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Mporpammy avcumnnvHbl paspaboTan(a)(n) ooueHT, K.H. (aoueHT) KypbaHranuesa A.P. Kadbenpa
opraHu4eckon xmmmm Xumunyeckuii nHctuTyT M. A.M. Bytneposa , Almira.Kurbangalieva@kpfu.ru

1. LUenn ocBOEHNS AUCLUMINHBI

Llenbto ocBoeHns aucumnnuHbl "KomnbloTepHas rpadomka B OpraHuyeckom XumMumn'" aBnsietcs
3HaKOMCTBO C NOMNYNSPHbIMKA XMMUYECKMMI NakeTamm nporpamMmHblx cpencts Chem & Bio Office
dompmbl CambridgeSoft Corporation, HyperChem dompmbl Hypercube Inc., GaussView Gaussian Inc.,
npefHa3Ha4YeHHbIX ONg CO34aHMsa 1N pefakTUpOBaHUS ABYMEPHbIX U TPEXMEPHBIX MOAEeNen
opraHuy4eckmx Monekyn. Kopotko paccMaTpusaloTCa TEOPETUHECKME BONPOCHI KOMMbIOTEPHOIO
MOLENNPOBAHNS B XMMUN N MPUMEHEHME NPOrpaMm Ans Bu3yannsaunm npocTpaHCTBEHHOM
CTPYKTYpPbl XMMUYECKMX COEANHEHUI, MPOrHO3UPOBAHNS UX PU3NKO-XMMUYECKNX CBONCTB U
NpoBeOEHNS pacyeToB METOLAMN KBAHTOBOM XUMUW Y MONEKYNSPHON MEXAHUKN.

2. MecTO AMCUMNNUHBI B CTPYKTYype OCHOBHOM 06pa3oBaTtefibHOM NPOrpammbl BbICLLETO
npocpeccuoHanbLHOro o6pasoBaHus

JNaHHas yyebHas oncumnnnHa BktodeHa B pasgen " 53.10B.1 MNpodeccrnoHanbHblin" 0CHOBHOW
obpasosaTtenbHoi nporpammbl 020100.62 XrMus 1 OTHOCMTCS K AUCLUMNNMHAM N0 BbIOOPY.
OcBauBaetcs Ha 4 kypce, 7 CEMeCTp.

LaHHas yyebHas oucumnnnHa BktodeHa B pasaen B3."LUnkn npodgpeccrnoHanbHbix gucumnami” (Kypc
no Bblbopy). OcBanBaeTcs Ha 4eTBEPTOM Kypce (7 ceMecTp).

3HaHMs 1 HaBbIKK, NPUOBPETEHHbIE 0OYyYaOWNMNCS B pe3ybTaTe OCBOEHNS AUCLUMNNHDI
"KomnbtoTepHas rpacrka B OpraHn4yeckon xummn'" Heobxoaumbl Ans AanbHENWero 0CBOEHUS
ANCUMNIVH "DNEeKTPOHHas CTPYKTypa opraHudecknx coegnHenmin”, "dAMP-cnektpockonus: aHanns
cnnHoBbIx cuctem", "lMpakTudecknii kypc AMP-cnekTpockonun”. lNpakTnyeckne HaBblKU N YMEHUS Ha
NepCcoHaNbHOM KOMMbIOTEPE C MPUMEHEHUEM MOMYNAPHBLIX XMMUYECKMX Nporpamm By oyt
MCNONb30BaHbl CTYAEHTaMW ONs NPELCTABNEHNS PE3yNbTaToOB HAYy4YHO-UCCNENOBATENLCKOM paboThl
Ha KOHPepPEeHUMsX, oTYeTax 1 3awmTax KBanngukaumoHHbIX paborT.

3. KomneteHuuu obyyatroLerocs, hopMmpyemble B pe3ynbTate 0CBOEHUS AUCLUMIUHDI
/monynsi

B pesynbTate 0CBOEHUSI AMCLMNINHBI (OOPMUPYIOTCS CReaytowme KOMNeTeHUNN:

PacwmdppoBka
LLucpp komneTeHLmu npuobpeTaemMon KOMNeTeHL MU
MK-1 NMOHMMAET CYLLHOCTb U COUUManbHy0 3HA4YMMOCTb NPOogoeccuu,
(npodpbeccmoHanbHble OCHOBHbIX MEPCNEKTVNB 1 NPOBNeM, onNpenensowmnx KOHKPETHYO
KOMreTeHuunn) obnactb OesTeNbHOCTH

B pe3ynbtate 0CBOEHUS OUCUUMANHBI CTYOEHT:
1. DONXEH 3HaThb:

MPUHLMNBI KOMMBIOTEPHOrO rpacornyeckoro n306paxeHns XMMNYeCkmx oopMyn COeANHEHWIA ~
peakuum;

06wt NHTEPAOENC NPOrPaMMHbIX CPEACTB, NPeaHA3HAYEHHbIX 419 HAy4YHbIX UCCNEen0BaHWA.
2. DONTIXEH yMeTb:

OpUEHTNPOBATBLCA N NCMNOMb30BATb CpYHKLI,I/IOHaHbeIe BO3MOXHOCTHA FpanVI‘-IGCKVIX nporpamMm on4
npeanctaBeHns Hay4HbIX pe3ynbTaTtoB.

3. 0OMXEH BnageTb:
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HaBblkaMun pPaboTbl C KOMMbIOTEPHBIMM N3006PaXEHMNSMUN CNOXHbBIX OPraHUYeCKUX CTPYKTYP U
TEOPETNYECKMMN 3HAHUSIMI O MONEKYNSIPHOM MOAENNPOBAHNM CTPYKTYPbl OPraHNYECKNX COeaNHEHWIA

4. nONXeH OEeMOHCTPNPOBaTb CMNOCOOHOCTb M FTOTOBHOCTb:

ncnonb30BaTb BOSMOXHOCTWN COBPEMEHHbIX NPOrpaMMHbIX CpencTs OJid Bu3dyann3auunn,
npenctaBieHnsa N aHann3a pe3y/ibTaTtoB TEOPETUHECKNX N IKCNEPUMEHTalIbHbIX ncecnenoBaHuim

4. CTpyKTypa 1 cogepXxaHue OUCLUMNIUHBI MOAYNs
Obwas Tpya0eMKOCTb AUCLIMIMIMHBI COCTaBNsSeT 2 3a4eTHbIX(ble) eanHuL(bl) 72 Yaca(os).
dopmMa NPOMEXYTOHHOIrO KOHTPONS ANCUNMINHBI 3a4€T B 7 CEMECTpE.

CyMMapHo no amcumnanHe MoxHo nony4ntb 100 6anno., U3 HMX Tekylwas paboTta oueHmBaeTcs B 50
6anno., ntorosas popma KoHTpons - B 50 6annos. MnHMManbHoe KONMYeCTBO NS AOoMnycka K 3adeTy
28 6annos.

86 6annos 1 6onee - "oTANYHO" (OTN.);

71-85 6annos - "xopowo" (xop.);

55-70 6annos - "ynoBnetBopuTeNbHO" (YO0B.);

54 6anna n MeHee - "HeyOBNETBOPUTENLHO" (Heya.).

4.1 CTpyKkTypa u coaepxaHue ayauTopHON paboTbl MO AUCUMNIMHE/ MOAYIO
TemaTuueckui NNaH AUCLUNINHBI/MOAYNS

Buabl v yachbl
ayauTopHow paborbl,
Hepens VX TPy A0EMKOCTb Tekywume copmbl
cemecTpal (B yacax) KOHTpOnsi
MpakTnueckumelllaboparopHble

3aHATUSA pabortbl

Paspen
N AucuunnnHel/ CemecTp
Moayns

Nekunn

Tema 1. OcHOBHblE
NOHATNSA KOMMNbIOTEPHOM
rpagoukm n
1.|KOMMNblOTEPHOrO 7 1 0 4 0
mMoOennpoBaHns B
OpraHn4eckKom XMMnn.

Tema 2. "Xumnyeckunin
penaktop" CS Chem &
Bio Draw 12.0 kak
CpencTBO CO3aaHNS KOHTPONbHas
2.|1ByMepHbIX 7 2-6 0 12 0 pabota
n3obpaxeHui
MONEKYNSPHBIX CTPYKTYP
N X pefakTMpoBaHms

Tewma 3. MNporpamma CS
Chem & Bio 3D 12.0
Ons BM3yanusaumm
XMIMUYECKMX
‘lcoeonHeHnn,
KOMMbIOTEPHOrO
MOZLENNPOBaHNS U
pacyeTos.
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Buabl 1 yacbl
Pasnen ayauTopHoOW paboTbl,
Henens MX TPYAOEeMKOCTb TekyLme opmbl
" 'DMKII%M?;HH/ (CoMeCTPcemectpa (B acax) \ll(ompgt:mp
i NMex M"I'IpaK'rw-lecmeHaﬁoparoprle
8 3aHATUS paborTbl

Tema 4. lMporpamma

GaussView 5 ans

BM3yanusauunm

XUMUYECKMX
4-|coennrenmii, 7 9-10 0 6 0

KOMMbIOTEPHOro

MOLEeNMpoBaHus un

pacyeTos.

Tema 5. [porpaMmHbIn

nakeT MONEKYNISIPHOro ]
- MOOENPOBaHMNS 7 1-141 0 8 0

HyperChem.

Tema 6. lporpamma

MestReNova ans
6 06paboTkn, MOCTPOEHNS 7 1517 0 5 0 KzggggﬂbHaﬂ

‘|»v aHann3a naHHbIX P

ANEPHOro MarHUTHOro

pe3oHaHca.
_ Tema . NITorosas - 0 0 0 2auer

goopma KOHTpons

Ntoro 0 42 0

4.2 CopepxaHue oUCLUNMUHbI

Tema 1. OCHOBHbIE MOHATUSI KOMMbIOTEPHOM rPpacOoMKn N KOMMbIOTEPHOro MOAENUPOBaHUS B
opraHu4eckov XMmuu.

npakTnyeckoe 3aHsitne (4 4aca(os)):

MpUHUMNBI rPadoM4eckoro N306paxeHns XMMNYeCcKnx qoopMyn B OPraHNYeCcKom XMmMmm.
CoBpeMeHHble NakeTbl NPorpamm asst M306paxxeHns XMMNUYECKNX doopMyn 1 ypaBHEHWI peakLniA.
TpeboBaHus nporpamMm K onepaLmoHHbIM cuctemaM. CoBmecTumocTb nporpamm ¢ Microsoft Office.

Tema 2. "Xumunuyeckum pepaktop” CS Chem & Bio Draw 12.0 Kak cpencTBo co3aaHus
OBYMEPHbIX U300paxeHNn MONeKynsipHbIX CTPYKTYP U UX penakTUpOoBaHUs

npakTudeckoe 3aHsitne (12 yaca(os)):

WHTerpupoBaHHbI nporpammHbii komnneke Chem & Bio Office: Ha3Ha4yeHne 1 BO3MOXHOCTN.
3anyck nporpammbl CS Chem & Bio Draw 12.0. OTkpbiT1e thainos ¢ pasHbIM pacllpeHNEM.
Monb3oBatenbckuii UHTEPAoEC nporpammbl. OB30p BaXHENWNX SNEMEHTOB rMaBHOM U
KOHTPOSNbHOW NaHenewn. VIHCTpyMeHTbl BblAeNeHNs n MaclutabrvpoBaHus, pPUCOBaHUE MbILbHO.
NHCTpyMeHTbl n306paxkeHns CBSI3ei 1 XMMmnyecknx cumonoB B nporpamme CS Chem & Bio Draw
12.0. NpeobpasoBaHue CTPyKTyp: NOBOPOT, oTobpaxeHune, KnoHnpoBaHue. Vicnonb3oBaHne
WwabnoHoB. HanncaHne cxeM XMMMYECKUX peakLmii.

Tema 3. lNMporpamma CS Chem & Bio 3D 12.0 gns Bu3yanusaumm XMuMU4YeCKMNX COeANHEHUN,
KOMMbIOTEPHOro MoAeNMpoBaHUA U pacyeToB.

npaktnyeckoe 3aHsitne (6 4yaca(os)):

OcHOBHble NpuHUMMbI paboTbl. Mpadudeckuin nHtepdpeitc nporpammbl CS Chem & Bio 3D 12.0
(OKHO MoAenu, CTpoKa COCTOSHUS, NaHenNb BPaLEHUs, 3arofioBOK OKHa, CTPOKa MEHIO, MaHesb
MacwTabvpoBaHns, HAbop NHCTPYMEHTOB Ans co3paHmsa mogenn). CosnaHue n penakTmpoBaHmne
TPEXMEPHbIX MOAENEN XUMUYECKUX COeANHEHN (CO34aHMNe YyrnepoaHOro OCTOBa, BBEAEHME
retepoatoma B MoLefb, LOMONHUTENbHbIE PyHKUMK). OnucaHne npouenypbl NpoBEOEHUS
KBaHTOBO-XUMUYeCKux pacyeTtos B nporpamme CS Chem & Bio 3D 12.0 (nouck MUHUMyMa aHeprum
MOJLenu, pacyeT CBOWCTB MONEKY).
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Tewma 4. MNporpamma GaussView 5 ons Bu3yanusaumm XMuMU4eCKMX coe AUHEHUHN,
KOMMbIOTEPHOro MOAENNPOBaHUA U pacyeToB.

npaktnyeckoe 3aHsitne (6 4aca(os)):

Gauss View ? kak Hambonee NpPoABUHYTbI U MOLWHBIV rpadonyecknin MHTepdpeinc ons nonynsipHo
nporpaMmbl KBaHTOBO-XUMMYECKUX pacyeToB Gaussian. ViMnopTuposaHmne 1 nocTpoeHne
MONEKYNSPHbIX CTPYKTYP, 3a4adya NCXOOHbIX NapaMeTpoB 1 3anyck pacyeTos B Gaussian, MpocCMoTp
N aHanu3 nony4yeHHbIX pe3ynbTatos. ViccnenosaHne MonekynspHbIx CTPyKTyp. BpaueHue,
nepemMelleHe n MmacwtabruposaHune B 3D-pexrme ¢ NOMOLLbIO OnepaLmnii Mbllbio 1 creunanbHO
naHenn onumin, LOCTYMHbIX HAa KaXA0M rpadoMyeckoM akpaHe. HabnioaeHne YCneHHOro 3HavyeHmst
ons ntoboro CTPyKTypHOro napametpa. Vicnonb3oBaHne pasnmnyHbiX CUHXPOHU3MPOBAHHBIX U
He3aBMCUMbIX PakypCcoB OJ1 NPOCMOTPAa OLHOM U TOW Xe CTPYKTYpbl. MaHunynuposaHve
OTLEeNbHbIMM CTPYKTYpaMu 1 LenbiMu aHcambnsmm cTpykTyp. Popmathbl npeacTaBneHns
N3006paxXeHNn CTPYKTYP: MPOBONOYHbIN Kapkac, TPYOKW, wapbl U CTEPXHW/CBS3U, 3aN0NHEHHbIN
MPOCTPaHCTBEHHbIA CTUNb. OTOBpaxeHne CTepeoxnMmn4eckon nHgpopmaunn. MNMoaceeTka,
oTobpaxeHune Unun CKpbITMe aTOMOB.

Tewma 5. NporpamMmHbIn NakeT MonekynsipHoro moaenmposaHua HyperChem.
npakTnyeckoe 3aHsitne (8 4aca(os)):

[Monb3oBaTtenbckuin UHTEpPdEnc. [naBHoe OKHO U UCMONb30BaHUeE Mblwn. KnaenartypHble
anbTepHaTuBbl U KpaTyanwme nytu nporpammbl HyperChem. OTkpbiTHe haina n ycTaHOBKU
oTtobpaxeHns cTpykTyp. CospnaHve n penakTMpoBaHne MONEKYNSPHON MOAeNy, onpeaeneHne ee
reomeTpuyecknx napametpos. OnuncaHne npouenypbl NPOBEAEHNSI KBAHTOBO-XUMNYECKMX pacyeToB
B nporpamme HyperChem.

Tema 6. Mporpamma MestReNova anst 06pa6oTku, NOCTPOEHUsI U aHanu3a AaHHbIX S,0ePHOro
MarHUTHOro pe3oHaHca.

npaktnyeckoe 3aHsitne (6 4aca(os)):

ObpaboTka faHHbIx AMP aKCcneprMeHTOB Ha NEPCOHANbHOM KOMMNbIOTEPE C MOMOLLbIO MPOrpammel
MestReNova. "'pachuyeckuin nHtepdpeinc nporpammbl. OCHOBHbIE NPUHLMMNbBI U 3Tarnbl 06paboTkm
LaHHbIX: B3BELWMBAOWME PYHKLMKN 1 anoam3aums, OonoiHeHne Hynsmu, bbicTpoe npeobpasoBaHne
dypbe, hasoBas KOPPEKLNS N UCTOYHMKM ha30BbIX OWMOOK, KOppeKuns 6a30BoOi NMHUKN CNekTpa.
MpeobpasoBaHne 06bEKTOB pasnnyHbix popmato. ObpaboTka 1 oTobpaxxeHne cnekTpos,
aHanMTn4yeckme BO3MOXHOCTU, MHTErPUPOBaHME, YaCTOTHblEe METKN. VI3MepeHne KOHCTaHT
CMVH-CMHOBOro B3aMmMoaencTems, obpabotka MynbTUMIETOB.

4.3 CTpyKTypa u cogepxaHue caMOCTONATENIbHOM paboTbl AUCLUNIUHBI (MOAYNS)

Buabi
N Paspen Cemect Hepens | camoctositenbHon [TpynoeMKOCTb ;%%%:L:?:;Egga
AducumnnnnHbl pcemecha paboTbl (B yacax) 260TbI
CTYyAEHTOB P
Tema 2. "XuMuyecknia
penaktop" CS Chem &
Bio Draw 12.0 kak
CpencTBO co3aaHuns noaroToBka K
2.|0ByMepPHbIX 7 2-6 |KOHTPOJSIbHOM 12 K(;g;gganaﬂ
n306paxxeHnii pabote P
MONEKYNSPHbIX CTPYKTYP
N NX penakTMpoBaHns
Tema 6. [Nporpamma
MestReNova gns
NoAroToBka K
6 06paboTkm, NOCTPOEHMS - 15-17 KgﬂTOO;)bH%VI 18 KOHTPONbHas
‘v aHann3a paHHbIX a6 OE o paboTta
A0EPHOr0 MarHUTHOroO P
pe3oHaHca.
WNtoro 30
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5. O6pazoBarenbHble TEXHONOIMU, BK/IOYAA MHTEPaKTUBHbIE hOpMbl 06yUeHus
TPEHUHT B KOMMbIOTEPHOM Knacce.

6. OueHOUYHble CpeacTBa OJ1sl TEKYLLLEro KOHTPOJIS yCrneBaeMoCT!, NPOMEXYTOYHOMN
aTTecTauum no UToram OCBOEHUS OUCLMMNIIMHBI U y4ebHO-MmeToanyeckoe obecneyeHme
CaMOCTOSITe/IbHOW paboTbl CTYAEHTOB

Tema 1. OCHOBHbIE MOHATUSI KOMIMbIOTEPHOM rPpacOoMKn N KOMMbIOTEPHOrO MOAENUPOBaHUS B
OopraHu4eckov XMmuu.

Tema 2. "Xumunuyeckum pepaktop” CS Chem & Bio Draw 12.0 Kak cpencTBo co3aaHus
ABYMEPHbIX U3006paxeHNn MONEKYNsiPHbIX CTPYKTYP U UX pefakTUpOoBaHUSs

KOHTponbHas paboTta , NpUMepHbIE BONPOCHI:

Obpa3zeL 3anaHunii KOHTPoNbHOM paboTbl "Xumnyecknii pegaktop" CS Chem & Bio Draw 12.0 kak
CPEeAnCTBO CO34aHNS ABYMEPHbIX N300pakeHMn MONEKYyNAPHbIX CTPYKTYP U UX peaakTupoBaHums. 1.
Monbaysck nporpammoin CS Chem & Bio Draw 12.0 n3obpasmte npoekumm HolomeHa pas3nnyHbix
KOHCPOPMAaLMOHHBIX M3OMEPOB 2-MeTUNOYTaHa, PACMONOXEHHbIE B MOPSALKE YBENNYEHNS NX SHEPTUMN.
2. CKONbKO reoMeTpu4eckmnx N30MepoB 1 CKOMbKO KOHPOPMEPOB (ECNM OHWN eCTb) UMeeT
rentagmeH-2,4?7 Hapucyinte 3TM NpoCTpaHCTBEHHbIE N30MepPbI C NoMoLbio nporpammbl CS Chem &
Bio Draw 12.0 1 ykaxute, kakue 13 Hux 6yoyT HaMMeHee yCTONYMBBIMM U Kakue Hamnbonee
ycToumsbiMK. 3. NI306pasunTe ¢ nomoubio nporpammbl CS Chem & Bio Draw 12.0 NpoekumoHHbIe
hopmynbl Puwepa n onpenennte abContoTHYI0 KOHPUIypaumio LEHTPOB XMPabHOCTM CNeLyOWMNX
COeOVHEHWIA: a) 2-xnopneHTaHa; 6) 2-MeTun-3-xnopneHTaHa; B) 3-MeTus-3-xnopneHTaHa; r)
2-meTun-1-xnopbyTaHa; o) 3-xnoprekcaHa; e) 3-xnopneHteHa-1; x)
MEeTUN-aTuN-H-nponunmaonponunmetana; 3) C6H5CH(CH3)NH2; n) s6no4Hoi kucnoTsbl
HOOCCH2CH(OH)COOH; k) anaHnHa CH3CH(NH2)COOH; n) MMHOanbHOW KUCNOTI
C6H5CH(OH)COOH. 4. 306pasunTe ¢ nomoubto nporpammel CS Chem & Bio Draw 12.0 Bce
pe30HaHCHble CTPYKTYpPbl, ONUCbIBaOWME CTPOEHNE MeTUNdopMmaTa, annun-kaTmoHa, aueraT-moHa.
OnuwuTe genokanusaumio aNeKTPOHOB yKa3aHHbIX COeOUHEHWIA OOHON CTPYKTYPHOW ¢POpMynon,
LLONONHEHHOW M30rHyTbIMKU cTpenkamu. 5. Mi3obpasute ¢ nomouwpto nporpammbl CS Chem & Bio Draw
12.0 reoMeTprnyeckoe CTpoeHune cnepyowmx monekynsapHboix cuctem: H2CS, SeF4, PO(CHS3)3,
CH3SSCH3, HC(O)N(CH3)2, (CH3)2PF3, koTopoe MOXHO npeackasaTtb, Nofb3ysSCb KOHLENUNein
OTTaNKMBaHWNS BaNEHTHbIX 3NEKTPOHHbIX Nap. OueHnTe NPMMEPHOE 3HAYEHNE BANEHTHbIX Yr/0B B
9TMX COEAMHEHUSX 1 OTpa3nTe 3To Ha pucyHkax. 6. Nonb3ysack nporpammon CS Chem & Bio Draw
12.0 HanuwnTe cxembl peakunii AMEeHOBOro CUHTE3a MeXy CrefylowmnMm BelwecTBamm: a) U30MNpeH n
KpoToHoBbI anbaerng (CH3-CH=CH-CHO), 6) aMBMHUN 1 ManenHoBbIA aHrMAPWA, B) N30MPEH U
akpunoHutpun (CH2=CHCN). 7. 306pa3nTte cxematmyHo ¢ nomoubto nporpammbl CS Chem & Bio
Draw 12.0 uenoyky npespalleHunii, B3sSB B KAYECTBE NCXOAHOI0 BEIWECTBA METUNATUNKAPOUHON 1
nocnenoBaTtenbHO AeincTByto Ha Hero PC15, cnnpToBbiM pacTBOPOM €4KOro Kanu, 6poMoM, NOBTOPHO
cnnptosbiM pactsopoM KOH (2 mons), H20 (Hg2+, H+).

Tema 3. MNporpamma CS Chem & Bio 3D 12.0 gnsa Bu3yanusaumm XMuMUYeCKMX COeANHEHUN,
KOMMbIOTEPHOro MoAeNMpoBaHUA U pacyeToB.

Tewma 4. lNporpamma GaussView 5 onsi Bu3yanusaumm XuMU4eCKMX coe AJUHEHUHN,
KOMMbIOTEPHOro MOO4eNMpoBaHUA U pacyeToB.

Tewma 5. NporpamMmHbIN NakeT MonekynsipHoro moaenmposaHua HyperChem.

Tema 6. NMporpamma MestReNova anst 06paboTku, NOCTPOEHUSA U aHaNU3a AaHHbIX AAEePHOro
MarHUTHOro pe3oHaHca.

KOHTponbHas paboTta , NpUMepHbIE BONPOCHI:
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ObpaseL 3a0aHunii KOHTPObHOM paboTbl MporpaMmbl A5t KOMMALIOTEPHOrO MOOENNPOBAHNS MOMEKY/I.
Mporpamma MestReNova ans 06paboTku, MOCTPOEHUS 1 aHanM3a OaHHbIX SOEePHOr0 MarHUTHOro
pe3oHaHca. 1. cnonbaysa nporpammy HyperChem cospaiTte MONEKynspHYO0 TPEXMEPHYIO MOAENb
cnenyowmnx CoeMHeHWA: a) TeTpaMeTunmeTaHa, 6) MeTnnoBoro adompa yKCycHOM KMCNoThbl, B)
6eH3anbmernaa, r) aumeTuncynbgara. icnonbayinte BapmaHT NpeacTaBneHnst TPeXMEPHOM MoLaenu
?CtepxHm n Toukn? (Sticks&dots). Onpenennte 0OCHOBHbIE FEOMETPMYECKME NapaMeTpbl NOYyYEHHON
momenu. 2. Micnonb3ysa nporpammy CS Chem & Bio 3D 12.0 co3paiTe MONEKYNSPHYO TPEXMEPHYIO
MoAeNb cneayowmx coeamHeHnia: a) rmapasnHa NH2?NH2, 6) oumetunancynbcouaa CH3SSCHS, B)
rekcadpeHunbeHsona (C6H5)6C6. cnonbaylite BapmaHT NpeacTaBneHns TpexXMepHoli Moaenm
?Wapbl n ctepxHN? (Ball&Stick). Onpenennte oCHOBHblE reOMeTpMYECcKe napaMeTpbl NONyHEeHHOW
momenu. 3. Vicnonb3ysa nporpammy GaussView 5 cosnanite MONeKynsipHyto TpEXMEPHYO MOLENb
cnenytowmx coeanHennii: a) CH3PH2, 6) C6H5PH2, B) (CH3)2PC=N. ConocTtaBbTe A/MHbI CBSI3€i
yrnepon ? pocdop B aTMX coeamHeHusx. Vicnonbaynte BapnaHT NpeactaBneHns TpeXMepHon
mooenu ?Ball & Bond Type?. 4. C nomowbto nporpammel MestReNova nposeaute 06paboTky
cnektpa AMP 1H, otobpasute Ha cnekTpe XUMUYECKNEe CABUIMN N MHTErPanbHble UHTEHCMBHOCTY
curHanos. ObpaboTaiite MynbTUNAETbl B OTAE/IbHOM OKHE, YKa3aB KOHCTaHTbl CMINH-CMMHOBOI0
B3aMMOOEeNCTBUS.

Tema . UToroeasi popma KOHTpons

MpuMepHbIE BONPOCHI K 3a4eTy:

Bon pOCbI K 3a4eTy:

1. OCHOBHbIE MOHATMS KOMMbIOTEPHOM rpadorkn 1 KOMMbIOTEPHOrO MOAENMPOBAHUS B OPraHNYeCcKOoM
xuMunn. MprHUMNBI rpadornyeckoro n306paxeHns XMMUYECKX oopMys B OPraHNYeCcKon XmMmMmun.

2. CoBpeMeHHble NakeTbl MporpamMm Asis n306paxeHns XMMNYeCcKNX qoopMyn 1 ypaBHEHWUA peakLuiA.
TpeboBaHms nporpamMm K onepaumoHHbIM cuctemam. CoBmectTmmocTb nporpamm ¢ Microsoft Office.

3. "Xumuyecknin pegaktop" CS Chem & Bio Draw 12.0: Ha3Ha4eHne 1 BO3MOXHOCTW. 3anyck
nporpammbl CS Chem & Bio Draw 12.0. OTkpbITYE (oainoB C pa3HbiM pacMpeHneM.
[Monb3oBaTenbCKNin NHTEPHPENC NPorpamMmbi.

4. "Xummnyecknii pepgaktop" CS Chem & Bio Draw 12.0. O630p BaXXHEWMLWNX 9NEMEHTOB IMABHOW U
KOHTPONbHOW NaHenei. VIHCTpyMeHTbl BblAeNeHNst U MacTabrupoBaHns, PUCOBAHNE MbILbIO.
NHCTpyMeHTbl n306paxkeHns CBSI3ei N XMMmn4ecknx cumBonoB B nporpamme CS Chem & Bio Draw
12.0.

5. "Xumunyeckunii pegaktop" CS Chem & Bio Draw 12.0. MNpeobpasoBaHne CTPYKTyp: NOBOPOT,
oTobpaxeHwue, KNoHNpoBaHue. Mcnonb3oBaHue WabnoHoB. HanncaHme cxeM XMMNYEeCKnx peakLuii.

6. Mporpamma CS Chem & Bio 3D 12.0 gns Busyannaaumm XmMmM4YeCckmux COeaUHEHWUN,
KOMMbIOTEPHOr0 MOAENNPOBaHMSA 1 pacyeToB. OCHOBHblE NpUHLMNBLI paboTbl. ["padunyeckuin
nHtepgoenc nporpammbl CS Chem & Bio 3D 12.0 (okHO Momenn, CTpoka COCTOSIHMSA, NaHesb
BPALLEHNS, 3aroNoBOK OKHA, CTPOKA MEHIO, NaHenb MaclwtabrvpoBaHus, HAbop MHCTPYMEHTOB ONs
co3naHns mogenn).

7. MNporpamma CS Chem & Bio 3D 12.0. Co3naHue n pegaktupoBaHme TPeEXMEPHbIX MoLenen
XUMUYECKMX COeAVHEHWN (Co3aaHne yrneponHOro 0OCToBa, BBEAEHWE retepoaroma B Moaenb,
nononHuTenbHble coyHkuMM). OnucaHme npouenypbl NPoBeAEeHNS KBAHTOBO-XMMUYECKNX PaCHeTOB B
nporpamme CS Chem & Bio 3D 12.0 (nouck MUHUMyMa SHeprum MoL4enu, pacyeT CBONCTB MONEKYN).

8. Nporpamma Gauss View 5 ana sudyannsaumm XuMM4eCckmux CoeanHEHN, KOMMbOTEPHOro
MOOENnpoBaHMa 1 pacyeTos. IMnopTrpoBaHMe 1 NOCTPOEHME MONEKYNAPHBIX CTPYKTYpP, 3anadva
NCXOAHbIX NapaMeTpoB K 3arnyck pacyeTos B Gaussian, NPOCMOTP 1 aHann3 nony4YeHHbIX
pesynbTartos. lccnenosaHne MONEKyNsapHbIX CTPYKTYP.

9. MNMporpamma Gauss View 5. BpaweHue, nepemelseHne n macwtabrvposaHue B 3D-pexume ¢
MOMOLLbIO OnepaLnii MbIWbIO U CNeuranbHON NaHenn onumim, AOCTYMHbIX HA KaXA0M rpadonyeckom
aKpaHe. HabniogeHrne YmcneHHoro 3HadeHns onsg noboro CTpykKTypHOro napameTpa.
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10. MNMporpamma Gauss View 5. Vicnonb3oBaHne pasnnyHbiX CUHXPOHU3MPOBAHHbBIX U HE3ABUCKMbIX
pakypcoB Ons NpOCMOTpa OOHOW M TOW Xe CTPYKTypbl. MaHunynupoBaHue OTAeNbHbIMU
CTPYKTypamu 1 LenbiMn aHcambnsimMm cTpykTyp. @opmatbl NnpeacTaBneHnst n3obpaxxeHuin CTpyKkTyp:
MPOBONOYHbIN Kapkac, TPyOKu, Wwapbl U CTEPXHW/CBA3W, 3aNONHEHHbIA NPOCTPAHCTBEHHDIA CTUNb.
OTobpaxeHune cTepeoxmmmyeckon nHpopmaumn. MoaceeTka, oTobpaxeHne i CKPbITUE aTOMOB.

11. MNporpammHbI NakeT MmonekynsipHoro mogenuposaHus HyperChem. lNonb3oBaTtenbckuin
NHTepgoenc. [[naBHOe OKHO 1 NCNOJb30BaHME MblwW. KnaeBnaTtypHble anbTepHaTyBbl U KpaTyanimne
nyTv nporpammbl HyperChem. OTKpbITME doaina n yCTaHOBKM 0TOBpaxXeHns CTPYKTyp.

12. [NporpaMmHbIin nakeT MonekynspHoro mogenuposaHnsa HyperChem. CosnaHue m
penakTupoBaHue MONekynsapHoOn Mooenu, ornpeneneHne ee reoMeTpmyecknx napamMmeTpos.
OnuncaHve npouenypbl NPOBEOEHNS KBAHTOBO-XMMMYECKMX pacyeToB B nporpamme HyperChem.

13. Nporpamma MestReNova ans 06paboTkn, NOCTPOEHUS U aHanM3a AaHHbIX S4ePHOro
MarHUTHoOro pesoHaHca. ObpaboTka faHHbIX AMP 3KCneprMMeHTOB HA NepPCOHaNbHOM KOMMbIOTEPE C
nomoubio nporpammbl MestReNova. ['padomnyeckuin nuHtepgoenc nporpammbl. OCHOBHbIE NPUHLUMMbI
1 aTanbl 06paboTKy AaHHbIX: B3BELWMBAOWME (OYHKLMN 1 anoan3auns, LONONHEHNE HYNSMM,
6bicTpoe npeobpasoBaHme Pypbe, pa3oBas KOPPEKLMSA N UCTOYHNKM (ha30BbIX OWMOOK, KOPPEKUNS
6a3oBoii nuHUK cnekTpa. NpeobpasoBaHne 06 bEKTOB pasnmnyHbIX HOPMATOB.

13. MNMporpamma MestReNova. ObpaboTtka 1 oTobpaxeHne CnekTpoB, aHANMUTUYECKME BO3MOXHOCTMU,
NHTErpupoBaHne, YacToTHble METKMN. I3MepeHne KOHCTaHT CANH-CMNHOBOIO B3anMOOENCTBUS,
obpaboTka MynbTUNNETOB.

3apaun Kk 3a4eTy B rpacorMyeckom goopmate BKIIYEHbI B MPOrpaMmy AUCLIMMVHBI B KA4eCcTBe
MPUNOXEHUSI.

7.1. OcHoBHas nuTeparypa:

1.4myTOBa, I".A. AcnekTbl cBsA3K "CTpoeHmne - peakumnoHHas cnocobHoCTb": y4ebHoe nocobue / T, A.
UmyToBa; KasaH. (lpusonx.) penep. yH-T, XuM. nH-1.?7KasaHb: [KazaHckui ([prBonxckui)
doenepanbHbln yHuBepcuteT], 2010.793 c.

2.BBeneHue B xeMonHpopmMaTuky, KomnbioTepHoe NpencTaBneHne XMMMYeckKnx CTpyKTyp: y4ebHoe
nocobue / T. N. Magxunpos [u op.].?KasaHb: KasaHckuin yHnesepcutet, 2013.?7173 c.

3.M'Bo3neBa B. A. basoBble 1 NpuknaaHblie MHPOPMALMOHHbIE TexHoNnorum: YuebHuk / B.A.
Bo3mesa. - M.: N POPYM: HAL NHDPA-M, 2014. - 384 c.

http://znanium.com/bookread.php?book=428860

4. ®epotosa E. J1. MpuknapHble nHOpMaLUMOHHbIE TexHonorun: YuebHoe nocobue / E.J1.
®depnotosa, E.M. MNopTHOB. - M.: 1O POPYM: HNL MHDPA-M, 2013. - 336 c.:

http://znanium.com/bookread.php?book=392462

7.2. JlononHuTenbHasa nuteparypa:

1. ByTbipckas E.B.KomnbloTepHas xmMms: oCHOBbI Teopun 1 pabota ¢ nporpammamu Gaussian u
GaussView . [9nekTpoHHbIN pecypc] - M.: ConoH-lpecc, 2011. - 220 c.
http://www.bibliorossica.com/book.html?currBookld=10448&

2. Ncakosa O.I1., Tapacesuy .10, KO3tok HO.. ObpaboTka 1 BU3yanusaums JaHHbIX OU3N4ecKmx
aKcnepuMeHToB ¢ nomoubio naketa Origin - M: KHnxHbin gom "JIMBKOM", 2009. - 136 c.

3. beikoBa, B. B. NckyccTBo co3paHmsa 6a3bl naHHbix B Microsoft Office Access 2007 [OneKTpOHHbIi
pecypc] : Y4eb. nocobue / B. B. BeikoBa. - KpacHosipck: Cunb. coenep. yH-T, 2011. - 260 c.
http://znanium.com/bookread.php?book=443138

7.3. UHTepHeT-pecypcChbl:

PykoBoacTtso nonb3osatens nporpammbl ?CS Chem & Bio Draw 12.07 -
http://www.cambridgesoft.com/services/desktopsupport/documentation/manuals/files/chembiodraw.pdf
PykosogcTteo nonb3osartens nporpammbl ?7CS Chem & Bio 3D 12.07 -
http://www.cambridgesoft.com/services/DesktopSupport/Documentation/Manuals/files/ChemBio3dV12.pdf
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PykoBoacTtso nonb3oBatens nporpammbel ?GaussView 57 -
http://www.gaussian.com/g_tech/gv5ref/gvbref toc.htm

PykosogcTtso nonb3osartens nporpammbl ?HyperChem 77 -
http://www.chemistry-software.com/pdf/hyperchem_getting_started.pdf

PykoBoacTtso nonb3oBatens nporpammbel ?MestReNova? -
http://mestrelab.com/downloads/manuals/MestReNova-8.1.0_Manual.pdf

8. MarepmanbHo-TexHU4eckoe obecrneyeHne QUCLMUNINHbI(MOAYNS)

OcBoeHre gncunnnuHbl "KoMnbloTepHas rpadvka B opraHnyeckon xmMmmn" npegnonaraet
NCNONb30BaHNE CNenyWero MatepranbHO-TEXHNYECKOro obecnevyeHns:

MynbTumMeguiiHas ayantopus, BMECTUMOCTbO bonee 60 yenosek. MynbTumMeauiiHas ayamtopums
COCTOUT N3 UHTErPUPOBAHHBIX UHXEHEPHbIX CUCTEM C €ANHOWN CUCTEMON yNpaBneHns, OCHaWeHHas
COBPEMEHHBIMM CPeacTBamMy BOCMPOU3BEAEHNS 1 BU3yannaaumm nobo Bnaeo n ayamo
NHpopMaLUK, NONy4EHNS 1 Nepenadun dNeKTPOHHbIX JOKYMEHTOB. TnnoBas KoMnaekTaums
MyNbTUMEONIAHON ayanTOPUM COCTOUT U3: MyNbTUMEONAHOrO NPOEKTOpPa, aBTOMaTU3NPOBAHHOIO
MPOEKLMOHHOr0 9KpaHa, akyCTMYEeCKON CUCTEMBI, a TAKXe MHTEPAKTMBHOW TPpMBYyHbI MpenonaBaTens,
BK/IOYAoLWen Tay-CKPUH MOHUTOP C AnaroHasnbio He MeHee 22 OI0MOB, NepCOoHaNbHbIn KOMMbIOTEP
(C TexHUYecknMm xapaktepuctmkamm He Huxe Intel Core i3-2100, DDR3 4096Mb, 500Gb),
KOHdpepeHL-MUKPOOOoH, 6ecnpoBofHOM MUKPOMOH, 610K ynpaeneHus 060pynoBaHNEM, UHTEPGECHI
noakntoyeHms: USB,audio, HDMI. HTepakTnBHas TpnbyHa npenofnaBaTens SBnseTcs KNo4YeBbiM
9NEMEHTOM yrNpaBneHns, 00 beANHAOWNM BCE YCTPONCTBA B €AMHYIO CUCTEMY, 1 CNYXUT
MONHOLUEHHbIM paboynm MecToM npenonasartens. lNpenonasarenb MMeET BO3MOXHOCTb NErko
yrnpaBnsiTb BCE CUCTEMOW, HE OTX0AS OT TPMOYHbI, YTO NO3BONSIET NPOBOAMTDL NEKLMN, NPaKTUYecKne
3aHATUSA, Npe3eHTaumm, BebrnHapbl, KOHEPEHLMN 1 Opyrie BUabl ayAMTOPHON Harpy3km
oby4varowmxcs B yoobHON 1 AOCTYNHOW ONst HUX POPME C MPUMEHEHNEM COBPEMEHHbIX
MHTEPaKTMBHbIX CPeACTB 0Oy4eHMs, B TOM YMCNe C MCMONb30BaHMEM B NpoLecce 0byyeHns Bcex
KopnopaTuBHbIX pecypcoB. MynbTumMeoninHas ayautopus TakXke oCHaleHa WupPOoKOnonoCHbIM
LOCTYNOM B CeTb MHTEpHET. KomnbloTepHoe 060pynoBaHMEM NMEET COOTBETCTBYIOWEE
NIMLLEH3NOHHOE NPOorpaMMHoe obecneyeHue.

KomnbtoTepHbIl knacc, npeacraensowmii coboi paboyee Mecto npenogasaTens n He meHee 15
paboyrx MECT CTYAEHTOB, BK/IOHAIOLWMX KOMMbIOTEPHbINA CTO, CTYN, NEPCOHASbHbIA KOMMbIOTEP,
NVMLEH3NOHHOE NporpaMMHoe obecneyeHre. Kaxablii KOMAbIOTEP MMEET WNPOKOMONOCHBIA JOCTYN B
ceTb NHTepHeT. Bce koMnbioTepbl NOAKMOYEHbI K KOPNOpaTMBHOM KOMMbioTepHON ceTn KDY n
HaxoO4sTCS B €4MHOM OOMEHe.

JlekumoHHble 1 npakTuyeckue 3aHATUS No gucumnavHe "KomnbioTepHas rpagomka B OpraHn4yeckonm
XMMUK" NPOBOOSATCS B KOMMbIOTEPHOM Kflacce xnMmyeckoro kopnyca K®Y (ayoutopus 425), B
KOTOPOM pasMelleH BblHUCIUTENbHBIN Knactep XuMudeckoro nHetutyta um. A.M. bytneposa K®dY.

Mporpamma cocTtasneHa B cootBeTcTBum ¢ TpebosaHnsmm GrOC BIMO 1 y4ebHbIM nnaHoM no
HanpasneHnto 020100.62 "Xumma" n npodomnto noarotosky OpraHnyeckas XmMms .
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