'reaxys“‘

Innovation from CrossFire Beilstein

KpaTkasa MHCTpyKuUuA no pabote ¢ 6a3onm gaHHbIX Reaxys

Bl SEVIER



'reaxys“‘

CopepxaHue

Innovation from CrossFire Beilstein

I e e e N e e e e e Y
©ONOOhWN2O©VO®NOOR®DN-=

Havano pa6oTbl

HdomalHAA cTpaHMua

lNMepcoHanbHble HACTPOMKMN

FeHepaumAa CTPYKTYpbl U3 Ha3BaHUA

3anpoc no peakumsam — 3aknagka Reactions

3anpoc no peakuusmM — AOMOJIHUTENbHbIE YCITOBUS NOUCKa

Pe3ynbTaTtbl NoMcka no peakumsam — o6wmm Bug

Pe3synbTaThbl nOUcKa No peakuusim — 3aknaagka Reactions

Pe3ynbTaTtbl NoMcka no peakumam — ounbTpayms

NMnaHnpoBaHue cuHTe3a

BbiBog pe3synbTaToB

UcTopus

3anpoc no BellecTBaM U CBOMCTBaM — 3aknagka Substances and Properties
3anpoc no BellecTBamM U CBOMUCTBaM — AOMNONMHUTENbHbIE YCNOBUA NOUCKa
BellecTBa 1 cBOMCTBa — NPOCMOTpP pe3ynbTaToB

Pe3ynbTaTtbl MoMcKa no BelecTBamM U CBOMCTBaM — BbIBOA, B BUAe Tabnuubl
Pe3ynbTaTtbl NOMCcKa No BewecTBamM U CBOMCTBaM — BbIBOA B BUAE CETKU
Mounck 6ubnuorpacuyeckon nHcpopmaumum — 3aknagka Text, authors and more
Pe3ynbTaTtbl nocka 6uénuorpacunyeckon nHcdopmauum — 3aknagka Citations
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Innovation from CrossFire Beilstein Hauyano paGOTbl

[ng 3anycka Reaxys: www.reaxys.com

HononHutenbHasa nigopmaumsa no pabote ¢ Reaxys: www.info.reaxys.com, B TOM yucre:

o OxBart, NPUMEHEHNE N TEXHUYECKNE TPeDOBaHNS
e PeructpaumoHHaga oopma ans nonyyvyeHna Reaxys Newsletter
¢ [lonb3oBaTtenbckas NoAAepKKa:
o PacnucaHue Web-cemnHapoB — perynsipHbele oby4atoLme ceaHcbl — U perncrpauuoHHas doopma anst HuX
0 Yacto 3agaBaemsle Bonpocskl (FAQ)
0 [porpaMMHoe obecneyeHune (MNarvHbl U CTPYKTYPHbIE peaakTopbl) U 4OKYMeHTauus (y4ebHble maTepuansl)
o

KoHTakTHas uHdopmauums:

EBpona, BnvmxHun BocTok, A3usa n +49-69-5050 4268 nlinfo@reaxys.com
Adpuka
Amepuka +1 888 615 4500 usinfo@reaxys.com

+1 212 462 1978 npwm 3BoHKe n3BHe CLUA n KaHagbl
fAnoHus +81 3 5561 5034 jpinfo@reaxys.com
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'reaxys

Query | Results | Synthesis Plans | History My Settings | Help

Reactions Substances and Properties Text, Authors and more n

JomawHaa ctpaHuua

Register

User name;: |:| Passwaord:

| Generate structure from name |n

Double dlick thie frame and draw reaction query Tty

% Product
' Starting material
9 Any role
" Reagent/ Catalyst
% s drawn
™ Substructure:

© on heteroatoms

& on al atoms

Add further search conditions

0o
i
Ly
fa]
i

Load Query | | Save Query |

Remember me on this computer E Forgotten password

O Ignore stereo

| isotopes

™ no charges

™ Mo radicals

™ Mo additional rings

|| Keep Fragments separate
O Ignore Atom Mappings

C—— 13

Contact Us | Support | About Reaxys | Terms and Conditions | Privacy Policy
Copyright © 2008 All rights reserved.

Kak Hatimu nony4eHue sewecmea?

1. Bbibepume u3 3aknadok (3) onyuro Reactions u dgaxdb! wenkHume e okHe (5)
2. Hapucytime cmpykmypy HyxHO020 geuwecmea 8 rnpedrnodumaemMom pedakmope. 3akpbie pedakmop,

Bbi sepHemech 8 Reaxys (OKkHO 5)

3. UWenkHume knasuwy Search (6) dnsi 3anycka noucka u npocMompa pe3ynbmamos

lMpumeyaHue: ucxodHble ycmaHOo8KU Reaxys makoebi, Ymo rpogpamMmma HaduHaemcs ¢ rioucka crocoboes

roJsiy4eHus eewecmea.

OcHoBHasi HaBUrauMoHHas NaHenb:
Codepxxum cnedyrowue onyuu

- Query: 3anpoc

- Results: PesynbtaThl noncka

- Synthesis Plans: lNnaHbl cMHTE3a
- History: Vctopus

- My Settings: lNepcoHanbHble
HaCTPOWKN

- Help: MNMomoub

- Register: Pernctpauunsa

- Login: Bxog B cuctemy

Bxop B cuctemy
BBog nmeHun nonb3osBartens 1 napons

3aknagkm gnsa 3anpocos

— N0 peakumam

— Mo BeLlecTBaM U CBOWCTBaM

— MO TEKCTY, aBTOpPaM 1 Apyrum nonsm

FeHepauusa CTPYKTypbl U3 Ha3BaHUA
TpaHchopmaumst XMMUYECKOro
Ha3BaHWs B CTPYKTYPY

OkHo CTtpykTypa / Peakuus

OKHO BBOZA CTPYKTYPbI MU peakuun ¢
OONOMHUTENBHBIMW NMOUCKOBLIMM
BO3MOXHOCTSIMM

KnaBuwa noucka Search
3anyck nomcka

KomaHAaHble KknaBuu
OuncTtutb OokHO 3anpoca — Clear
3arpys3uTb 3anpoc — Load
CoxpaHuTb 3anpoc — Save

&
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Innovation from CrossFire Beilstein n e pCO HalibHbl€ H aCTpO UKun
1 MepcoHanbHbIe HACTPOMKU
'reaxys Ucnonb3ylime onyuto My settings
ons:

Results | Synthesis Plans My Settings - NKBAMEHEHNA HaCTpoeK
n - U'BMEeHEeHUA nepcoHaribHbIX AAaHHbIX
- U'BMeHeHUsA napons

Modify Application Settings E
Select your favourite structure editor, specify color 2 N3meHeHUue HacTpoek
Wcnonbayrte onumio Modify
application settings ansa sagaHus
npeano4ynTaemMoro CTpykTtypHoro
My Settings | Hep pefakTopa, LBeTa CTPYKTypbl 1
Change your Password TEKCTOBbIX JaHHbIX
I M[)dif‘{ application settings

Maodify Personal Data
View details from your Registration Profile. Indudes a fadility to change your Personal Details.

Change Password

3 CTpYKTYpPHbI/ pegakTop
Bbi6op npegnountaemoro pegakropa

Structure editor = ChemAxon MarvinSketch Direct Reaxys uses ChemAxon's Marvinsketch as default structure and reaction query
editor, if no other editor is selected.
H ™ Crossfire Structure Editor 4 MHdDOpMaU,Mﬂ
. Please note: you need to install the Reaxys Structure Editor PlugIn before you can
: Symyx Dfa"D e S v ‘ 4 06 MCMONb3yeMoM Mo YMOMYaHUIo
Symyx [SIS,Draw n CTPYKTYPHOM peaakTope,

O nnaruvHe, Tpe6yeMOM and

Highlights colors S - MHCTannAaunn opyrux peaakropos
H - 5  Buibop usera

ONS UCKOMBbIX CTPYKTYP U / Unu
TekcTa / gaHHbIX

| peck | EI = I 6 Bo3Bpat u coxpaHeHue
MoaTBepxaeHMe HOBbIX HACTPOEK —
Save.
lMpumeyarue: wenkHUmMe Knasuwy Save u Ha aKkpaHe nossuUMCcs NodmeepxoeHue, 4Ymo ycmaHo8KU [insi BO3BpaTa K CrIMCKY HAacTpPOEK —
06HoeeHbI. Hosbie ycmaHosku 6ydym delicmeogamb ripu nocnedyrouwem exode 8 cucmemy. Back
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Innovation from CrossFire Beilstein

Reactions Substances and Properties Text, duthors and more OHL{UFI OocmynHa ons 3anpoco§ rno
|n peaxkuusam u eeLuecmeaM/CeoucmeaM

Generate struckture from name

FeHepauuna CTPYKTYpbI U3 Ha3BaHUs
LLlenkHuTe 3Ty KnaBuLy, YTOObI
Bbutoxy- Lmethyl-ritrabenzens 2 OTKPbITb Morne BBoAa

Example 1: aspirin Submit
Example 2: BSYNRYMUTXEXSQ-WXREYKICCW 2 none BBOAA
Example 3: 50-78-2 BBoA cMCTEMaTUYeCcKoro unm
- TpBMaribHOro XxmMm4eCcKkoro Ha3BaHu4,
perncTpaumnoHHoro Homepa CAS, nnm
Reactions Substances and Properties Texk, Authors and more krmoya InChl. ﬂ,ﬂﬂ reHepauuu

| Generate structure From name CTPYKTYpbI - KnaBuLla Submit

Please enter a chemical identifier and then click " Submit" )

Double click here to draw a structure ar reaction e il 3 OKHO BBoAa CprKTypbl / PeaKLWIIf
Nocne nosiBneHus creHepunpoBaHHOM
CTPYKTYpPbl B OKHE MOXHO:

@ Product D Ignore sterea
O Statting material D Mo isotopes

CH
/@[ ! O any role [ Wa charges
02y . [ Mo racicals a) HauaTb nowck.

O Reagent) Catalyst
® [ o additional rings b) OTpeﬂaKTMpOBaTb CTPYKTYpYy
s drann O Keep Fragments separate (D-BOMHOM LLENHOK B OKHE 1IN

CHy © substructure: [ Ignare Atom Mappings NocpeacTBOM MPaBoOW KNaBuLLnY);
on heteroatoms N3MEHUTb €€ B CTPYKTYPHOM
pedakTope.
c¢) OnpegenuTtb TMN Noucka,
Search | [06aBUTb AOMOMHUTENbHbIE
MOMCKOBbIE YCIOBWS U / UK
BbIGpaTh AOMONMHUTESNbHbLIE ONUMK

on all aboms

add further search conditions ||

lMpumeyvaHue: ama onyusi pabomaem mornbKo Npu Haau4duu coomeemcemsayruux seuecmes 8 base daHHbIx Reaxys.

iy ! - 5
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' reaxys 3anpoc no peakuusim

3aknagka Reactions

Innovation from CrossFire Beilstein

1 OkHo BBoga CTpyKTypbl / peakumu
CoaepXuT NCKOMYHO CTPYKTYPY WIu

peakuno 1 AonoJIHUTErbHble onunmn
Reactions Substances and Properties Text, Authors and more

2 Mowuck no ponsam As / by
| Generate structure from name 3apaHue ponm MCKOMOro BELLECTBA:

Double dick this frame and draw reaction query h MPOAYKT, NCXOAHOS BELLSCTBO, niobas
Search as / by ponb, peareHT / katanusaTop

Synthesis Plans My Settings

~
Cl % product r Ignore stereo 3 Bbl60p TUMNa Nnoucka
" Starting material ™ noisotopes As drawn — Kak HapucoBaHO B OKHE
n  any role [ Mo charges (BKITHOYAst AOMOSTHUTESbHBIE ONUUN);
. : Substructure — kak CTPYKTYPHbIA
" Reagent/ Catalyst [T Mo radicals PYKTYp
| a . dparmeHT (B 9TOM cny4yae pesynbTaTbl
% Asdrawn . LAl OyayT BKMOYaTb AOMNOMHUTENbHbIE
Keep Fragments separate
" substructure: . 3aMeCTI/ITeJ'IVI)
M r Ignore Atom Mappings
H 4 [JononHutenbHble ONUUU

V|CI'IOJ'Ib3yIOTCFI OnA YTOYHEeHUA NoucKa

5 [ob6aBneHune AONONHUTESNbHbIX

Add further search cc-nl:litic-nsﬂ — ycrnoBui nomncka

Hide further search conditions Bsog orpandenmit (Ha peakumoHHbie
unu Gubnuorpaduyeckme gaHHbIe)
Clear Query | | Load Reaction Data Ery
Bibliographic Data E_ 6 MaHHble o peakuuu /
oubnuorpaduyeckue AaHHbIe
YTouHeHue noucka — nobasneHve
Kak 3a2py3ums coxpaHeHHbIl 3arnpoc? AaHHbIX O peakLum (Hanpumep, BbIXOA) U
1. Ha 3aknadke Query ebibpamp onyuro Load Query / vnn aBTOpE
2. Wcnonb3oeams Knasuwy Browse 0nis ebibopa coxpaHeHHo20 XML-ghaiina, 3amem knasuwy Open 7 TMowuck
File |I::*.Dun:um5nt3 and Settings\rypensciDeskiop\Reaxys\Cyclexml | Browse... || Cpen | 3anyck noucka — Search. NosiBneHne

okHa Search Progression nossonut
npepsatb nouck (Cancel) nnun nepenTtu K
npocmoTpy pesyneTtatoB (View)

EVIER
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' reaxys 3anpoc no peakuusim

dononHuTenbHbIE ycnoBusa noncka

Innovation from CrossFire Beilstein

n B Reaction Data 1 [daHHble 0 peakuuu

Reactant name i [is =] focet 3adaHue peakTaHTa, NPOAYKTa,

S — i peareHTa, BbixoZa v / Ui Bce Nons
acetacetate_of potassium

Reagent —> acetal peakunn.
acetaidehyd PasHbie rons o6beduHsiromes

Yield acetaldehyde ammania 6yneebIM ornepamopom AND

] _—— |acetaldehyde dibutylacetal |

AllRezction fislds |acetaldehyde disthylacetal | 2 Onepa‘ropb|

acetaldehyde dimethylacetal

Bbibepute cooTBETCTBYOLLMNE
onepaTopsbl B BbiNagatoLwem MeH0

acetaldehyde dipropylacetal
acetaldehyde oxime

Reagent e =] beet anhydrice 3 Cnucok TepMMHOB ANA Bbi6opa
ield — e Es MNosaBnsaeTcsa npu Havane neyaTtu

All Reaction fields 4 Yucnosble nons

[ns yMcnoBbIX nonen — BolopaTb
onepaTop M BBECTU YUCIIO Unn
WHTEpBan B TEKCTOBOE OKHO

H B Bibliographic Data 5 bwubnuorpadmyeckme gaHHbIe
Author E = Beod aBTopa, nateHTOBMNAagensUa,
Patent Assignee lﬁ Ha3BaHUA XypHana, 3arnasuma, Homepa
naTeHTa, Koga CTpaHbl NaTeHTOBAHUA,
| Titl is = i
JoumalTiee | lfpunaiofod | roga nyénukauum, 1 / unu HassaHus /
- journal of arganic chemistry H
iz I = j' journal of organic chemistry ussr {english translation) pe(bepaTa / KIno4YeBbIX CIioB
Patent Numb e | [journal of organometaliic chemistry
T journal of organometallic chemistry library Pa3HbIe norsis O6beGUHﬂ’0mCﬂ
Patent Country Code m journal of paint technology 6yn66bIM oriepamopom AND.
o Iﬁ_ journal of pharmaceutical sciences
RS e - z journal of pharmaceutical sdences of the united arab republic 6 H a3BaHue / ped)e paT / KInro4yeBble
Title/ Abstract/ Keywards m journal of pharmacokinetics and biopharmaceutics cnoBa
journal of pharmacokinetics and pharmacodynamics
n |journal of pharmacology and experimental therapeutics I_I pM BBep'eH N HECKOINBKNX T%p MWHOB B
— = - 9TO TEKCTOBOE OKHO pasgenante unx
3HaKoMm “;” — oHn ByayT 06begnHEHbI
lMpumeyaHue: cxoOHble pe3yibmambl MOXHO O0CMUYb, MPUMEHSIS Gounibmpbl K Habopam rosly4eHHbIX 6ynesbim onepaTtopom OR

pesyribmamos

)
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Pe3ynbTaTbl NOUCKa MO peakuusam

Synthesis Plans

24 reactions

- cw

Filter by: B

ield

Record Type
Reagent/Catalyst
Solvent

Reaction Type

No. of Steps

Document Type
Authors

Patent Assignee
Journal Title

Publication Year

H O H OH H W o

H O H M H o«

-

ra

My Settings

2 reactions

Limited by hits

Reactions Citations E

2 reactions out of 4 dtations  go to Page o Page 1of 1
| Limit to Selection | | I::}:)@ Qutput | Sort by IReaxys-Rankm[ - & ﬁ n QQ B

Yield Conditions

e, O NH
e % 7
‘ cl
Q%
Rx-ID: 8519391
243.3g With aq. hydrazine hydrate in tetrahydrofuran; methanol
T=10 - 20°C; Reduction cyclization;
74% With Zn; AcOH in methanol; CH,Cly
Heating;
in benzene
969212;
Show Experimental Procedure
Q9 CHy
N I NH
/
—
cl
B% 8%
Rx-ID: 18555314

Multi-step reaction with 2 steps

1: 1.) Triton B, 2.) Zn, CaCl2 / 1.) Me250, 85deg C, 1 h, 2.) H20, reflux
2: 92 percent f RuCI2{PPh3)3 ( toluene [ 6 h / Heating

View Scheme

References

Katayama, Masato
Bioscience, Biotechnology, and Biochemistry, 2000, vol, 64, #4 p. 808 -815
Title/& Abstract Full Text  Scopus

Siu, Jason; Baxendale, Ian R.; Ley, Steven V.
Organic and Biomolecular Chemistry, 2004, vol. 2, #2 p. 160 - 167
TitlefAbstract  Full Text  Scopus

Hoffmann-La Roche Inc.
Patent: 53976539, 1976
Title/Abstract  Full Text

Abstract  Full Text

Tsuji, Yasushi; Huh, Keun-Tae; Yokoyama, Yasuharu; Watanabe, Yoshihisa
Journal of the Chemical Society, Chemical Communications, 1986, 21 p. 1575- 1576
TitlefAbstract  Full Text  Scopus

Omaneki noucka (1) 8 sepxHeli yacmu sKkpaHa riokasbieatom 0elicmeusi, 8bINO/IHEHHbIE C UCXOOHbIM Habopom
pesynbmamos. []rna 6eicmpoz2o nepexoda K rnpedbidyuwemy Habopy GaHHbIX UMU 3anpocy — WeskHume 00HO
U3 OKOH C KpacHoU pamkou

1

O6wunn Bng

OTanbl Noucka
["padhunyeckasa HaBurauusa nomoraet
oTCrexuBaTb pe3ynbTaThbl Novcka

3aknanku Reactions / Citations
Mo ymonyaHuio BLIBOAATCS peakumm,
HO MOXXHO MEPEKITIYNTLCS Ha CCbINKK

PunbTpaumn

YTOYHeHne pe3ynbTaTtoB C MOMOLLbIO
nnbTPOB, CBA3aHHbIX C peakumnen
(BbIXOA, TMN 3anucu, peareHT /
KaTanusaTtop, pacTBopuTenb, TvN
peakuun, YACNo CTagun) unm
oubnuorpaduyeckorn MHopmaumemn
(TMn goKyMeHTa, aBTOp®l,
nateHToBnageneL, Ha3BaHWe XypHana
1 rog nyénukaumm)

UHcTpyMeHTanbLHaa naHenb
Limit To Selection — orpaHnyeHus;
Output — BbIBOA pesynbTaTos;
Sort — copTMpoBKa AaHHbIX

YBenunyeHue / YMeHblLUeHne
[ns yBenuyeHust Unn ymeHbLUEHNS
pa3mMepa BblBeAEHHbIX Ha 3KpaH

CTPYKTYpP

Pe3ynbTaTthbl MOMCKa MO peakuum
O6wmin 0630p BbIBEAEHHbIX HA SKpaH
pe3ynbTaToB C KMYEBbIMU AaHHBIMU B
TabnuyHom BMAE, C 4OCTYNOM K
3arnasuio 1 pedepaTy OpUrMHanbHOM
cTaTby UNKM NateHTa (MOfTHOMY TEKCTY),
K poacTBEHHOW MHpopMauun B 6ase
OaHHbIX Scopus.
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Reactions Citations

Pe3ynbTaTbl NOUCKa MO peakuusam

2 reactions out of 4 ditations  go to Page e Page 1of 1

| Limit to Selection | | [ & output |B
Yield Conditions

Sart by |Reaxys-Rankinc 'l &4 ﬂ QQ

e, O NH n
e 4 MF: CaHECIN
] g —
o U MW: 151,595

1
CAS-RN: 25235-85-2
@ il Show Details

Rx-ID: 8619391 .
Plan a Synthesis
Copy Structure to Clipboard

243.3¢g With aq. hydrazine hydrate in tetrahydro

T=10 - 20°C; Reduction cydlization;

74% With Zn; AcOH in methanol; CH,Cl4
Heating;

in benzene

969212;
Show Experimental Procedure H

QO CHy
=N cl HH
/
- -, C
2 cl

el 3| @ %

Rx-ID: 185

Multi-step reaction with 2 steps

1: 1) Triton B, 2.) Zn, CaCl2 / 1.) Me250, 95deg C, 1h, 2.) H20, reflux
2: 92 percent { RUCI2(PPh3)3 / toluene [ 6 h / Heating

View Scheme

Hide Details

References

Katayama, Masato
Bioscience, Biotechnology, and Biochemistry, 2000, vol, 64, £4 p. 808 - 815
Title/Abstract  Full Text  Scopus

Siu, Jason; Baxendale, Ian R.; Ley, Steven V.
Organic and Biomolecular Chemistry, 2004, vol, 2, #2 p. 160 - 167
Title/Abstract  Full Text  Scopus

Hoffmann-La Roche Inc.

Patent: US5337563%, 1976
Title/Abstract Full Text

Tsuji, Yasushi; Huh, Keun-Tae; Yokoyama, Yasuharu; Watanabe, Yoshihisa
Journal of the Chemical Society, Chemical Communications, 1986, # 21 p. 1575 - 1576
Title/Abstract  Full Text  Scopus

lMpumeyaHue: uHgpopmayus o 3aknadke Citations 8 okHe pe3yribmamos Haxodumcsi Ha cmp. 19.

3aknagka Reactions

LlenikHume no cmpykmype 0551 NosieneHus
MEHI0 C UHghopmauvuel

JononHutenbHaa nHdopmaumusa
PeaucmpauyuoHHbili Homep Reaxys;
MonekynsapHasi popmyna; MonekynspHbil
sec; PeacucmpauyuoHHbil Homep CAS;
Bbi800 ¢husuyeckux ceoticms,
criekmparbHbix U Op. OaHHbIXx; Co3d0aHue
cxembl pempocuHme3sa; KonuposaHue
cmpykmypsbl 8 6ycbep obmeHa

DocTtyn k 6ubnuorpaduryeckum getansam
HasBaHuve / pechepaT, NOMHLIN TEKCT,
JoCTyn K Scopus;

Moka3 akcnepMMeHTanbHbIX NpoLueayp u3
NaTeHTOB;

MpocMOoTp cxembl MHOTOCTaAUNHBbIX
nocrneagoBaTenbHOCTEN B BUAe nnaHa
CUHTe3a

Kommepueckas 0OCTYNHOCTb
MHdopmaums o Kommep4eckon
OOCTYMHOCTU BELLECTBA C yKa3aHnem
noaxogsiero nocraswmka (eMolecules /
ACD)

OT60p pe3ynbTaToB
OrpaHuyeHne Habopa O0TBETOB
nM3bpaHHbIMU pe3ynbTaTamu

BbiBoo
OKCMNopT AaHHbIX B Xenaemom opmare

CopTtupoBka

CopTupoBKa pe3ynbTaToB MO BO3paCTaHMIO
T nnn ybeieaHuio | no Homepam Reaxys-
RxID, BbIxogam vnv no yMOf4YaHuto
(paHxmpoBaHue Reaxys).
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' reaxys Pe3ynbTaTbl NOUCKa NO peakuusim

PunbTpaumsn

Innovation from CrossFire Beilstein

1 ®unbtpauus
Bbi6op ¢bunbmpa (08), omHocAwUXCS K
Xapakmepucmukam peakyuu:

- BbIXO4,
Filter by: Document Type ¥ - T\Un 3anncu
- - peareHT / kKaTanuaaTop
Yield ¥ Authors ¥ . [ . i
Effect of Filter by ‘Reaction Type’ on Breadcrumbs - pacTBoOpuUTErb
1 Record Type ¥ B Patent Assignes + . - TUN peakuymun

Reagent/Catalyst ¥ Cluery 24 reactions - 4yncno CTa,D,I/II7I
[hoffmann-la rache 1 i o

Sabvent ¥ inc. 50 LlerikHume 080UHbIe cmperiKu, 4Ymobbi

paaction T [¢no entry given) & Vﬁ T os1y4ums CrucoK MepMUuHO8.

e = Lirnit ko Exclude y :
[reducts i 2 KHonku BbIOOpa TEPMUHOB
reducton Tl e = [na orpaHunyenus (Limit to) unu ncknoyeHuns
[evelization 1 p
[ ino entry given) ln [Jtetrahedron letters 2 (EXCIUde) TEpMMHOB
Lirnit ko Exclude [Jorganic and 1
biomolecular chemistry 3 BCTpeLlaeMOCTb TepMMHOB .

No. of Steps ¥ ol Hanpumep, konmyecTBO peakummn
american chemical L : : BOCCTaHOBIEHUS / umMknuaaumi — 1
society 24 reactions 1 reactions
[jeurnal of arganic 1 o . 4 OrpaHuyeHue /| UcknrovyeHne TepMUHa
chemiskr 0 j. p fiterad by L
o E ot e Reaction Type Limit to - orpaHMyeHne pesynbTaTos

— BblOpaHHBLIM TEPMUHOM
Limik: ko Exclude
Exclude -ucknioyeHme tepmmHa ns
Publication Year ¥ pe3ynbTaTtoB
5 ®unbTpauus
Bbsibop ¢punbmpa, omHocsuwe2ocs K
bubnuozpachuyeckum OaHHbIM:
lMpumeyvarue: punbmpauus (no peakyusm, bubnuoepagpuu) obecriedugaem bbicmpoe U sie2Koe - TUN JOKYMEHTA
YMOYHEeHUe rosly4eHHbIX pe3yibmamos. - aBTOpbLI

- naTeHToBNageneL
- HasBaHwue XXypHana
- rog, ny6nukaumm

6 [JononHutenbHbIe onuuu
BbiBOA 4ONONHUTENBHBIX ONLNUA

&l
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Synthasis Plans My Settings
Synthesis 1
‘ Undo | | Open | ‘ Save |n Capy plan to new page E Synthesie representation | Left to Right 'I B
i Vertical tree
Left to Right
Nyt Right to Left

1
74 % /
Modify

n e 2

| Hide selected details | | Hide all details | ‘ Show all details
| Step | eld | Conditions References
1 O With ag. hydrazine hydrate in tetrshydrofuran; methanal Katayama, Masato
2433 T=10 - 20*C; Reduction cyclization; Bioscience, Biotechnalogy, and Biochemistry, 2000, vol. 64, #4 p, 808 -815
+28 TitlefAbstract  Full Text Scopus

With Zn; AcOH in methanal; CH,Cly Siu, Jason; Baxendale, Tan R.; Ley, Steven V.

Organic and Biomolecular Chemistry, 2004, vol. 2, #2 p. 160 - 167

745, Heating; 7
4% cl Title/Abstract  Full Text  Scopus
[m] in benzene Hoffmann-La Roche Inc.
969212; Patent: U535755639, 1976
Show Experiments| Frocedure Title/Abstract  Full Text
2 O in dimethylformamide Katayama, Masato
T=110%C; 80 h; Condensation; Bioscience, Biotechnalogy, and Biochemistry, 2000, vol. 64, #4 p, 808 -815
TitlefAbstract  Full Text Scopus
[m] With Cul; DMF Siu, Jason; Baxendale, Tan R.; Ley, Steven V.
305 T=180%C; P=6000.5 - 7500.75 Torr; 0.333333 h; microwave irradiation; Organic and Biomolecular Chemistry, 2004, vol. 2, #2 p. 160 - 167
%

TitlefAbstract  Full Text Scopus

lpumeyaHue: Ha cmpaHuye rninaHuposaHusi cuHme3os Synthesis Plans MOXHO 8bi8ecmu nosiHbIe CXeMbl
MHo2ocmaduliHbix peakyud. [ns 6onee y0obHo20 npocmompa wiesnqok no View scheme omkpbigaem
MHo2ocmaduliHyro rnocnedogamesibHOCMb Kak Ho8bIl [naH cuHme3sa.
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NMnaHupoBaHue cuHTe3a

LlerikHume no cmpykmype 8 ritoboli
3aknadke pesynsmamos. [1pu ebibope
onyuu “Plan a synthesis” npou3otidem
rnepexod Ha cmpaHuuy nnaHupPo8aHusi
CuHmMe3sa.

OTtmeHa, OTKpbiTUe, CoxpaHeHue
Undo — oTMeHa nocnegHero A4encTems
Open — OoTKpbITUE NIlaHa CMHTE3a
Save — coxpaHeHue nnaHa CuHTe3a

KonupoBaHue lNnaHa Ha HOBYIO
CTpaHuuy

OTKpbIBaeTCa HOBas 3aknagka TekyLuero
nnaHa cuHTesa, rae MoXHo paspabortaTb
OpYrov peTpoCuHTES.

MpepnctaBneHue lNnaHoB cuHTE3a
Bbi6op ropnsoHTanbHOM uUnm
BEPTUKANbHOWN pa3BepTkX BbiBOAA

U3meHeHue

Onumna Modify oTmeHseT yxe
onpefeneHHy CUHTETUYECKYHO CTaauto
1 npegnaraet gpyrue cnocobbl
nonyyeHus BeLLecTsa

CuHTe3

Onuusa Synthesize BbIBOOUT pasnnyHbie
MeToAbl MoNyYeHnst BewecTsa. Knasuwa
Add BkntovaeT BbIOpaHHYO CcTagnio B
peTpocuHTe3

Kommepueckasa poctynHocTb
MHdopmauns o kommep4eckon
[OOCTYMHOCTM BeLLecTBa M NocTaBLymKax
(eMolecules / ACD)

Ll
ELSEVIER
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Output Reaction Results
9 Output
-0

¥ Reactions Table [

{* POF/Print

O 00

Reactions Citation Table

XML & " RDFile

Microsoft Weord

Microsoft Excel

[T Indude the following headline I_H
Output range n [C

All Hits

Qutput contains include Structures

All available data

WA

Identification data only

Cancel

" Selected hits

include Experimental Procedure

" Rangs: I
e.g. 1, 2-5, 10

G? Output " Reactions Table {* Reactions Citation Table

¥ indude Structures
¥ indude Abstracts

Qutput contains

BbiBOA AaHHbIX

ElP Output " Substance Grid {* Substance Details Table

Qutput contains ¥ indude Structures
% Al available data
" Identification data only
I

Select data

-

Substance Citations Table

'

Dasslect &l
[¥ Spectra = Physical Data ~ Bioactivity/Ecotox
[ ¥ Melting Paint {26) ¥ Ecotoxicology (23)
7 Spectroscopy  {30) - o
" ~ Crystal Property I Pharmacological
214 12)
Spectroscopy  (29) Description  (21) Data (12)
Mass Further i~ Concentration in the
k7 Spectrometry (22) Information  (15) EHLvirunment EZ)

= Use/Application ~ Natural Product
W use (21)

Isolation from
v natural
Product (3)

¥ Derivative (2)
¥ Purification (1)

lMpumeyarue: pyHKUUS 8bI800a OaHHbIX UMeemcsl Ha KaxOoM aKkpaHe Pesynbmamos; oHa obecrnieyusaem
akcropm pesynbmamos nntoboeo muna (Peakyuu, Bewecmesa u bubnuozpaghudeckue daHHbie) 8 riiobom
Jxenaemom ¢hopmame. B mabrniuye Substance Details onyusi Select data nosgonsiem ebibpams murn ceolicms,
KOmopoe xefiaeme 3Kcropmuposame.
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BbiBOA AaHHbIX
Bbibop TMNa BbIBOAA pe3ynbTaToB:

B ¢opmar

OnpepeneHne dopmaTa 3KCNOPTMPYEMOro
davina: PDF/Print, XML, Microsoft Word
Microsoft Excel, TXT (Literature Management
Systems), RD.

BBepeHue 3aronoBka

OTMeTbTe OKHO M BBEAUTE 3arosfioBOK,
KOTOPbIV NOSIBUTCA HAa KaXK4OMW CTpaHuLe
OOKYyMeHTa

[dunana3oH BbIBOAA JaHHbIX
Onpegenute gaHHble Anst BbIBOAA:

Bce pesynbTatbl — All Hits; nsbpaHHble
pesynbTaThl — Selected Hits (oT16epute nx
npexae, Yem LienkHuTe knasuwy Beisoa);
AnanasoH pesynbTtatoB (B okHe Range)

CopgepxaHue BbiBOAA AaHHbIX
Onpepenute TMN gaHHbIX AN BbIBOAA:
Bbi800 peakyuli: BKNOYaAET CTPYKTYpbI 1 / unn
9KCrepvMeHTanbHble Npoueaypbl, Bce
UMeloLLMecs AaHHbIe UMW TONbKO AaHHble Mo
naoeHTMduKauun.

Bbi80d seuwjecms: BkNOYaET CTPYKTYPbI U BCE
nMetoLmnecs AaHHbIe, UMW TONMbKO AaHHbIE MO
naeHTUUKaLumn, unnm n3bpaHHble JaHHbIe.
Bbi800 ccbinoK: BKMOYaeT CTPYKTYpbl U / nnm

pedepatbl
KnaBuwa OK

OK — HayaTb 3KCMOpPT pe3ynbTaToB;
Cancel — ocTaHOBUTb 3KCMOPT.
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Uctopusna

Synthesis Plans My Settings

O Edit 26 citations
TextfAuthors: (Authors: 'snyder, p*) AMD
1 (Publication Year: All years)

O Edit 24 citations
Textfauthors: (Authors: 'nasielski’) AMND
E (Publication Year: All years)

Edit PhD Work
[1 Text/authors: (Authors: 'nasielski’) AND 24 citations
3 (Publication Year: All years) LB
E oH Project 5SHT2b
] 620 substances
4 To test

', : Edit

Substances: As drawn

n

Combine hitsets H Select at least two hitsets for combining
| Query Temporary result description

Select how you want to combine the hitsets

B [ —> | g

Merge 3 with 4 Overlap 3 with 4

Cancel

g r

Exclude 3 from 4 Exclude 4 from 3

If 2 hits selected

Date
Store Today
Store Today

2005-01-23

Remove

2005-01-23

Remove

Select how you want to combine the hitsets

Merge all Overlap al

Cancel

If >2 hits selected

lMpumeyarue: mabnuya History nokassieaem ece umoau meKyuwe20 ceaHca roucka, rnosy4eHHbIe 8
pesynibmame 3anpocos Usu aHasu3a pesyibmamos; caMmble ceexue Habopbl pe3yibmamos Haxo0smcsi
s8sepxy criucka. 30ecb makxxe 803MOXHO epaghuyeckoe obbeduHeHuUe Habopos.
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BpemeHHble CnUCKu

BepxHsasa yacTb Tabnuubl NnokasbiBaeT BCe
Habopbl pesynbTaToB TEKYLLEro ceaHca.
Onumsa View — BbIBOA crivcka Kak
aKTMBHOro Habopa Ha cTpaHuLe
PesynbTathl

Onuwms Store (BBeauTe nvs darina u
KOMMEHTapuWi) — ANs COXpaHeHUsi cnmcka

CoxpaHeHHble CMUCKU

HwxHAA YyacTb Tabnumupbl NnokasbiBaeT
Habopbl pe3ynbTaToB, COXPaHEHHbIe
noneb3osaTtenem. Bce coxpaHeHHble
Habopbl pe3ynbTaToB BbIBOASATCSH, €CNU
nonb3oBaTternb BXoauT B Reaxys
Onuusa Remove — ang yganexus
COXpaHeHHOro crnmcka

KonoHka 3anpocoB

Onuwna Edit — BbiBOg Ha 3KpaH MCXOOQHOro
3anpoca, CBA3aHHOro ¢ Habopom
pes3ynbTaTtoB co cTpaHuubl Query.
Yumume, ymo Onsi Habopa
pe3yribmamos, nosy4eHHOZ0 C
ucrionb3ogaHuem PurbmposaHus,
UCXO0O0HbIU 3arpoc 8 Mol KO/IOHKE He
8bigodumcsi

Ob6begnHeHue HabOpOB pe3yrnbTaToB
Boibepute aBa nnm 6onee cnmckos,
OTMETMB UX HOMepa B KONoHKe 3anpoc;
Nnpv 9TOM aKTUBMPYETCA KnaBuLla
Combine hitsets, ob6ecneunBatoLas
rpacuyecknin HCTpyMeHTapuin ans
00beanHeHns BbibpaHHbIX HabopoB
pa3sHbIMK crnocobamu. s
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' reaxys“‘ 3anpoc no BeLecTBaM U CBOMCTBaM

Innovation from CrossFire Beilstein

Query | Results | Synthesis Plans | History | My Settings | Help

Reactions Substances and Properties | Text, Authars and mare

| Generate structure from name |

Double dick this frame and draw structure query E a
0 CH

- % as drawn O Ignore stereo
" Substructure: 7 Mo salts
n " on heteroatoms ™ Mo mixtures
(3) & on all atoms ™ Mo isotopes

[~ Mo additional rings
Further options n = Further options

7 Indude related Markush

= O Keep Fragments separate

Add further search conditions E I 7 [T Mo charges
Hide Further search conditions S5rC ™ No radicals
Clear Query | | Lol Substance Data n EI (type values in fields e.g. 3-5
[ ]#of Atoms

Bibliographic Data
|:| # of Fragments

[ 1#ofRing Closures

Kak Halimu uHgbopmayuto 0 KOHKpemHbIX seulecmaax?
1. Bbibepume 3aknadky Substances and Properties u 08ax0bi ujesikHume 8 okHe (1)
2. Hapucytime cmpykmypy Hy)XHO20 geujecmea 8 ripedrnoyumaemom pedakmope. 3akpbig pedakmop,
Bbi sepHemeck 8 Reaxys (okHO 1)
3. lenkHume knasuwy Search (7) dns1 3anycka rnoucka u npocMompa pe3synbmamos

lMpumeyvaHue: Reaxys 3arnomuHaem nocredHo0 UCoIb308aHHY0 ¢hopMy 3anpoca U omKpbigaem ee rnpu
cnedyrouweM rnoucke; 8 makom criyqae 3aknadka Substances and Properties moxem cmampe 6xo0HoOU ¢ghopmol
3arpoca o eeujecmeam u ceolicmeam.

3aknagka Substances and Properties

OKHO cTpyKTypa / peakuumsa
CoaepXuT NCKOMYHO CTPYKTYpPY 1
OOMONHUTESbHBLIE ONMUUK

UckaTb Kak

OnpegenvTe TMN CTPYKTYPHOTO Noucka:
As drawn — riouck Ha rosiHoe
coomeemcmeue

Substructure — kak ppazmeHm
cmpyKmypabl

JononHuTtenbHble onuuu 3anpoca
Bbi6op AoNONHUTENbBHBIX OMLUMH,
YTOUHSOLLMX 3anpoc

HJanbHenwmne onumu

Mpn HEOOXOAMMOCTU UCMONb3YNTE
JanbHenLmne onumm: BKNIOYUTb
POACTBEHHYIO CTPYKTYpy MapkyLua,
3agaTb OTCyTCTBME 3apsaoB., T.4.

[dononHutenbHbIe YCITIOBUA NOUCKa
BBog AONONHUTENbHBIX OrpaHuyeHnin
Ha JaHHble O BELWEeCTBe Unn
oubnunorpadmyeckme gaHHble. MNpu
3TOM MOSIBUTCS MEHIO 6

HdaHHble o BewecTBe /
o6ubnuorpacuyeckne AaHHbIe
YTO4HeHuWe 3anpoca, Hanpumep,
KOHKPETHBIM (PN3NYECKMM CBOWCTBOM U
/ vnn aBTOPOM

Mownck
Search — Havyano noucka

ELSEVIER
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n B Substance Data

B Search textin all facts

Search for is

Identification Data E

Fhysical Data
Spectroscopic Data
Bioactivity Data
Ecotoxicological Data
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3anpoc no Bewecrsam
D,OTIOHHVITeﬂbeIe ycnoBusa noncka

= Substance Data

= Search text in all facts
Search for is -

Identification Data
= Physical Dats

I~ Physical Data available

I Melting Point available orl = - l

™ Boiling Paint available or

[~ Density available or
Solubility Data available
r or !

I~ oK value available or

Refractive Index
| available

O Optical Rotation data
available

[~ POW available

[= Bibliographic Data

Author I - I

Patent Assignee

i
i
Journal Title E | is
Title I i - I

Patent Mumber is

:
I = j
:

Patent Country Code iz

Publication Year

;I fiournal of arg]

journal of organic chemistry n

journal of organic chemistry ussr (english translation)
journal of organometallic chemistry

journal of organometallic chemistry library

journal of pharmacokinetics and biopharmaceutics
journal of pharmacokinetics and pharmacodynamics

journal of pharmacology and experimental therapeutics

Titlef Abstract/ Keywards B I is - I

Hpumeanue: no0obHbIe pes3yribmambl MOXHO 0J1y4umsb, NpuMeHss qbunbmpb/ K Ha6opaM NOUCKO8bIX

omeemaos.

OaHHble no BewecTBam

Badalime nouck: TEKCTOBbIN NO BCEM
akTam (cBoricteam) (rmpu dobasneHuu
8 3/MO OKHO HECKOITbKUX MEPMUHO8
pasdensime ux 3Hakom “;” — oHU 6ydym
cesi3aHbl bynesbim ornepamopom OR);
No AaHHbIM ANs naeHTudmrKaummn
BELLEeCTB; N0 PU3NYECKUM U
CMEKTPOCKOMNYECKUM OaHHbIM;

no 6uoakTMBHOCTU U / NNn
9KOTOKCUKOITOTMYECKUM OaHHbIM.
Pa3sHble rons obbeduHsromes 6ynesbim
onepamopom AND

OnepaTtopbl

BeibepuTe nogxoasiine onepaTopbl B
BbiNagatroLLEM MEHIO; Arsl YNCNOBOIo
nonsi BBEAMTE B TEKCTOBOE OKHO YMCIO
WM HTEpBan vncen

Bubnuorpadmyeckne gaHHbIe
3adalime aBTOpPOB, NaTeHTOBNaAeNbLa,
Ha3BaHWe XXypHana, 3arnasue, Homep
naTeHTa, Kof CTpaHbl NaTEHTOBaHMS,
roa nyénukauum n / nnu HaseaHue /
pedepar / knoveBble cnosa

Pa3sHble rons obbeduHsromces 6ynessbim
onepamopom AND

Cnucok TepMUHOB Ans Bbibopa
MosiBNsieTCA Npu Hayane nevyatu

HasBaHue / Pecpepar / KnroueBbie
crnoea

Mpu no6aBNeHUN HECKONBbKMX TEPMUHOB
B 9TO TEKCTOBOE OKHO pa3fensmnTe ux
3HaKoM “;” — OHUM ByayT cBA3aHbI

6ynesbimM onepaTtopom OR

B ! o
ELSEVIER
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BewectBa n cBOUCTBA
NMpocmoTp pesynbTaToB

Results

Synthesis Plans

620 substances

peasy

o

Filter by':

Molecular Weight
Mumber of Fragments
Physical Data
Spectroscopic Data

Bioactivity

Document Type
Authors

Patent Assignee
Journal Tite

Publication Year

“ MM«

H W W W«

My Settings

16 substances

fittered by
Physical Data

Substances (Grid) Substances (Table) Citations E

(=]

w

-~

18 substances out of 1657 dtations  go to Page I:l e

Page 1of 2 oc

| Limit to Selection | |E>a Qutput ‘

| Structure

B %

Show Details

| Chemical Name

a-{4-ethylphenyl)propancic acd
2-{4-Ethylphenyl)propanaic acd
2-{4-ethylphenyl)propionic acd
4-ethylphenylpropionic acid
a-{4-Ethyl-phenyl}-propionsasure
1-{4-Ethylphenyl)propionsasure

2-{4-isobutylphenylpropionic acid
a-methyl-4-{2-methylpropy/)benzensacetic acid
a-{p-iscbutylphenylpropionic acid
(+/-)-2-{4-isobutylphenyl)propionic acd
alpha-{4-sobutylphenyl)propionic acid
a-{p-iscbutylphenyl}-propionic acid
2-{4-isobutyl-phenyl)-propionic acid

(+/-)-buprofen
2-{4-n-Butylphenyl)-propionsaeure
a-p-Isobutylphenyl-propionsaeure

2-<(4-(3-methylbuty)phenyl) =propionic acid
2-{[4-{3-methylbutyl)phenyl] }propionic acid

Sort by Ih’lu\wewght 'I 44 n

‘ Available Data

Identification 12
Physic: )

Bioactivity/Ecotox (2]

dentification 1610

Physical Data (458)
Spectra (144)
Bioactivity/Ecotox (340)
Use /Application {2824)
Matural Product (1)

Identification 5
Physical Data (2)

Identification 5
Physical Data (4)

Spectr
Bioactivity/Ecotox (2)

EEN 5

| Ne of ref.

‘ M® of prep.

8 prep
aut of
8 reactions.

168 prep
aut of
569 reactions.

1prep
out of
3 reactions.

6 prep
aut of
& reactions.

Hide Details

‘ Boiling Paint

135 =C (3.5 Torr)

220 °C

143 =C (0.5 Torr)

125- 128 °C (0.1 Torr)

lNpumeyvarue: uHgopmayus o 3aknadke Citation 8 okHe pe3yribmamos o eewecmeam Haxooumcs Ha cmp.

19.

ATanbl noucka

15

Mpadmueckast HaBuUraumst nomMoraeT npu
aHanuse pesynbTaToB Moucka

3aknapku BelwecTtBa (ceTka) /
BewecTBa (Tabnuua) / Ccbinku
BbiBog pe3ynbTaTtoB B TabnuM4HOM Buae
- M0 YMOJYaHMIO; MOXHO NEePEeKUnNTLCS
Ha BbIBOJ B BUAE CETKM UMW Ha BbIBOS,

Ccbinok

dunbTpauyus

YTO4YHeHUe pe3ynbTaToB C MOMOLLLIO
PUNBLTPOB, CBA3AHHBIX C BELLECTBOM

(MonekynsapHbIN BEC, YACIO

parmMeHToB, hU3M4ECKNe unu
CNEeKTPOCKOMMYeckne AaHHbIe,
O1oakTMBHOCTL) unu ¢ Gubnuorpadmen

(Tvin LOKyMeHTa, aBTopbI,

naTteHToBnageney, Ha3BaHue XXypHana un

rog nyénukauum)

MHcTpymeHTanbHasa naHenb
Limit To Selection — orpaHnyeHne
Bblbopa; Output — BbIBOg, pe3ynbTaTos;

Sort — copTMpoBKa faHHbIX

YBenuuyeHue /| YMeHbLUeHUe

YBenuyeHue unv yMeHblUeHVe pa3mepa
BbIBEEHHbIX Ha 3KpaH CTPYKTYp

Pe3yanaTbl no BewecTtBamMm u

cBOMCTBaM

O630p pe3ynbTaToB C BbIBOAOM
KMoYeBbIX AaHHbIX B TaONMYHOM BUIE.
'MnepcchbInku Ha AeTanu u faHHble
No3BOMAIOT BbIBECTM CBOMCTBA A1
Ka)xgoro HaveHHoro BellecTsa

ELS

EVI

ER
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Substances (Grid) Substances (Table) Citations
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Pe3ynbTaTtbl NOUCKa Nno BewwecTtsamMm nu CBOMCTBaMm

533 substances out of 116 dtations go to Page o

Fage 1of 36 o o

| wmitto selection | [ [ &) output |

Structure

Chemical Name

sartby [Molweight v & ¢ ﬂ

2,3-Diphenyl-1,4,5,8,3,12-hexaazatriphenylene

PP
e
1 MF: C24H14M6 n
MW: 336.415
CAS-RN: 125012-12-0
Show Det
Show Details
Plan a Synthesis
Copy Structure to Clipboard

@wﬂ

Hide Details

n Structure/Compound Data

Reaxys Registry Number: 17417054
CAS Registry Number:

18,3, 12-hexaazatriphenylene]chromium {3}

Chemical Name: tetracarbonyl[1,4,5,8,9, 12-hexaazatriphenylene]

chromium{Q)
Type of Substance:

# Physical Data

¥ Molecular Deformation (1)

4 Crystal Property Description (1)

QQ

Available Data M= of ref, M= of prep.
Identification z 4prep
Spectra (4) out of

7 reactions.
Physical Data (2) 2z iprep
Spectra (3) out of

E 1 reactions.

Molecular Formula: C; H-Cri:0,
Linear Structure Formula: (C;5H:N)Cr(CO)4
Molecular Weight: 323,257

InChi Key:

Nasielski-Hinkens, R.; Benedek-Vamos, IM.; Maetens, D.; Nasielski, J.

1. Organomet. Chem., 1981, vol. 217, p. 179 - 182

Colour & Other Properties Comment Reference
blue viclet from Gmelin
Full Text
¥ Spectra

Show Details - 8bi800 criucka ecex murnog daHHbIx, docmyriHbiX 0715 seujecmsa.
B konoHke Available Data - 8b1800 Hy)XHbiXx OaHHbIX O gewecmse.

Hide Details

Boiling Point

BbiBOA B BUAe Tabnuubl

UlerikHume o cmpykmype 0ns
r10s18/16HUST MEHIO C O0MNOTHUMENbHOU
uHgopmauuet

HdononHutenbHaa nHdopmauumsa
PezucmpauyuoHHbilti Homep Reaxys;
MonekynspHas chopmyna;
MonekynspHsbil eec;
PeaucmpauyuoHHbIl Homep CAS; Bbigod
OaHHbIX 0 cmpykmype / geujecmee;
Co3daHue cxembl pempocuHmesa;
KonuposaHue cmpykmypebl 8 6ycghep
obmeHa

Kommepuyeckas JOCTYyNHOCTb
WHpopmaums o kommepyeckomn
OOCTYMHOCTW BeLLEeCTBa U KOMMaHUSIX-
nocrasLumkax (eMolecules / ACD).

KnaBuwa nokasatb / cnpsitatb
aertanm

HaHHble cTpyKkTypa / coeanHeHune
Mouck aetanen o cTpykType /
coeanHeHuM

HdocTynHble AaHHble

HocTyn K AaHHBIM U3 UCTOYHWKOB MO
OpraHn4ecKom, HeopraHN4YeCcKon un
3NEMEHTOPraHNYECKON XUMUMW.
CsepaeHus n3 6asbl gaHHbIX Gmelin
nmetoT donaxok from Gmelin

CopTtupoBka

CopTupoBka pesynbTaToB Nno
BospacTaHuio T nnu ybsisanuio ¢
perucTpaumoHHoro Homepa Reaxys n
MOJIEKyNApHOro Beca (Mo yMOnyaHuio)

iy ! 5
ELSEVIER
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Substances (Grid) Substances (Table)

Innovation from CrossFire Beilstein

Citations

Pe3ynbTaTtbl NOUCKa Nno BewwecTtsamMm nu CBOMCTBaMm
BbiBOoA B BUAe ceTku

18 substances out of 1657 dtations gotoPage[ | Q

Page 1of 2 oo

|—>| Limit to
-
1 HE

HO & 2 cH,

s

&

Selection | ||}>5 Qutput |n

Sortby

MF:C11H1402

MW: 173,231 E
CAS-RN: 3585-52-2

Show Details

FPlan a Synthesis
Copy Structure to Clipboard

Identification {5)
2 (@)

Bioactivity/Ecotox (2)

Identification (&)
Physical Data (5)
Bioactivity/Ecotox
Use/Application
Matural Product

Malweight

0 H,C

2% K

Identification (39)

* s '‘Application ::29;2-}}

Matural Product (1)

Identification (2)
Physical Data (1)

Identification (7)

Matural Product ::2}'

a

w

CHy

&

Identification (4)
Physical Data (2)

Identification (3)
Physical Data (2)

Identification (3)
Physical Data (1)

Hide Details
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BbiBOoA pe3ynbTaToB B BUAE CETKU
BbICTPbIN NPOCMOTP Pe3ynbLTaToB - B

BUAE CEeTKU

HdononHutenbHasa nHdopmaumsa
LlerikHume o cmpykmype 0nsi
r1051811€HUST MEHIO C OOMONIHUMEbHOU

UHopmayuel:

PezucmpayuoHHbilti Homep Reaxys;

MonekynspHas ¢popmyna;
MonekynspHsil eec;

PeaucmpauuoHHbIl Homep CAS;
Bbi60d daHHbIX 0 cmpykmype /
sewecmese; CosdaHue cxembl
pempocuHme3sa; KonuposaHue
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