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1. Ilepeyennb NJIaHUPYEMBbIX Pe3yJIbTATOB 00y4eHHUsI MO AMCUMUIJIMHE, COOTHECEHHBIX € MJIAHHUPYe-
MBIMH pe3yJbTaTaMi 0CBOEHUS MPOrPaMMBbI

Kox muauka-

HaumenoBanue

Pe3yabTarnl 00yyeHus, co-

Kon kom- | HammeHoBaHue KOM- | Topa 10CTH- HHIMKATOPA 10- | OTHECEHHbIE C MHANKATO-
neTeHI U neTeHI N JKEHUS] KOM- | CTH:KeHHsl KOMIIe- | pAMH JIOCTUKEHHSsI KOMIIe-
neTeHUnHu TeHUHH TeHUM i

[1K-4 Cnocoben yuactBoBath | WMJIIIK-4.2. [IpoBonutr ananu3 |Ha ypoBHe 3HAHUIi:
B MOHMTOpPUHIE Kauye- (bapManeBTUUECKUX |3HAET METOAbl OYMCTKH U
CTBa, 3()(PEeKTUBHOCTU U CyOCTaHIMI, BCHO- [BBIIENEHUS M3 JIEKapCTBEH-
0e30macHOCTH  JIeKap- MOTaTEJIbHBIX ~ BE- [HOMO PACTUTEIBHOTO ChIPbS,
CTBEHHBIX CpEICTB U IIECTB M  JIeKap- |cHOCOObl MOJYYEHUS U XH-
JIEKapCTBEHHOI'O pacTH- CTBEHHBIX ¢opM MUUeCKHEe CBOWCTBA OpraHH-

TEJIBHOTO ChIPbs, IPO- BKCTEMIIOPAJIIBHOTO  [HECKMX COEIMHEHHM

BoauT 3arotoBky JIPC ¢ M3TOTOBJICHUS u [Ha ypoBHe yMeHuii:
YUETOM PaIOHAIIBHOTO [POMBIIIIJIEHHOTO YMeeT aHanM3MpOBATH CHUH-
UCIOJIb30BAaHUS PECYP- [IPOM3BOJICTBA B [TETUYECKUE METOJbl IOJy-

COB JIEKapCTBEHHBIX
pacTeHui

COOTBCTCTBHUH Cco
CTaHJapTaMu Ka4de-

CTBa

UCHUA MW IIPOBOAUTHL Kayc-
CTBCHHBIC peakunun Ha
(I)YHKI_II/IOHaIIBHBIe T'PYHIIbL

2. O0beM U MeCTO JUCHUILIMHBI B cTpykType OIIOII BO
JucuurmHa OTHOCHUTCS K 4YacTH, (popMHUpyeMOW yYacTHHKaMH OOpa3oBaTENbHBIX OTHOIICHUH

OIIOII BO, ocBauBaetcs Ha 3 kypce (5 cemecTp), B COOTBETCTBUU € YU€OHBIM IJIAHOM, O0ILast TPYI0EeM-
KOCTb JUCLUIUINHBI — 72 yaca / 2 3auéTHbIC EANHMUIIHI (3. €.).

3. Copep:kaHue U CTPYKTYPa AMCUMILINHBI

3.1. CTpykTypa IUCLUIUIMHBI.

O0beM JUCIHUILIMHBI, Yac.

®opma TeKy-

KounrakTHas pa6ora
1ero KOHTPOJIst
o0yuaromuxcs ¢
HaumeHoBaHue pa3jeJios, ycrneBaemMocCTH,
Ne ni/mn Bcero | mpenoxasaresieM no
TeM Cp NPOMEKYTOY-
4acoB | BH/JIaM y4eOHBIX 3a- .
. HOIi aTTecTa-
HATHH
101011
J | a3 | m3
Ounasn popma odyuenusn
Cemecmp Ne 5
OcHOBHbBIE HaNpaBJIEHUS MO-
JEKYJISIPHOTO AHU3aiiHa 6uosio-
Pasien | P 72 | 12| - 18 | 42 0
TMUYECKH aKTUBHBIX BEILIECTB
(PAB)
OCHOBHBIC TIOHATHS U UENIH
Tema 1.1 . 14 2 - 4 8 O
MOJIEKYJIsIpHOTO 1Hu3aiiHa bAB.
Onenka OWOJIOTUYECKOW —aK-
Tema 1.2 | tuBHOCTM mporpamMmoii PASS | 14 2 — 4 8 O
online (BUpPTYalbHBIH CKpH-




O0bemM TUCHUIJIMHBI, Yac.

®opma TeKy-

KonTakTHas padora
1ero KOHTPOJIst

o0yuarouuxcsi ¢

HanmenoBanmue pa3sjiesion, yCIeBaeMOCTH,
Ne n/m Bcero | mpemnogaBareJieM 1o
TEeM Cp IMPOMEKYTOY-
4yacoB | BHAAM Y4eOHBIX 3a- .
. HOH aTTecTa-
HATHI
107071
J J3 113
HUHT)
KBaHTOBO-XMMHUECKHE pacué-
Tema 1.3 | Thl B MOAETTUPOBAHUU MOJIEKYJ 6 2 — — 4 O

bAB

MHOKeCTBEHHbBI PETrpecCUOH-
HBII aHAIKU3 B MOJIETTMPOBAHUU
Tema 1.4 | ctpyktyp BAB. Meroast mo- | 12 2 — 4 6 O
CTPOCHHsI MOJENIEW M Banuja-
st

IToctpoenne crpykryp BAB ¢
Tema 1.5 3aJJaHHBIMUA cBOMcTBaMu. [lpa- 12 2 — 2 8 O
Bu10 JIMIIMHCKHN

MonekynspHbIi JTOKUHT TIPO-
rpammoii AK QSAR (Morne-
Tema 1.6 | kynsipubiii nokunr LHOI'l u 2). 14 2 — 6 6 JauiT
AHanm3 pe3ynbTaToB JOKHUHTA.

[IpomexxyTouHast arrecrauus

Bcero: 72 30 42

Ipumeyanue: *@opmvl mexyujeco konmposa ycnegaemocmu. onpoc (O).

3.2. ConeprxaHue TUCIUTIITUHBI.

Paznen 1. OcHoBHBIE HalpaBlIEHUs MOJIEKYJISIPHOTO JU3aiiHa OMOJIOTMYECKH aKTHBHBIX BEIIECTB
(BAB). Tema 1.1. OcHoBHBIE IOHATHA U LIeTU MoseKyspHoro auzaiiHa BAB. Iloaxoas! k BeIOOpY KaH-
TUaaTOB B coeauHeHus nuaepsl. [lonartus u uenu monekymsiproro ausaitHa BAB. Tlogxonbsr k BeIOOpY
KaHJIUJATOB B cOeIMHEHUs Jnaepbl. OCHOBBI MOJIEKYJISIPHOTO Au3aiiHa. Llenn MonekysspHoro nusaiiHa.
Knaccudukanus HanpaBieHuit MoJekyiIsipHOro nu3aifHa. TpeGoBaHuUs, NpeabIBIsSeMble K COCIUHEHHIO
muzepy. OCHOBHbBIE TIOJOXKEHHUS: MOJIEKYJIIPHBIN AM3aiiH; HaNpaBiIeHUs MOJEKYJISPHOro au3aiHa; ¢ap-
MaKOJIOTUYECKUN CKpUHMHT; coenuHeHue nuaep. Tema 1.2. OneHka OMOJIIOTMYECKON aKTUBHOCTH IPO-
rpammoii PASS online (Buptyanbnbiii ckpuHHUHT). O1uieHKa Ouosnoruueckoil aktuBHocT BAB mporpam-
Mot PASS online. IlpoBeaenne BuptyanbHoro ckpununra nporpammoit PASS. Onpenenenue moHsITHS
«BUPTYaJIbHBIM CKpUHUHIY. TepaneBTuueckas MulleHb B oHlaiiH cepBuce PASS online. IIporuos cnek-
Tpa 6uonorudeckor akTuBHOCTH BAB. OCHOBHbBIE TOJIOKEHUS: BUPTYaJIbHbBIM CKPUHUHT; Te€pareBTUYe-
CKasi MUIIEHb; CIIEKTp OMOJOrMYEeCKON aKTUBHOCTH; MpOo(uib OMOJIOrHuecKod akTUBHOCTU. Tema 1.3.
KBaHTOBO-XNMH4eckue pacuérsl B MOAEIMPOBaHMM MoJekyl BAB. KommbroTepHble ImporpaMMsl Juis
IIPOBEJICHUS KBAHTOBO-XUMHUYECKUX pacu€ToB. KBaHTOBO-XMMHUYECKHE PACUETHI B MOJIEIMPOBAHUH MOJIe-
Ky BAB. MeTozpl KBAHTOBO-XUMUYECKOTO pacuéra CTpyKTyp. KBaHTOBO-XMMUYECKOE MOJIETMPOBAHUE B
aHanm3e bAB. OCHOBHBIE MOJOXKEHUS: FEOMETPHSI MOJIEKYJIbI; TEPMOAMHAMMUYECKUN NECKPUITOP; 4Ya-
CTUYHBIN 3apsi atoMa; noidy>mnupudeckuid Metoq PM3. Tema 1.4. MHOXECTBEHHBIN pErpecCHOHHbBIN



aHanu3 B mojaenupoBaHuu cTpyktyp BAB. KomnberoTepHbie nporpamMmsel sl IPOBEICHUS MHOKECTBEH-
HOT'O PErpeCcCHOHHOIO aHajau3a. MHOXKECTBEHHBIN PErpPECCHOHHBIN aHAIU3 B MOJACIUPOBAHUU CTPYKTYpP
BAB. PerpeccuonHsblii aHanu3. OCHOBHBIE MOJIOXEHUS: PETPECCUOHHBINA aHAIN3; MHOXKECTBEHHBIN pe-
I'PECCUOHHBIN aHaIu3; K03 PuureHT Koppersiuun; KodQpGUIUEeHT MHOKECTBEHHOH perpeccun. Tema 1.5.
IToctpoenue crpyktyp BAB ¢ 3amannbiMu cBoiictBamu. IIpaBuno Jlunuucku. IlocTpoeHue cTpykTyp
BAB c 3aganHbiMu cBOiicTBaMU. OCHOBHBIE MOJOKEHUS: CTPYKTYPHBIE JECKPUIITOPBI; KOHCTAHTA JIUIIO-
(GUIBHOCTH; MOJEKYJSIPHAsE Macca; KOHCTAaHTa KUCJIOTHOCTH U OCHOBHOCTH; IOHOPBI BOJIOPOJIHOM CBS3H;
aKIenTOpsl BOAOPOaHON cBsi3u. Tema 1.6. Monekymspabiid nokuHr nporpammoid AK QSAR (Momneky-
nsapHbld gokuHT L[OI'l m 2). AHanu3 pe3yiabTaToB MOKHHTA. MOJEKYISPHBIA JOKHHT IPOTpaMMOit
AK QSAR (Monekynspubrii gokusr [{OI'l u 2). Ananu3 pe3ynbpTatoB qokuHTa. Mcmonb3oBanue dep-
MEHTOB B MOJIEKYJISIPHOM JAOKUHre. OCHOBHBIE IIOJIO)KEHUS: MOJIEKYJISIPHBIN JIOKHMHI; CKOPUHI'OBBIE
(yHKINU; SHEPTUS CBSI3bIBAHUS; MEKMOJICKYIISIpHAS SHEPTHsl; KOHCTAHTA MHTHOUPOBAHMUSL.

4. ®OoH OLIEHOYHBIX CPEACTB IO JUCUHUILIIUHE
4.1. ®opMbl U OLIEHOYHBIE CPECTBA AJISI TEKYIIEr0 KOHTPOJISL.

4.1.1. B xozxe peanu3anuy AUCHUIUIMHBI HCIOJIB3YETCs Cieayromas GopMa TEeKyIero KOHTPOJIs ycIeBa-
€MOCTH 00YYaIOIIMXCS: OIPOC.

4.1.2. OueHoYHbIE CPENCTBA I TEKYILETO KOHTPOJIS yCIIEBAEMOCTH.

Omnpoc (tema 1.1 «OcHOBHBIC TOHSTUS U LIEIH MOJIEKYJIsIpHOTO An3aitHa BAB)

1. UTO 1€XHUT B OCHOBE MOJICKYJISIPHOTO TU3aitHa?

2. [IpuBeaute knaccupuKalMio HATPABICHUH MOJIEKYIIPHOTO TU3aliHa.

3. YTo Takoe CTPyKTypHO-OPUEHTUPOBAHHBIN n3aliH?

4. aiite onpeneneHre GyHKINOHATLHO-OPUEHTUPOBAHHOTO Tn3aifHa?

5. Urto Takoe coeMHEHUE Juep?

6. JlaiiTe onpeneneHue MOHATUIO «MOJIEKYJIIpHBIN Au3aiiH BAB».

7. Onumure TpUHLKI 0TOOpA COEMHEHHM B PSAIbI.

8. Kakue npenmymectsa Ja€t nu3aiiH bAB ¢ ncnosib30BaHHEM FOMOJIOTHYECKUX PAIOB?

9. Kakue Bbl 3HaeTe HapaBIeHUsI MOJIEKYJISIPHOTO JU3aiiHa?

10. B ueM cOCTOUT Lieab paclpeneicHusl COEAMHEHUH B TOMOJIOTHYECKUE PSAIbI?

11. C xako# 11es1b10 TPOBOJAT UCCIEA0BAaHNS OLICHKHU BIUSHUS U3MEHEHUS 3aMECTUTENEN B CTPYKTYpe
MOJIEKYJIBI?

12. B uéM oTnm4me CTpyKTYpPHO-OPUEHTUPOBAHHOTO AU3aiiHa OT QyHKIIMOHAIbHO-OPUEHTUPOBAHHOTO
nu3aiHa?

13. Kak MO’KHO MCTOJIb30BaTh (PYHKIIMOHAIBHO-OPUEHTHUPOBAHHBIN AU3aiH B IOMCKE COETUHEHUSI-
aupaepa?

14. O6BsicHUTE 1IN MOJIEKYIISIPHOTO JTh3aiiHa.

15. B uéM 3aknroyaeTcsi OCHOBHOM CMBICI UCTIOJIB30BaHUs COEIMHEHUM-TUEPOB B norucke bAB?

4.1.3. llkana oueHuBaHuUsA AJIs1 TEKYILErO KOHTPOJISL: OIPOC.

O1eHKa «OTIMYHOY - 00yUaIOIIMIACs MPOSABISET BCECTOPOHHEE U ITyOOKOe 3HaHHE MaTepuajia B 00bEMe
YTBEP’KACHHON MPOrpaMMbl JUCLUHUILINHBI, JA€T MOJIHbIE U MPaBUJIbHbIE OTBETHI HA BOIIPOCHI, MaTepHal
U3JIaraeT Mmocjae10BaTeNbHO U IPpaMOTHO. JIeMOHCTpUpYET OCO3HAHHBIN MOAXO0/A K W3YYEHUIO TUCHUILIHU-
HBI, T.€. IPABUJIbHO XapaKTEpHU3yeT CTPYKTYypHbIE CBOMCTBA, OOOCHOBBIBAET IpeajaraéMble METO/AbI MO-
JIEKYJIIPHOTO Ju3aliHa OMOJIOrMYeCKU aKTHBHBIX BELIECTB.
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OneHka «xopoiio» - oOydalomuics MposSBIsSET 3HAHHE BCEro M3yYEHHOTO NMPOTrpaMMHOI0 MaTepuana,
naéT mpaBUIbHBIE OTBETHI HAa BONPOCHL. Martepuai u3naraer mocieJ0BaTeIbHO U IPaMOTHO, 00OCHOBBIBA-
€T BCe MOJIOKEHUsI CBOero oTBeTa. [Ipu oTBeTe AomyckaeT HeOOIbIINEe HETOYHOCTH U €AMHUYHbIE OIINO-
KM, KOTOpBIE ONIEPATUBHO U CAaMOCTOSITENIbHO MCIIPABIISIET IIPH YTOUHSIOLIMX BOIIPOCAX MIpernogaBaTes.
OreHka «yJOBIETBOPUTEIBHO» - O0YUAIOLIHICS MPOSIBIISET 3HAaHHE OCHOBHOTO IPOTPaMMHOTO MaTepua-
Ja, JOMYCKaeT OMMUOKM U HETOYHOCTH MPH OTBETE HA TEOPETUYECKHE BOMPOCHI, OLIUOKHU UCHPABISET 110
YKa3aHUIO MPENoaaBaTeisi, OTBEYAET Ha JONOIHUTENIBHO 3a/1aHHbIE BOIIPOCHI.

OneHka «HeyI0BICTBOPUTEIBHO» - 00yUaOIIUICS MPOSBISET HE3HAHHME OCHOBHOI'O MPOrPaMMHOTO Ma-
TepHasa, UMEeT CYIIeCTBEHHbIE MPOOesbl B U3yU€HUU OTIENIbHBIX MPUHLUIUAIBHBIX BOIPOCOB, MPHU OT-
BETE Ha TEOPETHUYECKHE BOIPOCHI JAOMYCKAET CYIIECTBEHHbIE OIIMOKH, KOTOPHIE HE MOXET HCIPABUThH
JaXe 10 YKa3aHUIO MIPEero1aBaTells, Ha JOIOJHUTEIbHBIE BOIIPOCHI HE OTBEYACT.

4.2. ®opMbl U OLIEHOYHBIE CPECTBA ISl IPOMEKYTOUHOM aTTEeCTallUH.
4.2.1. IlpomexxyTouHasi aTTecTalus NpoBoAUTCA B hopme: 3auéT.

4.2.2. O1ieHOYHbIE CPEACTBA ISl IPOMEXYTOYHOM aTTeCTALUH.
Bapuanrt 1
B TecToBbIX 3aaHUSAX MOXKET OBITH OJMH MPABWIbHBIA OTBET
1. Monexynsphslii fu3aiin BAB ato:
. MoneKynsipHbIii TOKUHT BEIIECTB ¢ (hepMEHTOM
. PucoBanue gpopmysn B XUMHUYECKOM pEIaKTOPE
. KoHCcTpyHpoBaHue HOBBIX XUMHUECKUX COCAMHEHUH C 3aJJaHHBIMU CBOMCTBAMU

AW N =

. ICCeI0BaHe OMOIOTMYECKON aKTUBHOCTH
2. llenp MonekynsgpHoro au3aiina bAB:
. [locTpoeHue CTPyKTYphI € 3aJlaHHBIMH CBOHCTBAMU
. [lonck naru6uropos JHK
. Koppendumnonueiii ananus

AW N =

. KBaHTOBO-XNMH4€eCKHe pacuérsl
3. CTpyKTYpHO-OPHEHTHUPOBAHHBIN JU3aMH 3aKITI0OYAETCS B:
. Coznanun usomepos bAB
. MonexkysspHOM JOKUHTE
. UccnenoBanuu OMOIOTHYECKOM aKTUBHOCTH
. Co3aaHnu MHOXKECTBA pa3HOOOPa3HBIX HOBBIX U 3K30TUYECKUX MOJIEKYJIAPHBIX KOHCTPYKIIHIA

AW N =

4. Ctpaterust MOJIEKYJISIPHOTO JTU3aiiHA TIPEIIIoIaraer:
1. KauecTBennslii noruck bAB
3. 'my6okoe mOHMMAaHNUE NOCTABICHHOW 3aJ]aul, U3y4YE€HUE MOJEKYJISIPHBIX MEXaHU3MOB 11€J1eBOM (PyHK-
IIUH BEIISCTBA
4. OyHKIMOHANBHBIN AU3alH
5. PerpeccuonHbIi aHAN3
5. K TepaneBTHueckuM MHUILIEHAM Ipu au3aiiHe BAB ¢ mpoTuBoBOCTIANUTENBHON AKTUBHOCTBIO
OTHOCHUTCS
1. depmeHTHI UKIOOKCUTeHa3a 1 u 2
2. AHaspreTUYecKast akTUBHOCTD
3. Koarynsmus monekymbl 6enka
4. AKTUBHBIN yyacTok pepMeHTa Qochoandcrepaspl



6. [IporHo3 crekTpa OMOJIOTMYECKON aKTUBHOCTH B OHJaiH cepuce PASS online ucnons3yercs

JJIA:

AW N =

AW N =

. KBaHTOBO- XMMHUYECKHUX PacCUETOB

. buonornueckux ucnsitanuiit AB

. IlocTpoeHus CTpyKTyp COEAMHEHUN
. [loucka BAB

7. BupTyaibHbIii CKPUHUHT 3TO:

. McnibITanne O1o0ru4eckoi akTHBHOCTH

. Meron or6opa nepcnexktuBHbIX BAB ¢ Hcnonb30BaHNEM KOMIIBIOTEPHBIX IPOIpaMM
. Ilocrpoenue romonornyeckux psgos bAB

. Crioco6 nmoctpoenus ctpykryp BAB

8. Kakoil u3 npuBeeHHBIX METOJOB KBAHTOBO-XMMHUECKOTO pacuyéra CTPYKTYyp OTHOCHUTCA K IIO-

JIYSMIIUPHUYICCKUM:

1.
. Meton ¢pyukuuonana miaotaoct (DFT)
. Merox Parametrison 3 (PM3)

. Merox MOJIEKYJIIpHON MEXAHUKU

W N = OSSR B W N

AW N =

1.

Meron Xaptpu-®oka (HF)

9. KBaHTOBO-XMMHUYECKHE PACUEThI IPOBOJAT C UCIIOJIb30BAHUEM ITPOIPAMMBI:

. Gaussian 03
. ACD Labs

. ChemDraw

. ChemSketch

10. K MCTOJaM IIPOBCACHHA KBAHTOBO-XHUMHYCCKUX paCLIéTOB OTHOCHUTCA:

. [lomyamrimpruyeckuii METO.

. MeTon MOneKyJIIpHOrO JOKUHIa
. CTpyKTypHBII METOL,

. @parMeHTapHBIN METOJ

11. PerpeccnoHHBIN aHAIU3 3TO:

. Coco0 O1IeHKH PeaKIMOHHON CIIOCOOHOCTH

. MonenupoBanue bAB

. CTaTucTU4ecKuii METO 1 UCCIIEIOBAHMS BIUSHUS OJTHON WM HECKOJIBKUX HE3aBUCUMBIX TIEPEMEHHBIX
. UccnenoBanue OMOIOTUYECKON aKTHBHOCTH

12. YTto Takoe MHOXXECTBEHHBIH JINHENHBIA PETPECCUOHHBIN aHAJIN3:
MeTtoa ycTaHOBIICHHs 3aBUCUMOCTH OJHOM MepeMeHHOH OT JIByX WM 0oJiee He3aBUCHMBIX MepEeMEH-

HBIX

2.
3.
4.

AW N =

MeTo/1 yCTaHOBIIEHHS 3aBUCUMOCTH OT OJTHOM MEPEMEHHOI

Merton pacuéra cpeaHel KBaApaTUIHON OMIMOKU

Crioco0 OlIeHKH MPaBUIIBHOCTH MOCTPOEHUS CTPYKTYPBI
13. Koapunment koppensiinu (R) mokassiBaer:

. CremneHb CBS3M MEXIY ABYMS WM HECKOJTbKUMU HE3aBHUCUMBIMH MEPEMEHHBIMU
. TouHOCTB TIPOBEICHUSI KBAHTOBO-XUMHYECKHUX PacYETOB

. HezaBuCcHMOCTH IBYX MEPEMEHHBIX IPYT OT Ipyra

. OmumoOKy perpecCHOHHON MOJIEIH

14. Kakne neckpunTopsl MOXHO HCIOJIB30BaTh IPU ONHUCAaHUU CTPYyKTypbl BAB B kauecTBe

CTPYKTYPHBIX:

1.

CKpUHUHTOBBIE



2. OyHKIMOHAIBHBIE

(98]

. Koapurmentsr ypaBHEeHUS] MHOKECTBEHHOM PErpeccuu

I

. KBaHTOBO -xumMmn4ieckne u GU3NKO-XUMHUICCKHE
15. Crioco6 pacuéra CTpyKTYpHBIX AecKkpunTopoB bAB:
. CKpUHUHIOBBII
. KBaHTOBO-XMMHUECKHUI
. DKCITIOHEHIMAIbHBIN
. (PU3UKO-XUMUYECKHI
16. Kak npoBOJSIT OLICHKY MOJENEH «CTPYKTYpa-CBOMCTBO» U «CTPYKTYpa-aKTUBHOCTbY :

AW N =

. C ncrnosip30BaHrEM BHEIIHEN BHIOOPKHU
. C ucronb30BaHUEM TEOPETUYECKH PACCUMTAHHBIX CBOMCTB
. Ilo TuIy perpecCHOHHOTO YpaBHEHUS

AW N

. C ucnonp30BaHUEM KBAHTOBO-XMMHUYECKUX JAECKPUIITOPOB
17. B 4éM cOCTOUT LIEJIb UCIIOIb30BaHus cCUHTEe3a B nu3aiine bAB:
. UccaemoBanne OMOIOTMYECKO aKTUBHOCTH
. Pacuér pu3uKo-XMMHUYECKUX AECKPUIITOPOB
. CuHTE3 COeIUHEHNH

AW N =

. U3yueHue cBorcTB

18. C ucnonb3oBaHHEM KAKMX KOMIBIOTEPHBIX MPOrPaMM MOKHO MPOBOJUTH Pacy€T KOHCTAHT
munopmisHocTH (logP) BAB :
1. Gaussian 03
2. ChemDraw
3. ChemOffice u ACD ChemSketch
4. Microsoft Word

19. Yro Takoe monekyaspHblid TokuHr BAB:
1. Crioco6 nmpoBeieHus: KBAaHTOBO-XMMHUYECKUX PAcUETOB
2. Cnoco0 noctpoenus cTpykrypsl BAB
3. DTO MeToJ MOJEKYJISIPHOTO MOAEIUPOBAHUS, KOTOPBIA MO3BOJISIET Mpe/icKa3aTh HauOoJiee BHITOJIHYIO
U1 00pa30BaHusl YCTOMYMBOIO KOMILJIEKCA OPUEHTAINIO U TIOJIO’KEHUE OJTHOM MOJIEKYJIbI [0 OTHOILIEHHUIO
K Ipyrou
4. ITporno3upoBaHue HU3NKO-XUMHUECKUX CBOWCTB
20. OmpeneneHne «akTUBHBIN LIEHTP» (pepMeHTa:

1. Yuactok ¢epmeHTa o0nanarommi ruipooOHBIMHI CBOMCTBaAMU
2. Ob6nacTh KOpepMEHTHAs K JIMTAHTY
3. DTO MeCTO Ha €ero MOBEPXHOCTH, TJi€ MPOUCXOIUT CBS3bIBAHUE U KATAIMTUYECKOE MpEeBpalleHue Ccyo-
cTpata
4. Ucnonb3yercs A pacuéra pU3MKO-XUMUYECKUX CBOMCTB (hepMEeHTa

4.2.3. IlIxkana olleHUBAHUS -.
«3aYTEHOY - MPAaBUIIBHBIX 0TBETOB 60% u Gotee;
«HE3a4eT - NPaBUIbHBIX OTBETOB MeHee 60%.

4.3. CoOTBETCTBUE OLIEHOYHBIX CPEJCTB MPOMEXKYTOYHOW aTTECTAllMU MO AUCHMILIUHE (OPMUPYEMBIM
KOMITETEHIIUSIM

Koa xom-
MeTEeHIIUN

Koa unaukaropa no-

OueHovHbIe CPeACTBA MPOMEKYTOYHON aTTeCTAIUN
CTHKEHUSI KOMIIETEeH-
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Tect

I1K-4

WJIIK-4.2.

+

4.4. Kputepuu oneHKH cPOPMHPOBAHHOCTH KOMIIETCHIIMA B paMKaX MPOMEXKYTOUYHOW aTTeCTaIluH TI0

JTUCLUILINHE
Kox unan- Ctpykryp- Kpurepun ouenku cpopMrupoOBAHHOCTH KOMIIETEH-
Kon Karopa J10- HbBIE DJIe- 1107071
KOMIIe- CTHIKCHHA MEHTBI ol1e-
TEeHUHH KOMIIETEeH- HOYHBIX He cpopmupoBana CdopmupoBana
107071 CpeacTB
He 3naer MeTonpl ouncr-
KU ¥ BRIENCHUS M3 JIe- 3HAaeT METOJbl OYHMCTKH H
KAPCTBEHHOTO pacry- | BPIACTCHHA M3 JIEKapCTBEH-
TEIBHOTO CHIPBS, Crioco- | HOTO PACTHTENBHOTO ChIpbA,
GBI MONYHEHHS H XUMI- CHOCOOBI NOJMY4eHAs M XU-
yeckme cBoiicTBA Opra- | MAUCCKHE CBOMCTBA OpraHy-
TIK-4 VJITIK-4.2. Tecr HUYECKUX COCIIMHEHUN HECKHX COSMHCHIH
He yMeeT aHATH3HPOBATS YMeeT aHanu3upoBaTh CHUH-
CHHTETHYECKHEe MeTo bl | TCTHICCKUC MCTO/BI MOIYHC-
NOJIyYCHUS W IIPOBOJAMTH | HUA W IPOBOAUTH  Kaye-
KaueCTBCHHBIE DPEAKIMHU | CTBEHHBIE PEaKLUK Ha (PyHK-
Ha (YHKUHMOHANBHBIC | yoHanbHEIe TPYIIIIEI
IpyHIbl

Komnerenuus cuutaercs cpopMHUpoBaHHOW Ha YpOBHE TpPeOOBAaHUM K AMCLUMILIIMHE B COOTBET-
CTBMM C 00pa3oBaTeIbHON MPOrpamMMOil, €cii IO UTOraM INPUMEHEHUs OLIEHOUYHBIX CPEACTB IPOMEXY-
TOYHOW aTTECTALMU WM UX OTIENIBHBIX JIEMEHTOB PEe3yJbTaThbl, JEMOHCTPUPYEMbIE 00yJarOIUMCs, OT-
BEYAIOT KPUTEPHIO CPOPMUPOBAHHOCTH KOMIETEHIUH.

Ecnu mo uroram npoBeieHHON MPOMEXYTOYHOM aTTeCTalluu XOTs Obl OJHA U3 KOMIIETEHLUI He
chopMHUpoBaHa HA YPOBHE TPEOOBAHUI K JUCIUIUIMHE B COOTBETCTBUH C 00pa30BaTEIbLHOMN MPOrpaMMoit
(pe3ynbTarhl OOYYaIOUIETOCs] HE COOTBETCTBYIOT KPUTEPUIO C(HOPMHPOBAHHOCTH KOMIETEHIIMH), 00yda-
IOLIEMYCSI BBICTABIISIETCS OLIEHKA «HE 3a4TEHO».

5. Metogu4eckue MaTepuabl 1JIs1 00y4alOIMXCs 110 OCBOCHHIO M CHMIIIMHBI
Metoanueckre MaTepuabl A 00yJaromuXcst Ha TUCHUIIIMHE (TTOJHBIH KOMIUIEKT METOAMYECKUX
MaTepHualioB) HaxoaATcs Ha Kadeape gpapmaneruyeckoit xumun @OO.

6. YueOHast iuTepaTypa s 00y4aoumuxcs no JUCUMILIHHE
6.1. OcHOBHas UTEpaTypa.
1. TrokaBkuHa H.A., baykoB FO.U. buooprannyeckas xumus. YueOnuk st BY3o08 4-e uzn. - M.: Jlpoda,
2005. - 544 c.
2. I'pannGepr U. U. Opranndeckas xumus: Yueouux/ U. Y. I'panabepr. - 5-e u3z., crepeorurl.. - M.:
Hpoda, 2002. - 672 c.
6.2. /lononHuTenpHas IUTEPATYypA.
1. HeBoctpyeB, Baneprsin AnTOHOBHY. TeopeTnueckne OCHOBBI CIIEKTPATIbHBIX METO/IOB B XUMHH: Y4eO.
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nocobue / B.A.Heoctpyes.-2006. - 70 c.

2. HeBoctpyes, Banepuan AntoHoBud. TeopeTuueckue OCHOBBI CIIEKTPATBHBIX METOJOB B XUMUH : yueo.
nocobue / B. A. HeBoctpyes ; Kemeposckuii roc. yu-1, Kadenpa ananutuueckoii xumuu .- Kemeposo ,
2006 .- 1 371. rub. OUCK : puUC., TaOJI.

3. Jlymekuna C.B., Bapdomnomeer C.JI., banabaes H.K. MeTonbl KOMIBIOTEPHOTO MOACTUPOBAHUS IS
Hccea0BaHus oJMMepoB U ouomnoaumepos. M3aarensctBo: JIMBPOKOM, 2009. — 581c.

4. Xenptbe X.-[., 3unmie B., Poussn /1., ®onskepc I'. MonekynsipHoe MOJIETMPOBAHKE: TEOPUS U MTPAK-
tuka / - M.: BUHOM. Jlabopatopus 3Hanuii, 2010. — 318c.

5. TaeBbii M./I., IletpoB B.U., l'aeBas JI.M. ®apmakomnorus: YueObuuk s By3oB/ Ilox pen. mpod.
B.N.IlerpoBa — M.: UKL «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 O. MalIMHHBIN aHAlIW3 CBSI3U XMMHUYECKON CTPYKTYphl U OMOJIOTMYECKON aKTUBHOCTU. M.:
Mup, 1986.

9. Paesckuii O.A. // Poc. xuM. xxypH. 1995. Ne 39. C. 109-120.

10. PaeBckuii O.A. // Ycenexu xumun. 1999. T. 68. Ne 6. C. 555-575.

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

12. PaeBckuii O.A., ABunon B.B., HoBukos B.I1. //Xuwm.-papm. sxypran. 1982. T. 16. C. 968-971.

13. PaeBckuii O.A., HoBukos B.I1. // Xum.-apm. xxypran. 1982. T. 16. C. 583— 586.

14. Ha6aBuu B.M., Imutpukos B.II. // Ycnexu xumuu. 1993. T. 62. Bpimn. 1. C. 27-39.

15. CrankeBuy M.U., CrankeBuu U.B., 3edpupos H.C. / Ycenexu xumun. 1988. T. 57. Beim. 3. C. 337—
365.

7. MaTepuajibHO-TeXHUYeCKasA 0a3a, MHPOPMAIIMOHHbIE TEXHOJOTHH, IPOrPAMMHOE o0ecreyeHne u
UH(POPMALIMOHHbIE CIIPABOYHbIE CHCTEMbI

CeMuHapckue M NPaKTUYECKUE 3aHATHUS MPOBOJATCS B CHELUANTU3UPOBAHHBIX y4EOHBIX ayIUTO-
pHSX, OCHAILIEHHBIX HATJISAHBIM MaTepUajoM U JUTEpaTypol, HEOOXOAUMBIMU ISl U3yUYEHUSI BOIPOCOB
JUCLUIUIMHBL: YTBEP)KJCHHBIMH METOJUYECKUMH YKa3aHUSAMH, CIEIHATIbHON JIUTEpaTypol U COBPEMEH-
HOM HOpMaTUBHOM aokymeHTauuen. Kaxnplii oOyuaromuiicss obecriedeH JOCTYNOM K OMOIMOTEYHBIM
doHIam akaneMuu U Kadeapbl, eCTh BO3SMOXKHOCTb paboTsl ¢ caiitamu BookUp, Consultantplus. Ha nek-
LUSAX U 3aHITUSX UCTOIb3YETCS MYJIbTUMEIUIHBINA KOMIUIEKC (HOYTOYK, IPOEKTOD).

Jly1st mpoBeieHns 3aHSATUI UCTIOJIB3YIOTCSl HEOOXOAMMOE MMPOTPaMMHOE 00€CTICUeHUE:

e [Iporpamma pucoBaHus XuMuueckux cTpykryp ChemAxon (win aHasor).

e [Iporpammsl [ BBINOJIHEHUS PErPECCMOHHOIO aHAjIM3a M MOCTPOCHMSI ypaBHEHUH perpeccun: MS
Excel u Statistica.

e [lporpamma aJis MOATOTOBKH CTPYKTYP MAaKpPOMOJIEKYJ K BBIYMCIUTEIBHOMY 3KcrepuMmeHTy Build-
Model, ChemAxon (unu aHanor).

e [Iporpamma nns kBaHTOBO-xuMuueckux pacuéroB CambridgeSoft ChemOffice 2010 (umu ananor).

e [Iporpamma miist MmonekyssipHoro nokuara AutoDock (wmm anasor).

e [Iporpamma ns BU3yaJIbHOTO aHaJIM3a pe3yabTaToB JokuHra VMD (unn anasor).

[Tporpammel, pa3pabotannble Ha kKadeape papmaneruueckoit xumun @O0 [MI'OA:

e [Iporpamma JuIsi MPOTHO3UPOBAHUS (UIUKO-XUMHUYECKHX JECKPUNTOPOB M (PapMaKOKMHETHYECKUX
napamerpoB AK_QSAR (logP pKa pKb).
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e [Iporpammel monekysipHoro qokunra: AK QSAR (Monekynsipusbiii nokunr LOI'l u 2) u AK QSAR
(Monekynspasiii fokuar ruapoiiaza E.Coli(S.Aureus)).

e [Iporpammbl KaueCTBEHHOIO M KOJMYECTBEHHOI'O MPOrHo3a Ouosnorunueckoi aktuBHocTH: AK QSAR
(nmpotuBoBocnanuTenbHas akTUBHOCTE), AK QSAR (Anansrerudeckas aktuBHocTh) 1 AK QSAR (mpo-

TUBOMHMKPOOHAst aKTUBHOCTH ).
OO0pa3oBarenbHbIC TEXHOJOTUU — KOMMYHHKATUBHBIC TEXHOJIIOTHH (COOECceI0OBaHUE), HCHMHTAIIU-
OHHBIE TEXHOJIOTHH (JIEKIIUU, TECTUPOBAHUE).
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AHHOTALIUS PABOYEM ITPOI'PAMMBI JUCHUITIMHBI
51.B.J1IB.02.02 MonekyJsspHbIA aAn3alid OMOJIOTMYEeCKU AKTUBHBIX BEIIECTB

Ko u HamMeHOBaHue HANIpaBJIeHUs MOATOTOBKH, npoduis: 33.05.01 Papmanus

KBanupurkauus (creneds) BoinyckHuka: [Iposuszop

®opma o0yuenusi: Ounas

®opMupyeMble KOMIIETCHIIUH

I1K-4 CnocoGeH y4acTBOBaTh B MOHUTOPHHIE KauecTBa, 3(p(PEeKTUBHOCTU U OE30M1aCHOCTH JIeKap-
CTBEHHBIX CPEZCTB U JIEKaPCTBEHHOI'O PACTUTENIBHOIO CHIPBS, MPOBOAUT 3aroToBKy JIPC ¢ yuerom panno-
HaJIbHOI'O UCIIOJIb30BAaHUS PECYPCOB JIEKAPCTBEHHBIX PACTECHUI.

NJIIK-4.2. TIpoBoauT aHanmm3 (apMaleBTHUECKUX CYOCTAHIIHMA, BCIIOMOTATEIbHBIX BEIIECTB H
JICKapCTBEHHBIX (POPM SKCTEMITOPATHHOTO M3TOTOBJICHUS U MPOMBIIUIEHHOTO MPOU3BOJICTBA B COOTBET-
CTBUU CO CTaHJIapTaMM KauecTBa.

O0bem u MecTO AUcUMIIMHBI B cTpyKType OIIOII BO:

JlucuumuiiHa OTHOCHUTCS K 4YacTH, (popMHUpyeMOW ydacTHMKaMM OOpa3oBaTelbHBIX OTHOIIEHUM
OIIOII BO, npoBoautcs B 5 cemectpe 3 Kypca, oOmiasi TpyA0eMKOCTh JUCIUILIMHBI — 72 yaca / 2 3a4éT-
HbIE CIMHMIIBI (3. €.).

Coaep:xxanue TUCHMUILINHBI:

Paznen 1. OcHoBHBIE HalpaBlIEHUs MOJIEKYJISIPHOTO JM3aiiHa OMOJIOTMYECKH aKTHBHBIX BEIIECTB
(BAB). Tema 1.1. OcHoBHBIEC MOHATUS U LIEIH MOJeKyisipHoro nu3aiiHa BAB. [loaxoas! k BeIOOpY KaH-
TUATOB B COCIMHEHUS JIMJEphl. BKIiIIoUaeT MOHATHS U LIETTM MOJIeKyJsipHOro au3aiina bAB, moaxoms! k
BbIOOpY KaHIUAATOB B coequHeHus aujepbl. Tema 1.2. Ouenka GMONIOrHYeCKONM aKTUBHOCTH MPOTpaM-
Mot PASS online (BupTyanbHbiii ckpuHuHT). M3ydaer oneHky Ouonornueckoil aktuBHoctd BAB mpo-
rpammoii PASS online. Bxitoyaer npoBeneHre BUPTyanbsHOTro cKpuHUHTa nporpammoit PASS. Tewma 1.3.
KBaHTOBO-XHMHUUECKHE pacuy€Thl B MoJenupoBaHuu Moiekyl BAB. Bkitouaer B cebst M3yyeHue TUIIOB
KOMIIBIOTEPHBIX IIPOIPaMM JUIsl KBAHTOBO-XMMHUYECKUX PAacdy€TOB U NPOBEIECHUE KBAaHTOBO-XMMHUYECKUX
pacu€toB B mojaenupoBanuu Mosiekyll BAB. Tema 1.4. MHOXECTBEHHBI PETPECCUOHHBIN aHAIU3 B MO-
nenupoBanuu cTpyktyp BAB. Bkitouaer B ce0s n3ydeHHe KOMIBIOTEPHBIX MPOrpaMM Ui MPOBEIEHUS
MHOECTBEHHOT'O PErPECCHOHHOI0 aHAJIN3a U MCIOJIb30BAHUE MHOXKECTBEHHOTO PErPECCHOHHOIO AHAIIU-
3a B mojenupoBanuu cTpykTyp BAB. Tema 1.5. [loctpoenue ctpyktyp BAB ¢ 3anannbiMu cBoiicTBamMH.
IIpaBuio Jlununcku. B Teme paccMmarpuBaeTcs noctpoeHne ctpykryp bAB ¢ 3agaHHbIMU CBOMCTBaMU U
npaBuio Jlunuucku. Tema 1.6. Monekynspabiii fokuHr nporpammoit AK QSAR (MonekynsipHbiit 10-
kuar LHOI'l u 2). Ananu3 pe3ynbTaToB AOKHMHIa. M3ydaercss MOJEKYJSPHBIM JOKUHI IMPOrpamMMoi
AK QSAR (Monekynsapusiit fokusr LIOI'1 u 2) u aHanmu3 pe3ysibTaToB JOKUHTA.

DopMbI NPOMEKYTOUHOM aTTecTanum:. Popma NPOMEXKYTOYHON ATTECTALMM : 3a4ET.
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