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1. Ilepeyenpb NJIaHUPYEMBIX Pe3yJIbTATOB 00y4YeHUs MO AN CUMIJIMHE, COOTHECEHHBIX € MJIAHHUPYe-
MBIMH pe3yJbTaTaMi OCBOEHUS MPOrPaMMBbI

Kox muauka-

HaumenoBanue

Pe3yabTaTnl 00yyeHus, co-

Kon kom- | HammeHoBaHHMe KOM- | Topa 10CTH- HHIMKATOPA 10- | OTHECEHHbIE C MHAUKATO-
neTeHI U neTeHIuH JKEHUS] KOM- | CTH/KeHHsI KOMIIe- | pAMH JIOCTUKEHHSsI KOMIIe-
neTeHUnHu TeHUHH TeHUM i

I1K-4 Cnocoben yuactBoBath | WJIIIK-4.2. [IpoBonutr ananu3 |Ha ypoBHe 3HAHUIi:
B MOHMTOpPUHIE Kaye- (bapManeBTUUECKUX [3HAET METOAbl OYMCTKH U
cTBa, 3()(PEKTUBHOCTU U CyOCTaHIMI, BCHO- [BBIIENEHUS M3 JIEKapCTBEH-
0e30macHOCTH  JeKap- MOTaTEJIbHBIX ~ BE- [HOFO PACTUTEIBHOT'O ChIPbS,
CTBEHHBIX CPEICTB U IIECTB M  JIeKap- [cHOoCcOObl MOMYYEHUS U XH-
JIEKapCTBEHHOI'O pacTH- CTBEHHBIX ¢dopM MUUECKHEe CBOWCTBA OpraHH-

TEJIBHOTO ChIPbs, IPO- BKCTEMIIOPAJIIBHOTO  [HECKMX COEIMHEHHH

BoauT 3arotoBky JIPC ¢ M3TOTOBJICHUS u Ha ypoBHe yMeHuii:
Y4ETOM PALlMOHAIBHOIO IIPOMBIILIIEHHOT O YMeeT aHanu3upoBaTh CHUH-
UCIOJIb30BAaHUS PECYP- [IPOU3BOJICTBA B [TETUYECKUE METOJbl IOJY-

COB JIEKapCTBEHHBIX
pacTeHui

COOTBCTCTBUH (¢10)
CTaHJapTaMu Ka4de-

CTBa

UCHUA KW IIPOBOAUTHL Kaydc-
CTBCHHBIC pcakuuu Ha
(bYHKI_II/IOHaJ'IBHBIe T'PYNIIBL

2. O0beM H MecTO JUCHUILIMHBI B cTpykType OIIOII BO
JucuurummHa OTHOCHUTCS K 4YacTH, (OpMHUPYEeMOW yYacTHHKaMH OOpa30BATEIbHBIX OTHOIICHUH

OIIOII BO, ocBauBaetcs Ha 3 kypce (5 cemecTp), B COOTBETCTBUU € YU€OHBIM IIAHOM, 00Iast TPYI0eM-
KOCTb IUCLUIUIMHBI — 72 yaca / 2 3auéTHbIC EAUHHUIIHI (3. €.).

3. Conep:xaHue ¥ CTPYKTYpa JMCIHHILIHHBI

3.1. CTpykTypa IUCLHUIUIMHBIL.

O0beM AUCIHUILIMHBI, Yac.

dopma TeKy-

KounrakTHas paGora
1ero KOHTPOJIst
o0yuaromuxcs ¢
HaumeHoBaHue pa3jeJios, ycrneBaemMocCTH,
Ne nn/m Bcero | mpenoxasaresieM no
TeM Cp NMPOMEKYTOY-
4acoB | BH/JIaM y4eOHBIX 3a- .
. HOIi aTTecTa-
HATHH
101011
J | a3 | m3
Ounasn popma odyuenusn
Cemecmp Ne 5
OcHOBHbBIE HaNpaBJIEHUS MO-
JEKYJISIPHOTO JH3aifHa 6uosio-
Paszen 1 Yp 72 | 12| - 18 | 42 0
T'MYECKH AaKTUBHBIX BEIECTB
(PAB)
OCHOBHBIC TIOHATHS W LENH
Tema 1.1 . 14 2 — 4 8 O
MOJIEKYJIsIpHOTO 1n3aiiHa bAB.
Onenka OWOJIOTUYECKOW —aK-
Tema 1.2 | TuBHOCcTH mporpammoii PASS | 14 2 — 4 8 O
online (BUpTYalbHBIH CKpH-




O0bemM TUCHUIJIMHBI, Yac.

®opma TeKy-

KonTakTHas padora
11er0 KOHTPOJIs

o0yuarouuxcsi ¢

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

HAB

MHOKeCTBEHHBI PETrpeCcCUOH-
HBI aHAIKU3 B MOJIECTUPOBAHUU
Tema 1.4 | ctpyktyp BAB. Meroasl mo- | 12 2 — 4 6 O
CTPOCHHsI MOJENEW M Banuja-
st

IToctpoenne crpykryp BAB ¢
Tema 1.5 3aJJaHHBIMUA CcBOMCTBaMHu. llpa- 12 2 — 2 8 O
Bu10 JIMIIMHCKHN

MonekynspHbIi JTOKUHT TIPO-
rpammoii AK QSAR (Morne-

Tewa 1.6 KynsapHbii 1okuHr LHOI'l u 2). 12 2 - 4 6 ©
AHanu3 pe3ynbTaToB JOKMHIa
[IpomexxyTouHast arTecTarus 2 2 3auér
Beero: | 72 30 | 42

Ipumeuanue: *@opmvr mexyweco konmpous ycnesaemocmu. onpoc (O).

3.2. ConeprkaHue TUCIUTIITUHBI.

Paznen 1. OcHoBHBIE HalpaBlIEHUs MOJIEKYJISIPHOTO JU3aiiHa OMOJIOTMYECKH aKTHBHBIX BEIIECTB
(BAB). Tema 1.1. OcHoBHBIE IOHATHA U LIeTU MoseKyaspHoro auzaitHa BAB. Iloaxoas! k BeIOOpY KaH-
TUaaTOB B coeauHeHus nuaephl. [lonatus u uenu monekynspHoro nuzaitHa BAB. [Monxonasl k BeIOOPY
KaHJUJATOB B coeIMHEHUs Jnaepbl. OCHOBBI MOJIEKYJISIPHOTO Au3aiiHa. Llenn MonekysspHoro nusaiiHa.
Knaccudukanus HanpaBineHui MoJeKkysIsipHOro nu3aifHa. TpeGoBaHus, NpeabIBIsSeMble K COETUHEHHIO
muzepy. OCHOBHbBIE TOJOXKEHHUS: MOJIEKYJISIPHBIM 1M3aliH; HampaBJIeHUs MOJIEKYJISIPHOTO AM3aiiHa; dap-
MaKOJIOTHYECKUN CKPUHHHT; coenuHeHue nuaep. Tema 1.2. OneHka OMOJIOTMYECKON aKTUBHOCTH IPO-
rpammoii PASS online (Buptyanbubiii ckpuHHUHT). OuieHka Ouonoruueckoit aktuBHocT BAB mporpam-
Mot PASS online. IlpoBenenue BuptyanbHoro ckpunuHra nporpammoit PASS. Onpenenenue noHstus
«BUPTYaJbHBIM CKpUHUHIY. TepaneBTuueckas MulleHb B oHiaiiH cepsuce PASS online. IIporuos cnek-
Tpa 6uonorndyeckoi akTuBHOCTH BAB. OCHOBHBIE TOJIOKEHUS: BUPTYaJIbHbIM CKPUHUHT; TepaneBTUYe-
CKasi MUIIEHb; CHEKTP OMOJIOTMYECKON aKTMBHOCTH; MpOQuib Onosornueckoil aktuBHocTd. Tema 1.3.
KBaHTOBO-XNMH4eckue pacuérsl B MOAEIMPOBaHMM MoJekyl BAB. KommbroTepHble ImporpaMMsl Juis
IIPOBEJIEHUS KBAHTOBO-XUMHUYECKUX pacuy€ToB. KBaHTOBO-XMMHUYECKHE pACUETHI B MOJIEIMPOBAHUHU MOJIe-
Kyn1 BAB. MeTozasl KBAHTOBO-XUMUYECKOTO pacuéra CTpyKTyp. KBaHTOBO-XMMHUYECKOE MOJIETMPOBAHUE B
aHanmze bBAB. OcHOBHBIE MOJOXKEHUS: TEOMETPHs] MOJIEKYJIbI; TEPMOAMHAMMUYECKUN JTECKPUITOp; 4Ya-
CTUYHBIA 3apsA] aToMa; nomxysmnupudecknid Mmeron PM3. Tema 1.4. MHOXECTBEHHBIN pErpecCUOHHBIN



aHanu3 B mojaenupoBanuu ctpykryp BAB. KomnberoTepHbie mporpamMmsel sl TPOBEACHUSI MHOKECTBEH-
HOI'O PErpeCcCHOHHOIO aHaiau3a. MHOXKECTBEHHBIN PErpECCHOHHBIN aHAIU3 B MOJACIUPOBAHUU CTPYKTYpP
BAB. PerpeccuonHblif aHanu3. OCHOBHBIE MOJIOXEHUS: PETPECCUOHHBINA aHAJIN3; MHOXKECTBEHHBIH pe-
I'PECCUOHHBIN aHau3; K03 puureHT Koppensiunuu; KodPpPUIUeHT MHOKECTBEHHOH perpeccun. Tema 1.5.
IToctpoenue crpyktyp BAB ¢ 3amannbiMu cBoiictBamu. IIpaBuno Jlunuucku. IloctpoeHue cTpykTyp
BAB c 3aganHbiMu cBoiicTBaMU. OCHOBHBIE MOJIOKEHUS: CTPYKTYPHBIE JECKPUIITOPBI; KOHCTAHTA JIUIIO-
(GUIBHOCTH; MOJIEKYJSIpHAsl Macca; KOHCTAaHTa KUCJIOTHOCTH U OCHOBHOCTH; IOHOPBI BOJIOPOIHOM CBS3H;
aKIenToOphsl BOAOpPOaHOM cBs3u. Tema 1.6. Monekymspabiidi nokuHr nporpammord AK QSAR (Moneky-
nsapHbld gokuHT L[[OI'l m 2). AHanu3 pe3yiabTaTroB JMOKHHTA. MOJEKYISPHBIA JOKHWHT IMPOTrpaMMOi
AK QSAR (Monekynspubrii gokusr [{OI'l u 2). Ananu3 pe3ynbpTatoB qokuHTa. Mcmons3oBanue dep-
MEHTOB B MOJIEKYJISIPHOM JOKMHre. OCHOBHBIE ITIOJIO)KEHHS: MOJIEKYJISIPHBIN JIOKUHT; CKOPUHI'OBBIE
(yHKINU; SHEPTUS CBS3BIBAHUS; MEKMOJICKYJISIpHAS SHEPTUsl; KOHCTAaHTa MHTMOMPOBAHUSI.

4. ®oH/I OLIEHOYHBIX CPEJICTB MO JUCIHIIINHE
4.1. ®opMbI U OLIEHOYHBIE CPECTBA AJISI TEKYIIEr0 KOHTPOJISL.

4.1.1. B xozxe peanu3anuy AUCHUIUIMHBI HCIOJIB3YETCs Cieayronas GopMa TeKyIero KOHTPOJIs ycIeBa-
€MOCTH O0YYaIOIIMXCS: OIPOC.

4.1.2. OueHouHbI€ CPECTBA AJISl TEKYILEr0 KOHTPOJISI YCIIEBAEMOCTH.

Omnpoc (tema 1.1 «OcHOBHBIC IOHSTUS U LIEIH MOJIEKYJISIpHOTO An3aiiHa BABY)

1. UTo 1€XHUT B OCHOBE MOJICKYJISIPHOTO JTU3aitHa?

2. [lpuBeaute kiaaccuUKALMIO HATPABICHUNA MOJIEKYJISIPHOTO AU3aiiHa.

3. YTo Takoe CTPYKTypHO-OPHUEHTUPOBAHHBIN 1HU3aliH?

4. aiite onpeaeneHue GyHKINOHAILHO-OPUEHTUPOBAHHOTO Tn3aifHa?

5. Urto Takoe coeMHEHUE uep?

6. JlaiiTe onpeneneHue MOHATUIO «MOJIEKYJIIpHBIN Au3aiiH BAB».

7. Onumure NpUHLKI 0TOOpa COEMHEHHUM B PSAIbI.

8. Kakue npenmymectsa na€t nusaiiH bAB ¢ ncnosnp3oBaHMEM FOMOJIOTHYECKUX PSIOB?

9. Kakue Bbl 3HaeTe HalpaBiIeHUsI MOJIEKYJISIPHOTO JU3aiiHa?

10. B ueM cOCTOUT Lienb paclpeneicHusl COEAMHEHUH B TOMOJIOTHYECKUE PSIbI?

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

12. B uéM oTnmume CTpYKTYpPHO-OPUEHTUPOBAHHOIO JAM3aiiHa OT (QyHKIIMOHATbHO-OPUEHTUPOBAHHOTO
nu3aiiHa?

13. Kak MO>KHO MCTOJIb30BaTh (PYHKIIMOHAIBHO-OPUEHTHUPOBAHHBIN AU3aiiH B IOMCKE COSTUHEHUSI-
aupaepa?

14. O6BsicHUTE 1IN MOJIEKYJISIPHOTO JTh3aiiHa.

15. B uéM 3aknroyaeTcsi OCHOBHOM CMBICI MCTIOJIB30BAHUS COCIMHEHUM-TUAEPOB B nmorucke bAB?

4.1.3. lIkana olleHMBaHUA JJIsl TEKYILIETO KOHTPOJIS: OMPOC.

OrneHka «OTIUYHO» - 00YUaIOIIUIACS MPOSIBISIET BCECTOPOHHEE U TTTyOOKOE 3HaHWE MaTepHaia B 00bEMe
YTBEP)KICHHOW MPOTPaMMbl JUCIUTIINHBI, 1aeT MOJHBIE W MPaBUJIHLHBIE OTBETHI HAa BOMPOCHI, MaTeprail
M3JIaraeT MoCIe0BATEIbHO U TPAMOTHO. JIeMOHCTpUPYET OCO3HAHHBIN MOAXO0/ K U3yUYEHUIO TUCIIUILIH-
HBI, T.€. IPABUJILHO XapaKTEPU3YyeT CTPYKTYPHBIE CBOMCTBA, 0OOCHOBBIBAET MpEAiaraeMble METOIbI MO-
JEKYJISIPHOTO TU3aiiHa OMOJIOTUYECKH aKTUBHBIX BEIIECTB.
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OreHKa «XOpOIIo» - OOYJarONTUICs TPOSBISIET 3HAHWE BCEr0 M3YyYEHHOTO MPOrpPaMMHOTO MaTepuala,
,Z[aéT HpaBI/IJIBHBIe OTBCTHEI HA BOHpOCBI. MaTepI/IaH n3J1aract 1nocjca0BaTCIIbHO U FpaMOTHO, O6OCHOBI>IBa-
€T Bce MOoJIOKEHUs1 cBoero oTBera. [Ipu oTBeTe AomyckaeT HEOOJbIIMEe HETOYHOCTH U €IMHUYHBIE OIINO-
KM, KOTOPBIE ONIEPATUBHO U CAMOCTOSITEILHO UCTIPABIISET MIPU YTOUHSIOIIUX BOMPOCAX MperogaBaTes.
OreHka «yJOBIETBOPUTEIBHO» - O0YUAIOLIHIICS MPOSIBIISET 3HAaHHE OCHOBHOTO IPOTPaMMHOTO MaTepua-
J1a, TOMYyCKAeT OMMOKHA W HETOYHOCTH MPU OTBETE HA TEOPETHYECCKUE BOMPOCHI, OMMUOKH MCIIPABIISET IO
YKa3aHUIO MMperoaBaTeisi, OTBEUAST Ha JOMOTHUTEIIBHO 3a/IaHHBIC BOITPOCHI.

Or1eHKa «HEYAOBIETBOPUTEILHO» - 00YJAIONTUICS MPOSBIISET HE3HAHHE OCHOBHOTO MPOTPAMMHOTO Ma-
Tepuasia, UMEET CYIIECTBEHHBIC MPOOEIIb B U3YYCHUH OTACIbHBIX MPUHIIUITHAIBHBIX BOIIPOCOB, IIPH OT-
BETE HA TEOPETUYECKUE BOMPOCHI JOIMYCKACT CYIIECTBEHHBIC OMIMOKH, KOTOPHIE HE MOXET UCIPABUTH
JaKe 10 YKa3aHUIo MPenoiaBarelis, Ha JOMOJHUTEIbHbBIE BOIIPOCHl HE OTBEYACT.

4.2. ®opMbl U OLIEHOYHBIE CPEJCTBA ISl IPOMEKYTOUHOM aTTeCTalUHU.
4.2.1. IIpomexxyTouHasi aTTecTalus NpoBoAUTCA B hopme: 3auér.

4.2.2. O1ieHOYHbIE CPEACTBA ISl IPOMEXYTOYHOM aTTECTALUH.
Bapuanrt 1

B TecToBbIX 3a/1aHUAX MOXKET ObITh OJMH ITPaBUJIbHBIN OTBET
1. Monexynsphslii 1u3aiin BAB ato:

. MoneKysipHbIi TOKUHT BEIIECTB ¢ (hepMEHTOM

. PucoBanue popmys B XUMHYECKOM pelakTope

. KoHCTpyHnpoBaHue HOBBIX XMMHUYECKHUX COEAMHEHNUH € 3aJaHHBIMU CBOMCTBAMHU

. MCccIieloBaHue OMOJIOTNYECKON aKTUBHOCTH
2. llens MmonexynspHoro ausaiiHa bAB:

. IlocTpoeHne CTpyKTyphbI € 3alaHHBIMHA CBOMCTBaMH

. [lonck narn6uropos JJHK

AW N =

. Koppensauunonnsiii ananus

AW N =

. KBaHTOBO-XNMH4€ECKHe pacuérsl
3. CTpyKTYpHO-OPHUEHTHUPOBAHHBIN JU3aMH 3aKITI0OYAETCS B:
. Coznanum usomepos bAB
. MonekysspHOM JOKUHTE
. UccnenoBanuu OMOIOTHYECKOM aKTUBHOCTH
. Cozmanum MHOXECTBa Pa3HOOOPA3HBIX HOBBIX U IK30THYECKHX MOJIEKYISIPHBIX KOHCTPYKIIUN

AW N =

4. Crparerusi MOJIEKYJISIPHOTO TM3aliHA MPENOJIaraer:
1. KauectBennslii nornck bAB
3. 'my6okoe moOHMMaHNUE TOCTABJICHHON 3aJ]aui, U3y4YeHUE MOJEKYJISIPHBIX MEXaHU3MOB 11eJIeBOM PyHK-
IIUH BEIISCTBA
4. OyHKIMOHAIBHBIN AU3alH
5. PerpeccuonHbIl aHAN3
5. K TepaneBTHuecKMM MHUILEHAM Ipu au3aiiHe BAB ¢ mpoTuBOBOCIANUTENBHON AKTUBHOCTHIO
OTHOCHUTCS
1. depmeHThI MUKIOOKCUTeHa3a 1 u 2
2. AHarpreTudecKast akTHBHOCTD
3. Koarynsmust moniekyibl Oemka
4. AXTUBHBIN ydacTok pepmenTa Gochoamudcrepaspl



6. [IporHo3 crekTpa OMONIOTHYECKON aKTUBHOCTU B OHJaiH cepuce PASS online ucnons3yercs

JJIA:

AW N =

AW N =

. KBaHTOBO- XMMHUYECKHUX PaCUETOB

. buonornueckux ucnsitanuiit AB

. IlocTpoeHus CTPpYKTyp COEAMHEHUN
. [loucka BAB

7. BupTyasibHbIii CKPUHUHT 3TO:

. UcnibITanne Ono0ru4eckoi akTMBHOCTH

. Meron or6opa nepcnexktuBHbIX BAB ¢ Hcnonb30BaHNEM KOMIIBIOTEPHBIX IPOIPaMM
. ITocrpoenue romonornyeckux psgos bAB

. Crioco6 nmoctpoenust ctpykryp BAB

8. Kakoil u3 npuBeeHHbIX METOJOB KBAHTOBO-XMMHMUECKOTO pacuy€ra CTPYKTYp OTHOCHUTCS K IIO-

JIYSMIIMPHUYICCKUM:

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

. Merox MONEKyJIIpHONM MEXAHUKU

AW NN~ AW N = AW N

AW N =

1.

Meron Xaprpu-®oka (HF)

9. KBaHTOBO-XMMHUYECKHE PACUEThI IPOBOJAT C UCIIOJIb30BAHUEM ITPOIPAMMBI:

. Gaussian 03
. ACD Labs

. ChemDraw

. ChemSketch

10. K MCTOJaM IIPOBCACHHA KBAHTOBO-XHUMHYCCKUX paCLIéTOB OTHOCHTCA:

. [lomyamnupryeckuii METOL

. Merox MOJIEKYJIIPHOTO IOKUHTa
. CTpyKTYypHBII METOA

. @parMeHTapHBIN METOJ

11. PerpeccuoHHBIN aHAIU3 3TO:

. Coco0 OLIEHKH PEaKIMOHHOW CITOCOOHOCTH

. MonenupoBanue bAB

. CraTucTudeckuii METO/1 UCCIICIOBAHUSI BIMSHUS OJTHOM MM HECKOJIBKUX HE3aBUCUMBIX MIEPEMEHHBIX
. UccnenoBanue OMOIOTUYECKON aKTHBHOCTH

12. YTto Takoe MHOXKECTBEHHBIN JINHEHHBIA PETPECCUOHHBIN aHAJIN3:
MeTtoa ycTaHOBIICHHS 3aBUCUMOCTH OJJHOM MEpPEeMEHHON OT JBYX WJIM OoJjiee HE3aBHCHUMBIX IEepPEMEH-

HBIX

2.
3.
4.

AW N —

MeTo/1 yCTaHOBIIEHHS 3aBUCUMOCTH OT OJTHOM MEPEMEHHOI

Merton pacuéra cpeaHel KBaApaTUIHON OMIMOKA

Crioco6 O1eHKH MPAaBMIBHOCTH TTOCTPOCHUS CTPYKTYPhI
13. Koapunuent koppemnsiiuu (R) mokaseiBaer:

. CrerneHb CBSI3M MEXAY ABYMS WJIM HECKOJIHKUMHU HE3aBUCUMBIMH ITEPEMEHHBIMU
. TouHOCTB MIPOBEICHUS] KBAHTOBO-XUMHYECKHUX PAcYETOB

. HezaBUCHMOCTH IBYX MEPEMEHHBIX IPYT OT Ipyra

. OmuoOKy perpecCHOHHONW MOIEIH

14. Kakne neckpunTopsl MOYKHO HMCIIOJIB30BaTh IPU ONUCAaHWM CTPYKTypsl BAB B kauectBe

CTPYKTYPHBIX:

1.

CKpUHHMHTOBBIE



2. OyHKIMOHAIbHBIE

(98]

. Ko purmentsr ypaBHEeHNS] MHOKECTBEHHOM PEerpeccuu

I

. KBaHTOBO -xuMmn4ieckne u GU3NKO-XUMHUICCKHE
15. Crioco6 pacuéra CTpyKTYpHBIX AecKkpunTopoB bAB:
. CKpUHUHIOBBII
. KBaHTOBO-XMMHUECKUI
. DKCITIOHEHIMAIbHBIN
. (PM3UKO-XUMHUYECKHI
16. Kak npoBOJSIT OLICHKY MOJENEH «CTPYKTYpa-CBOMCTBO» U «CTPYKTYpa-aKTUBHOCTDY :

AW N =

. C ncrnosip30BaHrEM BHEIIHEN BHIOOPKHU
. C ucronb30BaHUEM TEOPETUYECKH PACCUMTAHHBIX CBOMCTB
. Ilo TuImy perpeccCHoOHHOTO YpaBHEHUS

AW N =

. C cnonp30BaHUEM KBAHTOBO-XUMHUYECKUX JECKPUITOPOB
17. B 4éM cOCTOHUT LIENIh UCIIONb30BaHUA cCUHTEe3a B nu3aiine bAB:
. UccnemoBanne OMOIOTMYECKO aKTUBHOCTH
. Pacuér pu3uKo-XMMHUYECKUX JTECKPUIITOPOB
. CuHTe3 coeMHeHUN

AW N =

. U3ydeHue cBorcTB

18. C ucnonp30BaHUEM KaKMX KOMIBIOTEPHBIX MPOrpaMM MOXKHO MPOBOJHUTH PACYET KOHCTAHT
munopmisHocTH (logP) BAB :
1. Gaussian 03
2. ChemDraw
3. ChemOffice u ACD ChemSketch
4. Microsoft Word

19. Yto Takoe MoneKyIspHbINA JOKUHT bAB:
1. Crioco6 nmpoBeieHus: KBAaHTOBO-XMMHUYECKUX PAcUETOB
2. Cnoco0 noctpoenus cTpykrypsl BAB
3. DTO MeToJ MOJEKYJISIPHOTO MOAEIUPOBAHUS, KOTOPBIA MO3BOJISIET Mpe/ICcKa3aTh HauOoJiee BHITOJIHYIO
U1 00pa30BaHusl YCTOMYMBOIO KOMILJIEKCA OPUEHTAIMIO U TIOJIO’KEHUE OJTHOM MOJIEKYJIbI [0 OTHOILIEHHUIO
K Ipyrou
4. ITporno3upoBaHue HU3NKO-XUMHUECKUX CBOWCTB
20. OmpeneneHne «akTUBHBIN LIEHTP» (hepMeHTa:

1. Yuactok ¢epmeHTa o0nanarommi ruipopoOHBIMH CBOMCTBaMU
2. Ob6nacTh KOpepMEHTHAs K JIMTAHY
3. DTO MecTo Ha ero MOBEePXHOCTH, TJi€ MPOUCXOIUT CBSA3BIBAHUE U KAaTAIUTUUYECKOE MpeBpalleHue cyo-
cTpata
4. Vicnonw3yercs it pacuéra GU3NKO-XUMHUYECKUX CBOMCTB hepMeHTa

4.2.3. [1Ikana olilecHUBAHHUA -.
«3aYTEHOY - MPABUIIBHBIX 0TBETOB 60% u Goee;
«HE3a4eTy - NPaBUIbHBIX OTBETOB MeHee 60%.

4.3. CoOTBETCTBUE OLIEHOYHBIX CPEJCTB MPOMEKYTOYHOW aTTeCTAllMU MO AUCHUILINHE (HOPMUPYEMBIM
KOMITETEHIIUSIM

Koa xom-
NeTEeHIIUN

Koa unaukaropa no-

OueHovHbIe CPeACTBA MPOMEKYTOYHON aTTeCTAIUN
CTHKEHUSI KOMIIETEeH-
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U

Tect

I1K-4

WJIIK-4.2.

+

4.4. Kputepuu oueHKH cHOPMHPOBAHHOCTH KOMIIETCHIIMA B paMKaX MPOMEXKYTOUYHOW aTTeCTaluu IO

JTUCLUILINHE
Koa unan- Ctpykryp- Kpurepun ouenku copMrupoOBAHHOCTH KOMIIETEH-
Kon Karopa J1o- HbBIE DJIe- 1107071
KOMIIe- CTHKEHHA MEHTBHI ol1e-
TEeHUHH KOMIIETEeH- HOYHBIX He cpopmupoBana CdopmupoBana
107071 CpeacTB
He 3naeT MeTonpl ouncr-
KU ¥ BEUIENCHAT U3 JI6- 3HAaeT METOIbl OYHMCTKH H
KAPCTBEHHOTO pacry- | BPUACTCHHA U3 JIEKapCTBEH-
TEIBHOTO CHIPBS, Crioco- | HOTO PACTHTENLHONO CBIpbA,
GBI MOMYHEHHS H XUMI- CHOCOObI NOJMY4eHUs M XH-
yeckme CcoiicTBAa opra- | MAUCCKHE CBONCTBA OpraHy-
TIK-4 VJITIK-4.2. Tecr HUYECKUX COCIIMHEHUN HECKHX COSMHCHIH
He yMeeT aHaTH3HPOBATS YMeeT aHanu3HpoBaTh CHUH-
CHHTETHYECKHEe MeTo bl | TCTHICCKUC MCTO/BL MOTYHC-
NOJIyYCHUs W IPOBOJAMTH | HUA W MOPOBOAUTH  Kaye-
KaueCTBCHHBIE PEAKIMHU | CTBEHHBIE PEaKLUK Ha (PyHK-
Ha (DYHKUHMOHANBHBIC | yoHanbHbIe TPYIIIIBI
IpyHIbl

Komnerenuus cuutaercs cpopMHpoBaHHOW Ha YpOBHE TpeOOBaHUM K AMCLUMILIIMHE B COOTBET-
CTBMM C 00pa3oBaTeIbHON MpPOrpamMMOil, €ciau Mo UTOraM NMPUMEHEHHUS! OLIEHOYHBIX CPE/ICTB MPOMEKY-
TOYHOW aTTECTALMU UM UX OTJENIBHBIX JIEMEHTOB PEe3yJbTaThbl, JEMOHCTPUPYEMbIE 00yJarOIUMCs, OT-
BEYAIOT KPUTEPHIO CPOPMUPOBAHHOCTH KOMIETEHIUH.

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

5. Metogu4eckue MaTepuabl 1JIs1 00y4alOIMXCs 110 OCBOCHHIO M CHMIIIMHBI
Metoanyeckre MaTepuabl A 00yJaromyXcst Ha TUCIUILIMHE (TTOJHBIH KOMIUIEKT METOIMYECKUX
MaTepHualioB) HaxoaaTcs Ha Kadeape Gpapmaneruyeckoit xumun @OO.

6. YueOHast iuTepaTypa s 00y4aoumuxcs no JUCUMILIHHE
6.1. OcHOBHas nUTEpaTYypAa.
1. TrokaBkuHa H.A., baykoB FO.W. buooprannyeckas xumus. YueOunuk st BY3o08 4-e uzn. - M.: lpoda,
2005. - 544 c.
2. I'pannGepr U. U. Opranndeckas xumus: Yueouux/ U. U. I'panabepr. - 5-e u3z., crepeoruil.. - M.:
Hpoda, 2002. - 672 c.
6.2. JlononHuTenpHas IUTEPATYypA.
1. HeBoctpyeB, Baneprsin AnTOHOBHY. TeopeTuueckrne OCHOBBI CIIEKTPAJIbHBIX METO/IOB B XUMHH: Y4eO.
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nocobue / B.A.HeBoctpyes.-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 3m1. rub. qUCK : puc., Ta0MI.

3. Jlymexuna C.B., Bapdonomeer C./JI., banabaes H.K. MeToabl KOMIBIOTEPHOTO MOJCTUPOBAHUS IS
Hccea0BaHus OJMMepoB U ouomnoaumepos. M3aarensctBo: JIMBPOKOM, 2009. — 581c.

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

5. TaeBbii M./., Iletpor B.W., I'aeBas J.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 D. MalMHHBIN aHANIW3 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., HoBuko B.I1. //Xuwm.-papm. xypran. 1982. T. 16. C. 968-971.

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

14. Ha6aBuu B.M., imutpukos B.I1. // Ycnexu xumuu. 1993. T. 62. Bpim. 1. C. 27-39.

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

7. MaTepnaibHO-TeXHH4YecKas 0232, HHPOPMANMOHHbIE TEXHOJIOTHH, IPOrPAMMHOE 00ecIedeHHue H
HH(OpPMaLIMOHHBbIE CTIPABOYHbIE CHCTEMBbI

CeMuHapckue M NPaKTUYECKUE 3aHATHUS MPOBOJATCS B CHELUAIU3UPOBAHHBIX y4EOHBIX ayIUTO-
pUSIX, OCHAIIEHHBIX HATJISTHBIM MaTepUalIOM W JIUTEPATypod, HEOOXOAUMBIMH ISl M3yYSHHS BOTIPOCOB
JMCLUIUIMHBL: YTBEP)KJICHHBIMH METOJUYECKUMH YKa3aHUSAMHU, CIEIHATIbHON JIUTEpaTypol U COBPEMEH-
HOM HOpMaTUBHOM AokyMmMeHTauuen. Kaxnplii oOyuaromuiicss obecriedeH JOCTYNOM K OMOIMOTEYHBIM
¢doHIam akaneMuu U Kadeapbl, eCTh BO3SMOXKHOCTb paboTsl ¢ caiitamu BookUp, Consultantplus. Ha nek-
[USX U 3aHATUSAX UCIOIB3YETCS] MYJIbTUMEIMIHHBIN KOMIUIEKC (HOYTOYK, TIPOEKTOD).

Jl71st mpoBeieHrs 3aHSATUIH UCTIOJIB3YIOTCSl HEOOXOMMOE MPOrPaMMHOE 00€CTICUeHHE:

e [Iporpamma pucoBaHust XuMuueckux cTpykryp ChemAxon (wiun aHasor).

e [Iporpammbl JJIs1 BBIMOJHEHUSI PErPECCUOHHOTO aHAlM3a M MOCTPOCHMS YpaBHEHUH perpeccuu: MS
Excel u Statistica.

e [Iporpamma mjsi TIOATOTOBKH CTPYKTYp MakKpOMOJIEKYJ K BBIYHMCIHTEIFHOMY 3KcriepuMeHTy Build-
Model, ChemAxon (unu aHasor).

e [Iporpamma ans kBaHToBO-xuMuueckux pacuétoB CambridgeSoft ChemOffice 2010 (unu ananor).

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

e [Iporpamma /i BU3yaJlbHOTO aHAJIM3a PE3yNIbTAaTOB JoKuHra VMD (unu ananor).

[Tporpammel, pa3pabotannsie Ha kKadeape papmaneruueckoit xumun OO [MTI'OA:

e [Iporpamma JuIsi MPOTHO3UPOBAHUS (UIUKO-XUMHUUYECKHX JECKPUNTOPOB M (PapMaKOKMHETHUECKUX
napameTpoB AK QSAR (logP pKa pKb).
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e IIporpammel monekysipHoro qokunra: AK QSAR (Monekynsipusbiii nokunr LHOI'l u 2) u AK QSAR
(Monekynspasiii fokuar ruapoiiaza E.Coli(S.Aureus)).

e [IporpamMmbl KaueCTBEHHOIO M KOJMYECTBEHHOI'O MPOrHo3a Ouonorundeckoin aktuBHocTH: AK QSAR
(npotuBoBocnanuTenbHas akTUBHOCTE), AK QSAR (Anansrerudeckas aktuBHocTh) 1 AK QSAR (mpo-

TUBOMHMKPOOHAsT aKTUBHOCTH ).
OO0pa3oBarenbHbIC TEXHOJOTUU — KOMMYHHKATUBHBIE TEXHOJIOTHH (COOEceI0OBaHUE), HCHMHTAIIH-
OHHBIE TEXHOJIOTHH (JIEKIIUHU, TECTUPOBAHUE).
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AHHOTALIUS PABOYEM ITPOI'PAMMBI JUCHUITIMHBI
51.B.JIB.02.02 MonekyJsapHbIA aAn3alid OMOJI0rMYEeCKH AKTUBHBIX BEIIECTB

Ko u HauMeHOBaHue HANIPaBJIeHUs OATOTOBKH, npoduis: 33.05.01 @apmanus

KBanupukauus (crenedb) BbIMyCKHUKA: [[poBU30p

®opma o0yuenusi: Ounas

®opMupyeMble KOMIICTCHIIUH

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 PACTEHUI.

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

O0beM u MecTO aucuMILIMHBI B cTpykType OIIOII BO:

JlucuumirHa OTHOCHUTCS K 4YacTH, (pOopMHUpyeMOW ydacTHMKaMHM OOpa3oBaTelbHBIX OTHOIIEHUM
OIIOII BO, npoBoautcs B 5 cemectpe 3 Kypca, oOmiasi TpyA0eMKOCTh JUCIUIUIMHBI — 72 yaca / 2 3a4éT-
HBIE CIMHMIIBI (3. €.).

Coaep:xxanue TUCHMILINHBI:

Paznen 1. OcHoBHBIE HallpaBlIEHUs MOJIEKYJISIPHOTO JU3aiiHa OMOJOTMYECKH aKTHBHBIX BEIIECTB
(BAB). Tema 1.1. OcHoBHBIC MOHATUS U 1IETH MOJeKyysipHoro nu3aiiHa BAB. [loaxoasl k BeIOOpY KaH-
TUATOB B COCMHEHUS JIMEPhl. BKIlIoUaeT MOHATHS U LIeTTM MOJIEKYJsipHOro nu3aiina bAB, moaxoms! k
BbIOOpY KaHIUAATOB B coequHeHus auaepbl. Tema 1.2. Ouenka GMONOrHYeCKOM aKTUBHOCTH MPOTpaM-
Mot PASS online (BupTyanbHbiii ckpuHuHT). M3ydaer oneHky Ouosornueckoil aktuBHoctd BAB mpo-
rpammoit PASS online. Bxitouaet npoBeeHre BUPTYanbHOro ckpuHuHra nporpammoit PASS. Tema 1.3.
KBaHTOBO-XMMHUUECKHE pacy€Thl B MOJenupoBaHuK Moiekyln BAB. Bkimtouaer B cebst M3yuyeHue TUIIOB
KOMIIBIOTEPHBIX IIPOrPaMM JUIsl KBAHTOBO-XMMHUYECKMX PAacdy€TOB U NPOBENECHUE KBAaHTOBO-XMMHUYECKUX
pacu€toB B mojaenupoBanuu Mosiekysl BAB. Tema 1.4. MHOXECTBEHHBI PETPECCHOHHBIN aHAIU3 B MO-
nenupoBanuu cTpyktyp BAB. Bkitouaer B ce0s n3ydeHHe KOMIBIOTEPHBIX MPOrpaMM Ui MPOBEIECHUS
MHO>KECTBEHHOT'0 PETPECCHOHHOTO aHAIN3a U MCII0JIb30BaHHE MHOXKECTBEHHOI'O PErPECCHOHHOIO aHAIH-
3a B mojenupoBanuu cTpykTyp BAB. Tema 1.5. [loctpoenue ctpyktyp BAB ¢ 3anannbiMu cBoiicTBamH.
IIpaBuio Jlununcku. B Teme paccMarpuBaeTcs noctpoeHne ctpykryp bAB ¢ 3agaHHbIMU CBOMCTBaMU U
npaBuio Jlunuucku. Tema 1.6. Monekynsapabiil fokuHr nporpammoit AK QSAR (MonekynsipHbiit 10-
kuar LHOI'l u 2). Ananu3 pe3ynbTaToB AOKHMHIa. M3ydaercss MOJEKYJISPHBIM JOKUHI MPOrpamMMmoi
AK QSAR (Monekynsapusiit fokusr LIOI'1 u 2) u aHanmu3 pe3ysibTaToB JOKUHTA.

DopMbI NPOMEKYTOUHOM aTTecTanum:. Popma NPOMEKYTOYHON ATTECTALMH : 3a4ET.
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