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INEPEYEHb OBOPYJIOBAHUSI U KOMIIBIOTEPHBIX TIPOI'PAMM JIJISI
IMPOBEJIEHUA
3AHATHUHA B PAMKAX: «MOJIEKYJISIPHBI IU3AWMH BUOJIOTHNYECKH
AKTHUBHBIX BEIIIECTB»

MynsTuMeInitHOE 000PYI0BAHHE:

Komrmbrotepsl ¢ onepanuonnoii cuctemoit Windows XP 1 Bbiliie, HIMEIOIINE BBIXO]] B UHTEPHET.
[IpoeknronHOE 000pPYIOBAHUE.
JluHaMuKu, MUKPO(OH.

KomnbroTepHble IpOrpamMMsl:
[Tporpamma pucoBanust Xumudeckux cTpykTyp ChemAxon (uwnum anamnor).
[TporpamMMsbl JUIsl BBITIOJIHEHUS! PETPECCUOHHOTO aHAJIM3a M MOCTPOEHUs ypaBHEHH perpeccun: MS
Excel u Statistica.
IIporpamma Juis MOATOTOBKU CTPYKTYP MAaKpOMOJIEKYI K BBIUMCIUTEIIEHOMY 3KCIIEPUMEHTY
BuildModel, ChemAXxon (uau anaior).
[Mporpamma st kBaHTOBO-XxuMHueckux pacyetoB ChemOffice 2005 (wm anaior).
[Tporpamma asst MoJiekyssspHoro qokuara AutoDock (wu anasor).
IIporpamma a1 BU3yajabHOI'O aHAJIM3a pe3yabTaToB JokuHra VMD (unu ananor).

[Tporpammel co3nannbie Ha Kadeape papmaneBruueckoii xumun OO :

[Iporpamma mJii IPOTHO3HPOBAaHUS (UZUKO-XUMHUYECKHX ICCKPUITPOB U (apMaKOKMHETUYECKHX
napamerpoB AK_QSAR (logP pKa pKb).
[Tporpammbr  mMosiekyssipuoro jgokunra: AK_QSAR (Monekyaspusiii gokuar LHOI'l u 2) u
AK_QSAR (Monexynsipubiii nokunr rugpoiasa E.Coli(S.Aureus)).
ITporpamMMbl Ka4eCTBEHHOT'O M KOJMYECTBEHHOTO NMPOrHo3a 6nonorunyeckoit aktuBHocTH: AK QSAR
(npotuBoBocnanurenbHas akTUBHOCTH), AK QSAR (Ananerernueckas aktuBHocTh) U AK QSAR
(MpOTUBOMUKPOOHASI aKTUBHOCTB ).



JEKIITHOHHBIE 3AHATHA

1. Pekomenoauuu no no020moeKe K 1eKuUuOHHbIM 3AHAMUIM.

N3yuenue QUCHUIUIMHBI TPEOYeT CUCTEMATUUECKOTO M MOCIEI0BATEIbHOTO HAKOIUICHUS! 3HAHUM,
CJIEIOBATEIBLHO, TIPOMYCKH OTIEIBHBIX TEM HE MO3BOJISIOT TITYOOKO OCBOUTH MpeaMeT. IMeHHO mosToMy
KOHTPOJb HAJ CHCTEMAaTUYECKOW paboTOl 0OyJarommxcsi BCErJa HAXOAWTCS B IIEHTPE BHUMAaHUS
Kadeapsol.

OO6yuaroumest He0OX0IUMO:

- Mepe]l KaxaoW JIEKIHeH MpocMaTpuBaTh pabodyr0 MpOrpaMMy AMCIIUIUIMHBI, YTO ITO3BOJIUT
COKOHOMHUTH BpeMs Ha 3alHChIBAHUE TEMbI JICKIMH, €€ OCHOBHBIX BOIMPOCOB, PEKOMEHIYEMOM
JUTEPaTyPHI,

- TIiepe/l OuepeaHOM JeKIue HeoOXO0AMMO MPOCMOTPETh MO KOHCIEKTY MaTepuai MpeablIylei
JIEKIIUW; TIPY 3aTPYAHEHUSX B BOCIPUATHN MaTepHalia CIEeAyeT OOpaTUTHCS K OCHOBHBIM JTUTEPATyPHBIM
MCTOYHUKAM; €CITH Pa300paThCs B MaTepuaie He yIaeTcs, TO HE0OX0IUMO 00paTUTHCS K MPENoJaBaTelto
Ha CEMUHAPCKHUX 3aHATHUSAX.



LIETU.

TEMBI U ILJTAH JEKIINA

Tema sexkunu Nel: «OCHOBHbIE IOHATHUSA W LEJIM MOJIEKYJISIPHOIO IU3aiiHa OMOJI0THYEeCKH
akTuBHbIX BemecTB (BAB). MeToabl noucka u oroopa nepcnekTuBHbIX BAB»
Ilnan Jekuun:
1. MonekynsapHblid Iu3aiiH OMoJlorHuecky akTUBHBIX BemiecTB (BAB), monsThe, HanmpaBiaeHue 1

2. Bujpl MOJIEKYIISIDHOTO TW3aiiHa!

2.1. CTpyKTypHO-OpUEHTUPOBAHHBIN JTU3aH.

2.2. OYHKIIMOHAILHO-OPUEHTHUPOBAHHBIN JTU3aiiH.
3. Meronbl oTO0pa u moucka nepcrneKTuBHbIX BAB.

Tema nexuun Ne 2: « BoruucaurtesibHble 1 HHPOPMALMOHHBbIE METObl KOHCTPYHPOBAHUS
HOBBIX OMOJIOTMYECKH AKTHBHBIX BelleCTB»
IlnaH Jexknun:
. MeTtononorus n3bickanus HOBbIX BAB.
. Omnupuueckoe Koncrpyuposanue.
. MonekyisapHas 1 'enetuka.
. PaninonanbHO€ KOMIIBIOTEPHOE KOHCTpyUpoBaHue bAB.

g~ W DN

. IlocTpoeHue CTpyKTyp ¢ 3alaHHBIMU cBOMcTBaMu. [IpaBuiio JIMIMHCKH.

Tema nexuun Ne 3: «KBaHTOBO-XMMHYeCKOe MOeTupoBanue MoJsiekyJ BAB»
IlnaH Jexknun:
. [IpakTiueckue aceKThbl MPUKIaIHON KBAHTOBOM XMMHUU B MOZEIUpPOBaHNU MoJieKys BAB.
. KBaHTOBO-XNMH4eCKOE MOJIETMPOBAHUE KaK METO UCCIIEI0BaHUS.
. ITpobnembI ocyIIecTBIEHUS! KBAHTOBO-XMMHUYECKHX PAacueTOB.

B W

. HpOFpaMMLI IJI1 TPpOBCACHU A KBAHTOBO-XUMHWYCCKUX paC‘IéTOB.

Tema aexuun Ne 4: «MeToabl «CTPYKTYpa — CBOMCTBO» B AU3aliHe BELECTB € 3aJaHHbIMU
cBOlicTBAMM»
ILnan nekuum:
1. O6ocHoBanue monenrpoBanust BAB nis HanpaBIeHHOTO CUHTE3A:
1.1. 3amaun MOIETUPOBAHUSI.
1.2. IaopmarimoHHbIE TEXHOJIOTHH.
1.3. Tloxxonbl K MOJCIMPOBAHUIO BEIISCTB C 33JaHHBIMU CBOMCTBAMHU, UX OTPAHUYCHUS U

YIIPOLIEHHUS.

2. MonekynspHbIe JeCKpUIITOPBI, KiIacCU(pUKaLUs U CIOCOOBI pacyera.
3. [IlporHo3upoBanne (UNKO-XUMHUECKUX JIECKPUITOPOB C HCIIOJIB30BAaHHEM MOJeINei

«CTPYKTYpa-CBONCTBOY.

Tema sexuun Ne S: «IIporHosuposanue napamerpoB ¢papmakokuHeTnkn BAB»
Ilinan gekuumn:
1. AGcopbrust 1 OMOJOCTYITHOCTD.
2. IIpoHHIIaeMOCTh FreMaTodHIEPATNIeCKOTro Oapbepa.
3. [TeyeHOUYHBII META0OTN3M.
4. KoMnploTepHbIE MOJIENIN B IPOTHO3UPOBAHUH (DapMaKOKUHETHKH.
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Tema nexnun Ne 6: «Oprannyeckuii CHHTe3 KakK cnocod co3naHusi HOBbIXx BAB»
Ilian gekuumn:
1. Uenu v 3agaun OpraHMYECKOrO CUHTE3A:
1.1. ITocTanoBKa MPOOIEMBI U IIEIIH.
1.2. CuHTe3 Kak MOUCK.
1.3. CuHTe3 KaK MHCTPYMEHT JJIsl UCCIICIOBAHHUS.
1.4. OcHoBHBIE 33/1a4¥ OPraHUYECKOTO CUHTE3A.
2. Pa3zpabotka cTpareruu ¥ TaKTUKH CUHTE3a:
2.1. [InanupoBaHUE CUHTE3a U PEKOMEHAAINU M0 Pa3pabOTKe CTPATETuU CUHTE3A.
2.2. KoMmproTep Kak I'uji ¥ IOMOIIHUK B PETPOCUHTETHYECKOM aHaIIU3e.



NPAKTUYECKUE 3AHATUSA

Pexomenoayuu no no0comoske K npaKmu4ecKum 3aHAMmuAM.
OOyyaromumces CIeayer:

- IPUHOCHUTH C COO0H peKOMEHI0BAHHYIO TMPEIOIaBaTeIeM JTUTEPATypPy K KOHKPETHOMY 3aHSITHIO;

- 70 OYEPEJHOr0 MPAKTUYECKOrO 3aHSTHUS MO PEKOMEHJIOBAHHBIM JIUTEPATYPHBIM HCTOYHUKAM
nmpopaboTaTh TEOPETHUYECKHI MaTepuanl COOTBETCTBYIONIEH TEMbI 3aHATHS W OTPabOTaTh 3aJaHus,
orpezieNICHHbIE AJIsl MOJATOTOBKU K T1a00pPaTOPHOMY 3aHATHUIO;

- TIpU MOATOTOBKE K JIaOOPATOPHBIM 3aHSATHUSM CJEIyeT HCIOJIb30BaTh HE TOJILKO JIEKIUH, HO U
y4eOHYI0 TUTEpaTypy;

- B HayaJle 3aHATUN 3a7aTh IIPEMNOIaBATEIO0 BOIPOCH 10 MaTepUaiy, BbI3BAaBIIEMY 3aTPYAHEHUS B
€ro NOHUMaHUHU.



Pa3znen 1. OcHoBHbBIE HATIPABJIEHUS MOJIEKYJISIPHOIO IN3aiiHA OMOJIOTHYeCKH AKTHBHBIX
BemecTB (BAB)

3ansaTue Ne 1
Tema 3anusitus 1.1 «OCHOBHBIE TIOHATHS | 1IEJIM MOJICKYJIIpHOTO Au3aiiHa BAB»

Hean: N3ydueHue TeOpeTUHYECKUX OCHOB MOJICKYJISIPHOTO qu3aiiHa BAB.
3agauu: OCBOCHHE WCIONB30BAaHUS MOIXOJOB K BBIOOPY KAHIUIATOB B TEPANEBTUYECKUE
MUIICHHU.

OcCHOBHBIE IOHATHSA:
®  MOJIEKYJSIPHBIN JU3aiiH;
e HaIpaBJICHUs MOJIEKYJISIPHOTO IM3aliHa;
® CTPYKTYPHO-OPUEHTHUPOBAHHBINA JU3ANH;
¢ (YHKIMOHAIBHO-OPUEHTUPOBAHHBIN TU3alH;
® SMIUPUYECKUI CKPUHUHT;
e (hapMaKOJIOTUYECKUM CKPUHUHT

® TCPaAIlCBTHUYCCKAsd MHUILICHD.

Bonpocel Kk 3aHATHIO:

UYTo NeKUT B OCHOBE MOJIEKYJIApHOTO au3aiiHa? OObACHUTE e MOJIEKYISIPHOTO TU3aiHa.
[TpuBenute KnaccuduKaIO HAMPABICHUH MOJIEKYJISIPHOTO TU3aliHa.

YTo Takoe CTPYKTYpPHO-OPHUEHTHUPOBAHHBIN AU3alH?

Jaiite onpenenenue GpyHKINOHATILHO-OPUEHTUPOBAHHOTO IU3aiiHa?

Kaxkue TpeGoBaHus MPEABSIBISIOTCS K TEPANIEBTUUECKOW MUIIIEHHN?

a ks wnE

IIpakTn4yeckune padoTsI

Ilpakmuueckaa paboma Ne 1. Ananuz 6anka oannvix Kagheopvl gapmayeemuyuecKoi Xumuu
DO0O0.

Heap padoThbl: npoaHanu3npoBaTh OaHK JaHHBIX Kadeapsl (papmaneBtuuyeckod xumuun POO,
COCTaBHTb PSAJIbI IO MPOTUBOBOCHATUTENLHON, AaHAIBIETUYECKON M IPOTUBOMHUKPOOHOM aKTUBHOCTSIM.

Copepxanue padoTbl:

1. Ananmu3 6aHka gJaHHBIX Kadeapsl, pacnpeneneHne CTPYKTYp Mo psaam.

2. ®opMHpOBaHUE PAAOB B 3aBUCMOCTH OT OMOJIOTMYECKOM aKTHUBHOCTH:

[IPOTHUBOBOCTIATIUTENbHOM, aHAJIbIETUUECKON U IPOTUBOMUKPOOHON aKTUBHOCTSIM.

Pe3yabTaT padoThI: psIbI 110 TPEM BHIaM OMOJIOTMYECKON aKTHBHOCTH.

Ilpakmuueckasn paooma Ne 2. Boioop kanouoamos Ha ucciedosanue 63aumooeicmeus ¢
mepanesmuiecKumMu MUuleHAMU.

Heab padoTsi: 0TOOpaTh KAaHIUAATHI HA HCCIEAOBAaHUE B3aUMOJICHCTBUS C TEPANeBTUUECKUMU
MUILIEHSAMH.

Copepxxanue padoThbl:



1. TlocTpouTh auarpaMMmy pacrpenesicHuss HaOMI0MaeMbIX 3HAYEHHH C IOMOINBIO MPOrpaMm
Statistica uw MS Excel mno KaxaoMy BHAy  OHOJIIOTHYECKOH  AKTHBHOCTH:
POTHBOBOCIIAIMTEIBHOM, aHAIBI'€THYECKOM U IIPOTHBOMHKPOOHOM.

2. CocraBHTh PAIBI 0 BHIOPAHHBIM BHaM aKTHUBHOCTH, YTOOBI OHH [TOYHHSITUCH HOPMATBHOMY
pacrpesie]IeHHI0 BU3YadbHBIM MeTOA0M. KaIplii psii TO/DKeH cojepkarh He menee 20
COCTUHEHUN.

PesyabTaT padorbi: OcBOCHUE UCIOIB30BaHUS MOAXO0IOB K BBIOOPY KaHIUIATOB B
TepaneBTuueckue MuiieHu bAB.

Bonpocs! 1J1s1 CAMOKOHTPOJIS:
JlaiiTe onpeneneHue MOHATUIO «MOJIEKYJISIpHBIN 1n3aiiH BABy.
OnuuuTe NpUHIKUNI 0TOOpa COETUHEHUN B PAIbI.
Kakue BbI 3HaeTe HaIIpaBIECHHUs MOJIEKYJIIPHOTO Ju3aiiHa?

Ao e

B gem cocTout 0CJIb HOpMaJIbHOT'O paclpCACJICHUA BU3yaJlbHBIM MCTOAOM Ha6JIIOI[aCMI>IX
pe3yabTaTOB OMOJOTUYECKONW aKTUBHOCTH 110 COSTMHEHUSIM?

5. C mnoMomplo, KAaKuX KOMIIBIOTEPHBIX [pPOrpaMM MOXXHO IPOBEPUTh HOPMaJIbHOCTh
pacripeeneHus?

Jlureparypa:
OcuosHas: 1, 2.
HononuurenpHas: 3, 19.

3ansiTue Ne 2

Tema 3ansaTus 1.2: «Ouenka 6uonorndyeckoil akTuBHocTu nporpammoii PASS online
(BUpTYaJIbHBIM CKPUHMHT)»

Hesab: mpoBecTH BUPTYaJbHBIH CKPUHMHI OMOJIOTMYECKOM akTHMBHOCTH mporpammon PASS
online.

3amaum: OCBOCHHE MyTel MCIOJIb30BaHus oHaitH cepuca PASS online B moncke 6uonornyecku
akTuBHBIX coenunennii (BAC).

OCHOBHBIE TIOHATHSI:
® BHUPTYaJIbHBIA CKPUHUHT;
e TepamneBTHYECKas MUIIICHD,
® CIIEKTp OMOJIOTHUECKON aKTHBHOCTH;
e OHOJIOTUYECKH AKTUBHBIC COCTUHEHMUS;
e mpodmib OMOTOTHYECKON aKTUBHOCTH,

® BCPOATHOCTH IPOABIICHUA OHOJIOTHYECKON aKTHBHOCTH.

Bonpocsl k 3aHATHIO:
1. JlaiiTe onpeneneHue MOHATUIO «BUPTYaTbHBIA CKPUHUHI»?
2. Yo mpencrasiseT coOOH TepaneBTHYecKas MUIIEHb B oHuaitH cepBuce PASS online ?



3. C ucnonp3oBaHHEM, KAKUX KOMIBIOTEPHBIX MPOTPAMM U OHJIAWH PECYPCOB MPOBOISAT MPOTHO3
CrieKTpa Omonorndeckoii akTuBHOCTH BAB?
4. Kak onpenenuTs BEPOATHOCTD MPOSIBICHHS OMOI0THYeCKOM akTuBHOCTU? B uéM e¢ cmbici?
IpakTnyeckue padoThl

Ilpakmuueckaa paboma Ne 1. Ilocmpoenue 45 cmpykmyp uccinedyemvix paooe é npozpamme
Marvin Sketch.
Heab padoThI: TOCTPOUTH CTPYKTYPHI Hecienyembix BAB B mporpamme Marvin Sketch.,
Copnepxanue padoTbl:
1. Tlocrpoenue crpykryp uccieayembix BAB B mporpamme Marvin Sketch u mux
coxpanenue B popmate pdb.
Pe3yabTat padorsi: ctpykTypsl BAB B popmate Marvin Sketch u pdb.

Ilpakmuueckaa padoma Ne 2. Hccnedosanue cnekmpa 0Ouon02u4eckoil aKmueHOCmU
npozpammon PASS online.
Iesab padoThl: H3y4uTh CIIEKTp OHoOIOrnyeckoi akTuBHOCTH BAB.
Copnepxxanue padoTbl:
1. BBox cTpykTyp B hopmaTte Marvin Sketch u mporuno3upoBanue crieKTpa OHOJIOTHUECKON
aKTUBHOCTH MO Kaxaomy bAB.
2. OOcyxJeHHue IporHo3a.

PesyabTar padoThl: CHEKTp OMOJOTUYECKOW aAKTUBHOCTH HCCIEAYEMBIX PSJIOB
MIPOU3BOJAHBIX.

Bonpocsl 1u1si CAMOKOHTPOJIA:
B yem 3axnrouaercs BUPTyalbHbIA CKPUHUHT?
Yro nmpencrapisieT coOoi ciekTp Ouonoruueckoit aktuBHocTH BAB?
K repaneBtryeckum muiieHsM B mporpamme PASS online otHocsites?

M

Yto mpeacTasiseT codoii popmar pdb?

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

3ansaTue Ne 3

Tema 3ansiTus 1.4: «MHOXKECTBEHHBIN PETPECCUOHHBINA aHATU3 B MOJEIUPOBAHUU CTPYKTYP
BAB. MeTonbl nocTpoeHus: MOJENIEH U BaJIUIALIUS

Heanb: HM3yueHume  BO3MOXKHOCTEH  INPUMEHEHHS  MHOYKECTBEHHOTO  JIMHEWHOTO
PErpecCHOHHOIO aHaJIn3a B MOJAEIMPOBAHUM CTPYKTYp BAB.

3agaun: OcBOEHHE METOAMK IIPOBENEHUS PErPECCMOHHOIO AaHAIu3a, COCTABICHHE
YPaBHEHUN MHO>KECTBEHHOM JINHEWHOU PETPECCUM.



OcHOBHbBIE IOHATHSA:
— PErpecCHOHHBIN aHAIN3
— MHOKECTBEHHBIN PErpeCCUOHHBIN aHAJIN3
— KO3 GUIMEHT KOPPEeSIIUn
— KO3 UIMEHT MHOKECTBEHHOM Perpeccuu
— kpurepuil Ouiepa
— CpeIHEeKBaJpaTUYHasl OIIMOKa

Bomnpocskl K 3aHATHIO:
1. aiiTe omnpe/ieseHue perpecCCHOHHOIO aHAIN3a.
2. B ueM oTnu4re MHOKECTBEHHOTO PErPECCHOHHOTO aHau3a OT IPOCTOro?
3. Uto Takoe koappurment koppessiaun (R)?
4. Jlaiire onpenenenue kpureputo Oumepa (F) u 1uis uero on HyxeH?
5. B uem cMbicn cpeiHeKBaipaTUaHON ook (S)?

IIpakTnuyeckune padoTnl

Ilpakmuueckan paooma Ne 1. Cocmasnenue maonuy ¢ npozpamme MS Excel u Statistica oz

n0020MOGKU K pezPecCuOHHOMY AHAIU3).

Ilesn padoThi: cocTaButh Taduiel 1o BAB B mporpamme MS Excel u Statistica mist moarotoBku

K PErpeCCHOHHOMY aHAIIN3Y.

Coaep:xxanue padoThI:
1. Cocragiienue tabmuil mmo uccieayembiMm BAB nporpammax MS Excel u Statistica.
PesyabTaT padoTsi: Tabuuibl 1o uccienyemsiM bAB.

Ilpakmuueckasn paooma Ne 2. IIposedenue MHOMCECMBEHHO20 PeZPEeCCUOHHO20 AHAIU3A.

eapb padoThi: NPOBECTH MHOKECTBEHHBII JIMHEHHBIN PErpeCCUOHHBIN aHAIU3.

Copepxanue padoTbl:

1. IIpoBecTH MHOXECTBCHHBIN JIMHEHHBIN PErpEeCCHOHHBIN aHamu3 B mporpammax MS Excel u

Statistica.

Hobde

2. CocTaBUTh ypaBHEHHsI MHOXKECTBEHHOM JIMHEHHO perpeccuu o aHanusupyembiM BAB.

Pesynbrar padoThl: ypaBHEHHS  MHOMKECTBEHHOW JIMHEMHOM  perpeccu 1o
aHanuszupyemsiM bAB.

Bonpocsl 111 CAaMOKOHTPOJIA:
YT0 Tako€ MHOKECTBEHHBIN JIMHEHHBIN PErPECCUOHHBIN aHAIN3?
B 4yem oTiinume npocThIX perpecCHOHHBIX YPABHEHUM OT MHOKECTBEHHOM?
Kakue napameTpsl IO3BOJIAIOT OLIEHUTH KAYECTBO MOJYUYEHHBIX PErPECCUOHHBIX MOJETEH?
ITpuMeHeHne ypaBHEHUI MHOXKECTBEHHOM PErpecCcuy Ha IPAKTHUKE?.

Jlureparypa:
OcuosHas: 1, 2.
JononaurensHas: 3, 4, 8.
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3ausaTue Ned

Tema 3ansitus 1.5: «Iloctpoenue crpykryp BAB c 3anannbiMu cBolictBamu. [IpaBuio
JlunmHaCcKM»

Heas: N3ydyenue criocodba NOCTPOCHUS CTPYKTYP C 3aJJaHHBIMH CBOMCTBaMHU.
3agauu: OcBouth nocrpoeHue cTpykryp BAB ¢ 3ajaHHBIMM CBOMCTBAMH U OLEHHUTH B
COOTBETCTBUH C IPAaBUIOM JIMIIMHCKH.

OcCHOBHBIE IOHATHSA:

— CTPYKTYPHBIE JECKPUIITOPBI

— KOHCTaHTa JIUMO(PUIBHOCTH

— MOJIEKYJISIpHasl Macca

— KOHCTaHTa KUCIOTHOCTH U OCHOBHOCTH
— JIOHOPBI BOJIOPOJIHOM CBSI3U

— aKIENTOPBI BOJIOPOTHON CBSI3U

Bonpocs! K 3aHATHIO:
1. K cTpyKTypHBIM JIECKPHUIITOPAM OTHOCSITCS ?
2. Ot 4ero 3aBUCUT KOHCTaHTa MOHU3ALIUY ?
3. Baustaue cTpyKTypHBIX (parMeHTOB Ha KOHCTAHTY JTUNO(DUIBHOCTH ?
4. MoryT 11 OKa3bIBaTh BIMSHUE KOHCTAHTHI JIMIO(MUIBHOCTH U MOHU3ALUU Ha OMOJIOTHYECKYIO
akTuBHOCTH BAB?

IIpakTnuyeckune padoTnl

Ilpakmuueckan paboma Ne 1. Co30anue KauecmeeHHOU MOO0eaU NPOZHOZUPOCAHUA CEOUCHE
(logP, pKa, pKe) ucnonvsoeanuem mabauy 6 KOMOPbLIX NPUGECOCHbL CHIPYKMYPbL U (PU3UKO-
xumuueckue oeckpunmopwl (logP, pKa, pKe).
eab padoThi: TOCTPOUTH KAaUECTBEHHYIO MOJIENIb IPOrHO3UpOBaHMs cBOMCTB BAB.
Copepxanue padoTbI:
1. CocraBienue Tabmui no wuccieayeMbiM BAB mporpamme MS Word, B koTopbix
HpHUBEICHBI CTPYKTYpa U (usnko-xumuueckue aeckpuntopsl (logP, pKa, pKs).
2. Co3iaHue KayecTBEHHOW MOJENIH B BUJAE TaOIMIBI MPOTHO3MpoBaHUs CBOUCTB (logP,
pKa, pKs).
PesyabTaT padoTsl: Tabiniia 10 Ka4eCTBEHHON MOJIENIM TPOrHO3UpOBaHUs cBOMCTB BAB.
Ilpakmuueckan paooma Ne 2. Ilocmpoenue cmpykmyp BAB c¢ 3a0annvimu ceoiicmeamu
cocnacno npasuny Jlununcku. Pacuém ceoiicme (logP pKa pKb) ¢ ucnonszosanuem npozpamm
ChemOffice 2005 u AK_QSAR (logP pKa pKb).
Heab padoTel: noCTpouTh CTPYKTYpHI BAB C 3a1aHHBIMU CBOMCTBaMU.
Copepxxanue padoThbI:
1. Tloctpoenme ctpykryp B mporpamme ChemDraw (ChemOffice 2005) wu
MPOTHO3MPOBaHUe KOHCTAHT nunoduusHocTH (logP)
3. IMporHo3upoBaHue KOHCTAHT Jaumo(uibHOCTH M MoHu3anuu mnporpammoir AK_QSAR (logP

pKa pKb).

4. OI_ICHKa BCPOATHOCTHU ITPOABIICHUA Ouosornyecko akTuBHOCTH BAB B coOTBeTCTBUH C

MpaBUIOM JIMMIMHCKHU.
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Pe3yabTaT padoThl: TabuuUIEl N0 HccaenyeMbiM BAB ¢ mpornozupyemMbIMi 3HAYCHUSAMUA
logP, pKa u pKa.

Bomnpocel 1151 cCaMOKOHTPOJIA:
1. Kakue mporpaMMbl MO>KHO HCIIOJIb30BaTh JIJIsl IPOTHO3UPOBAHUS KOHCTAHT JIMTTOGUIBHOCTH?
2. 3HayeHNe KOHCTaHTHl JUNOPUIBHOCTH B COOTBETCTBHM C NpaBuioM Jlunuucku npu kotopom bAB
OyZIeT MpoSBIIATh OpajIbHYI0 aKTUBHOCTH?
3. TpeboBanus k Mmonekyie bAB mposiBistomnieli OMOJIOTHYECKYI0 aKTUBHOCTD?
4. B xakoMm cinydae BAB OyneT umMeTh HU3KyH0 OMOJOCTYITHOCTh B OpraHu3Me?

Jlureparypa:
OcuosHas: 1, 2.
HononuurensHas: 3, 4, 5, 6, 8.

3ansarne Ne 5
Tema 3ansiTus 1.6: «Mouekymsipublil 1okuHr nporpammoit AK QSAR (MonexynsipHblil JOKMHT
HOI'l u 2). AHanu3 pe3yabTaToB JOKUHIa»

Heab: Msyuyenuwe crnocoba mpoBeNeHUS MOJEKYISIPHOTO JIOKMHTA C HCIOJIb30BAHUEM
nporpamm AK_QSAR (Monekyssipbiit qokunr LOI'l u 2).

3agauu: OcBouth  Mojekynsipubli  nokuHr BAB  mporpammoit AK_QSAR
(Monexkymspubiii  gokuar LIOT'l u 2). M3yunth OCOOCHHOCTH aHalIM3a pE3yJbTaTOB JOKHUHTA B
MpejaraéMoM pacueTHOM METOJIE.

OcHoOBHbBIE OHATHS:

— (pparMeHTapHbIE 1ECKPUITOPHI
— MOJIEKYJIIPHBIN TOKHHT

— CKOPUHIOBbIE (DYHKIIUU

— DHEPIUsl CBSI3bIBAHUS

— MEKMOJIEKYJISIpHAsl SHEPTus

— KOHCTaHTa MHTMOUPOBaHUS

Bomnpocs! k 3aHATHIO:
1. Yo Takoe MONEKYISPHBIN TOKUHT?
2. Buibl MOJIEKYIISIPHOTO JIOKUHTA?
3. C xakoii nenbio B MOJIEKYISIPHOM JIOKWHTE UCTIONB3YIOT epMeHT?
4. J151s 9ero UCIOJIb3yeTCsl MOJIEKYJIAPHBIA JOKUHT?
5. Urto Takoe TepaneBTHYECKasi MULIEHbB?

I[IpakTnyeckune padoTnl

Ilpakmuueckan paooma Ne 1. Monekynapuvii 0okune npocpammon AK_QSAR
(Monexynapuutit 0ookune IJOI'l u 2) 15 coeounenuil.

Hess padoThI: BBHIOIHATE MOJEKYISApHBIA MOKUHT mporpammorr AK_QSAR (MomnekymnsipHbIit
nokuHr LHOI'1 u 2) 15 coemuHennii o ¢pepMeHTaM UKIOOKCHTeHas3a 1 u 2.
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Copnepxanue padoTbl:

1. B Moayne «CTpyKTypay» MporpaMMbl TOCTPOUTH aHAITU3UPYEMBIE COSTMHCHHUS.

2. PaccuuTarh pU3HKO-XHUMHUYECKHE TECKPUIITOPHI B MOTyJIe «(PU3NKO-XUMHUECKUE
CBOMCTBaY.

3. BBINOMHUTE MOJEKYJISIpHBIA JOKUHT B Moayne «QSAR» st cooTBeTCTBYIOIIETO psijia
MIPOU3BOTHBIX.

4. 3amonauTh TabMIy B hopmare MS EXcel mo pesynbraraM MOJIEKYIAPHOTO JOKHHTA 10
LHOI' 1 u 2.
Pe3yabTaT paGoThl: aHAIU3 MOJIYYEHHBIX CKOPUHTOBBIX (DYHKIIMM U OIIEHKA B3aUMOJEUCTBUS C

(dhepMeHTOM (TepaneBTUUYECKOW MHIIICHBIO).

Bomnpocs! 111 CAMOKOHTPOJIA:
1. BO3MOXHOCTH U OTpaHMYEHUS MOJIEKYISPHOTO JOKHHra?
2. JlaiiTe onpeenieHUE MOHATHS MEKMOJISKYJIIPHOE B3aUMOICHCTBUE.
3. Uto Takoe CKOpUHTOBBIE PyHKIMH?
4. YTo MO3BOJISIOT OLEHUTh CKOPUHTOBBIE DYHKITUU?
5. Kak onpenenuts cenexktuBHOCTh BAB 1o oTHomeHuto k hepMeHTy?

Jlureparypa:
OcuosHas: 1, 2.
JononaurensHas: 3, 4, 5, 6, 8.

3auarue Ne6

Tema: 3aueTHoe 3aHATHE JUCHHUILVINHBI 110 BBIOOPY «MOJICKYJIAPHBINA AN3aH OHOJIOTHYeCKHU
AKTHBHBIX BelECTB)»

He.m;: I/I3y‘leHH€ TCOPCTUYCCKOTO MaTCpHraJia 1o MOJICKYJIIPHOMY ,I[PISE[IZHY OMOJIOTHYeCKU
AKTUBHBIX BCHOICCTB.

3agauu: OcyliecTBIEHHE KOHTPOJS YPOBHS YCBOSHHS OOYYAIOIIMMUCS TEOPETUUECKOTO
Marepuaia JUCIUILIMHEI 10 BEIOOPY «MOJIeKyIapHbIN Ar3aiiH OMOOTUYECKH aKTUBHBIX BEIIECTBY.

BOl'[pOCbI AJid IOATOTOBKH K 3aq‘eTy:

1. Monexynspuslii nu3aiin BAB:

1.1. IlonsTre U LeNH.

1.2. Kimaccudukarns ¥ XxapaKTepUCTHKA HATPaBICHUH MOJICKYIISIPHOTO JIW3aifHa:

1.2.1. CTpyKTypHO-OpPHEHTHUPOBAHHBIN JU3aliH.

1.2.2. ®yHKIIMOHAIBHO-OpPUEHTHPOBAHHBIN TU3aiH.

2. Metoel oncka 1 0TOopa nepcneKTHBHBIX BAB.

3. Opranuyeckuii CHHTE3 Kak croco0 co3aaHus HOBbIX BAB.

4. ®apmakodopHbIe TPYIIIBI U UX CBA3b ¢ OMOJIOrHUECKOi akTUBHOCThI0 BAB. MeTob! n3yueHus
OMOJIOTUYECKON aKTUBHOCTH.

5. BeruncaurensHble 1 THPOPMAIIMOHHBIE METOIbl KOHCTPYHpOBaHuUs HOBbIX BAB.

6. TepaneBTHYeCKass MUIIICHb:
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6.1. Onpenenenue, TpeOOBaHUS K TEPANICBTUYESCKONH MUIIICHU.

6.2. Bunbl TepaneBTHUECKUX MHIIICHEH.

7. BupTyanbHblil CKDUHMHT.

7.1. OnnaiiH pecypchl 1 KOMITBIOTEPHBIE IIPOTPAMMBI JIJIS IPOBECHUS BUPTYaJIbHOIO CKPUHUTA.

7.2. BeposTHOCTH MpOsiBICHUS Ononorndeckoit aktuBHOocTH BAB. Onpenenenne 1 CyIHOCTb.

8. KomOuHaTopHast XMUMHUs U BBICOKOTIPOU3BOAUTEIBHBIN CKPHHUHT .

9. KBaHTOBO- XUMHUYECKHE PACUCTHI B MOJICTUPOBAaHUH MoJieKy1 BAB:

9.1. ®opmMaThl peACTABICHUS CTPYKTYP XUMHUYECKUX COCTUHECHUH.

9.2. IlporpaMMsl 1J1s1 NPOBEICHHSI KBAHTOBO- XUMUYECKHX PacuCTOB.

9.3. Meroibl IpoOBEIEHUS KBAHTOBO- XUMHUUYECKUX PACUCTOB.

9.4. Otnnume MOTYIMIUPUYECKUX METOJOB Pacdyeéra CTPYKTYpP OT METOJOB MOJICKYIISIPHOMN
MEXaHUKH.

9.5. C Kxakoif 1eIbIo IPOBOJAT ONITUMH3AIMIO CTPYKTYPBI MOJIeKyibl BAB?

9.6. TepmoguHamMuveckast QyHKIHS.

9.7. ®aKTopsl, BAUSIONME HA CKOPOCTh KBAHTOBO-XUMHUYECKUX PACUCTOB.

10. Perpeccuonnslii ananus B MoaenupoBanuu bAB:

10.1. Onpenenenue, BUbl PErPECCHOHHOIO aHAIM3a, IPAKTUYECKOE TPUMEHEHHE.

10.2. Koaddunuent koppensuuu (R), kpurepuit @uiepa (F), cpennexBaapaTuanas ommoka (S).

10.3. Kputepuu OLIEHKH ¥ BaJHIAIMS PETPECCUOHHBIX MOJICIICH.

11. Mozenu KOIMMYeCTBEHHBIX 3aBUCUMOCTEH «CTPYKTYPa-CBOMCTBO» U «CTPYKTYpa-aKTUBHOCTBY:

11.1. Onpenenenue, nyTu NPaKTUYECKOIO UCIIOIb30BaHUS.

11.2. KBaHTOBO-XMMHUYECKUE U (PU3UKO-XUMHUYECKUE IECKPUIITOPBI, UCIIOJIb3yEMbIE Il OTHUCAHMS
CTPYKTYpBI:

11.3. KoncranTa siunogpwmisHocty (I0gP) u nonnzauu (kucnornoctu (pKa) u ocaoBroctu (pKg)):

11.3.1. BiusiHue cTpyKTYphI ¥ (DYHKIIMOHAIBHBIX TPy Ha BennunHy KoHcTaHnT 10gP, pKa, pKa.

11.3.2. Kakue nporpaMmmbl MOXKHO HCIIOJIB30BaTh A/l mporao3upoBanus 10gP, pKa u pKs?

11.3. Tunsl perpecCHOHHBIX YPaBHEHUH B MOJEIIAX.

11.4. Ouenka u Baauaanus MOJIEIeH.

12. KauectBennsiif nouck BAB. ITlonstue. OTinunMe OT KOJIMUYECTBEHHOro mnoucka BAB.
Bo3moxxHOCTH M orpaHndeHus. Banuaanus u OlleHKa COCTABICHHOW MOJEIIH.

13. TIpaBuio Jlununcku. TpeOoBanus k Monekyne BAB mnposistomei 6Monornyeckyro
aKTUBHOCTb.

14. MonekynsipHbIi JOKUHT:

14.1. Buabl MOJEKYJISIPHOTO TOKUHTA.

14.2. OTnn4ne TOKWHTA «POAHOTO JIUTAaHAa» OT APYTHX BUAOB JOKWHTA.

14.3. TloHATHE «Y94aCTOK CBS3BIBAHUS.

14.4. Cxopunrossle ¢pyHkuuu. OrnpeeneHue.

14.5. Onpenenenne cenexktuBHOoCcTH BAB Mo oTHOIMEHUIO K PEepMEHTY.

14.6. Bo3MOKHOCTH ¥ OTpaHUYEHHS] METO1a MOJIEKYJISIPHOTO JTOKHHTA.

TCOpCTI/I"ICCKI/Iﬁ 3a4eT II0 MOAYJIKO COACPIKUT TCCTOBBIC 3alaHUA C OJHUM IIPABUIIBHBIM
OTBETOM.

Jlureparypa:
OcuosHas: 1, 2.
HononuurensHas: 1 — 20.
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BOIIPOCHI U1 CAMOITPOBEPKHA

Paznen 1. OcHOBHBIE MOHATHS U LIENIN MOJIEKYJIIpHOTO nu3aiiHa bAB.

Bompocsr aiis camonposepku 110 tTeMe 1.1: OcHOBHbBIE MOHATHUS U LEJINU MOJIEKYJISIPHOTO AU3aiiHa
BAB.
. UTo 1€XXUT B OCHOBE MOJIEKYJIIPHOIO JU3aiiHa?
. IlpuBeauTe KIIacCH(PUKAIMIO HATIPABICHUH MOJIEKYJISIPHOTO TU3aiiHa.
. UTo Takoe CTpYKTYpHO-OPUEHTUPOBAHHBIN AU3aliH?
. [aiiTe onpenenenne GyHKIIMOHAIBHO-OPUEHTUPOBAHHOTO AU3aliHa?
. Uto Takoe coeauHeHue auaep?
. [laiiTe onpeaeneHne NOHATHIO «MOJICKYJISIpHBIN au3aitH BAB».
. OnumuTe NpuHIKI 0TO0pa COSAMHEHUH B PSIbIL.
. Kakue npeumymiectsa naet nuzaiid BAB ¢ ncnonbs30BaHHEM TOMOJIOTMYECKHUX PSIOB?

O© 00 NO Ol &~ W DN P

. Kakue BbI 3HaeTe HaNpaBIICHUS MOJICKYJISIPHOTO JTN3aifHa?

10. B yem coCTOHUT 1eJTb pactpeAciiCHUs] COSAMHCHHUA B TOMOJIOTUYECKUE PSIBI?

11. C kakoil 1enpl0 MPOBOJISAT UCCIEIOBAHUS OLICHKH BIMSHHS U3MEHEHHUS 3aMECTUTENIell B CTPYKTYype
MOJICKYJIbI?

12. B 4éMm oTiMuYue CTPYKTYpHO-OPHEHTHPOBAHHOTO AM3aiiHa OT ()YHKIIMOHAIHHO-OPUEHTUPOBAHHOTO
nusanga?

13. Kak MOXHO UCTIOJIBE30BaTh (YHKIIMOHATHLHO-OPUEHTUPOBAHHBINA JU3aliH B MIOUCKE COCIMHCHHMSI-
nunepa?

14. OOGbsicHUTE LI MOJIEKYJISIPHOTO AU3aiiHa.

15. B uém 3akirogaeTcs OCHOBHOM CMBICI UCIIOJIb30BaHUsl COEAMHEHUI-uAepoB B noucke bAB?

Bomnpocel st camonposepku 1o teme 1.2: OneHka OHMOJIOTMYECKOM aKTUBHOCTH HPOTpPaMMOil
PASS online (BupTyanbHbIii CKPUHHHT).
1. JlaiiTe onpeneneHne NOHATUIO «BUPTYaJIbHbBIN CKPUHUHT»?
2. Yro npezcrapisiet co0o0il TepaneBTHYECKast MUILICHb B OHTaiiH cepuce PASS online ?
3. C ucnionp30BaHNEM, KaKUX KOMITBIOTEPHBIX TIPOTPaMM H OHJIAIH PECYPCOB MPOBOIST MPOTHO3 CIIEKTPa
Ouonornueckor aktuBHoct BAB?
4. Kak onpenenuTh BEpOSITHOCTh MPOsIBIIEHHs OHogoruyeckoit akTuBHOCTH? B uém eé cmbicn?
5. B uem 3axirouaeTcst BUPTyallbHbIN CKPUHUHT?
6. Uto npeacrasnser coboil criekTp 6ronornyeckoit akTuBHocTH bAB?
7. K Tepaneptuueckum muiieHsm B mporpamme PASS online otaocsites?
8. Uro npezcraeisier coboit popmar pdb?
9. Kak mpoucxoIuT MpOTHO3UPOBAHNE OMOIOTHUECKON aKTHBHOCTH Tiporpammoit PASS?
10. Crioco6 o1eHKH BEPOSITHOCTH MPOSIBIICHUS OMOJIOTMYECKON aKTHBHOCTH.
11. M0oXHO JTi CIIPOTHO3UPOBATH KOJIMYECTBEHHO OMOIOTMYECKYIO0 aKTUBHOCTH Iporpammoi PASS?
12. Kak MOKHO UCTIOJIb30BaTh MPOTHO3 iporpamMmMoit PASS B moucke coennHeHus-muaepa?
13. Kakue npeumymectBa umeet au3aitH bAB ¢ ucnons3oBannem PASS?
14. C wucnonb3oBaHMEM, KaKOro [apaMeTpa MPOBOJUTCS OLEHKAa BEPOSTHOCTU MPOSBICHUS
OMOJIOrM4eCcKON aKTUBHOCTU?
15. B gem 3axirouaeTcs MPUHIUI TPOBEACHUS BUPTYaIbHOTO CKpUHHUHTA rporpammoit PASS?
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Bomnpocsl 11 camonpoBepku 1o TeMe 1.3: KBaHTOBO-XMMHYECKHUE PACUCThl B MOJICTTUPOBAHUU MOJIEKYIT
FAB.

1. Ha3zoBuTe MeTO/1bl KBAaHTOBO-XMMHUYECKOTO pacyeTa CTPYKTYP.

2. B uéM 3akmrogaeTcs 1e/1b KBaHTOBO-XMMHYECKOTO MOJISTUPOBaHus B aHanu3e bAB?

3. Uro Takoe TepMoiMHaMuYecKas PyHKIHUS?

4. Kakue nporpamMmsl UCIIOJIb3YIOT IIPU MPOBEJAECHNN KBAHTOBO-XUMHUECKHUX pacycToOB?

5. Kakue MeTo/1bl KBaHTOBO- XUMHUYECKHX PACUCTOB BbI 3HAETE?

6. UeM OTIMYAIOTCS] METO/IbI MOJIEKYIISIPHOW MEXaHUKH OT MOTYIMITUPHUUECKUX ?

7. Kakue nmporpaMMbl MOKHO UCIIOJI30BaTh JJISl POBEICHUS KBAHTOBO-XUMUYECKUX PacueToB?

8. J171s1 yero Hy>KHO MPOBOJUTH ONTHMHU3ALUIO MOJIEKYII IIPE]] MPOBECHHEM KBaHTOBO-XUMHYECKUX
pacueToB?

9. Kakue (pakTopbl BIUSIOT Ha CKOPOCTh KBAHTOBO-XUMHYECKUX PacueToB cTpykTyp BAB?

10. Kakue noixysmMnupuyecKkue METOAbl pacyeTa Bbl 3HaeTe?

11. C kaxoii 1enbio MPOBOJAUTCS ONTUMHU3AIUS TEOMETPUN MOJICKYIIbI?

12. Kak Ha3bIBatoOTCs 3apsi/ibl, pACCUUTAHHbBIE C UCIIOJIB30BAHUEM KBAHTOBO-XUMHUECKUX PacyeTOB?
13. B xakux cpemax MOXKHO IPOBOJAUTH KBAHTOBO- XUMUYECKHE PACUSThI?

14. Kak croco0 UCIONb3yeTcs Ui IOCTPOSHHS CTPYKTYPhI porpammbl Gaussian?

15. Kakue npeumyiecTsa UMEIOT OAYIMIIMPUYECKHE METO/IbI PACUEThI ITEpel HEAMIIPUUECKUMU?

Bonpocer 11t camonpoBepku 1o teme 1.4: MHOKeCTBEHHBIN perpecCUOHHBIN aHaIu3 B MOJIEIUPOBAHUU
ctpyktyp BAB. MeTobl nocTpoeHus: MoAeNIel U BauJausl.

1. JlaiiTe onpenesieHue perpecCMOHHOIO aHaIu3a.

2. B uem oTimure MHOXKECTBEHHOT'O PErPECCHOHHOr0 aHaJIM3a OT POCTOro?

3. Uro takoe koddpdunuent koppensiuu (R)?

4. Nlaiite onpenenenue kpureputo Oumepa (F) u qyist yero on HyxeH?

5. B yeM cMbIci cpeiHeKBaipaTUudHON ook (S)?

6. UTto Takoe MHO>KECTBCHHBIN JTMHEHHBIN PErpecCUOHHBIN aHAIN3?

7. B uem oTimuMe IpOoCThIX PErPECCUOHHBIX YPABHEHUH OT MHOXXECTBEHHOMN ?

8. Kakue nmapaMeTpbl O3BOJISAIOT OLEHUTh KaU€CTBO IMOTYUYEHHBIX PErPECCUOHHBIX MOIEIeH?
9. IlpumeHeHne ypaBHEHHI MHOKECTBEHHOW PErpeccuy Ha IpaKkTUKe?

10. Kakue 331241 O3BOJISET PELINTH KOPPEALMOHHbIN aHanu3?

11. Ilo xakuM mapameTpam MPOBOJAT OLEHKY PETPECCUOHHBIX YpaBHEHUIT?

12. KakuMu MeTo/1aMu IPOBOJIAT OLIEHKY ypaBHEHUH perpeccun’?

13. C noMo1IpI0 KakKuX MporpaMM MOXHO TIPOBECTH KOPPEISAIMOHHBIN aHAIN3?

14. B uém cocTouT posib CBOOOTHOTO YJIeHa B YPAaBHEHUH JIMHEWHOM perpeccuu, Moay4eHHOM
nporpammoii Excel?

15. Yem oTnmyaeTcst MHOKECTBEHHBIM PErpecCHOHHBIN aHaINU3 OT IPOCTOro?

Bonpocer quis camonposepku no teme 1.5: IToctpoenue crpykryp BAB ¢ 3ananHbIME cBOHCTBaMU.
IIpaBumno Jlunuucky.

1. K cTpyKTypHBIM IECKPHIITOPAM OTHOCSTCS ?

2. Ot 4ero 3aBUCUT KOHCTaHTa HOHU3ALIUH ?

3. Baustaue cTpyKTypHBIX (pparMEeHTOB Ha KOHCTAHTY JTUNO(DUIBHOCTH ?

4. MoryT 71 OKa3bIBaTh BIUSAHUE KOHCTAHTHI JTUITO(PUILHOCTH U HOHU3ALIMU Ha OUOJIOTHYECKYIO
akTuBHOCTH BAB?

5. Kakue nporpamMmbl MOKHO HCIIONIB30BATh JJIsl IPOTHO3UPOBAHUS KOHCTAHT JTUNO(UIBHOCTH?

6. 3HaueHNe KOHCTAHTHI JTUIMOPMILHOCTH B COOTBETCTBHH C MpaBwiioM JIMTUHCKY 1pu KoTopoM BAB
Oy/eT NpOSIBIISATh OPAJIbHYIO0 AKTUBHOCTH?

7. TpeboBanus k mosiekyne BAB nposisiomnieit 0nosornyeckyro akTHBHOCTH?

8. B xakoM cityuae BAB Oyier uMeTh HU3KYIO OMOIOCTYITHOCTh B OpraHu3Me?

9. Bimusiaue dapmakodopos B ctpykType BAB Ha nx 6M010CTyTHOCTE?

10. Bausinue CTpyKTYpHBIX (PAKTOPOB HA KOHCTAHTY JUIMOPHIBHOCTH?
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11. C xakoii nenpro UCroab3yeTcs npaBuio JlunuHcku B qu3aitne BAB?

12. Kakue 1ecKpHUITOphI UCTIONIB3YIOTCS B IpaBuiie JIMuHCKu?

13. B ciryuae, koraa mosekyssipHas Mmacca paBHa 600 u koHCcTaHTa TUnoduaIsHOCTH 6, OyAeT u
COEJMHEHHNE COOTBETCTBOBATh MpaBUily Jlnunuucku?

14. Kakue ¢pynkunonansuslie rpymnimsl (PI) B crpykrype BAB BiusitoT Ha TUNOGUIBHOCTH?

15. C nomoupto, Kakoii MporpaMmbl MOKHO ITPOBEPUTH COOTBETCTBUE COEIMHEHUS IpaBuily JIunmuucku?

Bonpoce! 1uist camonpoBepku 1o teme 1.6: MonekynspHbiil 1okuHr nporpaMmmoii AK QSAR
(Monexynspubiii qokunr [{OI'] u 2). AHanu3 pe3yabTaToB JOKHHTA.

1. Yto Takoe MONEKYISPHBIN TOKUHL?

2. Buapl MOJIEKYJIIpHOTO JOKUHTA?

3. C xaKoii 1enpo B MOJICKYJISIPHOM JOKUHTE UCTIONB3YIOT (pepMeHT?

4. JIns 9ero UCTOIb3YeTCsl MOJICKYJIIPHBIN TOKUHT?

5. Uto Takoe TepaneBTU4YeCKas MUIIECHb?

6. Bo3aMOXHOCTH U OrpaHUUYEHUSI MOJIEKYJIIPHOTO TOKUHTa?

7. JlaiiTe onpeieieHre MOHATHUS MEKMOJICKYJIIPHOE B3aUMOICHCTBHE.

8. UTo Takoe CKOPUHTOBbIE (DYHKIIUU?

9. YTO MO3BOJIAIOT OLEHUTH CKOPHHTOBBIE ()yHKIIHN?

10. Kax onpenenuts cenekTuBHOCTh BAB 1o oTHomeHuto k hepmMeHty?

11. Yro xapakTepusyeT MEKMOJIEKYIISIpHAs SHEPTUS IPY B3aUMOACHCTBUU JIMTraHAa ¢ peuenTopom?
12. JlaiiTe onpezeneHue SHEPTUU CBA3BIBAHUSA?

13. BO3MOHOCTH 1 OTpaHUYEHHS MOJICKYJIIPHOTO IOKHUHTA?

14. Kakue nporpaMmmbl MOKHO HCIIOIB30BaTh JJIsl MOJIEKYJISIPHOTO TOKUHTA?

15. B xakom (hopmaTe IpoOBOJSAT KOHCTPYUPOBAHUE COCTMHEHHH JIJIsl POBEACHHUS MOJIEKYIISIPHOTO
IOKHAHra?
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