. OnummTe TpUHIUIT 0TOOpA COSAMHEHHM B PSIBL.

00NN kAW~

. Kakue npeumymiecrsa naér nuzaitn BAB ¢ ucnonb3oBaHreM rOMOJIOITHUECKUX PSAIOB?

9. Kakue Bbl 3HaeTe HaNpPaBIECHUS MOJIEKYJISIPHOTO u3aiiHa?

10. B uem cocTouT 11eb pacipeeieHusi COeIMHEHUM B TOMOJIOTMYECKHUE PSJIbI?

11. C xakoi 1eNbl0 MPOBOAAT UCCIEIOBAHMS OLUEHKHU BIUSHUS U3MEHEHHS 3aMECTUTENEH B CTPYKType
MOJIEKYJIbI?

12. B uém oTinuMe CTPYKTYPHO-OPHEHTHUPOBAHHOTO AM3aiiHa OT (PYHKIMOHATHHO-OPHUEHTUPOBAHHOTO
nu3aina?

13. Kak MOXXHO HCMOJIB30BaTh (DYHKIIMOHAILHO-OPUEHTUPOBAHHBIA JTM3aiiH B TIOMCKE COCIMHECHUS-
nunepa?

14. OOBsicHUTE e MOJIEKYISIPHOTO JU3aiHa.

15. B uéM 3aknroyaeTcsi OCHOBHOM CMBICI MCTIOJIB30BAHMS COCIMHEHUN-TUAEPOB B nmoucke bAB?

Bomnpocsl nist camonpoBepku 1no teme 1.2: OreHka OMOJOTMYECKOW aKTHBHOCTH MPOrpamMMOi
PASS online (BUpTYyaJIbHBIH CKPUHUHT).
1. Maiite onpeseneHne NOHATUIO «BUPTYaJIbHbBIN CKPUHUHI)?
2. Uto npexacTasisieT co00il TepaneBTHUecKas MUIIIEHb B OHIaiiH cepuce PASS online ?
3. C ucnonp30BaHNEM, KAKHX KOMITBIOTEPHBIX TIPOTPaMM M OHJIAH PECypCOB MPOBOJISAT MPOTHO3 CIIEKTPa
ouonoruueckoi aktuBHoct bAB?
4. Kak onpenenuTb BEpOSITHOCTb MPOSIBIEHUS OMOJIOrHUecKoi akTuBHOCTH? B uéM e€ cMbicn?
5. B yem 3akmntogaercs BUPTyaabHbIM CKPUHUHT?
6. Uto npezacrasisieT coO0i CreKTp OMOIOrHuecKoi akTuBHOCTH BAB?
7. K TepaneBTudyeckum muieHsM B mporpamme PASS online otHocsaTcs?
8. Urto mpencrasinser coboit popmat pdb?
9. Kak mpoucxouT MPOrHO3UPOBAHUE OMOJIOTUIECKON aKTUBHOCTH mporpammoi PASS?
10. Crioco6 O1eHKH BEPOSITHOCTH MPOSIBJICHUSI OMOJIOTUYECKOW aKTUBHOCTH.
11. MOXHO JTi CIIPOTHO3UPOBATH KOJIMISCTBEHHO OMOJIOTHUECKYIO aKTHBHOCTH IporpamMmmoi PASS?
12. Kak MO>XHO HCIIONIB30BaTh MPOTHO3 nporpammoit PASS B noucke coennHeHus-auaepa’?
13. Kakue npeumymiectsa umeer ausaitH bAB ¢ ucnonszoBannem PASS?
14. C wucnonbp3oBaHUEM, Kakoro TIapaMerpa IPOBOAUTCS OLEHKA BEPOSTHOCTH MPOSBICHHS
OMO0JIOTNYECKOI aKTUBHOCTHU?
15. B ueM 3akmrogaeTcsi IPUHITUI IPOBEICHUS BUPTYAIBHOTO CKpUHUHTA MporpamMmmoit PASS?
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Bonpocsr mist camonpoBepku o Teme 1.3: KBaHTOBO-XUMHUYECKHE pacdEThl B MOJCITMPOBAHUH MOJIEKYTT
BAB.

. Ha3oBuTe METOIbI KBAHTOBO-XMMHUYECKOTO Pacy€Ta CTPYKTYP.

. B uém 3akmrouaercs 1nenb KBAaHTOBO-XMMHUYECKOIO MOJAEIIMPOBaHus B aHanu3e bAB?

. Uto Takoe TepmoguHaMuyeckas GyHKIus?

. Kakue nporpaMmebl HCHIOJIB3YIOT MPU MPOBEACHUN KBAHTOBO-XUMUYECKUX PACUETOB?

. Kakxue MeToapl KBaHTOBO- XUMHUYECKHUX PAcu€ToOB BhI 3HaeTe?

. UeM OTIM4ArOTCS METOABI MOJIEKYJIIPHON MEXAaHUKH OT MOJY3MIIUPHUUECKUX ?

. Kakue nmporpammMbl MOKHO MCIIOJIB30BATh JJIs POBEACHUS KBAHTOBO-XUMUYECKUX PAacUETOB?

. J171s1 4ero Hy»KHO NMPOBOAUTH ONITUMH3ALMIO MOJIEKYI IPE] IPOBEICHUEM KBAHTOBO-XUMUYECKUX
pacu€toB?

9. Kakue axTopbl BIUSAIOT Ha CKOPOCTh KBAHTOBO-XUMHUYECKUX PacuéToB CTPYKTYp BAB?

10. Kakue nosyaMnupuieckre MeTo il pacuéra Bbl 3HaeTe?

11. C kakoli uenbo NPOBOJAUTCA ONTUMHU3ALNSA T€OMETPUU MOJIEKYJIbI?

12. Kak Ha3bIBAIOTCS 3apsi/ibl, PACCYMTAHHBIC C UCIIOIH30BAHUEM KBAHTOBO-XUMHUYECKUX PACUETOB?
13. B kakux cpenax MO>KHO ITPOBOJIUTh KBAHTOBO- XUMUUYECKHE PACUETHI?

14. Kak crioco0 ucrosp3yeTcs sl MOCTPOCHUS CTPYKTYphI iporpammbl Gaussian?

15. Kakue npenmyIiecTsa UMEIOT OAYIMIUPUUYECKHUE METO/Ibl PACUETHI EPE]l HEAMIIPUUECKUMU?

03N LN KW

Bomnpocs! 11 camonpoBepku 1o Teme 1.4: MHOKeCTBEHHbII perpecCHOHHBIN aHaIU3 B MOJEITUPOBAHUN
cTpykryp bAB.

. JlaiiTe onpeneneHue perpecCHOHHOIO aHalIn3a.

. B yem oTinune MHOXECTBEHHOI'O PErPECCUOHHOrO aHaau3a OT IPOCTOro?

. Uro Takoe korpunueHT koppemnsaiuu (R)?

. Haitte onpenenenne kputepuro Ouiepa (F) u nmst yero on HyxeH?

. B ueM cmpbIcn cpeaHekBaipatuyHoil ommoku (S)?

. UTo Takoe MHOKECTBEHHBIN JTMHEWHBII perpecCUOHHBIN aHammu3?

. B 4em oTinumne npocThIX perpeCCUOHHBIX YPaBHEHUI OT MHOKECTBEHHON ?

. Kakue napameTpsl o3BOJISIIOT OLIEHUTh KAYECTBO MOJYyYEHHBIX PErPECCUOHHBIX MOJIETEH?
9. IIpuMeHeHNEe ypaBHEHUN MHOKECTBEHHONW PETPECCUM HA IIPAKTHUKE?

10. Kakue 3a1auu mo3BOJISIET PEUIUTh KOPPEISAIIMOHHBIN aHAIHU3?

11. ITo kakuM mapameTpaM IPOBOAST OLIEHKY PETPECCUOHHBIX YpaBHEHUN?

12. KakuMu MeToaMu TIPOBOIST OIIEHKY YPAaBHEHHM perpeccuu?

13. C noMomibro Kakux MporpaMm MO>KHO IIPOBECTU KOPPEJIALIMOHHBIA aHAIN3?

14. B 4éM coCTOUT poJib CBOOOAHOIO WiIEHA B yPaBHEHUU JIMHEHHOW perpeccu, NoJy4eHHOM
nporpammoii Excel?

15. Yem oTiMuaeTcsi MHOKECTBEHHBIN PErPECCUOHHBIN aHAJIU3 OT MPOCTOro?

01O\ DN B~ WK =

Bompocsr qyist camonpoBepku o teme 1.5: KonndecTBeHHBIE COOTHOMICHUS «CTPYKTYpPa-CBOWCTBOY.
MeTo1pl TOCTPOEHMSI MOAEIIEN U OLIEHKA.

. UTO 03Ha4aeT 3aBUCHUMOCTh «CTPYKTYpa-CBOMCTBO»?

. Kakue neckpunTopsl MOKHO MCIIONIB30BaTh JUIsl ONUCAHUS CTPYKTYpPbI?

. CriocoOsI pacuéra CTpYKTYPHBIX I€CKPUIITOPOB.

. Kakue nporpamMmsl MOKHO HCIIOJIB30BATh ISl IOCTPOEHUS MOJENIEH?

. TUMBI perpeccnOHHBIX 3aBUCUMOCTEN B UCCIIEIOBAHUSIX «CTPYKTYPa-CBOWCTBO.

. UTO MOHUMAIOT MO/ UCCIEN0BAHUSIMU «CTPYKTYpa-CBONCTBO»?

. Kakne neckpunropsl MO)KHO OTHECTH K CTPYKTYPHBIM?

. Kak npoBoJAT OLIEHKY MOJIeNel «CTpyKTypa-CBOMCTBO»?

9. B uém 3akimrogaercs BaTUAANMS MOJCIIEH «CTPYKTYpa-CBOHCTBO»?

10. Kakue cBoiicTBa MOXHO ITPOrHO3MPOBATh C UCIOJb30BAHUEM MOJIENENH «CTPYKTYpa-CBOMCTBO»?
11. C moMonipt0, KaKuX IporpaMM MOKHO MPOBECTH PErPECCUOHHBIN aHATU3?
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12. MOXHO 11 ¢ UCIIOJIB30BaHUEM MOJIENIN «CTPYKTYpa-CBOWCTBO» IIPOBECTH IPOrHO3 KOHCTAHT
TUTTOUIBEHOCTH?

13. Kak ncnosb3yrorcss KBAHTOBO-XUMUYECKUE PaCUEThI B MOJEIUPOBAHUM «CTPYKTYpa-CBOMCTBO»?
14. Kakue mporpaMMbl HCIIOJIB3YIOTCA JUI IPOBEICHUS KBAHTOBO-XUMUYECKUX PACUETOB?

15. Metoapl, UCTIONb3yEMBbIE JIJIS1 IOCTPOEHUSI MOJIENEH «CTPYKTypa-CBOMCTBOY»?

Bomnpocs! 1 camonpoBepku 1o Teme 1.6: Teopernueckuit pacu€T KOHCTAHT JIUNO(PUIBHOCTH U
MOHM3ALUH C UCIIO0JIb30BaHUEM KOMIIBIOTEPHBIX MOJEIEH U IPOrPaMM.

1. K ¢pu3uKo-XUMHUYECKUM JECKPUTITOPAM OTHOCSTCS ?

2. Ot 4ero 3aBUCHUT KOHCTaHTa JUMOPMIBHOCTH ?

3. BiusHue CTpYKTYpHBIX (PparMEeHTOB Ha KOHCTAHTY JIMITOPHILHOCTH ?

4. MoryT 1 OKa3bIBaTh BIUSHUE KOHCTAHTBhI JINIO(UIBHOCTH U MOHU3ALMK Ha OMOJIOIMUYECKYIO
akTuBHOCTH BAB?

5. Kakue nporpaMmbl MOKHO UCIOJIb30BaTh /sl IPOrHO3UPOBAHMSI KOHCTAHT JIMIO(UIBHOCTH?
6. C moMo11pI0 KaKol IpOrpaMMbl MO>KHO IIPOBECTH MOJEIMPOBAHUE KOHCTAHT HOHU3ALUH ?

7. Kak BiusieT CTpyKTypa Ha 3HaYeHUE KOHCTaHThI JIUNOPHIBHOCTU?

8. Kakue pynxnumonansusie rpynmst (PI) B crpykrype BAB Biustor Ha noHM3ann0?

9. JlaiiTe onpeneneHne KOHCTaHTa JIUIO(PUILHOCTH 3TO?

10. Kakum 00pa3om OKa3bIBaIOT BIMSHNE HA OMOJIOTMYECKYIO0 aKTUBHOCTh KOHCTAHThI JIMNO(UIBHOCTH?
11. Kakue KOHCTaHThI ONPEAEIIAI0T NOTEHIIMOMETPUYECKUM METOAOM?

12. ¥V xakux coequHeHn 00JIbIe 3HaU€HUS KOHCTAHT KUCIOTHOCTH (pKa)?

13. BiusiHue CTpyKTYpHBIX ()parMeHTOB Ha KOHCTAHTY MOHU3ALMHU ?

14. B uéM npenMyIiecTBO KOMIBIOTEPHOI'O IPOrHO3UPOBAHUS KOHCTAHT MOHU3ALNN?

15. Kakue nporpaMMbl MOKHO MCIIOJIB30BaTh JJIs IPOTHO3UPOBAHMSI KOHCTAHT MOHU3aLUU?

Bomnpocs! 1 camonpoBepku 1o teme 1.7: Iloctpoenne crpykryp BAB ¢ 3aganHbIMu cBOHCTBaMHU.
[TpaBuno Jlunuuckwy.

1. K cTpyKTypHBIM 1€CKpUIITOpPAaM OTHOCSITCS ?

2. Ot 4ero 3aBUCHUT KOHCTaHTa HOHU3ALUH ?

3. BnusiHue CTpyKTYpHBIX ()parMEeHTOB Ha KOHCTAHTY JIMITOPHIBHOCTH ?

4. MoryT 11 OKa3bIBaTh BIUSHUE KOHCTAHThI JUNO(DUIBHOCTH U MOHU3ALIUN HA OMOJIOTHYECKYIO
akTUBHOCTb BAB?

5. Kakue nporpamMmbl MOKHO HCITOJIB30BATh JUIsSl IPOTHO3UPOBAHUS KOHCTAHT JIMITOPUIBHOCTH?

6. 3HaueHue KOHCTAHTHI JIMMOPHILHOCTH B COOTBETCTBUU C ITpaBUiIoM JInnuHcku mpu kotopom BAB
OyZAeT MpOSBIATH OPATbHYIO0 aKTUBHOCTH?

7. TpeboBanus k Monexyne BAB nposBistomieil 6M0I0rn4ecKy0 akTHBHOCTD?

8. B xakoM ciiyyae BAB Oyznet uMeTh HU3KYI0 OMOJOCTYTHOCTh B OpraHu3Me?

9. Bnusnue papmakodopoB B cTpykrype BAB Ha nx 6Mog0cTynmHOCTH?

10. Biusinre cTpyKTYpHBIX (DaKTOPOB HAa KOHCTAHTY JTUNO(HUIBHOCTH?

11. C xakoii nienpro ucnonb3yercs npasuiio Jlununcku B nu3aitne bAB?

12. Kakune neckpunTopsl HCIOJIB3YIOTCS B TpaBuie JInnmuackn?

13. B ciyuae, korya MoJekyssipHas macca paBHa 600 1 KOHCTaHTa TUNOGMIBHOCTH 6, OyaeT JIu
COEIMHEHHNE COOTBETCTBOBATH MPaBUITy JIMMTMHCKN?

14. Kakue ¢pynkuuonansusie rpynmns! (PIN) B crpykrype BAB Biusor Ha munoduibHOCTh?

15. C noMonipro, KaKoi MporpaMMbl MOKHO ITPOBEPUTH COOTBETCTBHUE COEAMHEHUS NTpaBuily JInnuHcku?

Bompocs! st camomnpoBepk 1o Teme 1.8 MonekynsapHbIii TOKUHT. JJOKHHT «pOTHOTO0Y JIMTaH A 10
LIOI'l u 2 u ruapona3za E.Coli(S.Aureus).

1. Yto Takoe MOJEKYIAPHBIA TOKUHT?

2. Buzpl MONEKYISIPHOTO JOKUHIa?

3. B 4ém oTiiMune NOKHMHTa «POAHOIO JUraHAa» OT APYTHX BUIOB JOKUHIa?

4. C xako# 1ebl0 B MOJICKYJISIPHOM JOKHHTE UCTIOIB3YIOT (hepMEHT?
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5. BO3MOXHOCTH ¥ OTpaHUYEHHS MOJIEKYJISIPHOTO JOKHUHTa?

6. JlaiiTe onpeneneHre NOHATUS «y4aCTOK CBSI3bIBAHUS»?

7. YTo Takoe CKOPUHTOBbIe (PyHKIHH?

8. UTO m03BOJISIOT OIIEHUTH CKOPUHTOBBIC (DYHKIIHH?

9. Kak omnpenenuth ceneKTUBHOCTh BAB 10 OTHOIICHHIO K (PepMEHTY?

10. [aiite onpeneneHue SHEPrum CBA3bIBAHUS?

11. Kakue nmporpaMMbl MOXHO UCIIOJIb30BATh JJI1 MOJIEKYJISIPHOTO IOKUHIa?

12. laiiTe onpesesieHne, 4To TaKOe KOHCTAaHTa MHTMOUPOBaHUSs?

13. Yto xapakTepu3yeT MeXMOJIEKYJIIpHas SJHEPIHsl IPY B3aUMOAECHCTBUN JIMTAHAA C PELIEITOPOM?
14. Kakoit ¢popMmaT Hcnonb3yeTcs 1 MOCTPOSHUS CTPYKTYP MPH MPOBEACHUH MOJIEKYJISIPHOTO JOKUHTa?
15. B uém oTiin4Me 3HEPruu CBA3bIBAHUS OT MEXMOJIEKYIIPHON SHEPTUU?

Bomnpocs! 1 camornpoBepk 1o teme 1.9: Monekynspusiit fokuar nporpammoit AK QSAR
(Monexynspubiit nokunr LIOI'l u 2). AHanu3 pe3ynbTaToB TOKUHTA.

1. Yro Takoe MOJIEKYIISIPHBII TOKUHT?

. Buzipl MosIeKyISIpHOTO JOKHMHTa?

. C kaxoif 1ebI0 B MOJIEKYJIIPHOM JOKMHI€ UCTIOIB3YIOT (PEPMEHT?

. JlJI 4ero UCIob3yeTcss MOJIEKYJISIPHBIM JOKUHT?

. Uto Takoe TepaneBTUYECKass MUILIEHb?

. BO3MOXHOCTH ¥ OrpaHUYEHHs] MOJIEKYJISIPHOTO TIOKUHTa?

. laiiTe onpeneneHune NOHATHS MEXMOJIEKYJIIPHOE B3aUMOJCHCTBHE.

. UTo Takoe CKOpUHIOBbIE PYHKIIUU?

9. YTO NO3BOJISIFOT OLIEHUTHh CKOPUHTOBBIC (DYHKIINHN?

10. Kak onpenenuts cenektuBHOCT, BAB 1o otHomeHuto k pepmeHTy?

11. Yro xapakTepu3yeT MeXMOJIEKYJIIpHas SHEPTUsl IPU B3aUMOAECUCTBUH JIMTaHa C PELIEITOPOM?
12. JlaiiTe onpenencHre SHEPTUU CBA3BIBAHUA?

13. BO3MOXXHOCTH ¥ OTpaHUYCHUS MOJIEKYJISIPHOTO JTOKHHTA?

14. Kakne mporpaMMbl MOXKHO HCIIOJIb30BATh AJI1 MOJIEKYJIIPHOTO TOKMUHIa?

15. B xakoM ¢opMaTe NpoBOAAT KOHCTPYHPOBAHUE COEAMHEHUN IS IPOBEICHUS MOJIEKYJISIPHOTO
mokuHTra?

03N WD B~ W

Bomnpocs! qis camonpoBepku 1o teme 1.10: Monexynsipublii gokunr nporpammoit AK. QSAR
(Monexynspubiii nokunr rugposnasa E.Coli(S.Aureus)). AHanu3 pe3yabTaToB JOKUHTA

1. Iy 9ero Ucnonb3yeTcss MOJIEKYISIPHBIN JTOKUHT?

. UTo Takoe TepaneBTUYeCcKasi MUILIEHb?

. BO3MO>XHOCTH ¥ OrpaHUYEHHs MOJIEKYJISIPHOTO IOKUHTa?

. laiiTe onpenenenye NOHATHS MEXMOJIEKYIIIPHOE B3aUMOJECHCTBHE.

. UTo Takoe CKOpUHTOBBIE PYHKIIUU?

. UTO MO3BOJISIOT OLIEHUTh CKOPUHTOBbIE PYHKIINN?

. Kak onpenenuts cenextuBHocTs BAB 110 oTHOIIEHUIO K (hepMeHTY?

. UT0 Takoe MOJIEKYJIIPHBIN JOKUHT?

9. Buapl MOJIEKYIISIPHOTO JOKHMHTa?

10. B uém oTiiuKe JOKWUHTa «POJHOIO JINTAH1a» OT APYTUX BUJIOB JTOKHHTA?

11. C xako#i 11eNbI0 B MOJIEKYISIPHOM JIOKHHTE HCTIONB3YIOT PepMeHT?

12. [laiiTe onpeneneHne NOHATUS «y4aCTOK CBSI3bIBAHUS»?

14. Yo xapakTepu3yeT MEeXMOJIEKYJIIpHas SJHEPTHs IPU B3aUMOAECHCTBUN JIMTAHAA C PELIEITOPOM?
15. Kakoit popmaT ucnonb3yercs A1 IOCTPOCHUS CTPYKTYP MPH MPOBEIEHNUN MOJIEKYJIIPHOTO TOKUHTa?
16. B uém oTnuune 3HEpPruu CBSI3bIBAHUS OT MEXKMOJIEKYIIIPHON SHEPTrUu?

01N Ln W
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Pa3nen 2. IlpakTuueckue aciekThl MOJIEKYJISIpHOTO 1u3aiiHa bAB.

Bompocsr quist camomnpoBepku 1o teme 2.1: Moaenu kadectBeHHoro noucka bAB. CriocoObI co3panus,
OILICHKA W BaJUJaIHsl.

1. YTo Takoe Ka4yeCTBEHHBIN MOUCK?

2. B uem oTanurie Ka4eCTBEHHOTO MOMCKA OT KOJIMYECTBEHHOTO?

3. J1ns yero ucnoyib3yeTcsi MOJICKYJISIPHBIN TOKUHT?

4. Yto Takoe TepaneBTUYECKAsi MUIIICHb?

5. BO3MOXHOCTH 1 OTpaHUYEHUSI KAUECTBEHHOIO IOUCKa?

6. JlaiiTe onpezeneHue MOHATUS MEXMOJIEKYJIIPHOE B3aUMOAEHCTBHE.

7. Yto Takoe kauecTBeHHBIN MOUcK BAB ¢ onpeneneHHbIM BUIOM OMOJIOTHYECKONH aKTHBHOCTH?
8. UTO MO3BOJISAIOT OLIEHUTH CKOPUHTOBBIC (PYHKIIUU?

9. Kak mpoBecTy BaIMAAIIMIO MOJICJIM KauyeCTBEHHOTO noucka bAB ¢ onpeneneHHbIM BUIOM
OMOJIOTMYeCKON aKTUBHOCTH?

10. Yto Takoe ckopuHTOBbIe PyHKIIMU?

11. YTo mO3BOJISIFOT OIEHUTh CKOPUHTOBEIC (PYHKIMH?

12. Kak onpenenuts cenekTuBHOCT, BAB 1o otHomenuto k pepmeHTy?

13. Yto Takoe MOJNEKYISPHBINA JOKUHI?

14. Busipl MOJIEKYJISIPHOTO TOKUHTA?

15. Kakue nmporpaMMbl MOXKHO MCIIOJIb30BATh AJIsi MOJIEKYJIIPHOTO TIOKMHIa?

Bomnpocer myist camonipoBepku 1o Teme 2.2: [Touck KoJM4ecTBEHHBIX COOTHOIICHUN CTPYKTYypa-
aKTUBHOCTb. MeTO/IbI IOCTPOCHUSI MOZEIIEH, OLICHKA U BaJINJALHs.

. UTo 03HayaeT 3aBUCUMOCTb «CTPYKTYPa-aKTUBHOCTbY»?

. Kakue neckpunTopsl MOKHO MCIIONIb30BaTh JUIsl ONUCAHUS CTPYKTYpPbI?

. CriocoOslI pacuéra CTpYKTYPHBIX JI€CKPUIITOPOB.

. Kakue nporpamMmsl MOKHO HCIIOJIB30BATh JUIsl IOCTPOCHUS MOAEIIEN?

. TUIBI perpecCHOHHBIX 3aBUCUMOCTEN B UCCIIEOBAHUSIX «CTPYKTYPAa-aKTUBHOCTBY.

. UTO MOHUMAIOT MOJ UCCIEA0BAHUSAMHU «CTPYKTYpa-aKTUBHOCTb)?

. Kakue neckpuntopbl MOKHO OTHECTH K CTPYKTYPHBIM?

. Kak npoBoIAT OLIEHKY MOJIeNel «CTPYKTypa-aKTUBHOCTb)?

9. B uém 3akmtovaercs Banuaanus MoAeNel «CTPYKTypa-aKTUBHOCTb)?

10. MoryT 111 0Ka3bIBaTh BIMSHUE KOHCTAHTHI JIUMOPHIFHOCTH U MOHU3AIIUN HAa OMOJIOTHYECKYIO
akTUBHOCTH BAB?

11. Kakue mporpaMMbl MO>KHO MCIIOJIb30BATh Il IPOTHO3UPOBAHUS KOHCTAHT JUMOPHIEHOCTH?
12. 3HayeHne KOHCTaHThI JIMTTOQUIBHOCTH B COOTBETCTBUH ¢ IpaBuiioM JlunuHcku npu kotopom BAB
OyZeT NpOosIBIATH OPATBHYIO aKTUBHOCTH?

13. TpeboBanus k Mmonekyine BAB nposiBistoieii OM0NIOrMuecKy0 aKkTUBHOCTb?

14. B xakoMm ciiyuae BAB Oyner uMeTh HU3KYIO0 OMOOCTYIHOCTh B OpraHu3Me?

15. Bnusiaue papmakodopos B ctpykType BAB Ha ux 6uonocrynHocts?
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Bompocsr st camonipoBepku 1o Teme 2.3: Criocod moucka BAB MeTo10M MOJIEKYJIIpHOTO JJOKHUHTA
(BUpTYaNbHBI CKPUHUHT)

1. Yro Takoe 6HoI0OrHYecKast akTUBHOCTh?

. JlaiiTe onpeeneHne BUPTyaJIbHOIO CKPUHHHTA.

. Kakas ocHOBHas 11€71b MCIIOJIB30BAaHUS BUPTYAJIbBHOTO CKPUHUHTA?

. Jl1s 9ero UCIosb3yeTcss MOJIEKYJISIPHBIM JOKUHT?

. C kaxoif 1eblo B MOJIEKYJIIPHOM JOKHHT€ UCTIOIB3YIOT (PepMEHT?

. BO3MOXHOCTH M OrpaHUYEHNs BUPTYaIbHOIO CKPUHUHTIA?

. JlaitTe onpenenenye NOHATHS MEXMOJIEKYIIPHOE B3aUMOJIEICTBHE.

. Uto Takoe nouck BAB ¢ onpeaeneHHbIM BUOM OHOJIOTHYECKOI aKTUBHOCTHU?
. UTO 1O3BOJISIOT OIIEHUTh CKOPUHTOBBIC (DYHKITHH?
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9. Kak npoBectu Basnaanuio Mojenu noucka bAB ¢ onpeneneHHbIM BUIOM OHOJIOTHYECKOM
AKTUBHOCTH?

11. Yto Takoe MONEKYISPHBIN JOKUHI?

12. Buabl MOJIEKYJISIPHOTO JJOKWHTA?

13. B uéM oTiinune JOKUHTA «POJIHOTO JUTaH/1a» OT IPYTUX BUAOB JIOKUHTa?

14. C xako# 11e/1b10 B MOJICKYJIIPHOM JOKHHTE HCIIOIB3YIOT (pepMeHT?

15. JlaiiTe onpeneneHue MOHATHS «y4acTOK CBSI3bIBAHUS»?

Bomnpocs! 1t camonpoBepku 1o Teme 2.4: KonnyecTBeHHOE MPOrHO3UPOBAaHNE OMOIOrHYeCKOn
akTuBHOCTH BAB C Hcnonb30BaHNEM ypaBHEHUN MHOKECTBEHHON PETPECCUU U KOMIIBIOTEPHBIX
IIporpaMm

. Uto Takoe Ouosiornyeckas akTUBHOCTh?

. JaiiTe onpezaeneHue KOJINYECTBEHHOI'O IPOrHO3a OMOJIOTNYECKONW aKTUBHOCTH.

. Kakas ocHOBHas 11e11b MCIIOIB30BaHUS BUPTYAJIbHOIO CKPUHHHTA?

. Jl1s 9ero UCIoib3yeTcss MOJIEKYISIPHbBIN TOKUHT?

. C xaKkoil enbio B MOJICKYJIIPHOM JJOKMHTE€ UCHOJIb3YIOT (PepMEHT?

. BO3MOXHOCTH 1 OrpaHUYEHHs KOJIMYECTBEHHOIO MPOTHO3UPOBAaHUS OMOJIOIrMYE€CKON aKTUBHOCTU?
. JlaiiTe onpeneneHue NOHATUSA MEXMOJIEKYIIIPHOE B3aUMOACHCTBHE.

. Uro takoe nouck BAB ¢ omnpenencHHBIM BUIOM OHMOJIOTHYECKONW aKTUBHOCTH?

9. YTO NO3BOJISIOT OLIEHUTh CKOPUHTOBbIE (DYHKIIUN?

10. Kak mpoBecTH BaJIMIALIUIO MOJIETTH KOJIMYECTBEHHOTO MPOrHO3UPOBAHMS OMOJIOTHYECKON
AKTUBHOCTH?

11. Crioco6s! pacuéra CTpYKTYPHBIX JECKPUITOPOB.

12. Kakue nporpamMmbl MOKHO MCIIOJI30BATh JJIsl IOCTPOCHUS MOJEIeH?

13. Tumnbl perpecCHOHHBIX 3aBUCUMOCTEN B UCCIIE0BAHUAX «CTPYKTYpa-aKTUBHOCTb.

14. YTo MOHMMAIOT MO UCCIIEN0BAHUAMU «CTPYKTYPa-aKTUBHOCTEY?

15. Kakue neckpunTopbl MOXKHO OTHECTU K CTPYKTYpPHBIM?
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