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ITepeyeHns MUIAHMPYEMBIX Pe3y/IbTATOB 00y4eHHs 110 JUCHHUIINHE, COOTHECEHHbIX
¢ mIanupyembiMu pesyastaramu OIIOII BO

Kon Kon mnauka- HaumenoBanue Pe3yabTarnl 00y4yeHus,

koMmine- | HammeHoBaHMe KOM- | TOpa 10CTH- WHIMKATOPa 10- | COOTHECEHHbIEe C HHIMKA-

TeH- neTeHUHHU JKeHHUsl KOM- CTH/KEHHUS] KOMIIe- | TOPaMU JI0CTHKEHUS KOM-

10101 neTeHI TeHIIUHN neTeHuui

OIIK-2 | Cnocoben ocymects- | UTOIIK-2.1 OcymwectBiger 10- [Ha ypoBHe yMeHMI:
JATh IOMCK, XpaHEHHE, UCK, XpaHEHHue, 00- |- YMeeT aHaIu3upoBaTh H
00paboTKy u aHanmu3 paboOTKy H aHaju3 |COMOCTABIATH IPEJCTaBICH-
npodeccuoHaIbLHON npoeCCUOHATIBHON |[HbIE TOYKH 3PEHUS U T03U-
uHboOpMalluu U3 pas- uH(popManuu U3 [UU CHEIHUAIUCTOB MO IPO-
JUYHBIX UCTOYHUKOB H pPa3NUYHBIX ~ HMCTOY- |OJIEMHBIM TEMaM;
0a3 aHHBIX, MPEICTAB- HUKOB M 0a3 JaH- |- YMeeT NpOBOJAUTH Pa3iiny-
JATH ee B TpedyeMoM HBIX. Hble€ BUJbl MATEHTHOTO IIO-
dbopmare ¢ HCIOIB30- rcka 1o ¢oHaaM 00JaCTHOM
BaHMEeM  HH(pOpMaIH- MaTeHTHOW OMOJIMOTEKH.
OHHBIX, KOMIBIOTEPHBIX | MIOIIK-2.2 [Tpumensier 6azoBele |Ha ypoBHe 3HaHMIA:
Y CETEBBIX TEXHOJIOTUU, 3HaHUST B 00JacTH |- 3HAET CIEeUUATU3UPOBAH-
BKIIIOYasi TMPOBEJICHUE MH(OPMALIMOHHBIX, |[HbIe 0a3bl JAHHBIX U MPO-
pacyeTroB U MOJEIUPO- KOMIIBIOTEPHBIX U [FPAMMHBIE CPE/ICTBA B HayY-
BaHUE, C YYETOM OC- CETeBBIX  TEXHOJO- HOH M mpodeccruoHAIbHOM
HOBHEIX TpeboBaHMi Ui I TIpeAcTaB- [cepax AesiTeNbHOCTH;
uH(pOpMallMOHHON 0e3- nenust mpodeccuo- |- 3HaeT COBPEMEHHBIE KOM-
OIIACHOCTH. HATBbHOH WH(MOpPMA- [MBIOTEPHBIC TEXHOJIOTU Y
uuu B TpeOyeMoM [mpu cOOpe W aHaIu3e HH-
dbopmare c yderoMm |(popmanMu HAYYHOTO CO-
OCHOBHBIX TpeOOBa- |[Iep>KaHusl.
HUI WH(pOpPMAIMOH-
HOM 0€30MacHOCTH.
NAOIIK-2.3 OcymectBiger npo- (Ha ypoBHe HABBIKOB:
BEJICHUE pPacyeToB U |- YMeeT IPOBOAUTH PACUEThI
MOJIETTUPOBAaHUE W MOJEIMPOBAHHUE TIPOIIEC-
MIPOLIECCOB ISl pPe- |COB;
meHuss mnpodeccuo- |- YMeeT BbIOMpaTh COBpe-
HAIBHBIX 337a4 C [MEHHble WH(GOPMAIMOHHBIE
MOMOUIbI0  MH(OP- [TEXHOJOTUU U HIpOrpamm-
MalMOHHBIX,  KOM- [HBIE€ CPEACTBA, B TOM YHCIE
NBIOTEPHBIX M CETE- |0TEYECTBEHHOTO IPOU3BOJI-
BBIX TEXHOJIOTHUH. CTBa, IJsi peUIeHus 3ajad
MpoQeCCHOHAIBHON nesi-
TEIbHOCTH.

IIK-1 | Cnocoben mnposoauts | UJIIIK-1.1 IIpoBoaut wuccneno- (Ha ypoBHe ymMeHHi:
paboTel Mo ¢apmaiies- BaHUs, UCIIBITAHUS U |- YMeeT BeIOupaTh Haubosee
TUYECKOH  pa3paboTke AKCIIEPUMEHTAaJIbHBIC [a/IeKBaTHBIE U Y(P(EKTUBHbIE
JIEKapCTBEHHBIX paboTel 1o (apma- |[COBpeMEHHbIE METOJIUKH HC-
CPEJICTB. LIEBTUYECKONW pa3pa- [CIEA0BaHUS;

0OTKe.

- YMeeT mpOBOAUTH HCIIbI-
TaHUS W OKCIEPUMEHTalb-
Hble pabOThl, CBSI3aHHBIE C
npoBeieHueM (apMaleBTH-

yecKoil pa3paboTKH.




WJIK-1.2

PazpabareiBaeT HO-
BYI0O HOPMAaTHBHYIO
JOKYMEHTAIlMI0  Ha
JIEKapCTBEHHBIE
Cpe/CTBa.

Ha ypoBHe 3HaHMIi:

- 3HaeT npaBmiia pa3paboTKH
HOPMAaTHUBHON  JTOKyYMEHTa-
Ly,

- 3Haer TpeOOBaHUS, KOTO-
pble HEOOXOJIUMO TPEIbsIB-
NATh TpU pazpaboTke HOp-
MATHUBHOW TOKYMEHTALUH.

WJIK-1.3

[Ipumenser MeTobI
CTaTHCTHYECKOU 00-
paboOTKu  MOJy4YeH-
HBIX pe3yabTaToB
HCCIICIOBAaHUM, HC-
NBITAHUNA ©W  DKCIIe-
PUMEHTOB C HMCIOJIb-
30BaHUEM COBpeE-
MEHHOT'O IpOrpamM-
HOTr'o 00eCIIeUeHUS.

Ha ypoBHe HABBIKOB:

- YMeeTr IpUMEHATH COBpe-
MEHHbIE TEXHOJIOI'MH 00pa-
OOTKH TOIY4EHHBIX pe3yiib-
TaTOB MCCIICJOBAHUM, HCIIbI-
TaHUW U SKCIICPUMEHTOB;

- YMeeT mosb30BaThes Clie-
LAAJU3UPOBAHHBIMU  IIPO-
IPaMMHBIMH ~ IIPOAYKTaMHU

CTaTUCTHYECKONW 00PaOOTKH.

2. O0bem U MecTO AUCHUILINHBI B cTpykType OITOIT
Huctunmuaa b1.0.32. «MonekynspHblid [u3ailH OMOJOTHYECKH aKTHBHBIX COCAMHEHHUI» OTHOCUTCS K
6azooit yactu OIIOIL, mpoBoautcs B 6 cemectpe 3 Kypca, o0mIast TpyI0eMKOCTh TUCHUIUIUHBL — 108 9. /

33.¢e.

3. Copep:kaHue U CTPYKTYPa AMCUMILINHBI

3.1. CrpykTypa AUCUHUILINHBL.

O0BbeM THCHUILINHDBI, Yac.

®opma TeKy-

KonrakTHas paGora 1Iero KOHTPOJIs
Ne ni/n HaumeHnoBaHue pa3e/ios, Beero o0yyaromuxcs ¢ npe- yCIeBaeMoCTH,
TEM 4ACOB nmojaaBarTreJieM 110 BI/I-U CP NPOMEKYTOU-
aamM yqeﬁm,lx 3aHATHH HOM aTrTecra-
J ‘ J3 ‘ 113 110707
Ounasn popma odyuenusn
Cemecmp Ne 5
OcHOBHBIE HampaBIEHUS MO-
Pasnen 1 JIEKYJISIPHOTO U3aiiHa O1o- 33 12 B 40 0
JIOTUYECKH aKTHUBHBIX COEIH- 0
HeHuil (BAC)
OcCHOBHBIE TOHATUS U LEIH
MOJIEKYJISIPHOTO J3aliHa
Tema 1.1 BAC. Iloaxonel K BBIOOPY 8 2 — 4 O
KaHJUJATOB B COCAMHCHHUS
JUJIEPHI
Ornenka OMONOTHYECKON aK-
Tema 12 | TABHOCTH npor*paMMouﬁ PASS ] ’ B 4 0
online (BUpPTyaldbHBIA CKpH-
HUHT)
KBaHTOBO-XMMHUYECKHE pac-
Tena 1.3 4€Thl B MOJICTTUPOBAHUU MO- 10 ’ B B 0
nexyn BAC




Ne i/

HaumeHoBaHue pa3jiesios,
TeM

O0beM TUCIHUILIMHDI, Yac.

Bcero
4acoB

KonrakTHas padora

00y4arouuxcs ¢ npe-

nojaBartejeM Mo BU-
JAaM y4eOHbIX 3aHATHI

JI J3

113

Cp

dopMma TeKy-
1Iero KOHTPOJIs
ycneBaeMoCTH,
NMPOMEKYTOY-
HOMl aTTecTa-
107014

Tema 1.4

MHOKECTBEHHBII  PErpeccu-
OHHBIM aHalu3 B MOJEIUPO-
BaHuU CTpyKTyp BAC

10

4

O

Tema 1.5

KonuuecTBeHHbIE COOTHOLIE-
HUSA «CTPYKTYpa-CBOUCTBOY.
Metoael mocTpoeHuss Moje-
JIed ¥ OLICHKA

Tema 1.6

Teopernueckuii pacyér KOH-
CTaHT  JUNOQWIBHOCTH U
MOHM3AIMU C UCIOJIb30BaHU-
€M KOMIIBIOTEpHBIX MoJiesei
U IIporpamMm

Tema 1.7

[Toctpoenue crpykryp BAC ¢
3aJJaHHBIMHA CBOWCTBaMH.
[IpaBuino JlunvHcku

10

Tema 1.8

MonexynsapHbii 1OKUHT. J[o-
KHHI «POJHOIr0» JIMIaHJa II0
HOI'l m 2 wu ruaponasa
E.Coli(S.Aureus)

10

Tema 1.9

MonexkynsipHbIiA JOKHHT TPO-
rpammoii AK QSAR (More-
KynsapHbli nokuHr LIOI'l wu
2). AHanu3 pe3ynbTaToB J0-
KHHTA

Tema 1.10

MouteKkyIapHBIi JOKUHT IIPO-
rpammoii AK QSAR (Moue-
KYJIIPHBIM JTOKMHI THpOJIa3a
E.Coli(S.Aureus)). Ananuz
pE3yJIbTaTOB JIOKUHIA

Paznen 2

[IpakTHueckue acreKkTbl MO-
nexkyJssipHoro au3ariHa BAC

56

16

Tema 2.1

Mogenn kadecTBEHHOro IO-
ncka BAC. Cmoco0Onl co3paa-
HUsA, OIICHKA U BaJIJalust

14

Tema 2.2

ITouck KOMMYECTBEHHEIX CO-
OTHOIIICHUH CTPYKTYpa-
aKTUBHOCTL. MeToapl  Mo-
CTPOEHUS MOJIETIEN, OIIEHKA U
BaJWIaIHS

14

Tema 2.3

Cnooco0 moucka BAC wmero-
JIOM MOJIEKYJIIPHOTO JIOKHHTA
(BUPTYaQJIbHBINM CKPUHUHT)

14

Tema 2.4

KonnuecTtBeHHOE MPOTHO3U-
poBaHHE OHMOJOTHYECKON aK-
tuBHOCcTH BAC C ucmomnb3o-
BAHMEM YPaBHEHHUN MHOXKe-

16

3auér




O0beM TMCUMILINHBI, Yac. dopma TeKy-

KonrakTHas padora Lero KOHTPOJIs
Ne n/m HaunMeHoBaHHe pa3ieiioB, Beero 00y4arouMXxcs ¢ mpe- ycreBaeMocTH,
TeM 4ACOB nmojaaBarTeJjeM Io BI/I-“ CP MPOMEKYyTOY-
JAaM y4eOHbIX 3aHATHI HOM aTTecTa-
J JI3 113 10701

CTBEHHOU PErpeccud U KOM-
IBIOTEPHBIX IporpaMM. [Ipo-
MEXYTOYHAas aTTeCTalus

Bcero: 108 20 - 52 36

Ilpumeuanue: onpoc (0O), mecmuposanue (T).

3.2. ConeprxaHue TUCHUTIIUHBI.

Pasmen 1. OcHOBHBIE HaAmpaBlEHUS MOJICKYJSIPHOTO AW3aiiHa OWOJIOTMYECKH AKTUBHBIX COCTUHEHHM
(BAC). Tema 1.1. OcHOBHBIC MTOHATHS U 11eIM MoJeKyisipHoro qu3aiiHa BAC. Iloaxoabsl k BRIOOPY KaH-
IUJIATOB B coeluHeHMs nuaepbl. [lonsaTus u uenu monekyispHoro ausaiina BAC. Iloaxoasl k BEIOOPY
KaHJIUJATOB B cOeIMHEHUs Jnuaepbl. OCHOBBI MOJIEKYJSIDHOTO au3aiiHa. Llenn MonekynspHoro ausaiHa.
Knaccudukanus HanpaBineHuil MoJeKkyiIsipHOro au3aifHa. TpeGoBaHus, NpeabsaBIsSieMble K COSIUHEHHIO
muzepy. OCHOBHbIE TOJOXKEHHUS: MOJICKYJISIPHBIM 1M3aliH; HalpaBlIeHUs MOJEKYJSPHOro nu3aiiHa; dap-
MaKOJIOTMYECKUH CKPUHUHT; coenuHeHue auaep. Tema 1.2. OneHka OMONIOrMYEcKON aKTUBHOCTU MPO-
rpammoii PASS online (Bupryanbublii ckpuHuHr). OneHka Oounonorndeckoit akruBHoctn BAC mporpam-
Mmoii PASS online. [IpoBenenue BupTyanpHOro ckpuHuHra nporpammoii PASS. Onpenenenne nonstus
«BUPTYaJIbHBIA CKPUHUHTY. TepaneBTuyeckas MUIIeHb B oHJaiH cepBuce PASS online. [Ipornos cnek-
Tpa Ouosnoruueckoil akTuBHOCTH BAC. OCHOBHbBIE TOJOXKEHUSA: BUPTYaJIbHBIH CKPUHMHT; TepareBTUYe-
CKasi MULIEHb; CHEKTp OMOJIOTMYECKON aKTUBHOCTH; MpoQuib Ouosoruueckoil aktuHoctd. Tema 1.3.
KBaHTOBO-XMMH4eckue pacuérsl B MoaeaupoBaHuu MoJekysl bAC. KommbroTepHblEe MpOrpaMMbl JUIs
IIPOBEJICHUS KBAHTOBO-XUMHUYECKUX pacu€ToB. KBaHTOBO-XMMHUYECKHE PACUETHI B MOJEIMPOBAHUHU MOJIe-
kyn BAC. MeTozpl KBAHTOBO-XUMHUYECKOTO pacuéra CTpyKTyp. KBaHTOBO-XMMUYECKOE MOJIETMPOBAHHE B
aHanmze BAC. OCHOBHbIE MOJOXKEHUS: T€OMETPHUS MOJIEKYJNbl; TEPMOJUHAMUYECKUN JIE€CKpUITOp; Ya-
CTUYHBINA 3apsAn aToma; noiysmnupuyeckuii meroq PM3. Tema 1.4. MHOXECTBEHHBIN perpecCHOHHBIN
a”Haiu3 B MojenupoBaHuu cTpykTyp BAC. KomnbroTepHble mporpaMmsl JUIsl IPOBEACHHSI MHOXKECTBEH-
HOT'O PErpECCHOHHOIO aHanu3a. MHOKECTBEHHBIN PETPECCUOHHBIN aHAIN3 B MOJICIUPOBAHUU CTPYKTYP
BAC. PerpeccuonHblil aHann3. OCHOBHBIE TOJIOXKEHUS: PETPECCUOHHBINA aHAJIN3; MHOYKECTBEHHBIN pe-
I'PECCUOHHBIN aHaNN3; KOAPGUIMEHT KOppesiuuu; K03)GUIMEeHT MHOKECTBEHHON PErpecCchu.

Tema 1.5. KonnuecTBEHHBIE COOTHOLIEHUSI «CTPYKTYpa-CBOMCTBO». MeETOABI NMOCTPOEHHUS MOAEIEN U
onieHka. KoyMuecTBEHHbIE COOTHOIIECHHS «CTPYKTYypa-CBOMCTBO». METOAbl MOCTPOEHUS MOJENIEH u
onieHka. OnucaHue CTPYKTYpbl C UCIOJIb30BaHUEM AeCKpUNTOPOB. CrocoObl pacuéra CTPYKTYPHBIX Je-
CKpUNTOPOB. THIIBI pErpeCCHOHHBIX 3aBUCUMOCTEN B HCCIIEOBAHUAX «CTPYKTYpa-cBOUCTBO». OCHOBHBIE
MIOJIOXKEHHUS: 3aBUCUMOCTh CTPYKTYpa-CBOMCTBO; CTPYKTYPHbIE JECKPUITOPHI; MOJIEINPOBAHUE; MHOXeE-
CTBEHHBIN perpeccuoHHbIN aHanu3. Tema 1.6. Teopernyeckuit pacy€r KOHCTAHT JIUMOPMIBHOCTH U HOHU-
3allUM C HUCIIOJIb30BAHUEM KOMIIBIOTEPHBIX MOJIENeN U nporpaMMm. KommnbsroTepHbIE TPOrpaMMsbl ISl pac-
4yéTa KOHCTAHT JIMIMOPUIBHOCTH W HOHHU3AIMU. TeopeTHueckuil pacyér KOHCTAHT JTUMO(QUIBHOCTH H
noHuzauuu. OU3NKo-xMMHUYeckre aeckpunTopbl. KoHcTanTa nunoguinbHOCTH. BinsHue KOHCTAaHT Jiu-
no(GpUIBLHOCTH ¥ MOHM3ALMU Ha Ouosorndeckyro akTHBHOCT BAC. OCHOBHBIE MOJIOKEHUS: CTPYKTYpHBIE
JECKPUIITOPBI; KOHCTaHTa JUNOQUIBHOCTH; KOHCTaHThl MoHM3anuu. Tema 1.7. [loctpoeHue cTpykTyp
BAC c 3agannbivu cBoiictBamu. [IpaBuno Jlununcku. Iloctpoenue crpykryp BAC ¢ 3amanHbIMH CBOM-
ctBaMi. OCHOBHBIE MOJIOKEHUS: CTPYKTYPHBIE JECKPUITOPBI; KOHCTAHTA JIUMOMUIBHOCTH; MOJIEKYISIP-
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Hasl Macca; KOHCTaHTa KUCIOTHOCTU U OCHOBHOCTH; TOHOPBI BOJOPOJHOMN CBSA3U; aKLIENITOPHI BOJOPOIHOM
cBa3u. Tema 1.8. Monexkynsapublii JOkuHT. JlokuHr «pogHoro» juranga no L{OI'l u 2 u runponaza
E.Coli(S.Aureus). Monekynsipabiii nokunr. [lonstue u onpenencHue. JJOKHHT «POIHOTOY» JIMTAHAA TIO
LOI'l u 2. dokuHTr «poaHoro» iuranaa no ruapoiasa E.Coli(S.Aureus). OCHOBHBIC MOJOXKEHUS: MOJIe-
KYJISIPHBIN IOKUHT; CKOPHHT'OBBIE (DYHKITHH; SHEPTHS CBSA3BIBAHHS;, MEKMOJICKYJISIpHAs SHEPTHSL.

Tema 1.9. Monexkymsipubiii gokuHr rporpammoit AK QSAR (Monekynspubiii gokuar LHOI'l u 2). Ana-
JIU3 PEe3yNbTaTOB JOKWHTA. MosekynsapHbiii mokuHr nporpammoir AK QSAR (MonekymsipHbIA JOKHHT
LHOTI'l u 2). Ananu3 pe3ynbpratoB JokuHra. Mcmons3oBanue GepMEHTOB B MOJICKYJISIpHOM JoKuHTe. Oc-
HOBHbBIE TIOJIO’KEHUS: MOJIEKYJIAPHBINA JOKUHT; CKOPUHIOBBIE (DYHKIIMH; SHEPTUs CBA3bIBAHUS; MEXMOIIe-
KyJIsipHas SHEprus; KOHcTaHTa uHruOupoBanusa. Tema 1.10. MonekynspHbBI JOKMHT MPOrpamMMOi
AK QSAR (Monekymnspusiii jokuar rugpoinasa E.Coli(S.Aureus)). Ananu3 pe3yapTaToB HOKUHTa. Mo-
nexkysipHelid gokuHT mporpammoil AK QSAR (Monexymsipusiii gokunr ruaponasza E.Coli(S.Aureus)).
AHanu3 pe3ynbTaToB JOKUHTAa. OCHOBHBIE MOJIOKEHUS: MOJEKYJISIPHBINA JOKMHT; CKOPHHTOBBIE (DYHKIINH;
SHEPTUs CBSA3BIBAHUS; MEXXMOJICKYJISIPHASI SHEPTUsl; KOHCTAaHTa UHTUOMPOBAHHUSI.

Pazgen 2. Ilpaktuueckue acnektsl moiekyisipHoro nuszaiiHa BAC. Tema 2.1. Moaenn KayecTBEHHOIO
norucka BAC. Crnocobbl cozmanus, onenka u Banupanus. Coaep:kanue TeMbl: Mojenu KauyecTBEHHOTO
noucka BAC. Crnoco0sl co3mannst. OuneHka U Banuaanus Mojelieil kauecrseHHoro noucka BAC. Kaue-
ctBeHHbI nouck BAC. OCHOBHbBIE MOJOXKEHUS: KaueCTBEHHBIM MOUCK; (pparMeHTapHble NECKPUITOPHL;
MOJICKYJISIPHBINA TOKWHT; CKOPUHTOBBIE (DYHKIMK; OMOoJIornyeckas akTHBHOCTh. Tema 2.2. Touck konmuyue-
CTBEHHBIX COOTHOUIEHUH CTPYKTYpa-aKTUBHOCTb. MeTO/bl TOCTPOCHUSI MOJEIIEH, OLIEHKa U BalluJalusl.
[Torck KOIMYECTBEHHBIX COOTHOUIEHUH CTPYKTypa-aKTUBHOCTb. OLlEHKa U Balualusl MOJENel KoJnye-
ctBeHHOro moucka BAC. 3aBUCHMOCTh «CTPYKTypa-aKTUBHOCTHY». J[€CKpUIITOPHI HCIONb3yeMbIE s
onucaHus CTPyKTypbl. CrocoObl pacuéra CTPYKTYPHBIX JAECKPUOTOPOB. THIIBI PErpecCUOHHBIX 3aBUCH-
MOCTEW B HCCIIEIOBAHMIX «CTPYKTYpa-aKTUBHOCTH». OCHOBHBIEC MOJIOXKEHHUS: 3aBUCHMOCTh CTPYKTypa-
aKTUBHOCTH; OMOJIOTMYECKAasi aKTUBHOCTh; CTPYKTYpPHBIE JIECKPUIITOPHI; MOJEIUPOBAHHE; MHOXKECTBEH-
HBIM perpeccuonHbli ananu3. Tema 2.3. Cnoco6 noucka BAC mMeTogoM MONEKYJISIpHOTO JTOKUHTA (BUP-
TyalbHbIM ckpuHUHT). Crioco0 noucka BAC meronoM MonekynspHOro nokuHra. Vcmnonb3oBanue moie-
KYJISIPHOTO JIOKMHTa B BUPTYaJIbHOM CKpUHUHTe. bruonornueckas akTUBHOCTh. BUpPTyanbHbIM CKpPUHUHT.
OcHOBHbBIE TOJIOKEHUS: (parMeHTapHbIE JECKPUIITOPbI; OMOJIOrMYEecKass aKTUBHOCTb, MOJIEKYJSPHBINA
JOKMHT; CKOPUHTOBBIE€ (DYHKIIMHM; KOHCTAHThl MOHU3AIMH; KOHCTaHTa JunoguibHocTH. Tema 2.4. Komnu-
YeCTBEHHOE MPOTrHO3UpoBaHue Oronornyeckoit akTuBHOCTH BAC ¢ ucrnonb30BaHuEM YpaBHEHUI MHOXe-
CTBEHHOM perpeccuu M KOMIBIOTEPHBIX MPOrpaMM. MeTo/ibl KOJTUYECTBEHHOTO IMPOTHO3UPOBAHUS OHO-
noruuyeckoi akTuBHOCTH BAC. IIporHo3upoBanue 6nonorndeckoit aktuBHoctd BAC ¢ ncnons3oBaHreM
ypaBHEHMI MHO>KECTBEHHOH perpeccuy M KOMIIbIOTEPHBIX MporpamMm. OCHOBHBIE NOJOXKEHUS: (parMeH-
TapHblE JECKPUNTOPHI; OMOJIOTHYECKas aKTUBHOCTh; MOJIEKYJISIPHBIN JOKHHI; CKOPUHIOBBIE (DYHKIIHH;
KOHCTaHTbl HOHU3ALIMN; KOHCTaHTa JTUMIO(UIBHOCTH.

4. @DoH/ O1LIEHOYHBIX CpPpEeaACTB IO TMCHUIIJIMHE

4.1.1. B xoze peanuzanuy JUCHUIUIMHBI UCTIONB3YETCs Cleayromas GopMa TeKyIIero KOHTPOIs yceBa-
€MOCTHU 00yUaroIuXcs: OIpoc.

4.1.2. OI_ICHO‘-IHBIC CpeacTBa TCKYLICTO KOHTPOJIA YCIICBAEMOCTU

Omnpoc (1o Teme 1.1. OcHOBHBIE MOHATHUS U LIETH MOJIeKysipHOro ausaitna bAC)
1. UTo 1€XUT B OCHOBE MOJICKYJISIPHOTO TU3aitHa?
2. IlpuBenute KIaccU(PpUKAMIO HATTPABICHUI MOJIEKYJIIPHOTO THU3aiiHa.
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3. UTto Takoe CTPYKTYPHO-OPUEHTUPOBAHHBINA TU3aliH?

4. aiite onpenenenue GyHKIIMOHATHLHO-OPUEHTUPOBAHHOTO TU3aiiHa?

5. YUrto Takoe coeiMHEHUE JIuiep?

6. JlaiiTe onpezesneHue NOHATUIO «MOJIEKYJIApHBINA Au3aiiH BACy.

7. OnummMTe TPUHIKI 0TOOpa COETUHEHUN B PSAIBL.

8. Kakue npeumyniectBa na€t nu3aitH bAC ¢ UCnofib30BaHHUEM TOMOJIOTHYECKUX PSAJIOB?

9. Kakue Bbl 3Ha€TE HAMPABJICHUS MOJIEKYJIAPHOTO AU3aitHa?

10. B uem cocToOuUT e pacnpeeeHusi COeIMHEHUM B TOMOJIOTHYECKHUE PAJIbI?

11. C xakoli uenbro MpOBOAAT UCCIEAOBAHUS OLICHKU BIIMSHHS U3MEHEHHSI 3aMECTUTENEH B CTPYKTYpe
MOJIEKYJIbI?

12. B yém oTnuune CTpyKTypHO-OPUEHTHPOBAHHOTO IW3aliHa OT (PYHKIIMOHAIBHO-OPUEHTHPOBAHHOTO
nu3aiua?

13. Kak MO>XHO HCTIONB30BaTh (DyHKIIMOHAIBLHO-OPHEHTUPOBAHHBIHN TU3aiiH B TOMCKE COCIMHEHUS -
nunepa?

14. OObscHUTE e MOJIEKYISIPHOTO JU3aiHa.

15. B uém 3akirodaeTcsi OCHOBHOM CMBICI UCMOJIb30BAHUS COCAUHEHUI-TAEpOoB B moucke bAC?

4.1.3. IlIkana ouleHUBaHUA ISl TEKYILIETO KOHTPOJIS.

Ormpoc:

OrneHKa «OTIUYHO» - 0OYYAIOIINICS MPOSIBISIET BCECTOPOHHEE M TITyOOKOE 3HAHHWE MaTepuayia B 00bEéMe
YTBep)I(I[eHHOﬁ HpOFpaMMI)I JUCHUIIIIMHBI, 1Aa€T IIOJIHBIC U HpaBI/IJIBHI)IC OTBCTHI HA BOHpOCI)I, MaTepHan
U3JaraeT Mmocie0BaTebHO U TPaMOTHO. JIeMOHCTpUPYET OCO3HAHHBIN MOAXOA K U3YYCHHUIO TUCIUILIHU-
HBI, T.€. IPABUJIBHO XapaKTEepHU3yeT CTPYKTYPHBbIE CBOWCTBA, OOOCHOBBIBAET MpEAsiaraéMble METOAbI MO-
JEKYJISAPHOTO Mu3aliHa OMOJIOTHYECKU aKTUBHBIX BEIIECTB.

OneHka «xopoiio» - o0ydJaromuics MposSBIsSET 3HAHHE BCEro M3y4YEHHOTO MPOTPaMMHOI0 MaTepuana,
AT IpaBUIIbHBIE OTBETHI HA BOMPOCKL. MaTepuan u3iaraeT mocjie0BaTeIbHO U TPaMOTHO, 0OOCHOBBIBA-
€T BCE MOJIOXKEHUSI cBoero oTBeTa. [Ipu oTBeTe AomyckaeT HEOOMbITNE HETOYHOCTH U €TMHUYHBIC OIINO-
KH, KOTOpI)IC OHGpaTI/IBHO U CaMOCTOSITCIIBHO chpaan[eT HpI/I YTO‘-IHSIIOHII/IX BOHpOCﬂX HpenonaBaTeJm.
Or1ieHKa «yJOBJIETBOPUTEIHEHO» - 00YUAIOMIUNACS TIPOSBIISIET 3HAHHE OCHOBHOTO MPOTPAMMHOTO MaTepua-
7a, JOMYCKaeT OMMOKA U HETOYHOCTH MPH OTBETE HA TEOPETUYECKUE BOIMPOCHI, OIIUOKU HCIPABISIET O
YKa3aHUIO MPEnoIaBaTelis, OTBEYAEeT Ha IONOJHUTEIbHO 33/JaHHbBIE BOIIPOCHI.

OrneHka «HEyIOBIETBOPUTENBHO» - 00YUaIOIIUICS TPOSBISET HE3HAHUE OCHOBHOTO MPOTPAMMHOTO Ma-
Tepuala, UMeeT CYIIeCTBEHHbIE MPOOebl B M3YUEHNUN OTIENIbHBIX MPUHIUIUATBHBIX BOIMPOCOB, MPH OT-
BEeTE Ha TEOPETUYECKHE BOMPOCHI JOMYCKAET CYIIECTBEHHBbIE OMIMOKH, KOTOPHIE HE MOXET HCHPABUTH
JaKe 10 YKa3aHWIo MPEMno/iaBaTelis, Ha JOTMOJHUTEIbHBIE BOMPOCHI HE OTBEYAET.

4.2. ®opmbl 1 MaTepHallbl IPOMEKYTOYHON aTTECTALIUU.
4.2.1. IlpomexxyTouHasi aTTecTalus MpoBoAUTCA B hopme: 3auérT.

4.2.2. OueHoYHbIE CPECTBA IS IPOMEKYTOUYHON aTTECTALINH.

Tecr:
Bapuanr 1
Ne . Kommnerenius,
3ananue [IpaBuibHBIN OTBET
/11 WHJIUKATOP
1. | Monexynspnsiii quzaitH BAC sto: c. Korcrpynposanue OIIK-1,




a. MoJneKysipHBIA TOKUHT BEHIECTB ¢ PEPMEHTOM | HOBBIX XUMHUYECKHX CO- NJOIIK-1.1,
b. [Iporao3upoBanne KOHCTAHT JTUMOPUITHHOCTH €IMHECHUM C 33JaHHBIMU 1.2,1.3,14
c. KoncrpyupoBaHuie HOBBIX XUMUYECKUX COEIH- CBOiicTBaMH
HEHUI C 33JITaHHBIMU CBOKCTBAaMHU
d. Uccnenosanme OMOJIOrMYECKON aKTUBHOCTH
[enb MonexynsipHoro ausaiina BAC: a. [Toctpoenue cTpyk- OIIK-1,
a. IloctpoeHue CTpyKTypbl C 3aJaHHBIMH CBOW- TYpBI C 3aJJaHHBIMU NJOIIK-1.1,
CTBaMu CBOMCTBaMU 1.2,13,14
b. [Touck uaruduropor JJHK
c. Koppensunonnsiii anaims
d. KBaHTOBO-XMMHUYECKUE PACUETHI
CTpyKTYpHO-OpUEHTHPOBAaHHBIN Au3aiiH 3akito- | d. Co3manun MHOXe- OIIK-1,
4aeTcsl B: CTBa Pa3HOOOpa3HBIX NJOIIK-1.1,
a. [IpoBeIeHNMM KBAaHTOBO-XMMHYECKHUX PACUYETOB HOBBIX U DK30THYECKUX 1.2,13,14
b. MosekyasipHOM TOKUHTE MOJICKYJISIPHBIX CTPYK-
c. UccnenoBanuu OMONOTHYECKON aKTUBHOCTH TYp
d. Co3iaHuu MHOXECTBa Pa3HOOOPAa3HBIX HOBBIX
1 DK30THUYECKUX MOJICKYJSIPHBIX CTPYKTYD
Crparerust MOJIEKYJISIPHOTO Jqu3aiiHa mnpeamnoinara- [ b. [mybokoe moHuma- OIIK-1,
eT: HHE MTOCTABJIECHHOM 3a- NJOIIK-1.1,
a. MI3MepeHne KOHCTaHT HOHU3ALINU Jlayu, U3y4YEHHE MOJIE- 1.2,13,14
b. I'mybokoe moHMMaHUE MOCTAaBICHHOW 3a/layM, | KYyJISPHBIX MEXaHHU3MOB
W3YYCHHE MOJICKYJISIPHBIX MEXaHHU3MOB IIEJICBOM | IIeleBOW (DYHKIIUU Be-
(GyHKIIMY BelllecTBa iecTBa
c. syuenue rupodoOHbIX pparMeHToB
d. PerpeccuoHHbIi aHanu3
K repaneBTnueckum muiieHsM npu auszaitne BAC
C TMPOTHUBOBOCHAIUTENBHON aKTHUBHOCTHIO OTHO- OITK-1
CSITCSL: a. OepMEHTHI LHUKIOOK- I/II[OHK—i 1
a. ®epMeHTHI IUKIIOOKCUTreHas3a 1 u 2 cureHasa 1 u 2 o
1.2,1.3,14
b. AHanbpreruyeckasi akTHBHOCTh
c. Koarynsimust Mmonekynbl 6enka
d. MonusupoBanHas kapOOKCUIIbHAs rpynna
[IporHo3 cmekrpa OMOIOTHMUECKON AKTUBHOCTU B
onaitH cepBuce PASS online ucnonssyercs jyist: OIIK-1,
a. KBaHTOBO- XMMHUYECKUX pacUETOB d. IToucka BAC NAOIIK-1.1,
b. buonornueckux ncneitanuii BAC 1.2,13,14
c. [loctpoenust CTpyKTyp COeTMHEHHI
d. IToncka BAC
BupryanbHblii CKPUHUHT 3TO: o
a. cneiTanne OUOI0THYECKON aKTUBHOCTH b. Teoperueckuid me-
. TOA OTOOpa TEpPCIEeK- OIIK-1,
b. Teopetuueckuit MeTo 0TOOPA MEPCIIEKTUBHBIX
BAC ¢ HCIONB30BAHHEM KOMIBIOTEPHBIX MPO- | o orox bAC ¢ menome- | MIOTK-1.1,
R—" 30BaHUEM KOMIIBIOTEP- 1.2,1.3,14
c. [Tocrpoenune romonornyeckux psaos bAC HPIX HIPOTpavM
d. Crioco6 nocrpoenust ctpykryp BAC
Kakoil M3 mpuBENEHHBIX METOJAOB KBAaHTOBO-
XUMHYECKOro pacuéra ctpykryp bAC oTHOCHTCS . OIIK-1,
c. Metong Parametrison
K MOJIyDMIIUPUYECKUM: 3 (PM3) NJOIIK-1.1,
a. Meron Xaprpu-®oxka (HF) 1.2,1.3,14

b. Meton ¢pyakimonana mnotHoct (DFT)
c. Meron Parametrison 3 (PM3)
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d. MeTtoa MOJIEKYISIPHOM MEXaHUKHU

KBaHTOBO-XMMHYECKHE paC‘-IéTI:I MMpoOBOAAT C HUC-

MOJIb30BaHUEM MIPOTPAMMBbI: OIIK-1,
9 | & Gaussian 03 a. Gaussian 03 NJOIIK-1.1,
" | b. Microsoft Word 1.2,13,14
c. Microsoft Excel
d. WordPad
Kakoil U3 npuBENEHHBIX METOJOB pacyéra OTHO-
CHUTCS K KBAHTOBO-XUMHUYECKUM: a. TlonysMmmHpuyccKuii OIIK-1,
0. | & [Tonyamnupruyeckuii METO MeTon NJOIIK-1.1,
" | b. MeToa MONEKYISIpHOTO IOKMHTA 1.2,13,14
c. CTpyKTypHBIi METO.T
d. dparmMeHTapHbIi METO
Perpeccruonnslii aHAIN3 3TO — CTATUCTHHCCKUH MeTO{[ OIIK-1,
11 ornleHku BinusHus oxguout | MJOIIK-1.1,
) WIA HECKOJBLKHUX He3a- 1.2,13,14
BUCHMBIX TIEPEMEHHBIX
MHOKX€eCTBEHHBIN JINHEUHBIN PETPECCUOHHBIN METOJ YCTaHOBJ'IeI;II/I}I OIIK-1,
" aHaJIu3 3TO — 3aBICHMOCTH OJIHOH rie- VJTOTIK-1.1,
. PEMEHHOM OT ABYX WU 19 13 14
0oJiee HE3aBUCUMBIX T
MEPEMEHHBIX
Koaddunument koppemsuuu (R) nmokassiBaet — 3aBHCHMOCTh  (KOppe- OIIK-1,
13. JSIUI0) BYX TepeMeH- WJOTIK-1.1,
1.2,1.3,14
HBIX JpYT OT Apyra T
CTpyKTypHBIE€ AECKPUIITOPHI, OCHOBAaHHbIE HAa Me- OIIK-1,
14. | TOMAaX KBaHTOBOW XUMHH— KBAHTOBO ~XUMHUECKHE NIOIIK-1.1,
12,13, 14
Crnoco0 pacyéra CTpYKTYPHBIX JECKPUIITOPOB OIlK-1,
15 BAC c ucnonbp3oBaHreM KBaHTOBO-XUMHYECKUX | KBaHTOBO-XMMUUECKHi NJIOIIK-1.1,
' IIpOrpamm — 1.2,1.3,14
C MOMOILIBIO KAKOTO KPUTEPHA NPOBOAAT OLEHKY | 1 (GOUIMEHT  Koppe- OIlK-1,
16, | MoneneH «CTPYKTypa-CBOHCTBOY 1 «CTPYKTypa- s (R) UJOIIK-1.1,
aKTUBHOCTBY — 1.2,1.3,1.4
C HCnoaB30BaHNEM KaKMX KOMIIBIOTEPHBIX MPO- i OITK-1
IPaMM MOKHO TIPOBOAUTS pacuét koncrant mu- | ChemOffice 1 ACD I/II[OHK-l’ 1
17. nodunsHocTH (logP) BAC — ChemSketch 12,13, 1:4’
9TO METOJlT MOJICKYJISp-
HOTO  MOJIEJIMPOBAHUS
CTBIKOBKH, KOTOPBIN OIK-1
MonexkynsipHas cTbikoBKa (10KUHT) BAC — MI03BOJISIET IIpEACKa3aTh I/IJIOHK—l’ 1
18. HauOoyiee  BBITOAHYIO o
1.2,1.3,14
JUTSt o0Opa3oBaHUs

YCTOMYMBOIO KOMILIECK-
Ca OpHUEHTAUMIO U II0-
JIO)KEHWEe OIHOM MoJie-
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KYJbl 110 OTHOLIEHHUIO K
ApYro#
3TO MECTO Ha €ro Io-
[aiite onpeneneHue NOHATHIO «aKTUBHBIM LICHTP» | BEpDXHOCTH WJIM AaKTHUB- OIIK-1,
19 dbepmenTa — HBbI Y4acCTOK, TI€ Mpo- NJOIIK-1.1,
’ HCXOIUT CBSA3LIBAHHUE U 1.2,13,14
KATAIMTUYECKOE  Ipe-
BpalieHue cyocrpara
1 BAC OIIK-1,
B ocHoBe MonekynspHoro gu3aiina BAC nexut — | AU3aHH ¢ ompene- NJOIIK-1.1,
20. , JICHHBIM BHJIOM OHOJIO-
. 1.2,13,14
TUYECKON aKTUBHOCTH
4.2.3 Illkana olleHUBaHUSI.

Pemenne tecToBBIX Sa,I[aHI/Iﬁ OIICHUBACTCA B KAaTCropHiaX <«3adYTCHO - HE 3a4YTCHO. Tect cunTaercsa BbI-
IMOJIHCHHBIM Ha OLICHKY «3a4YTCHO» IIPHU IIPABUJIbHOM PCIICHUU 6onee 70 % TeCTOBBIX SaﬂaHHﬁ.

4.3. CoOTBETCTBHE OLIEHOYHBIX CPEJCTB MPOMEKYTOUYHOW ATTECTAIIMH MO JAUCHUILTHHE (HOPMHUPYEMBIM

KOMIICTCHIIUAM
Kox xom- Kon nnaukaropa no- OrneHoYHBIE CPEICTBA MPOMEKYTOUYHOUN aTTeCTallN
IIeTCHOUN CTUXKCHUSA KOMIICTCHIIUN TGCTI/IpOBaHI/Ie
OIIK-2 NJOIIK-2.1 +
NJOIIK-2.2 +
NJIOIIK-2.3 +
IIK-1 MIIK-1.1 +
WIIIK-1.2 +
NIIK-1.3 +

4.2.3. Kputepuu orieHKHA cHOPMUPOBAHHOCTH KOMIIETEHIIUNA B PaMKax MPOMEKYTOUYHOW aTTeCTalluU IO

JTUCLUTUINHE
Kon xom- | Kon wunpukartopa | CTpyKTypHBIE Kputepun onieHkH c(opMHUPOBAHHOCTH KOMITETEHIIUN
NETEHINK | AOCTIKCHIA 3JIEMEHTBI He copMHpOBaHa chopMupoBana
KOMIIETCHIIMH HOYHBIX CPEJICTB
OIIK-2 NAOIIK-2.1 Tect Jlan npaBwiIbHBIM OTBET Me- | [laH IpaBUIIBHBIN OT-
NAOIIK-2.2 Hee deM 70% mpaBWIBHBIX | BeT OoJiee ueM Ha 70%
NAOIIK-2.3 OTBETOB Ha TECTOBBIC 3aJa- | IPABUIBHBIX OTBETOB
TIK-1 VJTIK-1.1 HUS. Ha TECTOBBIE 3aJaHMS,
VK12 JlonmyckaeT OMIMOKM MPUHIM- | B KOTOPBIX MpPOBeEps-
VITTK-1.3 MUAIBbHOIO XapakTepa. 3aja- | F0TCsSl BCE 3asBICHHbBIC
HUS, HA KOTOpbIE J1aH HEeIpa- | UHIUKATOPbl  KOMIIe-
BWIbHBI OTBET, OTPaXaroT | TCHIUH
KaKk MHUHMMYM OJUH uiu 0o-
Jiee 3asBJICHHBIX HMHAWKATO-
POB KOMITETEHLIUH

Komnerenius cunraercsi chpopMupOBaHHOM Ha ypoBHE TpeOOBaHUI K JUCIUIUIMHE B COOTBETCTBUU € 00-

pa3OBaTeHBHOI71 nporpaMMoﬁ, €CJIIKn 10 uTOoraM HNpHUMCHCHHA OLICHOYHBIX CPEACTB WM HUX OTACIBbHBIX
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AJIEMEHTOB PE3YyJbTaThl, AEMOHCTPUPYEMbIE O0Yy4YaIOUIMMCs, OTBEYAIOT KPUTEPUI0 CPOPMHUPOBAHHOCTH
KOMIIETCHIIUH.
5. MeToauveckne MaTepHAJIbI 10 OCBOEHUIO TUCIUIJIMHBI

Metoanyeckre Marepuaisl s oOyuatomumxcst Ha qucuuiuimae b1.0.32. «MonexkynspHslid au3aiin Ouo-
JIOTMYECKU aKTHUBHBIX COeIMHEHMUI». [10JIHBIA KOMIUIEKT METOJMUYECKUX MaTepUalloB HAXOJIUTCS Ha Ka-
dbenpe GpapmareBTHIECKON XUMUH.

6. YueOHas imTepaTypa st 00y4aomuXxcs 1o JUCUUIINHE

6.1. OcHoBHas aUTEpaATYpA.

1. TroxkaBkuna H.A., baykos FO.W. buooprannueckas xumus. Yueouuk st BY3oB 4-e uzn. - M.: lpoda,
2005. - 544 c.

2. I'pannGepr U. U. Oprannveckas xumus: Yueouux/ W. U. I'panabepr. - 5-¢ u3z., crepeorur.. - M.:
Hpoda, 2002. - 672 c.

6.2. JlononHuTeNbHAS IUTEpPATYpA.

1. HeBoctpyeB, Baneprsin AHTOHOBHY. TeopeTHuecKre OCHOBBI CIIEKTPaIbHBIX METOJIOB B XUMHUU: Y4eO.
nocobue / B.A.HeBoctpyes.-2006. - 70 c.

2. HeBoctpyes, Banepuan AntoHoBuy. TeopeTndyeckre OCHOBBI CIIEKTPAJIbHBIX METO/I0B B XUMUM : y4eO.
nocobue / B. A. HeBoctpyes ; Kemeposckuii roc. yH-1, Kadenpa ananmutuueckoii xumuu .- Kemeposo ,
2006 .- 1 371. ru6. nUCK : puc., TadII.

3. Jlymekuna C.B., Bapdomomeer C.JI., banabaes H.K. MeToabl KOMIIBIOTEPHOTO MOJICITHPOBAHUS IS
HCCeA0BaHMS OJIMMEpOoB U OuomnoaumepoB. M3aarensctBo: JINBPOKOM, 2009. — 581c.

4. Xeénbtbe X.-/l., 3unmie B., Poussu /1., ®onapkepc I'. MoiekynsipHoe MOAEIMpPOBaHUE: TEOPUS U MpaK-
tuka / - M.: BUHOM. Jlaboparopus 3nanuit, 2010. — 318c.

5. T'aeswiit M./I., IlerpoB B.U., TI'aeBas JL.M. ®apmakonorusi: Yuebuuk ans By3oB/ Ilox pen. mpod.
B.A.Ilerposa — M.: UKII «MapT», 2008. — 560 c.

6. Leach A.R. Molecular modeling: principles and applications. 2nd edition. 2001. Pearson Education
Limited.

7. Seydel J.K., Wiese M. Drug-membrane interactions: analysis, drug distribution, modeling. 2002.
Wiley-VCH Verlag GmbH & Co. KGaA.

8. Ctpronep D. MalIMHHBIN aHANIW3 CBSI3U XMMHUYECKON CTPYKTYpPhl U OMOJIOTMYECKON aKTUBHOCTU. M.:
Mup, 1986.

9. Paesckuii O.A. // Poc. xum. xypH. 1995. Ne 39. C. 109-120.

10. PaeBckuit O.A. // Yenexu xumun. 1999. T. 68. Ne 6. C. 555-575.

11. PaeBckuii O.A. // Yenexu xumun. 1988. T. LVIL. Ne 9. C. 1565-1585.

12. PaeBckuii O.A., ABunon B.B., Hosukos B.I1. //Xum.-papm. xypuan. 1982. T. 16. C. 968-971.

13. PaeBckuii O.A., HoBukos B.II. // Xum.-papwm. xxypnan. 1982. T. 16. C. 583— 586.

14. HaGaBuu B.M., imutpukos B.I1. // Ycenexu xumuu. 1993. T. 62. Beimn. 1. C. 27-39.

15. CrankeBuy M.U., Crankeuu U.B., 3epupos H.C. // Yenexu xumuu. 1988. T. 57. Bom. 3. C. 337—
365.

7. MaTepuanbHO-TeXHH4YecKasi 0a3a, HTH(POPMaLMOHHbIC TEXHOJIOTHH,
NpOorpaMMHoOe o0ecneyeHne 1 HH(POPMaLMOHHbIE CIIPABOYHbIE CHCTEMBI

JIyist TpoBeICHUS 3aHSATHUN MCTIONB3YIOTCS CIICIIUATBHBIE TIOMEIIEHUS: YIeOHbIe ayTMTOPHUH IS TTPOBEIe-
HUS 3aHATUH JICKITMOHHOTO THUTIA, 3aHATHI ceMUHapcKoro tuna. CrenuaibHble TOMENICHUST YKOMITJIEKTO-
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BaHbI CIIEIUATN3UPOBAHHON MEOEIbI0 U TEXHUYECKUMHU CPEICTBAMHU OOYYEHHs, CIyKAIlUMU Ui Mpe-
CTaBJIeHUs y4yeOHOM nH(popManuu OONBIION ayAUTOPUH.

B mponiecce ocBoenust OINOIT ucnonb3yercs 060pyaoBaHue:

e Kowmmbrorepsl ¢ onepannonHoi cucremoir Windows XP u BbIllle, HMEIONTUE BBIXOJI B HHTEPHET, pa3-
Mep OINepaTUBHON MamsITH KomnbioTepoB He MeHee 1000 MB (merabaiit(1 rurabaiit)).

¢ [IpoekunonHoe o0opynoBaHUE.

e J[MHAMUKH, MUKPO(QOH.

[IporpamMmmMHoe obecrieueHue

KomnbroTepHbie IporpaMmsl:

e [Iporpamma pucoBanus xumudeckux ctpykryp ChemAxon (uiau ananor).

e [Iporpammbl sl BBIIOJHEHUSI PETPECCHOHHOTO aHAIM3a M MOCTPOCHHS YpaBHEHUH perpeccuu: MS
Excel u Statistica.

e [lporpamma mJis MOATOTOBKH CTPYKTYP MaKpPOMOJIEKYJ K BBIYHCIUTEIBHOMY SKcrepumeHTy Build-
Model, ChemAxon (uau aHajor).

e [Iporpamma nns kBaHToBo-xumMuueckux pacuéroB CambridgeSoft ChemOffice 2010 (umu ananor).

e [Iporpamma ans MosnexkyisipHOro fokunra AutoDock (nau aHamor).

e [Iporpamma s BU3yaJIbHOTIO aHaJIM3a pe3ysbTaToB JokuHra VMD (unu anasor).

[Tporpammel, pazpaboTtannbie Ha Kadeape papmarneBrudeckoit xumuu GO0 [MT'DA:

e [Iporpamma anisi NMPOTHO3UPOBAHUS (DU3MKO-XUMHUYECKHX JECKPHUITOPOB U (HapMaKOKMHETHYECKHX
napameTpoB AK_QSAR (logP pKa pKb).

e [Iporpammel monekynsipHoro qokunra: AK QSAR (Monekymnsipusiii nokunr LIOI'l u 2) 1 AK_ QSAR
(Monexynspubiit nokunr rugposnasa E.Coli(S.Aureus)).

e [Iporpammbl KaueCTBEHHOTO M KOJWYECTBEHHOTO MpOrHo3a 6monoruueckorr aktuBHOcTH: AK QSAR
(mpotuBoBOCcnanutenabHas akTUBHOCTh), AK QSAR (Anansrernueckas aktuBHocTh) 1 AK QSAR (mpo-
THUBOMHMKPOOHAsI aKTUBHOCTH ).
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AHHOTAIIUSA PABOYEHN ITPOT' PAMMBI JIUCIIUTLIIAHBI

51.0.32. MonekyispHbIN Au3aiiH OMOJI0rMYECKU AKTUBHBIX COSIUHEHUN

Kon n HanmMeHoBaHMe HanpaBJIeHUsI OATOTOBKH, npoduis: 19.03.01 buorexnonorus. @apmaneBTu-
4yecKas OMOTEXHOJIOTHSL.

KBamndukanus (creneHb) BLINYCKHUKA: OakaaBp.

®dopma o0yueHHsI: OUHas.

®opmupyemas (bie) KoMmneTeHuus (u):

OIIK-2 — cnocobeH oCyIIeCTBISATh MOUCK, XpaHEeHUE, 00paboTKy W aHalu3 MpodeccCHoHaTLHON HHPOP-
MallMM U3 pa3jInyHbIX UCTOYHUKOB M 0a3 JaHHBIX, IPEACTABIATh €e B TpedyemMoM (hopMate ¢ MCIOIb30-
BaHUEM HMH(OPMAIIMOHHBIX, KOMIIBIOTEPHBIX U CETEBBIX TEXHOJOTHM, BKIIOYAs MPOBEACHUE PACUE€TOB U
MO/JICIIMPOBAHME, C YI€TOM OCHOBHBIX TpeOOBaHU HH(POPMAITMOHHON 6E€30I1aCHOCTH.

NJOIIK-2.1 — ocymecTBIseT MOUCK, XpaHeHne, 00paboTKy U aHaiIu3 NpodecCHOHAIbHON MH(POPMAITUT
U3 pa3IMYHbIX UCTOYHUKOB U 0a3 JaHHBIX.

NJIOIIK-2.2 — mpumensier 6a30Bble 3HaHHUS B 00JIacTH MH(POPMAIIMOHHBIX, KOMIIBIOTEPHBIX U CETEBBIX
TEXHOJIOTUH Ui TpeacTaBlieHus mpodeccuoHanbHON nHpopmanuu B TpeOyeMoM gopmaTe ¢ y4eToM oc-
HOBHBIX TpeOOBaHUN HHPOPMAITMOHHON 0€30MIaCHOCTH.

NAOIIK-2.3 — ocymiecTBisieT MPOBEACHUE PAaCUY€TOB U MOJCIMPOBAHUE MPOILIECCOB IS PEIICHUS MPO-
(beccroHaTBHBIX 3324 C TOMOIIBIO HH()OPMAIIMOHHBIX, KOMITBIOTEPHBIX M CETEBBIX TEXHOJIOTHIA.

[1K-1 — cnocoGeH mpoBOAUTH PabOTHI IO (hapMaeBTHUECKON pa3paboOTKe JIEKapCTBEHHBIX CPEICTB.
NATIK-1.1 — npoBOAMUT WCCIEAOBAHUS, UCIIBITAHUS M DKCIIEPUMEHTaIbHBIE PabOThI MO (apMarieBTHUe-
CKOH pa3paboTKe.

NTIK-1.2 — pa3pabaTbiBaeT HOBYIO HOPMAaTUBHYIO JTOKYMEHTAIIMIO HA JIEKAPCTBEHHBIE CPE/ICTBA.
NTIK-1.3 — npuMeHseT METOAbl CTaTUCTUYECKONH 00paObOTKH MOTYyYEHHBIX PE3yIbTaTOB HCCIEIOBAHUIA,
UCIBITAHUN U KCIIEPUMEHTOB C UCIOJIB30BAaHUEM COBPEMEHHOTO MPOTPaMMHOI0 00eCIIeYeHHUS.

O0beM u MecTO IMcHMILIMHBI B cTpyKType OITOII:

JuctunnnHa oTHOCcHTCS K 00s3arenbHOl yactu OIIOII, ocBauBaetcst Ha 3 Kypce, 6 ceMecTp, B COOTBET-
CTBUH C YU4E€OHBIM IJIAHOM, 00111asi TPYJOEMKOCTh JUCUUIUIMHBI B 3a4E€THBIX €IMHUIIAX COCTABIIAET 3 3. €.
(108 gacos).

Conep:xaHue TMCUMILUTUHBI:

Paznen 1. OcHOBHBIE HampaBiE€HUs MOJEKYISPHOro Au3aiiHa OMOJIOrMYECKH AKTUBHBIX COEIMHEHUI
(BAC). Tema 1.1. OcHoBHBIC TIOHATUA U 1eNTU MonekyaspHoro auzaitHa BAC. Ilogxoas! k BIOOpPY KaH-
IUIAaTOB B COCIMHEHUS JUAEPhl. BKIItoUaeT NOHATHS U LENIN MOJIEKYJIsipHOro nu3aitna bAB, nonxonsr k
BbIOOpY KaHIUAATOB B coequHeHus jaujepbl. Tema 1.2. OueHka GMONOrHYeCKON aKTUBHOCTH MPOTpaM-
Mot PASS online (BupTyasnbHblii ckpuHuHT). M3ydaer oueHky Ouosiornyeckoil akruBHoctd BAC mpo-
rpammoii PASS online. Bxitouaer npoBenenne BUpTyalibHOTO ckpuHuHTa nporpammoit PASS. Tewma 1.3.
KBanToBo-xnMuyeckue pacué€rsl B MojenupoBaHuu Moisiekyn BAC. Bkitouaer B ce0si M3ydeHHE THUIIOB
KOMITBIOTEPHBIX IPOrpaMM JUIsi KBAHTOBO-XMMHUYECKHX PAacdy€TOB U MPOBEIEHUE KBAaHTOBO-XMMHUYECKUX
pacuéroB B MojenupoBanuu Moiekyl BAC. Tema 1.4. MHOXXECTBEHHBII pErpECCUOHHBIN aHAIU3 B MO-
nenupoBaHuu cTpyktyp BAC. Britouaer B cebs n3ydeHHE KOMIBIOTEPHBIX MPOTPaMM JJIsl POBEACHHUS
MHOKECTBEHHOI'0 PETPECCHOHHOTO aHAIN3a U MCIIOJIb30BAaHNE MHOXKECTBEHHOI'O PEIrPECCMOHHOIO aHAJIU-
3a B mojienupoBanuu cTpykTyp BAC. Tema 1.5. KonnuecTBeHHBIE COOTHOIIEHUS «CTPYKTYpa-CBOMCTBOY.
MeTtoapl ocTpoeHus: Mozienielt u oneHka. M3ydaroTcss MeTo/1bl TOCTPOEHHUSI KOJTMYECTBEHHBIX COOTHOIIIE-
HUN «CTpyKTypa-cBoiicTBo». Tema 1.6. Teopernueckuit pac4éT KOHCTAHT JUNOPUIBHOCTH U MOHU3ALNU
C HMCIOJIb30BaHUEM KOMITBIOTEPHBIX MoJenel u nporpamm. PaccMarpuBaeT KOMIbIOTEPHBIE MTPOTrPAMMBbI
Ul pacuéra KOHCTAHT junodruibHOCTH B MoHm3anmu. Tema 1.7. Iloctpoenue crpyktyp BAC ¢ 3aman-
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HbIMH cBoiicTBaMH. [IpaBuio JIunuucku. B Teme paccmarpuBaetcs noctpoeHue ctpyktyp bBAC ¢ 3agan-
HBIMM CBOMCTBaMU U npaBuiio Jlununcku. Tema 1.8. MoneKymnsipHbIi TOKUHT. JIOKUHT «pOAHOrO» JInUraH-
na o LHOI'l u 2 u runponasa E.Coli(S.Aureus). Tema Bkiitoyaet B ce0si MOJIEKYISIPHBIN JOKUHT, TOHATHE
U OIpENEJeHUE U MCIONb30BaHUE g JOKMHra «pogHoro» juranjga no LIOI'l u 2 w rugponasa
E.Coli(S.Aureus). Tema 1.9. Monekynsphsbiii qokusr nporpammoidr AK QSAR (MosekynsipHbIil JOKUHT
LHOTI'l u 2). AHaiu3 pe3ynbTaToB JOKUHTA. M3ydaercs MoseKynsapHbiii tokuHT nporpammori AK QSAR
(Monekymnsapasiid fokusr 1{OI'l u 2) u ananu3 pe3ynbTaToB gokuHTa. Tema 1.10. MoseKyasspHbIi TOKHHT
nporpammoit AK QSAR (Monekynspubiii jokuar ruaponaza E.Coli(S.Aureus)). AHaim3 pe3yiabTaToB
nokuHra. PaccmarpuBaer MosekyispHbii qokuHT mporpammoir AK QSAR (MonekynspHbId JTOKHHT
ruaponasa E.Coli(S.Aureus)2) u ananu3 pe3ynbTaToB JgokuHra. Pasmen 2. [IpakTudeckue acieKThl MOJie-
kymsipHoro nu3aitna BAC. Tema 2.1. Monenu xauectBenHoro noucka BAC. Crioco0Obl co3nanus, oleHka
v Bayinauus. B teMe uzyuarorcst moaenu kauectBeHHOTo noucka bAC, cnocoObl uX co3aaHus, OlLICHKA U
Banuaanus. Tema 2.2. [ToMCK KOMMYECTBEHHBIX COOTHOIICHUM CTPYKTYpa-aKTUBHOCTh. MeTObl TOCTPO-
€HUS MOJIeJIeH, OlleHKa U Banuaanus. Tema nuzydyaetr Mojaenu konudectBeHHoro noucka bAC, cnocoObl nx
co3maHud, olneHka u Banmuaauua. Tema 2.3. Cnoco6 moucka BAC MeTogoM MOJIEKYJISIPHOTO JOKHHTa
(BupTyanbHbIi ckpuHUHT). PaccMarpuBaetcs croco6 noucka BAC mMeToqoM MONEKyNSpHOTO JOKHHTA.
Tema 2.4. KonmdecTBeHHOE MPOTHO3MpOBaHUE Ouonornyeckoil akTuBHOCTH BAC ¢ mCHoOIb30BaHUEM
YpaBHEHU MHOXECTBEHHOM pErpeccMd M KOMIBIOTEPHBIX Iporpamm. M3ydaroTcs MeToJpl KoJuue-
CTBEHHOT'O ITPOTHO3UPOBaHUs Onosiornueckoit aktuBHocTH BAC.

®opma NPOMeKYTOYHOM aTTECTALMM: 3a4ET.
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