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
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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
The present study comprehenaively @epiores afsrnatve S LELEEE RS Substance Images
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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:
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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
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CCBUIKH, OTBCHAOIINEC 3aJaHHBIM JOIMOJIHUTCIIbHBIM KPUTCPUAM. HCXOI[HBII71 Ha60p OTBCTOB IIpHU
9TOM OCTAHETCA HCU3MCHHBIM.
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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|.
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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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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.
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Byner BbIBEZCH OTCOPTHPOBAHHBIM HAOOp OTBETOB, OXapaKTEPHU30BAHHBINH COOOIICHHEM Ha
KENTOM (oHe.
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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-
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[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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Omnuus yrounenusi Refine ucnone3yercst A mpocMoTpa, U3y4eHHs M OLICHKH Habopa OTBETOB.
OHa mnomoraer oTOOpaTh CCHUIKM, HaumOoJiee peJeBaHTHBIE MHTEPECYIOIel o005acTu, ¢
UCTIOJIb30BAHUEM JIOTIOJTHUTEIBHBIX KPUTEPHEB.
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2. Beibop omiuu v cnenuHUKamnus COOTBETCTBYIoNEeH uH(popMmanuu. Hampumep, Ui ONMIUH
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2. I1pu ucnonb3oBanuu omimu [Refine| HOBBIN HAOOP OTBETOB OYAET CONEPKATH TONBKO CCHLIKH,
OTBEYAIOIME BHIOPAHHBIM KPUTEPHUSIM yTOUHEHMs. {1 Bo3BpaTa B MCXOAHBIM HAOOp OTBETOB
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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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4yepes CIyKObl JOCTAaBKH JOKYMEHTOB.
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O 1. intramolecular hydroamination of aminoalkenes Q BFul Remove Selected ‘@
By Takemiva, Akihiro; Liu, Zhijian; Hartwig, John F, Keep Selected 1
From U.5. Pat. Appl. Publ. {2009}, US 20090156824 A1 20090618, | Language by &
The invention relates to the method of prepg. azacycloalkan | Full Text | -catalyzed intramol. ~0 @
hydroamination of aminoalkenes. The method of prepg. azzeyememeameswerrrEEmern/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.
[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.

Bibliographic data: US2009156824 (A1) — 2009-06-18

W In my patents list A EP Registe

- Report data error = Print

Hydroamination of Alkenes

Page bookmark US2009156824 (A1) - Hydroamination of Alkenes

Inventor(s): TAKEMIYA AKIHIRO [JP]; LIU ZHIJIAN [US]; HARTWIG JOHN F [US] +
Applicant(s): UNIM ILLINOIS [US] +
Classification: -international: B07J37/02; C07C209/60: C07D209/54: C0TD211/06; C0TD295/02

- European: B01J31/18B; B01J31/24B; B01.J31/2462; B01J31/24B662; C07C209/60, C07D207/06;

C07D207/09; CO7D207/12; CO7D209/96; CO7D211/12; CO7D211/14

Application number: US20080251062 20081014

Priority number(s): US20080251062 20081014, US20070979652P 20071012

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.

58



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.

References # g:tt:stances Ez';ctions By Get ¥ | Select to view available menu ibems’
0 |
4 References 0 Selected l 5 T Save Print Export
- —— et Cite
Select All Deselect All | Sort by: [ Accession Number v answers per Page [15]
Display: — = =
[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-

Top = 25chpomipend
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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
References Substances @ Reactions By Related b:d i“ Zoals W i_ SciPlanner
31 References 0 Selected I Save Print Export
Select All Deselect All | Sort by:u’f_ﬁﬁ?ﬂ@ 1 Number (v N Answers per Page[15] 123 P
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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IuTHpyemMble CCHLIKH

1. /Iy BBIBOJIA LIUTHPYEMBIX CCBUIOK CIIEIyeT OTMETHTh MHTEPECYIOIINE JOKYMEHTHI B Habope
otBeToB U BeIOpaTh oo |Get Cited| B mento Get Related. Eciu 1okyMeHTBI HE OTMEUYCHBI, TO
LUTHPYEMbIE CCBUIKU OYJyT BBIBEIICHBI JJIsl BCETO HA0Opa OTBETOB.
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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

g Zep
Sop= 2Banpombant

| 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)

AT S e Hem B LI = Ly A e A Bt e Ee e}
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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) :

ra

Get Get % Get v B > _ Sendto
References Substances Reactions By Related e Touls = SciPlanner
342 References 0 Selected I Save Print Export
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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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BoiGop omuuu |Citing References| nucmagaromero wenro [Sort byl mossomur 6sicTpo
UICHTU(PHUIMPOBATH YAaCTO IIUTHPYEMBIE CTaThH UM aBTOPOB 10 HHTEPECYIOLIECH TeMe.
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| Accession Number
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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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HaGop mutupyromux CcbUlOK OyaeT OTCOPTHPOBAH B TIOPSAKE YMEHBIICHHS YaCTOTHI
LUTUPOBAHUS — CaMble LIUTHPYEMbIE JOKYMEHTHI OyyT BbIBEJCHbI IEPBBIMU.
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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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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
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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.
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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.
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HekoTopbie BO3MOKHOCTH, IOJIe3HbIE NPH NOUCKe 110 (JparMeHTy CTPYKTYPHI

Cmpykmypa cooeporcum byoem naiioeno

Hukn 3ameleHue 1Mo aToMaMm LUKiIa
o
a E//J//\%prh
CioH
CoH

Konpgencamus ¢ [pyruMu IUKIaMA

/MD
| il
- P
CoH
b=
e
D/ o
NN
—_—
V4
CoH

enn 3aMelrieHe Mo aToMaM eI
oH H

o |
| Ci0gH —— —— ——CLH
PN |
CoH CoH—— CH:
CH, —iEHa

Ik

ATOMBI 1IeNN BXOIAT B IIUKII
oH

| CioeH
I:DgH”'f

Bcest nemns BXOOUT B IHAKII
m]

-

F

GO

HezaMmemenHnIin

TepMI/IHaHBHBIﬁ aToM aToMy
C=—=CH

|
| PO
o >
oH
oH

s KYCDQH

oH
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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
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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
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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.
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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
= ]
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= ]
08327-87-8 7
[ ]
Buahl* oI 7
| ]
TiOz 7
= |
W 7
= ]

Show More
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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
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® ] |
Cprt 175>
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] ]
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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).
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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|.
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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
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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.
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| Refine by: & ‘

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

O Excluding Reaction
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@) Non-participating functional
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Product Yield:
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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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Pecypcbl cetu UHTepHeT

Xumuyeckue pecypcbl

1. Ctpykrypuo-xumuueckast bJ] Chemspider (Royal Society of Chemistry): http://mwww.
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/cgibin/
direct_frame_top.cgi

10. C1-Catalyst Database: http://riodb.ibase.aist.go.jp/c1db/welcome_e.html
lTameHnmHbIe pecypcbl

1. ITarentsr ABctpanuu: http://pericles.ipaustralia.gov.au/ols/auspat/

2. ITarentnt Kananer: http://brevets-patents.ic.gc.ca/opic-cipo/cpd/eng/introduction.html

3. [Tarents! ['epmanun:
http://depatisnet.dpma.de/DepatisNet/depatisnet?window=1&space=menu&content=index&
action=recherche

4. IMarentHsie 3asBku Muauu: http://www.indianpatents.org.in/db/testmaina.asp

5. IMarentsr Uuauu u apyrux ctpan: http:// patinfo.nic.in/

6. [laTtenTHas nHpOpMaMOHHO-TIONCKOBas cuctema Wunuu: http://
ipindia.nic.in/ipirs1l/patentsearch.htm

7. Inarpopma Espacenet (bJ] Worldwide — my6nukoBannsie 3asBku 90+ crpan, b/ EPespacenet
— TIOJTHBIE TEKCTHI OIMYOJIMKOBAaHHBIX eBporerickux 3asBok, b/l WIPO-espacenet —

MOJTHBIE TEKCThI OMMYOJIMKOBaHHBIX 3asBoK Patent Cooperation Treaty):
http://worldwide.espacenet.com/quickSearch?locale=en_EP

8. Poccuiickue nmaTeHTHBIC IOKYMEHTBI Ha PYCCKOM U aHrnuiickoMm si3bikax (b1 pedeparos
deepabHOr0 HHCTUTYTA IIPOMBIIIICHHON COOCTBEHHOCTH):
http://www.fips.ru/cdfi/Fips2009.d1l/DB

9. ITouckosas mamuua FreePatentsOnline (matentrbie qokymenTsl European Patent Office,
Word Intellectual Property Organization / Patent Cooperation Treaty, CIIIA, ®PT,
Snonun): http://www.freepatentsonline.com/search.html

10. IMarenTHsii mouck Google: http:// www.google.com/patents

11. IMarents! Beurpuu: http://epub.hpo.hu/e-kutatas/?lang=EN#

12. IP.com Intellectual Property Library (MexxayHapoaHbie MaTCHTHBIC TTYOJIUKAIIUH):
http://ip.com/search.html

13. IP.com Prior Art (rexunueckue packpbiTus koMmnanuid): http://priorartdatabase.com/
14. TTarentsr U3paunst: http://www.ilpatsearch.justice.gov.il/Ul/MainPage.aspx

15. IPDL (mounckoBbIii HHTEpQEic Ha aHTIIMICKOM SI3bIKE MATEHTHOTO BeAOMCTBA SIMoHHN):
http://www.ipdl.inpit.go.jp/homepg_e.ipdl

16. b/1 maTeHTOB | 3asBOK, onyOnukoBaHHbIX B Cunramype: http:// www.epatents.gov.sg/PE/
17. Patent Lens (mosmsie TekcThl mateHTOB EUropean Patent Office, Word Intellectual Property
Organization, Asctpanmuu, CIIA): http://www.patentlens.net/patentlens/structured.htmi

18. Patentscope (HarmoHaIbHbBIE U MEXKTYHAPOIHBIC TTATEHTHBIC KOJUICKIIUH):
http://patentscope.wipo.int/search/en/search.jsf
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19. MMarenTrsr ®ununmun: http://patents.ipophil.gov.ph/patsearch2/
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20. PriorSmart (maTeHTbI HAIMOHAIBHBIX ¥ MEXTyHAPOAHBIX TATCHTHBIX BeZOMCTB): http://
Www.priorsmart.com/

21. TTouck mo marentam u 3asiBkaMm LlIBennu u European Patent Office:
http://www.prv.se/spd/search?lang=en

22. TTouck natentoB Kurtas (ManiMHHBIN IEPEBOJT C KUTAWCKOTO):
http://59.151.93.237/sipo_EN/search/tabSearch.do?method=init

23. SumoBrain (mosHBIE TEKCTHI MATEHTOB | 3asiBku European Patent Office, Word Intellectual
Property Organization, CIIIA, SImonun): http://www.sumobrain.com/search.html

24. Ipsum (cmyx0a MpoBepKH CTaTyca NaTeHTHBIX 3asiBOK BenmnkoOpuTanum):
http://www.ipo.gov.uk/types/patent/p-os/p-find.htm

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

26. IMatentusie 3asBku CIIA: http://appft.uspto.gov/





