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1. HammeHnoBaHue JUCHUININHBI

WudopmanroHHbIe TEXHOJIOTUU B XUMHU

2. MecTo IMCHHUILIMHBI B CTPYKTYpeE 00pa30BaTeIbHOM NMPOrpaMMBbI

JlucruminHa BXOIUT B BapuaTUBHYIO YacTh biioka « C.1 » 0o0pa3oBaTelbHON MTPOrpaMMBbI 110 HaIlpaBICHUSM
MOATOTOBKH (CMEIUATBLHOCTSIM):

CnenuanbHocTthb: 04.05.01 OyHnaMeHTabHAS U IPUKIAAHAS XUMHUS

HarpaBJeHHOCTh [Iporpamma mmpoxroro mpoduis



3. [lnanupyembie pe3y/ibTaThl 00y4eHUs M0 AUCHUILINHE

B pesynbrare ocBoenus aucuuiuiiabel MH(opMannoHHbIe TEXHOJIOTHMH B XMMMH Y 00y4Jaromierocs
JOJDKHBI OBITH C(HOPMHUPOBAHBI CIEAYIOMINE KOMIIETCHIINN:

04.05.01 ®yngameHTanbpHas ¥ TIPHUKIAIHAS XUMHUS (HAIIpaBIeHHOCTH : [IporpamMma mmpokroro mpoduis)

OIIK.3 criocoOHOCTh OCBAaWBATh HOBBIE TEXHOJOTHUU U IPUMEHSTh UX JIJIsl TPOBEICHHUS
€CTECTBEHHOHAYYHBIX HCCIIEJOBAaHUI

OIIK.8 criocoOHOCTB permaTh 3aaa4u NpoGeCcCUHOHAITBHON IEATEILHOCTH Ha OCHOBE HH()OPMAITMOHHOU U
oubmrorpaduueckoi KyJabTypbl C IPUMEHEHHEM HH()OPMAITMOHHO-KOMMYHUKAITMOHHBIX TEXHOJIOTUN U
BBIYMCIIMTEIIBHBIX CPEJICTB C YU€TOM OCHOBHBIX TpeOOBaHUN MH(DOPMAITMOHHON 0€301MacCHOCTH

IIK.S BiaieTb COBPEMEHHBIMU KOMITBIOTEPHBIMHU TEXHOJIOTUSIMH MPH TUIAHUPOBAHUH MCCIIEI0OBAHUM,
MOJTyYEeHUU U 00pabOTKe Pe3yIbTaTOB HAYYHBIX IKCIIEPUMEHTOB, cOope, 00paboTKe, XpaHSHHUH, TIPEICTABICHUN
U Tiepeade HayuyHoU nH(opManuu

IIK.6 yMeTb npeACTaBIsTh NOMYYEHHbIE B UCCIEAOBAHUSAX PE3YIbTaThl B BUAEC OTYETOB U HAYUHBIX
myOnuKanuil (CTeHA0BBIE NOKIAAbI, pedepaThl U CTAThU B MEPUOINIESCKON HAYUHOU MeYaTH)

ITK.7 cnocobHOCTh MpuoOpeTaTh HOBBIC 3HAHUS C UCTIOJIH30BAHUEM COBPEMEHHBIX HAyYHBIX METOJIOB H
BIIQJICHHE UMU Ha YPOBHE, HEOOXOAMMOM JJIsl pELICHH 3a/1a4, UIMEIOIINUX €CTEeCTBEHHOHAYYHOE COJICpIKAaHUE U
BO3HUKAIOIIUX MPHU BHIMOIHEHUH MPO(ecCHOHANBHBIX QYHKIUI



4. O0beM U coJepkaHue TUCHUTITHHBI

HanpaBﬂeHm[ MNOATr0TOBKH

04.05.01 ®ynnameHTanbpHas ¥ NpUKIaaHAs XUMHUSI (HAIIPABJIEHHOCTD:
[Iporpamma mupokoro npouss)

¢opma o0yuenus

(ak.4ac.)

O4YHast
NeNe TpumecTpoB, 9
BbI/ICJICHHBIX 1JIS1 U3y4YeHUS
AUCHUILIUHBI
O0beM AUCIHUILIMHBI (3.€.) 2
O0beM JUCHUILIMHBI (AK.YaC.) 72
KonTakTHasi padora ¢ 28
npenoaaBartesieM (aK.4ac.),
B TOM 4HcCJIe:
IIpoBenenue JeKIUOHHBIX 14
3aHATHI
IIpoBeneHne NpakKTHYECKHUX 14
3aHATHI, CECMHMHAPOB
IIpoBenenue Jad0paTOPHBIX 0
padoT, 3aHATHI 11O
HHOCTPAHHOMY SI3BIKY
CamocTosiTeIbHAsi paGoTa 44

®opMBbI TEeKyl1ero KOHTPOJIS

3amuiiaeMoe KOHTpoJbHOE MeporpusiTe (1)
IluceMeHHOE KOHTpOIbHOE MeponpusTue (2)

DopMbI IPOMEKYTOUHOM
arrecTauuu

3auer (9 TpumecTp)




5. AHHOTI/IPOBaHHOC OonmucaHue CoaAcpKanusd pasacjaoB U TEM TUCHUIIJIHHBI

PacueTHasi m MaTeMaTH4yecKasi XUMMHS
I/IH(bOpMaI_[I/IOHHBIG TCXHOJIOTHU B PCHICHUHU PACYCTHLIX 3a/1a4 XUMUH. Tune! XUMHUYECKUX PaCUYCTHBIX 3a/1a4.
I1O st pacueroB

KomnbioTepHoe Moe/IMpoOBaHNe B XUMUH
OO6mme cBeeHHs O Croco0ax pacueToB MOJICKYJIIPHBIX CTPYKTYP M UX CBOMCTB B XxuMuu. Heammupuueckue (ab
nitio) u moysMIupUYecKue crocoosl pacueroB. CrenuanuzupoBanHoe 10O my1s pacueToB M €ro 0COOEHHOCTH

PacueTHble 3a1a4H, He CBA3aHHbIE ¢ MOJIEKYJISIPHBIM MO/IeJIHPOBAHUEM
PaznuuHble TUIIBI pacueTHBIX 33Ja4 B XUMHUH U criocoObl ux pemenus. CrnenuanusupoBantoe 110 mis paboTsl ¢
Hay4yHOU rpadukoi

Cucrembl KOMNbIOTePHOH ajredpnl (CAS) M YHCIEHHBIX PACY€TOB B XMMHH
CucteMbl KOMITBIOTEPHOU anreOpbl. Bo3MOKHOCTH 17151 MOIETUPOBaHUS B XUMUU. PellieHrne HeKOTOPBIX THIIOB
pacyeTHBIX 3a1a4

Xumudeckass uHgopmanus u padora ¢ Hei
OO11ee npecTaBIeHUE 0 XMMUYECKOH MH(OpMaIuK, MEeToJax ee MojayyeHus U o0paboTku. 3anaun o0paboTKu
xuMuaeckoi napopmaruu. [loaxoas! k onucanuio csa3eit "crpykrypa-cBoiictBa" (QSAR).

MoJiekyJISIpHBbIA rpag U CTPYKTYPa XUMHYECKOT0 COeTHHEHUS
CtpyKTypa MOJIEKYJIbI U €€ 0TOOpakeHHe Ha MOJIEKYJsIpHbIN Tpad. CriocoOs! 3anucu rpada: maTpuia
cMmexxHocTH. [IpeoOpa3oBaHne CTPYKTYpbI MOJICKYJIBI B MATPHUILY CMEKHOCTH U OOpaTHO.

IHouck xummnueckoit uHGopmanuu B 6a3zax 1aHHbIX. A3bIk 3aipocoB SMARTS
[Touck CTPYyKTYp XUMHYECKUX COCAMHEHUN B 0a3ax JaHHBIX. SI3bIK onucaHus madaoHoB it morucka SMARTS.
HeueTkunii MOUCK IOX0KUX CTPYKTYP

Cnoco6bl koaupoBaHus cTpyKTYpbI: popmatsl SMILES, InChl
O61as uHpopMaius o crocodax KOJUPOBAHUS CTPYKTYPbI MOJIEKYIL. 3allUCh CTPYKTYPbl MOJIEKYJIBI C
noMouipto si3bika SMILES. OcHOBHBIE NpaBuiia s3bIKa.



6. MeToanueckue YKa3aHus /151 00yYaIOUIMXCH 10 OCBOCHHIO JUCIHUIIIHHBI

OcBoeHme JUCIUIUIMHBI TPeOYeT CUCTEMATHYECKOT0 U3YUEHHUs BCEX TEM B TOM IOCIIE0BATEIBHOCTH, B
KaKoW OHM yKa3aHbl B paboueil mporpamme.

OcCHOBHBIMU BUAAMH y4€OHOU pabOTHI ABJISIOTCS ay IUTOpPHBIE 3aHATUA. VX 1ensb - pacmmputh 6a3oBbie
3HaHUA 00yYaIOIIKXCs 10 OCBAMBAEMOM AUCLHUIIIIMHE U CUCTEMY TEOPETHUECKUX OPUEHTHPOB IS
HOCJIEAYIOIEro 6osee riry00Koro OCBOSHHUs IIPOrpaMMHOT0 MaTepualia B X0/1€ CaMOCTOSATEIbHOM PaboOTHI.
OOyuaronieMycst BAXKHO IOMHHUTb, YTO KOHTaKTHas1 paboTa ¢ mpernoaBaTeneM 3(h(HEeKTUBHO TOMOTAET eMy
OBJIa/IETh MMPOTPaMMHBIM MaTepUaioM Ojarogaps pacCTaHOBKE HEOOXOIUMBIX aKLIEHTOB U yAECPIKaHUIO
BHUMAaHMS MHTOHAIIMOHHBIMH MOJTYJISIIIUSIMH TOJIOCA, A TAKXKE MOAKIIIOUYCHUEM ayAHO-BH3YalbHOTO MEXaHU3Ma
BOCIIPUATHS HHPOPMALIUY.

CamocrodTenbHas paboTa MpecienryeT ClIeAyIoHe Heu:

— 3aKpEeIUIEHNE U COBEPIIEHCTBOBAHUE TEOPETUUECKUX 3HAHHUM, TIOTYYEHHBIX Ha JIGKLIMOHHBIX 3aHATHAX;

- (hopMupoBaHKE HaBBIKOB MOATOTOBKU TEKCTOBOW COCTABIIAOLIEH HHpOpMALUK y4eOHOTO U HAy4YHOTO
Ha3HAYEHUs JUIsl pa3sMELCHHs] B PA3JINYHBIX MH(POPMALMOHHBIX CUCTEMAX;

- COBEPIIIEHCTBOBAHUE HABBIKOB [TOMCKA HAYYHBIX MyOIMKaluil 1 00pa30BaTENIbHBIX PECYPCOB,
pa3MeleHHbIX B cetn HTepHeT;

- CAMOKOHTPOJIb OCBOEHUS IIPOrPaMMHOI0 MaTepHaa.

Ooyuatomiemycst HEOOXOAUMO MOMHUTB, YTO PE3YJIbTAaThl CAMOCTOSTENIFHON paOOThl KOHTPOIUPYIOTCS
MIPEeroIaBaTeNIeM BO BPEMSI IIPOBEICHHSI MEPOTIPUSATHIA TEKYIIETO KOHTPOJIS M YUUTHIBAIOTCS TIPH
IIPOMEKYTOYHON aTTECTaLUN.

Ooyuatonmmces ¢ OB3 1 nHBaNMMI0B MPEIOCTaBIAETCS BO3MOXKHOCTh BbIOOpa (popM nmpoBeeHust
MEPONPUATHIA TEKYIIIETO KOHTPOJIS, aTbTEPHATUBHBIX (OpMaM, MPEAyCMOTPEHHBIM pabodel MporpaMMoii
aucuuIuinHel. [IpegycmarpuBaeTcss BO3SMOXKHOCTD YBEJTMUEHUS B Ipejienax | akaJeMHUuecKoro yaca BpeMeHH,
OTBOJIMMOTO Ha BBIIIOJIHEHUE KOHTPOJIBHBIX MEPOIIPUATHI.

ITponetypa onieHMBaHUS Pe3yJIbTATOB 00YUEHHS MHBAJIUAOB U JIUI C OTPaHUYEHHBIMU BO3MOXKHOCTSAMU
3JI0POBbsI [0 JUCLUIUIMHE MPEeIyCMaTPUBAET MPeA0CTaBIeHUE HHPOpMaLH B (popMax, aTanTHPOBAHHBIX K
OIPaHUYEHUSM UX 310pPOBbS U BOCIIPUATHSA HHPOPMALIUY.

ITpu npoBeieHNH TEKYyIEro KOHTPOJI IPUMEHSIOTCS OLIEHOUHBIE CPEACTBA, 00eCIeUnBaroLIe nepeaavy
nH(popMalnu, OT 00yyaroLIerocs K IpernoaaBaTesio, C y4eToM ICUX0(PU3N0IOTHYECKUX 0COOEHHOCTEN
3I0POBBST O0YJAFOIITIXCS.

7. llepedyeHb y4eOHO-MeTOAMYECKOT0 00ecTiedeH s AJIsl CAMOCTOSAITEIbHOM PadoThI
o0y4aromuxcs o JUCIUIINHE

[Ipu camocTosTeNbHON paboTe 00yUaIOMIUMCS CIETYET UCIOIB30BaTh!

— KOHCIIEKTHI JIEKITHIL,

— JINTEPATypy U3 MEePEYHSI OCHOBHOU U JOTOJTHUTEIHHOM Y4eOHOH TUTEpaTyphl, HEOOXOIUMOMN ISt
OCBOCHMS TUCIUIUIUHBI (MOJTYJIST);

— TEKCT JIEKIUN Ha SJIEKTPOHHBIX HOCUTEISX;

— pecypchl HH()OPMAITMOHHO-TEIIEKOMMYHHUKAITMOHHOH ceTn "MHTepHeT", HEOOXOAMMBIE JIIST OCBOCHUS
JTUCIUTUIUHBL,

— JIMIIEH3UOHHOE U CBOOOIHO pacpOCTpaHIEMOE MPOrpaMMHOE 00eCTIeUeHNEe U3 TIEPEUHSs
MH(OPMALIMOHHBIX TEXHOJIOTHH, UCIIOJIb3YEMbIX IIPHU OCYIIECTBICEHUH 00pa30BaTeIbHOrO MpoIecca mno
JUCIUIUINHE;

— METOAMYECKHE yKa3aHUs i1 00y4arOIIUXCs 0 OCBOSHUIO AUCIUILTUHBIL.



8. [lepeyeHb OCHOBHOM M IONOJHUTEIbHON YUeOHOM JIUTEPATYPbI
OcHoBHas:

1. [Tanuues, C. A. MaremaTnyeckue MOJIENIM B €CTECTBEHHBIX HAyKaX: XUMHUS : ydeOHoe mocoOue asisi By30B /
C. A. Ilanunues, JI. I1. [TannyeBa, C. C. BonkoBa. — 2-e uza. — Mocksa : U3gatensctBo FOpaiit, 2019 ;
Tromens : M3naTenbcTBO THOMEHCKOTO TOCYIapPCTBEHHOTO YHUBEpPCUTETA. — 265 ¢. — (YHUBEpPCUTETHI
Poccun). — ISBN 978-5-534-11297-9 (U3narensctBo FOpaiiT). — ISBN 978-5-400-01222-8 (U3matenscTBO
TroMeHCKOro rocy1apcTBEHHOro yHuBepcutera). — Tekct : anekTponHsii // OBC FOpaiir [caiir].
https://www.urait.ru/bcode/444861

2. XuMU4eCcKHe MPUIOKEHHUS TOTIONOTUH U Teopur rpados/pea. P. Kunr.-Mocksa:Mup,1987.-560.-bubdnuorp.
B KOHIIE pa3., [Ipenm. ykas.: ¢. 544-551

JlonmosiHUTEIBHAS

1. ConosseB M. E.,ConoBbeB M. M. Komnbiotepnas xumust/M. E. ConosbeB, M. M. ConoBseB.-M.:COJIOH-
ITpecc,2005, ISBN 5-98003-188-X.-536.-bubnuorp.: c. 528-532

2. Ypoxu pabotsl B cucteme MATHEMATICA:[meTon. ykas.]/M-Bo o6pa3oBanus u Hayku PO, [lepm. roc. yH-
T; [cocT.: T. B. Hopuna].-ITepmb:11I'Y,2005.-67.

3. Oesaxonos, B. I1. Mathematica 5.1/5.2/6 B MaTremMaTH4ecKuX U HayYHO-TEXHUYECKUX pacuerax / B. I1.
JIpsikoHOB. — 2-¢ m31. — Mocksa : COJIOH-TTPECC, 2017. — 744 ¢. — ISBN 978-5-91359-045-9. — Tekcr :
AIIEKTPOHHBIHN // DnekTpoHH0-O0nbrmoreunas cucrema IPR BOOKS : [caiir]. http://www.iprbookshop.ru/90395

4. Cxarenkuit B. I'.,Cupunos JI. B., Slmkun B. 1. MaremaTuueckie METOIbI B XUMUU:y4eOHOE TOCOOHE IS
By30B/B. I'. Ckareuxuii, /[. B. CBupunos, B. 1. Smkun.-Munck: TerpaCucremc,2006, ISBN 985-470-434-3.-
368.-bubmmorp.: c. 365



9. Ilepeuenn pecypcoB cetu UHTEpHET, HEOOXOAUMBIX /IJII OCBOCHHUSA TUCIUILINHBI

[Ipu ocBOEHUYU JUCHUILIMHBI UCIIOJIB30BAHUE PECYPCOB ceTH VIHTEpHET HE MPEeyCMOTPEHO.

10. Ilepeuyenb MHGOPMANIMOHHBIX TEXHOJIOTHIA, HCTIOJIb3yeMbIX NP OCYIIECTBJIEHUH
00pa3oBaTeJIbHOI0 IpoLecca Mo JMCHUILJINHE

O6pazoBaTenbHBIN nporiecc o guciuiinHe UHgopManuoHHble TEXHOJOTHU B XUMHUM TIPEIoIaraet
WCIIOJIH30BaHUE CIACAYIONIETO MPOTPaMMHOT0 0O0ecTiedeHHsT M HH(GOPMAIIMOHHBIX CIIPABOYHBIX CHCTEM:
- MPE3CHTAI[MOHHBIC MaTEePHAIBI (CJIAMIBI TIO TEMaM JIEKIIMOHHBIX W MPAKTHYECKUX 3aHSATHH);
- IoCcTyn B pexume on-line B DnekTpoHHyt0 0ubnnoreunyio cucremy (ObC)
- IOCTYT B 3JIEKTPOHHYIO HHPOPMAITMOHHO-00pa30BaTEIHHON CPely YHUBEPCHUTETA.

IIpu ocBOCHMM MaTepHalia U BIIOJHEHU 3aJaHUM 110 JUCLHUIUIMHE PEKOMEHAYETCS UCIIOIb30BaHUE
MaTepHaoB, pa3MelleHHbIX B JInunbix kabunetax odyqaromuxcs ETUC [ITHUY (student.psu.ru).

[Tpu opranu3anuu JUCTaHIIMOHHON paOOTHI M MPOBEJCHUM 3aHITHI B PEXKHME OHJIAH MOTYT
UCTIOJIB30BAThCS:

cucteMa BuIeoKoHpepeHIIcBs3u Ha ocHoBe miatdopmer BigBlueButton (https://bigbluebutton.org/).

cuctema LMS Moodle (http://e-learn.psu.ru/), koTopas moanepKuBaeT BO3MOKHOCTh UCIIOJIb30BAHUS
TCKCTOBBIX MAaTCPUAJIOB U Hpel’;eHTaHI/II\/’I, ayJJuo- U BUJACOKOHTCHT, a TaK K€ TCCThI, IPOBEPACMBIC 3a/IaHNA,
3aJJaHus JJ11 COBMECTHOM paboTHI.

cuctema tectupoBanus Indigo (https://indigotech.ru/).

11. Onucanue MaTepHAJILHO-TEXHUYECKOH 0a3bl, HEO0X0AMMOM AJIs1 OCYLIeCTBJICHUS
00pa3oBaTeJLHOIO NpoLecca Mo AUCHHUILIMHE

1. JIeKiinOHHBIE 3aHATHS: ayJUTOPHsL, OCHAILIEHHAS TPE3eHTAlMOHHON TEXHUKOH (MIPOEKTOP, SKPaH,
KOMIThIOTEP/HOYTOYK) C COOTBETCTBYIOIIUM MPOTPAMMHBIM 00OecIieueHneM, MEJIOBOH (M) I MapKepHOU
JIOCKOH.
2. [TpakTryeckue 3aHITHS U TEKYIIHI KOHTPOJIb: KOMIIBIOTEPHBIN KJIAaCC, OCHALICHHBIN MEpCOHAIbHBIMU DBM
U COOTBETCTBYIOIIMM IIporpaMMHBIM obecriedueHreM. CoctaB o0opyioBanus omnpeneineH B [lacnopre
KOMIIBIOTEPHOI'O KJiacca.
3. 'pynmnoBble (MHAUBUAYAIbHbBIE) KOHCYJIBTALMU: Ay JUTOPHS, OCHAILIEHHAs! MEJIOBOM (1) WM MapKepHOM
JIOCKO.
4. CamocrostenpHas padora: nomeueHuss Hayunoit 6udanorexku [II'HAY.

[Momemenust HayuHoii 6ubnuorexku [II'HUY mist oGecrieueHns: caMOCTOATEIbHON Pab0Thl 00yUYaOIUXCS:

1. Hayuyno-Oubnuorpaduueckuit otaen, xopi.l, aya. 142. O6opynoBaH 3 nepcoHaIbHBIMH KOMIIBIOTEpA C
JOCTYIIOM K JIOKQJIBHOM U II100aJIbHOM KOMITBIOTEPHBIM CETSIM.

2. YuTanpHbli 3aJ1 TyMaHUTApHOM JUTEpaTyphl, KopI. 2, aya. 418. O60opyaoBaH 7 nepcoHabHBIMU
KOMITBIOTEPAMH C JOCTYTIOM K JIOKaJbHOU U TT100aTbHONH KOMIBIOTEPHBIM CETSIM.

3. UnuTanbHbBIN 331 €CTECTBEHHOH JIUTEpaTyphl, KOpIL.6, aya. 107a. OGopyaoBaH 5 nmepcoHaIbHBIMH
KOMITBIOTEPAMH € JOCTYIOM K JIOKaJbHOW U T7100a1bHONH KOMIBIOTEPHBIM CETSIM.

4. Otnen MHOCTpAaHHOM HUTEpaTyphl, Kopm.2 aya. 207. O6opynoBan 1 mepcoHaIbHBIM KOMITBIOTEPOM C
JIOCTYTIOM K JIOKaJIbHOM U T7100aIbHONW KOMIIBIOTEPHBIM CETSIM.

5. bubnuoreka ropuauyeckoro gaxynapreTa, Kopn.9, aya. 4. O6opynoBana 11 nepconanbHbIMU
KOMIIBIOTEpPAMH € JOCTYIOM K JIOKaJbHOW U T7100a1bHONH KOMIIBIOTEPHBIM CETSIM.

6. UuranbHbIi 3a1 reorpaduyeckoro paxyiabTera, Kopi.8, aya. 419. O6opyaoBaH 6 mepcoHAIbHBIMA
KOMIIBIOTEpPaMH € JOCTYIOM K JIOKaJbHOW U T7100abHON KOMIIBIOTEPHBIM CETSIM.

Bce xoMIbioTephl, yCTaHOBICHHBIE B TOMEUICHUAX HAyYHOU OMOINOTEKH, OCHAILIEHBI CIICAYIOIINM



MIPOrPaMMHBIM 0OecTieYeHHEM:
Omneparmonnas cuctema ALT Linux;
Oducnprii maket Libreoffice.
CnpasouHo-npaBoBas cucteMa «Koncynbrantlmrocy



DoH/IbI OLIEHOYHBIX CPEACTB JJIsl ATTECTAIMHU MO TUCHHUILIHHE
NudopmaunoHHble TEXHOJIOTHH B XUMHH

HﬂaanyeMue Pe3yJIbTaThbI oﬁyqul/m o AMCIMIIIINHE 1A (l)OpMHpOBaHHH KOMIICTCHIIMHU U
KPUMTECPUHA UX OLICHUBAHUSA

KomMmnerennus IlnannpyemMble pe3yJabTaThl Kputepumn oniennBanusi pe3yJibTaToB
o0y4eHust o0y4eHust
OIIK.3 3HATD: ocHOBHBIE METOIBI HeynosierBopure

CITOCOOHOCTH OCBaMBaTh
HOBBIC TCXHOJIOT'NHN U
HpI/IMeHHTI) X OJjisd
[IPOBEAECHUA
CCTCCTBCHHOHay‘-IHI)IX
HCCIICIOBaHNI

KOAMPOBaHUS XUMUYECKOU
uHbopMauu

YMETDb: npuMeHATh 3TH METOIbI
Ha MPaKTUKE

BJIAETD: ciocoOHOCTBIO
MHTEPIPETUPOBATH M1OTYYEHHbIE
pe3yJIbTaTh

OTtcyTcTBUE 3HaHUN
He 3HaeT 0CHOB IUCHUIUIMHBI, HEOOXOIUMBIX
pu popMHPOBAHUH KOMITETEHIIUN
OtcyTcTBUE YMEHHI
OTCcyTCTBUE HAaBBIKOB
YnoBaerBopuTebH
OO61ue, HO HE CTPYKTYPHUPOBaHHBIC 3HAHUS
OCHOB KOJMPOBAHUSI XUMUYECKOU
nH(pOpMalMK; 3HaeT OCHOBHBIE MTOHSTHSI,
TEPMUHOJIOTHIO
YactraHo c(hopMHUPOBAHHBIE YMEHUS
MIPUMEHSTH Ha TIPAKTHKE KOJIUPOBAHUE
XUMHYECKON MHPOPMAIUH, TPOU3BOIUTE TIOUCK
0 XUMUYECKHM CTPYKTYpaM B 0a3zax JTaHHBIX
Crioco0eH HHTEePIPETUPOBATH MOTyYCHHBIC
PE3yNIbTAaThl C MUHUMAIIBHBIMH OIIHOKaMH
Xopouo
CdhopmupoBaHHbIE, HO COJIEPKAIIUE OT/IETbHbIC
POOEITbI CHCTEMaTUYEeCKIE 3HAHHSI OCHOB
KOJMPOBAHUS XUMUYECKOW MH(OPMALIUN; 3HAET
OCHOBHBIE MTOHATHSI, TEPMHUHOJIOTHIO
B nienom ycneninsle, HO coaepxKanue
OTJeNbHbIE MPoOesbl CHOPMUPOBAHHBIE YMEHUS
MPUMEHSTh Ha IPAKTHKE KOJIMPOBAHUE
XUMHUYECKON HHPOPMAINH, TPOU3BOIUTH MOUCK
M0 XUMUYECKHUM CTPYKTYpaM B 0azax JTaHHBIX
Crioco0GeH UHTEePIPETUPOBATH MOJTyUYEHHBIE
PE3yJIbTaThl ¢ MUHUMAJIBHBIMH OITHOKaMH
OT1iu4HO
CdopmupoBaHHbIE CUCTEMATUYECKUE 3HAHUS
OCHOB KOJMPOBAHUSI XUMUYECKOU
nH(OpPMAIINY; 3HACT OCHOBHBIC MTOHSITHSI,
TEPMUHOJIOTHIO
CdhopmupoBaHHBIE yMEHHS IPUMEHSITH Ha
MPAKTUKE KOJAUPOBAHUE XUMHUECKON
nH(pOpMaIH, TPOU3BOJAUTH MTOKUCK 110




KoMnerennus

IInanupyemble pe3y/ibTaThl
o0y4ueHust

Kpurepun oneHuBanus pe3yibTaToB
o0y4eHust

OT1an4yHO
XUMHYECKUM CTPYKTypaM B 0a3ax JaHHBIX
be3ommb04Ho HHTEpIIPETUPYET MOTyYCHHBIE
pe3yJbTaThl

IT1K.6

YMETh NPEACTABIIATh
IIOJTyYEHHBIE B
UCCIIEIOBaHUX
pe3yJIbTaThl B BUJE
OTYETOB U HAYYHBIX
myOnauKanuil (CTeHa0BbIe
JIOKJIaab1, pedepaTsl U
CTaThb! B IIEPUOINYECKON
Hay4yHOMU revyaTn)

3HATD: nporpaMmsbl aJist pabOTHI
¢ Hay4HOU rpadukoii (Systat
SigmaPlot), ux BO3MOXHOCTH
YMETb: npencraBisite u
00CUYHTHIBATh
9KCIIEPUMEHTAJIbHBIE JaHHbIE C
MTOMOIIBIO TIPOTPAMM 17151 paObOThI
C Hay4HOU rpaukoin
BJIAJIETD: naBbikoM paboThI ¢
IIpOrpamMmoin

HeynosiaerBopurei
OTtcyTcTBUE 3HAHUM
He 3HaeT 0CHOB JUCHHUIUIMHBL, HEOOXOIUMBIX
npu popMHUPOBAHUH KOMITETEHIIUU
OtcyTrcTBUE YMEHUN
OTcyTCcTBHE HABBIKOB
YaoBy1eTBOPUTEBH

3HaeT HEKOTOPbIE BO3MOXKHOCTH IPOTPAMM ISt
paboThl ¢ Hay4YHO rpaduKoil.
YMeeT ¢ HeKOTOPBIMU OIIMOKaMU IPUMEHSTh
WX Ha MPaKTHKE.
BoinonusieT Ooblryo 4acTh 3aaHus B
OTBEJICHHOE BpeMSl.

Xopomuo
3HaeT HEeKOTOPbIe BOZMOXKHOCTH MPOTPAMM JIJISI
paboTHI C HAYYHOU TpadUKOM.
YMeeT ¢ MUHUMaIbHBIMU OLIMOKAMU
MPUMEHSITh UX Ha MPaKTUKE.
CrpaBnsietcs ¢ 3alaHUeM B OTBEJICHHOE BPEMSI.

OT1iu4HO
3HaeT BO3MOKHOCTH MPOTpamMM JjIsi paboTHhI ¢
Hay4YHOU TpauKOH.
YMeeT NpuMEHSITh UX Ha MMPaKTHKE.
CrpapnsieTcs ¢ 3alaHUeM B OTBEJICHHOE BPEMsI.

MK.7

CIIOCOOHOCTD
IpHOOpeTaTh HOBHIE
3HAHUS C
UCTIOJIb30BaHUEM
COBPEMEHHBIX HAayUHBIX
METO/IOB U BJIICHUE UMU
Ha ypOBHE,
HEO0XO0IMMOM JIJIst
peleHus 3ajad,
UMEIOIUX
€CTECTBEHHOHAYYHOE
coJiep>KaHue U
BO3HHUKAIOIIUX MTPH
BBITIOJIHEHUH
MpoeCCUOHATBHBIX
byHKIUH

3HAET: ob6nacts npuMeHeHUs
pacu€THBIX IPOTPaMM B XUMHH.
YMEET: ucnionb3oBath
pacuéTHbIe IPOrpaMMBbI JIJIs
HOJTyYEeHHUs] HOBBIX 3HAHU B
XUMUHU

HeynosiierBopuren
OtcyTcTBUE 3HAHUN
He 3HaeT 0CHOB THCITUIIIINHBI, HEOOXOIUMBIX
pu GOopMHUPOBAHUH KOMITCTECHITUN
OTtcyTcTBUE YMEHUN
OTcyTCTBUE HABBIKOB

YnoBaerBopuTebH
Nmeet oOmme mpeicTaBiICHHs O BO3SMOXKHOCTH,
00acTé MPUMEHEHUS B XUMHH, OCOOCHHOCTSIX
pacYeTHBIX TPOTPAMM M CHCTEM KOMITBIOTEPHOM
anreopsl (CAS).
C momoIpIo IpernoaaBaress yMeeT IPUMEHUTh
WX Ha TIPAKTHKE.
BrinmonusieT 00bITyI0 4acTh 3aJaHUS B
OTBEJICHHOE BpeMSI.

Xopomuro

3HaeT HEeKOTOPbIe BO3MOXKHOCTH, 00J1acTh




KoMnerennus

IInanupyemble pe3y/ibTaThl
o0y4ueHust

Kpurepun oneHuBanus pe3yibTaToB
o0y4eHust

Xopomuo
MPUMEHEHUS B XUMHH, 0COOCHHOCTH
pacUeTHBIX MPOTPaMM M CUCTEM KOMIBIOTEPHOI
anreopsl (CAS).
YMeeT ¢ MUHUMaTbHBIMU OLTHOKaAMHU
MIPUMEHSITh UX Ha MPaKTUKE.
CrpasisieTcs ¢ 3aJJaHHEM B OTBEJCHHOE BPEMS.
OTtim4yHoO
3HaeT BO3MOKHOCTH, 00JIACTh MPUMEHEHUS B
XUMHH, 0COOCHHOCTH PAaCUYETHBIX MPOrpaMM U
cucTeM KoMibroTepHo anreopsr (CAS).
YMeeT npuMeHsITh UX Ha MPAKTUKE.
CripaBiisieTcs ¢ 3aJJaHHEM B OTBEJCHHOE BPEMS.

OIIK.8

CIOCOOHOCTbH peliaTh
3aaun
npodecCuoHAIbLHON
JIeSITEIIbHOCTH Ha OCHOBE
MH(POPMALIMOHHOH U
6ubnmorpadudeckoit
KYJIBTYPBI C
IpPUMEHEHUEM
nH(pOpMaIMOHHO-
KOMMYHHUKAI[MOHHBIX
TEXHOJIOTHI 1
BBIUUCIIUTENIbHBIX
CPEACTB C Y4ETOM
OCHOBHBIX TpeOOBaHUM
nH(pOpMaLMOHHON
0e30macHOCTH

3HAET: naubosnee nomyisipHble
0a3bl JAHHBIX XUMHUYECKUX
COCIMHEHU I

YMEET: uckarb CTpyKTyphl B
0azax JaHHBIX

BJIAJJIEET: HaBbikamu
0e3omacHo# paboThI ¢ 6azamMu
JAHHBIX XUMUYECKHUX
COCIMHEHUI

HeynoBjerBopure
He 3naeT Hanbonee nomynsapHbie Oa3bl TaHHBIX
XAMUYECKHUX COECIUHECHHUI
He ymeeT uckarb cTpyKTypbl B 0a3ax JTaHHBIX
He Bnaneer HaBbikamu Ge30macHON pabOTHI C
0a3amMu JaHHBIX XMMUYECKHX COEIMHEHUN
YnoBaerBopuTebH

Nwmeer npencrasienue o Hanboee
MOMYJIAPHBIX 0a3ax JaHHBIX XUMHUYECKUX
COCIUHCHHI
VYMmeeT uckathb CTpYKTYphl B 6a3ax JaHHbIX,
JIOTTycKasi OIMOKH, CIIOCOOEH UCIIPABUTh UX C
MTOMOIIIBIO TIPETIOIaBaTEeNs
Brnageer HeKOTOpBIMU HABBIKAMU 0€30I1ACHOM
paboThI ¢ 6a3amMu TAHHBIX XUMUYECKUX
COE€IUHEHUI

Xopouo
Nwmeer npezcrasienue o Hanbomee
MOMYJISIPHBIX 0a3aX JaHHBIX XUMUYECKUX
COE€IUHEHUI
YMeeT uckaTh CTPYKTYpHI B 0a3ax JaHHBIX,
JIOTTyCKasi OMMUOKH, CITOCOOCH UX
CaMOCTOSITEJIbHO UCTTPaBUTh
Biameer HekoTOphIMU HaBBIKAMH 0€30TacHOM
paboTHI ¢ 6a3aMU JAaHHBIX XUMHUYECKUX
COCTUHEHUH

OT1auuHoO
HNwmeer yeTkoe mpeacTaBiIeHHE 0 Hanboee
MOMYJIAPHBIX 0a3ax JaHHBIX XUMHUYECKUX
COCTUHEHUH
YMeeT uckarb CTpYKTYpbl B 0a3aX JaHHBIX
Bnaneer naBbikamu 6e30macHoOn paboThI €




Komnerenuust IInanupyemble pe3y/ibTaThl Kpurepun oneHuBanus pe3yibTaToB
o0y4ueHust o0y4eHust
OT1iu4HO
68.33.MI/I JaHHBIX XUMHWUYCCKUX COGIII/IHGHI/Iﬁ

K.5 3HAET coBpemeHHble HeynoBierBopures
BJIAJIETh COBPEMEHHBIMH | KOMITBIOTEPHBIC TEXHOJIOTHH He 3HaeT coBpeMeHHBIE KOMIIBIOTEPHBIE
KOMITBIOTEPHBIMU 00pabOTKU U XpaHEHHUSI TEXHOJIOTUH 00padOTKH U XpaHEHUS
TEXHOJIOTUSIMU PU UH(POPMAIIUHU O CTPYKTYpE U nH(pOpPMAIIUU O CTPYKTYPE U CBOMCTBAX
TUTAHUPOBAHUH CBOICTBAaX MOJIEKYII: MOJICKYT:
HCCJICIOBAHUM, YMEET ucnonb3oBaTh 6a3bl He ymeer ucnonbs3zoBath 6a3bl JAaHHBIX

MOJTyYeHUHU U 00paboTKe
pe3yIbTaTOB HAYYHBIX
IKCIIEPUMEHTOB, cOope,
00paboTKe, XpaHEHHH,
NPE/ICTaBICHUN U
nepeaade Hay4Hou
uHpOpMaLun

JAHHBIX XUMUYECKHUX
COCIMHEHHH 11 TTIONCKA
uHbopMaIuy;

BJIAZIEET HaBbikamu paboThI ¢
XUMHUYECKOH MHPOpMAaIUeH
(koaMpoBaHUE)

XUMHUYECKUX COSIMHEHUN I MONCKA
nHpopmanuu;
He Bnaneeet HaBbikamMu pabOThI ¢ XUMUYECKOM
nHpopmarmeint (KogupoBaHKE)
Y0BJ1€TBOPUTEJbH
NmeeT pa3po3HeHHBIE IPEICTABICHHUS O
COBPEMEHHBIX KOMIBIOTEPHBIX TEXHOJIOTHUIX
00paboTKH M XpaHeHUsT HH(OpPMAITUHU O
CTPYKTYp€ U CBOWCTBAX MOJEKYJI:
CamocCTOATeNBHO HE YMEET UCIIOIh30BaTh 0a3bl
JTAHHBIX XUMUYECKUX COCTUHEHUH JIJIS IIOMCKA
uHpOpMAaINH;
NmeeT orpaHnYeHHBIE HABBIKH PAOOTHI C
XUMHYECKON HHPOpMaIen (KoaupOBaHHE)
Xopoio
B 1iermom 3HaeT coBpeMeHHbIE KOMITBIOTEPHBIC
TEXHOJIOTMH 00pabOTKH U XpaHEHUS
nH(OpPMAIIUU O CTPYKTYPE U CBOMCTBAX
MOJIEKYJI:
YMeeT ucronb30BaTh 0a3bl TaHHBIX
XUMHUYECKUX COSIMHEHUN IS MONCKA
uHpOpMalLNH;
Brnageet HaBbIkaMu pabOThI ¢ XUMHUECKOMN
nHpopmarueit (KoaupoBaHHE)
OTtiam4yHo
XOopo1110 3HAaeT COBPEMEHHbIE KOMIIbIOTEPHBIE
TEXHOJIOTHUH 00pabOTKH U XpaHEHUS
nH(pOpPMaIIUU O CTPYKTYpPE U CBOMCTBaxX
MOJIEKYT:
B coBepiieHcTBE HCTIONMB30BaTh 0a3bl JaHHBIX
XUMHUYECKUX COSIMHEHUN I MONCKa
uH(popMaLnu;
BrnaneeT yBepeHHBIMU HaBBIKaMH PaOOTHI €
XUMHYECKON HHPOpMaIen (KoaupOoBaHHE)




OueHo4YHbIE CPEACTBA TEKYHIET0 KOHTPOJIS U MIPOMEKYTOYHOM aTTecTalun
Cxema goctaBku ;. ba3zoBas

Bujx MeponpusiTusi NPOMeKYTOYHOM aTTeCTANMH © 3a4eT

Crioco0 npoBeeHust MepoONPHUATHS MPOMEKYTOYHOM arTecTanuy : OlEHKa 110 JUCLUIUIMHE B paMKax
NPOMEKYTOUHON aTTEeCTAallUU OIPEIeNIIeTCsl Ha OCHOBE 0ayI0B, HAOpAHHBIX 00YUYaIOIIUMCS Ha KOHTPOJIbHBIX
MEPOTPHUATUSAX, TPOBOJUMBIX B TEUEHUE YUEOHOTO NMEPHOAA.

MaxkcumajibHOe KoIu4ecTBo 0asios : 100

KonBeprauusi 60a/U10B B 0TMETKH

«oTau4Ho» - ot 81 no 100

«xopomo» - ot 61 o 80

«YAOBJIETBOPUTEIBHO» - OT 43 10 60
«HEeYAO0BJICTBOPUTEIbHO» / «He3a4TeHo» MeHee 43 Oaia

Komnerenuus Meponpusitue KoHTpoaupyembie 3JieMeHTHI
TeKYIIero KOHTPOJIs pe3yJbTaToB 00y4eHHs
OIIK.3 Pacuernsbie 3a1aun, He VYwmenne paborarts ¢ [1O mist cozganust
CIIOCOOHOCTh OCBAaMBATh HOBBIE CBSI3aHHBIE C MOJICKYJISIPHBIM | HAYYHOU rpaduku

TCXHOJIOTHU U ITPUMCHATH UX IJIA MOJICIIMPOBAHUEM

MPOBCACHUS CCTCCTBCHHOHAYYHBIX | [TuchbMeHHOEe KOHTPOJIbHOE

MCCIIEI0BAHUI MeponpusiTue
I1K.6

YMETb NPEACTABIATH OJTyYCHHbIC
B UCCIIEIOBAaHUAX PE3yJIbTAaThI B
BUJIC OTYETOB M HAyYHBIX
nyOnuKanui (CTeH10BbIE
JOKJIabl, pedepaThl U CTaTbU B
MePUOINYECKON HAYYHOU TeYaTH )




Komnerennus

Meponpusitue
TeKyl1ero KOHTPoJIst

KonTposnpyemble 3jieMeHTbI
pe3yJbTaTOB 00yUeHUus

OIIK.3

CIOCOOHOCTH OCBaMBaTh HOBBIE
TEXHOJIOTHH U IPUMEHSTh UX IS
MIPOBEJICHUS €CTECTBEHHOHAYYHBIX
HUCCIIETOBAHUN

IK.5

BJIAJIETh COBPEMEHHBIMH
KOMITBIOTEPHBIMH TEXHOJIOTUSIMHU
NIpY TUTAHUPOBAHUU
UCCJIE0BAHMM, ITOJYyYEHUN U
00paboTKe pe3ysIbTaTOB HAYYHBIX
AKCIIEPUMEHTOB, cOope,
00paboTKe, XpaHEHNUH,
IPEJCTaBICHNUN U Iepeayue
Hay4YHOH MH(pOpMaIu

IIK.6

YMETh NMPEACTABIATH MOTyYEHHbBIE
B UCCJIETOBaHUIX PE3yJIbTaThl B
BU/JIE OTYETOB U HAYUHBIX
myOIuKaIuil (CTeHI0BbIE
JIOKJIaab1, peepaTsl U CTaThU B
NEePUOANYECKON HAYYHOM TIeYaTH)
MK.7

CIIOCOOHOCTH MPUOOPETATH HOBBIE
3HAHUS C UCTIOIb30BaHUEM
COBPEMEHHBIX HayYHBIX METOJIOB U
BJIaJICHHE UMH Ha YPOBHE,
HEO0XO0IMMOM JJISl peIIeHUs
3aj1a4, UMEIOLINX
€CTECTBEHHOHAYYHOE COJIepKaHue
Y BO3HUKAIOIIUX [IPH BBITTOJIHEHUU
po¢eCCHOHANIBHBIX (PYHKITUN
OIIK.8

CIIOCOOHOCTH pelaTh 3a/1a4u

PO eCCUOHATBHON JEATETLHOCTH
Ha OCHOBE MH(POPMAIIMOHHOH U
oubmmorpaduueckoil KyJabTypbl C
pUMEHEeHHeM HH()OPMaITMOHHO-
KOMMYHHUKAIIHOHHBIX TEXHOJIOTHMA
Y BBIYHMCIIUTEIBHBIX CPEACTB C
Y4ETOM OCHOBHBIX TPeOOBaHHIA
MH(POPMALIMOHHOM 6€30MaCHOCTH

MonekynspHbIii rpad u
CTPYKTYpa XUMUYECKOTO
COETUHEHUS

ITucbMeHHOE KOHTPOJIbHOE
MeponpusiTue

YMenue koupoBath HHHOPMAILIHIO O
CTPYKTYPE MOJIEKYJIBI C IIOMOIIIBIO
SMILES.




Komnerenuus Meponpusitue KonTposupyembie 3jieMeHTbI

TeKyl1ero KOHTPoJIst pe3yJbTaTOB 00y4eHHs
OIIK.3 [Touck xumuueckon YMeHue 3anucu CTpyKTYpPbl MOJIEKYJIbI B
CIIOCOOHOCTBL OCBaNBAaTh HOBBIE uH(opmanuu B 6azax dopmate SMILES u SMARTS. Ymenue
TEXHOJIOTMH ¥ PUMEHATh UX VIS | naHHBIX. SI3BIK 3apOCOB paboTath ¢ MporpaMMaMH JTst
IIPOBEICHNS CCTECCTBECHHOHAYYHBIX | SMARTS MaHHUITYJISIIUN XUMUYECKUMU CTPYKTYypPaMH
MCCIICIOBAHUH 3ammuiaemMoe KOHTPOJIbHOE U IMIOMCKA MX B 0a3aX JaHHBIX
OIK.8 MeponpusiTue

CIIOCOOHOCTH peIaTh 3a/1a4u

PO eCCUOHATBHON JEATETHHOCTH
Ha OCHOBE MH(OPMAITMOHHON U
oubimorpadudeckoit KyJabTyphl ¢
pUMEHEHHEM HH()OPMaITMOHHO-
KOMMYHHUKAIIHOHHBIX TEXHOJIOTHA
Y BBIYHMCIIUTEIBHBIX CPEACTB C
YU€TOM OCHOBHBIX TPEOOBaHMIA
MH(POPMALIMOHHOM 6€30MaCHOCTH

Crnenudukanus MeponpMATHI TeKylero KOHTPOJIA

PacueTrHble 3ajiavud, HE CBA3AHHLIC C MOJICKYJIAPHBIM MOJIC/IHPOBAHUEM

[TpoaomKUTETFHOCTD MTPOBECHUS MEPOTIPUATHS IPOMEKYTOUHOM aTTeCTalluu: 2 yaca
YcnoBus mpoBeaeHUS MEPOTIPUATHUS: B YAChl ayIMTOPHOI padoThI

MakcumanbHBIA 0asul, BRICTABISEMBIN 32 MEPOTIPUITHE MPOMEKYTOUHOM aTTecTanuu: 35
[Tpoxoxnoii 6amt: 15

IToxa3zarTenn oeHUBaAHUA

Bajaabl

I[To mpencraBiaeHbIM JaHHBIM NTOCTpOeH rpaduk. bamisl BerunTarotes 3a: 1. HeBepHsliii BbIOOp
KOOPJMHATHOM cUCTeMBI (KaTeropuaiabHas 0Ch BMECTO JTMHEWHOM) - 2 Oana.2. HeBepHbIid THI

rpaduka (JUHEHHas perpeccus Ha 3aBeJOMO HeIMHEHHBIX JaHHbIX) - 2 Gasia.

13

O6mee odhopmitenne. bamer BeruuTatores 3a: 1. Hemonnucannas ock/ocu - 3 6ama.2.
Heo6o3nauenHsbie Touky - 3 6ayma.3. Hanmnuue coennHeHn MeX Ty TOYKaMHU MPU

HEYTOPSIIOUEHHOM HUX PACIOJIOKEHUH - 2 Oasa.

ITo rpaduky npou3BeeH pacyeT Kakoro-iuoo napamerpa: K03hGUuuueHToB TMHEHHON
perpeccuu, TOYKH TIepeceueHusl MPsSMON. 3a HEBEPHO BBIOPAHHBIN CITOCO0O pacyeTa/pacuer
BBIUMTAETCS 3 Oasa.

MouiekyJIsipHBIi rpag ¥ CTPYKTYpa XUMHYECKOI0 COCAUHEHUS

IIpoaomKUTENEHOCTD TPOBECHUS MEPOTIPUATHUS IPOMEKYTOUHOM aTTeCTalluU: 2 yaca
VYcnoBus npoBeeHUS MEPONIPUATHUS: B HACHI CAMOCTOSITEIbHON PadoThl
MaxkcuMaibHbIi a1, BEICTABIIIEMBIH 3a MEPONIPUATUE IPOMEKYTOUHON aTTectauuu: 30
ITpoxonnoii 6amn: 13

IToxa3zarenn oneHMBaHUA

Baaasl

3amanwne 2. Koguposanne nHpopmanmu ¢ momoisio SMILES. Pa6ora ¢ mporpammoii.

Hapucorats B mporpamme u 3akoaupoBaTh cTpokoir SMILES (12 6aiioB) BeIIaHHYIO CTPYKTYPY.

17




[Torck OMONOTHMYECKU-aKTUBHBIX CBOMCTB 3aKOAMPOBAHHON CTPYKTYPHI (5 OasioB)

3amanue 1. Pydynoe kogupoBanue nHpopmanmu ¢ momoiisio SMILES. 3akomaupoBaThk CTPYKTypy

crpokoit SMILES (10 6ammoB).ITorck 6M0IOTHUECKH-aKTUBHBIX CBOMCTB 3aKOAMPOBAHHON

CTPYKTYpHI (3 Gana)

13

IMouck xummn4yeckoii uHGpopManuu B 0a3ax JaHHbIX. A3bIk 3anipocoB SMARTS

[TpoaomKUTET HOCTD MTPOBECHUS MEPOTIPUATHS IPOMEKYTOUHOM aTTeCTalluu: 2 yaca
YcnoBus mpoBeaeHUS MEPOTIPUATHUS: B YAChl ayINTOPHO padoThI

MakcumanbHBIH 0ajl, BRICTABISEMBIN 32 MEPOTIPUITHE MPOMEKYTOUHOM aTTecTauu: 35
[Tpoxoxnoii 6amt: 15

IToxa3zarTen oeHNBAHUA

Bajaabl

3anuchk ctpoku SMILES st npeasnioskeHHoM cTpyKTypsl. [losyueHne cTpyKTypsl 17151 BBECHHON
CTPOKH.

[Towick MO BBEJIEHHOM CTPOKE B 0a3e JAHHBIX U HAXO0XKJICHUE CBOMCTB 3a/IaHHOTO COSAMHECHUS U
OJIM3KUX K HEMY TI0 CTPYKTYpE.

OdopmieHne oT4eTa o MPOJIEIaHHON padoTe, BKIIOYAIOIIETO CISAYIONINE YIIEMEHTHI [T
KaXJIOTO U3 HaJIeHHBIX coenuHennii:- Ctpykrypa.- SMILES-ctpoka.- InChi u InChi-key. -

Haszsanue no IUPAC. - IlareHTOBaHHOE Ha3BaHUE U HE MEHEE 2-X CHHOHUMOB. -
buonornueckasi/nexkapcTBEHHAs aKTHBHOCTH. 32 OTCYTCTBUE KAXKIOTO U3 TIEPEUUCIECHHBIX

9JIEMEHTOB B oT4UeTe BhiyuTaeTces no 0,5 Oamia.

[Touck BBeIeHHOTO CoeTMHEHUS B 0a3e NaHHBIX U HAX0XKJIEHUE CBOMCTB 3aJIaHHOTO COSAMHEHUS
1 OJIN3KUX K HEMY IO CTPYKTYDE.

BBoJ CTpyKTYpBI ONITHYECKH aKTUBHOT'O COEAMHEHNUS B ITporpaMMy. [IpoBepka koppekTHOCTH
BBeJleHHOoro coeauHenus o InChi Key




