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Annoranusi YMK u patoueii nporpammsl kypca «Ilouck xumudeckoii nHpopManuu B
HAYYHO-TEXHHYECKHUX 0a3aX JaHHBIX»

OnHO M3 HEOOXOIUMBIX YCIIOBHUH JalbHEUIIETO Pa3BUTHsI 00pa30BaHUS U HAYKHU — JTOCTYII K
COBpEMEHHBIM HH(OPMALIMOHHBIM pecypcaM U yMeHue uX 3()(YEKTUBHOrO HCIOJIB30BAHUS.
YMK «llonck xumuueckoit nHGOpMAIMK B HAYYHO-TEXHUYECKUX 0a3ax JaHHBIX» HAINpaBJIeH Ha
BKJIIFOYCHHE B XHMHYeckoe oOpasoBanue B HUY-HI'Y Hopeitmmx wuHpOpManmoHHBIX
TexHosoruil. OH CBsi3aH C pa3padOTKON KOHUENIMHA CHUCTEMAaTHYECKOTr0 OOYyYeHHUS CTYIEHTOB
aJpecCHOMY TIOMCKY XHMMHMYECKOH HH(OpMalHK, aJanTHPOBAHHOIO K HUX MOpOPWIsIM U
MO3BOJISIONIETO BBOAUTH OJ0KHM MH(POPMALIMOHHBIX TTOMCKOBBIX TEXHOJIOTHI B Y4eOHBIH mporiecce
Ha TPOTSKEHUH Bcero nepuoja oOyueHus. B coctaB YMK Bxonar cTpykTypa u mporpamma
Kypca sekuuid «[loMck XuMudeckoil MH(POpPMAalUU B HAYYHO-TEXHHUYECKUX 0a3aX TaHHBIXY,
PEKOMEHIallMK 0 OpraHu3allid CaMOCTOSITEJIbHON pPabOThl CTYJEHTOB M OaHK OOy4arolux
MaTepUasoB.

YMK otHOcuTCs K 6a30BOi yacTu mpodeccuoHaabHoro yueobnoro nukia b.3. ocHOBHOI
00pa3oBaTeNbHON  MporpaMMmbl MOATOTOBKM 10  HampasieHutro 020100  «Xumusa»
(xBanudukanus «OakanaBp»). YMK peanusyerca na dakynpTeTe ecTecTBeHHbIX Hayk HUY-
HI'Y xadenpoii Opranndeckoil XUMHH.

Pabouas mporpamma kypca «llouck xumuyeckoil MHGPOpPMAIMU B HAYYHO-TEXHUYECKUX
0a3ax JaHHBIX» BKJIIOYAeT B ce0s 0030p OCHOBHBIX Ui HPO(ECCHOHAIBHOTO XHUMHUKA
COBPEMEHHBIX MCTOYHUKOB MHpopMaiuu — 06a3 manHbix (bJl) u mHpOpMAIIMOHHO-TTOMCKOBBIX
cucrem (UIIC), m3zyuenue ux ocoOeHHOCTEH U obiacTedl NPUMEHEHHs, METOJOB IOMCKa
pa3iIuyYHON  creuuanu3upoBaHHOW uHopmanuu — Oubnuorpaduyeckoil, CTPYKTypHO-
XUMHYECKOH, (pakTorpapuuecKon ¥ HHOM.

Kypc «llouck xumuyeckoit wuHOpManUM B Hay4YHO-TEXHHYECKHX 0a3ax JIaHHBIX»
crocoOcTByeT OpMUPOBAHUIO Y cTyAeHTOB 00mekyapTypHbIX (OK-5, OK-7, OK-8, OK-9, OK-
10) u npodeccronanpubix (ITK-4) KoMIETEHITHIA.

Kypc npeagycmarpuBaer ciemyroniue (Gpopmbl OpraHu3alnuy y4eOHOro mpouecca: JIEKIHUH,
mpakTH4eckue 3aHsATHs B ydeOHbiIx u peanbHbix bJ[ u WIIC, koHTponbHBIE padOTHI,
camocTosITeNbHas paboTa CTy/IeHTa, KOHCYJIbTAlluH, c/ladya 3a4eTa.

PesynbTaromM oOyueHMs B paMKax Kypca SBISE€TCS  HMTOroBas  OLEHKa  (He
muddepeHIIMpOBaHHBIN 3a4eT).

PabGoueil mporpammoii Kypca HpeayCMOTpPEHBI CIEAYIOIIHE BHJbl KOHTPOJS: TEKYLUIMH U
WUTOTOBBIN. TeKyujuit KOHmpo/ip BKIIOYAECT KOHTPOJIb MOCEIIAEMOCTH 3aHATUM, cAavy 3aJaHHil
JUI CaMOCTOSTENIbHOM pa0OThl M HamUCaHHWE KOHTPOJbHBIX paboT. s nmomycka K 3adery,
CTYJCHT X0Jie O0YYEHUS TOJKCH: MOCETUTh HEe MeHee 50% 3aHsATHH; BBIMOIHUTE 6 KOHTPOJILHBIX
pabotr. Hmozoewtit KoHmponp BKIIOYAET BBHINOJIHEHUE 3aU€THOrO 3aJ[aHus, COCTOALIETO B
COCTaBJIEHUH MOMCKOBOIO 3aIpoca U MPOBEICHNHU NoucKa HHPopMaluu B peiaeBaHTHON B/ min
UIIC o TemaTnke cOOCTBEHHOM KypCOBOH (IUTIIIOMHO#) paboTHI.

Pabouast mporpamMmma Kypca paccunTana Ha 72 akaaeMuueckux vaca. OO0mas TpyJI0eMKOCTh
JTUCITUTIMHBI 2 3a4€THBIC €TUHUIIBL.

[Tporpammoii ipeycMOTpeHbl 14 JIEKITMOHHBIX YacoB, 3 Yaca MPAKTHYSCKUX 3aHATHH, 29
4acOB MPOXOXKACHUS KOHTPOJIbHBIX TOYEK B T€UEHUE CEeMECTpa (BKIIIOYasl JOMALIHHUE 3aJJaHN), 2
Yaca 3a4eTa, a TaKkke 24 Jaca caMOCTOSITEIbHON pabOTHI CTYIEHTOB.

[TomyueHHble B paMKax Kypca 3HaHUS TIO3BOJSAT CTYACHTaM BBIPA0OTAaTh HABBIKH
CaMOCTOSITENILHOTO TMOUCKAa U OO0pabOTKH CIEeNUATU3UPOBAHHOM XMUMHUYECKON HH(pOpMAIUH C
UCIIOJIb30BAaHUEM TOMCKOBO-aHAIIMTHUUECKUX BO3MOXHOCTe coBpemenHbix b/l u WIIC,
HeoOXouMbIe JJis ocaeAyoeil mpodeccHoHaTbHON AeSITENbHOCTH.

Kypc «[louck xumuueckoil nHopMaluyd B HAYYHO-TEXHUYECKUX 0a3aX JaHHBIX) SBISETCS
oOHOBJIEHHEM cyliecTBYyomIero kypca «llouck xumudeckoil nHGpopmalu B 6a3ax JaHHBIX CETU
STN International», nmpenogaBaemoro cryaeHtam 4-ro kypca ®EH otnenenus «Xumus» Ha
Kadeapax opraHUYeCKON M aHAMTHYECKONH XuMuKu. HeoOxonuMocTs 0OHOBIIEHUST 00YCIOBIICHA
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OBICTPBIM TIPOTPEeccOM B 00JACTH 3IEKTPOHHBIX HWH()OPMAIMOHHBIX PECYpCOB AJII HAYKH W
obpazoBanus; yBenmmueHnwem kosmuectBa bJI u  UIIC, pmocrymaeix B HUY-HI'Y;
1EJIECO00Pa3HOCTHIO pacipocTpanenust kypca Ha crtyaeHToB OEH apyrux cnemnumanbHOCTEM
(manpumep, kadeapbl KaTaauza U afcopOIMH); MEPEXOAOM Ha HOBBIC MPUHIMIIBI OOYYCHUS B
pamkax ®I'OC BIIO 3-ro nokosneHwus.

Kypc wumeer wnenocpenctseHnoe otHoumienue k I[IHP-4 «HoBble wmarepuane» u
CIIOCOOCTBYET Pa3BUTHUIO Y CTYACHTOB KJIIOYEBBIX KOMIIETCHLMNM B TAaKUX HAIpPaBICHUSIX, KaK
MOKCK CIEeUUATU3UPOBaHHON MH(GOpPMALMKM MO XHMHUYECKOMY MaTepUalOBEICHUIO C LEIbI0
pa3paboTKH TEXHOJIOTUN HAIIPABIIEHHOTO CUHTE3a ()YHKIIMOHATBHBIX MAaTEPHAIIOB.

YMK «llouck xumuueckord HH(MOpMAIMM B HAyYHO-TEXHUYECKHUX 0a3ax MaHHBIX» U
COOTBETCTBYIOIIUN Kypc pa3paboraHbl B pamkax Meporpusatus 1.1. bioka 1 3assku HI'Y mo
npoekTy «HannoHanpHbIM UCClIe10BaTENbCKUI YHUBEpCUTET» U 3a1auu | IIporpammsl pa3BuTtus
HI'Y, B uactu, Kacaromieiics CIeIylOIUX ITYHKTOB: COBEPILIEHCTBOBAHME OOpa30BaTEIbHBIX
METOJMK M TEXHOJIOTHiA, B TOM YHKCJE€ Ha OCHOBE OJOYHOrO MPHUHIIMIIA OPraHU3alUU YUeOHBIX
KYpCOB, UCIIOJIb30BaHUSI PECYpPCOB HMH(DOPMAIMOHHOW Cpefpl; TMPOJIOIDKEHHE Ipolecca
unterpaimn - HUY-HI'Y B MupoBoe HayuyHO-00pa3oBaTelbHOE MPOCTPAHCTBO C  IEIBIO
VKpEIUJICHUSI €ro penyTaliy, MOBBIIIEHUS MECTa B MEXKIYHAPOJHBIX PEUTHUHTrax, JIOCTYyMa K
MUPOBBIM PhIHKaM HH(POPMAIMHU U 3HAHUH.



1. esn kypca

Ilenw kypca «Ilonck XxuMuYecKol WH(GOPMAIIMK B HAYYHO-TEXHUYECKHX 0a3axX JaHHBIX)» —
dbopMupoBaHHE y CTYIEHTOB NPO(PECCHOHANBHBIX HABBIKOB Pa0OTHI C OTEYECTBEHHBIMH U
3apyOeKHBIMU KOMITbIOTepHBIMH HH(popMaroHHbIMU pecypcamu (Bl u UIIC) no xumuu, B ToM
Yyyciae MaTeHTHbIMU. Ha JeKuMsX CTyOeHThl MOJIy4YaroT OCHOBHBIE 3HAHHMS O COBPEMEHHBIX
KOMIIBIOTEPHBIX ~ MH()OPMAIIMOHHBIX pecypcax B OONAacTH XHMMHH, METOAAX IIOHUCKa
CIelMaIu3upOBaHHON nH(popMaluy B Haubosee aBTopuTeTHBIX MUpOBBIX bJ[ 1 UIIC, moaxomnax
K pa3paboTKe cTpaTerwii Mmoumcka pejeBaHTHOW WHpopMmauuu. Ha ceMHUHApCKUX 3aHATHUSAX —
pa30oMparoT TUIOBBIE 337a4U PA3IMYHOMN CI0KHOCTH, y4aTcs MPOBOAUTH MOUCK HHPOPMAILINH 110
TEMaTHUKE M BEUIECTBY B OMOIHMOrpaduuecKux, CTPYKTypHO-XUMUYECKHX, (hakTorpaduyeckux u
unbix b/l u UIIC. B xone o0y4yeHus CTYyAEHTHl MHTEHCHBHO pabOTalOT CO BCIIOMOTaTEIbHOU
JUTEPATypO M PEIICBAHTHBIMH WH(OPMAIMOHHBIMU PECypCcaMu, JOCTYITHBIMU I10 IOJIKUCKE B
HUY-HI'Y unu uncturyrax CO PAH, a Takxe OecruiatHo B cetu HTepHET.

Pe3ynomamul  0ceoenua Kypca CTyneHTamMH — o0JNaJaHue CHCTEMaTU3UpPOBAaHHBIMU
3HAHUSAMU O COBPEMEHHBIX MCTOYHUKAX XUMHUYECKOW HMH(OpMAIUH, BIaJCHUE COBPEMEHHBIMU
pHEeMaMHd ¥ METOJIaMH IOJIYYCHUS PEJICBAaHTHOW WH(OPMAINH, TPHOOPETECHUE MPAKTUICCKIX
HaBBIKOB IPOBEEHUS pa3HooOpa3Hbix orckoB B bJ[ u UTIC.

2. MecTo Kypca B CTPYKTYpe 00pa3oBaTe/ibHOM MPOrpaMMbl

Kypc «llouck xumuyeckoi wuHopManuu B HayYHO-TEXHMUYECKUX 0a3ax JaHHBIX»
OTHOCUTCA K 0a30BOM dYacTu mpodeccHoHambHOrO Yy4yeOHoro mnukia b.3. ocHoBHOMU
oOpazoBarensHoil mporpammbl (OOII) moaroroBku mno HampaiaeHuto 020100 «Xumus»
(kBanudukanus «bakanaBp») U onupaercs Ha cienyromue aucuuinasl OOIT:

— Opranuueckast XuMHst
— ABanmutndeckass XUMHASL
— OCHOBBI KOMITBIOTEPHOM TPaMOTHOCTH

Pe3ynbTaThl 0CBOEGHUS Kypca HCIONB3YIOTCA B ciieayrommx aucuuminaax OOIT:

— Hay4Ho-uccnenoBarenbckas MpakTUKa

— Merononorus opraHu4ecKoro CHHTE3a

— CnenuanbHble METO/Ibl CHHTE3a OPTaHUYECKUX COCTUHEHHM
— AHanuTHYecKas XMMHsS 00bEKTOB OKPYXKAIOIIe cpeibl

3. Komnerenuun odyuyaromerocs, popmupyembie B pe3yJbTaTe 0CBOCHHS Kypca

O01eKyJIbTYpHbIe KOMIIETEHIIUU:

— YMEHHE JIOTHYECKH BEPHO CTPOUTH YCTHYIO U ITcbMeHHY0 pedb (OK-5);

— yMeHHe paboTaTh C KOMIBIOTEPOM Ha YPOBHE IOJIb30BATENs M CIIOCOOHOCTH MPUMEHSThH
NOJIyYeHHbIE HABBIKM KaK B COIMAbHOM cdepe, Tak W B OOJIACTH MO3HABATEIbHOM W
npodeccronanbHo# aesteasbHocTH (OK-7);

— CHocOOHOCTh TOHUMATh CYHIHOCTh M 3HAYeHHE HHQPOPMALUU B Pa3BUTUU COBPEMEHHOIO
o011ecTBa, CO3HAaBaTh OMACHOCTH M Yrpo3bl, BO3HUKAIOUIME B ATOM Ipolecce, coOIoaaTh
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OCHOBHBIE TpeOoBaHHMS HMHPOPMAIMOHHON OE30MACHOCTH, B TOM YHCJIE 3aIIUTHI
rocyaapctBeHHoi Taiinsl (OK-8);

— BIIQJICHHE OCHOBHBIMH METOJAMH, CIIOCOOAMU U CPEICTBAMHU IOJYYCHUS, XPAHCHUS,
nepepadoTKu WHPOPMAIIUU, HABBIKU PaOOTHl C KOMITBIOTEPOM KaK CPEJCTBOM YIPABICHHS
undopmarueit (OK-9);

— cnocobOHOCTh paboTaTh ¢ HH(pOPMAIUEH B IIT00AIBHBIX KOMITBIOTEPHBIX ceTax (OK-10).

IIpodeccnonabHbIe KOMIIETEHIIUM:

— CIIOCOOHOCTh TPHUMEHATH OCHOBHBIC 3aKOHBI XHUMHHU TPU OOCYKIECHUH IOJTYYCHHBIX
pe3yJIbTaToB, B TOM YHKCIIC C MPUBIeUeHUEM HH(popMalnonHbix 0a3 ganubix (IK-3).

B pe3yabTarte ocBoeHusi Kypca o0y4yarouuiics 0yaer:

— HMETh MPEJICTaBICHHEe 00 OCHOBHBIX MUPOBBIX HMH(popmammoHHBIX pecypcax (B u UIIC) B
00J1aCTH XMMUH, BKIIIOYAs UX CreHU(UKY;

— 3HaTh METOJbl U MPUEMbl OHJIAMHOBOIO MOUCKA CHEUUATU3UPOBAHHON HAYYHO-TEXHUYECKOM
nHpopmanuu;

— yMeTh HaxXxOIWTH PEIEBAHTHYIO HAYYHO-TEXHHYECKYI0 MH(OpMAIMIO MO0 TEeMaTHKE HAyYHOU
paboThl, BKJIOYasi KYpCOBbIE U JUIIOMHBIE Pa0OTHI,

— yMeTh MOJIb30BaThcs crpaBoyHoi nuteparypoi, b/l u UIIC, Bkiodas pecypchbl, cBOOOIHO
JIOCTYIIHBIE B ceTu VHTepHeT.



4. CTpykTypa u coaep:kaHue Kypca

OO01mast TpyI0OeMKOCTh Kypca COCTaBIISICT 2 3a4€THBIC CIUHUIIBI, BCETO /2 aKaJleMUYSCKUX
Jaca.
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Pabounii niian kypca

Touck no meme Hayunol (Kypcogotl, OUniomMHoll) pabomsi 8
penesaummuou bJ].

Henensa Tembl 3auaTuit
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IIporpamma kypca

|. Ilouck nndopmanun B 6ndanorpaguyeckux b/l u UIIC

Jexkyus 1. Beeoenue. Xapakmepucmuka 0CHOBHbIX UCMOYHUKOG UHDOpMayuu no Xumuu
OcHOBHBIE  NPUYMHBI ~ OOy4YeHHMs]  MOMCKY  HMHPOpMAMM  —  MHPOBO33PEHUYECKHE,
npodeccuonansubie, yueOusie. llemun, 3amaun, nporpamma kypca. HeoOxomumocTs o0ydeHUS
MOKCKY Clielnann3upoBanHoil uHpopmanuu. beicTpoe Bo3pacTanue oobeMa U TuBepcUpUKaus
HUCTOYHUKOB XxuMudeckor uHpopMmaruu. MHopmannonHoe 3HadeHne nateHToB. Crenuduka
pabotel ¢ xumuueckod uHpopmanuein. MIIC, mmardopmer, BJI, cetu BJl. OcHOBHBIE THIIBI
KomnbloTepHbIX B/l  —  OubOnumorpaduueckue, QaxTorpapuueckue, MOTHOTEKCTOBBIE,
cupaBounnku, bJl BemectB, bJl peaknumit. BJl nmns npodeccnoHanmoB M «OOBIYHBIX)
nosib30Bateseil. XapakTepucTuka OCHOBHBIX mnpodeccuoHanbHbix bJl m UIIC mo xumwuw,
nocrynabix B HUY-HI'Y u CO PAH. Cerp STN International kak nmpumep riobanbHO# ceTh
npodeccuoHabHbIX B/I.

Jekuyusa 2. Temamuueckuii nouck 6 ouonuozpaguueckux b/ u HIIC

Xapakrepuctuka ounodmmorpaduueckux bl u UIIC. [ToauTemaTndeckre U CrielHaIn3UPOBAHHbBIC
pecypcsl. Pasnuunbie Bepcun ogHoi bJl B 3aBucuMoctu oT miatdopmel / cetu. b/l m UIIC o
nutupoBanuto. Ilatentneie Oubnuorpadudeckue bJ[. OcHOBHbIE TMOHSTHS U TEPMHHOJIOTHS:
3anuck bJl, nonst (MHaeKckl), ocHOBHO# (BasiC) u crienmanu3upoBaHHbie HHIEKCH. COCTaBICHUE
MOKMCKOBOTO 3anpoca. Oneparopsl OyieBol JOTHMKU U onepaTopsl 0sin30cTu. CUMBOJIBI yCEUSHUS
u MmackupoBanus. Komanaseii s3eik (Ha npumepe cetu STN International). Tlposenenue
TemMaTudeckoro mnoucka. [lomck 1O «BOOOAHOMY» TEKCTYy B OCHOBHOM HHJEKCE.
WunekcupoBanne W KoHTponupyemas tepmunonoruss bJ[  Chemical Abstracts (CA).
WNunexkcupoBaHue KOHLENTOB M BemiecTB. Pabota ¢ HaboOpoMm OTBETOB: MPOCMOTp, MeEyaTh,
COXpaHEeHHe JJIsl TOCIEIYIOMET0 UCIIONb30BaHusl. AKTHBAIMS COXPAaHEHHOTo Habopa OTBETOB.
Texymee wuHpopmupoBanue. HWMHCTpyMeHTHI aHanmu3a HWHPOpPMALUMU, B TOM 4YHCIE IO
[IUTHPOBAHUIO.

Jexuyusa 3. Ilouck no cneyuanuszuposannvim unoexcam ouoauozpaguueckux b/l u HIIC
[Touck myGnukanuit mo aBTopy (IMaTeHTOB — Mo u3o0peraTento). [lorck mybnukanuit o Mecry
paboTel  aBTOpa  (OpraHM3anWd; MATEHTOB — IO  BiIajenbily). Vcrmonb3oBaHue
CHeLMaTU3UPOBAHHBIX MHJEKCOB JJIsl YTOYHEHUsI HalJJEHHOTO Habopa OTBETOB: IoJl, THUM (BUJ),
SI3BIK TTyOJIMKAIIMU, HOMEp MaTeHTa, 1 .

Koumponsnan paboma Ne 1: Ilouck ungpopmayuu no aemopy 6 yueonou b/J.
Konmponsnaa paboma Ne 2: [louck unghopmayuu no Hazeanuro opeanuszayuu 8 yyeonou bJ[.
Koumponsnas paboma Ne 3: Ilouck ungpopmayuu no kurouegovim ciosam 6 yueonou bJJ.

I1. Mouck undopmauuu B B/ Bemecrn

Jexuusa 4. Ilouck eeuwyecme no Ha36aHuUAM U MOAEKYAAPHBIM (Opymmo) ¢popmynam

Beenenue. BJ] Bemects Registry (cets STN International, mnardopma SciFinder) u UIIC
Reaxys (b Beilstein u B/l Gmelin; cetp STN International), B/l xumuuecKux KaTaioros
(ChemCats) n nopmaruBubix nepeuneir (ChemList). Xumuueckas undopmanus uz Chemical
Abstracts Service (CAS). IMouck mubopMaIrmu 0 coequHeHHH Mo Ha3Banuio B BJI Registry.
Perucrpaunonnsie Homepa BemiectB CAS. Bribop nmyOnukanuit mo coeauHeHuro. Poiau BemecTs
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CAS. PexomeHmanuu 1o MOMCKY Ha3BaHuil BemiecTB. CrielaibHble CUMBOJBI B Ha3BaHUSX,
Bapualuy B HanucaHuu. [lonck MHPOpMALUU O COEMHEHUH IO €r0 MOJEKYJISPHOH GopmyIe B
B/l Registry. [IpencraBnenne MonekyasipHbIX ¢opmyn (cucrema Xwmia), uaaeke MF. OcoObie
cllyyau: IOMCK coJjiell (II0 KHCIIOT€ WJIM OCHOBAaHHIO), IOJIMMEPOB, MHOTOKOMIIOHEHTHBIX
coequnenuii. OcHoBHoi nnaekc b/ Registry.

Konmponsnaa paboma Ne 4: [louck sewjecms no ux MoiekyisapHuim opmyiam 6 yueouvix bJJ.
Koumponsnan paboma Ne 5: Ilouck sewgecmas no ux nazsanusim 6 yueonvix b/J.

Jexyusn 5. Ilouck eewgecme no cmpykmypam.

Beenenne. BJl cerm STN International ¢ BO3MOXHOCTBIO CTPYKTYPHOTO IOHMCKA. OTaIlbl
MIPOBEICHUS CTPYKTYpPHOro noucka. HaxoxaeHune s3KCIEpHUMEHTAIbHBIX M PACUETHBIX CBOMCTB
BEIIECTB, BKJIOYAs CHEKTpalbHyl0 uH(popMmanuio. [locTpoeHue CTPyKTYypHOrO 3ampoca.
[Iporpammuoe obecnieuenne STN Express. OcHoBHble Tpaduueckue cpeacrtBa. PucoBaHue
CTpYKTyp (uemei, LMKIOB), cHenqudukanus aToMOB U CBSI3€H, CTUpaHUE, YJAJECHHE,
nepemenieHnue CTpykryp. CrpaTeruss CTpyKTYpHOTO NOMCKA. THIIBI CTPYKTYpPHOI'O IIOMCKA.
3ananue uHTepBasna mnoucka. [IpoOHb mouck. IIporo3 pes3ynbTaToB MOMCKAa MO IOJHOMY
unpopmannonHomy maccuBy bJl. Kontponbs pesynpTaToB mpoOHoro moucka. Ilouck mo Bceit
BJl. Ilouck cceutok Ha coenunenne B B[ CA, pomun CAS. CoxpaHeHwe U IOBTOPHOE
UCTIOJIB30BaHUE PE3YJIBTAaTOB CTPYKTYPHOTO TMOHMCKA. Monauukamus CTpYKTYpHOTO 3arpoca.
Jonymenus, ucnons3dyembie B STN Express. 3ajanue MOUMCKOBBIX TpeOOBaHMIA AJii aTOMOB
IMKJIOB M IIETNeH, U JUIsl CBsA3EH B HensaX. Pacimpenne CTpyKTypHOTro 3arpoca — BapuabeIbHOCTh
aTOMOB U CBsi3el. THUIIBI U 3HAUYEHUS CBSI3EU, HOPMATU30BaHHBIEC CBS3U. BapruabenbHOCTh Y3II0B.
HcnonwszoBanue G-rpyni. Crenudukanys IepeMEeHHOTO TOJI0KEHUS 3aMECTUTENS B ITUKJIC.

Koumponsnas paboma Ne 6: [louck sewyecms no ux cmpykmypam 8 yueonvix b/J.

I11. OcoGenHOCTH MOUCKA CHIENMATN3MPOBAHHOM HHPOPMALIUT

Jexkyusn 6. Ocobennocmu noucka cneyuanu3uposanoi UHpopmayuu

na cmyoenmos, cneyuanusupyowuxca no opeanudeckou xumuu: Ilouck no peakuusm B bJJ
CASReact. Xapaktep MHGOpMALIMU — MpeNnapaTUBHbIE OPraHUYECKHUE PEaKLUU U3 KYPHAJIOB U
NAaTEHTOB, HOBBIC, Ooyiee yMOOHBIC, YIYYIICHHbIE METOIUKH; MPOIEAYPHI, ITOBBIIIAOIINE
BBIXO/JIbI IIEJIEBBIX MPOIYKTOB; IPUMEHEHNE HOBBIX peareHToB. OXBaT TUIOB peakLUil: OJJHO- U
MHOTOCTaIMiHBIE; cTepeocnennduyecKre; SH3UMATHIECKUE; OJHOPEAKTOPHBIC; HEYIABIIUECS.
[TouckoBble TEpPMUHBI: CTPYKTYPHBbIE IuarpaMMbl; (yHKLIMOHaJbHbIE Trpynnsl. llocTpoeHue
CTPYKTYPHOTO 3aImpoca Ui MOWCKa 10 peaknusM. 3arpys3ka 3ampoca, MpoBeIeHHe MpoOHOTro
MIOMCKa, OIEHKa pe3yibTaroB. IIpoBeneHue MOIHOTO MOWCKA, BBIBOJ HAMJIEHHBIX OTBETOB.
[ToBbIllICHHE TOYHOCTH TOMCKA C IOMOIIBIO 3aJaHUsl PEAKIHOHHBIX Yy4acTKOB U (WJIH)
MDIIMPOBAHUS aTOMOB pPEAKTaHTOB M TNPOAYKTOB. IIOMCK MO MIMPOKO OIpeeseHHbIM
NPEBpAlICHUSIM C HWCIOJIb30BaHUEM (YHKIIMOHAIBHBIX TPYMIM. YTOYHSIONINE ITOMCKOBEIE
TEPMUHBL: BBIXObI IPOAYKTOB; YUCIIO CTaJlui; perucTpanuoHHbie HoMmepa Bemects CAS, B Tom
yHclie 7S KaTalu3aTopoB W (WJIM) pacTBOpUTENEH; THUMN JOKYMEHTA; roJi MyOJIMKaluK; aBTop;
Ha3BaHUE OpraHMU3aLNH.

Jna cmyoenmoe, cneyuanuzupyrouwjuxca no ananumudeckou xumuu: VHbopmanus 1o
anamutudeckoil xumuu B CAS. Omnpegenenms. O0iacTv, OTHOCUMBIE K aHAIMTHYECKUM
WCCIICIOBAHUSM: AHAJIUTUYECKUE METOAbl; CUHTETHYECKHUE IIOIXOJbl; THIIBI PEArcHTOB;
UCIBITAaHUS HAa OMOJOTMYECKYI0 AaKTHBHOCTb, KOMIIBIOTEPHOE MOJEIHPOBAHHUE U METOJbI
yrnpasneHus bJ[; aBromaTu3npoBaHHBIE METOBI TIOJITOTOBKHA U TECTUPOBaHUs 00pa3oB. OxBar
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ucrounnkoB B B/l Chemical Abstracts (CA): nepuonuveckue usnanus (BeAyllue >KypHAbI);
HeMepUoIuuecKie u3aanus (KHUTH, TPYAbl KOHPEPESHIUH, TEXHUISCKUE OTYEThI, TUCCEPTAIIHH,
NATEHTBI, 3JICKTPOHHBIC TokyMeHTh). CpaBHenue ¢ BJ] Analytical Abstracts. OT6op T0KyMEHTOB
M0 aHAJIMTUYECKOW XUMUU, UX MHACKCHUpPOBAHHE M pa3MellleHue Mo pazzaenam u pyopuxkam bJ]
CA. Cnoco6s! noucka B bJI CA mo BemectBy u temaruke. McnonszoBanue poseit CAS npu
novicke UH(GOpPMAIMK [0 aHATUTUYECKON XuMuu. MHIekcupyeMas TEpMUHOJIOTHS, CO/Iep KaHue
ocnoBHoro uHzaekca bJ[ CA. Perucrpammonnsie Homepa BemiectB CAS. Konrtponmpyemsie
TEPMHHBI JUIsI KJIACCOB COEIMHEHUH, MpEJAMETHbIE KOHTPOJHUpPYEMble TEPMHHBI, 3arjiaBusl U
KJIIo4eBble cioBa. TekcT pedeparta. MHIEKCHpOBaHNE aHATUTHYECKOW WH(OpMAIMH: aHAJINT;
oOpaszen; aHAJIMTUYECKH Meroxa; ammapar U peareHT. Crneuu@uuHOCTb HMHIECKCHPOBAHMS,
ocuoBHbie (ANT — analyte; AMX — analytical matrix; ARG — analytical reagent use; ARU —
analytical role, unclassified) u momomuurensusie (PEP — physical, engineering or chemical
process; SPN — synthetic preparation; IMF — industrial manufacture; PUR — purification)
TEMaTHUYECKHE pOJIM, M pPEeKOMEeHJaluu 1o ux BbIOOpy. Ilowck anamuta u oOpasua Mo
peructpanonasiM Homepam BemiecTB CAS. JlocTmwkeHHe MaKCHMadbHOW CIenru(UIHOCTH.
TepMUHBI KOHTPOJIUPYEMOTO coBaps. Bo3aMoxHOCTH yTOUHEHHS HaliIeHHBIX O0TBETOB. [lonck B
CTHEeIMATM3UPOBAHHBIX MHJEKCAX. PamXKUpoBaHWE OTBETOB MO PEIEBAHTHOCTH. Vcmoib30oBaHME
KOMaHJ Ui peopraHusanuud Habopa oTBeTOB. AHanu3 HuTHpoBaHUs. Crenuanu3upoBaHHbIC
uHaekchl. Paznensr CA U1t HaXOXKICHUS aHATUTHYECKUX HccienoBannii. [lonck mo ccpuikam B
UTIC Science Citation Index (SCI). MUaenTrdHKAIIUS YacTO MUTHPYEMbIX MyOnuKarmid. [Touck B
b/] CA vacto uutupyeMbIX cChlIOK. [IpuMepbl HONCKOBBIX 3alIpOCOB.

Jna cmyoenmoeg cneyuanuzupyrouwiuxca no nayke o kamanusze. Oxsar B CAS karaimza u
KaTajau3aTopoB, OTHECEHHE MyONUKaluid K TeMaTudeckuMm pyoOpukam. Tematuueckoe
WHJEKCUPOBAHUE KaTaJIM3aTOPOB: HWHACKCUPOBAHUE BEIIECTB M MPEIAMETHBIX KOHIICTITOB.
Te3aypycol. Ponu BemiecTB: KaTalu3aTtop, peakTaHT, peareHT, NpOAYKT U 1p. Pasznuume B
uHAcKcupoBanuu kartanm3atopoB Mexay b/l CAPlus u B/l CASReact. Poiu BemiecTs B peakiiuu
no bJl CASReact: peakrtaHt, peareHT, pacTBOpUTENb, KaTanuzarop. OcoOeHHOCTH
WHJEKCUPOBAHUS BEIIECTB, HCIOIb3YEMbIX B KadyeCTBE MPOMBIIIICHHBIX KaTaJIU3aTOPOB
(MeTasbl, COMM U OKCUIBl METAJIOB, CMEIIAHHBIE OKCHJIbI, T€TePOIOIUKHCIOTHI, ATFOMOKCAHBI,
1e0JIUTHI, PH3UMBI). KaTanutudeckas nndopmaius B maTeHTax.

Jexuusa 7. Jlocmynnsie pecypcot Hnmepnem

UIIC SciFinder (b1 CAPIlus, Medline, Registry, CASReact,ChemCats, ChemList, Marpat) u
Reaxys (BJI Beilstein, Gmelin, matentabie BJI). [ToJHOTEKCTOBbIE MCTOYHHUKH KYPHAILHON H
KHWDKHOM JIMTepaTyphl: u3natenbctBa Elsevier (matgopma ScienceDirect), American Chemical
Society, Royal Society of Chemistry, Wiley, Springer, np. ITonHorekcToBble maTeHTHbIe BJI:
Espacenet, USPTO, Pocmarenr / OUIIC u gap. becniaTHele HCTOYHUKH XUMHUYECKOMH
uHGOpMaIMK TSI TTOMCKA IO PEerUCTpardoHHbIM HoMepaM CAS W CTPYKTypaMm BEIIECTB,
CIIEKTPAJIbHBIM U JIPYTHM JaHHBIM B IHTEpHET.

Konumponsnas paboma Ne 7: Ilouck cneyuanusuposannou unghopmayuu 6 penesanmuvix b/J.

Koumponvnaa paooma Ne 8 (3auemmnoe 3aoanue). Ilouck no meme nayunou (Kypcoeoil,
ounnomuou) pabomwl 6 peresanmuvix bJ]. O6Cy)IeHHE CTpaTerMu U PaMOK IOMCKa, OCHOBHBIX
KOHIIETITOB 3aIipoca, CO3/IaHWe TOWCKOBOTO Tpeamucanusi, BbiOOp BbJl, aHanmm3 momydeHHBIX

pE3yJIbTaTOB.

3auer
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S. Buaebl yueOHoi1 padoThl B 00pa3oBaTe/IbHbIE TEXHOJIOTHH, HCIIOJIb3yeMble IIPH UX
peajin3anum

Buowt | hopmel oopazosamenvuvix mexnonozui

[IpenomaBanue Kypca BeIeTCs B BUAE YEPENOBAHUA JICKUUM M MPAKTUYECKUX 3aHATUH. B
HayaJle Kypca OCYUIECTBISAETCS BBECHUE B IIPEAMET — B MEPBBIC JIBE HEACIIM YUTAKOTCS JICKLIHH,
3aTeM 10 MEpPE OBJIAJCHUA JIEKLMOHHBIM MAaTEPUAJIOM CTYAEHTaM IIpesiaratorcs KOHTPOJIbHBIE
paboThl MO pa3IWYHBIM acleKTaM Ioucka Xxumuueckod uH@opmanuu. OcoOeHHOCThIO Kypca
ABJIIETCS TO, YTO pEIIAEMble CTYAEHTAMM 3aJl1a4l OXBATHIBAIOT HE TOJBKO TEKYIIYIO TEMY, HO U
npenpiaymue. Tak, Ipu NpoXoKIeHUH TEMBI [0 MOUCKY MHGOpPMaUU B ClIEHaTIN3UPOBAHHBIX
unaekcax b/l n UIIC 3agaun MoryT comep:karh 3JIEMEHThl TEMAaTUUECKOTO ITOUCKA; IPU IOUCKE
uH(pOpMallMKU MO BEIIECTBaM C MCIOJIb30BAHUEM MX Ha3BaHUU, MOJNEKYJSPHBIX (hopMyn U (MiIH)
CTPYKTYp CTYJIEHTHI IPUMEHSIOT HaBBIKH, MOJyUYE€HHBIE TP paboTte ¢ Oubnuorpapuyeckumu b1,

Hapsiny ¢ nekuusiMu B X0/1€ Kypca CTYA€HTHI ITOCEIIAI0T IPAKTUYECKUE 3aHATHUS, HA KOTOPBIX
sHakomsatcs ¢ bl u UTIC, nocrynmueimu HUY-HI'Y u CO PAH; yuarcsa co3aBath MOUCKOBBIE
CTpaTeruy W pealu30BbIBaTh UX B yueOHbIX bJl; aHanmu3upoBaTh MONY4YEHHBIE MPHU TOUCKE
pe3ynbTaThl. 3aHATHS MPOBOAATCS JISKTOPOM B TepMuHaNbHBIX Kiaccax HUOX, UK u (umm)
HUY-HI'Y.

OOpaTHas cBsI3b 00ECIEUnBAETCS TEM, YTO JIEKTOP MPHU MIPOBEIECHUM MPAKTUUECKUX 3aHATHH
MO>XET OIEPAaTUBHO KOPPEKTUPOBAThH JIEKIIMOHHBIA MaTepHal B 3aBUCUMOCTH OT pPE3yJbTaTOB
€ro YCBOCHHUS CTYACHTAaMH, BBIIBICHHBIX IPU BBHINOJHEHHH MMH KOHTPOJBHBIX pabot. Takas
dbopMma npenonaBanus oOecreynBaeT aJeKBaTHOE KOHEUHBIM LIEIsIM Kypca pasielieHue 3aHATUl
Ha JIEKLIMOHHBIE M IPAKTUYECKHE: IOC]IEe MPOXOXKJEHHUS YacTH JIEKLHMOHHOI'O MaTepuana ero
MOXXHO Cpa3y XK€ 3aKpelnuTh pEIICHUEM pEJIEeBaHTHBIX 3ajJady. B ciyyae HeIoCTaTOYHOIO
NOHMMAHUS MaTepuajla CTyJEHTAaMH 4YacTh IPAKTUYECKOTO 3aHATUS MOKHO NpPEBPAaTUTh B
JIEKIIMIO, HAIIPABJICHHYIO Ha ycTpaHeHHe npoOieMsl. [IpakTuueckue 3aHATHS POXOIAT B hopme
JUCKYCCUM TIPENOJIaBaTeNsl cO CTYJEHTaMH, B XOJ€ KOTOPOM KaXKIbli M3 YYaCTHUKOB MOXKET
3aJaBaTh BONPOCHI M YYacTBOBaTh B aHaiM3e pazOupaemoi 3amaun. Takum oOpa3oM, Ha
MPAKTUYECKUX 3aHATUSAX pealin3yeTcsl HHTepaKkTuBHas (opma 00ydeHHUs.

B Teuenue cemecTpa CTyIeHTaM BBIJAIOTCS 3aJlaHUs Ul CaMOCTOSATENbHOM paboThHI ¢
ucnonbszoBanueM goctynHbix UM Bl u UIIC, B ToM uyncne pasmemieHHbIX B cetu MHTepHeT
(manpumep, Google Scholar).

CrouT OTMETHTb, YTO MpenojaBaTelb Kypca SBISETCS CHEUAJINCTOM B 00JacTH
XUMHUYeCKOl MH(OpMaTHKH. B CBsI3U ¢ 3TUM B paMKax Kypca CTyAeHTaM IpeJJlaraercsl peiarb
peanbHbIe 3a7a4d MH(MOPMAIMOHHOTO OOECIEUYECHHS] HAaydHOW JeATenbHOCTH. HeoOxomumbim
TpeOOBaHUEM TMOJydyeHHs] CTyJEHTaMU 3adera [0 Kypcy SBJSETCs NpPOBEIEHUE IOHCKa
pelieBaHTHOM MH(OpMAaLIMK MPU pelIeHUH COOCTBEHHBIX HAYUHBIX 3aj]ad, BOSHUKAIOUIUX B XO0JI€
IPOXOXKJICHUS UMH HAay4YHO-MCCIIEOBATEIbCKOW MPAKTUKH — BBIOJHEHUU KYPCOBBIX U (WJIH)
JTUIUIOMHBIX padorT.

6. YueOHO-MeTOAUUYECKOE OOecTIedeHe CAMOCTOSITeJILHOI PadoThI CTY1€HTOB.
OuneHo4HbIE CPEeACTBA TEKYLEro KOHTPOJIS yCIIeBAeMOCTH, IPOMEKYTOYHOM
arTrecralnum 1o uToraM OCBOCHUA JUMCIUIIJIMHBI.

Dopmoii  mexKywiezco KOHmpoaa TpU TPOXOoxkIeHHH Kypca «llomck Xxumuyeckoit
UHpOpPMAllMM B HAYYHO-TEXHHYECKHUX Oa3ax JaHHBIX» SBISIETCS KOHTPOJb IOCEIaeMOCTH
3aHATUH, claya 3aJaHui JJI CaMOCTOSITENIbHOM pabOThI ¥ HallMCaHHE KOHTPOJIbHBIX padoT.

Jlnst orycKa K 3a4yeTy, CTyJeHT JOJDKEH: MoceTuTh He MeHee 50% 3aHATHIA; BBINOIHUTH HE
Menee 60% 3amaHuii 4711 CaMOCTOATENIbHON pabOThl M BCe KOHTPOJIbHBIC pa0boThl. [Ipu Hanmmuun
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YBOKUTENBHBIX TMPUYUH BBINOJIHEHUE 3aJaHUM W (WIM) KOHTPOJBHBIX PAa0OT MOXKET ObITH
IIEPEHECEHO Ha APYTOil CPOK B IPEIEIIax CEMECTpa.

3aganue Tema

Koumponvnasn paboma Ne 1 | [louck unghopmayuu no aemopy 6 yueonvix bJ]

Konmponvnas paboma Ne 2 | Ilouck ungpopmayuu no naseanuio opeanuzayuu 6 y4eoHvix bJ1

Koumponvnasn paboma Ne 3 | [louck unghopmayuu no kiroyegolm croéam 6 yueonvix bJJ

Konmponvnas paboma Ne 4 | Ilouck eéewgecme no ux monexynsipuvim ¢popmynam 6 yuebnvix bJ{

Konmponvnas paboma Ne 5 | Ilouck eewecme no ux nazeanuam 8 yueomvix b/

Konmponsnaa paboma Ne 6 | Ilouck eewjecme no ux cmpykmypam 6 yueonvix bJ[

Konmponvnan paboma Ne 7 | Ilouck cneyuanuzuposantoul ungpopmayuu 6 penesanmunvix bJ[

Konmponvnasn paboma Ne 8 | [louck unghopmayuu no meme nayunoil (Kypcoeou, OunioMHou)
(3auemnoe 3a0anue) pabomul 6 penesanmuuix b/

Yueono-memoouueckoe obecneuenue camocmoamenvrou pabomsl COCTOUT B TOM, YTO
3aJjaHMsI BBIJAIOTCS CTYACHTaM B BHJIE NMEYATHBIX MAaTEPHAJIOB U (WJIM) KOMIBIOTEPHBIX (ailsioB.
J{ns1 BBINOJIHEHMS MOJYYEHHBIX 3aJaHUM CTYAEHThl MOTYT HMCIOJIb30BaTh perneBaHTHble BJ[ u
UIIC, noctynueie B HUY-HI'Y u uncruryrax CO PAH, a takxke B cetn UHTepHer. Yka3zaHHas
HWJKE PEKOMEHJOBAHHAs JuTeparypa M JApyrue wmarepuansl goctynHsl B HUY-HI'Y,
xummnueckux uHcturyrax CO PAH u cetu MuTtepHer.

Jlureparypa

1. 3ubapesa 1.B. Xumnueckue 6a3pr nanabix cet STN International // M3Bectust AH. Cep.
xuM. 2012. Ne 3. C. 679-716.

2. Ridley D.D. Information Retrieval: SciFinder. Wiley, 2009. 214 pp.

3. Xyropeukuit B.M. O0uue npeacTaBieHus 0 NOMCKE HAyYHO-TEXHUYECKOH MH(OopMaIuy B
pexume onnaiiH. ba3el nanabix STN International B renenoctymne. M: PXTY, 2000. 42 c.

4. TloramoB B.M., Pozeaman M.U., KoueroBa 3.K., [Tokposckuit b.U. Tlonck xumudeckoin
uHpopmanuu. CrnpaBoyHOE PYKOBOACTBO IO HCHOJb30BAaHUIO TPAAMIMOHHBIX U
KOMIIBIOTEpHBIX cpeacts. M: Uzn-so MI'Y, 1990. 174 c.

Pecypcel cetu MuTepHer

1. MexnyHaponHas — ceTb  HayuHO-TexHu4yeckod — uH(popmammu  STN  International:
http://www.stn-international.de u http://cas.org/products/stnfamily/index.html

UIIC SciFinder: http://www.cas.org/products/scifinder

CAS Learning Solutions: http://www.cas.org/training/scifinder/

UIIC Reaxys: http://www.reaxys.com

BJ1 CA on CD: http://www.cas.org/products/cd/cacd/quickstart/

[Tnardopma Web of Knowledge: http://wokinfo.com/russian/

ook owm
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IIpumepsl 3a1aHKIT HAa KOHTPOJIBHBIX padoTax M 3a4eTe

Koutpoasnas padora Ne 1: Iouck ungpopmayuu no aemopy
3amanue: MpoBecTd MOWCK Mo aBTopy B yueOHO# B/l LCA. BriBecTn 0JMH M3 OTBETOB B
YKa3aHHBIX MpernojaBaTesieM GopMarax.

z

IMouck nyGaukanmii apTopa

Ohara Hiroyuki

O'Hara E.

Volker Miinch

McCarthy J. o flotation process
Karpunkoro A. no uimaam

Brown H., marents mo 6opanam
Poanpaa Xodmana no komruiekcam
H.K. KoueTkoBa Ha aHTJIMHCKOM SI3BIKE

ONOOTPB|WIN -

Kourtpoabsnas padora Ne 2: Ilouck ungpopmayuu no opeanuzayuu
3anaHue: MPOBECTH MOKCK 10 Ha3BaHUIO opraHu3anuu B yueOHoi b/l LCA. BriBectn ouH
U3 OTBETOB B JTIOOOM (hopMmare.

Ilouck no opranusanumn

JlexkapctBa upmbl Upjohn ot 3aboneBanus herpes

Pa6ots! pupmer General Electric mo nonmkapOoHnaTam

[Tatents! pupmel IBM no xumun

Paboths! cotpynnuka bupmunremckoro ynusepcurera J. Kennedy
Bce pa6orst MOX PAH um. H.JI. 3enunckoro

Bce paborst HUOX CO PAH um. H.H. Bopoxiiosa

SGIENTAITNINP

Konmponvnas pavoma Ne 3: Ilouck unghopmayuu no Knrouegvim ciogam
3ananne: MpoOBECTH TeMaTHyeckuid mouck nHpopmanuu B yueoHoi b/l LCA. BeiBectn onuH
U3 OTBETOB B J1I000M (popmarTe.

ITouck 1o KJI1049€BBIM CJ10BAM

IlepdropupoBaHHbIe COETUHEHHUS], TIPOU3BOMMbIE KOMIaHUEH «J{I0moH»
HabuBka razo-xpomaTtorpaduueckux KoJOHOK

Pa6ots! o Tpuenam aBtopa K. Bittig

TennoTsl 00pa3oBaHMsI HOHOB

[TaTeHTBI IO YHUUTOKEHUIO PaIMOAKTUBHBIX OTX0JI0B

Craren MOHX uM. KypHakoBa 110 M3y4€HHIO CTPYKTYPbI KOOPAMHAILMOHHBIX
COEIMHEHUI C OPraHMYEeCKUMH JIMTaHJaMHU

o|u|swinvk|2

Konumponsnan paboma Ne 4: Ilouck eeuiecme no ux MoaeKyaapHsim popmynam

3amaHue: TPOBECTHM TOWCK BEHIECTB IO MOJEKYSIpHBIM ¢dopMylaM U HaWTH UX
perucrpanuonnbie Homepa CAS B yueOHoi B/ LRegistry, 3arem BbIBECTH COOTBETCTBYIOIIYIO
o6ubmuorpaduueckyro nHpopmanuto u3 yueonoit bJ1 LCA.

Ne | Ilouck mo MoJieKyJIsIpHO# (hopmyJie BelecTBa
1 I'unpokcuabl HaTpus, pyOuIus, Kaus
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uannng cepedpa

benzoat meau (1I)

XJoprupu1 nponuiaMuHa

ITukpaThl MIETOYHBIX METAIIJIOB

Xnopun kobanbTa (II) — kKaramuTHUecKoe UCIIOIB30BaHUE
CononuMepbl CTUPOJIA M METUIIMETaKpHIIaTa

N[O~ IWiIN

Koumponvnan paboma Ne 5. Ilouck eewiecme no ux Hazeanuam

3amanue: MPOBECTH MOUCK BEIIECTB MO XMMHUYECKOMY Ha3BaHUIO ((PparMeHTy Ha3BaHHs) B
yueOnoit B/l LRegistry u BBIBECTH COOTBETCTBYIOIIYIO OHOIHOrpaduuecKyo HH(GOpPMAIUO U3
yuebHoii BJ] LCA.

Ilouck no Ha3BaHu1o0 (pparMeHTy Ha3BaHUsI) BelleCTBA
y-chloroallyl chloride

Ilapa-amMuHO-Mema-MeTUICTUPOIT
1-(2-BpoMaTHII)-2-METHII-5-HUTPOMMHU1A30J1

[Tanamon u TaiieHon (1Ba pa3HBIX BEIIECTBA MU OJTHO)?
buc(2-xnopatuin)aHuiauy

YeThIpeXKOMIOHEHTHBIE COTOIMMEPHI OyTaaneHa
[TpousBonHbIe MHONA, coaepkanue rpymmny CHoF
Tpurmkn0(6.2.0.0"%) nexan

oo~ w(Nk |2

Konumponvnaa paboma Ne 6: Ilouck eewjecme no ux cmpykmypam
3amanue: mpoBectd B yueOHoii b/l LRegistry mouck BemecTs 1o CTpyKkType uin ee pparMeHTy u
BBIBECTH COOTBETCTBYIOIIYI0 Oubnuorpaduieckyto nuandopmanuio u3 yueonoit b1 LCA.

Ne | Ilouck no (pparMeHTy CTPYKTYPbI

1 | CnocoOsl monydeHus BeuecTs ¢ pparMeHToM
G

1

O O

Gl =N, Si, X, C, obmee uncio atoMoB yriepona < 20
2 | [lyOmukaruu 1mo nmpou3BOJIHBIM BeliecTBa A, CoJepKaium
HeKOHI[eHCI/IpOBaHHBIe MU KJIbI

A

CH
y =
3 | Ilpumenenue B poTonaboparopuu BEIIECTB

W
_C. N/
Hc| N
o\wJ\(H://CH G,

o
G1=0, N, S, C; nonoxenue 3 B mUpa30JbHOM ITUKIIC
16




MOJKET BXOJIUTh B COCTaB KakK IEMH, TAK KOJbI[A
4 | [lybnukanuu 1Mo BCeM MPOU3BOIHBIM HUHO0JIA, COACPKAIIUM
rpynmy CHoF
5 | IlyGnukanuu no qukaTuoHam
+

i ﬂ f
A A A

A =S, Si, As, N; KaTHOHBI MOT'YT OBITh U AIIUKIUYCCKUMHU, U
HUKINYECKUMU

Konumponsnaa paboma Ne 7: Ilouck cneyuanusuposannoit ungpopmayuu 6 peneeanmnuvix b/]
Opzanuueckasn xumus (bJ1 CA / CAPlus, CA on CD, Registry, CASReact, UTIC Reaxys)

HaI/ITI/I MeTO,HI)I HpeBpaHIeHI/Iﬂ KCTOKCHUMOB B KCTOHBEI:
R — HIO6OI>1 OTHHqHBIﬁ oT BOI[OpOI[a HI/IKHI/II‘IGCKI/H‘/JI NJIn aHHKHI/II‘IeCKI/Iﬁ 3aMECTUTEIb, ITUKJIIBI

MOTYT BXOJHWTh B COCTaB KOHICHCHPOBAaHHBIX CHCTEM; BO3MOXKHO JIF000€ 3aMeIleHHE BO BCE
CBOOOIHBIE ITOJIOKEHUS.

Haiitu MCTO,I[LI MPOBEICHUS ITUKIH3AIIH:

Jobe

®opmupyromas nuki cBizb CC MoxeT ObITh OJUHApHON WM JBOMHOW. Pa3zpemieHo
JIOTIOJTHUTENIbHOE  3aMellleHHe BO BCE CBOOOAHbBIE TIIOJIOKEHUS M ydacTHe LUKIa B
KOHJICHCHPOBAaHHOMN CUCTEME.

3. HaiiTi mpoaykThl peakuuu:
R CN

H
+ R3y—N—NH, ——» ?
R, CN

R1 u R, — mo6rwIe 3amecTuTen, Bkaouas H; Rs— mo6oii 3aMecTuTens, 3a uckiouenuem H.

4. Haiitu peakuuu cyiab(GuA0B, TPUBOIAIINE K CYJIb(POHAM.
5. Haiitu peakuuu rajoreHNnpou3BOAHBIX, MIPUBOASIINE K CIMPTaM B MPUCYTCTBUN MHEPTHBIX
NEPBUYHBIX AMHHOB.
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6.

Haittu peakuuu rugpa3uHoB, IPUBOJALLME K JUA30JIaM:

Ananumuuecxkan xumusn (bJ1 CA / CAPlus, CA on CD, Registry)

=

Haiitu MeToas! onpeiesieHus: ypOBHS IIIFOKO3bl B MOJIOUYHBIX IMPOJYKTAX.

Haiitn nyOnukanuy mo yCTpONCTBY CHEKTPOMETPOB, MCIONb3YEMBIX JI OIpPEAEICHUS
[IMHKa B yIJIe U APYTUX UCKOMaeMbIX (popmax yriepoja.

HaiiTu naTeHThI 10 KUCIOPOIHBIM CEHCOpaM JIJIsl BBIXJIONHBIX I'a30B.

Hayka o kamanusze (] CA / CAPlus, CA on CD, Registry, CASReact, UTIC Reaxys)

1.

2.

o gk

7.

BoisiBuTh B mareHTax QupMbel EXXON kartanuszatopsl, HauOoyiee 4acTO HCHOJb3YEMbIE B
MPOU3BOACTBE U30TAKTHUECKOTO MOJUIPOIUIICHA.

Haiitu eBpornelickue maTeHTHI MO UCIIOIB30BAHUIO IIEPUI-OOMEHHBIX 1IE€OJTUTOB B KaueCTBE
KaTaJu3aToOpOB.

HaiiTu oOCHOBHBIE KOMIIAHMM, MATEHTYIOIIUE TIE€TEPOIOIUKUCIOTHBIE KaTaau3aTophbl,
coJiepKaIre MOJUOACH U KPEMHUIA.

Haiitu marenTtsl nocneauux et koMmrnanuu DOW 1o karanu3zaropam noJiMMepu3aiiiy.

HaiiTu maTeHThI Ha KaTalau3aTopsl, cojepkamue okcuabl Fe-Cr-V.

NnertudunupoBaTh  MOTEHIIMAIBHBIC HOBBIE  MHPOBBICE PBIHKH  Sm-coaepiKamiux
KaTaJau3aToOpOB.

YueOHO-MeTOonMYecKOe M HHPOPMAIMOHHOE 00ecTeYeHre Kypca

OcHoBHasi iMTEpaTypa

1.

3ubapesa 1.B. Xumunueckue 6a3pl qanubix cet STN International // U3sectuss AH. Cep.
xuMm. 2012. Ne 3. C. 679-716.

Ridley D.D. Information Retrieval: SciFinder. Wiley, 2009. 214 pp.

Xytopeukuit B.M. O6mue npencraBieHus 0 MOUCKE HAyYHO-TEXHUYECKOH MHQOpMAIUK B
pexxume onnaitH. baser nanusix STN International B renenoctyne. M: PXTYVY, 2000. 42 c.
Ridley D.D. Online Searching: A Scientist's Perspective. A Guide for the Chemical and Life
Sciences. Wiley, 1996. 344 pp.

IToranos B.M., Pozeaman M.U., KoueroBa 3.K., Ilokposckuii b.U. Ilonck xumnueckomn
uHpopmanuu. CrpaBoyHOE PYKOBOACTBO IO  MCIOJB30BAaHMIO TPAJAULMOHHBIX U
KOMITBIOTEPHBIX cpencts. M: M3n-so MI'Y, 1990. 174 c.

JlonmosiHUTEIbHAS JIUTEPATYPaA

1.

2.

EdpemenkoBa B.M., Kpykosckas H.B. 100-netuumii ro6uneit Chemical Abstracts Service:
daxTsl 1 nugpsl / Hayuno-rexuuueckas uapopmanus. Cep. 1. 2007. Ne 12. C. 24-29.
Powell E.C. A history of Chemical Abstracts Service, 1907-1998 // Science and Technology
Libraries. 2000. V. 18. N 4. P. 93-110.

Buntrock R.E. Chemical Registries — in the forth decade of service // Journal of Chemical
Information and Computer Sciences. 2001. V. 41. N 2. P. 259-263.
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4. Ridley D.D. Strategies for chemical reaction searching in SciFinder // Journal of Chemical
Information and Computer Sciences. 2000. V. 40. N 5. P. 1077-1084.

5. KysemuueB A.E. CoBpeMeHHbIE HMCTOYHMKM TaTeHTHOH wuHpopmamuu // Poccuiickuit
xumuuecknit sxypraait. 2000. T. XLIV. Ne 5. C. 94-97.

6. Shively E. CAS patent information: then and now // World Patent Information. 2004. V. 26.
P. 57-59.

7. Simmons E.S. The grammar of Markush structure searching: vocabulary vs. syntax //
Journal of Chemical Information and Computer Sciences. 1991. V. 31. 1. P. 45-53.

8. Adams S. The Beilstein Handbook as a source of pre-1960 chemical patent literature //
World Patent Information. 1999. V. 21. N 2. P. 75-81.

9. Wagner A.B. Finding physical properties of chemicals: a practical guide for scientists,
engineers, and librarians // Science and Technology Libraries. 2001. V. 21. N. 3. P. 27-45.

10. Smith A.L. Finding chemical information through Citation Index searching // Journal of
Chemical Education. 1999. V. 76. N 8. P. 1153-1157.

Pecypceol cern UuTepHer

1. SciFinder (yuaebubie matepuaisi): http://cas.org/support/scifi/tutorials.html

2. CA on CD (pykoBOJCTBO IOJIb30BATENS):
http://www.cas.org/ASSETS/A25CA002AB0244B6BDAEOBAD150F71DA/cacdug.pdf

3. Reaxys (pyKOBOJCTBO MOJIb30BATEIISl HA PYCCKOM SI3bIKE):
http://elsevierscience.ru/files/pdf/Reaxys_Guide_Russ.pdf

4. SciVerse Scopus (pyKOBOACTBO MOJIE30BATEIS):
http://elsevierscience.ru/files/pdf/SciVerse_Scopus_User Guide RUS.pdf

5. Hudopmanmonnsie pecypcesl n3narenscrsa Thomson Reuters it Hay9HBIX UCCIIETOBaHHMA:
http://wokinfo.com/media/pdf/science-resources-Paramonov.pdf

8. MarepuajabHo-TeEXHHYECKOE 00ecneueHne Kypca

B kauectBe TEXHMYECKOro o0OecneueHus JIEKIUOHHOIO Ipolecca HCIOJIb3YITCS
NEPCOHAIBHBIN KOMITBIOTED, MYJIbTUMEIUUHBIN POEKTOP, TOCKA.

JInst eMOHCTpaliy MIUTIOCTPAI[MOHHOTO MaTepualia HCIoib3yercs: nporpamma Microsoft
Power Point 2007.

Jns npoBeneHus mnpaktuyeckux 3aHATHM mo pabore ¢ B/l m UIIC wucnons3yrorcs
NIEPCOHAIBHBIE KOMIIBIOTEPHI B KOJIMYECTBE HE MEHEE OHOIO KOMIIBIOTEPA HA JABYX CTYACHTOB.

Jnis mpoBeneHUsT TPAaKTUYECKUX 3aHATHH ucmonb3yercs poctyn kK BJ[ cetm STN
International mo cnennanpHeiM yueOHbIM mapossm; k UIIC SciFinder moctyn ocymiectBisiercst
no IP-anpecam u BpeMEHHBIM TapOJISIM.

[TpoBeneHue caMOCTOATENBHBIX M KOHTPOJIBHBIX paboT obOecneunBaeTcs Me4aTHBIMU
MaTepuaiamMH, pa3gaBaeMbIMU CTYJECHTaM.
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9. Bank o0yuyarommx Marepnanos

Cerb STN International

Onepatopsbl CBSI3M NOMCKOBBIX TEPMHHOB

Jlozuueckue onepamopbul

OR OO0benunser cuHoHUMBI. OTBETHI coziepkat Bce (Jito00i U3) CHHOHUMOB
AND OO0beauHsET pa3Hble KOHIENThI. OTBETHI COEPkKAT BCE KOHIICTITHI
NOT Hckirouenne koHIenTa u3 Habopa OTBETOB
Onepamoput 61u30cmu
(L) CBs3bIBaCT TEPMHUHBI B OJTHOM HHJIEKCE — OJHO 3aryiaBue, oJIuH pedepar, oauH
TEPMUH UHICKCUPOBAHUS
(S) CBs3bIBaCT TEPMHUHBI B OJTHOM IMPEJIOKECHNN — B 3arjlaBuH, B pedepare Win B
TePMHUHAX UHIACKCUPOBAHUS
(A) BricTpanBaeT TepMUHBI PSIOM B TPOU3BOJILHOM IOPSIIKE
(W) BricTpanBaeT TEpMUHBI PSJIOM B 33JIaHHOM TTOPSIIKE

CumMBOJIbI yceueHHnsl (MACKUPOBAHMS)

Cumeon Onpedenenue

Ilpumep

byoym naiioenwt

? Ot 0 1o m060T0 YKCIIa CHMBOJIOB B KOHIIE TEPMUHA ?gene?

# 0 i 1 cuMBOM B KOHIIE TEPMHUHA

! 1 cuMBOJ BHYTPH WJIM B KOHIIE TEPMUHA

grow##

t!th

amin!

abiogenesis
partenogenesis
osteogenesis
generates
grow

grows
growth

teeth

tooth

truth

amine
amino

Cumegonvl  yceueHus MOMNCHO 00beOUHAmMb
MHO20KPAMHOE UCNOb306aHUe CuME0106 # u !

00H020 MmepMUHa, pa3peuieHo
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OcCHOBHBIE KOMAaH/IbI

Komanoa [eiicmeue Pe3ynvmam Ilpumep
FILE (FIL) BBox oxHoi nim Bei6op BJ1 auis mowucka. => FILE CAPLUS
Heckonbkux B/l (nx [Tonyuyenue cBenenuii 06 => FIL PATENTS
KJ1acTepa) s UH(POPMALIMOHHOM
MIPOBEJICHUS IOMCKA 0XBaTe U OOHOBJICHUSAX
b1
EXPAND (E) [TpocMOTp TOMCKOBBIX AndaBuTHO-IIMPPOBOH =>E STREPTOMYCES
TEPMHHOB B UHJICKCE i1  CHUCOK TEPMHUHOB,
MOJITBEPKICHUS COCETHUX 3a/IaHHOMY
HAJTMYUS HY)KHOTO TEPMHUHY
tepmuHa B b/l; mpoBepku
HAITMCAaHWs TCPMUHA B
bJl; nnentudukanuu
aIbTEpHATUBHBIX (OpPM
TepMHHA
SEARCH (S) [Towuck 3amuceit, Cosmganue Habopa =>S CYCLOADDITION
cojaepxamux TepMuH(bl), 0TBeTOB (L#) 3ammceit mo
U co3anue Habopa MHTEpECYIOIIEH TeMe
OTBETOB U3 ATUX 3amucent
DISPLAY (D) BriBo Ha dKpaH [Tpocmotp pesymbratoB  =>D L1 1-2 BIB
pe3yNIbTaTOB MOUCKA 13 Habopa OTBETOB B
3ajaHHOM (hopmare
LOGOFF (LOG) 3asepiieHue moucka Oxkonvanue paboThI C =>1L0GY
cerpio STN
Komanna DISPLAY (D)
3adanue Bw1600 no ymonuanuio Ilpumeuanue

L-nomep Habopa orBetoB [locneanuii cozpanubii L-

Howmep(a) otBeTa(oB)

dopmart BbIBOJA

HOMEp

IlepBbIit oTBET

bubnuorpaduyeckas
undopmarus (BIB)

Komanna D HIS — ecnu Hy)xHO yTOUHUTH

HOMCEP Ha6opa OTBE€TOB, CO3JaHHOI'O

paHee

Omuuu:

1-5 — BBIBOJ NEPBBIX MATH OTBETOB;
1, 5 —npocmoTp 1-oro u 5-oro oTBeTOB

®opmar IBIB — 6ubanorpaduueckas

uHpopManus ¢ Ha3BaHUsAME moseit: ABS
— pedepat; ALL — nonnas 3anuch
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OCHOBHbBIC ITOUCKOBbIE HHACKCHI 0a3bl 1aHHbIX CAPlUS

Koo Ha3zeanue unoekca Ilpumeuanusn
Tl Tltle 3arnaBue myoIuKanuu
AU AUthor ABTOp
CS Corporate Source MecTto paboThI aBTOpa
DT Document Type Tun nokymeHTa
LA Language SI3bIK OpUTHHATIBHOHN MyOIHKaIN
AB ABstract Pedepar
ST Supplementary Terms KnroueBbie ciioBa
IT Index Terms KoHnenTsl, coob1iaemMbie B TOKYMEHTE
RL CAS RoLe Pounb BemecTBa
RE REferences CCBUIKM B OPUTHHAJILHON ITyOIUKAIIHI

HNupexcsbl 1Jis1 yTOUHEHUsI HA00pPa 0TBETOB

Ozpanuuenue Hnoexc Ipumep

Tumnom nqoKyMeHTa /DT ITatentsr; => S L7 AND PATENT/DT

Crarbu u3 xypHaimos: => S L7 AND JOURNAL/DT
SI3pIKOM /LA Hemenxuii s3eik: =>S L7 AND GERMAN/LA
Bpemenem IPY Tom: =>S L7 AND 1996/PY

um => S L7 AND PY=1996

[Mepuom: =>S L7 AND 1994-1996/PY

um => S L7 AND PY>=2001
ABTOpOM /AU => S IVANOV A?/AU
Opranuzanuei ICS => S NOVOSIBIRSK UNIVERSITY/CS

Crparerusi noucka uHdopManum mno KJIKWYeBbIM cjJoBaM B Oudamorpadpuueckux B/l u
HUIIC

1 PopMyJIMPOBKA IOMCKOBOIO 3a1poca
2 CocraB/ieHHEe MOUCKOBOTO MPeANHCAHUSA
— BBIOOp OCHOBHBIX KOHIICTITOB U CHHOHMMOB
— BBIOOD JIOTHYECKUX ONEPATOPOB AND, OR, NOT
3 IIpoBenenne npeaBapuTEIbHOTO MOMCKA
Bsox B/] =>FILE CA
[IpoBepka MOMCKOBBIX TEPMUHOB =>E ANTIBIOTIC
Co3znanue Habopa MOMCKOBBIX TEPMUHOB MHosxecTBeHHbIE (HOPMBI, COKpAIICHUS H
yCeUeHHUsI IS albTEPHATHBHBIX TEPMUHOB
Hposezenite roncka =>S STREPTOMYCES AND
ANTIBIOTIC# AND ANTITUMOR?
4 OuneHka 0TBETOB € IOMOUILIO =>D SCAN

OecruIaTHBIX KoMaH / HaeHTU(DUKAIUSL
JTIOTIOJIHUTEIbHBIX TEPMUHOB

5 YTouHeHHe cTpaTerum NoMcKa
VY4er 1oNOoNHUTENBHBIX TEPMUHOB =>S (ANTITUMOR OR ANTI-TUMOR
OR ANTITUMOUR OR ANTICANCER

OR NEOPLASM INHIBIT?)
[IpumeHeHne onepaTopoB OJIU30CTH =>SL2(S)L3(S) L4

6 JleTaJIbHBIH BHIBOJ OTBETA(0OB) =>D L6 2 IBIB ABS
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PexoMenganmuu aJ1si MOMCKA M0 HMEHH aBToOpa

Hma Ilpumep Pexomenoayusn ona ésooa Ilpumep
Ecnu Hen3BecTHO, B KaKOH Karl Wurst daMuIng 1 HHULUAIL WURST K/AU
bopme conepxutcs B B/ Karl A. Wurst
K. A. Wurst
Hmeet BHYTPEHHIOO O'Brian BapuanTsl HanucaHus ¢ OBRIAN/AU
MYHKTYaIUIo — aloCcTpOQHI, MyHKTYyaIruen u 6e3 O BRIAN/AU
nepucs
Conepxut BHyTpEHHHUE La Bar BapuaHTbl HantucaHus ¢ LA BAR/AU
pooebI npobesnom u 6e3 LABAR/AU
Conepxut ymisyT Miiller BapuanTsi ¢ 3amemennsasmu:  MUELLER/AU
ae — d; 0e — 0O; ue — i MULLER/AU
Hesicao, 4o mms, a 9410 Chang Cheng  Hcnosb3ys o0a cioBa kak CHANG/AU
bamuus bamunio CHENG/AU
TpancnurepupoBaHo, Bagryanski Hcnonp3ys ansrepuatusioe BAGRYANSKII/AU
HaIrpuMep, ¢ KHPUILTUIIBI HaIlMCaHHE BAGRYANSKY/AU
PexoMeHaanum 1715 MOMCKA MO0 HA3BAHUIO OPTraHU3AIHH
Haszeanue IHpumep Pexomenoayusn ons Ilpumep
6600a
W3MeHUI0Ch €O Corning Glass Works Hcnons3yst CORNING/CS

BpPEMEHEM
N3menunocs nociue
peopranusanuu
(cnustHms)
Bo3moxHBI pa3HbIe
HaIUCaHUs

Pasnuuaercs s
MOpa3IeICHUI
(bunmanos)

USA — Corning USA
Ciba-Geigy + Sandoz —
Novartis

DuPont

Du Pont

Proctor and Gamble
Proctor & Gamble
Intel Corp.

Intel Corporation

Rockwell International
Science Center u
Rockwell International
Electron Research Center

MMOCTOAHHYIO 4aCTb
I/ICHOJ'IB3y5{ HOBOC U
CTapbIC HAa3BaHUMA

(CIBA GEIGY OR
SANDOZ OR

NOVARTIS)/CS

Ucnonp3ys oba

(DUPONT OR DU

BapuaHTa PONT)/CS

HckmroueHue n3 PROCTOR GAMBLE/CS
3ampoca and wim &

Uckmouenne Co., INTEL/CS

Corp., Inc. u ap. u3

3ampoca

Hcnonb3ys o01ryro ROCKWELL/CS

4acTh
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Posu BemectBs Chemical Abstracts Service @

ANST Analytical study

ANT Analyte

AMX Analytical matrix

ARG Analytical reagent use

ARU Analytical role, unclassified
BIOL Biological study

ADV Adverse effect, including toxicity
AGR Agricultural use

BAC Biological activity or effector, except adverse”
BCP Biochemical process®

BMF Bioindustrial manufacture
BOC Biological occurrence”

BPN Biosynthetic preparation®
BPR Biological process®

BSU Biological study, unclassified
BUU Biological use, unclassified
COS Cosmetic use’

DGN Diagnostic use®

DMA Drug mechanism of action®
FFD Food or feed use

MFM Metabolic formation”

NPO Natural product occurrence®
PAC Pharmacological activity*
PKT Pharmacokinetics®

THU Therapeutic use

CMBI Combinatorial study®

CPN Combinatorial preparation®
CRT Combinatorial reactant*

CRG Combinatorial reagent®

CST Combinatorial study*

CUS Combinatorial use®

FORM Formation, nonpreparative
FMU Formation, unclassified
GFM Geological or astronomical formation
MFM Metabolic formation”
NANO Nanomaterial®

OCCU Occurrence

BOC Biological occurrence”

GOC Geological or astronomical occurrence
NPO Natural product Occurrence®
OCU Occurrence, unclassified
POL Pollutant

PREP Preparation®

BMF Bioindustrial manufacture
BPN Biosynthetic preparation
BYP Byproduct

CPN Combinatorial preparation®
IMF Industrial manufacture
PUR Purification or recovery
PNU Preparation, unclassified"
SPN Synthetic preparation
PROC Process

BCP Biochemical process®

BPR Biological process”

GPR Geological or astronomical process
PEP Physical, engineering, or chemical process
CPS Chemical process®

EPR Engineering process®

PYP Physical process®

REM Removal or disposal
PRPH Prophetic substance”
RACT Reactant or reagent™
RCT Reactant'

CRT Combinatorial reactant*
RGT Reagen®

CRG Combinatorial reagent®
USES Uses

AGR Agricultural use

ARG Analytical reagent use
BUU Biological use, unclassified
CAT Catalyst use

COS Cosmetic Use*

CUS Combinatorial use*

DEV Device Component use’
DGN Diagnostic use*

FFD Food or feed use

MOA Modifier or additive use
NUU Other use, unclassified’
POF Polymer in formulation
TEM Technical or engineered material use
THU Therapeutic use

Specific roles that are not associated with any
super roles:

MSC Miscellaneous

PRP Properties

# Cynep-posn umMeroT 4-0yKBEHHbIE KOJIbl, KOHKPETHBIE
posi — 3-0ykBeHHble. [10]] Kaxa0i cyrnep-poibio
NEePEYHCICHBI KOHKPETHBIE POJIH, KOTOPBIE OyAyT
Hai/ICHBI TIPH TIOUCKE TI0 CYNep-POJIH.

® Ucnons3yeres B Chemical Abstracts (CA) ¢ Toma Ne 66
(1967 r.) mo Tom Ne 135 (2001 r.).

‘Ucnonb3yercs B CA, Hauunas ¢ Toma Ne 136 (2002 r.).
Y Ucnonssyercst B CA, naunnast ¢ Toma Ne 116 (1992 1.).
¢ Cynep-pons PREP no6apiena k 3anucsim 10 1907 r.
"Mcnonesyercs B CA ¢ Toma Ne 66 (1967 r.) 1o Tom Ne
145 (2006 1.).

9Vicnonbsyetcs B CA ¢ Toma Ne 136 (2002 r.) o Tom Ne
145 (2006 r.).

h Hcnonbiyercst B CA ¢ 2003 1. 1o HacTOAIIEE BPEMSL.
'TMowuck o posir RCT naxoaut ccbuik B CA ¢ Toma Ne
66 (1967 r.) no Hacrosiee Bpemst. [lowck no cymep-
pom RACT naxomut cceuiku RCT, CRT, RGT wmun
CRG, HauuHas ¢ Toma Ne 136 (2002 1.).

'Hauunas ¢ 2002, HOMCKOBBII TEKCT A poau NUU
n3menuiics u3 Nonbiological use, unclassified/RL B
Other use, unclassified/RL. Iowuck o poru NUU/RL
WCTIONB3YeTCs I moucka 3anuceid B CA, HaunHas ¢
ToMa Ne 66 (1967 r.) o HacTosiIEee BpeMsl.
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Te3aypyce CA Lexicon

Koas! Te3aypyca CA Lexicon

Koo

Onucanue

ALL

MAX

BT — Broader Terms
HIE — Hierarchy Terms
HNTE — History Note
KT — Keyword Term
LT — Linking term

NEW

NOTE — Notes

NT — Narrower Term
OLD

PFT — Preferred Term
RT — Related Term
RTCS — Related Chemical
Substance Term

STD — Standard Term
UF — Used For

USE

Bce peneBaHTHBIC TEPMHHBI, 32 UCKITIOUeHHEM CBsi3aHHBIX (L T)
Bce peneBanTHBIE TEpMHHBI, BKIIIOYast cBsi3anubie (LT)

bonee mmpokue TepMUHBL

Tepmunsl BT u NT, BXxoasiue B uepapxuto J1aHHOTO TEPMHUHA
[Tpumeuanue — UCTOPUS BBEACHHS TEPMHUHA

TepMuHBI, coiepKalue KIYeBble CI0Ba

CBs13aHHBIN TEPMUH, MOAUGUIUPYIOMUI HHOOPMAIIHIO U3
uHIeKkcHOro 3arojoBka / index heading modifying information
HoBsie Tepmunbl, 3amenuBre crapbie (OLD)

[Tpumeuanus

bonee y3kunii TepMuH

Crapsiii TepMuH, 3aMeHeHHbIH HOBbIM (NEW)
[Mpeanoururtensusiii Tepmun (OLD, NEW, USE, UF)
PoncTeenHbiii TepMuH

PojicTBeHHBII TEpPMUH JIJISI XUMUYECKOTO COCTUHEHUS

Cranpaptaeiii Tepmud (BT, HNTE, Note, NT, RT, RTCS)
Hcnonb3yemblii TEpMUH (HE PEATOYTHUTEIbHBI CHHOHUM)
TepMuH, KOTOPBIN CIEAYET UCITOIb30BATh

®parmenT Te3aypyca CA Lexicon 1Jis1 KaTaJIM3aTOpPOB

Noe  Konuuecmeo 3anuceil Koo Tepmun
1 110818 => Catalysts/CT
HNTE  Valid heading during volume 21 (1927) to present
2 2 OLD Activator/CT
3 79931 OoLD Catalysts and catalysis/CT
4 53 OLD Promoter action/CT
5 1606 OLD Promoters/CT
6 2 OoLD Strengtheners/CT
7 UF Activators/CT
8 UF Catalyst/CT
9 UF Reaction catalysts/CT
10 UF Supported catalysts/CT
11 65 NT1 Abstraction reaction catalysts/CT
12 2080 NT1 Acylation catalysts/CT
13 1123 NT2 Acetylation catalysts/CT
14 742 NT2 Alkoxycarbonylation catalysts/CT
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IHouck nH(pOpMALMK 0 BelleCTBE B CTPYKTYPHO-XUMHYecKuX b/{

OcHoBHbIe nouckoBbie nHAeKkchl Bl Registry

Koo Ilouckoswtii unoekc Ilpumeuanusn
RN CAS Registry number Perucrpanunonnsiii Homep BemectBa CAS
CN CA Index name HazBanue nmo Homenkiarype CAS

Other names Jlpyrue Ha3BaHUs BEIECTBA

CNS Chemical name segment ~ ®parMeHT XUMHYECKOIO Ha3BaHHUs
MF Molecular formula MonekynsipHas hopMmyIia
LC Locator code Hpyrue BJ] cetu STN, umeromue ccouiku Ha naHHbId RN
EPROP  Experimental properties = DkcniepuMeHTaIbHbBIC CBOMCTBA BEIIECTBA
CALC Calculated properties PaccunTaHHbIE CBOMCTBA BEIIECTBA

YTOouHeHHE Haﬁopa OTBETOB H3BECTHBIMH CBOMCTBAMH BeIlleCTBA

Ceoiicmeo IHouck 6 unoekce Ilpumep
[Mokazatens kucinotHoctH (PKa) /PKA => S PKA<=-0.62
=> S -0.62/PKA
Monexynspusiii Bec (Molecular weight) MW =>S MW<200
CaoiicTBa «paBuia natu» Jlunuuckoro /ICALC => S LIPINSKI/CALC
=>S LIP/CALC
Temneparypa kunenus (Boiling point /BP =>§ 150-155/BP
paryp ( g point) - o BPoc120
[TnotHoCTh (Density) /DEN => S DEN>=1.002
Onrtuueckoe BpaieHue (Optical rotatory power) /IORP => S 70-80/ORP
[Tokazarens npenomienus (Refractive index) /RI =>S 1.427/RI
=> S RI=1.427

# Lipinski’s Rule-of-Five — smnupuyeckoe mpaBmuiio, o KOTOPOMY JIEKAPCTBEHHBIE BEIECTBA ¢ XOPOLIEH
OMOJIOTMYECKON JIOCTYIHOCTBIO IPU  MEPOPAIBLHOM IMPUEME JIOJDKHBI  00J1a1aTh  CIECIYHOIIUMU
XapaKTePUCTUKAMHU: YHCIIO JJOHOPOB BOAOPOA B MOJIEKYJE (aTOMOB a30Ta MU KHCIOPOJa, CBI3aHHBIX C
atomaMu H) He MOMKHO TpeBbIIATE 5; YUCIO aKLENTOPOB BOJOPOAa (aTOMOB a30Ta MM KHCIOpOa, HE
CBsI3aHHBIX ¢ aTomMamu H) He momkHO mpeBbimath 10; MoJieKysipHast Macca He J0JDKHA MpeBbimath 500
D; norapudgm pacripenenenus BemecTBa B CHCTeMe OKTaHOJ / BoJa JOJbKeH OBITh He Oonee 5. Hazpanue
MIPaBHJIA CBSA3aHO C TeM, YTO YMCIICHHBIEC TPAHUIIBI BCEX MTApaMeTPOB KPATHBI IIATH.
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ITonck BelecTB M0 XUMHYECKHM HA3BAHUSIM

1 Houcxpezucmpauuonnozo Homepa COCOUHEHUA NO €20 HA36AHUIO

1. Box B/ Registry
2. HpOBepKa XUMHNYCCKOI'O Ha3BaHU

3. Ilouck o Ha3BaHUIO

4. BBIBOII OTBETOB

=> FILE REGISTRY

=> E RESVERATROL/CN
=>S E3

L1 1 RESVERATROL/CN
=>DL11IDE

2 Houck ccvinok na coeounenue
1. Beog BJ1 CAPlus =>FILE CAPLUS
=>S L1
2. ITouck o L-nomepy u3 BJ1 Registry L2 2118SL1
3. OrieHKa HalICHHBIX OTBETOB =>D SCAN
3 Hcnonvzosanue poneii CAS ons evioenenusn =>S L1/PREP

KOHKpemHbIX 3anuceil (HanpumMep, 1o crnocodam

CHUHTE3Q)

4 Buteéoo omeemoe

=>D L2 4 IBIB ABS

5 H3eneuenue nazeanuit u pecucmpauuOHHbLX

(mom.) Homepoe CAS w3 B]I Registry nis moucka B 1pyrux

b/ cetu STN

International

=> FILE REGISTRY
=>SEL CHEM L1

6 Bxnrwouenue 6 nouck oonoanumenwvuovix b/l cemu

(mor.) STN International

=> FILE USPATALL PCTFULL
=>S E1-E2 OR E4-E10

7 Yoanenue oyonuxamos u 61600 omeemos na 3xpan => DUP REM L2 L7

(on.) Komnsromepa

=>D 1 FROM EACH

PexomMenganuu mo MOUCKY BEIIECTB 10 XUMHYECCKHUM HAa3BaAHUAM

Ha3zeanue Pekomenoauusn Ilpumep
cooeporcum
HaJICTPOYHBIC / UTHOPHPOBaTh KypcuB U cuMBojbl  => E dichlorometane-d2/CN
HOJICTPOYHBIE

CHUMBOJIBI, KYpCUB
rpedeckre OyKBBI

anoctpod

KpYTJIble CKOOKH

KBaJpaTHBIE CKOOKH

HammucaTb Ha3BaHUA 6YKB Ha
JIATUHULEC, IOMCCTUB UX MCKIY
TOYKaMH

IIOMECTHUTHh Ha3BaHUC B I[BOfIHI:IG
KaBBIYKH

INOMCCTHUTH Ha3BaHUC B I[BOI\/'IHBIC
KaBBbIYKH

3aMCHHUTDb KBAaAPATHBIC CKOOKH
KpYTJIBIMU U IOMCCTUTDh HA3BAHUC
B JIBOfIHI:IG KaBBbIYKH

=> E .alpha.-acetylnaphthalene/CN
=> S “N,N’-dimethyl-1,2-
ethanediamine”/CN

=> S “2-(1-acetoxyethyl)furan”/CN

=> S “benzo(b)thiophene”/CN
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ITouck BelecTB MO MOJICKYJISIPHBIM (popmysnam

1 Ilouck semecme
1. Box B/ Registry => FILE REGISTRY
2. Ilposepka npucyrcTBus popmyiisl B BJI: monueix popmyn => E C5H13BRN/MF
— B unzexce MF; dpopmyn komnonent — B Basic Index => E C5H13BRN
3. Ilouck; BO3MOXHO YTOYHEHHE HA0Opa OTBETOB =>SE3
U3BECTHBIMHU CBOMCTBAMU MJIM HOMEHKJIATYPHBIM Ha3BaHUEM [ 1 1 C5H13BRN/ME
4. BeIBOI OTBETOB =>DL11IDE

2 Haxostcoenue numepamypHuix cCblIOK HA HATLOEHHOE 8eU|eCME0

1. Beox BJ] CAPlus

=>FILE CAPLUS

=>S L1
2. Ilepenoc L-nomepa nHabopa orseroB u3 b1 Registry L2 1071S L1
3. O1eHKa OTBETOB =>D SCAN

3 Jobaenenue kooa poru CAS ons evioenenus konkpemnovix => S L1/PREP
3anuceit (HaripuMep, 1Mo Croco0aM CHHTE3a)

4 Bv1600 omeéemog 012 3anucu 6 ¢aiin

=>D L241BIB ABS

IIpencraBienne ¢gopmy coJiei

Obviunoe B BJ] Reqistry B unoexce MF
CH;—C=0 CH;—C=0 C2H402.Na
Cl)'Na+ Cl)H - Na
CH; CH;
CH3—N|+—H Cr CH3—|\|| - HCI C3H9N.CIH
i e,

IlpencraBienne popmyJ1 noJIMMepoB

Obviunoe B BJ] Registry B unoexce MF
I'omononumep
H,C=CH H,C=CH-Ph (C8H8)X

|

CeHs
Comnonumep BUHMJIALIETATA AcO-CH=CH, (C4H602.C2H3CI.C2H3F)X
(CH3CO-0O-CH=CHy), H,C=CH-CI
BUHUJIXJIOpU]IA H,C=CH-F

(CH,=CH-CI) u Bunundropuaa
(CH2=CH7F)

ITouck cemeiicTB BeliecTB

Tepmun B nngexce /MF

Casi3aHHBIC ¢ HUM TePMHHBI B HHAeKce /Bl

C16H320,
C16H320,.H3N
CisH320,.Na

C16H320,
C16H3202 158 H3N
CisH3,0, 1 Na
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ITouck BemiecTB N0 UX CTPYKTYpam

Ilesn ¥ THNIBI CTPYKTYPHOT'O NMOUCKA

Ileny — naiitu: Tun noucka

Exact (EXA)  Family (FAM) Substructure (SSS)
KOHKPETHOE BELIECTBO 4 v 4
CTEpEOn30MEepHI 4 4 v
HW30TOMHO-MEUYEHHOE BEIIECTBO v v v
COJIb 4 v
CMECh v v
3aMEIEHHOE TIPOU3BOHOE v
YC0BHS ¥ Pe3yJbTaThl CTPYKTYPHOIO IOMCKA
Ycnosue Iens
TOYHOE COOTBETCTBHUE 3AIPOCY HAX0KIEHHE CHHTE3a KOHKPETHOTO COEIUHEHHS;

BBISICHEHHME TOT'0, OBLJIO JIM BEIIECTBO MOIYYEHO paHee

0JIM3KOE COOTBETCTBHE 3aIIPOCY OMOJIOTUYECKH aKTUBHBIE COJIA COCAMHEHUS;
(TIOMCK POJICTBEHHBIX CTPYKTYP) MOJIMMEPHBIC MAaTEPUAIIBI; JIEKAPCTBA, COJICPIKAIIINE
KOHKPETHOE BEIIECTBO

CTPYKTYpBI, COJIepKalie OTIpe/IcIICHUE aHAJIOTOB (PYHKIIMOHATBHBIX TPYIII;
MHTEPECYIOIIHNIA CKEeNeT WIN COOTHOIIEHUS CTPYKTYypa / cBOHCTBA (Omonoruyeckas
dbparmMeHt AKTHBHOCTH)

ITouck cchliIOK HA XMMHYeCKHe CTPYKTYPbI

References

REGISTRY | REGISTRY
L-number
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Crparerusi CTPyKTYpPHOI0 MOUCKA B 0a3e JaHHBIX Registry

1

PucoBanue CTPyKTYypbI:
STN Express
STN on the Web

CoxpaHeHHe CTPYKTYPbI

Bxox B cetb STN International

Bsox BJI Registry

3arpy3ka CTpyKTypbl

[IpoBepka 3arpyK€HHON CTPYKTYPBI

IIpoBenenne mpodHOro moucKa

Onenka pe3yabTaToB: BBIBOJ CTPYKTYP Ul OLICHKH,;
YTOYHEHHE CTPYKTYPHI (P HEOOXOAUMOCTH)

IIposenenue noucka no seed bJ1

Bsoa BJI CAPlus

ITorck CCHIIOK Ha BEIISCTBO

Prepare
Guery

=

ey
o

Lagan

=> FILE REGISTRY

4+
Jﬂl |
=> UPLOADING
L1 STRUCTURE UPLOADED
=>DL1
L1 HAS NO ANSWERS
L1STR
=>S L1 EXACT SAM

=>D SCAN

=>S L1 EXACT FULL
=> FILE CAPLUS

=> S L2/PREP
=>D BIB ABS HITSTR
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IHouck nmo pparMeHTy CTPYKTYPbI

3anpoc codeprrcum

Ilpunamoe ymonuanue

Bo3moorcnocmu

ATOMBI C OTKPBITBIMUH  B03MOXkHO 1t000€ 3ameleHune
B 3TH IOJIOKEHUS

MOJIOKCHUAMU
3aMCIICHUA

[{uknnueckue cucteMbl  ATpHOYT IUKIAYECKON

cuctemsl Isolated / Embedded

Llemoyku aToMOB

CBs3u B OCII04YKax

Haceimenusie 6-
YJIEHHBIE [IUKIIbI

ITonoxenus ¢
OIpeIeTICHHBIMU Variables
3aMECTHTEIISIMU

Onpenensemblie
nons3oBareseMm G-gpynnot

ATpubyT aToma B 11enu
Chain node

ATpH6yT CBA3M B LI
Chain bond

XapakTepuCTUKa CBSI3U
Exact / Normalized

CucreMHbIe TEpEMEHHbIE

38.M6H.[6HI/IC B IIUKJIE IO B03MOXHOCTH 3aaHUs

OJHOMY WJIH
HECKOJILKUM
MOJIOKEHUSIM

3aMCIICHUA

(VPA)

MEPEMEHHBIX MOJIOKEHUN

3amMerieHne MO>KHO 3a0JI0KHPOBATh,
HaIrpuMep, aToMaMH BOJIOPOIa

W3onupoBaTh UKIIBL, YTOOBI HE
ObUTM HalJIeHbl KOH/IEHCUPOBAHHBIE
CHCTEMBI

N3menuTs atpudyt Ha Ring / Chain,
YTO ITO3BOJIUT HAXOAUTH BEIIECTBA,
COZIepIKaIlUe B 3TOM IIOJI0KESHUU
aTOMBI, BXOJISIIIUE B IIUKIT

M3MeHHTh XapaKTEPUCTHKY CBSI3U Ha
Ring / Chain, uro no3Bosiut
HaXOJUTh BEIECTBA C 3aMKHYTHIMH

CTPYKTypaMu

V3MeHHUTH XapaKTEPUCTHKY CBSI3U Ha
Exact, ecru Hy»KHBI HACHIIIICHHBIE
IMKJIBL;

Ha Normalized, eciu HyXHBI
apOMATHUYCCKUE [IHKIIBI

N3meHnuTh aTpuOyThl CHCTEMHBIX
MEPEMCHHBIX, UCIIOJIb3YA ONIHUU
Generic Definitions u Element
Counts

Onpenenensble nojb3oBareneM G-
TPYIIIBI MOTYT COAEPKaTh aTOMBI,
CHUCTEMHBIE TIEPEMEHHBIE UITU APYTHE
G-rpynmsl

Omust VPA MOXET UCIIOIB30BaThCS
B IIUKJINYECKUX CUCTEMAX IS
aTOMOB, CHCTEMHBIX TIEPEMEHHBIX

Variable Points of Attachment wmu G-rpynn
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Kuaaccnl coennnenuii B B/l 1annbix Registry

Koo Knacc eeuecme
AYS CIUIaB
CCS KOOPIMHAIIMOHHBIE COCTUHCHHMS
CTS 3aperucTpupoBaHHbIC KOHIECTTHI (registered concepts)
GRS CTaHJapTHAsI pErUCTPAIIHS
IDS HE MOJHOCTBIO ONPE/EIIEHHBIE COEIUMHEHUS
MAN COCIMHCHMUS, 3aPETHUCTPUPOBAHHBIC BPYUHYIO
MNS MUHEPAJIBI
MXS cMecHu
PMS HOJIUMEPBI
RIS HMOH-PaTUKAIIBI
RPS ApPXETUIIbl HUKIMYECKUX CUCTEM
TIS TaOJIMYHBINA COCTAB JJIT HEOPTaHUYECKUX COCTMHEHUI
UvCB COEIMHEHUS] HEU3BECTHOI'O MJIM MEPEMEHHOIO COCTAaBA UM COEAMHEHUS

OMOJIOTUYECKOr0 IIPOUCXOKICHU S

Oco0eHHOCTH NMONCKA HeopraHuieckux coennHenuii B BJ[ Registry

PasnuyaroTcss  cienmyromipe  TUIOBI  HEOPTaHMYECKUX  BEIIECTB:  KOOPOUHAUUOHHbLE
coeOuHeHUsl, Memanicooepicawue OpeanuyecKue coau, MemaiiopeanuiecKkue coeouHeHus,
MemaJivl, Cniagsl, U MUHEPAIbl.

Koopounayuonnvie coedunenus — HEUTpaJIbHbIE MOJIEKYJbl WM HMOHBL, B KOTOPBIX
[CHTPaIbHBINA aTOM (0OBIYHO aTOM MeTaylia) CBSA3aH C APYTUMH, IPUYEM KOJIUYECTBO CBA3EH HE
PaBHO BaJIECHTHOCTHU LIEHTPAJIbHOI'O aTOMA.

Memannopzanuueckue coedunenus cojepxar XoTs Obl OIUH aToM yriepoja,
HEINOCPEICTBEHHO CBSI3aHHBII C aTOMOM MeTaslia.

Memannpt — >1E€MEHTHI, OTAAIONIUE 3JIEKTPOHBI ¢ 00pa30BaHMEM IOJIOXKUTEIbHBIX HOHOB
(KaTHOHOB) W B KOHJCHCHPOBAaHHOM COCTOSHMHM HMEIONINE METAUIMYECKUE CBS3H MEXIY
ATOMaMHU.

Cnnagpl — cMecu METAJUIOB C JPYTMMH MeETaljlaMH, ra3aMyd WM HEMEeTalNIM4eCKUMH
COEMHEHUSIMH, 00pa3yIoIIMecs MPU pacIljlaBIeHUH U HE pa3JieouIecs Ha KOMIIOHEHThI IPU
OXJIQKICHUH.

Munepanwvr — o0pa3oBaBUIMECS B NMPHUPOJE XMMUYECKHE IJIEMEHTHl WM UX COCIUHEHMS,
UMEIOIINE ONPEIeTICHHBII XUMHUECKUI COCTaB U, 00BIYHO, XapaKTEPHYIO (OPMY KPHCTAILIIOB.

Jlsis moncka CChUIOK Ha HEOPTaHUYECKHE COEAMHEHUS MCIOJIb3YIOTCS CUMBOJIBI 2JIEMEHTOB
(/ELC), mpu HEoOX0muMOCcTH — yucio KoMmoHeHT (/NC); s moucka rpyIin JIEeMEHTOB — ToJie
[Tepuoanueckux rpymnn (/PG); mist moucka crmaBoB — nofist CocraB (/MAC) u OTHOCHTENTBHBIN
coctas (/RC).
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Koowvl nepuoouueckux zpynn

Konpl nepuoanyeckux rpymmn MOTYT MCIIOJIb30BaThCs I MOUCKA CEMENCTB JJIEMEHTOB B
nepuoax u rpymnmnax Ilepuonnyeckoii TabIUIBL.

OHU TeHepHupyrTCsS JUIsl BCEX 3JIEMEHTOB MOJIEKYISIpHOM (GOpMysbl, 3a HCKIIOYCHUEM
yriiepojia 1 BOAOpoaa.

Kopbl cemeiicTBa 35eMeHTOB XpaHsaTcs B moiie /PG.

A8
2
Al A2 A3 A4 A5 A6 A7 |He
314 5 7 (8 |19 [10
Li[Be B N O F|[Ne
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ITouck mo xumuyeckum peaxkuusam B 6aze nanHbix CASREACT

Cmpameeuﬂ nOUCKa no peakuyuim

1 Co31aHue CTPYKTYPHOI'O 3a1IPoCa MO0 peakiun
STN EXxpress
STN on the Web

3aI[aHI/IC HaIrrpaBJICHUA pCaKIUH

3amaHue posid CTPYKTYpHOTO parMeHTa

Crnenudukamnus CBs3M, K3MEHSIOIICHCS (OcTaromencs
HEU3MEHHOI) B peaKkiuu

3azaHye COOTBETCTBHSI MEXK/ly aTOMaMH peakTaHTa U MPOAYKTa
(M311IMpOBaHME)
CoxpaHeHue 3anpoca 1o peaxkiiu

2 Bxoa (LOGON) B cetb STN

Bgog 0a3er mauaeix CASREACT

3 3arpy3ska 3anpoca B ¢aiia peakuuii cetu STN

IIpoBepka 3arpy>k€HHON peaKkLuu

4 IIpoOHbIii mouCK
Onenka pe3ynbTaToB:
BBIBOJI PEAKIMH JIJIsl OLIEHKH
YTOUHEHHE Peakuu (MIpH HE0OXOAUMOCTH)

5 Tloaublii mouck

Frepare
Gluery

Fxn
—

A+B

C

-0
=

Logon

3

=> FILE CASREACT

In which file do you intend to perform the seach?

REGISTRY LREGISTRY, REAXYSFILE,
MARPAT OR LMARPAT

Reaction-searchable file

Other Structure-searchable fle

e | e
=DL1

L1 HAS NO ANSWERS
L1STR

=>S L1 SAM

=> D SCAN
=>SL3(L)NS=1

=>S L1 FULL
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Acetal

Acetyl

Acid halide
Acyclic alkene
Acyclic ketone
Acylmetal
Alcohols
Aldehyde
Alkenes
Alkyl halide
Alkyne
Alkynes
Allene

Allyl alcohol
Allyl halide
Amide
Amidine
Amine oxide
Amines
Anhydride
Aryl halide
Arylsulfonyl
Azide enol
Azine
Aziridine
Azo

Azoxy
Carbamate
Carbonate
Carbonate derivatives
Carboxy derivatives
Carboxylate
Carboxylic
Cephem
Chloramine
Cyanamide
Cyanate
Cyanohydrin
Cyclic alcohol
Cyclic alkene
Cyclic ketone
Cyclopropyl
Diazo
Diazonium
Diene
Diimide
Disulfide
Enamine
Enol

Enol ether
Enyne
Episulfide
Epoxide
Ether
Gem-dihalide
Glycol
Guanidine
Halides
Haloformate

Halohydrin
Hemiacetal
Heterocycles
Hydrazide
Hydrazine
Hydrazone
Hydroperoxide
Hydroxylamine
Imide

Imine

Imino ether
Isocyanate
Isonitrile
Isothiocyanate
Ketal

Ketene
Ketenimine
Ketones
Lactam
Lactone

Mesyl

Metal arene
Metal carbene
Metal carbonyl
Metal cyclopentadienyl
Metal halide
Metal hydride
Metal metal bond
Metal nitrogen
Metal nitrosyl
Metal phosphine
Metal sulfur
Metallocarbocycle
Mu-carbonyl
Nitrile

Nitrile oxide
Nitrite

Nitro

Nitrone
Nitrosamine
Nitroso
Nitroxide

Null

O-quinone
Organometal
Organometallics
Ortho ester
Oxime
Oxonium

P-N group

P-O group
P-quinone

P-S group
Penam
Peroxide
Peroxy acid
Peroxy

Phenol
Phosphate

Phosphite
Phosphonate
Phosphonium
Phosphorus ylide
Pi-alkene
Pi-alkyne

Pi-allyl

Primary alcohol
Primary amine
Purine
Quaternary ammonium
S-O group

Se group
Secondary alcohol
Secondary amine
Selenide

Selenol

Silyl

Silyl enol ether
Sulfenyl halide
Sulfide

Sulfinate

Sulfinyl halide
Sulfonamide
Sulfone

Sulfonyl halide
Sulfonyloxy
Sulfoxide

Sulfur ylide

Te group

Tertiary alcohol
Tertiary amine
Thioacetal
Thioamide
Thiocarbonyl
Thiocarboxy
Thiocyanate
Thioketal

Thiol

Thione
Thiophenol
Thiourea
Triazene
Trihalide

Unstd acid

Unstd aldehyde
Unstd amide
Unstd ester

Unstd ketone
Unstd nitrile
Unsaturated acid
Unsaturated aldehyde
Unsaturated amide
Unsaturated ester
Unsaturated ketone
Unsaturated nitrile
Urea

Vic-dihalide
Vinyl halide
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TepMuHBI K1acCOB
Alcohols

Alkenes
Alkynes

Amines

Carbonate derivatives

Carboxy derivatives

Halides

Heterocycles

Ketones

Organometallics

Allyl alcohol
Cyanohydrin
Cyclic alcohol
Enol

Glycol
Halohydrin
Acyclic alkene
Alkyne

Enyne

Amine oxide
Aziridine
Chloramine
Cyanamide
Enamine
Carbamate
Carbonate
Guanidine
Acid halide
Amide
Amidine
Anhydride
Carboxylate
Carboxylic
Haloformate
Acid halide
Alkyl halide
Allyl halide
Aryl halide
Chloramine
Gem-dihalide
Haloformate
1,2-C3N2
1,2-C3NO
1,2-C3NS
1,2-C302
1,2-C30S
1,2-C3S2
1,2-C4N2
1,2-CANO
1,2-CANS
1,2-C402
1,2-C40S
1,2-C4S2
1,3-C3N2
1,3-C3NO
1,3-C3NS
1,3-C302
1,3-C30S
1,3-C3S2
1,3-C4N2
1,3-C4NO
1,3-C4NS
1,3-C402
1,3-C40S
1,3-C4S2
1,4-C4AN2
Acyclic ketone
Cyclic ketone
Acylmetal
Metal arene
Metal carbene
Metal carbonyl
Metal cyclopentadienyl
Metal halide
Metal hydride
Metal metal bond
Metal nitrogen

TepmuHbl QyHKIHOHATBHBIX TPy

Hemiacetal
Hydroxylamine
Phenol

Primary alcohol
Secondary alcohol
Tertiary alcohol
Cyclic alkene
Pi-alkyne

Hydroxylamine
Imine

Primary amine
Secondary amine
Tertiary amine
Haloformate
Thiourea

Urea

Imide

Lactam
Lactone
Peroxy acid
Peroxy ester
Thioamide
Thiocarboxy
Metal halide
Sulfenyl halide
Sulfinyl halide
Sulfonyl halide
Trihalide
Vic-dihalide
Vinyl halide
1,4-C4ANO
1,4-C4NS
1,4-C402
1,4-C40S
1,4-C4S2
1,4-C5N2

C2S

C3N

C30

C3S

C4N

C40

C4s

C5N

C50

C5S

C6N

C60

C6S

Aziridine
Cephem
Episulfide
Epoxide
Penam

Purine
O-quinone
P-quinone
Metal nitrosyl
Metal phosphine

Metal sulfur Metallocarbocycle

Mu-carbonyl
Organometal
Pi-alkene
Pi-alkyne
Pi-allyl
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YTo4HeHHe pe3yIbTATOB MOMCKA MO PeaKIuu

Ymounenue pezynomamos noucka kpumepuio Hcnonvsyemutii unoexc
Beixox peakuuu /YD
KosmyectBo cranuit INS
Perucrparmonnsiii Homep CAS KOHKPETHOTO y4aCTHUKA

peaKIiu:

PactBopurenb /SOL
Karanusarop ICAT
Pearent IRGT
Peakrant /IRCT
PearenT wnm peaktant /IRRT
[TponykT /IPRO
He nmpoaykr /NPRO
Tepmun u3 npumeuanus K peaximu (Note) /Bl

IIpumepsl HCNOIb30BaHUSI POJieli BellecTB /1Jisl YTOUHEHHsI HA00pa 0TBETOB

3aoaua Heiicmeusn

OTPaHUYUThH HAWJCHHBII HA0OP PeaKkIHusIMHU, B KOTOPBIX B =>S L1 (L) 7440-05-3/CAT
Ka4eCTBE KaTaJn3aTopa UCTIOIb3yeTCsl ajliani

(perucrpanuonnsiii Homep CAS 7440-05-3)

OrpaHUYHTh HAWICHHBIN HA0OP KaTaIUuTHIECKUMU =>S L1 (L) ANY/CAT
peaKnusIMH

OTPAaHUYUTh HAHJICHHBIC PEAKIIMH TEMH, B KOTOPBIX =>S L1 (L) 64-19-7/NPRO
yKCycHas kucioTa (perucrpanuonnsiii Homep CAS 64-19-7)

— HCXO/IHOE BELIECTBO

YIAIATH PEaKIUH, B KOTOPBIX B KAYECTBE PEaKTaHTa MIIN =>S L1 (NOTL) 108-24-7/RRT

peareHTa MCIOJIb3YeTCs YKCYCHBIN aHTHIPHT
(peructparpionnbiii Homep CAS 108-24-7)

®opmatbl BbiBoAa nHpopmanuu B 6a3e 1anubix CASREACT

Dopmam evigoda

Pezynvmam evi600a

occC
CRD

FCRDREF

CRDREF

FHIT

HIT

BIB
ABS

KonnuectBo naiinennsix (HIT) peakuuii B kaxaoM oTBeTe

Bce naitnennsie (HIT) peakuuu ams KaXIoro OTBeTa B KOMIIAKTHOM
dhopme

[TepBas naiinennas (HIT) peakuus 1uist KakI0T0 OTBETA B KOMITAKTHON
(dhopme BMeCTe CO CCBUTKOM Ha UCTOYHUK

Bce naitnennsie (HIT) peakuuu ams KaXa0ro OTBeTa B KOMIIAKTHOM
(dhopme BMeCTe CO CCBUTKOM Ha MCTOYHUK

[TepBas naiinennas (HIT) peakuus 11 Kak0ro OTBETA B MOJHOM Gopme
(kapta, qUarpaMMa u pe3roMe, BKITIYas perucTpanuonHbiii Homep CAS
JUTSL KQKJIOTO YYaCTHUKA PEaKIUH)

Bce naitnennsie (HIT) peaknuu 1iis Kax10r0 OTBETa B TIOJIHOM (hopme
(kapta, qMarpaMmMa u pe3roMe, BKITIYasi peructTpanroHHbrii Homep CAS
JUTSL KaXKJIOTO YYACTHHUKA PEaKIINN)

bubnuorpaduyeckas nnpopmanus

Pedepar Chemical Abstracts
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IMouck B UTIC SciFinder

Craprosas crpanuiia B UTIC SciFinder npegocrasiser BO3MOKHOCTS Bbibopa B/ u Tuma

IIONCKa.

Explore

‘

Explore References:

Ooubnuorpaduueckuil MOMCK IMOMCK BEIIECTB B CTPYKTYPHO-

B pedepatuBHbIX b/]
CAPlus u MedLine

References |

Explore
Substances

A

Explore Substances:

xumuueckux B/ Registry,
ChemCats u ChemL.ist

| Explore
& Reactions

Explore Reactions:

nouck peakuuii B bJ|
CASReact o crpykrypam
PEaKTaHTOB U (WJIH)

MPOYKTOB,
(G yHKIIMOHATBHBIM

rpyImam.

Tun nngopmanumn

Conep:xaHue M 0XBaT

IHouck nHpopMauuu

r References

> 35 MuH. ccbhutok U3 > 60 MHPOBBIX
naTeHTHhIX BenomctB u > 10  ThIC.
HAYYHBIX )KYPHAJIOB

> 18 mutH. cepuiok u3 bl MEDLINE
PetpocniektuBa 1907+, n3dpaHHble CTaTbu
1 nateHTsl 10 1907

Tematuka
HACCIE0BaHUI

ABTOD
Opranuszanus

Hctounuk

\é Substances

> 66 MJTH. XHMUYE€CKHUX BEIECTB

> 63 MutH. 6UoMoCIeA0BaTENbHOCTEN

> 45 wiuH. (s 3 MIIH. BEHISCTB)
DKCIIEPUMEHTaNbHBIX W 3.7 MipA. (I
55.6 MIIH. BEIIECTB) PaCUE€THBIX CBOWCTB,

> 1.1 MIIH. 3KCIIEPUMEHTATIBHBIX CHEKTPOB
(s 778 Teic. BemiecTB) W > 54.6 MuIH.
pacyeTHbIX criekTpoB JMP 'H u IMP C;
PerpocniektuBa 1800+

Kommepueckass undopmanus ot >1050
rnocrasmukos u3 > 1180 xaramoros g >
69 MJIH. KOMMEpPYECKHM  JOCTYIHBIX
BemecTB (> 20 MIIH. perucTparmoHHBIX
HoMepoB BetecTB CAS)

HopmaruBhass wHOpManus mus > 295
TBIC. BEIIECTB

XHWMHU4YECKOE HA3BAHHE
Perucrpanuonnslii
HoMep BemiectBa CAS
MonexkyisapHas
dbopmyna

Xumnueckas
CTpyKTypa

( B TOM ymCITE TIO
CTpYKTypaM Mapkyima)

& Reactions

> 41.7 MiH. OOHO- W MHOTOCTAIUIHBIX
peakuwmii ¢ 1840+

Cxemsbl peakuui

[Ipespamenus
(GYHKIIMOHAIBHBIX

rpymni
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Mouck B oudaunorpapuueckux B/ — Explore References
Temamuueckuii nouck — oaanx Research Topic

[IpoBeneHne TeMaTUYECKOrO MOMCKA MO3BOJIAET M3YYUTh KOHKPETHYIO OOJIaCTh MCCIIETOBAHHMA
HOCPEJICTBOM BBOJIA (hpa3 WM MPEUIOKEHUIN Ha aHTIMHCKOM SA3BIKE.

1. BBox mowmckoBoro 3ampoca B Onanke Research Topic. i Havana moucka HCIOIb3yeTCs

cowarsa [Search,

Pexomenoayuu:

* 3ajaHue JOBYX WIH TPeX KOHIENTOB (OCHOBHBIX MOHSTHI) Ha HOPMAaTHBHOM aHTJIUHCKOM
A3BIKE.

* lcnonb3oBaHue MPeIOroOB U aPTUKIICH JJIS CBS3U KOHIIETITOB.

* 3akiIroYeHre aKPOHUMOB (a00peBHUAaTYp) I CHHOHUMOB B CKOOKH TI0CJIE COOTBETCTBYIOIIECTO
KOHILIENTA.

* Hcnonbs3oBanue oTpuiaHuil NOt mim eXCept i NCKIIFOYEHUS TEPMUHA.

* [IpumeHenue orpaHHUYCHUH JUTI yMEHBIICHUS KOJIMYECTBA PE3YJIbTATOB B HAOOPE OTBETOB.

Explore References

Research Topic Research Topic ¥ intramolecular hydroamination of aminoalkenes

Examples:
Author Name The effect of antibiofic residues on datry products

Company Name Photocpanation of aromatic compounds

Document Identifier
Journal

Patent

Tags

Publication Year(s) & | |
Examples: 7995, f995-7999 Fo95., -jo95

Document Type(s) & [ eiography [ pissertation [ Patent
[ Book [ editorial [ Preprint
[ clinical Trial [ Historical [ report
O Commentary [ sournal [ Review
[ conference [ Letter

Language(s) & [ chinese [ German ] Palish
[ english [ 1talian [ Russian
[ French [ Japanese [ spanish

Author Name & | | | | | |

Last * First Middle
Company Name & | |

Examples:

Minnezota Mining and Manufacturing

DuPont
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[Touck crneayer HauWHATH ¢ OoJiee MIMPOKOTO 3aIpOca UM MPUMEHSATh OTPaHUYEHUSI.

Nupexc nis orpannyennsi Habopa orBeToB | [losryyenne cCbLI0K, OTHOCSIUXCH K
onpeeIeHHOMY

Publication Year(s) [lepuony BpeMeHn

lon mybnukanuu

Document Type(s) Turmy 1oKyMeHTOB

Tun nokymeHra

Language(s) SI3BIKY TYOTUKAIIH

S3pIK myOIMKaH

Author name ABTOpY myOJIMKAINH

Mwms aBTOpa

Company name Opranuzauuu

Ha3zBanue opranuzamuu

ITouck aBTOMaTHYECKHU MpOBOAUTCS II0 POACTBCHHBIM TCEPMHUHAM, IIPU 3TOM YUYHUTBIBAKOTCA
AJIBTCPHATUBHBIC HAIIMCAHWA U OKOHYaHHA CJIOB.

2. Ilocne BbIOOpa MHTEPECYIOUIMX CCHUIOK M3 MPEIJIOKECHHBIX (HA OCHOBE OTHOIICHHH MEXIY

TEPMHHAMH U KOHIICTITAMHU) BAPUAHTOB MPUMEHSIETCS] KOMaH/Ia |Get References|.

Research Topic Candidates
5 fl'rorpicrsﬁ ; 1 Selecrteredr
Select all Deselect all
Research Topic Candidates References
] 13 references were found containing "intramolecular hydroamination of aminoalkenes" as 13
entered.
94 references were found containing the two concepts “intramolecular hydroamination and 94
"aminoalkenes" closely associated with one another.
[0 126 references were found where the two concepts “intramolecular hydroamination® and 126
"aminoalkenes" were present anywhere in the reference.
[0 621 references were found containing the concept “intramolecular hydroamination®. 621
[0  &70 references were found containing the concept “aminoalkenes™., 670
| Get References
Pexomenoauuu:
IIpu BBIOOpE BapuaHTa B HaliIeHHBIX IOKYMEHTAX TePMHHBI OyayT
BCTpPeYaThCH:
As entered TouHo B TOi popme, Kak OHU BBE/IEHBI B OJIaHK
Kaxk BBeieHbI 3arpoca
Closely associated with one another B onHOM mpe/ioKeHUH WK B 3ar0JIOBKE MyOIUKaIlun

bnu3ko cBs3aHbl

Present anywhere within a reference ['ne-nn0o B 3amucu — B Ha3BaHUU, pedepaTe UiH

[IpHCYTCTBYIOT B CCHUIKE WHJICKCHPYEMOI TEPMUHOJIOTHH (BO3MOXKHO, JTAIEKO
JAPYT OT Apyra)

Containing the concept B 3amucu — cam BBEJICHHBI TEPMUH, €ro CHHOHUM (bI)

CojiepsKar OMH KOHIIETIT WITH [TOXOKHE TEPMHUHBI

40




3. OLeHKa OTBETOB.

[TonckoBbIe TEPMUHBI B 3ar0JIOBKaX U pedepare BbIACICHBI LIBETOM.

—
Get Get ) Get \ - Send to
References Substances Reactions E'E} Related v % Tovls:y: i SciPlanner
94 References 0 Selected I Save Print Export

Select all Deselect All | Sort by: ¥

Answers per Page [15]
Display:
[ 1. New Highly Active Heteroscorpionate-Containing Lutetium Catalysts for the Hydrpamination of Aminoalkenes:
Isolation and Structural Characterization of a Dipyrrolidinide-Lutetium Complex Q BFull Text
By Otero, Antonio; Lara-Sanchez, Aqustin; Majera, Carmen; Fernandez-Baeza, Juan; Marquez-Seqovia, Isabel; Castro-Osma, Jose Antonio; Martinez,

Javier; Sanchez-Barba, Luis F.; Rodriguez, &na M.
From Organometallics (2012), 31(6), 2244-2255. | Language: English, Database: CAPLUS

The reactions of the hybrid scorpionate/cyclopentadiene compds., as a mixt. of regicisomers, 1-[2,2-bis(3,5-
dimethylpyrazol-1-y[)-1,1-diphenylethyl]-1,3-cyclopentadiene and 2-[2,2-bis(3,5-dimethylpyrazol-1-y[)-1, 1-diphenylethy|]-
1,3-cyclopentadiene (bpzcpH) and 1-[2,2-bis(3,5-dimethylpyrazol-1-y[)-1-tert-butylethyl]-1,3-cyclopentadiene and 2-[2,2-
bis(3,5-dimethylpyrazol-1-y[)-1-tert-butylethy|]-1,3-cyclopentadiene (bpztcpH), with [Lu{CH2SiMe3)3(THF)2] proceed in
very high yields to give the free solvent neutral heteroscorpionate dialkyl Lu complexes [Lu{CH2SiMe3)2(bpzcp)] (1) and
chiral [Lu{CH2SiMe3)2(bpztcp)] (2). The structures in soln. of 1 and 2 were studied by YT NMR spectroscopy, and a
fluxional behavior corresponding to an exchange between the alkyl groups was obsd. The Lu complex [Lu(CH2SiMe3)
2{bpztcp)(THF)] (3) was isolated as an enantiomerically enriched complex. Supramol. CH-n interactions between mols.
in crystals of 3 were identified in its x-ray mol. anal., and they explain the formation of a conglomerate among mols. of 3.
Complexes 1-3 are efficient catalysts for the intramol. hydroamination of aminoalkenes, giving TOF values of up to
475 h-1 at 90° for 2,2-diphenyl-pent-4-enylamine (4) by using complex 3 as catalyst. Enantioselectivities up tp 70% ee
were achieved in the cyclization of the 1,2-disubstituted clefin 6 with the high enantiopurity complex 3. The
hydroamination reactions show apparently zero-order rate dependence on substrate concn. and 1st-order rate
dependence on catalyst concn.  Addnl., bicyclization of 2-allyl-2-methylpent-4-enylamine (10) was achieved at 60 and
100°, giving exo,exo-2,4,6-trimethyl-1-azabicyclo[2,.2.1Theptane (12).  The protonolysis reaction of [Lu{CH2SiMe3)
2{bpztcp)] (2) with 2 equiv of 2,2-diphenyl-pent-4-enylamine (4) yielded a dipyrrolidinide Lu complex [Lu{NC4HS-2-Me-4,
4-Ph2)2(bpztcp)] (13) as a mixt, of two diasterenisomers. The structures of the complexes were detd. by spectroscopic
methods, and the x-ray crystal structures of 3 and 13 were also established.

[0 2. intramolecular Aminoalkene Hydroamination Mediated &
Perusal of Yarious Pathways for Aminoalkene Activation
By Tobisch, Sven
From Inorganic Chemistry (Washington, DC, United States) (2012), 51(6), 3786-3795.
| Language: English, Database: CAPLUS
The present study cormprehensively explores alternative mechanistic pathways
for the intramol. hydroamination of the prototype 2,2-dimethyl-S-penten-1-
amine aminoalkene (1) by bis{ureate)Zrlv(NMe2)2(HNMe2) (2), which
proceeds through a ZrIV(NHR)2 intermediate using d. functional theory (OFT)
calcns, The classical stepwise o-insertive mechanism that includes insertion of
the C=C double bond into the Zr-N amido ¢ bond followed by Zr-C alkyl-bond
aminolysis has been compared with a single-step pathway for amidoalkene —

4 "

a Tethered Bis(ureate)zirconium Complex: Computational
B Full Text

1234567 p

*
~0 g’

*
Ngg

Q,

4. TIpocmotp 3anucu. Ommst Quick View
MOKHUIast HA0Op OTBETOB.

MO3BOJIACT IPOCMOTPEThL ACTAJIN 3allUCH, HC

machaniztc pathways B the rramol, hydroamination of the
profotype 2, 2-dimathy F5-perden-1-amine amenoskers (1) by
b (ureate D IVINVER 2 (HNMEE) (20, which procesds $rough
& ZrIVINHR )2 ntermediae ustg d. funtbional theery ©FT)
cakns. The claszical stepwise o-rsertive mechankm that
nchudes inserton of the C=C double bond into the Zr-N amida
@ boed Bllowsd by 7r-C akyHbond aminoles has been
Compares with a sangha-step pathway 17 amicoslens —
cycloamne cormeesion Heough 3 concerted aming proton
rarufer assocd. with N-C ring domure. Noncoempertitive
kiretes for reversble o-nsertva cycization, togeher wih the
ncompatiolity of 3 Lrmosar-lmitng inesrtion $3%p wit obed.
pronouncad primany kinatic Botope effects (KEs), sTongly
miitates aGanst e 0paration of 3 O-resrtive machansem, A
ronrses e podrway evalving through on ordered se-canler
Tansthon-stam sruchure desorbng N-C bond formation at an
stial Ir-N smido ¢ bond triggenad by conaumrant proton
Tarsfer fom sn aquatorialy bound slras mol onto ha
adjacent okfin-Carbon oanter & found 1 praval energetcaly
The proton- iggered nonrsarive Cyclizaton commencng
Som a catalyrcally relavare 2r1Y (NHR)SN-CR) nubstratm
sddxct 5 srongly covnhll, followed by product epubsion via
dEsoraing ane sechiangs. The sssaesd effactng barrier
COInpares raasonabdy wel with ha pravicesly cetd, Eyreg

pirameters. and the computstonally estd orimary KEs ¥

1 e i dated by o Tethered Dis{ureate Jarcoonm Compless Computabional Perusal of Yarous Pathwaoys for Arinoalcen
« ,.:; Chavdiry (Wathwegron, D0 Lvied Stver] (0L SHERL 3IM-375E, | Laoguige: Enghits. Dvabam | CASLLS
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PexoMeHaanum 1mo npoBeaeHUI0 TemaTndeckoro noucka (Research Topic)

I[Tpu remaruueckom noucke (Explore references) unu yrounenuu (Refine) ero pesynsraros
ClIelyeT MCIOIb30BaTh MOJIHBIC NPEUIOKEHUS] HA HOPMATUBHOM aHTJIMHCKOM si3bike. To, Kakue
CIIOBa SIBJSIFOTCS KJIFOUEBBIMH M KaK OHHM COOTHOCSTCS JpPYr C JAPYroM, OIpeAeNseTcs
ABTOMATHUYCCKH.

Onpeodenenue memsl noucKa

TeMspl AOJDKHBI COCTOATH M3 [ABYX HJIM TPCX KOHICITOB, O6’beI[I/IHeHHBIX npeajioramMu,
COX03aMM U JPYTUMHU IIPOCTBIMHU YaCTAMU PCUH.

Ozpanuuenus, nanazaemsle Ha 6600UMYI0 (hpazy

— Ywucio cnoB He MOXKET NpeBbImaTh 40.

— Yucno onepatopoB AND nnu OR, ucnons3yeMbIxX Aiisi OnpeeneHusi OTAeIbHOTO KOHIIETITa,
HE MOXET MPEBBIIIATH 3.

— Yucno Ucnosb3yeMbIX KOHLIEITOB HE MOXKET IPEBBIIIATS /.

— Yucno HCMoNb3yeMbIX TEPMHUHOB Ui OIpPENENEHUS OTACIbHOIO KOHLENTAa HE MOXKET
MpeBbIIATH &.

[Tpumepsr:
— effect of penicillin on milk production in dairy cows
— liver apoptosis and nasal apoptosis

Ilpeonozu

Crnenyer UCTONIB30BaTh PACIPOCTPAHEHHBIEC MTPEAJIOTH: after, among, at, between, from, in,
into, on, upon, within.

H3vikoevie ocoboennocmu

Cnenyer y4uTBIBaTh OCOOEHHOCTH aHIVIMMCKOro s3blka. Hampumep, mexnay ¢pazamu
Reactions caused by heat u Reactions causing heat nmeercsi ceMaHTHUECKOE pa3Tnyne.

Hcnonvzosanue onepamopoe AND u OR

B nHekortopsix koHTekcTax paziauuue B oneparopax AND u OR He pacmosnaercs. B atux
CiIy4asix Ha BIOOD MPECTaBISAIOTCS 00a pe3ybTara.

He cnenyer ucnons3oBath AND u OR, ecniu umeercs Gosnee TOYHBIM MO KOHTEKCTY
npetor. Hanmpumep, He human growth hormone and fetal development, a effects of human
growth hormone on fetal development.

He cnenyer ucnomnn3oBath ornepatrop AND, korna B aeiictBuTensHoCTH B BUay umeercs OR.

Omnepatop OR ucnomb3yercst a1 0003HaYEHUs] MPUCYTCTBUS B UCKOMBIX JTOKYMEHTAX HIIU
OJTHOTO, UJTH 000MX TEPMHUHOB.

[Tpumep: | am interested in interface software for bibliographic information OR numeric
data.

Hcnons3yiite AND Tosbko At 06003Ha4eHUs1 IPUCYTCTBHUS 000MX TEPMHUHOB.

[Mpumep: | am interested in interface software for bibliographic information AND numeric
data.
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Pacnpeodenennvie moouguxkamopol

Xors ¢dpaza | am interested in liver or nasal apoptosis rpammaTHyecku KOPpEKTHA,
pacnpeneneHHble MOIU(HUKATOPHI HE pacro3HatTes. Tema nomkHa ObITh onucaHa ¢paszoi | am
interested in liver apoptosis or nasal apoptosis.

Hcnonwvzosanue ompuuanus

MoHO omnucath TeMy, ucnoib3ys takue orpunanus, kak NOT unu EXCEPT. Hanpuwmep:
ringed planets but NOT Saturn.

Cokpawenus u opgpozpaguueckue owiuoKu

CucTeMO#f pacrmo3HAOTC H  BOCIPUHUMAIOTCS 9acTO HCHOJIB3YeMbIC COKpAICHHS,
nanpumep, BTU wu Prep; pacmpocrpanennbie ommuOku, Hampumep, affect mecro effect;
OpUTAHCKHUIT M aMEPHKAHCKHUIT BAPUAHTBI aHTTIMHCKOTO sI3bIKa, Hampumep, colour u color.

Cunonumul

[Tpu popmynrpoBKe MOMCKOBOIO 3alpoca MOKHO MCIIONb30BaTh CHHOHUMEBI. WX cremyer
MOMEIIATh B KPYTJIbIE CKOOKH CJIEIOM 32 TIOMCKOBOM (POPMYIION.

ITpumep: milk production of cows (bovines).

Pesynbrat: mouck OyneT mpoBeneH mo 000uM TepMUHaM — COWS 1 bovines.

Yceuennwie cnosa u cumeonwi yceuenun

VYcedueHrne TepMUHOB, Y4€T MHOXKECTBEHHBIX U JPYTUX (DOPM CIIOB, IJIarojoB B MPOLIEAIIEM
BPEMEHM NPOMCXOANUT aBTOMaTHuecKu. He Hago BKItOYaTh CUMBOJIBI YCEYEHHSI 1 MACKUPOBAaHUS
(! mmu *) B mouckoBble GOpMyYJbl — OHM OyJIyT MPOUTHOPUPOBAHBI, & OCTABILHECS CUMBOJIBI
BOCTIPHHSTHI OYKBAJIbHO.

[Mpumep: effects of age on calcium absorption in women.

PesynpTatr: 3ampoc OyAeT aBTOMaTHUECKH PACHIMPEH BKJIIOUYEHHUEM TaKUX TEPMHMHOB, Kak

aged u aging.
byneewvt noucku
He caenyer wucmons3oBaTh OyiieBy JIOTHKY WM TpymnmupoBanue cioB. B SciFinder B

CKOOKax yKa3bIBAlOT CHHOHUMBI, a He TpynnupoBKy. ClieayeT UCIoIb30BaTh COIO3bI U IPEJIOTH
BMECTO OIEPaTOpPOB.
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Ilouck no agmopy — 6aanx Author Name

1. BBog uMeHu aBTOpa B OJIaHK TIOMCKOBOTO 3ampoca. [[nsi Hadajma mowWcKa HUCHOIb3YeTCs

cowariza Search]

Pexomenoayuu:

BBoauTh MakCUMyM M3BECTHOM MH(OPMAIIHH.

BroauTts npobensl, 1eGuchl U anocTpodsml.

3amMemars crienuaibHble CHMBOJIBI (HAPUMED, YMIISTYThI) UX SKBHBAJICHTAMHU.

Wcnons3oBats ommmio |Look for alternative spellings of the last name s yuera
JMHTBUCTUYECKHUX BapUalMil U TUIIOTpa(CKUX pa3Ivuyuuil.

Jl1s1 COXHBIX UMEH NTPOBOJUTH HECKOJIBKO MIOMCKOB C Pa3HBIMHU BapUaHTaMHU.

Ecnu Her yBepeHHOCTH, UMl 3TO WM (aMHUIUS — UCIOJIb30BaTh 00€ BO3MOXKHOCTH B JTH0OOM
HOPSJIKE.

Explore References

Research Tapic Author Name & CHISHOLM MALCOLM ' Search |
Author Name Last * First Middle

Company Name
Document Identifier
Journal

Patent

Tags

Lok for alternative spellings of the last name

2. BBI60p BAapHWAaHTOB HAIIMCAHUS UMCHHU aBTOpaA. I[J'IH TOJIYUYCHUA CCBUIIOK ITPUMCHSACTCA KOMaHJa

|Get References|.

4

Author Name Candidates

5 Authors 3 Selected ]

Select All Deselect all

Author Name Candidates References
O  cHisHoLm 2
O  cHISHOLM M 74
CHISHOLM M H 154
CHISHOLM MALCOLM 9
CHISHOLM MALCOLM H 705
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3. OLeHKa OTBETOB.

[ References oot B F70% v Htokw gy Serdte

Select A Deselect Al | ”'Wﬁim.@?igl' 1234568
Desplay:

tophysical properties of quadruply bonded(MM = Mo2. MoW or W2) supported by carboxylate

: Lifetimes and distribution in 51 and 11 states Q  [RFu e

[ 1. Pho

B

PO RTINS i WCS Nationdl Masting & Expostion, Sii Diego, CA, United Stakes, Mach 25-March 29,

2012 (2012), INOR-551, | Language: Engeh, Databaze: CAPLLS
The ransient sbearption specta ad time resolved nfra-red (s ard ns) specra of MM(Q2CR)4 and trans-
MVLZ{02CR)2 campds, where MM = Ma2, MoW and W2 and R = akyd or a conjugated org. aroup revaal
ralativaly long-Ived S1 and T1 states $at can be characterized as MLCT o MM delta - delta star, The MLCT
states osn be characterced 35 mived valence lons where the charge on $e ligand ks either delocalized or
Yappad on one bigand, R groups containg IR reportsr groups such as COC and ON tripke bonds allow nteresting
distinctions of charge distribution 3& well s compds. with Yans O20CEH5(Cr(003)3,

[C] 2. fuwan- and selenophene-2-carboxylato derivatives of dimolybdenuen and ditungsten (M quadrolpe bond

M): a comparison of their chemical and photophysical properties Q@1 e

By Browenio, Sananths £,; Chisholen, Malcolm H.; Galuoo, Judeh €. Gheen, Yagrasend Gustafon, Teny L) Reed, Caly R,

From Dakon Tansachons (2012, 41(8), 2257-2263, | Language: Engish, Database: CAPLUS
From the reactione betwesn M2(TF2)4, whers TFB » 2,4,6-trisopropyibanzoae and two equ sach of 2-furan
carborylc acid, FUCOH, and 2-selenophens carboxylic 3ckd, SpCOSH I iuene, Tans-M2(TPR)2(02CFU)Z (13
M= Mo, 2a M = W) and trans-M2(TPR)2(02CS0)2 (1h M = Mo, 2b M = W) were firmed, These rew compds.
ware charactarzed by 1H NWR, stoady-state Uv-ysibie-NIR abtzorption and emission spectroscopy, cyclc and
difierential pulse voltammetry, and & and ns transient sbsorption spectrescopy.  The compd. Ma2(TE8)
2(02CSp)2 (1b) was charactarized by sngle crystal oray orystalbg.  These dats ars compared with those
previously reported for related 2-ticphane carbowylate derivs. . M2(TFRIZ(CRCTH)Z.  Tre physcochem. data
correlate well with electronic struchure calors. performed on model compds, Al compds. have detectsble S1
photoeacited states with Wfetimes that vary from ~5 ps o < 1 ps. The Mo compds, have T1 states with
mcrosscond Ifetimes that are assigned 35 MM35* wheress $e T1 states for W ars IMLCT with |ifetmes on
e order of nanoseconds, In 54 casss, shorter lIfstimes were ssen In complaxes cont, hesvier stoms.

e b

&
& 3

..o"

Analyze by: &)
| Author Name ~|
ook B {0 e ony those
rafevancas mthn the cumeny snmmse
=
Chisholm Makaolm H 705
Huffman John C 196
Chisholm MM 154
101
S
Syab William £ (5]
| =
Galloci Judth © 60
s 3
Huffman I C 51
B 3
Patmore Nathan ) a6
3 3
Hadad Onrstopher M 35
m 3
Foltng & 34
3 3
_Show Mare |

Pexomenoayuu:

I[J'Iﬂ YTOYHEHHA OTBETOB MOKHO HMCIIOJb30BaTh UME€HA COaBTOPOB, €CJIM N3BECTHHI.
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ITouck no nazeanuio opzanuszayuu — 6nank Company Name

1. BBon Hazeanus opz2anuzauuu B OJaHK TOMCKOBOI'O 3arpoca. I[J'If[ Haydajla IIOMCKa
HCIOJB3YETCA KOMaH/Ia SearChl.

Pexomenoayuu:

* B kaxmom noucke cienyeT BBOJUTH HA3BaHUE TOJIBKO OJTHOM OpraHU3aIiH.

* B obmem cinyuyae, yem OOJbIIE TEPMHUHOB BKJIFOUYEHO B 3allpoCc, TEM KOHKpeTHee OyneT
nouck. [loaromMy sl IIMPOKOTO MOMCKA CJEIyeT HCIOIb30BaTh MEHBIIE MOUCKOBBIX

~ TEpPMHHOB; 1JIs Cy’KEHHs Ha0Opa OTBETOB — OOJIbIIIE.

Explore References

Research Topic Company Name ¢ Battelle Labs

Author Name E:(arnplas:
ant

Company Name DuPont

Document Identifier
Journal

Patent

Tags

[Ipn noucke aBTOMAaTHYECKH YYUTHIBAIOTCSA Pa3IMYHbIC HAIMCAHMS, aKPOHMMBI, COKPALICHMS,
POICTBEHHbIE TepMUHBI M HX rpymnnsl. Hampumep, ncnons3oBanne Company wau Co. pact
OJINHAKOBBIN pe3yJbTar.

2. OLeHKa OTBETOB.

Get Get o Get ¢ Send te [
References & Substances - Reactions & Related © }“'." ¥ M Saptannes | ,rmﬁrﬂy @ = |
Ti6References 0 Sekans | =T _Sve A bot| fi R
Sebect All Deselect Al | Sert by: Accesson Nuvber W & AnswesperFagaf2n) 32345635 P - ComparyQeganeaton ¥
Diglay, = = 8B
1 Universal state-sefective corections to multh-reference ¢ Juster theanes with and double Vermmmhre st
= excitations R WA e —— e + Qe A e
Dy Oeatm, o van Uwr, taberten 1, 1) Etbrmn, St Kawahby, Kol ol | [l
Froms Joursl of Owrvacdl Prmcs, Abwad of Pyt | Lnguags: Englnh, Oatabase) CAALLY | Batels Pac Northrwest [
The recontly proposed unverzal stase-selectve (USS) correctons to apprax. multhref coupled-chuster (MRCC) b, USA 1907 |
energies can be commonly applied to @1y typa of MROC thaeary based on the exponantial ansatz. In thes peper —
ww report on e pefformarcs of & simple USS corraction © e Brilbur-Wigner and Mubheree's MRCC | BATTELLE Columbus L0,
amployng srghs 3nd doubka Sxciations (USS-SW-MRCCSD and USS-M-MRCOCSD), Tt K shown hat | USA
the USS-W-MRCCSD comection, whidh empioys the: manifold of sngls and doubie ecitations, can be ralsed t f |
3 posterior | correcions utiloed in routne BWCMRCCED calcns.  [n several Dendhimank Calns. we compars the aneis B
USSR -MROCSD and USS-MCMROCED resuks with e results atarad with the fill Cf method | VS LG {
Bamats Nortiwest, UGA 4561
[ 2 warker inhalation dose coafficients for radionudides nat previously identified n ICRP publication 68 Q # | [ |
A e - BATTELLE, USA 4300
:?Y l\u/&m Eun:& | :;'vn-(.v.". Soott O SRk [ B Dol ki t - |
oy Fgrhation Sroteton Oosmstry 12), 14804), 0. wpge: Erageds, ase CATLIS
Whie rhalston dme cosffe e providad for sbout 500 radonuckdss i inemational Commssion on Radol, ! ::9“';:3"" Nortrwest -
Promcton (JORP) Publcation 68, marry radionuclices of practical dosimstnic msrest for faciibas such &6 highr B e —] |
andr gy proton acteleeslons are ot specficaly sddresssd, nor are organ-apectlic doss woaffs, tabulstad. The | |
ICRP Publicatyn 68 dosimedry concepts are L=adl, akorg with upcated radiol, decay dats and meataboli: dats, to | Batete's Colintws Lab, ‘
calc. committed oqute dose cooffs, [T (%0)] and commithed ED coaffs. [2(%0)] for radionuclides produced at the | USa 147
Qak Ridge Natonal Lab. s Spaflation Neuton Source, |
| Battele Norfwest Lsb,
! | UsA 111}
[ 3 Blectro dydraubic Tomming of shset mitals: Free-forming vs. conial-gie foming Q@6 v é [ il
Schiaty, Asshisy Tephens, Elzabetn ¢ Davies, Fichard W, Smth, Mark T, Soclar ky Ah, Sad
oo Al o Wl P ssni cteadiay (0125, SEE3. 1OTD-ICTD | Lioxpouge Enghh, Sntabate: CARLE O [ Batiele Foc Nordtweat
Thes work bullds upen our recent advances N quantifying high-rase daformation behavior of sheat mataks, during Labn, USA i
skctro-ydraudic forming (BHF), wsing high-speed imaging and digha Image comeiation techniguass.  Akiminum ; L |
aloy AASIRZ-O and CPE00 s%al shests (1 mm ik, ~152 men diaen.) wers EHF datormes by highrensrgy (Wp . Battle Cokumbns Labs,
10~ b)) présarepubie noan oo M8 Jreeforming) 5nd nside 5 woncal de,  The dalr mabon hstory L UsA |
(vebacity ¥an, starrrate, snd stranpat)) ab the soas of te foermed domes was quantified s ansdyaed, = '
The data shows that the use of & de n the B process resulted N an amplification, relatiee to free-forming I -
condibions, of $a out-of-glane normal valocity and n-plane stan-rate ot the dome apex.  Thiz amplificaton i } m_]
Stteln iterd bt frs s e sebews o s s e sercu et of Be reeie sl cernetee  Ciatrer winlle S st ssintts ab

Pexomenoayuu:
JUIst pacCMOTpEHUsI BApMAHTOB HA3BaHWUW OpraHU3alrid CIENYyeT UCMOJIb30BATh OMNLMIO aHaIu3a
Analyze by: Company-Organization|.
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Iouck no nazeanuio ncypnana — oaank Journal

Konkpernyro nyOnukamuioo B KypHaJlle MOXHO HAWTH C TIOMOIIbIO COOTBETCTBYIOIEH

oubnmorpaduueckoid ”HPOPMALIUH.

1. Broa HeoOxomumon uHdpopmanuu B Oaanke Journal. J[is moucka MHTEPECYIOMIMX CTaTeH B
JKypHaJIe UCIOJIb3yeTcsl KoMaHaa [Searchy.

Explore References

Research Topic Journal €
Author Name

Company Name

Title Word(s) @

Document Identifier
Journal Author Name ¥
Patent

Tags

Publication Year(s) &

pacs @ B N B search |

Journal Mame * Yolume Issue Starting Page

Example: Anébiotic

Stng __ Beeter B |

Last. * Firsk Middle

Examples: 7995, 1995-7999, j995-, -yg995

HCO6XOI[I/IMO BBCCTH HAa3BaHHWC XYypHaJla, CJIOBO M3 3arjlaBusd CTaTbHU WA (baMI/IJ'II/IIO aBTOpa,

AOIMOJIHUTCIIBHO — I'OZl UJIM UHTCPBAJI JICT HY6J'II/IKaI_II/II/I.

Ilone Dopmam 6s00a Ilpumep
Journal [Monnoe Ha3Banue xxypuaiga | Journal of the American Chemical Society
Kypnan CoxkpallleHHOE Ha3BaHUE J. Am. Chem. Soc.
KypHaiIa
AKpOHUM JACS (7151 MHOTHX, HO HE BCEX JKYPHAJIOB)
Volume Howmep Toma 57
Tom AndasutHo-1iudponas NS33
3aInCh
Issue Howmep Brimycka 14
Howmep Mecsiit BbITycKa July
(BBITYCK)
Publication KonkpertHsIii Tox 2005
year(s) Wurepan ner 2000-2005, 2000-, -2005
Ton
myOIMKaIuu
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Uem Oonpllie TEPMUHOB BKIIFOUEHO B 3alpoC, TEM KOHKpETHee OyAeT MOHUCK. [ momydeHws
IIMPOKOTO0 Habopa OTBETOB CJIEAYET MCIOJb30BaTh MEHBIIE OMOMHorpaguiIeckoil nHGpopMaInH,

JUTSI CY’)KeHUS Habopa — OoJIbIIIe.

H3zeecmno

Hcnonwv3zyiime 014 nonyuenus Hadopa omeemos

WUpoKozo

V3K020

3ariaBue cTaThu KitroueBrle ciioBa U3 Ha3BaHUS

(cioBa U3 3arnaBus)

ITonHoe 3ariaBue cTaThu

Ha3Banue xypHana TonpKko Ha3BaHUE KypHaja

Ha3Banue xypHana, Homepa
TOMA, BBIITYCKa, HaYaJIbHOU
CTpPaHHUIIbI CTAThU

Wwms aBTOpa Tonbko damunuio

damMuInio U HTHUHAAJIBI

2. OLEeHKa OTBETOB.

Get 1 Get

4 Get
Substances % Reactions

Send to
27 Related

References o M sciplanner

;‘l Tools ¥

159 References 0 Selected [ Save Print

Export \

Analyze by: &

Select All Deselect All | Sort by: [ Accession Humber v ¥ Answers per Page [15]

Display:
[ 1. A Unique Non-catenane Interlocked Self-Assembled Supramolecular Architecture and Its Photophysical
Properties Q BFull Text
r — By Vajpayee, Vaishali; Song, Young Ho; Cook, Timothy R.; Kim, Hyunuk; Lee, Youngil;
| (Qf & Stang, Peter J.; Chi, Ki-Whan
H B=bttp 2 _ | From Journal of the American Chemical
lﬁjéﬁ@ = — G Society (2011}, 133(49), 19646-19649, | Language: English, Database: CAPLUS
-?‘ ( ha® 7o S i & novel, interlocked, self-assembled rectangle (MaL2)2 mol.
« . 3 ¢ architecture was constructed from an arene-Ru acceptor and a 1,4-

! di{pyridin-4-y)buta-1,3-diyne donor. Two M2L2 rectangle units, with

cavites of ~7.21 &, spontaneously interlock, with one unit
encapsulating a twin in a noncatenane fashion. The dimeric host-guest complex thus formed is unique among
two-dimensional self-assemblies and is stabilized by n-n interactions between the M2L2 units.

[ 2. Designed Post-Self-Assembly Structural and Functional Modifications of a Truncated Tetrahedron Q
B Full Text
r By Zheng, Yao-Rong; Lan, Wen-Jie; Wang, Ming; Cook, Timothy R,; Stang, Peter

-y 3
3 b . »| From Journal of the American Chemical

il oy Society (2011), 133(42), 17045-17055, | Language: English, Database: CAPLUS

? o
3 @ S &4 structure have been developed. Specifically the self-assembled
| 4 ol hexanuclear platinum tris(pyridytriazine complex was modified by
[ . ¥ reaction  with  benzenedicarboxylate, benzenetricarboxylate,
B - ferrocenylalkoxybenzenedicarboxylate, or  fumarate. Such
modifications allow the properties of the self-assembled supramol.
stimuli, the post-self-assembly modifications described herein result in three distinct changes to the supramol.
system: an individual building-block component change, an overall structural modification, and a functional
evolution of a [6+4] metal-org. supramol. structure. The three modifications have been carefully examd. by a
range of characterization methods, including NMR and Uv-visible spectroscopy, electrospray ionization mass
spectrometry, pulsed field gradient spin echo NMR measurements, electrochem. anal, and computational

Post-self-assembly modifications of a discrete metal-org. supramol.
species to be changed in a simple and efficient manner (>90% yield). Initiated by the application of chem.
simulations.

123456..11 p |

) P B

N1@

[ Authar Name v [

Click bar fo view only thoze
references within the current answer
et

Stang Peter 1 159
Arif Atta M 28
 ——
Northrop Brian H 20
= |
Muddiman David C 19
=T ]
Yang Hai Bo 17
= ]
Ghosh Kaushik 15
= 1
Zheng Yao Rong 14
[ 1 |
Wan Li Jun 12
]
Cook Timothy R 8
[ | ]
Das Neeladri 8
[ 1 |

| Show More

Categorize

More detailed analysis based on CAS
indexing

B 6I/I6J'II/IOFpa(1)I/I‘-IeCKOM OINMHMCAaHUU IMOUCKOBBIC TCPMUHLI BBIJICIICHBI ) KUPHBIM IJ_IpI/I(bTOM.
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Ilouck Konkpemnwix namenmoe — 61anx Patent

KoHKkpeTHBII TATEeHT MOXXHO HAaWTH C TOMOIIBI0 UMEIONIecs Oubmuorpaduaeckoi
uHpopmanuu.

1. BBoxg uHbpopmanmu o mnareHTe (Hampumep, UM uzobOperarens). [ynsg Hayanma mowcka
UCTONb3yeTCs Komana |Search|.

Explore References

Research Topic Patent Number ¢
Author Name Examples! WO 2001051365
Company Name Assignee Name @
D ¥ TR Examples: Cancer Rexearch Technology Limited
ocument Identifier
Journal Iveritor Name I
Last * First Middle
Patent
Tags

Publication Year(s) & |

Examples: 1995, 1995-19989, 1995, -1995

HyxHo BBecTH B OJIaHK HOMEp, MMsI TIAaTCHTOBJIAICIbIAa WM H300peTaTesl, JONOJHUTECIBHO —
roJi (MHTepBaJ JIeT) MyOINKAIlUi MaTEeHTHOTO IOKYMEHTA.

IToJie dopmar BBOJA Ipumep
Patent number Howmep narenTa, 3asBKu uin CA 2107100 nau CA2107100
Howmep natenra IPUOPUTETHOM 3asIBKU JP 1992-502228
IT 1998-BO661
Assignee name [MonHoe Ha3BaHKHE KOMIIAHUU GlaxoSmithKline
Wwmsa Bnagensna Kparkoe HazBaHne komMmnaHuu GSK
Inventor name [ToaHoE MMst Walker, Alexander Marriott
Wwms nzobperarens | GamMunus 1 MHUITUAIIBI Walker, A.M.
Publication KoukpeTHbIii To1 2005
year(s) Wnrepsan aer 2000-2005, 2000-, -2005
lNon myGnukamm
(uHTEpBaN NeT)
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2. OLEeHKa OTBETOB.

Jlnst yToYHEHNsS HMEHH H300peTaTeNs cleAyeT uernomb3oBath omuio JAnalyze by: Author Namel
(B mpuMepe pe3ysbTaThl aHaIKM3a coJepKaT BapuaHThl uMenu Peter L. Stang u Peter J. Stang).

Get Get Get o Send to Analysis
References 4 29 é IS ea™ PeTookv g Sento '—*gv—
11 R 0 Sebected | Seve e Bt Z )
Select Al Deselect Al | Sart by Accesace Navber % ¥ frowers pes Page (15] | | | Author Name >
gy — = =
E s 1 : 1 SN S0 fo vew ool 1050
@) llimfmlu high-barn-rate gas-generating propellants, especially for seat belt pretensioness 3 © e
By Baghinn, Jarwd (. Heloy, Abdal £, Stang, Petor L.; Durberion, Cendes E. | Weght, T H, - ‘ el
Prom PCT Ik Appd (2004), WO 2004000921 A2 20040921, | Languags: Ergish, Database: CAFLLIS Fesr | g
Gas gererating compns., esp for use N actkation of of seat balt pretersioners, consst of S-amMoteramoks
(fueel), a blowirg agent, a superfine metal powder 25 2 burnrate erfancer (esp. Al), a0 oxdizng agent, ard a = Fear ) 2
oinder.  Tha blowag agsnt & ADCA (saodicarbonamida); sutsble ok sgents are selected from XCI04,
NHCID4, and NaNO3. A proferred compn. for e propellant = the Ssel 10-80, ouidizer 20-80, binder 1-10 wt. V3 OrrRam Joel V 2
%, N which ths gl is composed of S-aminoterazols 1-90, ADCA 535, and Al nanopowder 0.1-10 wt.%, B e —
Bagire James L 1
[Z] 2 Triflate-mediated praparation and use of odonium conpounds & TIFA et
Uy Stang, Petey 1 Gofop, Fad N > Carrp Abart T 1|
Froon PCT Int, gl (1992), WO 9516671 AL 19980522 | Larqusge: Engish, Databace: CAMLLIS “J' [~ ————————
Methods of producing odorumn compds. by riflate-mediated odonum transfier reactions are dsciosed ittt M 1

iodoreum compds. saquester PQQ and kit PQO-Catalad celluler rados-cychng resctions rwohved n
morobisl metsb. and n host responzes, e.q. mfammation.  lodorsum cormpds. can be used a3 anti-microblal
3gents $or TuMan o veterinary usa, particulary 3s an oral rrse, oral Imgant, or pariodorsal pack.  The anti- Dunkerson Dennis £ 1
micrablal activity of an donium compd. can be corfrolied by admnister ng a non-toxke reducing agent or boric =

acdsan, GNE Paul M 1 ‘

[Z] 2 Procursors for and synthests of mona- and difunctionalized acetylenes and difunctional 1.3-diynes & <+ %
Pl e .
: Stang, Peter 1| Ortel, Ohares M Wilarroon, Bobby L | hdanien, Yiter o ' Hausfroan Martn H 1
From ULS. (19M), US 5265508 A 15540215, | Language: Engheh, Databace: CARLUS
Mixed lodonum sulfate compds, PR -0S02R (R = CF3, neC4FO, 4-MeCoii) X = OAc, NHac, NCD, CN,
CECR1; R1 = lower akyl, halogen, Fh. arykew, i) are prepd. by reacting a son of an org, solvent, _Show More |
Komberce, and 5 viakyluilyd sulfonate AISIOS0R (A = lower skyl), reactng the nermadiste wih a viakyl
iyl compd. ALSSIX (AL » lawar akyl), ard coliecting the ppsd. meed odonium sulonate, cat %

i Mo dhotaded] anabyus based o CAS
ety

.,,’l]\;:c:ﬁ/T” o
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Ananus u oyenxka nHabopa omeemoes

AHamn3 OTBETOB IIOMOTAeT BBIIBUTH TCHACHIINU U HaI/I6OJICC 3HAYUMBIX HCCJICI[OB&TCJ’ICI\;I
(n300peTareneil) u opraHu3ali B UHTEPECYIOIIei 00acTu.

Jns uneHTUUKAIUU CCHUIOK, HanboJiee peleBaHTHBIX 3alpocy, K HaOOpy OTBETOB MOXHO
NPUMEHSATh pa3linyHble KpUTEPHU aHanu3a B 3akiajake |Analysis|. AHaiu3 moMoraeT BbISBHUTH

CCBUIKH, OTBCHAOIINEC 3aJaHHBIM JOIMOJIHUTCIIbHBIM KPUTCPUAM. HCXOI[HBII71 Ha60p OTBCTOB IIpHU
9TOM OCTAHETCA HCU3MCHHBIM.

W aw wur aiee - fisgacn Tooe Tintramolocudar hydroamenation ..." > references (94)

D T, Get Get £% Get 2 Send to ﬁ
References & gl ances Reactions Retoted ™ S TON Y B planner

| | Analyze by: O
94 References 0 Selected | Sn e Export
Select All Deselect AR | Sort by | Accesson Navber w | ¥ AnswecperPage(1S] 4234567 P Author Namre -
Diglyy: = = =
[] 1. New Highly Activie Heteroscorponate-Containmng Lutetaem Catalysts for the Hydeoamination of Aminoalkenes: Y "‘f\ rf = "_“ rtm‘r = i
Isalation and Structural Characterzation of a Dipyrrobdimde-Lutetiam Complex Q@ @rd we é EFEWXET AN e cuTant ansmey
L . AS0n; Najera, Cammen| FernandesBaera, Juory Maques-Segona, [sabel; Cactyo.Oamo, Jose Antonio; Y ‘ ol
y o g Marks Tobn ) 25
From Orgarometaiics (201.2) S| aoe: Engish, Datsbass: CAPLLE [-————— ]
The reactors of the hybrd scopong ychpentadiane compds,, 35 3 met of regokomers, 1-[2,2-bEG3.5 Roesky Peter 'w e
dimetypyrasck-1-vi)-1, I-dphenylathyl -1, 2-oyclopentadene and &[2,2-bs 2 S-dimetylpywanol-3 - y
dpherrietyl]-1, 3-cyciopertadens (bpecpH)  ard 1-[2,2-0is (3, S5-drnetty pryraznol-1-yl)-1-tert-boty ety -1, Hiltzsch kal C 2
cycioperiadiens  ard  2-[2,2-bis(3,S-dimethy yrazol -y - 1-tert-butyietiyl -1 2 cpciopentadiene  p2epH),  with ——

[Lu{CHSIMa33(THF)2) proceed In very high yields o give the Fee sohent neutral hessroscorpionate diskyl Lu

compleres [Lu{CHESMa3)2bpam)] (1) and chiral [LufCHesMe3ibperp)] (23 The structures insoh, of L and 2 Schafer Laurel L &
were studied by VT NVR spectoscopy, and a fluxional behavior comesponding to an enchargs between the syl

grogs was obsd  The Lu complax [LuiCHRSMe3)2dpexp)(THF)] (3) was kolated a5 an snantomerically enrichad Stubbert Bryan D 6
compled.  Supramol. CH-N rteractions between mols. It orystals of 2 were dentified o & a-ray mol. anal, and thery — 4
explan the formation of & conglomerats among mole of 3, Complexes 1-2 are efficient catabts for the intramol. HilMichael S 3
hydroamination of aminoalkenes, qrirg TOF values of uw 10 475 h-1 at S0° for 2,2-dighenybpent-4-anylamine (4) [ S —
by usng complex 3 a5 Catalst  Enantiosedctivitios up tp 70% ee wers achewvad n he cycleation of the 1.2 Hong Sukwon -
dieutsttuted olafin 6 wih the high enantiopurity compiex 3, The hydroamination reactions show apparently o~ ]
order rate 'hip-frﬁ:n-n on substrate conen ard istorder rate @m&m; on f;ra!,‘:' conen .m‘r:: , beyclzation of Arrowsmnith Merls 4
2-aly-2-mathyipent-4-arlamire (10) was acheved at €0 and 1007, ghving  owoeno-2,4.0-rimethyl-1-

wobkcych[2 2. 1jeptane (12)  The protonciysts reaction of [Lu{CHESMeI)2(bpztep)] (2) with 2 equiv of 2,2- =:

dphernyt-pant-4-geylamine (4) yieided 3 dipyreoligings Lu complex. [LNCHS-2-Me+,4-Ph2)2(bpeten)) (135 as & ﬂ’:‘"‘"? -
mixt. of two disstereoBomers.  The strucires of he compiexss were oatd, by specroscopic mahods, and e «ray

orystal structures of 3 and 13 weare 3ko established Hartwig Xhn £ 4

[ 2. intramolecilar Aminoalkens Hydrosmination Mediated by a Tethered Bis(ureate)zeconium Complex:
Comprstational Perusal of Varlous Pathways for Amincalkene Activation Q@&
Sy Tbiach, 5

| Show More

) - et Uetabace -
ﬁ & preset study comgrehensiel sxpires alternatve  medhanietic :": f;':"" enshyst beved o0 CAS
= _ notuaee fre tha intramcd  hudenamination of fha occaekina D0 -

B Habope OTBETOB CCHUIKM aBTOMATHYECKH AHAIU3UPYIOTCS IO aBTOpaM W MEPBBIC JIECAThH
pe3yJIbTaTOB BBIBOJATCS B MPaBOil YacTH dKpaHa (yKa3aHbl aBTOPHI W COOTBETCTBYIOIIEE WM
KOJINYECTBO CCHIIOK B HAOOpe OTBETOB). MOXHO BHIOpAaTh W JAPYrWe KPUTEPHH aHaiu3a (CM.
HIUDKE).

1. Jlns mpocMOTpa JOMOJHUTEIBHBIX Pe3yIbTaTOB aHAIN3a HCIOIb3yeTcs komanaa |IShow More|.

Onuus Categorize

Onuus MPEAOCTaBIAECT BO3MOXKHOCTh JETaIM3allid aHaiu3a Ha OCHOBAHHH
UHACKCUPYEMBIX (KOHTPOJIMPYEMBIX) TEPMUHOB, CBA3aHHBIX C KaXJOH CCBUIKOH. YTOUHSET
TEMAaTUYECKYI0 TPUHAJIEKHOCTh CCBUIOK, T.K. TEPMHUHBI OTCOPTHUPOBAHBI IO KaTErOpPHUsM,
CTpYNIHUPOBAHHBIM B PAa3JINYHbIE HAYYHbIE AUCIUILTUHBL.
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2. Jlnst n3MEHEeHUs] KPUTEPHEB aHAIIN3a CIIYeT BEIOpATh APYTYIO OIIHUIO B HUCIAAI0IEM MEHIO
Analyze by:, nanpumep, ron myonukanuu Publication year.

Analysis

S — |

Analyze by: &

: Author Name

Author Name

CAS Registry Number
C4 Section Title
Company-Organization
Database

Document Type

Index Term

CA Concept Heading
Journal Name

Language

Publication Year
Supplementary Terms P
I

i

p

B

Stubbert Bryan D
[

Hill Michael S

Hong Sukwon

Arrowsmmith Merle

==

Collin Jacgueline

Hartwig John F

=1

Show More

Categorize

Mare detailed analysis based on CAS

indexing

Categorize

Onuus

Io3BoJisieT HAEHTU(PUIUPOBATH

Author Name
Nwms aBTOpa

KimroueBrIX uccienoBareien
(n300peTareneii) B TEXHOIOTHIECKON
o0OJactu

CAS Registry Number
Peructparmonueiii Homep
CAS BemecTBa

Beniectsa, peneBaHTHbIE
TEXHOJOTHYECKOH o0nactu

CA Section Title
Py6puxa CA

[Ipunucannelie k 3anucsam pyopuku CA

Company-Organization
Hazpanue koMIanuu

Opranu3anuu, akTUBHBIC B
TEXHOJIOTUYECKON 001aCTH

Database
basza nanHbIx

Pacnipenenenue 3anuceii mo 6azam
TAHHBIX

Document Type Pacnpenenenue 3anuceii no Bugam
Tun nokymenTa JIOKYMEHTOB
Index Term OTtHeceHue 3anucell K MHAEKCUPYEMbIM

Wunexcupyemslii TepMHUH

TCPMHUHAM KOHTPOJIMPYEMOI'O CJI0OBaps

CA Concept Heading
Konnenr CA

Kontpomupyemyro tepmunosioruto b/

Journal Name
HasBaHue xypHana

[1yOnukanuy B KOHKPETHBIX KypHaJIax

Language
SI3BIK ny6n1/n<au1/11/1

3ammcu Ha KOHKPCTHOM $3BIKE

Publication Year
"o mybnukanuu

ol myGnukanmii

Supplementary Terms
KiroueBrle cioBa

TeMaTI/ILICCKyIO MPUHAJICKHOCTD
JOKYMCHTOB

Bwi1600 pe3yrvmamos ananuza

1. JIns mpocMOTpa CCBIJIOK, CBSI3aHHBIX C KOHKPETHOW OMIMEN aHaiu3a, CilelyeT akKTUBHPOBATh
COOTBETCTBYIOUIMI pe3ynbTar (Ha SKpaHe OH Oy/ET BBIACICH )KEIThIM [IBETOM). XOTS UCXOIHBIH
Ha0op ocTaeTcs HEM3MEHHBIM, OYAYT MOKa3aHbl CCBUIKH TOJIBKO M3 aHAIU3UPYyeMOro Habopa.
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Analyze by: &

| Publication Year v|
Cllick bar to view only thoze
references within the cuvrent answer
zat

2010 22
]
2009 16
-
2007 11
I ]
2011 10
[ ]
2008 10
[ |
2005 6
== ]
2012 4
= ]
2004 4
= ]
2003 4
[——u1 ]
2006 2
|| ]
Categorize

Mare detailed analysis based on CAS
indexing

2. Jlns BbIBOJA CCBUIOK, PEJIEBAHTHBIX OJHOBPEMEHHO HECKOJIBKMM KPHUTEPHUSM, CIEayeT
UCIIOJIb30BaTh KoMaH1y |Show More.
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Pexomenoayuu:

I[JIH 3alaHuA TOPCANOYTHUTCIIBHOIO IIOpsJAKa BbIBOJAA CJICAYCT HCIOJB30BATH BO3MOXKXHOCTU
COPTUPOBKH B HUCIIAIAIOIIEM cITUCcKe SOrt by:

Frequency (o ymom4anuio) — BEIBOJ TOJIbKO 500 pe3ynbTaToB;

Natural Order — BbIBOJI BceX pe3ysibTaToB B ajihaBUTHO-IIU(PPOBOM HOPSIIKE.

3. Be1bop uHTEpecyronmx BapuaHToB. /i BEIBO/Ia MPUMEHSETCS KOMaHAa .

Analysis - Publication Year &

14 Items 4 Selected | Export |
sartiy:
Select bar Fr Ferences within the current answer set,
2010 24|
|
2009 16 |
_—_—
O 2007 uM
= ]
Mao11 10
[ 1=
[ 2008 10 |
[ —1 ]
O 2005 |
[ ]
2012 4
= =
2004 4
= ]
2003 4
e ]
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r
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Byner BbIBEZCH OTCOPTHPOBAHHBIM HAOOp OTBETOB, OXapaKTEPHU30BAHHBINH COOOIICHHEM Ha
KENTOM (oHe.

K aas wat i rozarch Tope “intramolecidar hydroamination ..~ > references (94) — : |
\’ References & % ! o gpont o }\_,ﬂ, v Send to Analysts |
| 94 References 0 Sekectod | Se At Expot | Mﬁﬂew <[; ,
€2 rulurmrcus weih (e SL8: A Yuars 2012, 2011, 2010, ... a0 Coup Andyss  Clowr Aoabvss I | Publicatin Yasr v
Sebect Al Deselect All | Scrt by: [ Accasson Nurber | 4 AwersperPage(15] 1234 P ok B b vy oy thase

Dhply: T = = ratarencer smthn the current ansmer

[C] 1. New Highly Active Heteroscorplonate-Containing Lutetium Catalysts for the Hydeoanination of 4 ;‘;w 22
Arinoalkenss: 1solation and Structural Charactesization of & Dipyrrolidinide-Lutetinm Comglex Q4 5o s F :
By Ctero, Ankardo; Lara-Sanchier, Agusting Sapsra, Cammen; Fornancee-Besca; Jusn Marguas-Segovs, lsabet Cantro-Osma, Jose Antorss; ~ ‘
PMartneg, Savier; SanctuaBata, Lum F ) Rodgues, Ana M 2000 1n
From Organometales (2012), J1(6), 2244-2255. | Language: Srgleh, Database: CARLLE L |

The reactiors of ®w hywtrd scorponate/cyclopentadiens compds., as a mixt of regokomers, 1-[2,2-ba(25-

dimettidpyrazol-1-y)-1, 1-diphenylettyl -1, 3y lopentadiens ard 2-[2,2-ba(3 S-dimethyipyrami-1-yl)-1,1- i 2k
dprenylthyl}1,2cpchperiadene  (bpogH)  and 1-{2,2-bis(3,S-dimethylyransi-1-y0-1-tert-butylety|]-1,3-

cychopentadiers ard  2-(2,2-bist3,S-dimethyipyrazol-141)--tert-butylethy -1, 3-Cycicpantadiene  (azkpH), with otk Ly
[Lu(CH2SMeD)I(THF)2] proceed in vary high yiekis 1o give the free solvent neutral heteroscorpionate dially| Lu

complnes [LU{CHESMaa)aMbpecp)] (1) and chirat [LuOHRSMe3)2(bpatoe)] (2). The structures in soh, of 1 and 2 a0e b
were studed by VT NVR spactroscopy, and 3 flucionad behavior comasponding © an suchangs batwsen tha aky! _ i
groups was obed,  The Lu complax [Lu{CH2SMa3)2 (bpetcp) (THF)] (3) was solated 35 an enantomearically sorichad 2005 6
comphr, Supramal, CHN Nteractons between moks, In oryststs of 3 were Kentfied 5 it xray mal, anal, and S
ey saplan e ormation of a conglomerats among mok. of 3. Complexes 1-3 are effclent catalysts for the 2012 4
intramal. hydroamination of aminoalkenes, givng TOF values of up 1© 475 B at W2 for 2,2-dphenyl-pent-4- C |
erylamine (4) by weing complex 3 &t catalyst.  Enartioselectinties up tp 70% ee were acheved i the cyclzaton of 2004 q
te 12-deitetivged olefn 6 with the high enartiopurity comgles 3. The hydrosmination reactons show T ——

apparently 2ero-order rate dependence on abstrate conon and 1st-order rate depandsnce on Cafalyst conen.

é

Jns co3maHusi HOBOTO HaOOpa OTBETOB, COJEPIKAIErO CCBUIKH TOJBKO M3 aHATU3UPYEeMOTo
Habopa, UCTIOJB3yeTcs KOMaHAa |Keep AnaIySiS|; JUTSL BO3BpAIICHUS K HCXOJAHOMY Habopy —
xomanza |Clear Analysis|.
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Ymounenue Ha60pa omeemoes

Omnuus yrounenusi Refine ucnone3yercst A mpocMoTpa, U3y4eHHs M OLICHKH Habopa OTBETOB.
OHa mnomoraer oTOOpaTh CCHUIKM, HaumOoJiee peJeBaHTHBIE MHTEPECYIOIel o005acTu, ¢
UCTIOJIb30BAHUEM JIOTIOJTHUTEIBHBIX KPUTEPHEB.

1. 3aknaznka |Refing| cipaBa OT BBIBOAMMBIX CCHIJIOK IO3BOJISICT BBIOPATh KPUTEPUH YTOYHEHUS
Habopa OTBETOB.
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[l Me)3(THF )2 ) proceed n very hagh yields o give the vent reut al hetercecorpionate dakyl Lu
comg s [Lu{CHRSMe3)2bpxcp)] (1) and chiral [LUCHES (#). Tre structses n soin of 1 I
ard 2 wers studiad by YT NMR spectoecopy, and & fiuoon a0 batwean U

olated 36 an
: et dentfizd e afact o FtduNe msciay W
¢3, Complexes 1-3 are

The Lu complex [Lu(CH
noex, Supramol. CHN nterac

te akyl groups was obsd
anantiomer ically srviche
N e xray mol anal, and trey explan the forrmabion of 3 conglosy

g Mmos

afficient catalysts for the intramol. hydroamination of aminoalkenes, awing TOF values of up 0 475 h-1 at ’ e
90° for 2,2-dpbenylpent-4-ariamine (1) by using complex 3 a5 catalyst  Erantiossloctvites o o 70% oo rorpounds

wars schisvad i the oxcleaton of fe 1,2-deubstituted oefin 6 wih the high snantopurity complex 3, The

hydroamination reactions show apparently 2ero-order rate dependance on substrate concn, and Lst-order Be—“'il

HaGop OTBETOB MOYKHO YTOYHSTH MPOU3BOJBHOE KOJMYECTBO pa3 C HMCIOJIB30BAHHEM JIFOOBIX
komOuHarmii oruii Refine by:.
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Mwms aBTOpa
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Document Type W3 UICTOYHUKOB OIPEAEIEHHOI0 TUIIA
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Publication Year 3a ykazaHHbI roj (MHTepBaJl JieT)
I'on myOnukammm
Language Ha onpeneneHHoM si3bike
SA3bIK myOnuKanumn
Database N3 xoHKpeTHO! 6a3bl TaHHBIX
ba3a nagHBIxX

55



2. Beibop omiuu v cnenuHUKamnus COOTBETCTBYIoNEeH uH(popMmanuu. Hampumep, Ui ONMIUH
Document Type(s) cieayer ykasaTh BHJ JOKYMEHTOB W3 MPEIIOKEHHOro crucka (B JaHHOM
clly4ae TaTeHT).
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Refine by: &
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O Research Topic
O author Name
O Company Hame
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O Publication Year
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[ Biography
[ pook

[ clinical Trial
[ commentary
[ conference
[ pissertation
[ Editorial

[ Historical
[ Journal

[ Letter
Patent

[ preprint

[ Report

[ rReview

| Refine

2. I1pu ucnonb3oBanuu omimu [Refine| HOBBIN HAOOP OTBETOB OYAET CONEPKATH TONBKO CCHLIKH,
OTBEYAIOIME BHIOPAHHBIM KPUTEPHUSIM yTOUHEHMs. {1 Bo3BpaTa B MCXOAHBIM HAOOp OTBETOB

cienyeT TMepedTH Ha COOTBETCTBYIOIIMI 3Tall MOHMCKAa C MOMOILIBIO [HaBUTAIMH| BBEPXY
CTpaHUIIBI.
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[0 1. intramolecular hydroamination of aminoalkenes Q BFull Tex

By Takemiiva, &kihiro; Liu, Zhijian; Hartwig, John F.

From LS, Pat, Appl. Publ. (2009}, US 20090156824 A1 20090618, | Language: English, Database: CAPLUS
The invention relates to the method of prepg. azacycloalkanes via rhodium/phosphine-catalyzed intramol.
hydroamination of aminoalkenes. The method of prepg. azacycloakanes via rhodium/phosphine-catalyzed
intramol. hydroamination of aminoalkenes of formula I wherein R1 is an org. group; R2, R3 and R4 are
independently H, Me, and an org. group; are claimed. In a typical example, compd. II was prepd. via rhodium
/phosphine-catalyzed intramol. hydroamination of N-{4-chlorobenzyl)-2,2-diphenylpent-4-en-1-amine.
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/phosphine-catalyzed intramol. hydroamination of N-(4-chlorobenzyl)-2,2-diphenylpent-4-en-1-amine.
[Ipu npocMOTpe KOHKPETHOTO OTBETA:
3. mo xkomane |Get Full Text.
. Get Get Get 0 Get ™ Get ~ Sendto
Reference Detail Substances Reactions Cited &‘\ Citing DU Full Text | =— SciPlanner
Link. Save Print Export

9 Return

Intramolecular hydroamination of aminoalkenes

The invention relates to the method of prepg. azacycloalkanes via rhodium/phosphine-catalyzed inframol. hydroamination of
aminoalkenes. The method of prepg. azacycloalkanes via rhodium/phosphine-catalyzed inframal. hydroamination of
aminoalkenes of formula I wherein R1 is an org. group; R2, R3 and R4 are independently H, Me, and an org. group; are
claimed. In a typical example, compd, I was prepd. via rhodium/phosphine-catalyzed intramol. hydroamination of N-(4-
chlorobenzyl}-2,2-diphenylpent-4-en-1-amine,

By: Takemiya, &kihiro; Liu, Zhijian; Hartwig, John F
Assignee: University of Ilinois, USA
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JokymeHnTsl OymyT 3arpeboBanbl uepe3 crpanuiyy CAS Full Text. B 3aBucumoctu ot
CHCTEMHBIX YCTaHOBOK CBOEro caiiTa, BapWaHTa IIOIIHCKA U JOCTYHHOCTH JOKYMEHTa
H0JIb30BaTEb OyJeT CBsI3aH JIMOO HEMOCPEICTBEHHO C IMOJIHOTEKCTOBBIM JIOKYMEHTOM, JINOO C
OMOIMOTEYHBIME PECYpCcaMK CBOEH opraHu3aiiuu, 1uoo co crpanuieit CAS Full Text.
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Abstract of US2009156824 (A1)

Translate this text into

[ German PN | patenttransiate TR Ry

A method includes reacting an amino group, a compaosition including rhodium o
and an organic ligand, and a substrate having structural formula (I} in a reaction 7™

mixture, R1 is an organic group including a sp3 carbon atom bonded to CA. R2 Me 2% Pl e N T Nty
is selected from the aroup consisting of hydrogen, methyl, and an organic group /ot e ("‘Y “}/ ohil > "”"L
including a sp3 carbon atom bonded to CA. R3 and R4 independently are R Wy p..)’.: Pl 7 s S
selected from the group consisting of hydrogen, methyl, and an organic group ' A 8 c 0

including a sp3 carbon atom honded to CB. The method further includes forming a hydroaminated product in the reaction mixture.
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Hoenmugukayus poocmeeHHbIX CCbLIOK

HIIC SciFinder mo3BosiseT JIErkOo HACHTUQUIMPOBATh IUTHPYIOUIME U IUTHPYEMbIC
myOIHKaIUH.

Hutupyromme ccblIKA

1. JIns BbIBOJA AOKYMEHTOB, LIMTUPYIOIIUX KOHKPETHYIO MyONMKAIMI0 U3 Habopa OTBETOB,
UCIIOJIB3YETCS |uuc'ﬂo uumuposauuﬁ| crpaBa OT 3ToM myOnukanuu. [ BbIBOJA TOKYMEHTOB,
[UTUPYIOLIMX OTMEUCHHbIC B HAOOpE OTBETOB MyOJIMKaIu, NpuMeHseTcs komanna |Get Citing

(nucnamaromee mMenro Get Related). Ecniu koHkpeTHble NyOsMKanpd B HaOOpe OTBETOB HE
OTMEYEHBI, TO OYAyT BHIBEICHBI UTUPYIOIINE CCHUIKH ISt BCETO Habopa OTBETOB.
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[J 1. 2,5-Bis{N-(2,6-diisopropylphenyl)iminomethyl}pyrrolyl Complexes of the Heavy Alkaline Earth Metals: ,é ‘

Synthesis, Structures, and Hydroamination Catalysis Q BFull Text
By Jenter, Jelena; Koeppe, Ralf; Roesky, Peter W,
From Organometallics (2011), 30{6), 1404-1413. | Language: English, Database:
CAPLUS =
The heteroleptic iodo complexes [(DIP2pyr MI{THF)N] (M = Ca, Sr (h
= 3); Ba (n = 4); OIP2pyr)- = 2,5-bis{N-(2,6-diisopropylphenyl)
iminomethy}pyrrolyl) were synthesized by reaction of [{DIP2pyr)K]
with anhyd, alk. earth metal diiodides, all complexes are monomeric
in the solid state. A k3-coordination mode of the (DIP2pyr)- ligand
was obsd, for the Sr and the Ba compds,, while the analogous Ca
deriv. is k2-coordinated in the solid state. However, ¥YT-1H NMR
studies of [(DIPZpyr)Cal{THF)3] indicate a sym. coordinated
(DIP2pyr)- ligand in soln, Computational studies confirm the different coordination modes in soln, and in the
solid state. The preferred k2-coordination mode obsd. in the solid state might be a result of temp. orfand
crystal-packing effects. also, the Ca and Sr amido complexes [(DIPZpyr)M{N(SIMe3)2}{THF)2] (M = Ca, Sr)
were prepd. by reaction of [(DIP2pyr)MI(THFIN] (M = Ca, Sr (h = 3)) with [K{N{SiMe3)2}]. Both compds, were
studied for the intramol, hydroamination of aminoalkenes, Both catalysts showed a good activity, and the
best results were obtained for the Ca complex [(DIP2pyr)Ca{N(SiMe3)2}{THF)2].

[ 2. aminotroponiminate zinc complexes as catalysts for the intramolecular hydroamination Q BrFul Txt 4
By Jenter, Jelena; Luehl, Anja; Roesky, Peter \W.; Blechert, Siegfried
From Journal of Organometallic Chemistry (2010}, Yolume Date2011, 696(1), 406-418. | Language: English, Database: CAPLUS
A review, This review deals with the synthesis of aminotroponiminate and aminotroponate Zn complexes. The
main focus is on their application as catalysts for the intramol. hydroamination, in which good activity,
particularly high functional group tolerance and a relatively high stability towards moisture and air were obsd, A
heterogeneous Zn catalyst is reported to increase the stability and the recyclability of the catalytic system.

[J 3. Rare-Earth Metal alkyl, Amido, and Cyclopentadienyl Complexes Supported by Imidazolin-2-iminato 4.
Ligands: Synthesis, Structural Characterization, and Catalytic Application Q BFull Text
T T By Trambitas, Alexandra G.; Panda, Tarun K.; Jenter, Jelena; Roesky, Peter \W,; i—l
X A 7 Daniliuc, Constantin; Hrib, Cristian G.; Jones, Peter G.; Tamm, Matthias ~20 @‘
[ :.\f‘ 93 < » [Nz —=2s [ »=w—umF, | From Inorganic Chemistry (Washington, DC, United ‘ -~
b S X States) (2010}, 49(5), 2435-2446, | Language: English, Database: CAPLUS

| e | Therare earth metal dichlorides [(1)MCI2({THF)3] (2a, M = Sc; 2b,
4 M =Y 2c, M = Lu) and the Gd complex [(1)GdCI2(THF)2]* [LICI(THF)

2] (2d), contg. the 1,3-bis(26-diisopropylphenyliimidazolin-2-
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2. Hosblif Habop o0TBeTOB OyAeT BKIIOYATh JOKYMEHTBHI, LUTHPYIOUIHE IyOJIMKaIHH,
0TOOpaHHbIE Ha MPEBLIYLIEM JTaIle.

m Research Topic “intramolecular hydroamination ..." > réfé?éhfés‘ 94) > kéépfé’ﬁél?siﬁ "A’Uthbfmﬁiiaj o §
|§4) = citing references (31) :
] Get 1 Get &= Get B . Send to
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31 References 0 Selected I Save Print Export
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Display: — = =
[J 1. pianion and Monoanion Ligation of 1,4-Diaza-1,3-butadiene to Barium, Strontium, and Calcium Q é
B Full Text ~
By Panda, Tarun K.; Kaneko, Hiroshi; Michel, Olaf; Pal, Kuntal; Tsurugi, Hayato; Tornroos, Karl W.; Anwander, Reiner; Mashima, Kazushi 0 Q

From Organometaliics, Ahead of Print. | Language: English, Database: CAPLUS

Two synthetic protocols, a salt metathesis reaction and a direct metalation, were developed for prepg. 1,4-
diaza-1,3-butadiene complexes of barium, strontium, and calcium, in which 1,4-diaza-1,3-butadiene serves as a
dianionic or monoanionic ligand. & salt metathesis reaction of Bal2 with the dipotassium salt of N,N-bis(2,6-
diisopropylphenyl)-1,4-diaza-1,3-butadiene (1, abbreviated (Dip)2DaD) afforded the iodide-bridged dinuclear
complex [[K{(Dip)2DaAD)(THF)2][Balu-I)(THF)2]]12 (2) bearing a dianionic ene-diamide ligand, while the reaction
of MI2 (M = Sr, Ca) with the dipotassium salt of 1 gave the mononuclear complexes [M({(Dip)2DAD)[THF14] (4,
M =5r; 5, M = Ca). & direct metalation reaction of barium powder with (Dip)2DAD in the presence of iodine
{10 mol%) afforded an iodide-bridged dinuclear complex, [Ba{(Dip)2DaD)(p-I)(THF)2]2 (3), in which (Dip)2DAD
coordinates as a monoanionic ligand to the barium center, as was evident from the X-ray anal, and the EFR
spectral data, The products from the direct metalation reaction of Sr and Ca powders with 1 in the presence of
a catalytic amt. of iodine (1 mol%) resulted in the formation of mononuclear complexes 4 and S bearing the
dianionic ene-diamide DAD ligand.

[J 2. From a Cycloheptatrienylzirconium allyl Complex to a Cycloheptatrienylzirconium Imidazolin-2-iminato ,§.
"Pogo Stick” Complex with Imido-Type Reactivity Q BEFull Text -1
By Gloeckner, Andreas; Bannenberg, Thomas; Daniliuc, Constantin G.; Jones, Peter G,; Tamm, Matthias e @

From Inorganic Chemistry (Washington, DC, United States), Ahead of Print. | Lanquage: English, Database: CAPLUS

The reaction of the cycloheptatrienylzirconium half-sandwich complex [(h7-C7H7)ZrCl{tmeda)] (1) (tmeda = N,
NN, N -tetramethylethylenediamine) with LilImDippN), generated from bis(2,6-diisopropylphenyl)imidazolin-2-
imine {ImDipphH) with methyllithium, yields the imidazolin-2-iminato complex [(W17-C7H7)Zr ImDipph){tmeda) ]
{2). The corresponding tmeda-free complex [(W7-C7H7)Zr{ImDippN)] (S) can be synthesized via the 1,3-
bis(trimethylsilyDallyl complex [(W7-C7H7)2r{n3-C3H3(TMS)2}(THF)] (3; TMS = SiMe3), which undergoes an
acid-base reaction with ImDippiH to form 5 and 1,3-bis{trimethylsily)propene. S exhibits an unusual one-legged
piano stool ("pogo stick”) geometry with a particularly short Zr-M bond of 1.997(2) & Addn. of 2,6-
dimethylphenyl or tert-Bu isocyanide affords the complexes [(N7-C7HZ)Zr ImDippN)(CNR)] (R = o-Xy, 6; R = -
Bu, 7), while the reaction with 2,6-dimethylphenyl isocyanate results in a [2 + 2] cycloaddn. to form the
ureato{1-) complex [(W7-C7H7)Zr{ImDipph({C=0)N-0-3y}] (8). 5 can also act as an initiator for the ring-opening
polymn. of e-caprolactone.  These reactivity patterns together with d. functional theory calcns. reveal a marked
similarity of the bonding in imidazolin-2-iminato and conventional imido transition-metal complexes.

Pexomenoayuu:

Jlnst BO3BpaTa B MCXOAHBIH HaOOp OTBETOB CIEAYET C MOMOIIBIO BBEPXY CTpPaHMIIbI
NEPENTH Ha COOTBETCTBYIOLIMH 3TaIl IIOUCKA.
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1. /Iy BBIBOJIA LIUTHPYEMBIX CCBUIOK CIIEIyeT OTMETHTh MHTEPECYIOIINE JOKYMEHTHI B Habope
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[ 1. 2,5-Bis{N-(2,6-diisopropylphenyDiminomethyl}pyrrolyl Complexes of the Heavy Alkaline Earth Metals: ‘é
Synthesis, Structures, and Hydroamination Catalysis Q [BFull Text
By Jenter, Jelena; Koeppe, Ralf; Roesky, Peter W, L
From Organometallics {2011}, 30(6), 1404-1413. | Language: English, Database: ~NT @

CAPLUS

The heteroleptic iodo complexes [(DIP2pyr)MI{THFIN] (M = Ca, Sr (h
= 3); Ba (h = 4); QIP2pyr)- = 2,5-his{N-(2,6-diisopropylphenyl)
iminomethy}pyrrolyl) were synthesized by reaction of [(DIP2pyriK]
with anhyd. alk. earth metal diiodides. all complexes are monomeric
in the solid state. A k3-coordination mode of the (DIP2pyr)- ligand
was obsd, for the Sr and the Ba compds., while the analogous Ca
deriv. is k2-coordinated in the solid state. However, YT-1H NMR
studies of [(DIPZpyr)Cal{THF)3] indicate a sym. coordinated
{DIP2pyr)- ligand in soln, Computational studies confirm the different coordination modes in soln. and in the
solid state. The preferred k2-coordination mode obsd. in the solid state might be a result of temp. orfand
crystal-packing effects. Also, the Ca and Sr amido complexes [(DIPZpyr)M{N{SIMe3)2}(THF)2] (M = Ca, Sr)
were prepd. by reaction of [{DIP2pyr)MI(THFIN] (M = Ca, Sr (h = 3)) with [K{N(SiMe3)2}], Both compds, were
studied for the intramol, hydroamination of aminoalkenes. Both catalysts showed a good activity, and the
best results were obtained for the Ca complex [(DIPZ2pyr)CaiN(SiMe3)2}{THF)2].

[ 2. aminotroponiminate zinc complexes as catalysts for the intramolecular hydroamination Q BFul Txt
By Jenter, Jelena; Luehl, Anja; Roesky, Peter W.; Blechert, Siegfried
From Journal of Organometallic Chemistry (2010}, Yolume Date2011, 696(1), 406-418, | Language: English, Database: CAPLUS
Areview. This review deals with the synthesis of aminofroponiminate and aminotroponate Zn complexes. The
main focus is on their application as catalysts for the intramol. hydroamination, in which good activity,
particularly high functional group tolerance and a relatively high stability towards moisture and air were obsd, &
heterogeneous Zn catalyst is reported to increase the stability and the recyclability of the catalytic system.

\IQ ,-ip

[ 3. Rare-Earth Metal alkyl, Amido, and Cyclopentadienyl Complexes Supported by Imidazolin-2-iminato
Ligands: Synthesis, Structural Characterization, and Catalytic Application Q BFull Text

B b

i By Trambitas, alexandra G.; Panda, Tarun K.; Jenter, Jelena; Roesky, Peter 'W.;
A X Daniliuc, Constantin; Hrib, Cristian G.; Jones, Peter G.; Tamm, Matthias ~20 @&
B—nz ==, [ =v—dme | From Inorganic Chemistry (Washington, DC, United -
1 T “‘r x States) (2010), 49(S), 2435-2446, | Language: English, Database; CAPLUS
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| The rare earth metal dichlorides [(1)MCI2(THF)3] (2a, M = Sc; 2b,
4 M =Y 20, M = Lu) and the Gd complex [(1)GACIZ(THF)2]: [LICI(THF)
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2. HoBbiii Habop oTBeTOB OyneT BKJIIOYATh NYOJMKALUHU, LUTUPYEMble JTOKYMEHTaMH,
0TOOpaHHBIMU Ha MPEbIIyLIEM JTarle.

" Add k1o Aler: Research Topic “intramolecular hydroamination ..." > references (34) » keep analysis “Author Name”
(4) > cited references {342) :
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[] 1. Optically active, bulky tris{oxazolinyl)borato magnesium and calcium compounds for asymmetric *
hydroamination/cyclization Q BFull Text
By Neal, Steven R.; Ellern, Arkady; Sadow, Aaron D. A
From Journal of Organometallic Chemistry (2010), Yolume Date2011, 696(1), 228-234, | Language: English, Database: CAPLUS ~8 @‘

The synthesis of the new chiral, pseudo C3-sym., monoanionic ligand tris(4S-tert-butyl-2-oxazoliny)
phenylborate [ToT]- is reported, The steric bulk, tridentate coordination, and anionic charge of [ToT]- are
suitable for formation of complexes of the type ToTMX, where one valence is available for reactivity, With this
point in mind, we prepd, magnesium and calcium ToT complexes that resist redistribution to (ToT)2M compds,
Both ToTMghMe and ToTCaC(SiHMe2)3 contain tridentate ToT-coordination to the metal center, as shown by
MNMR spectroscopy, IR spectroscopy, and x-ray crystallog, These compds, are active catalysts for the cyclization
of three aminoalkenes to pyrrolidines, and provide non-racemic mixts, of pyrrolidines in enantiomeric excesses

up to 36%,
[ 2. concerted C-N and C-H Bond Formation in a Magnesium-Catalyzed Hydroamination Q [EFull Text .*
e = By Dunne, James F.; Fulton, D. Bruce; Ellern, Arkady; Sadow, Aaron D.

S wy Mo From Journal of the American Chemical Society (2010), 132(50), 17680-17683. *
F"":}.ﬁ»g\_’." M ~"':‘ .| | Language: English, Database: CAPLUS ~17 @
a8y - o Coordinatively satd, ToMMgMe (1; ToM = ftris{4,4-dimethyl-2- -

S TN oxazolinglphenylborate) is an active precatalyst for intramal.
g ':"'..‘* & hydroamination/cyclization at 50 °C. The empirical rate law of -
g e % =| d[substrate]/dt = k'obs[Mg]i[substrate]l and Michalis-Menton-type
it kinetics are consistent with a mechanism involving reversible
b catalyst-substrate assocn. prior to cyclization. The resting state of

the catalyst, ToMMgNHCH2CR2CH2CH-CH2 [R = Ph, Me, -(CH2)5-],
is isolable, but isolated magnesium amidoalkene does not undergo unimol. cyclization at S0 °C. However,
addn. of trace amts. of substrate allows cyclization to occur.  Therefore, we propose a two-substrate, six-
center fransition state involving concerted C-N bond formation and N-H bond cleavage as the turnover-limiting
step of the catalytic cycle.

Pexomenoayuu:

Jlnst Bo3BpaTa B MCXOAHBIA HaOOp OTBETOB CIEAYET C MOMOIIBIO BBEPXY CTpPaHMIIbI
NEPENTH HAa COOTBETCTBYIOLIMH 3TaIl IIOUCKA.
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[J 1. New Highly Active Hetero [ENEEE nirjg Lutetium Catalysts for the Hydroamination of o
Aminoalkenes: Isoldtion and Publication Year erfzation of a Dipyrrolidinide-Lutetium Complex Q .
B Full Text LTitle

By Otero, Antonio; Lara-Sanchez, Aqustin; Majera, Carmen; Fernandez-Baeza, Juan; Marquez-Seqgovia, Isabel; Castro-Osma, Jose

Antonio; Martinez, Javier; Sanchez-Barba, Luis F.; Rodriguez, &na M,

From Organometallics {2012), 31(6), 2244-2255, | Language: English, Database: CAPLUS
The reactions of the hybrid scorpionate/cyclopentadiene compds., as a mixt. of regioisomers, 1-[2,2-bis(3,5-
dimethylpyrazol-1-yl)-1, 1-diphenylethyl]-1,3-cyclopentadiene and  2-[2,2-bis(3,5-dimethylpyrazol-1-y[)-1,1-
diphenylethyl]-1,3-cyclopentadiene  (bpzcpH) and  1-[2,2-bis(3,5-dimethylpyrazol-1-yI)-1-tert-butylethyl]-1,3-
cyclopentadiene and 2-[2,2-bis(3,5-dimethylpyrazol-1-y[)-1-tert-butylethyl]-1,3-cyclopentadiene  (bpztcpH), with
[Lu{CH2SiMe3)3(THF)2] proceed in very high yields to give the free solvent neutral heteroscorpionate dialky! Lu
complexes [Lu(CH2SiMe3)2(bpzcp)] (1) and chiral [Lu{CH2SiMe3)2(bpztcp)] (2). The structures in soln. of 1
and 2 were studied by YT NMR spectroscopy, and a fluxional behavior corresponding to an exchange between
the alkyl groups was obsd. The Lu complex [Lu{CH2SiMe3)2(bpztcp)(THF)] (3) was isolated as an
enantiomerically enriched complex. Supramol. CH-n interactions between mols. in crystals of 3 were identified
in its x-ray mol. anal., and they explain the formation of a conglomerate among mols. of 3. Complexes 1-3 are
efficient catalysts for the intramol. hydroamination of aminoalkenes, giving TOF values of up to 475 h-1 at
90° for 2,2-diphenyl-pent-4-enylamine (4) by using complex 3 as catalyst. Enantioselectivities up tp 70% ee
were achieved in the cyclization of the 1,2-disubstituted olefin 6 with the high enantiopurity complex 3. The
hydroamination reactions show apparently zero-order rate dependence on substrate concn. and 1st-order
rate dependence on catalyst concn. Addnl., bicyclization of 2-allyl-2-methylpent-4-enylamine {(10) was achieved
at 60 and 100°, giving exo,exo-2,4,6-frimethyl-1-azabicyclo[2.2.1]heptane (12). The protonolysis reaction of
[Lu{CH2SiMe3)2(bpztcp)] (2) with 2 equiv of 2,2-diphenyl-pent-4-enylamine (4) yielded a dipyrrolidinide Lu
complex [Lu(NC4HS-2-Me-4,4-Ph2)2(bpztcp)] (13) as a mixt. of two diasterecisomers. The structures of the
complexes were detd. by spectroscopic methods, and the x-ray crystal structures of 3 and 13 were also

established.
[J 2. intramolecular Aminoalkene Hydroamination Mediated by a Tethered Bis{ureate)zirconium Complex: ‘é
Computational Perusal of Yarious Pathways for Aminoalkene Activation Q Brull Text

v
By Tobisch, Sven ~0 g
From Inorganic Chemistry (Washington, DC, United
States) (2012), 51(6), 3786-3795, | Language: English, Database: CAPLUS
The present shudy comprehensively explores alternative mechanistic
pathways for the intramol. hydroamination of the prototype 2,2-
dimethyl-S-penten-1-amine  aminoalkene (1) by his{ureate)
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[J 1. c2-symmetric Bis{oxazolinato)lanthanide Catalysts for Enantioselective Intramolecular é
Hydroamination/Cyclization Q [BrFull Text
EATErS N e oy iy = By Hong, Sukwon; Tian, Shun; Metz, Matthew V,; Marks, Tobin J. ‘
L RUE T R 1 From Journal of the American Chemical Society (2003), 125(48), 14768-14783, ~197 @
e v A i = Ty 55 i\N ‘,,/:’ | Language: English, Database: CAPLUS —
.&h i & H C2-sym. bis{oxazolinato)lanthanide complexes of the type [{(4R,55)-
“srr e . van ¥ =) Ph2Box]La[N(TMS)2]2, [(45,5R)-Ar2Box]La[N(TMS)2]2, and [{4S)-Ph-5,
Sdle 26T o

S-Me2Box]La[N(TMS)2]2 (Box = 2,2"-bis(2-oxazoline)methylenyl; Ar = 4-
tert-butylphenyl, 1-naphthyl; TMS = SiMe3) serve as precatalysts for the
efficient enantioselective intramol. hydroamination/cyclization of aminoalkenes and aminodienes, These new
catalyst systems are conveniently generated in situ from the known metal precursors Ln[N(TMS)2]3 or Ln[CH{TMS)
213 {Ln =La, Nd, Sm, ¥, Lu) and 1.2 equiv of com. available or readily prepd. bis{oxazoling) ligands such as (4R,55)-
Ph2BoxH, (4S5,5R)-Ar2BoxH, and (45)-Ph-5,5-Me2BoxH. The X-ray crystal structure of [(4S)-tBuBoxJLU[CH(TMS)2]2
provides insight into the structure of the in situ generated precatalyst species. Lanthanides having the largest ionic
radii exhibit the highest turnover frequencies as well as enantioselectivities. Reaction rates maximize near 1:1
BoxH:Ln ratio (ligand acceleration); however, increasing the ratio to 2:1 BoxH:Ln decreases the reaction rate, while
affording enantiomeric excesses similar to the 1:1 BoxH:Ln case, A screening study of bis(oxazoline) ligands reveals
that aryl stereodirecting groups at the oxazoline ring 4 position and addnl. substitution {geminal di-Me or aryl) at the
5 position are crucial for high turnover frequencies and good enantioselectivities. The optimized precatalyst, in situ
generated [(4R,55)-Ph2Box]La[N({TMS)2]2, esxhibits good rates and enantioselectivities, comparable to or greater
than those achieved with chiral C1-sym. organolanthanocene catalysts, even for poorly responsive substrates {up to
67% ee at 23 °C). Kinetic studies reveal that hydroamination rates are zero order in [amine substrate] and first
order in  [catalyst], implicating the same general mechanism  for  organolanthanide-catalyzed
hydroamination/cyclizations (intramol. turnover-limiting olefin insertion followed by the rapid protonolysis of an
Lh-C bond by amine substrate) and implying that the active catalytic species is monomeric.

[ 2. calcium-mediated intramolecular hydroamination catalysis Q B Ful Text *
—— By Crimmin, Mark R.; Casely, Ian J.; Hill, Michael 5.
/ \ From Journal of the American Chemical Society (2005), 127(7), 2042-2043.
H 7 | Language: English, Database: CAPLUS ~161 B
PR o 2 . . . =
o 7 . . The calcium-catalyzed intramol. hydroamination of alkenes and
% |

i‘ alkynes is reported. The B-diketiminato complex [{HC({C{ve)2N-2,6-
o e iPr2CeH3)2}-Ca{N({SiMe3)2}(THF)] affected the catalytic cyclization of a

\\_ y 1 range of aminoalkenes and aminoalkynes with activities that were
H ’/"'_":\ broadly commensurate to those of established rare earth catalysts.
)
i HN TR
] _{_,-]n
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IMouck BemecTB C moMobI0 naeHTHGUKaTOpa Substance ldentifier

B kauectBe I/II[CHTI/I(i)I/IKaTOpOB BCIHICCTB UCHOJB3YKOTCA UX XUMHUYCCKUC U TOProOBbIC HA3BAHUA U
peructpanronasiec Homepa CAS.

1. Beibop 6manka Substance ldentifier B 3akmagke Explore Substances.
2. Beoxg B Onauk uaeHTu(uKaTopa BemecTBa. MOXXHO TPOBOIUTH TOUCK MO HECKOJIbKHM

BEIIIECTBAM, BBOJS 10 25 UIEHTU(UKATOPOB 0JHOBpEeMEHHO. KakIplii MAEHTH(PHUKATOP CIeayeT
BBOJWTb B OTACIBHOM CTPOKE.

3. Jlnst moucka uenodib3yercs: komausa [Searchy.

Substance Identifier(s) O EEqgy
477600-75-2

Enter one per ling,
Examples:
S50-00-0

Bo0g1s
Acetaminophen

4. OtBerbl OyAyT BbIBEIEHbl B MOpPSAKE YMEHBIIEHUS pPErUCTpalMoHHbIX HoMmepoB CAS
BEILIECTB.

5. Jlyis BbIBOJA J€TaNbHOW MH(OPMAIIMKM O BEIIECTBE MCIOJB3YIOTCS OIMIIUN |Substance Detail|

wi View Substance Detail| 13 KOHTEKCTHOrO MEHIO JUISL COOTBETCTBYIOIIETO BELIECTBA.

Get Get # _ Send to
Substances Q References Reactions ﬁi ot 1 SciPlanner
2 Substances 0 Selected [ Save Print Export
Select All Deselect All | Sort by: ¥ Answers per Page [15]
view: E1 I 1l
[ 1. substance Detail [ 2] substance Detail ’
477600-75-2 50-78-2
~129 [gh ~2920¢ CAS Registry Number: 50-78-2
" b CO 5 H fudien o i
SN N Explare by Structure »
e Z Synthesize this..,
e - OAc Get Reactions where Substance is a »
Absolute stereochemistry, C | Get Commercial Sources
9 Hg O4
C16 H2o Ne O Benzoic acid, 2-(acetyloxy)- Requl I i
1-Piperidinepropanenitrile, 4-methyl-3- ' o L R AR
(methyl-7~pyrrolo[2,3- dpyrimidin-4- ) 5P Get References
ylamino)-B-oxa-, (3R,47)- Experimental Props

| Export as Image
Export as molfile

Send to SciPlanner

Hwxe npuBezieH mpuMep BbIBOJIA IeTalbHOM HHpOpMaIuu Ut aciiupuHa JASpirin|.
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ITpokpyTKa MEHIO MO3BOJISIET MPOCMOTPETh XMMHUYECKOES HAa3BAHHE BEIIECTBA, COMOCTABICHHBIC
emy ponu CAS, mokasarenu Oumosnornyeckoii aktuBHocTH (Bioactivity Indicators mmu Target
Indicators), sxcriepuMeHTaNbHBIE U (MJIM) paCYETHBIC CBOMCTBA.

Substance Detail
D Get Get Get Get o ' Send to
! References Reactions Commercial Sources Regulatory Infe  “~— SciPlanner

Link Save Print Export

“ Return

CAS Registry Number: 50-78-2 COzH
Ca Hg O4

Benzoic acid, 2-(acetyloxy)- e

Rhodine (7CI); Salicylic acid acetate (BCI); 2-(Acetyloxy)benzoic
acid; 2-Acetoiybenzoic acid; 2-Carboxyphenyl acetate; 4.5.4,
Empirin; 4C 5230; ASA; Acenterine; Acesal; Acesan; Acetard,;
Aceticyl; acetilum acidulatum; scetisal; Acetol; Acetonyl;
scetophen; scetosal; Acetosalic acid; Acetosaling Acetyling
scetylsal; scetylsalicylic acid; acetyonyl; Acetysal; Acidum
acetylsalicylicum; scimetten; Acisal; Acylpyring adiro; albyl E;
Anopyrin; asaflow; Asagran; Asatard; Ascoden 30; Ascolong;
4scripting Aspalon; Aspergum; Aspirdrops _: Aspirin
Protect 100; Aspirin Protect 300, Aspirin-Direkt; Aspirina 03,
Aspirine; Aspro; Aspro Clear; Aspropharm; Asteric; astrix;
Benaspir; Bialpirina; Bialpirinia; Caprin; Cardioaspiring
Cardioaspirina; Claradin; Colfarit; Colsprin; Contrheuma Retard;
Coraspin; Coricidin; Coricidin D; Crystar; Darvon Compound;
Dolean pH 8; Dominal; Doril; Duramai; ECM; Easprin; Ecopirin;
Ecosprin; Ecotrin; Empirin; Endosprin; Endydol; Entericin;
Enterophen; Enterosarine; Entrophen; Ewin; Extren; Gelprin;
Globentyl; Globoid; Helicon; Idragin; Istopiring Kapsazal; Lysoprin
{pharmaceutical); Magnecyl; Measurin; Medisyl; Melhoral;
Micristing Miniasal; Mycropyring NSC 27223; NSC 406186,
Meuronika; Novid; Nu-seals; O-acetylsalicylic acid; Persistin;
Polopiryna; Rheumintabletten; Rhodine 2312; Rhodine NC RP;
Rhonal; SP 189; Salacetin; Salcetogen; Saletin; Salospir;
Salycylacetylsalicylic acid; Solpyron; Supac; Temperal;
ThromboaSS; Toldex; Triple-sal; Trombyl; Xaxa; Yasta; Zorprin;
o-(acetyloxy)benzoic acid; o-scetoxybenzoic acid; o-
Carboxypheny| acetate

Deleted CAS Registry Numbers: 2349-94-2, 11126-35-5,
11126-37-7, 26914-13-6, 98201-60-6

Nonspecific Derivatives  Nonspecific Derivatives

CAS Role Patents Nonpatents from Patents from Nonpatents
Analytical Study v v v v
Biological Study v v v v
Combinatorial Study v '3

Formation, Nonpreparative v v v
Miscellaneous v v s
Occurrence v v v
Preparation v v v v
Process v v v v
Properties v v v v
Prophetic in Patents v

Reactant or Reagent v v v v
Uses v A v v
» Bioactivity Indicators [Els » Target Indicators [Els

Predicted Properties: Biological Chemical Density Lipinski and Related Spectra Structure-related Thermal

Biological Properties Yalue Condition Note Top

Bioconcentration Factor 6.79 pH 1 Temp: 25 °C (90)

Bioconcentration Factor 6.60 pH 2 Temp: 25 °C (90)
Pexomenoayuu:

J1n1s BBIBOZIA CCBUTOK B TaOJHUIIE CIIEAYET BBIOPATH JIFO0YIO POITh, 3aT0JIOBOK WITH «TAJIOUKY.
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Jlns BBIBOJA TMOKa3areiieli OMOIOTHYECKO aKTHBHOCTH CjeayeT BBIOpaTh omimu Bioactivity
Indicators wiu Target Indicators.

v Bioactivity Indicators [Elk v Target Indicators [El
References References
anti-infective agents (all) > Anti-infective 30 Albuminoids (all) = Fibrins 49
agents Albuminoids (all) > Kerating 11
anti-infective agents (all) === Antibacterial 166 Angiotensin (all) > Angiotensin 11 20
=2 S Apoptosis-regulating proteins (all) = Bax 29
Anti-infective agents (all) => antibiotics 281 proteins
Asnti-infective agents (all) => antimicrobial 114 Apoptosis-regulating proteins (all) = Bel-2 43
agents proteins
Pexomenoayuu:

Jnis  BeIBOAa WCTOYHHMKA WH(OpPMAMM O TPUBEACHHBIX CBOWCTBAX CIEAYyeT BBIOpPAThH
COOTBETCTBYIOLIME CHOCKH B KosloHKe Note.

Experimental Properties: Biological Chemical Density Interface Lipinski and Related Optical and
Scattering Spectra Structure-related Thermal

Biological Properties Yalue Condition Note Top
ADME (Absorption, Distribution, See full text 1of 19 (2)CAS
Metabolism, Excretion)

Half-Life (Biological) See full text 10f 10 {23)CaS
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Ilou

CK 8eujecmea no e2o cmpykmype

UIIC SciFinder mo3BossieT HAPUCOBATh XUMUYECKUE CTPYKTYPBI U IPOBECTH IMOUCK KOHKPETHBIX
BEICCTB WJIU IPYIIIBI BEIIECTB, COOTBETCTBYIOLIMX HAPHCOBAHHBIM CTPYKTYPaM.

1. U3o6paxxenune 3xpaHa sl pUCOBAHUS CTPYKTYP MO3BOJIIET OTKPBITh CTPYKTYPHBIN PelakTop.
MOKHO NMEPEKITI0YaThCI MEXKAY PEIAKTOPaMU CTPYKTYP, pEaKLMil U CTPYKTYp Mapkyia.

2. Jlns pucoBaHMs CTPYKTYP HCIOJB3YOTCS HHCTPYMEHTHI ClieBa W BHHU3Y JKpaHa. Taxke
MMeEeTCs ONIUS BbIOOpa (DYHKIIMOHABHBIX TPYIIIT |Sh0rtcut Keys|.

3. [locne 3aBepuieHHsI CO3IAHUS CTPYKTYPHI CIEAYET 3a/1aTh KeJaeMblil THII IIOMCKa, HalPpHUMeEp,

TOUHBIN TTOMCK |[EXact search.

“ Structure Editor
R S YL LAY “» | |prawing Editor:
— == | (&) Structure
‘ / I ‘\l, Draw or change atoms or bonds. O Resction
Atom  snort | ”;:‘ O Markush
» »
-X =R
> >
I: :1]-4 @c‘
- |

» U
O;\'U—Z
P

Get substances
that match your
query using:

(%) Exact search

Substructure
v | O search
|

() Similarity search

HOSMNUPCIB F A Zn Scale 125 ﬂ =

= e = i ] 4 =

Cancel

[a}
el o]
ol
g
a
7

‘ C7 Hyg Clz Nz O2 P {query) 261.09

Pexomenoayuu:

MoOHO U3MEHHUTH pa3Mep OKHA, OTSHYB €r0 32 HUKHUAW MTPaBbIA yroJl
HaBenenme kypcopa Ha KHONKM IIO3BOJSET YBHJAETh HA3BaHMs M ONMCAHMS
COOTBETCTBYIOIIMX HHCTPYMEHTOB; HH(pOPMAIIKs O BBIOPAHHOM WHCTPYMEHTE BBIBOJUTCS HA
)enToM (one.

JleTanpHble MHCTPYKLHMH 110 PHCOBAaHUIO CTPYKTYp M HCIIOJIB30BAHUIO  KaKJIOTO
uHCTpyMeHTa  cojepxkurcs B help-daiimax wmu  CAS  Learning  Solutions
(http://www.cas.org/training/scifinder/).
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PGSYHBTaTLI noucka Exact MOTYT BKJIFOYUAThb:

—  TOYHYIO CTPYKTYpPY — KaKk OHa HapuCOBaHa — 3apsKEHHBIC COCUHEHUS

—  CTEepPEeOM30MephI

— paduKalibl 1 NOH-paaUKaJIbI

—  TayTOMephI (B TOM YHUCII€ KETO-CHOJIbHbIE) —  HM30TOIIbI

—  KOOpAMHAIIMOHHBIC COCAMHEHUS

— TIOJIUMEPBI, CMECH, COJIUA

Crpykrypa [uis moucka 3arpyxaercs B okno Chemical Structure.

4. Ilepen nmpoBeeHUEM TTIOMCKA €T0 MOYKHO MOJU(HUIIMPOBATH MIIM YTOYHUTH. MOXXHO BHIOpATH:

* W3MCHEHHue TuIa rmoucka [Search Type| — omuu Exact Structure (morck TouHOM

CTpYKTYpbI), Substructure (mouck pparmenra crpykrypsi) u Similarity (mouck momo0HbIX

CTPYKTYP);

* POCMOTp aHaIM3a TOYHOCTH — omusi [Show precision analysis| (He gocTymHa s TOHCKOB
CO CTEPEO XapaKTEPUCTHKAMH WIIH IIPH ITOMCKE TTOT00HBIX CTPYKTYD;
* 3aJIaHUC JIOTOJIHUTEIBHBIX KPUTCPUCB — OIIIHH |Characteristics, Classes, Studies| IUISL

HaﬂBHeﬁmero YTOUHCHUS IMTOUCKA

5. JIJI;{ IIPOBCACHHUS MOMCKA UCITOJIb3yETCSI KOMaHaa Search|.

Explore Substances

Markush

Molecular Formula
Property
Substance Identifier

Chemical Structure  Chemical Structure ¢

Characteristic(s)

Class{es) &

Studies &

Click image to change structure or view detail

Search type: & O Exact Struchire
® Substructure
® Similarity

W Show precision analysis

[J single component
[ commercially available
[ ncluded in reference(s)

[ alloys [ Mixtures

[ coordination compounds [ Palymers

[ mcompletely defined [ organics, and others not listed
[ analytical [ Preparation

[ eiological [J reactant or reagent

69



6. OLEeHKa OTBETOB.

Pesynbratel momcka Exact Structure moryTr BKJIIOYaTh CTEPEOM30OMEPHI, HM30TOIOMEPHI H

MHOI'OKOMIIOHCHTHBIC BCUICCTBA,

B KOTOPBIX TOYHasA CTPYKTypa ABJIACTCA OJHHUM U3

KOMITIOHCHTOB.
‘ ey . Get 1 Get ¥ Send to
Substances r-\' References @ Reactions @€ Foobsox: !_ SciPlanner
254 Substances 0 Selected | Seve  Prit  Export
Select all Deselect all | Sort by: [Relevance {New) v|¥ Answers per Page [15] 123456..17 p
| Relevance (New = |
| CAS Registry Number [ vew: B W]
) | Number of References ) . '
[ 1. Substance Detail Molecular Weight ance Detail [ 3. substance Detail
50-18-0 | Molecular Formula [19-2 60007-96-7
el - (anpnn 50-18-[]) ~38 u‘j
1 ~66 [ P
A A
H a H T
& - P : i
p—0 i & 8o
e o p—0 oy o u CHz C1
I~ CH; — CHzC1 ] o
I CHz; — CHzCl
CH; — CH2 C1 CHaCl
CHz — CHz C1 :
Ahsolute stereochemistry.
C7HisCl2 N2 02 P
2H1,3,2-Oxazaphosphorin-2-amine, C7 Hi5 Cl2 N2 02 P ) )
M Abis(2-chloroethyltetrahydra-, 2- 2f+l,3,2-Oxazaphosph0r|n-2-amlne,
oxide ® H0 M{'\.‘b|s(2-chloroeﬁwl)hetrahydro-, 2-
oxide, (25)-
Spectra | Cz His Cl2 N2 O2 P .H2 0 ) )
Experimental Properties | 24+1,3,2-Oxazaphosphorin-2-amine, Experimental Properties
M Abis(2-chloroethytetrahydro-, 2-
oxide, hydrate {1:1)
Spectra
Experimental Properties

Pexomenoayuu:

- ]_IJ'IH HU3MCHCHUA MTOpsAAKa BbIBOAA BECUICCTB CIICAYCT UCIIOJIb30BAThL KOMAaHAY Sort b ;
- I[J'ISI BbIBOJa PpE3yJbTAaTOB IIOMCKa B JABC, TpU HWJIHW UYCTBIPEC KOJIOHKHU CJICAYCT BBI6paTB

COOTBETCTBYIOILYIO ONIMIO KOMaHbI [View|. Eciu cTpyKTypsl GONBIINE, MPEANOYTHTEIBHO
UCIIOJIb30BAaHUE MEHBIIEr0 KOJIMYECTBA KOJIOHOK.

70



Bb100p THIIA CTPYKTYPHOTO NOUCKA

Hwmeercs Tpu TUIIAa CTPYKTYPHBIX ITIOUMCKOB:

» Exact Structure

» Substructure
* Similarity

Tun noucka 3anaercs B CTpyKTypHOM penakrope. Ilocie Toro, kak cTpykTypa HapucOBaHa, TUIL
MIOMCKA MOXHO OINpPEICTUTh (M3MEHHUTh) B OKHE MOKMCKA MO CTPYKTypam, BBHIOPAB HYIKHBIH

BapuaHT B ommuu [Search Type.

query using:

® search

Get substances
that match your

() Exact search

Substructure

() Similarity search

Clwmics Structure &

S yrege 10 changs shuctinm or view detod

Seathtpe! @ @ practStanrs
O Simyuire
® Simiary

B Stow pracison anafiie

Onuust Show precision analysis — mosie3Has BO3MOXXHOCTh TPH MPOBEICHUU CTPYKTYPHBIX
HIOMCKOB OIPEICICHHOTO TUIIA.

Tun noucka eab PesyabTar
Exact Konkpertnas cTpykrypa, — TouHOe COOTBETCTBHE
Structure HApUCOBAHHAs B 3aIIpOCE — Crepeon3omMepsl
Tounas — Tayromepsl
CTpYyKTypa — Coun, cMecu
— Ilonumepsl ¢ MOHOMEPOM, TOYHO
COOTBETCTBYIOIIMM HapUCOBAHHOU
CTPYKTYype
Substructure | CoeauHeHHs, B KOTOPBIX CoenuHeHus, cojepxKaiiiue 3aJaHHbIi
®parmeHT CTPYKTYypa 3ampoca: (bparMeHT, a Takxe:
CTPYKTYpBbI — SIBJIIETCS YacTbhio Oojee — C 3aMECTUTENSIMH BO BCEX CBOOOTHBIX
CJII0’KHOM CTPYKTYPBHI; TOJIOKEHUAX
— BHeZpeHa B O0JIbIIYIO — C JIOTIOJIHUTENIBHON KOH/IEHCAEH [IUKIIOB
CUCTEMY
Similarity CTpyKTypHO-TIOJJOOHBIE CoenuHeHHS, COCPIKAIITHE:
[TonoOHEBIE BELIECTBA — TO3UIMOHHBIE U30MEPHI
CTPYKTYPBI — JIpyrye WU MEHBIIEE YUCIIO

3aMeCTHTEIeH
— Jpyrue NUKINYECKUE CUCTEMBI
Ilpumeuanue: CTpyKTYpbl HOMCKOBBIX
3aIIpOCOB HE MOT'YT BKJIFOYATh ITIEPEMEHHBIE
WJIY TOBTOPSAIOLIMECS TPYMIIbI, HIEPEMEHHbBIE
MOJI0KEHHUS 3aMEIICHUS.
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JlonoJTHUTeIbHBbIC KPUTEPHH MOUCKA
MokHO 3a7aBaTh JONOJIHUTEIbHbIE KPUTEPUHU, KOTOPBIM JO0JKHBI OTBEYATh LIE€JIEBBIE BEIIECTBA:

- KJIaCChI BEUICCTB,
- XapaKTEPHUCTHUKU BCILICCTB,
- THIIBI HCCHCHOBaHHﬁ.

[To ymonuaHuio B pe3ynbTaThl IOMCKA OyIyT BKIIOUEHBI BCE KJIACCHI BEIIECTB U UCCIICOBAHUM.
Jliis orpaHndeHust HAbopa OTBETOB MOXKHO BBIOpPATh TOJIBKO HHTEPECYIOIINE KIIACCHI.

Characteristic(s) [ single component
[ commercially available
[ ncluded in reference(s)

Class(es) © [ alloys [ mixtures

[ coordination compounds [ Palymers

[ incompletely defined [J organics, and others not listed
Studies & [ analytical (] Preparation

[ eiological [ Reactant or reagent
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IHouck nmo pparMeHTy CTPYKTYPbI

Jon

OJIHUTEJIbHBIE BO3MOYKHOCTHU — HAIpUMEP, BKIIIOUEHUE B CTPYKTYpY MEPEMEHHbIX WU R-

TPYIII — TO3BOJISIOT PACIIMPUTH WIIN CY3UTh IMIOMCKOBBIN 3ampoc. [1o yMo4aHuio pyu MOKUCKeE 110
bparMeHTy CTPYKTYphl HaXOASTCS TOYHO COOTBETCTBYIOIIHME 3allPOCy BEIIECTBA M BEUIECTBA C
JIOTTOJTHUTEIBHBIM 3aMeIICHHEM H (MJIM) KOHICHCAIIUCH ITUKIIOB.

1.1
s

300paxkeHHe SKpaHa JIJIsl pUCOBaHUS CTPYKTYP MO3BOJISET OTKPBITh CTPYKTYPHBIH PEIaKkTOp.
PHCOBaHUS CTPYKTYP HUCTIOIB3YIOTCSI MHCTPYMEHTHI ClieBa U BHU3Y dKpaHa. Mimeercst onus

BBIGOpA (PYHKIMOHANBHEIX TpyI [Shortcut Keys| 1 BosMoXKHOCTB 3a1aHus IepeMeHHBIX 1 (11n)
R-rpymr, a Takxe OJOKMPOBKU — aTOMOB OT 3aMEILCHUS, [IUKIJIOB — OT KOHICHCAIIHH.

ITociie 3aBepIICHNs CO3MAHMS CTPYKTYPHI CIEAyeT BhIOpaTh THII mowcka [Substructure search|
(O yMOJTYaHUIO).

¢ Structure Editor m
[ Téua - |:'j B A~ c @5 @ | Drawing Editor:
2\ == (5) Structure

‘/ I _£ ) Draw or change atoms or bonds.

= . () Reaction
gom  snort | & () Markush
r K

-X =R
> »

[] &

-4 cl o
(o]

=] o o

L p

¥ XK J\ 0

N N
-8 |
@ @
N
Get substances
that match your
query using:
() Exact search
Substructure
| v @search
i ( » | > | () Similarity search
€ C/HOSMNPCEB F | Si Scale100 |
= . T
JIN — | == il ] My =
% 0 o[ Com
CgHyg N3 Os (query) 245,24 r
Pexomenoayuu:

MoHO U3MEHHUTH pa3Mep OKHa, MOTSHYB €ro 32 HUKHUM MPaBbIi yro I:[l

HaBenenme kypcopa Ha KHONKM TIO3BOJSIET YBUIETh Ha3BaHUA U ONMCAHUSA
COOTBETCTBYIOIINX HHCTPYMEHTOB; MH(MOPMAIUS O BHIOPAHHOM HHCTPYMEHTE BBIBOIUTCS
BBIIIIE 00J1aCTH PHUCOBAHUSI.

MOKHO MEepeKTIoYaThCsl MEKY PEAAKTOPAMH CTPYKTYp, PEAKIHUN U CTPYKTyp Mapkyia ¢
nomorsko ot [Drawing Editor].

JleTanbHble WHCTPYKUMU IO PHUCOBAHUIO CTPYKTYp M  HCIOJB30BAHUIO KaXIOTrO
uHCTpyMeHTa  comepskurcst B help-daiimax wmmm CAS  Learning  Solutions
(http://www.cas.org/training/scifinder/).
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2. Ilepen mpoBeeHHEM TOUCKA MOXKHO MOAN(DHUIIUPOBATE HIIH Jajiee yTOYHUTD 3aIpoc, BHIOPAB:
* HM3MEHEHHUE TUIIA MIOMCKa —onmuu Exact Structure (mouck TouHOM
CTpYKTYpbI), Substructure (mouck pparmenrta ctpykrypsl) u Similarity (mouck momo6HbIX
CTPYKTYD);
* IIPOCMOTp aHaIM3a TOYHOCTH — ormsi |Show precision analysis| (He gocTyIHa ISt TOUCKOB
CO CTEPEO XapaKTePUCTHKAMH WIIU IIPU ITOUCKE MOAOOHBIX CTPYKTYD;
* 3aj[aHKe IOMOJHUTEIBHBIX KpuTepueB — ommun [Characteristics, Classes, Studies|.

3. [Touck BBIIOIHSACTCS 10 KOMaHJIeC Search|.

Explore Substances

Chemical Structure  Chemical Structure &
Markush

Molecular Formula
Property
Substance Identifier

Click image to change structure or view detail

Search type: € @ Eyact Structure
Q Substruchure
@ Similarity

M Show precision analysis

Characteristic(s) [ single component

[ commercially available
[ mcluded in references)

Class(es) & [ alloys O Mixtures

[ coordination compounds [ Palymers

[ mecompletely defined [ organics, and others not listed
Studies & [ analytical O preparation

[ eiological [J reactant or reagent
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4. BriBog BAapHUaHTOB OTBCTOB.

Ecmu 3ampoc  BKIIIOYaer

CTEPEOXMMUYECKYI0 HH(POPMALHIO,

ABTOMAaTHYCCKHU IIPOAHAIN3UPOBAHEI.

5. Cie/lyeT BHIOPATh HHTEPECYIOLMIT BAPHAHT M BBECTH KoMaHy |Get Substances|.

OTU  PC3YyJIbTAThbl

Stereo Candidates

4 Candidates 1 Selected [

Select All Deselect All

Stereo Candidates Substances
Absolute stereo match 44g
[0 absolute sterea mirror image 15

Relative stereo match 0
[0 stereo that doesn't match query 1
[0 WNostereo in answer structure 30

Get Substances |

6. O1eHKa OTBETOB.

Oynyt

BemectBa OyayT OTCOPTHpPOBaHBI B MOPSAKE YMEHBIICHHUS PEIeBAaHTHOCTU. MOXKHO BBIOpATh
JPYTO# MOPST0K COPTHPOBKH U3 OMIIMI HUCTIAIAOIIETO CIucKa |SOort byj.

| Relevance (New)
CAS Registry Number
| Number of References

shsolute stereochemistry.

CaHisN30s
Cytidine, 5,6-dihydro- (6CI,9CI)

[ 1. substance Detail | Molecular Weight nce Detail
51860-53-8 | Molecular Formula 2-19-5
~E 4
HO OR p L H
it ) 3 ) ) 3
P e e e Y

&hsolute stereochemistry.

Co H14 N3 Os

S-Pyrimidinyl, 4-amino-1,2,5,6-
tetrahydro-2-oxo-1-B-D-
ribofuranosyl- (9CI)

ol

view: W1 I
[]3. Substance Detail
107672-20-8
w1 B
HO OR

)

e O S -

SN e

CH
HaT

Ahsolute stereochemistry,

Co Hi4 N3 Os

4-Pyrimidinyl, 6-amino-2,3,4,5-
tetrahydro-2-oxo0-3-B-D-
ribofuranosyl- (9CI)

: . Get 1 Get R/ — Send to
Substances [3-' References % Reactions ;‘l‘ Ui o SciPlanner
448 Substances 0 Selected | Save Print Export
j Select All Deselect All | Sort by: | Relevance (_) v!; Answers per Page [15] 123456..30 b
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7. Jns merampbHOro MpOcMOTpa HMHGOpPMAIMU CIENyeT IOMECTUTh Kypcop Ha HaWIeHHOE

BEIIECTBO U BEIOpaTh om0 Quick Vie

. Get Get N ~ Send to
Substances ==l References Reactions ;‘t‘ Toats E_ SciPlanner
448 Substances 0 Selected I Save Print Export

Select all Deselect all ] Sort by: | Relevance (New)

v|¥

[]1. Substance Detail

[]2. substance Detail

Absolute stereochemistry.

Co Hi1s N3 Os
Cytidine, 5,6-dihydro- (6CI,9CI)

51860-53-8 107672-19-5
~6 “-,
¥ o ) O o
S ’Q Quick View] ﬁ e
XK I 4
" o NG s e > ~ =

Absolute stereochemistry,

Co H14 N3 Os

S-Pyrimidinyl, 4-amino-1,2,5,6-
tetrahydro-2-oxo-1-B-D-
ribofuranosyl- (9CI)

Answers per Page [15]

~1 [ah
e 1)

123456..30 p

view: B NI Il
[]3. substance Detail
107672-20-8
~1 \‘-,
HO O
Qa
e

AR O
u y/ > ™~

CH
H W

Ahsolute stereochemistry.

Cg Hiqa N3 Os

4-Pyrimidinyl, 6-amino-2,3,4,5-
tetrahydro-2-oxo-3-p-D-
ribofuranosyl- (9CI)

Quick View &

CAS Registry Number: 51860-53-8
Formula: Ca His Nz Os
CA Index Name: Cytidine, S,6-dihydro- {6CI,9CI)

Other Names
5,6-Dihydrocytidine

Number of References
~6

Document Types
Journal

Properties
Predicted

Commercial Sources
Not Available

HO OH

R 53 OH

Absolute stereochemistry.

76




HekoTopbie BO3MOKHOCTH, IOJIe3HbIE NPH NOUCKe 110 (JparMeHTy CTPYKTYPHI

Cmpykmypa cooeporcum byoem naiioeno

Hukn 3ameleHue 1Mo aToMaMm LUKiIa
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3amenieHue 1Mo TaKoMy TEPMUHATBHOMY

Bo3moscnocmu

BJ'IOKI/IpOBKa 3aMCIICHUA Ha
OTACIBHBIX aTOMax

E

BbiiokrpoBKa KOHJEHCAIINH C
JIPYTAMH IHKIaMA

%1

BbrokupoBka 3amernieHus Ha
OTIENBHBIX aTOMax

%

biokupoBka HUKIIOB JUIA
IpeIoTBpaIlEeHUs BHEAPECHUS
LETH B [IAKII

%‘

BHOKHpOBKa 3aMCIICHHUA Ha
TEPMUHAJILHOM aTOME

S




IHonck CTPYKTYPHO-NIO00HBIX BelIECTB

[Ipu 5TOM THIIE TOMCKA HCHONB3yeTcs anroput™ Tannmoro (Tanimoto) — anropuT™ cpaBHEHHS
BEIIIECTB B 0a3e JaHHBIX CO CTPYKTYpHBIM 3anpocoM. OH nomnonHser noucku Exact Structure u
Substructure, Tak kak MOXET JIaTh OTBETHI, HE SBJISIONIMECS HU TOYHBIMU CTPYKTYpaMH, HH
(dparMeHTaMH CTPYKTYD.

1. OTKpbITHE CTPYKTYPHOTO PEIAKTOPA.

2. Jlnst pucoBaHMsI CTPYKTYp HCIIONB3YIOTCS MHCTPYMEHTHI ClieBa M BHH3Y d3KpaHa. Takxke
UMeeTCs Omysl BbIOopa QyHKIMOHAIBHBIX Tpyrn Shortcut Keys.

3. 3aBepLINB CO3LAHME CTPYKTYPBI, CIIEAYET 3a1aTh THII oucka [Similarity search|.

“ Structure Editor

" ‘\_’ T& Hﬁ - 5 L_“ BN~ 6 @1; fy Drawing Editor:
5 P = (%) Structure
/ I ) ‘\l/? Delete atoms or bonds. | OReaction
Atom  snort | @ | © markish
> > g i
X =R
v >
[] @
1-4 ct
- O
e N
== |
P Cl
L 4 o™
¢ % °
Cl
P @
Get substances
that match your
query using:
() Exact search
Substructure
v | Osearch
‘ i = : 777_’ | (%) Similarity search
llc [c|H o s N PCIBrF A I Sealel12s [~
LrosNpaw A
NE §eeor T o ]
‘ ) ‘ O U O | n ancel
[ C7 His Clp Np 02 P (query) |261 .09

Pexomenoayuu:
—  MoXHO U3MEHUTH pa3Mep OKHA CTPYKTYPHOTO PEAAKTOpa, MOTSHYB €ro 3a HIKHUN MPaBbId

yromn

- HaBelIeHI/Ie Kypcopa Ha KHOIIKU IIO3BOJISIET YBHIOCTH Ha3BaHUA u OIMUCaHUA
COOTBETCTBYIOIIUX HMHCTPYMEHTOB; MH(OpMAIMs O BHIOPAHHOM HHCTPYMEHTE BBIBOJIUTCS
BBIIIIC 00JIACTH PUCOBAHUS Ha JKEJITOM (hOHE.

— /JleranpHple HMHCTPYKIHHM II0 pPHCOBAHMIO CTPYKTYp M HCHOJIB30BAaHUIO  KaXXJI0TO
uHCTpyMeHTa  comepkutcs B help-¢paiinax wmm  CAS  Learning  Solutions
(http://www.cas.org/training/scifinder/).
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Ocpanuuenus:

Iloucku CTPYKTYPHOI'O HOJIO6I/I$I HEJIB351 IIPOBECTHU IJISA CTPYKTYP, COACPKALIUX |

R-rpynmel, mnepeMeHHBIE WM TOBTOPSIOUIMECS TPYIIBI, TEPEMEHHBIC IOJOKEHHS
3aMelIeHus;

HECKOJIBKO ()parMeHTOB;

CTEPEOCBA3H.

Crpykrypa 3arpyskaercst B okHo riorucka Chemical Structure.

4. Ilepen npoBezieHHEM ITOMCKA MOXKHO MOAU(DULIUPOBATh UM YTOUHUTH ITOMCK, BEIOpAB:

M3MEHEHHE THIa MoucKa — onuuu Exact Structure (morck ToUHON CTPYKTYPBI),
Substructure (mouck pparmMenTa cTpykTypbl) 1 Similarity (mouck mogo00HBIX CTPYKTYD);
POCMOTp aHaM3a TOYHOCTH — ommus Show precision analysis (se gocTyrHa i TOMCKOB
CO CTEPEO XapaKTEPUCTUKAMH WM TIPH MOKMCKE MOJT00HBIX CTPYKTYD;

3aJjaHKe JAOMOJHUTEIbHBIX KpuTepueB — ommuu Characteristics, Classes, Studies mst
JIaTIbHEHIIIEr0 YTOUHCHHUS TIOMCKA.

5. Tlouck BeITIONHSETCA IO KoMauae Search.

Markush

Molecular Formula
Property
Substance Identifier

Explore Substances

Chemical Structure.  Chemical Structure ¢

INEW S

Click image to change structure or view detail

Search typs: €& @ Exarct Strichire
® Substruchure
Q Similarity

M Show precision analysis

Characteristic(s) [ single component
O cammercially available
O included in reference(s)

Class(es) & O alloys [ Mixtures

[ coordination compounds [ ralymers

[ ncompletely defined [ organics, and others not listed
Studies @ [ analytical [ preparation

O eiological [ reactant or reagent
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6. IlonyueHne HaGopa BELIECTB OCYLIECTBISETCS Mo KoMmanze |Get Substances. Bemecrsa
Ooyiee BBICOKHE TIIOKa3aTelIH IIOJIHEE

TPYHIIAPYIOTCSA 110

«IIOKa3areaaM  IoJo0us»y —

COOTBETCTBYIOT CTPYKTYpE B 3aIpoce.

Similarity Candidates

9 Candidates 4 Selected |

Select all Deselect all

| Get Substances |

7. OneHKa OTBETOB.

3HaueHue moka3aTels moao0us |SCOre| BRIBOAWTCS CIipaBa OT perucrpanuoHHoro Homepa CAS
BellecTBa. BeriecTBa OTCOPTUPOBaHBI B TOPSJIKE yYMEHBIIECHUS Tokaszatens. Jlins u3MeHeHHs

Similarity Candidates Substances
L] =99 (most similar) 254
95-95 5
90-94 14
85-89 30
80-84 39
O 7579 108
O 70-74 112
O es69 198
0 0-64 (least similar) 320

9TOr'0 NopsiaAKa CIeayeT BBI6paTL APYyruc OoInuuu B HUCIIaAaromeM CIIMCKE Sort by

88 Substances 0 Selected \

Save Print Export \

Select aAll Deselect all | Sart by: [§[nllafltv_ Scare

LA

[] 1. substance Detail

\
N CHp T CHzcl

CH, “CH,I

C7Hi15ClIN202 P
2H-1,3,2-Oxazaphosphorin-2-amine,
M-{2-chloroethytetrahydro-N-(2-
indoethyl)-, 2-oxide

| Score! 95

5001-29-6
w2 | ‘,‘_1
o a
x_f b
~ ~
T""u— CH,— CH; ©1
s ©  CHy;—CH,F
C7HisCIFN202 P
2H-1,3,2-Oxazaphosphorin-2-amine,
M-{2-chloroethy)-N-{2-fluoroethyl)
tetrahydro-, 2-oxide
[0 4. substance Detail Score: 95
863331-87-7
~ B
) B H
—0

[] 2. substance Detail
13036-62-9

Score: 95
~1 [

P

‘ T’""N—CH_.,—CB: Br
©  cH,—cH;c1

~

C7 Hi5 Br CIN2 O2 P
2H-1,3,2-Oxazaphosphorin-2-amine,

M-(2-bromoethyl)-N-(2-chloroethyl)
tetrahydro-, 2-oxide

[J 5. substance Detail Score: 95
891203-08-0
~2 [
e tlm
L 5 F:::::o

N CH, CH; —**F

CH, — CH;C1

C7HisCIFN202 P
2H-1,3,2-Oxazaphosphorin-2-amine,
M-(2-chloroethy[}-N-[2-(fluoro-18F)
ethylJtetrahydro-, 2-oxide

123456 p
mom o

Score: 95

Answers per Page [15]

View:

[ 3. Substance Detail
50650-73-2

~2 [EA

Ay
i
NN
P —
| N~ CH,— CH; C1
0

|
N Et

C7His CIN2 O2 P
2H-1,3,2-Oxazaphosphorin-2-amine,

N-(2-chloroethy[)-N-ethyltetrahydro-,
2-oxide

6. Substance Detail
1348384-36-0

~0 _‘1

N~ CH, CHzcl

CH,Cl

Ce H13 Cl2 N2 O2 P
2H-1,3,2-Oxazaphosphorin-2-amine,
M-{2-chloroethyl)-N-{chloromethyl)
tetrahydro-, 2-oxide

80




AHaju3 Ha0opa BellecTB

Onuust Analyze maer BO3MOXHOCTh IPOCMOTpPA, HM3YYEHHMsSI W OICHKM Habopa BEmeCTB C
UCIIOJIb30BAHMEM TaKMX KPHUTEPHEB, KaK IMOKaszaTelu Owosormyeckor aktuBHocTH (Bioactivity
indicators u Target indicators), kommep4eckass TOCTYITHOCTb, MPUCYTCTBYIOIIME DJIEMCHTHI,
W3BECTHBIE PEAKIIUH, POJIH BEIIECTB.

BoiBox pe3ysibTaroB

HpI/I BBIBOJC Ha6opa OTBCTOB BCHICCTBAa aBTOMATHYCCKH aHAIIM3UPYIOTCA II0 POJIAM B 3aKIaaKe

(cM. HmWKe apyrue KaTeropuu aHanmu3za). llepBble JIecsTh pPe3yJbTaTOB aHAIM3a
ABTOMATUYECKU BBIBOJATCS CIIpaBa OT BELIECTB BMECTE C KOJUYECTBOM PEJIEBAHTHBIX OTBETOB.
Jns BbIBOJAa KOHKPETHBIX BEIIECTB CIEAYET AKTUBHPOBATH COOTBETCTBYIOLIUMN pPE3yNIbTAT
aHanmu3a. McxoaHbIii HA0Op OTBETOB MPH STOM OCTACTCS HEM3MEHHBIM.

1. Jlns mpocMoOTpa JOMONHHUTEIbHBIX OMIMA aHanu3a MCIoib3yercs komanaa [Show More| (B
npuMepe MoKa3aH aHaiu3 1o poiu BeriectBa Substance Role).

(et ; Gt & Send Lo

Substance Tools »
Substances References ® feactions @4 ¥ seimlonner
254 Substances 0 Selected Save it Exg
Sefect All  Desedoct AT | Sort by | Redrvance () v ¥ Sewwrers o Page 115) 123456 17 b
desr 01 WL 1N
1. substance Detail [[] 2. substance Detad
S50-180 6055-19-2
(Component: 50 18-0)
=
& &
-~ &
Al o Preparation 189
JIni| ———y
Proper e 10
=
H 1 L . . N
J H sl Faactant or Resgent
anahytical Stucly 5
. \
Formation
Norpreparatve
OoCurrence 2
P Jp Micsleraous i
® H-O —_—
CoHisClaNz 02 P . M2 0 | Shaw More |
132 zaphosphorn-2-amine, N N-DE(2-chioroety = =

ooid3, Frytkate (1°1)
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2. Jlng aHanmu3a MO APYTHMM KPUTEPHSIM CIIEyeT BHIOpATh COOTBETCTBYIONIYIO OIIHIO W3
HUCTAAAIONIET0 MEHIO, HAIlpUMeEp, Uil BbIBOJA BEIIECTB C MU3BECTHBIMH PEAKLIMSIMU — OMIUIO

Reaction Availability.

Analysis | |

Analyze by: &

{Substance Role v

Onuus

HNudopmanus

Bioactivity Indicators (New)
‘Commercial &vailability
'Elements

Reaction Availabilit

' Substance Role
Target Indicators (New)

Bioactivity Indicators
[Tokazarenu
OMOJIOTMYECKON aKTUBHOCTH

Tumnel OHOJIOrMYECKONM AaKTUBHOCTH,
COIOCTAaBJIEHHBIE BEIIECTBAM

Commercial Availability

JIOCTYITHOCTB U3 KOMMEPUYECKUX

— 2 Kommepueckas

HCTOYHUKOB
Preparation 189 JOCTYITHOCTH
;mperties m] Elements XUMUYECKUE IIEMEHTHI,
= ! DIIEMEHTBI HPHCYTCTBYIOLINE B HAOOPE BEIECTB
e g Reaction Availability CCBUIKH Ha pEaKIMH C YdacTHEM
Reactant or Reagent U 3BeCTHBIE peaKIuK BEIIECTB
Analytical Study = Substance Role Posib, wWcmonp3oBaHWE WM THI
— : Ponb BemecTBa UCCIEN0BAHNUs, C KOTOPHIMHU CBSI3aHbI
B 5 BEIECTBA
LOccurrence 2' Target Indicators OTHOIIEHUsST MEXAy BEIIECTBAMU U
L ] [Tokazarenu MUIIEHEH OElNKaMM, DH3MMAMM WM JPYTHMHU
'rvnscellaneous 1 MHIIIEHSIMI

Jlns BbIBOJA BEIIECTB, CBSI3aHHBIX OJHOBPEMEHHO C HECKOJIBKMMH KpPUTEPHSIMH aHalu3a,
crenyer BeIOpaTh koMaHy [Show More|; mociie BeiOOpa HHTEPECYIOMINX BapUAHTOB — KOMAaHy

[Appiy}

Analysis - Substance Role &
11 Items 2 Selected | Export
Sortby: |Frequency v
Select bars to view only those substances within the current answer set,
Biological Study 221 A
C e 3]
Cuses 209
I 1
O Preparation 189
E ] ]
O Properties 10
= I
Cprocess 7
[ | ]
[ reactant or Reagent 7
[~ | ]
Analytical Study 5
[ ]
O Formation, Nonpreparative 2
E ]
O oceurrence 25
E ]
O miscellaneous 1
[ i
| apply || cancel |
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Pexomenoayuu:

Jns  3ajaHusi MOpsAKAa BBIBOAA PE3YJbTAaTOB aHalIM3a CleAyeT HCHOJIb30BaTh OIIUU
HUCIIAIAIOIIETO CIKCKA COPTUPOBKH SOrt by:

»  Frequency (BapuaHT BbIBOJIA [I0 YMOJIUaHHIO) — OyayT moka3anbl 500 BEpXHUX PE3y/IbTaTOB
+ Natural Order — 6ynyr nokasansl Bce pe3yabTathl B aj(aBUTHO-IU(POBOM MOPSIKE.

BCH_ICCTBa BBIBOJIATCA B COOTBETCTBHUU C 3aJJaHHBIMU KpI/ITepI/ISIMI/I a”HaJiu3a, 4TO OTMECUACTCA B
coo0IIeHNH Ha kenToM (oHe. McxomHbiii Habop OTBETOB OCTACTCS HEM3MEHHBIM.

Jlist BeIBOJA aHAM3UPYyeMOro HaOOpa BEIIEeCTB HCIONB3YEeTCS KOMaHJa |Keep AnaIySiS|, JUTST

BO3BpAIICHUS K HCXOITHOMY HAOOpYy OTBETOB — KOMaH/Ia |Clear Analysis|.

=5 .
8 A Gt Gt & Send to Analyss fatre
Substances References A Reactions #F T Scilanner |
Anadyze by:
254 Substances 0 Sedectad Sxe Pt Export %
227 substances wh the Substance Foes Analytical Study, Bological Study Coop Anavss  Cloar Ansyss Substarca Role v
e Soplayed
Select Al Deselect A | <ort by | folevarce (New) 7k AnswarsperFoon(18] 123456 .15 p 2 D 148 rien s\ e
veo, Tl W W
711, substance Detail 2. substance Detail
S-18-0 o0N5-19-2 G
(Component: 50-18-0) Vs 210
ez 2
& b A |Pepwston 1%
NH p- 4 ” e [ Py
<AL -
‘ i :»Lv.pwbc' 10
- | = Process 7
' L
Reactant or Raagent 7
I “H :
_ . Anatytical Study 3
[ 3
Ho— : For maton,
H 2 1 Norgrepaatve ]
Ccouranca &
Mscellaneons 1
L
Eaperer
® Hz0 Show Mare |
CrHinClaNz 02P H20
H-1,3, 2-Cnazaphosghorin-2-amine, NN-be(-dhioroatiwl)
tetratwaro-, 2-oxida, hydrate (111)
Spectra
Espermental froperties
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YTouHeHne Ha0oOpa OTBETOB BeleCTB
Jns mpocMoTpa, M3y4eHHS M OLIGHKM Ha0oOpa BEIIECTB HMMEETCS BO3MOXHOCTh YTOYHEHHS
OTBETOB, IOMOrarouas 0ToO0paTh Hauboliee peNeBaHTHbIE COEAMHEHUSI C HCIOJb30BaHUEM

JOIMOJIHUTCIIbHBIX KPUTCPUCB.

1. Jlnst BeIOOpa KpUTEPHEB YTOUHEHUS] HaOopa OTBETOB MCHOJIb3yeTcs 3akianka |Refine| cipasa

OT BBIBCACHHBIX BCUICCTB.

Lt Lot

Subistances
. = & gractions

Referencos

| 254 Sebslances 0 Selactnd
|

| Select Al Deselect M | 5ot by: Relevance (New)

| = -
| L1, Substance Detall 2
| M-18-0

E) o p

CrHin (2N 02 P
3192

eahasphorne 2

4. Substance Detail LJS, Substarnce Detol 16. Substance Detof
2549 QDO T 947

0030 /20 82742

YTOYyHEHHE MOKHO NPpUMCHATH MHOI'OKPATHO C ITOMOUIBIO TII000MH KOM6I/IHaLII/II/I

(ommuit).

o Toos v o

v ¥

Sulistance Detad - 2, Substance Detad
605%5-19-2
(Component: SO-18-0) L

Sond to
Stitlamner

1: 'u_'u..-,-_ o 1
M ind !l_ R__._J".'

Refine by: o

2 Owmeal Sructure
mmw Indtops-Coranng
Matal-Cortanng
GOOOT-96-7 Commercial Avallshifity
oty Avaiabilry
Froperty Valus

Fatirance Avalah sty

Atom Attachment

o
El%»

Chemical Structure:

olute sEreoche MGt

CHisCia N2 Oz P

Sagch tpe: Exact
Structure

Doty retrieve suhistances
that

rj Have referenoas

L] &re commestialy avalsbie
C NE 3 5noka componant

e sbntance

AR N spectc types of

Lo sades

Rofne |

KpUTEpPUEB

Onnus

I[J'Iﬂ I/[)IeHTI/[q)I/IKaIII/II/I Be€IIEeCTB, UMEIOIINX .

Chemical Structure
XuMH4ecKasi CTpyKTypa

JIONOJTHUTENBHYIO UITH OCOOYIO CTPYKTYPHYIO KOMIIOHEHTY

Isotope-Containing
Hanwuue n3oroma

H30TOnHBIE METKU

Metal-Containing
Hanmmuue metanna

O,Z[I/IH NI HECKOJIBKO METAJIJIOB

Commercial Availability
KomMmmepueckast 1oCTynmHOCTb

KOMMCp‘{eCKy'IO AOCTYIIHOCTD

Property Availability DKCrepuMEHTAIbHBIE U pacYeTHHIE CBOKCTBA
JlocTyITHOCTh CBOMCTB
Property Value KonkpeTHbie 3HaYEHUS IKCTIEPUMEHTAIIBHBIX U PACYETHBIX

3HaueHUE CBOICTBA

CBOWCTB

Reference Availability
Hanunune ccpuiok

)KypHaJ'II)HI)Ie NN IIaTEHTHBIC CCHIIIKN

Atom Attachment
IIpricoenHEHHBIN aTOM

3aMecTuTeNb B KOHKPETHOM IMOJIOKEHUU CTPYKTYPhI
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2. Ilpu BBIOOpE KpUTEpUs YTOYHEHHs CIEAyeT BBeCTH TpeOyemyro mHpopmanuto. Hampumep,
€CJIM BBIOpaHa OTIIIHSI |Pr0perty Value|, 115 BBojia TpeOyeMbIX 3HaYCHUH KOHKPETHOT'O CBOWCTBA

(cBOMCTB) Hemonb3yeTes Komanza [Select Properties|.

Refine by: &

O chemical Structure

O Isotope-Containing

O Metal-Containing

O commercial Availability

O Property availability

® Property Valuel

O Reference Availability
Atom Attachment

iSelect Properties:

Refine by Property Value &

Select a property on the left, and specify values or limits on the right. Repeat for multiple properties.

Properties - 1 selected Values - Predicted H Acceptor/Donor Sum

Experimental A - A

7 ) = Specify range: =
[ eailing Point
[ melting Paint o | B 5o |

Predicted Min: 0 eV

OH Acceptors
[ H ponors
[ mMolecular Weight
[ loge

[ Freely Rotatable Bonds
[ Bioconcentration Factor
[ Boiling Point :
O Density

[ enthalpy of Yaporization
[ Flash Point

H Acceptor/Donor Sum
[ koc

[ logo

[ Mass Intrinsic Solubility
[ mass Solubility

[ Molar Intrinsic Solubility

[ molar Solubility T Reset | v

I O include substances with no values for selected properties. I

Cancel I

3. Tlo xomanne Refine B Habop oTBeTOB OyayT BKJIIOYEHBI TOJNBKO BEIIECTBA, OTBEYUAIOIIHE
BbIOPAHHBIM KPUTEPHSIM.

Pexomenoauuu:

B cnydae BemiecTs, 1711 KOTOPBIX 3aJJaHHOE CBOMCTBO HE MPEACTABICHO, WU MIPEACTABICHO, HO
€ro 3Ha4YeHHE He COOOIIACTCS, HCIIONB3YUTE OTIIHIO:

V! Include substances with no values for selected properties.
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4. OneHKa OTBETOB.

5. Jlns Bo3BpaTa B UCXOAHBIH HAOOP OTBETOB HCIOIb3YyETCS BBEPXY CTPAaHULIBI.

T,
A% Add KMP Alert HEFETT
Get Get 2, _ Send to
Substances B References Reactions % Tools W E_ SciPlanner
3 Substances 0 Selected I Save Print Export
Select All Deselect All | Sort by: | Relevance (New) v/ ¥ Answers per Page [15]
view: 1Ml
[] 1. Substance Detail [ 2. substance Detail [J 3. Substance Detail
50-18-0 60007-96-7 60030-72-0
~22139 [if ~38 (i ~39 [
NH S “nH 5 e >
| 4 - = L .
- L - N Al AN
e 1\ "o 04 CHp C1 o “ u “eHp el
W~ CHa— CHzC1 o °
CHa — CHa €1 eHacl TeHzel
&hsolute stereochemistry, Absolute stereochemistry,
C7HisCl2N202P
2H-1,3,2-Oxazaphosphorin-2-amine, C7Hi5Cl2N202P _ C7Hi5Cl2N202P _
N,N-bis(2-chloroethytetrahydro-, 2- 2H-1,3,2-Oxazaphosph0r|n-2-am|ne, 2H-1,_3,2-0xa2aphosphor|n-2-amlne,
oxide N,N-bis(2-chloroethy tetrahydro-, 2- M, N-bis{2-chloroethy tetrahydro-, 2-
oxide, (25)- oxide, (2R)-
Spectra
Experimental Properties Experimental Properties Experimental Properties
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ITouck nH(pOpMALMH 110 peAKIHAM

Jns HaxoxaeHus HMHPOpPMAIMM O XMMHUYECKHX pPEaKIMsIX HCIoyib3yercs 3akianka Explore
Reactions. B moucke BO3MOXXHO: OOBEAMHCHHE CTPYKTYPHBIX M (YHKIIHOHAIBHBIX TPYIIII;
Ha3HAuYEHHUE POJiel yJYaCTHHKAM PEaKLMHU; MCIOJIb30BAHUE BCEX XAPAKTEPHCTUK CTPYKTYPHBIX
(bparMeHTOB — TaKMX Kak paspelicHue (3ampelieHne) IOMOJHUTEILHOrO 3aMelleHuss U (HyIH)
KOHJICHCAIIUU LIMKJIOB; aHAJU3 PEe3yJAbTaTOB 10 PACTBOPUTENIO, KOJIMYECTBY CTaJAUN M APYIHM
XapaKTepUCTHKAM PEAKIIHH.

1. OTkpeiTHE penakTopa peakiuii Reaction Structure:
Explore Reactions

Reaction Structure  Reaction Structure &

2. VIHCTpYMEHTHI MOJATOTOBKH 3arpoca M0 PeakusM BKIIOYAIOT. 3a/JlaHhe POJield y4acTHUKOB
peaKiMy; 3a/laHie COOTBETCTBHs (MIIHPOBAHHE) aTOMOB PEAKTAHTOB U HPOJYKTOB; 3aJaHUC
(parMEeHTOB MOJIEKYJI C MCHSIOIIMMHUCS B pEaKIUH CBS35SMH;, BKJIIOUYEHHE B 3ampoc
(GYHKLUMOHATIBHBIX IPYIII.

Pexomenoayuu:

MoOXHO M3MEHUTH pa3Mep 3KpaHa, MOTAHYB €ro 3a HWKHUW MpaBblil yroi ; MIPOCMOTPETH
Ha3BaHUS W ONMCAHMS MHCTPYMEHTOB, YKa3aB KypCOpPOM Ha COOTBETCTBYIOIIYIO KHOMKY. [Ipum
BBIOOPE MHCTPYMEHTA BBIBOAMTCS COOTBETCTBYIOMIAsI HHPOpMaIHs (Ha xkenToM (oHe).

“ Reaction Editor Functional Groups
"8 Ty I =
= % Qo “ a [k . RAN c @ @ Select a term below. Then click in the structure drawing window
Ty Drag the reaction arrow to specify reaction direction. to draw the term.
/ i) Default role assignments may be changed using the
Reaction role tool .
Atom  short JAMINES AMINES is a class that
» X Amide | | includes:
Amidine Amine Oxide
S =R cN CN Amine Oxide | | Agidine
[] & AMINES Chloramine .
Lalhizg Cyanamide i
14 ] Anhydn@e Enamine
-— [ Ayl Halide Hydroxylamine
e Arylsulfonyl Imine
| Azide Primary Amine
L-'l p Azine + | | Secondary Amine v
°q % Terms displayed
NO, NH
¢ 81 casicteotionu peoddict @Al OclassTerms  ORings O Non-rings
@ @
—— : where the
- [l resm"ﬂ'}‘:iw,—- AM][“ES structure(s) are:
praduct Yariable only at
() the specified
positions
Substructures of
2. (&) mare complex
24 == > structures
mes — [c H o s NP CIBF A Z Scalel1on |
- 448
Ol & - - < &
. 000 o™
Formula not available I I l 11

87



3. Jly1st Ha3HAYEHHMs poJiel YHaCTHHKAM PeaKlMH MCHOIb3YIOTCS HHCTPYMEHTHI WIH m

4. BeiOop THIa oucka:

Tun noucka Ecau Hy:xxHO
Variable only at the specified positions | 3anmperuTs 3amMenIeHHs JIs1 BCEX aTOMOB, KPOMeE
3aMeCTUTENH TOJIBKO B 3aJJaHHBIX nepeMeHHbIX U R-rpym;
MOJIOKEHUSAX 3aMpeTUTh JOMOIHUTEIbHYIO0 KOHCHCAIIUIO

IIUKJIA

Substructures of more complex PaspemuTh 1OMOITHUTEIBHOE 3aMEIIICHUE U
structures KOHJICHCALUIO LIUKIa
@®parmMeHT B 00Jiee CII0KHBIX CTPYKTYpax

“ Reaction Editor

" T(w) HE - @ B M~ c @E oy Drawing Editor:
= =2 [ O Structure

, Ci) o hange at bonds. Shorteut K
! / ‘ / N5 raw or change atoms or bonds ortc ays @ Reacuon
Atom  short ad (O Markush

> %
X, =R CN CN
1,

°q NH, -
.Q oroouct
¢ B
a @ Get reactions
. = where the
- aB Ll\flltro S o structure(s) are:
eactanlfeagen product
Variable only at
3> () the specified
) ) & positions
g%(z)c 3 Substructures of
of ; = (5) more complex
B : ‘ > structures
lammes | T 1|l
|AMINS | c H O § N P ClBr F Al Zn scalelon -]
- <@ il % :.'IJIJ EZ

all o

oooo - |

Formula not available | |

EES
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Bo3mokHOCTH anpHelIero yrounenus 3amnpoca B Scifinder:

Onuus Ilpumensiercst 1
Solvents OrpannueHust n30paHHBIM PACTBOPHUTEIEM WIIH
PacTBOopuTenu TPYIIION pacTBOpUTENEH
Non-participating Functional Group(s) | biokupoBanus n3MeHeHUs PYHKIIMOHATBHOW
He yuactByromias B peakiiuu IPYIIIBI pEaKTaHTa PHU €ro MPEBpaICHUN B
dbyHKIMOHATBHAS TpyMIa (bI) IPOJYKT
Number of Steps OrpaHnyeHHs KOJINYECTBA CTAINIA PEaKIIUU
KonuuecTBo crannmii
Classification(s) OrpaHuyeHHs PEAKIIMU ONPEICIICHHBIM THIIOM,
Knaccudukanus (u) Harnpumep, catalyzed, stereoselective, T.x.
Source(s) VYkazaHus THIIA UICTOYHUKA (OB)
Vcrounuk (1) nyoaukanuu
Publication Year(s) 3ananus roja myOoIMKauy WM HHTEpBaja JeT
I'ox (b1) myOaMKaUU

HpI/I HGO6XOI[I/IMOCTI/I THUII IIOHUCKAa, 3aI[aHHBII>'I B CTPYKTYPHOM pPE€IaKTOPE, MOXHO H3MEHUTL C

oMoIIbo onuuu |Search type).

5. TIlouck HaunHAeTCA IO KOMaH/ie [Search|.

Explore Reactions

Reaction Structure  Reaction Structure 9

Click image to change structure or view detall

Search type: @ @ allow variability only as specified
O Substructure

Solvent(s) & % Select Solvents

Non-participating & ¥ Select Groups
Functional Group(s)

Number of Steps @ [ |
Examples: %, 3-3 1-, -3

Classification(s) & [ Biotransformation [ Electrochermical [ Radiocherical
[ catalyzed [ Gas-phase [ regioselective
[ chemoselective [ Nor-catalyzed [ stereselective
[ combinatorial [ Photachemical

Source(s) ® any source
O Patents only

O Sources other than patents

Publication Year(s) & | |
Examples: 1995, 1995-1999, 1995-, -1995
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6. OLEeHKa OTBETOB.

I1o YMOJTYaHUIO Ha60pbl OTBCTOB IIO PpCaKOHAM BBIBOAATCA B IMOPAAKES PCICBAHTHOCTU
MIOMCKOBOMY 3aIpocCy, OMPEaesieMbIM aIrOPUTMOM moaoous Tanumoto (Tanimoto).

Pexomenoauuu:

e Jlnsg COpPTUPOBKM OTBETOB MO JAPYTUM KPUTEPHUSM, HAOpUMEp, MO AKCHEPUMEHTAIbHON
poLeaype, KOJIMYECTBY CTaaui, BBIXOAY MPOJIYKTA WM TOAY IMyOIHKAIIUU UCTOIB3YIOTCS
OILIMH HUCHAJAIOIIEr0 CIIUCKA ;

e Jlnst BBIBOAA TOJIBKO OJHOM (MM BCEX) pEaKIMii B CCHUIKE, CXEM peakiuii (M cXeM
OJTHOBPEMEHHO C JIpyroii HH(opMaIneit) HCIoab3yIOTCS OMIIUK KOMAHIbI ;

 Jlnst mpocMoTpa jaetasielt peakiuu (MM YMEHBIICHHUS KOJMYECTBA BHIBOIUMON HH(OPMAIIHH)
ucnons3yrotes ommuu [Overview| mmm [Experimental Procedure].

‘ g . [y Get & > - Send to
 Reactions b=l References @€ Taols __i SciPlanner

220 Reactions 0 Selected | Save Print Export
| Select All Deselect 8l [ Sort by! [ Relevance V¥ fAnswersperPage[15] 1234 56..15 p

Relevance
Accession Number
[J 1. view Reaction Dptail @® Experimental Procedure

. PR I [\|umber of Steps
Single Step Hover dyer sy & Product Yield

| Publication Year

Display:  Md Al & 9

CN
CH

» Overview

» Experimental Procedure

[J 2. view Reaction Detail @®Link & Similar Reactions
Single Step Hover over any stucture for more options.

0
91%

» Overview

» Experimental Procedure
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7. Jlns mpocMOTpa CChUIKH 0€3 BBIXOZa M3 Habopa peakiuil ucmonbdyercs ommus Quick View
o]

220 Reactions 0 Selected I Save Print Export
Select All Deselect All | Sort by: [Relevance V¥ AnswersperPage[15] 1234 56 ..15

Display: Md &) © ©

[ 1. view Reaction Detail @®Link & Similar Reactions
Single Step Hover over any structure for more options.

cn
oy
—_—
HyIT
O,
86%
& i

v Overyiew
Steps/Stages Notes
1.1 R:Cu, RiNH4* #HCO2", S:{CH20H)2, 9 h, 120°C chemoselective, Cu nanoparticles used, scalable, Reactants:

1, Reagents: 2, Solvents: 1, Steps: 1, Stages: 1, Most stages
inany one step: 1

References

Highly Chemoselective Reduction of Aromatic Nitro

Compounds by Copper Nanoparticles/Ammonium Formate
BIFull Text

By Saha, Amit and Ranu, Brindaban

From Journal of Organic Chemistry, 73(17), 6867-6870; 2008

v Experimental Procedure
]OO-.»-m-u--. General/Typical Procedure: Representative Experimental Procedure for Reduction of Aromatic

Nitro Compound (entry 2, Table 1). & mixture of 3-nitrotoluene (137 mg, 1 mmol), Cu nanoparticles
{191 mg, 3 mmaol) in ethylene glycol {10 mL), and ammonium formate (315 mg, 5 mmol) was heated at
120 °C with stirring for 12 h {TLC) under argon. Copper particles were filtered off through a short plug of
silica gel. The filrate was extracted with ethyl acetate. Evaporation of solvent followed by colurmn
chromatography over basic alumina furnished 3-nitroaniline (86 mg, 80%) as a pale yellow oil. The
spectroscopic data (IR, 1H NMR, 13C NMR) of this compound are in good agreement with those
reported.4d

Quick View & B8

Highly Chemaselective Reduction of Aromatic Ntro Compounds by Copper Nanaparticies,/ Anmondum Formate
DFd
Dy Svha, At Rarws, Benasban

Fromn Journat of Qwganic Chamcey (00, TH (7)., S567-63M, | Larguege: Engloh, Dutabaas: CAPLLS

A highly chemossdactive redn. of arom, nivo compds, o the Reforonce Images
camesgonding ammnd comgds, was achiaved by 3 combination of

opper Nanopartices and ammonium formate in etfyiens glycol

a1 1207, The redns. are successfully carried out in presence of &

wide varioty of ofwr reducble furctional groups n the maol,,

mach a5 Cl, |, OCHZPh, NHCHIPh, COR, COCR, and CN. The

reactions are very chlean and high yisiding

Cu nanoparticles
HCOONH,4
(AI'_NOQ - Ar—NH2
120°C,8-12h

75-90%
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AHajau3 Ha0opa peakuui

CpenctBa ananuza MWIIC SciFinder® mo3BossIFOT MPOCMOTPETh, W3Y4UTh M OLECHUTH HaOOP
pEaKIuii C IOMOIIIBIO Pa3IMYHBIX KPUTEPUEB (10 KaTaau3aropaM, aBTOpaM MyOJIMKAIMid, THIIaM
VCTOYHUKOB U JIp.).

[Ipu BBIBOZIC HAOOpA OTBETOB PE3yJIbTAT aHAIM3A ABTOMATUYECCKH MOSBIISETCS HAa SKpaHe CIpaBa.
[To ymon4aHWI0O TIPOBOAMTCS aHAIU3 TO KATAM3aTOPy PEaKIUu, W BBIBOASTCS TepBbie 10
pe3ynbTaroB. Kaxaplii pe3yabTaT MPENCTaBIsIET MHOXKECTBO peakiuii (COOTBETCTBYIOIIEE

KOJIMYECTBO MPHUBEICHO CIIpaBa) U3 Habopa OTBETOB.

[Ipu ananu3e He co3maeTcsi HOBBIH HAOOP OTBETOB — CO3JAETCS BPEMEHHBINH (POKYC TEKYIIETo
Habopa.

EA , Get Send to [ Analyss
Reactions References @V Took™w 29 sciPlannes ﬁ
Analyze by:
423 Reattions 0 Seacted Seve oot E1pont T ——
Sebect Al Desedect All | Sort by | Relevance v ¥ ArowersperFage[15] 12345629 ) Catalyst v
Oepley: S Al © O
[ 1, view Reaction Detail @@ Link 8 Similar Reactions e i AR
e Ste A BRSBTSy s woth the cusvent answer sal
e Step fover aNy stucirs & V& 0pTL od 122
| = i
] 17
. ] z N " 8 ]
| N (| [ NI 11
— N =4 1
o Haym Pd(0ACh 10
99% - }
- - =
& Au 2
(s 3
v Ovarview FdFPiale 8
) = )
Steps/Stages Notes
o|327-97-8 7
L1 RINHARO, CiFfOAC): (rescton product with Yilcs solid-supported catalyst, green ch & ;
TR and 1,1), Ci1,10-Phenanthroling (reaction product Yuican XC supported Fe Budt ol 7
Mth Vucan XC72R and o), SITHF, 100, 100°C preparad by pyroksis and usad & s = ]
atalyst recyclable, Peactants: 1 Reagents: 1, Ca “ I 7
Sohents: 1, Staps: 3, Stages: 1, Most stages i any one step: [V —~ 1
i I'l 7
© f
References I
i3y reductor
2 yige ted Lngdom}, 4
y L +

1. Jlns mpocMOTpa JOMOJTHUATEIBHBIX Pe3yIbTaTOB aHAIN3a UCTIONb3yeTcs koManaa |IShow More|.
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2. Jlns W3MEHEHUs KaTeropuu aHalu3a CIEAyeT BhIOpaTh ApYrue OMNIMU M3 HUCIAJAIOIIEro

merro Analyze by:.

[
Journal Name b
Language il
Number of Steps
Product Yield 5

| analysis | | Onuus Nnentudgunupyer
Analyze by: 7
Catalyst vl Author Name ABtopa (oB) mybmuKanuit
é:gw e Catalyst Vcnionb3yemble B peakiuy KaTaJln3aToOpPbl
Compsni prosmzatin Company-Organization | Opranu3anuy aBTOPOB
Document Type Tun nmyOaukarm

Experimental Procedure

Jleranu sxkcniepumeHTa

Journal Name

Haspanue xypHaiia

Fleetan e Language SI3pIK yOIMKaIUU

N ; Number of Steps KonnuecTBo craauii peakiuu
' ! Product Yield BbIX0J1 IPOJIYKTOB peakuuit
el g Publication Year Tox ny6mukanun

i z | Solvent Hcnosnb3yeMble Ipy IPpOBEIECHUT
Bud* oI 7 peaKkuuii paCTBOPUTEIIN

[ ]

TiOz 7

1 1

b 7

E 1

| Show More

3. Jlns BBIBOJA peakmuil ClelyeT AaKTHBUPOBATh COOTBETCTBYIOLIMH pe3ynbrar (IUIaHKa
OKpacuTcsi B OKenThld I1Ber). Eciam 3TH peakuumu BXOAAT TakkKe B JApyrue HaOOPBI,
COOTBETCTBYIOIIIME IUIAHKK TaKXe CTaHyT >XKelAThiMH. B mpumepe 10 peakuuii BKITIOYAIOT
karanu3atop PA(OAC), u BXoasT BO MHOXeCTBO U3 122 peakimii, katanuzupyembix Pd u (uin)

€T0 IMPOU3BOAHBIMHU.

4. J1na Be1OOpa 011

=

Analysis

Analyze by: &

| Catalyst |
Click bar fo view only thoze reactions
within the curvent answer set

Pd 122
[ 3|
Pt 17
[ ]
Ni 11
E ]
Pd(0Ac)2 10
[ ]
Au 8
= ]
Pd{PPhz)4 8
= ]
08327-87-8 7
[ ]
Buahl* oI 7
| ]
TiOz 7
= |
W 7
= ]

Show More
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HOBPEMCHHO HCCKOJIbKUX PE3YJIbTATOB UCIIOJIB3YCTCA KOMaH/1a Show More|.




5. 1514 BEIOOpA MHTEPECYIOLIUX BApUAHTOB MPUMEHSIETCSI KOMaHIa .

6. [TopsiIOK COPTUPOBKH PE3yJbTATOB aHAJIN3a OINPEICIISCTCS B HUCIAIAIONIEM MEHIO c
IIOMOIIBIO OIIIWI:

* Frequency (o ymouaH#o) — BBIBOJI I10 YaCTOTE TOJILKO MepBbIX 500 pe3yabTaToB

* Natural Order — BbiBOA B asipaBUTHO-IIM(PPOBOM MOPSIIKE BCEX PE3YIbTATOB.

Analysis - Catalyst &
77 Items 2 Selected ! Export
Sort by: | Frequency 12 p
tions within the current answer set
ining information for this analysis 195 A
0
Pd 12218 1
® ] |
Cprt 175>
(] ]
O i 11
] ]
PA(0AC): 10
| |
O au 8
] ]
O Pd(PPhz)4 8
B ]
[Jog327-87-8 7
| |
O Buan* o 7
[ | |
O Tioz 7
BE= POy
| apply || cancel |
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Byner BbiBeneH oOT(UIBTPOBAHHBIA MO BHIOPAaHHBIM KpPUTEPUSM HAOOp OTBETOB, O 4YeM

coo0IIaeTcs Ha KenToM ¢GoHe.

7. Ins cozmaHusi HOBOrO HaOOpa OTBETOB, COJEPIKAIIETO TOJIBKO PEAKIIMU U3 aHAITU3UPYEMOTO

Habopa, ucronb3yercs komanna [Keep Analysis|.

8. JUst BO3BpaTa B HCXOJHBIIT HaGOp OTBETOB HCIONIB3yeTcs Komannaa [Clear Analysis|.

VH(bopMaLys [0 KCIOB30BaHMI0 KoMans! [Send to SciPlanner| coxepkuTest B HHTEPaKTHBHOM
nocobuu: Plan a Synthesis Project (http://www.cas.org/etrain/scifinder/sciplanner.html).

[ 18. View Reaction Detall @0 Link & Simllar Reactions
Single Step ~over ovar any stuciare fiy mors aptons

1.1 RiEthidine, CPd, S#hMe, 2 h, refhu; reflax — 1t

b iane I Bet ey Send to
Reactions [ ol nces #v 1008 ¥ 3F
L 9 selected = Swe  Prt Evpot |
151 rmactiors with the Catabysts Pd, P(OAC)2 o dsplayed Coep Andyss o Analyss I
Sefect Al Deselect AT | <ot by | Relevance S 3 Answersper Faga(ls] 3123 4S6..9 p
Deplay: M 0 2

) T
i S ; ! _;—,]
” Man
93%
. i
w Ovaryiew
Steps/Stages Notes

solid-supportad catalyst, Reactants: |, Reaganes; 1,
Catalysté) 1, Sobents! L, Steps: 1, Stages: 1, Mast stages n
2y one step: 1

References

Pd/C-catalvaed trarsfer hydrocenation with Hantasch ester
1. 4-dhwdropyridre for the reduction of aromatc ardes,
sromatic ntro compourds and clofirs Q ilf-l Tt

Sy Na, Xugn et o

From Yooy Moskus, 225 2292733, 209
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Analysis | T
Analyze by: &
Catatpst v
CRR Qo 10 Vauw vl (000w redcTions
A T Curaw aneesy ol
pd 122
L J
Pt 17
t = = |
N 1
(8 - oy
Pd(0AC )2 10
L J
Al g8
1 ]
Pa(FPhals 8
o ]
WR7-a7-8 7
[ 1
Brady® o 7
[ |
T 7
= 1
v 7
= ]
_Show More |




YTouHenne HaOopa peakuui
I[JIH IIpocMoOTpa, HU3Y4YCHHUA U OLCHKH peaKHI/Iﬁ HMCIOTCA BO3MOXHOCTH HX YTOYHCHUA,

[IOMOTaronMe BbIOpaTh M3 Habopa Haubojee pEeJIeBAHTHbIE pEaKlUH Ha OCHOBE 3a/laHHBIX
KPUTEPHEB.

1. JIns BeIOOpa KpUTEpUEB YTOYHEHHS HaOOpa UCIONb3yeTcs 3aknazaka |[Refine|.

Get

Send to

Lleactions "l Tools w

References

423 Reattions 0 Seacted

Select Al Desedect All | Sort by | Relevance v ¥

1 1. View Reaction Detall @@ Link & Similar Reactions
Single Step /v Disr a0y stucies | & QTS

Steps/Stages

1.1 RiNgHe 14O, C:Fe(OAC (1eaction peoduct
| 1), C:1,10-Prenantroling {resction |

i £ e o, S:THE, 10 h, 100°C

B ScaPlannes

] growps

References

Efficent and highly ssiective ron 2ed reductor

[_—;\r"—:.h'v.il ..J L&]

Refine biy: o,
e ' Evpce
15 ] 3456 2 P *) Raachion: S e
wdey, M A © Product Yiekd
L) Number of Steps

) Reactorn Classificaton
ExChudirg Reaction
Chessfcaton

| Norrparticsatng unctional

Reaction Structure:

Ha6op MOKHO YTOUHATb MHOTOKPATHO IIpU IMOMOMIIN TII000H KOM6I/IHaI_[I/II/I CJICAYHOIIUX

KPUTEPHUEB:

Kpurepnii

Nnentudguuupyer peakuuu, KOTopbie

Reaction Structure
CTpyKTypa y4acTHUKA PEAKIIUU

Conepxat TOTOTHUTENBHBIH (CTIeupUIeCKuii)
CTPYKTYPHBII KOMIIOHEHT C KOHKPETHOH POJIBIO

Product Yield
Beixon nmpoaykra

HIMeroT KOHKPETHBIN BBIXOJ (MHTEPBAJ BBIXO/IOB)

Number of Steps
KonuuectBo CTaI[I/Iﬁ pCaKknumn

NMmeroT KOHKpeTHOE KOJIMYECTBO (MJIH YUCIEHHBII
MHTEPBaJI) CTaUll peaklun

Reaction Classification
Knaccudukanus peakium

CoOTBETCTBYIOT ONPEAEIEHHON KaTeErOpuu, Halpumep,
catalyzed, stereoselective, T.1.

Excluding Reaction Classification
Uckmouenne knaccudukanuu
peakunu

He cBsi3anbI ¢ 3a1aHHOM KitaccuuKamnmei

Non-Participating Functional
Groups

He yuactByroniue B peakuuu
(YHKIIMOHATILHBIE TPYIIIIHI

Conepxat oHy WM HECKOJIBKHUX (DYHKIIMOHATBHBIX
rpymi (MM KJIACCOB), HE YYaCTBYIOIIUX B PEAKIIUN
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2. Ilpu BBIOOpE KpUTEpUEB yTOUHEHHsI HaOOpa HEoOXOAMMa MX JalbHEWIIas CrielupUKaIys.
Hampumep, B omuu Product Yield creayer 3amath BeIXO (MHTEpBA BBIXOJOB) MPOIYKTOB.
Crenyer uMeTh B BUIY, YTO CBE/ICHHS O BBIXOJIaX MPEICTABICHBI HE JJISl BCEX PEaKIIHIA.

Arialyst | Refine ‘
| Refine by: & ‘

O Reaction Structure ‘
| @ Product Yield
O Number of Steps
O Reaction Classification |

O Excluding Reaction
Classification

@) Non-participating functional
‘ groups
Product Yield:

|100 %

[ Upper Limit
Example: 82
|
‘ 30 %
Lower Limit
Example: 20

Include answers that have
‘ no product yield

3. ITo komanze |Refine| HOBBII HAOOP OTBETOB OyJET BKIOYATH TOJILKO PEAKIUH, OTBCUAIOIIUC
3aJJaHHbIM KPUTEPUSIM — OCTallbHble peakuuu OyayT yaaneHsl. [ljis BO3BpalleHus: K UCXOAHOMY

Ha6opy OTBCTOB I/ICHOJ'I]EBYI‘/'ITC HaBUT'aIUIO| BBCPXY.

OT160Op KpUTEpUeB ISl COPTUPOBKU HaOOpa OTBETOB MPOW3BOJMTCS W3 HUCMAIAIONIETO MEHIO
Sort by|. B npumepe BeiOpana ommust Product Yield.

—

3% Add KMP Alert [Reactlon'structuré substructure > reactions (423) = refine “80 - 100% vield" (351) I-n ¢ .2‘

. [ Get Ry - ~ Send to
‘ Reactions | References @¢ Kiols E SciPlanner
| 351 Reactions 0 Selected \ Save Print Export
Select All Deselect &ll |[Sort by: | Relevance vV Answers per Page [15] 123456 ..24 P

Relevance
Accession Number

[ 1. view Reaction Detail e Experimental Procedure

Single Step Hover oler any & 0 es

Publication Year

CI
(0]
[ = &
>

H, I

Display: MM &1 © ©

99%

» Overview

JUisi OpraHM3alMK pesyNbTAaToOB MOKCKAa HCIoNb3yercs komanna |Send to SciPlanner|. Oua
MO3BOJIIET JIETKO OOBEAUHATh W BU3YyaJIM3HpPOBaTh cxXxembl peakuuid. HWMubopmanus mno
UCIIOJIb30BAHUIO KOMAaHBI COJCPIKUTCS B MHTepakTuBHOM mocoduu Plan a Synthesis Project
(http://www.cas.org/etrain/scifinder/sciplanner.html).
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CpaBuurtenbHble xapakTepucTuku SciFinder, Reaxys, SOS u WoS, onpeneasironme
00J1aCTH MPUMEHEHHUsI ITHX PecypcoB

XapakTepucTHka SciFinder WoS Reaxys SoS
Ob6mas Hoctyn k 7 B/ CAS Joctyn k BJ] Science  Jloctyn k BJ1 Beilstein, Hoctym k 0630pam
Citation Index Gmelin u Patent [0 METOAaM
Chemistry OpTaHUYECKOTO
CHHTE3a
Kom-Bo 6u0I. > 36 MIIH. > 40 miH. | > 4 MITH. -
3amnmceit 700 muH.
LUTUPYEMBIX CCBUIOK
Komn-Bo 3anuceii o > 66 MIIH. - > 20 MIH. -
BelIeCcTBaxX
OxBar XKypHaJlIoB ~ 9 ThIC. > 6.6 ThIC. ~ 400 (ucropuyecku, -
OXBaT OBLI IIMPE U
BKJTIOYAJI MMATEHTBI; 710
1959 r. BJ] Beilstein
TIOJTHOCTBIO OXBAThIBAJIA
OpT. XUMHIO)

Tunel KICTOUHUKOB KypHaibl, NaT€HTHI, Kypnansl, ’Kypnains! n n30paHHbIC W36panHbIe

JMCCEPTAINHN, OTUETHI, n30paHHbIC TPY/IbI MIaTEHTBHI JKYpHaJIbl, KHUTU U

TPYABI KOH(MEPEHITHH, koH(pepeHmin 1990+ MATEHTBI

n30paHHbIe KHUTH, T.]I.
BpemenHoii oxBaT B CA: 1907+; yutensl 1965+ ~ 1770+ -

HEKOTOpkIe Oonee paHHHE
UCTOYHHKHU
SI3bIKOBBIN OXBAT > 50 sA3bIKOB B ocHoBHOM B ocHoBHOM -
AHITIMHCKUN AHITIMICKUN U
HEMEIKHI; TaKKe
(bpaHIy3CKHiA, pyCCKHH,
ap.

Tunel noucka TeMbl uccnen.; Xum. KiroueBsbie cnoBa; XUM. CTPYKTypa U ee CrpyxTypsl /

Ha3BaHUS / CHHOHUMBI, ABTOPBI; (parMenT; Xum. peaKIuK; KIIOYeBbIC
XHM. CTPYKTYPBI U UX OpraHM3aluy, peakiysi; XMM. Ha3BaHUE CJIOBa;aBTOPBI;
(parMeHThI; XUM. CCBUIKM; UCTOYHUK  / CHHOHHMM; per. HoMepa POCMOTP
peaxIu; CBOMCTBA; per. (buHaHCHpOBaHUS CAS; moit. popmysibl; COJICPXKAHUSA
Homepa CAS; aBropsl / (funding agency); cBoOlCTBa; OUOI.
n300peT.; Mo, POpPMYIIBI; HOMEp TPaHTa,; JIAaHHBIE
HOMepa MaTeHTOoB; T.JI. Ha3BaHUE
My OIUKaIuu
[Touck no xum. + - + +
CTPYKTYpe
[Touck no per. + - + (17 cTapeIx 3amuceit -
Homepy CAS B B]I Beilstein; HoBbIe
3anmcu B BJ Beilstein u
OOJBIIMHCTBO 3aITUCeH
B BJI Gmelin ux He
cozepkar).
TTowck 1Mo XUM. + (opr. / opraHomer. - + (B/1 Beilstein, 101959 + (> 265 TeIC.
peaKIysIM peakir. u3 /I CA 1985+ MOJIHOCTBIO, 3aTEM peaxir.)
Jp. peaxil. u3 pasH. vactruuno; bJI Gmelin,
HUCTOYHUKOB 1840+ YaCTHYHO)
Iouck cnexTpos + (okcnepum. UK, YO, - Uucn. naHHBIE U -
SIMP, MC NMR, MS; CCBUIKH; Oe3 rpaduku
MJIH. PacCUHT. CIIEKTPOB
SIMP u3 ACD Labs)
JIMHKHY K [TOJIHBIM + I )KypHAJIOB U + + +
TEKCTaM MaTEHTOB
ABTOMAT. + (onmust Keep me posted) + + -
YBEIOMJICHUS
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Pecypcel cetu MHTEpHET

Xumuueckue pecypcol

1.

CoNoORWN

CrpykrypHo-xumuueckas b/l Chemspider (Royal Society of Chemistry): http://www.
chemspider.com/

CAS Common chemistry Substance Search: http://www.commonchemistry.org/
Organic Syntheses Website: http://www.orgsyn.org/

Chemical Synthesis Database: http://www.chemsynthesis.com/
ChemBioFinder: http://chembiofinder.cambridgesoft.com/

Organic Compounds Database: http://www.colby.edu/chemistry/cmp/cmp.html
MassBank: http://www.massbank.jp/

NIST Chemistry Webbook: http://webbook.nist.gov/

Integrated Spectral Data Base System: http://riodb01.ibase.aist.go.jp/sdbs/cgi-
bin/direct_frame_top.cgi

10. C1-Catalyst Database: http://riodb.ibase.aist.go.jp/cldb/welcome_e.html

Ilamenmmuuwle pecypcol

1.
2.
3.

ok

10.
11.
12.

13.
14.
15.

16.
17.

18.

[Marentsr ABcTpanuu: http://pericles.ipaustralia.gov.au/ols/auspat/

[Marentsr Kanansr: http://brevets-patents.ic.gc.ca/opic-cipo/cpd/eng/introduction.html
[Tatents! ['epmanum:
http://depatisnet.dpma.de/DepatisNet/depatisnet?window=1&space=menu&content=index&
action=recherche

[MarentHsbie 3asBku Muauu: http://www.indianpatents.org.in/db/testmaina.asp

[Tarents Munuu u apyrux crpan: http:// patinfo.nic.in/

[MTareHTHas UHPOPMAIMOHHO-TTOUCKOBas cuctema Mumuu: http://
ipindia.nic.in/ipirs1l/patentsearch.htm

[Tnardopma Espacenet (b1 Worldwide — ny6nukoBanubie 3asBku 90+ crpan, b1 EP-
espacenet — moyHbIe TEKCThI OMYOJIMKOBAHHBIX eBpornelckux 3asBok, b/l WIPO-espacenet —
MIOJTHBIC TEKCTHI OMYOJIMKOBaHHBIX 3asBOK Patent Cooperation Treaty):
http://worldwide.espacenet.com/quickSearch?locale=en_EP

Poccuiickue naTeHTHBIE IOKYMEHTHI Ha pyCCKOM U aHTIniickoM si3bikax (bJl pedeparos
®denepanbHOT0 MHCTUTYTA IPOMBIIIIICHHON COOCTBEHHOCTH):
http://www.fips.ru/cdfi/Fips2009.d1l/DB

[Touckoas mamuHa FreePatentsOnline (maTtenTHble noKyMeHTH European Patent Office,
Word Intellectual Property Organization / Patent Cooperation Treaty, CIIIA, ®PT,
SAnonun): http://www.freepatentsonline.com/search.html

[MarentHsiii mouck Google: http:// www.google.com/patents

[Marentsr Benrpuu: http://epub.hpo.hu/e-kutatas/?lang=EN#

IP.com Intellectual Property Library (MexxnyHapoaHble MaTEHTHBIE MyOIMKAIUN):
http://ip.com/search.html

IP.com Prior Art (Texauueckue packpbiTHsi Komranwuii): http://priorartdatabase.com/
[Marentsr U3pauns: http://www.ilpatsearch.justice.gov.il/Ul/MainPage.aspx

IPDL (rmouckoBslii nHTEp(Eic Ha aHTITUIICKOM s3bIKE MTaTEHTHOTO BeIOMCTBa SnoHuN):
http://www.ipdl.inpit.go.jp/homepg_e.ipdl

Bb/JI mateHTOB ¥ 3as1BOK, onyoinkoBaHHBIX B Cunramype: http:// www.epatents.gov.sg/PE/
Patent Lens (momusie TekcTsl nateHTOB European Patent Office, Word Intellectual Property
Organization, ABctpanmu, CIIIA): http://www.patentlens.net/patentlens/structured.html
Patentscope (HauoHaIbHBIE U MEKYHAPOIHBIE TATEHTHBIE KOJIJIEKIIUN):
http://patentscope.wipo.int/search/en/search.jsf
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19. TMarentst ®umunmun: http://patents.ipophil.gov.ph/patsearch2/

20. PriorSmart (maTeHThI HAIIMOHATBHBIX M MEXIYHAPOIHBIX TATEHTHBIX BeIOMCTB): http://
www.priorsmart.com/

21. Tlowmck mo matenram u 3asBkam IlIBeruu u European Patent Office:
http://www.prv.se/spd/search?lang=en

22. Ilouck nmarentoB Kutas (MammmHHBINA IEPEBOJI C KUTANCKOTO):
http://59.151.93.237/sipo_EN/search/tabSearch.do?method=init

23. SumoBrain (moyiHBIEe TEKCTH TATEHTOB | 3asBKK European Patent Office, Word Intellectual
Property Organization, CIIIA, Sinonun): http://www.sumobrain.com/search.html

24. lpsum (ciyx0a MpoBepKH cTaTyca MaTCHTHBIX 3asiBOK BennkoOpuTanum):
http://www.ipo.gov.uk/types/patent/p-os/p-find.htm

25. TMarentsr CIIIA: http://patft.uspto.gov/

26. Tlatentnsie 3asBku CILIA: http://appft.uspto.gov/

KpaTKPIﬁ CJIOBapb MAaTCHTHLIX TEPMUHOB

Buo namenmmnozo o0oxymenma. HauyoHalbHBIE NATEHTHBIE 3aKOHOJATENIBCTBA HEKOTOPBIX
CTpaH JOIYCKAl0T MHOI'OKPAaTHYIO IYOJHMKAIMIO OMMCAaHUS OJAHOTO U TOTO K€ M300peTeHus B
BU/JIE TATEHTHOI'O JIOKYMEHTA: HEPACCMOTPEHHON 3asBKH, PACCMOTPEHHOM 3asiBKU U COOCTBEHHO
nateHTa. KpoMme Toro, B pszie CTpaH CyIIECTBYIOT IaTEHTHBIE JOKYMEHTBI C Pa3HbIM IIPABOBBIM
crarycoM. Hampumep, B Poccun — aBTOpckHe CBUAETEILCTBA, JONOJHUTENIBHBIE aBTOPCKUE
CBUJIETEIBCTBA, MATEHTHI, JOMNOJIHUTEIbHbIE NaTEHThl, aHHyIUpoBaHHble nareHTel. B CIIA —
NATEHThl; IEpPEU3AaHHbIE MAaTEHTHI; NEPEYCTYIJICHHbIE MNATEHThl; MATEHTHI, IOJBEPIIINECS
IIOBTOPHOW DKCIEPTU3E; IPOJUICHHBIE IIaTEHThl; BOCCTAHOBJICHHBIE IATEHTHI; IIATEHTHI C
UCTEKIINM CPOKOM JCHCTBUS.

Botoenennan 3asnexa (svioenennas npooonxcarowas 3zaaexka). B CIIA — 310 mareHTHas
3as1BKa, COCTaBJICHHAas Ha OCHOBaHMM MaTepHUajOB IE€pPBOHAYAIbHOW 3asBKH, IOJAHHOM C
HapylIeHUeM NPUHIUIA eIUHCTBA n300peTeHns. Hapyiienue npuHIuna eTuHCTBAa IPUBOAUT K
HEOOXOJUMOCTH BBIJCIUTh W3 HECKOJIbKMX 3asBJICHHBIX NPEIMETOB H300peTeHHs] OJIUH U
0(OpPMHUTH 3aBKY, YIOBJIETBOPSIONIYI0 STOMY MPHHIMILY, C COXpPaHEHHEM MpPUOPUTETA
nepBoHavyaibHOM 3asBKU. [locnenHsis mpoaoikaeT paccMaTrpuBaThesi 0e3 yuyeTa NMpUTSA3aHUM,
COJIEpIKalINXCs B BBIICICHHON 3asIBKE.

Boicmagounvii  npuopumem.  llpuoputrer  u300peTeHHs,  IOJE3HOM  Mojenw,
IPOMBIIIJICHHOTO 00paslia, TOBAPHOTO 3HAaKa, YCTAaHABIMBAEMBIH MO JaTe MOMEIIEHUsI 00bEeKTa
Ha ounKaIbHON WM 0QUIUAIBHO MPU3HAHHON MEXAYHApOJHON BBICTaBKE.

Jozo6op o0 nameummnoii koonepayuu (Patent Cooperation Treaty — PCT).
MeXnpaBUTENbCTBEHHOE COTJIAllleHHne B 00JacTH OXpaHbl H300peTeHui, paspeniaroliee
n300peTaTeto BMECTO M0JIa4M 3asBOK B CTpaHaX-y4aCTHUKAX IMOJIaTh TOJBKO MEXIyHAPOJHYIO
3agBKYy B T. H. [OJIydarolllee BEIOMCTBO, IPUUEM 3Ta 3asiBKa OyAeT IOpUINYECKH SKBHUBAJCHTHA
HallMOHAJILHBIM 3asiBKAM BCEX YKa3aHHBIX B HEW rocynapctB (cM. Ykazauuwie cocyoapcmeaq).
CootserctByromue opransl PCT mpoBomaAT MeXAYHApOJHBIA TIOMCK, MEXKIYHAPOIHYIO
IIPEIBAPUTENBHYIO JKCIEPTU3Y U 3aTéM pacChUIalOT 3adBKy (C IPWIOKEHHEM OTYETa O
MEXIYHapOJHOM TIOHMCKE) B MAaTEHTHbIE BEAOMCTBA CTPAaH-YYaCTHUKOB, IJl€ OHA MPHOOpETaeT
CTaTyC HAllMOHAJIBHOTO (PETMOHAIBHOT0) OXPAaHHOTO JOKyMeHTa. JloroBop ObLI MOJAMHUCAH B
Bammnrrone, CIIA, 19 utons 1970 r. u Bcrynun B cuity 24 siBaps 1978 r. CCCP noanucan
norosop 29 mapra 1978 r.

Jlonoanumensnolii  namenm. BpimaeTcss Ha  JIONOJHEHHWE, BHECEHHOE B  OOBEKT
u3zobperenus. [locne npekpamieHust AefcTBUS OCHOBHOTO NAaTE€HTa MpPEBpAallaeTcs B OCHOBHOM
IIATCHT.

Esponeiickan namenmuasa kougenyusn. CorjalieHue MeEX1y CTpaHaMHU-yYaCTHUKaAMU
EBpomneiickoit matentHoii opranumsanuu (European Patent Office — EPO). Paspemaer
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M300peTaTeNlio BMECTO IMOJAaud 3asBOK B CTpaHAaX-y4yaCTHHKAX IMOAATh TONBKO 3asBKy B EPO,
yKa3aB B HEW T€ CTpaHbI-yUYaCTHUKH, B KOTOPBIX OH HCHpAIIMBAEeT OXpaHy M300peTeHHs (CM.
Vrazaunvie cocyoapcmea). Ilocne paccmorpenus 3asBku EPO Bwimaer mzoOperaTento maTeHT,
JICUCTBYIOIIMIA HA TEPPUTOPUH BCEX CTpaHaxX-ydyacTHUKaX. Poccus He ydacTByeT B EBponelickoit
NAaTeHTHONW KOHBEHIIMM — OHA HE MOXET OBITh yKa3aHa B 3asBKE HA €BPONCHCKHUN MAaTEHT H
pemenusi EPO nHe pacnpocTpansitores Ha ee TeppuTopuio. B To ke BpeMs poccuiickue 3asiBUTENN
MOTYT I10/1aBaTh €BPOIEHCKUE 3asIBKU U NIOJy4aTh €BPOINEHCKNE ATEHTHI.

Esponeiickas namenmnas opzanuszayusn (European Patent Office - EPO).
MexnyHapoaHas opraHu3auus, 3aJadeil KOTOPOM SBIIETCS BblJaya E€BPOIEHCKHX IATEHTOB.
EPO co3nana Ha ocHoBaHMM EBpoOIelcKOW NMaTEHTHOW KOHBEHIIMM, MOIIUCAHHON 5 OKTAOpS
1973 r. u BcTynuBiei B cuiny ogHoBpemeHnHo ¢ PCT (cm. [Joeo6op o namenmuou koonepayuu).

Eouncmeo uzoépemenusn. 3asBka Ha H300peTeHUE JOJDKHA OTHOCUTBCA K OJHOMY
M300pETEHUIO WIIM HECKOJIBKUM, HO CBSI3aHHBIM MEXIYy cOOOM Tak, YTO OHM 0Opa3yroT €IUHBII
M300peTaTeNbCKHiA 3aMbICell.

3asucumvie namenmusvlie OOKYyMeHmpl. OTO POJCTBEHHbIE MATCHTHBIE JIOKYMEHTHI,
MPOUCXOJSAIINE OT OCHOBHOTO NATEHTHOTO JOKYMEHTa KaK H300peTaTenbCKOi OCHOBBI:
IIPOJOJDKAIOIINE U YACTUYHO MPOI0JIKAIOLINE, BBIICIIEHHbIE, IEPEU3/IaHHBbIE.

Koneenyuonnwlii npuopumem. YCTaHABIMBACTCA IO JaTe MOJAa4M MEpPBOM 3asiBKH B
CTpaHe-y4aCTHHUKE MapIKCKON MaTeHTHON KOHBEHIIUH, €CIH 3asiBKa Ha N300peTeHNe MOCTYIHIIA
B IOJTyyarollee BEJOMCTBO B TeueHue 12 MecsleB ¢ yKa3aHHOW Aarhl (IpU OMpeAeNeHHBIX
00CTOSATENHCTBAX ITOT CPOK MOKET OBITH MPOJJICH HA 2 MECSIa).

Manwtit namenm. I1aTeHT, BbITaHHBIA HAa TPOMBIIIUICHHBIA 00pasetl.

Mesxcoynapoonasa 3aaéka. CunonuMm 3asBku PCT (cm. [ocosop o namenmmoii
Koonepayui).

Mnoswcecmeennviit. npuopumem. IIpuOpuUTET NATEHTHOTO TOKYMEHTA, OCHOBaHHBIM Ha
HECKOJIbKUX XapaKTePUCTHKAX — HECKOJIbKO J1aT MPUOPUTETa, HOMEPOB MPUOPUTETHBIX 3asBOK,
CTpaH mnpuopureTa. MHOXECTBEHHBIH NPUOPUTET BO3HHMKAET B Mpolecce 3apyOeKHOTO
NaTeHTOBAHUS, KOT'/1a HECKOJIBKO 3aBOK OOBETUHSIOTCS B OJTHY.

Ocnoenoit namenmmuutii 0oKymenm. 11epBblii OMyOIMKOBaHHBIA TOKYMEHT CPEIH WIEHOB
MIaTEHTHOT'O CEMEICTBA.

IHapusicckan KOHGEeHUUs 00 oxpane nPOMBLULIEHHOU cobcmeennocmu.
MexnpaBuTeNbCTBEHHOE  COIVIAILIEHWE,  YCTAHABJIMBAIOLEE, B  YAaCTHOCTH,  IPaBO
KOHBEHIIMOHHOTO npuoputera. [lepBoHayanbHO KOHBEHIMs Obula moamnucaHa B 1883 r., 3aTtem
MHOTOKpatHo nepecmaTtpuBanacb. CCCP npucoennnmics Kk KOHBeHIIMH B 1965 T.

Ilamenm. OXpaHHBIM JOKYMEHT, BbIJaBa€MbIi Ha HU300peTeHHE (IIOJIE3HYI0 MOJEIb,
MIPOMBIIIICHHBINH 00pa3el]) U yAOCTOBEPSIONUN UCKIIOYUTEIHFHOE MPaBo MaTEHTOBIAAENbIa Ha
UCIIOJIb30BaHNE 00BEKTa OXpaHbl B TEUEHHE CPOKa AEHCTBUS OXPaHHOTO JAOKyMeHTa. Pasnnyator
HallMOHAJbHBIE U PETHMOHAJbHBbIE MATEHTHl. K HAIlMOHAIBHBIM OTHOCSTCS MATEHTHI, BbIJIAHHbBIC
HallMOHATHHBIMH TIATCHTHBIMH BeAOMCTBaMH. K pernoHaJbHBIM — €BpPONEHCKHE TMaTCHTHI
(matentsl EPO) n marenThl AQpUKaHCKOM OpraHu3alliil HWHTEIUIEKTYaJlbHOW COOCTBEHHOCTH
(OAPI). B cooterctBun ¢ PCT, maTeHTaMH Ha3bIBAlOTCSA COOCTBEHHO MATEHTHI, aBTOPCKHUE
CBUJIETENILCTBA, CBUJIETENIBCTBA O TOJE3HOCTH, MOJIE3HBIE MOJENH, JONOJHUTEIIBHBIE ATEHTHI,
JOTIOTHUTEIIbHbIE aBTOPCKHUE CBUJIETENLCTBA, TONOJHUTENIbHbBIE CBUJIETENHCTBA O MOJIE3HOCTH.

Ilamenmnaa uucmoma. YOpuanyeckoe CBOMCTBO 00BEKTa TEXHHKH, 3aKIIOYAIOIIEECcs B
TOM, YTO OH MOXET OBbITh CBOOO/IHO HMCIIOJIb30BaH B JAHHOM cTpaHe 0e3 OMacHOCTH HapylIeHUs
JENCTBYIOIMX HA €€ TEPPUTOPUH OXPaHHBIX TOKYMEHTOB.

Ilamenmmnoe cemeitcmeo. COBOKYITHOCTh BCEX IMATEHTHBIX JOKYMEHTOB, BBIJAHHBIX Ha
OJITHO M300peTeHHe. B cpeaHeM B OJHO NATEHTHOE CEMEMCTBO BXOAUT 4-5 HOKYMEHTOB,
OTJCIbHBIE CEMEHCTBA MOTYT COJIEpXaTh HECKOJBKO AecATKOB aokymeHToB. B BJI Inpadoc B
COCTaB MAaTEHTHBIX CEMEHCTB BKJIIOYAIOTCS T. H. ICEBAOJOKYMEHTHI, IIO3TOMY YHUCIIO WICHOB
ceMericTBa Moxxet nocturars 40-50.
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Ilamenmmusle 0okymenmol. ONyOIIMKOBAaHHBIE OXpaHHBIC JTOKYMEHTHI (M HM3BJICUCHUS W3
HUX), COJIEprKalllle CBEICHUS O Pe3yIbTaTax HayYHO-TEXHUYECKON IesTeNbHOCTH, 3asiBICHHBIX
WIA TIPU3HAHHBIX OTKPBITUSMHU, U300PETEHUSMH, IMOJE3HBIMA MOJCISMHU, MPOMBIILICHHBIMU
oOpa3lamu, a TakKe CBEJEHUS O IpaBax H300peTareseil, MaTeHTOBJIAJENbIIEB, BiaJeibleB
JTUTUIOMOB Ha OTKPBITHS ¥ CBUJICTEIBCTB O PETUCTPAIIMU IPOMBIIUICHHBIX 00Pa3Il0B U MOJIE3HBIX
moneneil. Takum oOpa3om, IMOJ MATEHTHHIMH JOKYMEHTaMH IOHHUMAIOTCS, MPEXKIE BCEro,
ouIMabHBIC MyOIMKAlMM TATEHTHBIX BEIOMCTB: O(HIMAIbHBIC MATCHTHHIC OMJIICTCHU; a
TaK)Ke ONMCaHWA: K 3aiBKaM Ha H300peTeHus (Kak MPOLIEAIINM, TaK M HE MPOLIEAIIUM
MPEBAPUTEILHYIO JKCIIEPTH3Y); M300PETCHUN K aBTOPCKUM CBUJCTEILCTBAM HIIM IAaTEHTaM;
MOJIE3HBIX MOJIEJICH; MPOMBIIIIEHHBIX 00pa3loB; U OPUIMATbHBIE MyOIMKaMU 00 U3MEHEHHIX
MIPABOBOTO CTaTyca (COCTOSHUS MPaBOBOW OXpaHbl); oHIMATIbHBIC MaTeHTHBIE yka3zarenn. K
NAaTEeHTHBIM JOKYMEHTaM MOTYT OBbITh YCIOBHO OTHECEHBbl W T. H. 3alIUTHBIC MyOJIMKaIluH,
MoMenaeMbie B OUITMATBHBIX TATEHTHBIX OtojuteTeHsx (Hampumep, B CIIIA), a Takxe cBeneHus
O TOBApHBIX 3HAaKaxX M 3HaKaX OOCIYXUBaHUS, KOTOPHIE TOXE SBISIOTCA OOBEKTAMU
MIPOMBIIIUICHHOM COOCTBEHHOCTH.

Ilamenmmusvle O00OKymenmol-ananocu. ITO — OMYOJIMKOBAHHBIE OXpPaHHBIE JOKYMEHTHI,
BBIJJAHHBIE B pa3HBIX CTpaHaX Ha OJHO M TO K€ HU300peTeHHE C HCIpPAIIMBAHUEM
KOHBEHIIMOHHOTO MPHOPHUTETa COTJacHO MapHKCKONM KOHBeHIuU win 0e3 Hero. IlatentHbie
JIOKYMEHTBI-aHAJIOTH, BBIJIAHHBIE B COOTBETCTBHHM C KOHBEHIIMOHHBIM MPUOPUTETOM, COJEPKAT
o0IIre TPUOPUTETHBIE JAaHHBIE M MOTYT OBITh BBISBJICHBI MPH aBTOMAaTU3MPOBAHHOM IOHCKE
MyTeM CpaBHEHUSI ATUX JAaHHBIX Ha COBMaaeHHE. [[OKyMEHTHI, BbIJAaHHBIE 0€3 HCIpAlIUBaHUSA
KOHBEHIIMOHHOTO MPHOPUTETA, MPEUMYIIECTBEHHO IO 3asBKaM, MOJAHHBIM MO0 UCTEYEHHUH rojia
MOCJIE JIaThl IPUOPHUTETA, HE COJIEPKAT CChUIKM Ha OOUTUN MIPUOPUTET U MOITOMY HE MOTYT OBITh
BbISIBJICHBI (hopMaibHbIMU MeTonamMu. @upma Derwent uaeHTUGHUIHPYET TaKHe TOKYMEHTHI
MOCPEJICTBOM PYYHOTO MTOMCKA U aHATN3a MOJHBIX TEKCTOB ONMMCAHUIA.

Ilepsonauanvuasn (pooosasn) 3aaeka. llpaBunbHo odopMiIeHHAS HAIMOHANbHAS 3asBKa Ha
00BEKT MPOMBIIIEHHON COOCTBEHHOCTH, C JAAThl MTOa4l KOTOPOH OTCUYUTHIBACTCS PUOPHUTET.

Ilepeuzoannwuii (3amenarowyuil) namenum. B CIIA — 310 nepeusganue paHee U3JaHHOTO
(mepBoHauUanbHOIO) MATEHTa, B KOTOPOM YCTpaHEHbl Je(EeKTbl ONMUCAHUS WIH (OPMYJIbI
uzoOperenus. Pacmmpenue obObeMa MpuUTA3aHUN B pe3yabTaTe 3aMEHbI MAaTeHTa BO3MOXHO
TOJIBKO TIO 3asiBKE€, IMOJAHHON B TeUeHHWE 2 JIET MOCJe BBIJAYM MEPBOHAYAIBLHOIO MATEHTA, MPHU
TOM CYIIHOCTh HW300peTeHHs] JOJKHA OCTaBaThCcsl Hem3MeHHoM. [lepen3naHHOMY NaTeHTy
IpUCcBauBaeTCs HOBBI HOMEp, Nepe]l KOTOphIM cTaBUTCS MHAEKC Re (o3Hawaromwii reissued —
nepeusaHHblii), Hanpumep Re 28635. Cpok paelcTBUS Takoro mnmaTeHTa TOT e, 4YTO Y
MEepBOHAYAJILHOTO MMAaTEHTA.

Ilone3nasa mooeny. 10 — HOBOE KOHCTPYKTHUBHOE TEXHUUYECKOE PEIICHHUE, MPUTOJTHOE IS
MPOMBINIUICHHOTO TpuMeHeHus. [lone3Hble Mojenu OXpaHsSIOTCsS 3aKOHOM B bpaswnuu,
Ucnanun, Uranuu, Kurae, [lonsme, [lopryranuu, Poccuu, ®PI', Anonun, a takxe B CTpaHax,
Bxoasamux B OAPI. OObuHO mONIE3HBIE MOJETH — 3TO MEXaHWYECKHE YCTPONCTBA M allaparsl,
omHako B DPI' cdepa ux mnpuMeHEeHHS BKIIOYACT TaKKe OJJIEKTPUUYECKUE YCTPOWCTBA,
MPOMBINIUICHHBIE XUMHUUYECKHE TPOAYKTHl M TEXHOJOTUU HUX TONy4YeHUs. UHCThIe XUMUYECKUE
BEILIECTBA U JIEKAPCTBEHHBIE MpenapaTbl HE OXBAThIBAIOTCS Moje3HbIMU MonensiMu OPI', Ho
TEXHOJIOTHYECKUE TPUEMBI, CBSI3aHHBIC CO CIMENM(PUKON MX TMOJYYCHHUS W MPUMEHEHUS, MOTYT
OBITH 3apEruCTPUPOBAHBI Kak Molie3Hbie Moaenu. B OPI" 3asBKky Ha MOne3HYI0 MOJENb MOXKHO
Mo/JaBaTh OJTHOBPEMEHHO C 3asBKOW HA MATEHT M repMaHCKue (PUPMBI BCE Yalle MCIOJIb3YIOT
MOJIC3HBIE MOJICNIM B KA4E€CTBE MEPBOM CTAINM MATEHTHBIX MyOnukaruil. OHH SIBISIFOTCS TaKUM
K€ BOKHBIM HMCTOYHUKOM HOBOW TEXHHYECKOW WH(OpMAIMU, KaK KOHBEHIIMOHHBIE MAaTEHTHBIC
JIOKYMEHTBI-aHAJIOTHU, U MOTYT IPUMEHSTHCA JIsl OCTIAPUBAHMS 3aBOK Ha MATEHT.

Honyuawwee 6edomcmeo. HaumoHanbHOE BEAOMCTBO WM MEKIIPABUTEIbCTBEHHAS
opraHu3alys, B KOTOPYIO MOAAETCs MEX1yHAapOHas 3asBKa.

Ilpasosoit cmamyc namenmnpix 0oKymenmog. OTpaxkaeT W3MEHEHUsS], TPOUCXOSAIINE C
NATCHTHBIM JIOKYMEHTOM T[IOCJI€ MyONMKAIMU TPUHSATOW 3asBKH, BBIAAYU aBTOPCKOTO
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CBUJICTEJIbCTBA WM TaTeHTa. K HUM MOXHO OTHECTH, HampuMmep, HU3MEHeHHe (HOopMyIIbl
(mpenmeTa) u300peTeHUs, MEPEyCTYNKYy IpaB, MPEJOCTaBICHUE JIMLEH3UH, aHHYJIMPOBAHUE
[aTEHTa M3-3a HEYIUIaThl NOLUIMHBI WM IPEACTaBICHHBIX JOKA3aTEJIbCTB, YTO MATEHT BbIIAH
omnbouHo. B psne crTpaH nomyckaercs NpOJUIEHHE CPOKAa AEHCTBUS U BOCCTaHOBJIEHUE
NeMCTBUSL aHHYJIMPOBAaHHOTO NaTeHTa. CBeneHus 00 M3MEHEHHSIX IPAaBOBOTO CTAaTyca MaTeHTHBIX
JIOKYMEHTOB, B TOM 4YHCJI€ O NPEKpPAIeHUU ACUCTBHUS MATEHTOB, PETYJSIPHO IYOJIMKYIOTCS B
o(HIMaNbHBIX TATEHTHBIX OFOJUIETEHSX.

Ilpooonxncarwwan 3as6xka (nonnocmuvro npooodicarowian 3aaexka). B CILIA — 510 3asBKa Ha
M300peTeHne, OTIMYAIOIAsAcs OT NEPBOHAYAJIBHOM 3asBKM, HAXOMALIEIHCS HAa PAcCMOTPEHUH,
TOJIKO OTCYTCTBUEM Ae(PeKToB u3noxeHus. C nogaueil mpoaosnkaromei 3asiBKU pacCMOTPEHHE
[IEpPBOHAYAJIbHOM 3asBKU IIPEKPALLAETCS, a 3@ IPOJOJIKAIOIIEH 3a8BKOH COXPAHAETCS] HIPUOPUTET
IIEPBOHAYAJILHOM 3a5BKH.

Ilpomvluunennwviit 0opazey. 910 — Xyl0KECTBEHHO-KOHCTPYKTOPCKOE PELIEHHE BHELIHETO
BUAa u3fenus (ycTpoHcTBa) OBITOBOTO WM IPOM3BOJCTBEHHO-TEXHMYECKOIO HAa3HAYCHMS,
oOnanaroliee HOBU3HON U OPUTHMHAIBHOCTBIO, YAOBJIETBOPSIOIIEE COBPEMEHHBIM TPEOOBAaHUSAM
TEXHUYECKOHN 3CTETUKU U OCYILIECTBUMOE IIPOMBILICHHBIM ITYyTEM.

Ilpomueonocmaenennvie (0mcovliouHble) nameHmHubvle OOKyMeHmyl. ITO — TATCHTHBIC
JIOKYMEHTBI, KOTOpbIE HKCIEPT, pacCMaTpUBABIIUN MOJAHHYIO 3asBKY, WIM caM H300peTaTelib
UICHTU(PHUIIMPOBAIH KaK POJICTBEHHBIE JOKYMEHTHI HITM MPOTOTUITBL. CITUCOK TaKUX JOKYMEHTOB
IIPUBOJUTCS B OTYETE O ITOUCKE.

Ilceéooookymenmpr. D10 — 3asiBku PCT u peruoHanpHble NaTEHTHbIE JOKYMEHTHI,
JEHCTBYIOIIME HA TEPPUTOPUU JAHHOTO TOCYAApCTBa, HO HE 3apErHCTPUPOBAHHBIE B €r0
AaTEHTHOM BEJOMCTBE.

Poocmeennvie namenmmuvie OOKymMeHmpl. DTO — IIATEHTHBIE JIOKYMEHTBI, CBS3aHHbIE
o0mieli M300peTaTeNbcKOi OCHOBOW. B 3TO TOHsATHE BXONAT BCE MATEHTHBIE JOKYMEHTBHI-
AQHAJIOTH, OTIOJHUTEIbHBIE U 3aBUCUMBIE TATCHTHBIE JOKYMEHTBI, a TAKXKE JOKYMEHTBI Ha OJJHO
U TO K€ H300peTeHHe, HaXOASIIMecs Ha pa3IUYHbIX CTaausx nyonukamuu (cM. Buo
NAMeHmHo20 OOKYMeHmMA).

Poocmeennvie namenmnwle cemeiicmea. CornacHo koHuenuuu ¢upmsl Derwent sto —
ceMelcTBa, CBA3aHHbIE MeEXJy co00i uepe3 MaTeHTHbIE JOKYMEHTBHI C JByMs MU Ooiee
npuopureramu. Cucrema (opMUpoBaHUs MATEHTHBIX ceMeiicTB, mpuHsaTas B B/l Inpadoc,
MCKJIIOYaeT BO3MOKHOCTB CYIIECTBOBAHHUS B HEN POACTBEHHBIX CEMENCTB.

Ykazaunvie zocyoapcmea. O10 — rocynapcTBa, B KOTOPBIX MCIPAIIUBAECTCS OXpaHa
n300peTeHNs] Ha OCHOBE PErMOHAIIbHOM MM MEXJIyHapOoAHOH 3asBKH. B KauecTBe yka3aHHBIX
rocy/1apcTB MOTYT (PUTypupOBaTh KakK OTIENIbHBIE CTPaHbl, TAK U TPYIIIbl CTPaH, BXOAAIIUX B
pernonanbHyto opranuzanuio Tuna EPO, OAPI u 1. . B matentrsix B/l cetn STN International
IPUHSTHI CIEAYIOUINE YCIOBHbIE 0003HAYEHMs TUIIOB YKa3aHHBIX rocynapcTs: R — Bxoasmiue B
pernonanbHble opranuzannn; W —sxogsamnme B PCT; RW — Bxopsiuue B PCT.

Yacmuuno npooonxcarwwias 3aseka. B CIIA — 5T0 moBTOpHas 3asiBKa Ha TO XKe
u300peTeHne, B KOTOPYIO J100aBJIe€Hbl HOBbIE NMPU3HAKH, OTCYTCTBOBABIINE B MEPBOHAYAIBHOMN
3asBKe. [lepBoHayaNnbHBIN MPUOPUTET B CIydyae YACTUUHO MPOJOJIKAIOIIECH 3asiBKU COXPaHAETCS
TOJBKO B OTHOIIEHMM TOM YacTH MNPHUTI3aHUN, KOTOpas C JOCTATOYHOM MOJHOTON Oblia
packpbITa B MPEIIECTBYIOLICH 3asiBKe.

Yacmuunwtit npuopumem. I10 — GopMa MPUOPUTETA, OTHOCSIIETOCS K POJCTBEHHBIM
NAaTEeHTHBIM JIOKyMEHTaM, BBIJAHHBIM TI0 OJHOM U3 YacTell pa3[eleHHON 3asBKU, I10
IIPOJOJDKAIOIIEH 3a8BKE U T. 1.
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YMK cocraBnen B coorBercTBuu ¢ TpedoBanusmu GI'OC BIIO ¢ ydyerom pekomMeHIamnuii
I[TIOOIT BIIO mno wnampaBienuto «020100 XHMMHMA», a Takke B COOTBETCTBUU C
OO0pa3oBareinbHBIM CTAaHJAPTOM BBICIIETO MPO(ECCHOHANBHOTO 00pa30BaHMs, HPUHSATHIM B
denepanbHOM TOCYyJapCTBEHHOM OO/DKETHOM 00pa30BaTeIbHOM  YUPEXKICHUM BBICLIETO
npodeccuoHaIbHOrO  oOpa3zoBaHus HOBOCHMOWMPCKHMI — HAIMOHAJIBHBIA  TOCYAApPCTBEHHBIN
YHUBEPCUTET.

ABtop: 3ubapeBa lMuna BrnagumupoBHa, K.IL.H., CTapmidid MpenojaBaTeib Kadeapsl
opranndeckor xumun @EH.

Peuensent: Enenos bopuc CrenanoBudy, 11.T.H., npodeccop, aupekrop [ TIHTb CO PAH.
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