denepanbHOE TOCYIaPCTBEHHOE OOIKETHOE 00pa30BaTeIbHOE YUPEKACHUE BBICIIIETO 00pa30BaHUS
«Cankr-IlerepOyprckuii TocynapCTBEHHBIM XUMUKO-(apMaIleBTUICCKUN YHUBEPCUTETY
MunuctepcTsa 3apaBooxpanenust Poccuiickoit denepanyun

@aKynbTeT NPOMBIIIJIEHHON TEXHOJIOTUH JIEKAPCTB

Hayuno-o6pa3oBatenbHblii IeHTp Onou3ndecKux uccieaoBanuii B chepe dhapmarieBTUKA

MNoanucaHo undposoin noanucsio: OrEOY BO CNXOY
MWH3APABA POCCUN

DN: 1.2.643.100.4=120A37383133303435383735,
email=yulia.ilynova@pharminnotech.com,
1.2.643.3.131.1.1=120C323334373034313835353638,

1.2.643.100.3=120B3131373433353935393730, CaHkT-lNeTe P 6yprc Knn

1.2.643.100.1=120D31303337383238303239303037, rOCYAAPCTBEHHBIA XUMUKO-

title=MNpopekTop no yue6Hom pabote, o=PrbOY BO CNXDY l‘ hapMaLeBTUYECKMIT YHUBEPCUTET
MWH3APABA POCCUW, street=Y/1 MTPO®ECCOPA MOMMOBA, -

JIOM 14, INT A, I=Cankr-MeTepbypr, st=78 r. CaHKT-
Metep6bypr, c=RU, givenName=lOnua MeHHaabeBHa,
sn=MnbuHosa, cn=0r60Y BO CNX®Y MUH3OPABA POCCUN
[ara: 2023.07.25 11:31:42 +03'00'

PABOYAS ITPOT'PAMMA JTVCHUTIIMHBI (MO YJIA)

B1.B./1B.03.01 ®U3UNYECKUE OCHOBBI JU3AWMHA MOJIEKY.I

Hamnpasnenue noarorosku: 18.03.01 Xumuyeckast TEXHOJIOTHS
[Tpoduns noaroroBku: [Ipon3BOACTBO TOTOBBIX JIEKAPCTBEHHBIX CPEICTB
®opMmbl 00yUYeHHS: OYHAS

KBanuduxanuus (creneHsp) BelTyckHUKa: bakanasp

I'on HaGopa: 2023
Cpoxk nosy4eHus: 00pa3oBaHMs: 4 roga
O0BeM: B 3aUETHBIX €IUHUIIAX: 3 3.€.

B akageMuueckux yacax: 108 ak.4.
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Pa3padoruukmu:

[Mpodeccop HayuHO-00pa3zoBaTeIHLHOTO IIEHTPA OMODHU3NIECKUX
UCCIIeIOBaHUH B cepe GpapMaleBTHKH, JOKTOP
¢usuko-maremaruueckux Hayk LlmoBkun lO. 1O.

PaGouas mporpamma IUCIUIUTHHEI (MOMYJsSl) COCTaBleHa B cOOTBeTCTBHH ¢ TpeboBaHusMU OI'OC
BO no nampasnenuto noaroroBku 18.03.01 Xumudeckass TEXHOJIOTHSI, YTBEPKICHHOTO MPUKA30M
Muno6pnayku Poccuu ot 07.08.2020 Ne 922, ¢ ydyeroM TpyaoBBIX (YHKIUH HpodecCHOHATBHBIX
CTaHJapTOB: "Crenquanuct 1O TNPOMBINUICHHOH (apManmuu B 00JacTH  UCCIICAOBaHHUN
JIEKapCTBEHHBIX CpeACTB", yTBepkIeH npukazoM Muntpyna Poccun ot 22.05.2017 Ne 432m;
"CrienuanucT 1O MPOMBIIUICHHON ¢apMaluu B OOJACTH KOHTPOJS KayecTBa JIEKapPCTBEHHBIX
cpencTB”, yTBepxkIeH npukazomM Muntpyna Poccun or 22.05.2017 Ne 431n; "Cnenmanucr no
NPOMBIIIJICHHON (apManuu B 00JacTH MPOU3BOACTBA JICKAPCTBEHHBIX CPEICTB", yTBEPXKICH
npukazoM Muntpyna Poccum ot 22.05.2017 Ne 430m; "CroenyaiucT 0O BalaWugaldu
(xBasnpukanuu) GpapmManeBTHIECKOro MPOU3BOACTBA", yTBEpXkIeH npukazoM Muntpyaa Poccun ot
22.05.2017 Ne 434n; "CpoenmamucT HO HPOMBINUICHHOW ¢apManuu B o0MacTu oOecredeHus
KauecTBa JIEKAPCTBEHHBIX CPEACTB", yTBEpXkAEH NpukazoM MuHtpyna Poccunm ot 22.05.2017 Ne
429n.

CornacoBaHue U yTBepkKACHUE

[Tonpaznenenue
No W § OTBETCTBEHHOE OUO Busa JlaTa, mpoTOKOJI
KOJIJIETHAJIbHBIN JIUTI0 (TIpu HATMYWN)
opras
1 | Meroguueckas | Ilpencenarens bacesnu A. B. CormacosaHo 04.05.2023
KOMHCCHUSI METOINYECKOUN
YI'CH 18.00.00 | komuccun/coBeT
a
2 Kadenpa OTBETCTBEHHBIN bacesuu A. B. CormtacoBaHo 04.05.2023
MPOMBIIICHHON 3a
TEXHOJIOTUH | 00pa3oBaTesbHy
JICKapCTBEHHBIX | IO MPOrpaMMy
MpernapaToB
3 |Hayuno-o0pa3oB| 3aBemyrommii [Tanos M. C. Paccmorpeno | 16.05.2023, Ne
aTeNbHBIN EHTP |  KadeapoH, 12
OMopU3NUECKUX | PyKOBOIUTEINb
HCCJIEJIOBAaHUH B |TIO/Ipa3ziesieHus,
cdepe peanu3yomero
bapmareBTUKU OIl
CornacoBaHue M YTBEpXKIACHUE 00pa30BaTEIIbHON MTPOTPaMMBbI
[Tonpaznenenue
No W § OTBETCTBEHHOE OUO Busa JlaTa, mpoTOKOJI
KOJIJIETHAJIbHBIN JIUTI0 (TIpu HATMYWN)
opras
1 (bakynpreT Jekan, KygBaesa E. B. CormacoBaHo 04.05.2023
MIPOMBIIIIEHHOHN | PYKOBOJIUTEIb
TEXHOJIOTHH MOJpa3IeIeHUS
JIEKapCTB
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1. [lmanupyemble pe3yabTaThbl 00y4eHHUS M0 JUCHHUILUIUHE (MOAYJII0), COOTHECEHHbIE ¢
IUVIAHMPYEeMBbIMHU pPe3y/1bTaTaMU 0CBOeHHs 00pa30BaTe/IbHON NPOrpaMMblI

Komnemenyuu, unouxamopul u pe3ynomamul 00y4eHus

YK-1 CnocobeH ocymecTBISITh MOUCK, KPUTUUECKUI aHallu3 U CHHTE3 WH(OpMAaIuu, MPUMEHSTh
CUCTEMHBIHN MOAXOA JUIsl pEIICHUs TOCTaBICHHBIX 3a]1a4

VK-1.5 PaccmarpuBaeT u mpejaraeT BO3MOYKHbIE BADUAHTBI PEIICHUS TIOCTABICHHOMN 3a/1auH,
OLICHUBAs UX JTOCTOMHCTBA U HENOCTATKU

3name:

VK-1.5/385 3Harp MeTOALI M METOAUKHM aHaIW3a IOCTABICHHBIX 3aJad B O00JacTH
MOJIEKYJISIPHOTO TN3aifHa U CTIOCOOBI UX PEIICHUS

Ymems:

VK-1.5/YM9 VYmeTr mnpuUMEHSATH ONTUMAaJbHBIE METOABI M METOAWKH aHajau3a
MOCTABJICHHBIX 3a/1a4 B 00JIACTH MOJICKYJISIPHOTO JU3aiiHA

VK-1.5/Ym10 VYmeTr mNpuUMEHATh OCHOBHBIE METOAbI W METOAMKH aHajlu3a |
MOJICTTUPOBAHMS CTPOCHHUSI BEIIECTB U BEIOMPATH CITOCOOBI UX PEIICHUS

2. Mecto aucuuminHbl B cTpykrype OII

Huctumnuaa (Momyns) B1.B.JIB.03.01 «®usudeckue OCHOBBI OM3aifHA MOJEKYID» OTHOCHUTCA K
dbopMupyemMoli yyacCTHUKaMH 00pa30BaTeIbHBIX OTHOLICHUH YacTh 00pa3oBaTeIbHON MPOTpaMMbl U
u3yqaercsi B cemecTtpe(ax): 4.

[IpeamecTByOmMMEe TUCUUTITAHBI (PAKTUKH) TIO CBS35SM KOMIICTCHITUI:
b1.0.14 AaauTHdecKas XHUMUS;
b1.B.03 Unxenepnas rpaduka;
b1.0.05 Uudopmaruxka;
b1.0.02 Maremaruka;

b1.B.07 OcHOBBI aBTOMaTH3UPOBAHHOIO IPOEKTUPOBAHUS DJIEMEHTOB TEXHOJIOTHYECKOIO
000pyIOBaHUS;

b51.0.08 OcHoBBI TEOpHY BEPOATHOCTH U MAaTEMAaTUUECKON CTATUCTUKU;
b1.B.JIB.02.01 ITpunoxenue TuHEHHON anreOpsl Uil pelIeHUsT TEXHOJIOTHYECKUX 3a/1a4;
b1.0.13 ®usndeckas XuUMus;
b1.B.JIB.02.02 YncneHHbIE METOBI;
[Tocnenyromuye AUCIUITUHBI (IPAKTUKH) TIO CBSA3SM KOMIICTCHIIHNA:
b1.B.JIB.06.02 buoTtpanchopmarus JIeKapCTBEHHBIX BEIIECTB;
b1.B.JIB.06.03 Beaenue B (hapmMakonoruo;
b1.0.29 Metponoruueckoe obecrnieueHre hapMarieBTUIeCKIX MPONU3BOICTB;
b1.B.JIB.03.03 Ontuyeckue MeToabl B GU3HUECKON XUMHUH,
Bb3.01(/1) IToaroroBka K 3amuTe 1 3amIyuTa BRITYCKHON KBATH(PUKAIIMOHHON pabOTHI;

b1.0.18 Craructuueckue MeTonsl 00pabOTKM JaHHBIX C HCIOJB30BAHUEM IPOTrPAMMHOTO
o0OecrieucHus;

b51.0.22 ®unocodus;
b1.B.JIB.03.02 [{udpossie ycTpoiicTBa M3MEPEHHUs, KOHTPOJISI M YIIPABICHUS;

B mporecce u3y4eHuss AMCUUIUIMHBI CTYACHT TOTOBUTCS K BUAaM MPO(PECCHOHAIBHON NesITeTbHOCTH
U PpEUICHUI0 TpodecCHOHANBHBIX 3aaad, npeaycmoTpeHHbIx PI'OC BO u obpaszoBarenbHOIM
IIPOrpaMMON.

3. O0bem AMCUMIVIMHBI M BUABI Y4eOHO# padoThI
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4. Conepxxanme QM CHUNITHHBI
4.1. Pazgennl, TeMbl AMCUUIIMHBI M BUABI 3aHATHH
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Pa3nen 1. Beenenue. 6 2 4| VK-1.5
BruruucianreabHbIH
JKCIIEPUMEHT U €ro poJib B
JAM3aiiHe MOJIEKYJ H
COCIHHEHUM.
Tema 1.1. BeruncautennHBIN 6 2 4

AKCIIEPUMEHT U €T0 POJb B
JM3aiiHe MOJIEKYNI U COCIMHEHUH.

Pasnen 2. YpaBHeHue 16 2 2 4 8 VK-1.5
IIpeaunrepa u ero pemeHue
JJIS1 aTOMAa BOAOPOAA.
KBantoBbIe uncia. OCHOBBI
MOHATHSA 00 YJTIeKTPOHHOM
opouTau.

Tema 2.1. Pemienne ypaBHEHUS 16 2 2 4 8
Hpenunrepa 1 aroMa BOAOPOJA.
KBanToBbI€ uncna. OCHOBBI
MOHATHUS 00 PICKTPOHHOU
opOuTau.
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Pa3gen 3. Teopust pynkumuonana | 16 2 2 4 8| VK-1.5
IJIOTHOCTH

Tewma 3.1. Teopus ¢pyHKIMOHATA 16 2 2 4 8
IJIOTHOCTHU
Pasnean 4. [IpakTtudeckoe 22 2 8 12| VK-1.5

NpUMeHEHHE COBPEeMEeHHbIX
MeTO0B KBAHTOBOW XUMHH
Tema 4.1. [IpakTuueckoe 22 2 8| 12
MIPUMEHEHHUE COBPEMEHHBIX
METOZIOB KBAaHTOBOM XUMUU

Paznen 5. O61mue npuHIUNBI 48 2 2 4 8 32| VK-1.5
MOJIEKYJISIPHOI'O AH3aiHA.
Tema 5.1. OO6mue npuUHIKTIBI 22 2 4] 16

MOJIEKYJISIPHOTO IM3aifHa BEIECTB
C 3a1aHHOI OMOJIOTUYECKON

aKTUBHOCTBIO

Tema 5.2. Metoasl 26 2 2 2 41 16
MOJIEKYJISIPHOTO JJOKMHTa

HUroro 108 6 2 12| 24| 64

4.2. Conep:kaHue pa3aejioB, TeM JUCHHUIIIMH U (OPMBI TeKyIIero KOHTPOJIA

Pazoen 1. Beeoenue. BuvluucaumenvHulii IKCHEPUMEHM U €20 pONb € OU3aiHe MOIEeKyl U
coeouHenuil.

Tema 1.1. BoluuciumenvHulil SKCHepUMEeHm U €20 Pojib 8 OU3ALHe MOAEKYIl U COCOUHEHUI.

OcHOBBI KBaHTOBOM MexaHWKH. MarpuuyHas MexaHuka [einzenbepra. Ypasuenue Illpenenrepa. .
Omnepatopsl MMITyJIbCa, MOMEHTAa HUMIYJIbCa, 3HEPTUU. MaTpuyHOE NpEeACTaBIEHUE OIEepPaTOPOB.
Craructuyeckuii  cMmbIc  BOJMHOBOM ¢yHKiuu. [lpuHnun ©HeonpeaenenHoctu [eiizenbepra.
CBoOonnoe asmxenue yactuibl. Bomasl e bpoitns. [IpeacraBnenue Jupaka.

Pazoen 2. Ypasnenue lllpeouncepa u e2o pewienue 01sa amoma 6000pooa. Keanmoewvie uucna.
OcHoe6bl nonamus 06 INeKMpOHHOU OpOUmMau.

Tema 2.1. Pewenue ypasuenus lllpeouncepa onsi amoma 6o0opoda. Keanmossvie uucia. Octogul
NOHAMUsL 00 1eKMPOHHOU OpOUMAanu.

VYpaBuenue lllpenuHrepa u ero pemeHue [uisg aromMa Boxoponza. AToMm Bojxopona (pasiesieHue
nepeMeHHbIX). Paguanenas yacts (moiauHoMsl Jlareppa). Chepruueckas yacTh (1apoBbie (QpyHKIHH,
nonuHoMbl Jlexkanzapa). KBaHToBble umciia. @opma 3IEKTPOHHBIX 00nakoB. CHUH 3IIEKTPOHA.
Omneparopsl criuHa. OQHOANIEKTPOHHBIE CIMHOBBIE (pyHKIMK [IOHATHS 00 3MEKTPOHHOU OpOHTAIH.
CnuH snexTtpoHa M ypaBHeHue J[lupaka. JIBa snexrtpoHa co cnuHamu. [lpunnun Ilaynn.
MHOro3JeKTpOHHAsI BOTHOBAS (PYHKITUS

Texyuuii KOHTPOJIb

MunuManbeHblid | MakcuManbHbINA
Bun (hopma) KOHTpOIIS, OIIEHOUHBIE MaTepUaITbI .
YCTCITHBINA Oai Oan
[Tocemenne yueOHbIX 3aHATUH (0aITbHO-PEHTHHIOBAs CUCTEMA) 10
[IpoTOKOI MPaKTUYECKOTO 3aHATHUSA 10
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Pa3zoen 3. Teopusa ¢pynkyuonana niomuocmu

Tema 3.1. Teopus ¢ynkyuonana niomuocmu

[TloHsiTHe HNMEKTPOHHOM moTHOCTH. [loaXodBl, MpPENIIecTBYIONIME COBPEMEHHON TEOpUHu
¢ynkumonana miuotHoctu: Metoabl Tomaca-®epmu u Tomaca-®epmu-upaka, meron Creiitepa
(X-alpha), pacuer 0oOMEHHON SHEpPruM OTHOPOAHOTO OHIEKTPOHHOTO Ta3a, BBIBOJI YPaBHEHUH.
OcHoBable Teopembl Teopuu (yHkuonana miotHoctu (TOII, DFT). BecmomorarensHasi cuctema
HEB3aUMOJICHUCTBYIOIINX SJIEKTPOHOB M BBIBOA ypaBHeHM Kona-IlIsma. [Tpubnukenue noKanbHOM
mwiotHocT  (LDA). OOMeHHble H  KOppeJsIHMOHHbIE  (QyHKIMOHAnbl. JlokanbHble U
rpaaueHTHO-cKoppekTupoBanHbie (GGA) ¢yHKIMOHANBI TUIOTHOCTU. Mepapxus COBpPEMEHHBIX
metonoB DFT. Ilpumenenne DFT s pacueToB CBOMCTB BO30YKIEHHBIX COCTOSHHM: METOIbI
TD-DFT. BHyTpeHHHE HENOCTAaTKM COBPEMEHHBIX METOJO0B (CaMOB3aUMOJECHCTBHE 3IIEKTPOHOB,
HEYYeT TUCIEPCUOHHBIX B3aUMOJEHCTBUIN) U ITyTH UX YCTPAHEHUS.

Texymui KOHTPOJIb

MuHnManeHbl | MakcumanbHbIN
Bun (bopma) KoHTpOIIS, OIICHOYHBIC MaTEPHAITBI N
YCTIEITHBIA 0asut Oamn
[Tocemenne yueOHbBIX 3aHATHH (OITEHO-PEUTUHTOBAS CUCTEMA) 10
ITpoTOKOJI IPAKTUUYECKOTO 3aHATHS 100

Pa3zoen 4. Hpalcmuttecme nRpUMEHEHUE COBPEMEHHBIX Menmo006 K6AHMOBOU XUMuu

Tema 4.1. [Ipaxmuueckoe npumeHneHue coO8peMeHHbIX MeMmo008 KEAHMOBOU XUMUU

OcHOBHbIE TMMaKeThl KBAHTOBO-XMMHUYECKHX MPOTpamMM, UX BO3MOXHOCTH. Jlormyeckasi CTpyKTypa
TUMMMYHBIX HedMIupudeckux (ab-initio) m DFT- mporpamMm pacdera 3J€KTPOHHOW CTPYKTYpHI U
CBOMCTB MOJEKYJISPHBIX CHCTeM. MeToapl ONTUMHU3ALMKM TEeOMETPUH MoJieKyda. Pacuersr
nmoBepxHocTer noreHnuanpHou 3Hepruu (I1113) u cBoiicTB, cBsi3aHHbIX co cTpoeHueM [II13: UK- u
KP-criekTpoB, TepMOAMHAMMYECKHX XapaKTEPUCTUK MOJEKYJ, aKTUBAallMOHHBIX OaphepoB
XUMHUYECKHX peakluidl. PacueTsl 3JEKTPOHHBIX CIIEKTPOB MOTIOIIEHUS U CBOMCTB BO30YKICHHBIX
cocTostHUH. JI0CTOBEPHOCTh MOTYYaEMBbIX PE3yJIbTaToOB, CPEIHSAS TOUHOCTh PACUETOB.

Texyuuii KOHTPOJIb

MunuManbeHblid | MakcuManbHbINA
Bun (hopma) KOHTpOIIS, OLIEHOUHBIE MaTepUaIbI .
YCTEITHBINA Oai Oan
[Tocemenne yueOHbIX 3aHATUH (0aITbHO-PEHTHHIOBAs CUCTEMA) 20
[IpoTOKOI MPaKTUYECKOTO 3aHATHUSA 200

Pa3zoen 5. Obugue npunyunsvt MONEKYIAPHO20 OU3ATIHA.

Tema 5.1. Obwue npunyunvl MONEKYIAPHO20 OU3AUHA BeWeCm8 C 3A0AHHOU OUOIOCUYECKOU
AKMUBHOCMbIO
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1. OcHOBHBIE TEHJCHIIUU PA3BUTHUS MOJIEKYJISIPHOTO AU3aliHa OMOJIOTHYECKU aKTUBHBIX COCIMHEHUI.
[IpakTudeckass HampaBIeHHOCTh U (QyHAaMEHTalbHOE 3HaueHWe. IlpuHIUNHManbHAs cxema
pa3pabOTKM HOBBIX JIEKAPCTBEHHBIX cpencTB. IloHsATHE HEyIOBIETBOPEHHONM MEAUIIUHCKOM
norpeOHocTu. [loHATHE TepameBTHYeCKOM MuiIeHH. CBs3b TEpaNeBTHUECKOW MHIICHH MU
OMOIOTUYECKON aKTUBHOCTH.

2.benku Kak TepaneBTUYECKUE MUILEHU. MMUILIEHb-HAPaBICHHbBIN MOUCK JIEKAPCTBEHHBIX CPENICTB.
Metoapl  OLEHKM TPOYHOCTH KOMIUIEKCOB O€lOK- JuraHia. Vcrmomb3oBaHHE — MOJEIBHBIX
MOJICKYJIIPHO-MEXaHUYECKMX TOTCHIIMAJIOB Ui ONMCAaHUS SHEPruu OO0pa30BaHUs KOMILIEKCA.
OCHOBHBIE CHJIOBBIE 110151, UCIIOJIb3YEMBIE B MOJIEKYJIIPHOM MOJEJIMPOBAHUN.

Texyuuii KOHTPOJIb

MunuManbeHblid | MakcuManbHbINA
Bun (hopma) KOHTpOIIS, OLIEHOUHBIE MaTePUaIbI .
YCTICIITHBINA Oai Oain
[Tocemenne yueOHbIX 3aHATUH (0aITbHO-PEHTHHIOBAs CUCTEMA) 10
[IpoTOKOI MPaKTUYECKOTO 3aHATHUSA 50

Tema 5.2. Memoovl monexynapHo2o 00KuHea

0O0630p BBIYHCIUTEIBHBIX METOJOB MOJIEKYJIIPHOTO JOKHHTA, €r0 MECTO B COBPEMEHHOW OMOJIOTHH.
[IporpamMMbl 1 cepBepsI )i TPOBEACHUSI MOJICKY/ISIpHOTO AOKMHTA. [IpenckasaHue OMOIOrHYeCcKOM
aktuBHOCTH MeTomamMu QSAR. OmeHka OMOJOTMYECKONW AaKTHBHOCTH METOIAMH MOJIEKYJISPHOTO
nokuHTa. OCHOBHBIE KJIACCHI TEPANEBTHUCCKUX MUIICHEH. [IoHATHE CeeKTUBHOCTH.

Texyuuii KOHTPOJIb

MunuManbHblid | MakcuManbHbINA
Bun (hopma) KOHTpOIIS, OIIEHOUHBIE MaTepUaIbI .
YCTICIITHBINA Oai Oain
[Tocemenne yueOHbIX 3aHATUH (0aITbHO-PEHTHHIOBAs CUCTEMA) 10
[IpoTOKOa MPaKTUYECKOTO 3aHATHUSA 100

4.3. Conep:xanue 3aHATHI CEMHHAPCKOIO THIIA.

Ounas ¢popma o0yuenns. Koncyabranum B nepuos TeopeTunyeckoro ooyyenus (6 4.)

Pasnes 1. BBenenue. BpruncanTe/bHBIN IKCIEPUMEHT H €r0 PoJib B IM3aliHe MOJIEKYJ U
COeIMHEeHHIA.

Tema 1.1. BeluncinuTenbHbIN 3KCIIEPUMEHT U €0 POJIb B JU3ANHE MOJIEKYJ U COETUHEHUM.

Pasznen 2. YpaBHenue lllpenunrepa m ero pemenue ajst aroma Boaopona. Ksanrosblie
yucaa. OCHOBbI NOHATHSA 00 JIEKTPOHHOM opOuTaan. (2 4.)

Tema 2.1. Pemenue ypaBHenust Lllpenunrepa st atoma Bozmopona. KBaHToBblE umcla.
OCHOBBI TOHATHUS 00 MEKTPOHHON opOuTanu. (2 4.)
KoHcynbTanus 1o TOpPSAKY BBIIOJHEHUS CaMOCTOSATENBHOW paboThl W CIOXKHBIM BOIPOCAM
JUCLMILINHBI

Pasnea 3. Teopusi pyHKIMOHAIA IVIOTHOCTH (2 4.)

Tema 3.1. Teopust pyHKIIMOHAA TUIOTHOCTH (2 4.)
Paz6op MaTepuana, BBIHECEHHOIO Ha CaMOCTOSTENbHOE u3ydyeHue - JlokanpHele W
rpagueHTHO-cKoppekTupoBanHbie (GGA) ¢yHKIMOHANBI TUIOTHOCTU. Mepapxus COBpPEMEHHBIX
metonoB DFT. Ilpumenenne DFT s pacueToB CBOMCTB BO30YKIEHHBIX COCTOSHHM: METOIbI
TD-DFT. BHyTpeHHHE HENOCTAaTKM COBPEMEHHBIX METOJOB (CaMOB3aUMOJECHCTBHE 3IIEKTPOHOB,
HEYYEeT TUCIEPCUOHHBIX B3aUMOJEHCTBUIN) U ITyTH UX YCTPAHEHUS.

Pasnea 4. [IpakTnyeckoe NpuMeHeHHe COBPEeMEHHBIX MeTO10B KBAHTOBOH XMMHHU

Tema 4.1. [IpakTnyeckoe NPUMEHEHUE COBPEMEHHBIX METOI0B KBAHTOBON XUMUHU
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Pasnes 5. O0uue npuHIUIBI MOJIEKYJISAPHOIO Au3aiHa. (2 4.)
Tema 5.1. OO6mMie MPUHIKAITBI MOJICKYJISIPHOTO AM3aliHa BEIIECTB C 3aJaHHON OMOJIOTUYECKOM
aKTUBHOCTBIO

Tema 5.2. MeTonbl MONEKYISIpHOTO JOKUHTa (2 4.)
KoHcynbTanus no cioKHeIM BOIIPOCaM AUCHUIIMHBI

4.4. Conep:xaHue 3aHATHI CEMHHAPCKOIO THIIA.

Ounas ¢popma o0yuennsi. KoHTakTHBIE Yachl HA aTTeCTALMIO B epuojA o0yyeHus (2 4.)

Pasnes 1. BBenenue. BpruncanTe/bHBIN IKCIIEPUMEHT H €r0 PoJb B IM3aliHe MOJIEKYJ U
COEIUHEeHHIA.

Tema 1.1. BeruncnuTenbHbIN 3KCIIEPUMEHT U €0 POJIb B AU3ANHE MOJIEKYJ U COETUHEHUM.

Pasznen 2. YpaBuenue lllpenunrepa u ero pemenue aisi atoma Bogopoaa. KBanroBbie
yucaa. OCHOBbI NOHATHS 00 JICKTPOHHOI OpOUTAIN.

Tema 2.1. Pemenue ypaBHenust Lllpenunrepa st atoma Bozmopona. KBaHToBbIE umcia.
OCHOBBI TOHATHUS 00 NEKTPOHHON OPOUTANH.

Pasnen 3. Teopusi pyHKIMOHAIA IVIOTHOCTH
Tema 3.1. Teopus ¢pyHKIMOHATA MITIOTHOCTH

Pasnean 4. [IpakTHyeckoe NpUuMeHeHHE COBPEMEHHbIX METO10B KBAHTOBO XMMHUH
Tema 4.1. [IpakTnyeckoe NPUMEHEHUE COBPEMEHHBIX METOI0B KBAHTOBON XUMUHU

Pazjien 5. O01mme npuHIIMIIBI MOJIEKYJIAPHOIO AU3aiiHa. (2 4.)

Tema 5.1. OOmKe TPUHIIUIIBEI MOJIEKYJIIPHOTO JU3aiiHa BEIIECTB C 3aJJaHHOW OMOJIOTHYECKOM
AKTUBHOCTBIO

Tema 5.2. MeToapl MONEKYISIPHOTO TOKKHTA (2 4.)

4.5. Conep:xanue 3aHATHI JIEKIITMOHHOTO THIIA.

Ounas ¢popma o0yvenus. Jlekuuu (12 v.)

Pasjnen 1. BBenenue. BbluMcIUTEIbHBIN IKCIIEPUMEHT U €r0 POJib B AU3aiiHe MOJIEKYJ U
coequHeHHil. (2 4.)

Tema 1.1. BeruricnmuTebHBIN SKCIEPUMEHT U €r0 POJIb B TU3alHE MOJICKYJT M COCTMHECHHM. (2
q.)
Marpuunas mexanuka [eizenOepra. Ypasuenue lllpenenrepa. . Oneparopsl UMIyiIbCa, MOMEHTA
UMITYJIbCa, SHEPruu. MarpuyHoe MpeacTaBiieHue oneparopoB. CTaTUCTUYECKUN CMBICI BOJTHOBOM
¢byskuuu. [Tpuanun veonpenenennoctu [eiizendepra. CBoOoaHOE ABMXKEHUE YacTUIlbl. BomHb! Jle
bpoiins. [Ipencrasnenue qupaka

Pasznea 2. YpaBHenue lllpenunrepa u ero pemenue st aroma Boaopoaa. KBantoBbie
yncyaa. OCHOBBI MOHATHUSA 00 JIeKTPOHHOM opOuTaIn. (2 4.)

Tema 2.1. Pemenue ypaBHenus lllpenunrepa misi aroma Bomopona. KBaHToBble yucia.
OcHOBBI MOHATHSI 00 EKTPOHHOM opOuTan. (2 4.)
VYpaBuenue lllpeaunrepa m ero pemieHue JUisi aToMa Boaopona. AToM Bomopoaa (pasieiieHue
nepeMeHHbIX). Panuanshas vacte (monuHomsel Jlareppa). Ceprueckas gacth (mapoBbie QPyHKIUH,
nosmHOMBI Jlexxannpa). KBantoBble umcna. Dopma 37eKTpOHHBIX o0makoB. CHUH 3JEKTpOHA.
Omneparopsl crinHa. OgHOZIEKTPOHHBIE CTMHOBBIE (GyHKIIUU [ToHATHS 00 37EKTPOHHOM OpOUTAIIH.
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Coun nsnexktpoHa W ypaBHenwe J[lupaka. JIBa nsnexkTtpoHa co cnuHamu. [lpunnun Ilaynu.
MHorosnekTpoHHas BOJHOBas QyHKIUS

Pasnen 3. Teopusi pyHKIHMOHAIA IUVIOTHOCTH (2 4.)
Tewma 3.1. Teopus ¢pyHKIMOHATA IUIOTHOCTH (2 4.)

[TonsiTue 2neKTpOHHOM TUIOTHOCTH. [lomXoapl, MpeamecTBYIONME COBPEMEHHON  TEOPHUH
¢dbyHKMOHANMa TIOTHOCTH: MeTonbl Tomaca-®Pepmmu u Tomaca-®Depmu-/lupaka, merton Creirepa
(X-alpha), pacuer OOMEHHOW »HEPTUM OMHOPOJHOTO SJEKTPOHHOTO Tasa, BBIBOA YPaBHCHHIA.
OcHoBHbIe TeopeMbl Teopur ¢yHKImoHana wioTHocTH (TOII, DFT). BecrmomorarenbHas cucrema
HEB3aMMOJICUCTBYIOIINX JJICKTPOHOB W BBIBOA ypaBHeHu# Kona-IlIsma. [Ipubmmkenue jokaabHON
motHoctd (LDA). O6MeHHBIE U KOpPEISIIMOHHBIE (PYHKIIMOHAIIBI

Paznen 4. [IpakTHyeckoe NpUMeHeHHE COBPEMEHHbIX METOI0B KBAHTOBOM XuMMH (2 4.)
Tema 4.1. [IpakTrueckoe MpUMEHEHNE COBPEMEHHBIX METO/IOB KBAHTOBOW XUMHUHU (2 4.)

OcCHOBHBIE TMAaKeThl KBAHTOBO-XMMHUYECKUX MPOTpaMM, UX BO3MOXKHOCTH. Jlormdeckass CTpyKTypa
TUIUYHBIX HeaMmupuyeckux (ab-initio) u DFT- mporpamMM pacuera 37€KTpOHHON CTPYKTYpHI H
CBOMCTB MOJEKYJISPHBIX CHCTeM. MeToapl ONTUMHU3AUKA TEOMETPUH MoJleKyn. Pacdersr
noBepxHoctei norenuuanbHon 3Hepruu (I1113) u cBoiicTB, cBsi3anHbIX co cTpoeHueM I[II13: UK- u
KP-criekTpoB, TEpMOAMHAMHYECKHX XapaKTEPUCTUK MOJEKYJI, aKTUBAlMOHHBIX OapbepoB
XUMHYECKUX peakiuii. PacueTsl 3NMEKTPOHHBIX CIIEKTPOB MOTIIOIICHUS W CBOMCTB BO30YKICHHBIX
COCTOSIHUM. JI0OCTOBEPHOCTD NOIYUYaEMBIX PE3yJbTaTOB, CPENHSAS TOUHOCTh PACUETOB.
Paznen 5. O61mme npuHIHUNBI MOJIEKYJISIPHOTO Au3aiiHa. (4 4.)

Tema 5.1. OOGmyie MPUHIKAITBI MOJICKYJISIPHOTO JM3aliHa BEIIECTB C 3aJaHHON OMOIOTUYECKOM
AKTUBHOCTHIO (2 4.)

OO01e MPUHIAITBI MOJICKYJISIPHOTO JM3aliHa BEIIECTB C 3aJaHHOW OMOJIOTMYE€CKOM aKTHBHOCTHIO
Tema 5.2. MeTonbl MONEKYISPHOTO JOKUHTa (2 4.)
MeTopI MOTEKYIISIPHOTO JJOKWHTA

4.6. Conep:xaHue 3aHATHI CEMHHAPCKOIO THIIA.

Ounas ¢popma o0yuenus. [lpakTnueckue 3ansrus (24 4.)

Pasnes 1. Beenenue. BpruncanTe/bHBIN IKCIIEPUMEHT H €r0 PoJib B IM3aliHe MOJIEKYJ 1
COeIMHEeHHIA.

Tema 1.1. BeluncnnTenbHbIN 3KCIIEPUMEHT U €0 POJIb B JU3ANHE MOJIEKYJ U COETUHEHUM.

Pa3znen 2. YpaBuenue lllpenunrepa u ero pemenue ajsi atoma Bogopoaa. KBanroBbie
yucaa. OCHOBbI NOHATHSA 00 3JIEKTPOHHOM opOuTaan. (4 4.)

Tema 2.1. Pemenue ypaBHenust Lllpenunrepa st atoma Bozmopona. KBaHToBblE umcia.
OcHoBbI IOHATHUS 00 ANEKTPOHHOM opOuTany. (4 4.)

1. Ynucnennoe pewenue ypasHenus Llpequnrepa muist atoma Bogopoaa
2. [loctpoenue s-p-d-f opOutaneit st aToma Bogopoaa

Pasnen 3. Teopusi pyHKumMoHaIa IJIOTHOCTH (4 4.)
Tema 3.1. Teopust pyHKIIMOHAA TUIOTHOCTH (4 4.)

1. Pacuer anexkrponHoit cTpykTypsl OLIK MeTanios
2. IlocTpoeHune 3MeKTPOHHOM MJIOTHOCTH COCTOSHUN. AHAJIN3 MTOJIy4EHHBIX PE3YJIBTAaTOB

Pasnen 4. [IpakTHyeckoe NpUMeHEeHHE COBPEMEHHbIX METO10B KBAHTOBOM xumuu (8 4.)
Tema 4.1. [IpakTrueckoe MpUMEHEHNE COBPEMEHHBIX METO/IOB KBAHTOBOW XUMHUHU (8 4.)

1. YncneHHoe MOJAEIUPOBAHUE TPOCTEUIINX MOJIEKYI.

2. AHanu3 CTPyKTYpbl IPOCTEHIINX MOJIEKYI

3. OueHka ycTOMUMBOCTH MPOCTEUILINX MOJIEKYIT

4. BolunciieHue 3J€KTPOHHOM MJIOTHOCTH U ONITHUYECKUX CIEKTPOB MOJIEKYJ

Paznen 5. O01mme npuHIHUNBI MOJIEKYJISIPHOTO Au3aiiHa. (8 4.)
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Tema 5.1. OOmue NpUHIKIIBI MOJIEKYJIIPHOTO JIM3aiiHa BEIIECTB C 3alaHHON OMOJIOTrHYeCKOn
AKTUBHOCTBIO (4 4.)

1.Pacuer SHEPIUU 00pa3oBaHUs KOMIUIEKCa c UCIIOJIB30BaHUE MOJIEIIBHBIX
MOJIEKYJISIPHO-MEXAHUYECKUX ITOTCHIIMAJIOB
2. OmnpeneneHyue CUIIOBBIX MOJIEH, UCIIOIB3YEMBIX B MOJIEKYJISIPHOM MOJIEIMPOBAHHH.

Tema 5.2. MeToapl MONEKYISIPHOTO TOKWHTA (4 4.)

1.HUucnenHoe MoAeIMpOBaHUE MPOCTEUIINX CUCTEM C HUCTOIb30BaHueM makeTta QSAR
2. AHaJli3 MOJYYEHHBIX PE3yJIbTaTOB YUCIEHHOTO MOJEIUPOBAHUS

4.7. Conep:kaHue caMOCTOATEJbLHOH Pad0THI 00y4YAOIINXCS

Ounas ¢popma o0yuenusi. CamocrositesibHasi padora crynenra (64 4.)

Pa3znes 1. BBenenue. BoluuciauTe bHbIN IKCIIEPUMEHT U €r0 PoJib B AU3aliHE MOJIEKYJ U
coequHeHHii. (4 4.)

Tema 1.1. BerauicmuTenbHbIN SKCIEPUMEHT U €r0 POJIb B IM3aifHE MOJICKYJI M COCTUHECHHM. (4
9.)
[ToaroroBka K TEKyIeMy KOHTPOJIKO 3HAHUW U MPOMEKYTOUYHOM aTTeCTalluN

Pasznen 2. YpaBHenue lllpeaunrepa u ero pemenHue s aToMa Bogopoaa. KBantoBbie
yncaa. OCHOBBI MOHATHSA 00 3JIeKTPOHHOM opOuTasu. (8 4.)

Tema 2.1. Pemenue ypaBHenust Lllpenunrepa st atoma Bozmopona. KBaHToBblE umcia.
OcHoBbI IOHATHUS 00 ANEKTPOHHOM opOuTamy. (8 4.)

ITonroroBka K TeKyIleMy KOHTPOJIFO 3HAHUM U IIPOMEKYTOYHOM arTecTaluu
Pasznen 3. Teopusi pyHKIIHOHAIA IIOTHOCTH (8 4.)
Tewma 3.1. Teopus ¢pyHKIMOHAA IUIOTHOCTH (8 4.)

N3yuenne wmarepuana mno Teme: JlokambHble U TpaareHTHO-cKoppekTupoBaHHbIE (GGA)
dbyHKIMOHAMBI TUIOTHOCTH.  Mepapxusi coBpeMeHHbiXx MeTonoB DFT. Ilpumenenne DFT s
pacdyeToB CBOMCTB BO30YXIeHHBIX cocTossHUi: Metombl TD-DFT. BHyTpennue HemocTaTku
COBPEMEHHBIX  METOAOB  (CaMOB3aWMOJICHCTBUE  DJIEKTPOHOB,  HEy4YeT  JUCHEPCHOHHBIX
B3aUMOJICUCTBHI ) U ITyTH UX YCTPaHEHUSI.

Pasznea 4. [IpakTnyeckoe npuMeHeHHe COBPEMEHHBIX MeTO0B KBaHTOBOM xuMuu (12 4.)
Tema 4.1. [IpakTuueckoe MpUMEHEHNE COBPEMEHHBIX METO/I0B KBaHTOBOU xumuun (12 4.)

W3yuenne marepuana mo Teme: J{OCTOBEPHOCTH MOJIy4aeMbIX pPe3ylbTaToOB, CPEOHSS TOYHOCTH
pacueToB.

Paznes 5. O0mme npyuHIMIIBI MOJIEKYJISPHOTo Au3aitHa. (32 4.)

Tema 5.1. OOuue NpUHIKIIBI MOJIEKYJISIPHOTO JiM3aifHa BEIIECTB C 3alaHHON OMOJIOTrHYeCKOn
aKTUBHOCTHIO (16 4.)
ITonroroBka K TeKyIleMy KOHTPOJIFO 3HAHUM U IPOMEKYTOYHOM arTecTaluu

Tema 5.2. MeToasl MoneKysipHOTO JOKKHTA (16 1.)
ITonroroBka K TeKyIeMy KOHTPOJIFO 3HAHUM U IPOMEKYTOYHOM arTecTaluu

S. IlopAaoK npoBeAeHUs MPOMEKYTOYHON aTTeCTAlUN

Ilpomesxcymounas ammecmayus. 3auem, Yemeepmoli cemecmp.

[IpomexxyTouHasi arTecTanus Mo AUCHUILIUHE MPOBOAUTCS B Gopme 3aueTa. B pamkax mposeneHus
3ayeTa MpernoAaBareib OLEHUBAET Pe3yIbTaT ABTOMATU3UPOBAHHOTO TECTUPOBAHUS 10 TUCIUILIUHE.
1. 3aueT mpoBOAMTCS B MEPUOI TEOPETUUECKOTO 00yueHus. He momyckaeTcs mpoBeneHHue 3adeTa Ha
MOCJIETHUX ayTUTOPHBIX 3aHATHSIX.

2. llpemonmaBatens MNPUHUMAET 3a4eT TOJIBKO TMPU YCIOBUU MPOXOXKACHUS CTYACHTOM
UACHTU(PUKAIIMY B YCTAHOBJICHHOM HOPSAKE.

3. Pesynbrar 3auera oObsIBIIIE€TCS CTYIEHTY HEMTOCPEACTBEHHO MOCIIE €0 CIauH, 3aT€M BBICTAaBIISIETCS
B JIEKTPOHHYIO 3K3aMEHAIIMOHHYI0 BeA0MOCTh. OlLIeHKA MPOCTABIIAETCA B 3JIEKTPOHHYIO BEIOMOCTb,
B CJly4yae HESBKHU CTYJAEHTa JUJIS Cllauyd 3a4eTa B AJIEKTPOHHON BEIOMOCTHU BMECTO OLEHKHU JENAeTCs
3aIUCh «HE SBUIICS.
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TecTupoBaHue TPOBOAMTCS B AIIEKTPOHHOH HH(OpMaImoHHO-oOpa3oBarenbHOl cpene CIIXDY ¢
npumenenneM SafeExam Browser u Buaeodukcamuu mporecca MPOXOXKICHUS MPOMEKYTOUHON
arrectauuu. TecTUpoBaHHE MPOBOAUTCS C OTPaHUUEHUEM 10 BpeMeHH He Oonee 4,5 MUHYT Ha OJIHO
TECTOBOE 3ajaHue, He Oonee 45 MUHYT Ha TecTHpoBaHHe B 1enoM. CTyAeHTy sl HOJTy4YeHHs
MOJIOKUTENILHOTO pe3ysbTaTa MpeoCcTaBiseTcs | MombITKa A MPOXOXKACHHS TECTUPOBAHUS.
OneHnBaHie TECTUPOBAHUS OCYLIECTBIISETCS CIEIYIOIIMM 00pa3oM:

70% mpaBHIIbHBIX OTBETOB U OoJiee - "3auTeHo"

MeHee 70%IpaBUiIbHBIX OTBETOB - ""HE 3a4TE€HO"

OneHka 3a 3a4eT MPOCTaBISETCS HA OCHOBAaHUHU HTOTOBOrO 0aisia, OTPaKEHHOTO B PEHTHHIOBOM
JIUCTE:

"3aureno" 600 - 1000 6anoB,

"He 3aureno" - menee 600 Oasmios.

Ecam mo wrtoram mpoBenéHHOW MPOMEXKYTOYHOM aTTeCTAIllMd XOTS Obl OfHA M3 KOMIIETEHIIUW HE
chopmupoBaHa Ha ypOBHE TpeOOBaHWUN K ITUCIUIUIMHE B COOTBETCTBHH C 0OO0pa3oBaTeIbHOU
mporpaMMoi  (pe3ysIbTaThl 00yYaromIeroCss HE COOTBETCTBYIOT KPUTEPHUIO C(HOPMUPOBAHHOCTH
KOMITETEHIMH ), 00y4aroIeMycsl BEICTABIIAETCS OLICHKA «HE 3aU4TEHOY.

6. MaTtepuaJIbHO-TEXHHYECKOE H Y4eOHO-MeTOANMYeCcKoe obecrevyeHue TUCIHIINHBI
6.1. [lepeyeHb OCHOBHOI U JOMOJHUTEILHON Y4eOHOM JTUTEPATYPbI

OcHognas tumepamypa

1. Hupenscon,, B. I. KBanToBas xumusi. MoyieKysbl, MOJICKYISPHBIE CUCTEMBI U TBEPJbIE TENa:
ydyebHoe mocobue st By3oB / B. I. Ilupenbcon,. - KBantoBas xumusi. MoneKysbl, MOJECKY/ISIPHBIC
CUCTEMBI M TBepable Tena - Mocksa: Jlaboparopust 3nanuid, 2021. - 520 c. - 978-5-93208-518-9. -
Texct: anexrponnsiii. // OBC IPR BOOKS: [caiit]. - URL: http://www.iprbookshop.ru/105769.html
(mara obpamenus: 15.09.2022). - Pexxum qocTyma: 1mo moanmucke

Jlononnumenvuas numepamypa

1. Diinenpman E.JI. ®usuka ¢ snementamu Omodusuku [DaeKTpoHHBIM pecypc]: - Mockaa:
I'SOTAP-Menua, 2013. - 512 - Pexum JIoCTyIa:
https://www.studentlibrary.ru/book/ISBN9785970425244 .html

6.2. [IpodeccuonanbHblie 0a3bl JAHHBIX U pecypcbl «HTEepHET», K KOTOPBIM 00ecneuynBaeTcs
AOCTYN 00YYAKOIIMXCS

IIpogheccuonanvruvie 6azvi Oanuwix
He ucnonb3yrores.

Pecypcor « Unmeprnem»

1. http://www.quantum-espresso.org/ -
Quantum ESPRESSO
is an integrated suite of Open-Source computer codes for electronic-structure calculations and
materials modeling at the nanoscale. It is based on density-functional theory, plane waves, and
pseudopotentials.

2.
https://www.sciencedirect.com/topics/pharmacology-toxicology-and-pharmaceutical-science/qu
antitative-structure-activity-relationship - Quantitative Structure-Activity Relationship (QSAR)

A QSAR model for predictive toxicology is a mathematical relationship between a chemical’s
quantitative molecular descriptors and its toxicological endpoint

6.3. [IporpammHoe o0ecnieyeHre U HHPOPMAITMOHHO-CIIPABOYHbIE CHCTEMbI, HCIOJIb3yeMble
NPH oCyllecTBJIEHUH 00pPa30BaTeIbHOIO Npouecca no JUCIUIIUHE
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Jlnst obecrieueHust peaan3aluy JUCIUIUTMHBI UCTIONB3YETCsl CTaHAAPTHBIA KOMILJIEKT IPOTrPaMMHOTO
obecrieuenust (I10), Brmovaromuii peryasipHo OOHOBIsIEMOE CBOOOJHO pAacHpOCTpaHseMOe U
munensuondoe 10, B T.u. MS Office.

[IporpamMmMHOe oOecrmieueHue AJsl aJanTaluud 00pa30BaTENbHBIX PECYPCOB JUIsl OOYyYAIOIIUXCS W3
YKCJIa JIUL C OTPAHUYEHHBIMU BO3MOXHOCTSAMH 3JJOPOBBSI:

ITporpamma sxpanHoro nocryna Nvda - mporpaMMa 3KpaHHOTO JOCTYIa K CUCTEMHBIM M O(HCHBIM
NPUIIOKEHUSIM, BKITIouasi web-0pay3epsl, IOYTOBbIE KIHEHTHI, IHTepHET-MecCeHKEphl U O(hUCHBIE
nakeTbl. BecTpoeHHas nmonepikka pedeBoro BeiBoga Ha 6onee ueM 80 s3pikax. [lomaeprkka 60ib11oro
yrcaa OpaillIeBCKUX TUCIUICEB, BKIIIOYAs BO3MOKHOCTh aBTOMAaTHUECKOTO OOHAPY)KEHUSI MHOTUX U3
HUX, a TaKKe MOoJIepKKa OpaieBCcKOro BBOAA AJIs JUCIIJIEeB ¢ OpaitieBckol kiaBuatypoil. Urenue
3JIEMEHTOB YIIPABJIEHUS U TEKCTA IIPU UCIIOJIb30BAaHUH JKECTOB CEHCOPHOI'O 3KpaHa.

Ilepeuens npoepammHozo obecneyeHus
(0bHOBNIeHUe NPOU3BOOUMCS NO Mepe NOSABNIeHUs HOBbIX 8EPCULL NPOSPAMMbL)

1. Linux;
2. Quantum Espresso;

Ilepeuensb uHpOpMAYUOHHO-CRPABOUHBIX CUCTEM
(0OHOBIEHUE BBINOIHAEMCA eAHCEHEOETbHO)

He ucnonb3zyercs.
6.4. CieniuajibHbI€e IOMeLEHUS], J1A00PATOPUHU U JIadopaToOpHoe 000py10BaHUE

Jlnst obecrieueHusl peanu3aluy JTUCHMILTMHBI UCHOJb3YeTCsl 000pynoBaHHE OOIEro Ha3HaueHUs,
CICUATM3UPOBaHHOE 000PYIOBaHUE, 000pYyI0BaHKE, 00CCIICUMBAIOIICE AN TAIMIO IEKTPOHHBIX U
II€HaTHBIX OGpaSOBaTCJIBHBIX pPECypCoB IJId 06y‘IaIOH_[I/IXC}I U3 4YucCiia JHMI C OIrpaHUYCHHBIMU
BO3MO)KHOCTSIMU  3/IOPOBbS, HAOOpPBI JIEMOHCTPALMOHHOTO OOOpYIOBaHUSA W Yy4eOHO-HATIISATHBIX
MOCOOUH MO CIHCKY.

O6opynoBanue 00IIET0 HA3HAYCHHS:

[Ipe3enranmonHoe 00opynoBaHUE (MYJIBTUMEIUA-TIPOEKTOP, FKPAH, KOMIIBIOTEP IJIsl YIIPABICHUS) -
U1 IPOBEJEHUS JIEKIIMOHHBIX M CEMUHAPCKUX 3aHATHH.

KomnbroTepHslii kiacc (¢ BbIxogoMm B Internet) - anms opraHuzanuy CaMOCTOSATENBHOW paboThI
o0yyJaromnmxcsi.

OO6opynoBanue, oOeCIEUMBAIONIEEe ATaNTAUI0 DJICKTPOHHBIX M TIEYaTHBIX 00pa30BATEIbHBIX
pecypcoB Ui 00ydaromMXCs U3 YKCIA JIUI C OTPAHUYEHHBIMU BO3MOXXHOCTSIMH 3/10pOBBS (MECTO
pasMeleHus - yueOHO-METOANYECKHUI OT/IeIN, yCTaHABIMBACTCS 110 MECTY MPOBEACHUS 3aHATHH (1Ipu
HEOOXOIMMOCTH)):
VYerpoiictBo mopraruBHoe s yBenumueHuss DION OPTIC VISION - npeanazHadeHo Juist
O0y4YalOILINXCsl ¢ HApYIIEHHEM 3PEHHS C IIeNbI0 YBETMUEHHs TEKCTa U MoJ00pa KOHTPACTHBIX CXEM
N300paKeHHUS;
DOneKTpOHHBIN py4YHOIl BuaeoyBennunurens Bigger D2.5-43 TV - npennasHaueHo A 00ydaromuxcs
C HapYILLIEHUEM 3PEHHUS [UIsl YBEIMUEHUS U UTEHUS IJIOCKOIIEYaTHOIO TEKCTA;
Pagnoknacc (pagnomukpodoH) «Coner-PCM» PM-6-1 (3aymHblii MHAMKTOP) - TOPTAaTHBHAA
3BykoBasi FM-cucrema s oOyd4aromuxcsi C HapylIEHHEM CilyXa, YAyd4llaouias BOCHPUSATHE
rOJI0COBOM MH(pOPMALIUH.
Crnenanu3upoBaHHOE 000PyIOBaHHE:
y4eOHBIC TTOMEIIICHHSI

"Kommnbrorep ""Hexe Ontuma """ - 0 mt.

Bonsrmerp nudposoit -1516 - 1 mr.

I'eneparop '3-102(1981r) - 1 mT.

nmn
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Mukpomerp MK 0-25 MM - 1 mt.

Ha6op rups(100,200,300,500r) 1151 1aG0paTOpHOTO MPAKTUKyMa IO MEXaHUKE - | TIT.
Habop npy»xuH 171 1a60paTopHOro NpakTUKyma 1o MexaHuke - 1 mrT.

Ocuumnorpag C1-67 - 1 mr.

Ocuumnorpag C1-99 - 1 mr.

Ocuumnorpadg-mynsrumerp C1-112 - 1 mr.

Peoxopn yueOHbIii - 1 mT.

Pedpaxromerp 454 b - 1 mt.

Pedpaxromerp UPD-454 - 1 mr.

Crenp uccnenoBaHue PEryJupyeMoro BhIIPSIMUTENS HA TUPUCTOpax - 1 mT.

VYuebHas maboparopHasi yCTaHOBKa-MCCIIeI0BaHUE OJHO(GA3HOTO BBITIPSIMUTENS - 1 TIT.
VYuebHas maboparopHasi ycTaHOBKa-KHcClIeqoBaHUE oJHO(Ga3HOTO TpaHchopmaropa - 1 mrT.
VYuebHas maboparopHasi yCTaHOBKA-UCCIIEOBAHUE CITTAXKUBAIOIUX (GUIBTPOB - 1 TIT.

7. MeTonnuyecKue yKa3aHusi 0 OCBOCHHUIO TUCHHUIJIMHBI (MOXYJIs1)

B xome peanmuzanuu y4eOHOro mporecca IO IUCHUIUIMHE TPOBOMATCS Y4YeOHbBIC 3aHATHUS H
BBITIOJTHACTCA CaMOCTOATCIIbHAasA pa60Ta. Ilo BOIIpOCaM, BO3HUKAIOIMIUM B IMPOIECCCC BLIMNOJHCHUA
CaMOCTOSTENIbHON PabOThI, MPOBOSATCS KOHCYJIBTALIUH.

JUnst opraHu3alii M KOHTPOJS CaMOCTOSTENbHONW pabOThl OOYyYaIOLIMXCs, a TAaKKe MPOBEICHHS
KOHCYJIbTallu{ PUMEHSIOTCA HHPOPMALMOHHO-KOMMYHUKAITMOHHBIC TEXHOJIOTUH:
Nudopmuposanue: http://edu.spcpu.ru/course/view.php?id=3445

Koncynwsruposanue: http://edu.spcpu.ru/course/view.php?id=3445

Kontpons: http://edu.spcpu.ru/course/view.php?id=3445

Pa3memenmne yueOHbIx Marepuanos: http://edu.spcpu.ru/course/view.php?id=3445

Y4eOHO-MeToaYeCKOe 00eCTIeUeHHE:
[MuoBkun FO.}O. ®dusnyeckue OCHOBBI IU3aifHA MOJIEKYJ : SJIEKTPOHHBINA yueOHO-METOAMYECKUI
komriekc / FO.FO.IuoBkun; ®I'BOY BO CIIX®Y Munsapasa Poccun. — Cankr-IletepOypr, 2021.

— Tekct AJIEKTPOHHBIN /l OU1NOC CIIX®Y : [caitT]. - URL:
http://edu.spcpu.ru/course/view.php?id=3445 — Pexum pgocryma: s aBTOPU30BAHHBIX
MOJIb30BATEIICH.

Memoouueckue ykazanus no gpopmam padomot

Koncynomayuu 6 nepuoo meopemuueckoeo obyuenus

KoHcynbranum B mepuoJ] TEOPETUYECKOTO OOy4eHHUs IMpeaHa3Ha4deHbl Ui pa3bsiCHEHUS MOpsIKa
BBITOJIHEHHSI CAMOCTOSTEIbHOM paboThl M OTBETA Ha CIIOKHBIC BOMIPOCH B U3YUCHUHN JAUCIUTLITUHBI.

Jlexyuu

Jlexuu npeaHa3Ha4YeHbl AJ1s1 COOOIIEHUS 00yJaIOUIMMCs HEOOXOIUMOTO JUTsl U3yUEHHS! TUCIIUILIHHBI
o0beMa TEOPETUYECKOTO Marepuaia. B pamkax NEKIUil mpernojaBaTesieM MOTYT PeajH30BbIBATHCS
CJIEAYIOIINE HMHTEPAaKTUBHBIE 00pa30BaTENIbHBIE TEXHOJIOTHH: IHCKYCCHs, JIEKLIUS C OIIMOKaMH,
BUJICOKOH(EPEHIHs, BEOHHAP.

lIpakxmuueckue 3anamus

[IpakTHueckue  3aHATUSA  NPENYyCMATPUBAIOT  IIPUMEHEHUE  IIPENOoAaBaTelleM  pas3JIMYHBIX
MHTEPAKTUBHBIX 00Pa30BaTEIbHBIX TEXHOJIOTMH M aKTUBHBIX (OpM OOyUYEHHMS: TUCKYCCHs, JeoBas
urpa, Kpymiblidi CTOJI, MHHHU-KOH(pepeHIus. TeKymuid KOHTPOJIb 3HAaHUM OCYIIECTBISETCS Ha
MPAKTUYECKUX 3aHATHAX U IPOBOAUTCA B opMe:

IIpoTOKOII IPAKTUYECKOTO 3aHATHUS

Kparkast xapakreprcTUKa OLEHOYHOTO CPEACTBA: CPEACTBO, MO3BOJIIONIEE OLEHUTH CIIOCOOHOCTH
00y4aroerocss CaMOCTOSITENIbHO BBIMOJMHATH y4eOHBbIE 3a/Jaud M 33JaHUS C HCIIOJIb30BAHUEM
CTEeLMATM3UPOBAHHOTO 00OPYIOBAaHUS U (MJIM) IPOrPaMMHOTO 0OecrieueH st, 00eCTIeYeHHY IO
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COBOKYITHOCTBIO TEOPETUYCCKIX 3HAHUU.
[IpencraBneHne OIGHOYHOTO cCpeAcTBa B (oHAE: TpeOOBaHHS K CTPYKType W COICPIKAHHUIO
MIPOTOKOJIA.
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