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@ ‘welcome to Reaxys
' reaxys el

Synithesis Plans istory Wy Alerts My Settings

Reactions Substances and Properties Text, Authors and maore 2

| Generate structure From name |

Double click this Frame and draw reaction query

Search as / by

@ Product D Ignore stereo
O Skarting rnakerial o isotopes
O Any role [hs charges
O Reagent) Catalyst Clha radicals

o additional rings
D Keep Fragments separate
D Ignore Atom Mappings

® as drawin

O substructure:
on heteroatoms
on all atoms

== ][]

Caonditions {Farm-hased) Canditions {Advanced) ————
|
[# Reaction Data IEI

[# Bibliographic Data

Clear Query | Load Query/Batch | | Save Query |

Contact Us | Support | About Reaxys | Terms and Conditions | Privacy Policy
Copyright © 2009 Elsevier Properties 5&, Al rights reserved, Reaxys®E is owned and protected by Elsevier Properties 54 and used under license,

IEEERTTAEDIEF
1. RIGZTEERL, ILZEEAAS D1 DEX TN YD

2. BIADEEXT T F—THEERLEH L THS, TTr8—FFL T, Reaxys I[CRYFE ?"

3. Y—FRaFIYvIL, EREHE
I Reaxys (LB YBRBEFN T I+ NIEL TEY T2 IhTOET

Reaxys DiR—LR— 2

FEF -3y

LI T DEEAERTELT

- RERE®E (Query)

- BREREE (Results)

- ERETEIEE (Synthesis Plans)

- BEE (History)

- 75—hHEEE (My Alerts)

- EAKE (My setting)

- ~NJLT (Help)

- A4 7k (Logout)

9T1)—A7T (Query tabs)

- RIGH#EFE (Reactions)

- VIS -YHERE (Substances and Properties)
- BIAX#RE (Text, Authors and more)
e M oBIEXER
LFERERERANERLET
BERX/RIEV1FD
BRERTIEERORIGERTT D4R
RIS T—3IE5ERT—2 0B
TA—LR—X K (Form-based Search) ¥ 7 K
NV AMMEFE (Advanced Search) 2, RIGOE
HIEREIRGEEEDIFHIENTEET

6 #F(Search)RE>

BRERFFHBLET

AU RAREY

BFRFEH(Query)d ., 97 (Clear)-O—FK
(Load) - £—7 (Save).
INYFREI7AIL(BachDO—K{L TEET
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Innovation from CrossFire Beilstein )
My Settings

Oy | Re My Settings 1 EASEREWM y Setti ngs)
[1] $TEEAT

Muodify Application Settings @

Select vour Favourite skructure editor, specify colar - 77 IJ /7-_:/3 :/ E&E (M Odl fy appl | Catl On
Setting)
Wiew details from your Registration Profile. Includes a Facility to change vour Personal Details, - {@ A'I‘EIHE %& E& E a'ri E (M od| fy Perwnal Data)

Muodify Personal Data

- /\RA ] —RZ # (Change Passward)

Change Password
Change your Password

Results | Synthesis Plans Iy My Settings

—— 2 PIYHE—aUETE (Modify Personal Data)
Modify application settings :ﬁ% ':7:-]: U T: L \1t$*§iﬁ it I7_'\"f/5l_)¢/ \
o 1S OBERRTEET,

1. these editors cannat be used on Macintosh PCs

Structure editor

@ () chemAxon MarvinSketch Direct

Crossfire Structure Editor

O chemaxon MarvinSketch g;;zi IDSr;;;Draw 2. Reaxys will present a warning message, if
these editors are selected, but the structure
Reaxys uses Chemfxon's MarvinSketch as 5 ChemDraw 1

0000

default s.tructure and reaction query editor, if no ICEdit edipiglys potinstaled; 3 *ﬁiﬁ Eﬁ I 7_-‘\49 - (S[ r u Ct u r e aj I tor )
bl | These editors can only be used, if the Reaxys lz‘ B y?% fdt*%iﬁ :_r_t I 5“‘,{9—%% *R

Skruckure Editor Plugln is installed. Please check
this with your administrator or click the hyperlink
and download the installer,

[4] 4 1R
. = s gy . —_
Highlights colors b - E }31£ L\0)7_77J' ) [/“ }‘ EXIEQIE#E‘V:”{ / XF
[5] T [ . IR BLRT ST A4 DFHra—RiER

e |6 5 NS4 FEEESE(Highlightscolors)
BRELEBEX TR —2D/NIS1F
FFEGBICKRETEERT

2 RIFIRGFED 0T EE, FoTT— N RENFRSNEDTHEBLTFE G HL .

VVBEL, KICOT LS EEDSEHELYET, 6 R&(Back) &RFF(SveRFY

Marvin Sketch LISF D& T 7y SEFIF TSI T 50 1> DE o2 O—Feq2R fp— st FUNREERRL ., SOLITHIERFE (Save)

BETT, EPYET LEICITRS(Back)R3 %Dy
HLTLEEL,
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Generate a structure from name

Reactions Substances and Properties Texk, futhors and more }iﬁf‘*ﬁ% &%E - %'lﬁﬁﬁ*ﬁ%'@ﬂ Fﬁ 'C*%i?’
| Generate struckure From name | 1 l % ﬁb‘%#ﬁiﬁiﬂ’ﬁﬁﬁﬂf’;‘l‘/ (Gener ate

structure from name button)

Please enter a chemical identifier and then click "Submit" X :@,119)1&7 JwoL. A Ho74—IL hi&ﬁﬁ(
[2-butosy-1-methyl-4-nitrobanzene 2 | A o

Chermical Marme:  aspirin _ 2 ﬂ:' = %% l jJ 74_)I/I~

InChi-Key: B NRYMUT XX S0 WXREK ICCHY | Submit A% 4 (systematic name) > EFR 4% . CASLY
CAS-Mo: 50-78-2 _ = _ H
Smiles: CO{=0000 | =C(C=CC=C 1 )C{0)=0 ARJ—FS. InChl F—%ANT %, Submit

REVED V)T HELFEEXERTLE
ERS

Reactions | Substances and Properties Text, Authors and more

i ZEnerate struckure from name | 3 *ﬁiﬁ Et/}i];t.; rb’f> I:rb

Double click. this Frame and draw reaction query Gentchas ) by 1”5 J’j?, Lf:*ﬁiﬁ?—t (j: N *ﬁiﬁ it”i]rf\ rb’f) I\“rj ‘:
@Product Dlgnore skereo ﬁﬁ:éhij— o
“ S oo LA
R ,@ (O Reagent] Catalyst Lo radicals a) -a_ <¢ | :*ﬁ % Faﬁ ll‘ﬁ
W & o Heseouie b) RyIREFZT LYo (EEIE BT
\LCH L Dliece o g DY BEBEREBERTF (A TBET

! on all akams %353_

C) BMRAATEROET . SoITREREHZ
S MATY. fHMBERRA TS 2L %R IR
C =] cEET

| Conditions (Form-based) | Conditions (Advanced)

F DT ToNE, R T BIEES YT Reaxys DT —IN—XHZH EEEDHEHFIZEL
Y EXA

EVIER
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Reactions Query tab
Query Results Synthesis Plans Histary My Llerts My Settings 1 *ﬁiﬁ :_l'—t/ }irﬁ_\ﬂ{ v 7Z
Reactions Substances and Propertiss Texk, Authors and more I '7*{.‘/ I:rj [j: N *ﬁ%éﬂé*ﬁiﬁ‘b&ﬁﬁ N 35
| A : f=. ARG RFH DO DN -RBEEZRT
Generate struckure From name
Ciouble click this frame and draw reaction query e e @ EI 2 m?fg %14‘_ (Sear ch as/ by)
@F‘ruduct Dlgnnre sterea M\gfd:&%s %E®%1¢§5klﬁf
i g Starting material g Mo isotopes
1 Arvy role Ma charges ja)ig*R
b e e [ ha radicals 3 m;‘ig,{
\ ® Zs dljawt: = [ o additional rings Asdrawn: *ﬁb\f:g{gﬁd)*ﬁiﬁ%*ﬁ% ,
E ¥ B gf::;:f;f;::::ﬁ;jte Substructure: {TANMEBRE SO FERER
on heteroatoms
on all atoms 4 17_"1]” E‘]#ﬁ?&]’j’/ﬂ“z
| . BREICEEADELEEIZE, M4 T
— @ aAVEER
Search

‘ Conditions {Form-based) | Conditions {Advanced) | 5 m$%1¢€£ﬂu (Add further search

[+ Reaction Data EI conditi Ons)
@ Bibliographic Data RIGPEFFROFIEZEMLI=EE. 2D
N2k 2 N
| Clear Query | | Load Query/Batch | | Save Query
6 #&3 (Search)

B R DO COREVEIUVIT BERRMEYET
1. O—F#FARS (Load Quary) #2012 (557 Query tab) DBFI=E 1T TEET) R ATl
2. BREFLEXNL Z7 1L DEFFESIEL, Tr1ILEDY o =i T °

File |I3:".I3|:n:u mentz and Settings\rypenzciDezkiop\Reaxye\Cvcle xmil Browse... || Open |

g
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RIGHREZT — I+ —LR—RER 6
Reactions Query tab
Form-based Search

li‘ = Reaction Data

Reactant name [is |
Product name [ |
Reagent

ield

All Reaction fislds

Reagent lis. * | 'acet anhydride’

Wield é
All Reaction Fields :=

EBibliographic Data ;

@ =l Bibliographic Data

author [2]%

Patent Assignes is

Journal Title B
iournal of organic chemistry

Title

journal of oreanic chemistry ussr (enelish franslation)
journal of oreanometallic chemistry

Patent Mumber

Patent Country Code

es of the united arab republic
and biopharmaceutics
journal of pha and pharmacodynamics
journal of pharmacology and experimental therapeutics

Publication Vear

Title/ Abstract] Keywords

s —s

acet anhydride :"
acetacetate_of potassium
acetal IE‘
acetal of ketone
acetaldebyde

acetaldehyde acetales
acetaldehyde ammonia
acetaldehyde dibutylacetal
acetaldehyde diethylacetal
acetaldehyde dimethylacetal

[is w | [acer anhydride’

[between  »|[70-90

Select index items and click Transfer"

Search for: [trost

|trost @7
trost b. {1}

ro
trost, barry (1)

trost, barry m. (788)
trost, barry martin {1}
trost, bary m. )
trost, baryy m. 017
trost, erika (1)

trast, f. (1)

trast, esbriels (1)
trost, | @)

trost, joe {1}
trost, johannes @)
trost, | 2}

trost, lawrence c. 3)
trast, m. (1)
[trost, m. barry )

FTF—AN—IBE V> OIX BRI ESTIN—TIESN=T1— /LB HEET , B, RE
10alE £ Z#Z L Reaction Data” 77 —.4, S+ —F/NE PHADLIE#IESZEL

“ Bibliographic Date” Z#—.4, “ All Reaction fields” &* Title/ Abstract/ Keywords”

TZr—/LRIFE

THFI,T1— IR T, BEH DT — /LR FEEF TR, MAETDEEEFT BN TEE

?‘—0

1

RieT—%

RicH4 . £Ema. E . RECERIGT
1—IJLR
T4—ILEZ DO MEIRLIZBFIZIEX. AND T
BRESNET

EBEF

FOyFE Az a— S BEYEE 752
R

BERURE
ANZRDLIEBRIRENTENET
BUEZ1—ILF
TXFRAMRYIRIZHFEPLEZHEAAL, BEE
FaER

EEIEHR (Bibliographic Data)

EE5 BHFEEA. Ov—FILEAML 24/
L HFEHFEE. BFEO—F., HREP2A+
WIBEEIF—T—FDT74—IJLRH AND 1R 3%
TEET,

AT ABEEDHETR(Expand | ndex
feature)

IRRAVED) VDT BEAOTIIRA—EM
RREIN, UKD DI—LEANTDHIEN
TEFT MEEER 2 %0y 5E ., &R
LizT—3%RZRITEMLET
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RIGHEFEZT — TNV A& 7
Reactions Query tab

Advanced Search

II‘ Show Fields and Operators

Hide: Figlds and Operators Hide Fields and Operators Check Syntax

| [ || s=rmen Fom r1mie || res

® Natural Product exists
= Chemical Data
#  Reaction

B Identification exists

#  Physical Data exists

B Spectra exists

F Bioactivity/Ecokox exists
@ Usefdpplication exists
B Mabural Product exdsts

lzl [ Chemical Data
@  EBibliographic Data _—

Bl Basic Indexes |

= Reaction Details
Reaction Classification (RXD.CL)
Fulltext of raaction (R¥D. TXT)
Mumber of Reaction Steps (RXD.STF)
Praduct XRM (RED. VAR
Product (RED.YPROY
ield {RED YD)
Vsl {rumerical) (RED.HVD)
Yield {optical) (RED ¥DO)
Mumber of Stages (RXD.SKR)

3| [Savert o 500} |

| Selectindex items and click ‘Transfer’

arch DMA

~dms {1}
dmae f.n-dimethylacetamide? 1)
dmae—fn.n-dimethylaminoethanol} {13
| |dmd 23
| |dme ()
dme {1,2-dimethoxyethans) (1)
dme 60 mb- h2 o (2
dme 60ml--h2 o (1}
dme dimethoxyethane) (35}
dme {dme=dimethoxyethane} {7
1 |dme Godium hydride) 03
dme+1 (1}
dme+2 @}
dme+2 mlof water (1)
dme+2.4 ml of water (1)

o PRI EE TIAEELI=T1—/LFEEE
TEXT,

Conditions {Form-based)

Conditions {Advanced)

[RED.SOL = “dma (dimethy| acetamide) : dwa (dimethylacetanide)™:  dua

(dimethy|formanide)’;”

dna (n.n-dimethylaniline)’: dna’

Hide Fields and Operators

7
Chedck Syntax

A PORIGAEHAAEDE T BETSEDH

1 Z4—ILREFRL—E—DRT
Show Fields and Operators |§7U whL. j'l:“/f_:/
VARSI —I)LRO—FEFIRLET
2 Z4—LFORE
#E D)y IOLET ET4— LR RMDERILE
.g—

3 T4—ILEDER

BRELFEWIA—ILRZD) I LET

4 FARL—45—

FRYTHA A= a—DDF R A3V EE
RLET

5 AT vYXBEEDHETR(Expand | ndex

feature)
IRAVEDIVITBEAOTIIR—EN
RSN, LKODDE—LEANTEHIEN
TEFEY,

6 T4—ILFT—EDOERE(Transfer thefield
data)
BT 3TN —Z IR0 MEEER S
VEI)VITHE BIRL-T—4% R &I
BMLET

7 EXDOF vy (Check Syntax)

FETITs—/LKO—F%" Advanced Search” 7R
VP RIZANTBHE. “Check Syntax”%f’J'J
v T L BREXNELLVLIESIMERLE

-d—
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Query | Results | Synthesis Plans

Query 24 reactions

R |9 [

Create Alert @

Iy Alerts | By Settings

2 remctions

Limited by hits [II

2 reactions out of 7 citations

_—
Filter by: IE‘ Reactions

Yield

Record Type
Reagent/Catalyst
Solvent

Reaction Type

H 4 H M H oM

Mo, of Steps

Document Type
Authors
Patent Assignee

Journial Tie

H M H Mo

Publication Year

~[]

| Citations

goto Pagei e Page 1 of 1

| Limit to Selection ‘ |&_@ Qukput Sort by _I-:{;aaxys:&;an.k.i;g _",& ﬁ}@ QQ : Hide Details

Vield Conditions
0. -0
2y y HH
H.G /7
¢ —>
=€ R 4|
Synkhesize Synthesize

Rex-ID: B519391

243.3q With zq. hydrazine hydrate in tetrabydrofuran; methanol
T=10 - 20°C; Reduction cyclization;

F4% With Zn; AcOHin methanol; CHzClz
Heating;

in bernzene

Show Experimental Procedure

9 CH
N .l NH
“ /
—_
cl
8% 8%

Synkhesize Synthesize
Re-ID: 13598211

Multi-step reaction with 2 steps
1: &9 percent { Cul; DMF 0,33 h { 180 *C | 60006 - 7500.75
Tarr | microwarve irradistion
2: 74 percent f 2n; AcOH [ methanol; CH2CIZ | Heating
Wiew Scheme

References

Katayama, Masato

Bioscience, Biotechnology, and Biochemistry, 2000, wol. &4,

#4 p.80G-&15
TitlejAbskract  Full Text WView citing articles

Siu, Jason; Baxendale, Ian R,; Ley, Steven ¥.
©rganic and Biomolecular Chemistry, 2004 , vaol, 2, # 2
p. 160 - 167

TitlejAbstract  Full Text Wiew citing articles

Hoffmann-La Roche Inc.
Patent: 1153976639, 1976
TitlefAbstract  Full Tesxt

Siu, Jason; Baxendale, Ian R,; Ley, Steven ¥.
Organic and Biomalecular Chemistry, 2004 , wol. 2, # 2
p. 160 - 167

TitlejAbskract  Full Text View citing articles

RIGBRFRIER 8
EHFOHE

TLyFI5 LEE
T274HIVFEF—avITKYERBITO
MR TEET,

75—hDERE (Create Alert)

Yo H9EH)YIL T, T—EERTE

R&/51 A4 7 (Reactiong/Citations)
RIGZTH, TIAILLTRREINET A, 5l
RA7%&0)yILTUYBZLNET,
BYAAHERE (Filter by)

RGER(UNE., La—F44 7, S E/fhi% .
B RIGFAT . ATV TH) PEFHER(X
MAAT . EE HIFHBEA A BT
FEY)N)U Lz TN E—IZE > TR REZRY
A A

Y—)LI\—

FEIRL-BDIZRE T S(Limit to selection).
72+ F vk (Output), V—k(Sort by) N7+
A

NG N RV
RRSNFALZBEX DY A XEHLK/AE /D
LET

RIGERRER

RTRELGERZRTL. BREZRECE
TEFEIT . EF.BERMX-FH (2O
Scopus DB EIERIZT VLR TEET,
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Reactions Citations

qgo ko Page| O Page 1 of 1

References

| Limit ko Selection | E> Ej Cubput 5 Sort by | .R;aaxys— Ranklng v @ ﬁ} IEI Q Q | Hi;le Details
1" L= = 1"
ield Conditions

Syntl-ﬂesi.ze Synthesize

A P10 8619391
: D D D D D drazine hydrate in tetrabydrofurar

r=10=z0; Reduction cyclization;

F4% With Zn; AcOH in methanal; CHaClz
Heating;

in benzene

Shiow Experimental Procedure IE‘

D@@If

@@w -

Synthesme Synth95|ze

Roc-ID: 13595211

Multi-step reaction with 2 steps

CH; Q. it 0
H.C /
1 cl — i

MF: CGSHECIN

M- 151595

CAS-RN: 25235-85-2
Show Detailz

Copy Structure to Clipboard

Copy Structure to Query
lato

nology, and Biochemistry, 2000, waol. 64,

Copy Feaction to Query

¥4 p.dld-dlo
Titlefabstrack  Full Text  Wiew citing articles

Siu, Jason; Baxendale, Ian R.; Ley, Steven ¥.
Organic and Biomolecular Chemistry, 2004, wol, 2, #2
p. 160 - 167

Titlefabstrack  Full Text  Wiew citing articles

Hoffmann-La Roche Inc.

Patent: 153976639 , 1976
Titlefabstrack  Full Text

Siu, Jason; Baxendale, Ian R.; Ley, Steven ¥.

1: 89 percent / Cul; DMF [ 0,33 h [ 180 =C J 6000.6 - 7500.75 Organic and Biomolecular Chemistry, 2004, wol, 2, #2

Torr | microwave irradiation

p. 160 - 167

2: 74 percent | Zn; AcOH [ methanol; CH2CI2 [ Heating Titlefabstract  Full Text Wiew citing articles

Yiew Scheme

RIGBRRIER 9
Re57

FO IR IIIEEXED) T EEYT
FATLPERD YT T TA=2—hF
&R/ T 7AT L
Reaxys—RN: Reaxys &5

ZFzt
CAS-RN: CAS &&
Show Details. #1E1E, XN, T—R7%GE
DI F T
Copy Structureto Clipboard: 2') v FiR—
feEEEXZIE—
HLOWERFEHEAT7IEX
BAMVIEE. SIAXEDEXDERRL
SCOPUS AT IR, FFeFMold, 22T 5
RERIE (Rl AXZE KRR, BRGTEIELT
DEZERBERIEDRAF—LERTR
B TTRE
BARBEGMEICT AV BRI IN, EY]
IS T+—L~ (eMolecules/ ACD) >
9
BIRLIZBDIZRE (Limit to Selection)
EVRLIZOBDEELGRIGEERL. CORA
DEI)VITBHERELI-EVM YR ERR.
ForFyk (Output)
WERIA—I YN TCT—RE TV RR—
*—b (Sort by)
Reaxys &5 . IXZE, Reaxys5 ¥4 FThE
gl -FIETv—bk

ELSEVIER
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#%Y5AH (Filter by)

- RIGA47 (Reaction Type)

Filter by Value —__ 1 #&YAH (Filter by)
Filter by ield + Yild P @ Sark by & g /Z_//Z‘_;#‘/fﬂ’\ U‘/7Lt,égﬁjf/bﬂ_
Vield = W‘ by Group by alue by Group O >“:‘5'”75m% "" 1 - E - uy% (Y I el d)
II‘ byvalue | by Group | == enter value/range : S E ot o i - La— F‘g ,rj (Record Type)
enter valuefrange BD a5 | [ =75-80% 5 —
' | : - 2 iy : - SAE/MfHE (Reagent/Catalyst)
Iz‘ Limit ko Excluds Mare | — g z:z :2; j N
Lirnit bar Exclude | Li-|.1;it o Exclude O »s5- sw: 3 - B b% (&)l Vent)
O »4s5-509% 1
Recard Twpe ¥ O =40-45% 3
Reagent/Catalyst ¥ (nDo e;;i-g?vi::’)% 185 XT‘JjOéE& (N 0. Of Steps)
Salvent ¥ 2 by Val ue 97
Reaction Type ¥ E‘ = | 1_5{:L<[i1l_§®$ﬂ|§|§)\j]
Mo, of Steps T e — 3 by Group gj‘

HIRX (LB LI-WEB ORI RIZFIv)
AN
4 HIRR(Limit to)/BR4T (Exclude)ih B
Filier hy Group EITLEWEIEDREIVED )Y
Dacumert: Type 2 @“e"‘" 24 reactions 5 24IL3—D)I77AY
by tialue [ by Groun 3 ;* ~y-G More RAUED)vIT BE. 3 ?RIEE#%'C
‘D ° @ ) BREETRTINET, T—20EVHE
O patent E] J;—C‘/ F'C%i‘d‘
Lirnit Eo | _Exclu_de E l 6 ﬁﬁﬁ
S Query 24 reactions 1 reactions BEEIEFER (1) oS- T 1)L —
1 -0 ftcred by - X#k#4 7 (Document Type)
- % (Authors)
EFFBEA (Patent Assignee)
Dx—FILAA Il (Journal Title)
HiERE (Publication Y ear)

Patent Aszignee

Journal Title

“ L] “ L]
1

Publication Year

ELSEVIER
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Synthesis Plans

— FOUYORIZEEREI 0T EEYT

e FATLPEEDAF v TT o TA=2—rhFr

[ nde [ omn | [ swe [ 1] conyrantonewosse] 2B ot [ 8] 0 2] Lot 1o Rt 4 | rierims | 1 ERYSEL (Undo). BIK(Open). B (Save)
L 2 Gy e 1 - Hirts A%

G =YY B ezt REOHEOIRYHEL. BRHELRER

In the browser below reviews the preparations and ,Add"the best one to the

Modify ¢ Modify cl synthesis tree. lj: 1%7— —Fa*
Synthesize@ ’E‘ + Click on Modify" if you want to s=lect different starting materials. . FINA
& @ _ & @ : . . [c::;;;:mm button Copy plan to new page” if you want to investigate altemative 2 ﬁbb\&—g(:% EE: E_(COpy plan to
Wpoo_ o, new page)

i REDOEBETEZHLOEITTHITIE, o
Synthesize > =) N = NS
sice BERDRBENTEET
¢ OEN 3 i (Output)
| Hideselecteddetals | | Hidealldetals | [ Show al detail SREEEHALES

| Skep “field | Conditions | References 4 é JﬁE-I-E a) i 7T= ﬁif

i il With ag. hydrazine hydrate in ketrahydrofuran; methanol Katayama, Masato ﬁ IE ‘y IJ - 75\ 7K qz \y IJ - -Gﬁ 7Tt -d_ é 75\ % % *R
243.3g T=10 - 20°C; Reduction cyclization; Bioscience, Biotechnology, and Biochemistry, 2000, vol, &4, #4 p, 808 - 615

Titlejabstrack  Full Text  Wiew dting articles 5 QE (M Od | fy)
With Zn; AcCH In methanal; CHzCl 5iu, Jason; Baxendale, Ian R,; Ley, Steven ¥. -d_ —G ' : % 7T< é *L T: é Jﬁ X_T_ ‘y j& E& % L/ —C 1&

T Heating; Crganic and Biomolecular Chemistry, 2004 , val, 2, #2 p. 160 - 167 . _
Titlefabstract  Full Text  View citing articles 0) ﬁ ﬁk‘ 7'3— ;‘£ E *ﬁ E;J- l, 79: 3:5 L 35 -g—
=]
El in benzens Hoffmann-La Roche Inc. Fas hﬁ (@nt h eg Ze)
Patent: US3976639 , 1976 6 =

Shaow Experimental Procedure Titlefabstract  Full Text Wnth& ze é 7 IJ \y7 L, . % 0) /'t é‘ fl:% 0) ﬁ Q fd:
R g - BRITED—RERR ATYITERIRL.

Binscience, Biotechnology, and Biochemistry, 2000,

Titlejabstract  Full Text  Wiew dting articles S s 2k A —_
Add KRBV ZED) v T LB E RIERIZHEA
| With Cul; DMF Siu, Jason; Baxendale, Ian R Ley, Steven ¥. ‘l ﬁi -d—
9% T=180°C; P=6000.6 - F500.75 Torr; 0.333333 h; microwave irradiation; Organic and Biomolecular Chemistry, 2004, wol. 2, #2 p. 160 - 167 piAS
Titlefabstract  Full Text  Wiew citing articles 7 E%A _J.
Al AE

. A s . o e — BATRREYEICT v ARRSN, EY)
2 BRIERIEDTI NTDIF—ALDE L5 E(Snthesis Plan) DN—2(ZFRShFT, B ,;703; ;f;j__ L~ (eMolecules/ ACDJ)TJ Y

ERIEEED TR View scheme' #2107 8E —ETEPTILSICEFHLIVE KB DN b
—SIZRF—LHSFEFRSIAET,
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Output

Output Reaction Results 1 7'-7 I“j‘yl“ (O Utput)
THRAR—FF DHERDIATEER

Gi' Output m (%) Reactions Table

() Reactions Citation Table 2 II:EI jj ﬁ? it (t O)
to @ (&) POF/Print ) ¥ML Literaty s ) RDFils IOXTR’—I‘77’“|/0)77}‘—7‘) h#&;’ki
S (PDF/Print, XML, Microsoft Word or Excel,
TXT for Literature Management Systems, or RD
e File)
Y it et [JY 3 RHULZZR#EE (Includethefollowing
Output range lzl @ allHits O Selected hits O Range: | headli ne)
e FIVIRVIRIZFIVIEAN, RELEZ AN
(RApEcmacens ?nducle StrUCt.ures [® output () Reactions Table (%) Reactions Citation Table é &I%@ &0) /\0_:)':%% Hj Lb‘\)\ U as-d_
e 4 FHNF IO (Output range)
6 E EYhLEF—8DENET Y RK— I T HHVE
O Hedotsor ooty Y ROSNES: £EVRAI Hity), BIRLIEvh

g :"tdt'bl. data (Selected Hits, 7 DTy RA 91w Bl
' [2524R), #E(Range, RYPRIZAA)

C—=—1[ o= |[6] 5 79 IYMIEBENBZLD
E> Output () Substance Grid (#) Substance Details Table () Substance Citations Table }il;'t,_\T ry Fj“} I“ . *ﬁiﬁ/%%ﬁ IE . é-c a) *l] Fﬁ -G%
S i 57 —%5, BLLIZ, identification data D
() Identification data only IE‘ %E?@ I“j“JI“ : *%iﬁtét@*ljmﬁlﬁgfd:?_
8 L A% T=I% identification data D & . IR T—4
SIRAXE7 I Tvh BELEEZEHHINE

l iR
Selact all 6 O K #:gy
Please select the Facts you want to export from the list below. OK #:9‘/57 IJ \y7 L . IgZ;I—S— F& Fa;ﬁ a-él\ Las

Physical Data Spectra Use/Application Bioactivity /Ecotox - 7 ;‘ N [
Melting Point (55) IR Spectroscopy (430 Use {18) Pharmacological Data  (15) -d—o b&)étglsli\ Cancel 1_9/%7 J Jabi
Crystal Property Description  (38) WIS Spectroscopy (18] Ecotoxicology  (2) -d—o
Salubility (MCS) {16) MMR. Spectroscopy  (12) Concentration in the
Fruirnnran Foh
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History

Synthesis Plans | History | My Alerts | My Settings 1 —_ E% E(]):‘; IJ R I~
Combine hitsets @ Select at least two hitsets for combining J: %B 0) ﬁ [i ~ EE'T:E 0) t‘y:/ 3 > 0) é —C 0) t ‘y
IE.QWY Temporary result description Date |“t’“} |~

Bl s | Viewz7)y 7T HL. ERA—IT OF
: : e __ yhtyhERTR
L Text.-‘AC-;ﬂLo"rcsc_:ﬁ(;nuEiﬁrs::’;ﬂa}.sgls_g‘:- g | o B e “Store"Z V)09 L (FFAILEBETAY
rEAH) URARSRESNET

Edit PhD Waork 2009-01-23

L TEXt;‘ACUPﬂLDIircsa:ﬁioAnu?e?arrs::.-;\Iﬂa‘;'s;_ﬂls'g:} e El:l':‘dtauons View Remove 2 t _7 éhf: IJ x IN >
S —l THOEIE, 1—F—I2k>TRESNIE
: (@I ?sit:;tbsmnces View Remove ‘y |~ t “J I~ o 1 - -U:_ b§ D 7\‘ /r y l/ T: & % ~ é

(s

-

TORESNFEYM YRR TESNET,
“Remove’ &7y 3 nIL. RELFURE
EHIIENTEET,

Merge 2 with 1 Owerlap 2 with 1 Exclude 2 from 1 Exclude 1 from 2 “ Edl t" Ea IJ ‘777;_6 taI I) _/\O_:)—GGD t
| [Fcombine hitsets B —> [ | Iy EBEROBHHIT)—FERTLE

If 2 hits selected -d— °

E T4 2—EMTH-EybtEybIZDFITIE

wn

Edit
Substances: As drawn

" RRSNFBADTITEZELLZSLY,
Merge al verlap l EykbvhDES iﬁﬁ
FryIRyIRIZFTvI%EL. 2 DULED
B EEIRL. “Combine hitsets' R2 %%
)T BENDODDESBEEZIRBE @A
RRINET,

If =2 hits selected

S BEDEKIFOT—D5DHER. F/-lE, iRDFTHDSDETDEAED 3> DEYF

tUrERTLFT  RERFTDEVFIMNEYIFDRPIZFZNINAET, CCT. IS5I1D/7%
EEEITAFT,

6 N
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Results | Synthesis Plans My Settings

To create & new Alert perform a new search and click the 'Create Alert’ link on the results page

Logout

| | Mame | Query. . Description

olanzapin

r ' Yield »86%

Modify alert

testdicofena

Reactions: Product, As drawn,

He \E‘{ H Vield »86
: |
=y Comment: Olanzapin Synthesis

Date created

2009-10-15

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

cy of the
alert, then
ick 'Create slert’,

r
2

@ Modify alert —e——

Name of Alert Eeﬂdiclafena
E-mail Address [crpens@sleeviercom | sendcopyto [

n, who should be copied on the alert,

, or the E-mail format.
lease return to the list of available alerts,

Comment/Description  [Four client francais

Privacy Policy

10-22

: Lastrun Frequency
2009-10-21 Monthly
hits: 11
View results @
2009-10-22 After each update

hits: 79

View results

Frequency After each update -
E-mail format il 7 text
Cancel

FE: TS IMEEEDFIFIZ(E, 12— —EB RO ETT,

RELEFS—MEReaxys Y—/V—LICRFSEN, IEELEZLIZT T, FI—FDEFERMHE
BHL/=La—FH ' Reaxys [CEESEN/=LE, BEIFIIZETTEN, BRI A—/IL TEHEIESHNFET,

W

o 01

7 o—hHEgE 14
My Alert

My Alerts EZ/Z/E, REL TLVETZ—F
DUYRIEETS—FDEFRMUDFEFREA
TLET,

T7o5—rDEREFE

BREFEREBE@OD Create Alert Y2 O%9)y
IL-% . REEHZEZZHEL. SvehFV%F
SUvILET

View results RA>
To—rDOBREREREEEZRRLET

75—hDZEE(Modify alert)

7 5—bD & FR(Name of Alert), aE—&{+
%c(Copy to). FFR(Comment/Description),
B2 {E 48 E (Frequency), *— LD 74— vk
(Email format)zZEJHENTEFET
BIE#R. Save RAE D)L TLFZE

77—k DHIBR(Deete)
HIBRL=WT7S—FRIDF v IRYIRIZ
FryP%E AN, Delete REVEHDYvHLE
a—
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Substances and Properties Query tab

Query | Results | Synthesis Plans My Slerts | My Settings 1

Reactions | Substances and Properties | Text, Authors and more

Generate structure From name |

Double click this frame and draw structure query
@ s drawn IE‘ 2
HO o O substructure: ] Ignore stereo
- on heteraatams [ ho salks
an all akoms [ ro misctures

|:| Mo isotopes

[II {=3} [ o additional rings

# Further options

123} IE' =] Further options
[include related Markush
| ooPuroRessTionsTAE | | oLEAR D Keep Fragments separake
o charges
IE' || Search ﬂ o radicals
Properties (Form-based) | Properties (Advanced) {hype valuesin Fields e.g: 3-5) 4
| # of akoms
[# Substance Data [ |# of Fragments
¥ Eibliographic Data @ [ of Ring Closures

| Clear Query | | Load QuerwiBatch | | Save Query 5

HEDIEEYDIEHEE %
1. YE-YIEEZTEERL., BEIXAD DR OELTILIY D
2. PUHADEBEXL T+ E—TRELEMEEYDEBEXFH I TH S, TTr2—FHL T,
Reaxys /[CERYET
3. Y—FihsFIYIL, BREME

BEX/RIERYIR
SDI4R I BEICKYAM MR
FhLMSh-BERZRT

BREH

BEREDI(TERE: TE2—H(As
Drawn). #8518 :& #& % (Substructure
search)

HInKREF T
BRRICEENSBEGEEITE, AMEIAT
T3V EER

fhaddA T 3> (Further options)
& Markush #81E LB N DMERGELEE D
AT avEBMTEEY

BREEHDEBEM (Add further search
conditions)

DIV OED )V IIZEYMEPEEIFR
[CEARBREHZTEMIERREIL 6 ZSH).

1% (Search)
ZDOREVES) L TRELZRBLET.

=
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IA—LR—XRE

= Substance Data

= Substance Data
= Search textin 2l facts
Search for
& Identification Data
# Physical Data
+ Spactroscopic Data
£ Bioactivity Data
+ Ecotoacological Data

= Physical Data

E —

= Search textin all facts

Search for

Identification Data

[~ Physical Data available
[~ Meiting Point avadable arm
[~ Baiing Point available or ﬁ
[~ Density available or -

r Solubiity Data avaiable |,
or

»u

[~ Dissociaton Exponent  |es
(oK)
Refractive Index

r avallable

[~ Ontical Rotation data
available

[ POW available

= Bibliographic Data
Author
Patent Assignee
Journal Title
Tite
Patent Number
Patent Country Code
Publication Year

Titke/ Abstract/ Keywords

=] [

s =] fournal of org|
r— journal of organic chemistry
is =

E jaques (1)
Ll jeanna (1)
journal of organic chemistry ussr (anglish transiation) i

[is 'l journal of organometallic chemistry
[ﬁ journal of organometallic chemistry lbrary
[ -
journal of pant tedhnology

= ‘I journal of pharmaceutical sciences

m journal of pharmaceutical sciences of the united arab repubdic

journal of pharmacokinetics and biopharmaceutics
journal of pharmacokinetics and pharmacodynamics
journal of pharmacology and experimental therapeutics

Select index items and click Transfer’

— P seacch o

i i76)
jacques (1)

nasiew (1)

nasif. fernando j (1)
nagikin, mohammad (2]
nasil a. barbara (1)

. TF—LN—IBEFYOIFEBRIESTIN—TIESH=Tr— LR HEEET,

B, REVAEZEE F#ZZ Reaction Data” T4 —4, Z+—F /L& PIFFHFD L E#ES Z 5
& Bibliographic Date” Z7#—4.,

E 21— TEEFEFNSEHNTEET,

1

Substance Data

THXERARTLETO facts DIEFE., #HAITE
], YHERFR. ARIMLT—E2, &Y
EHER. REETEREZBRRTEE
FT(CDTFRAMRYIRIZLLDH DA
—LEAAL, EIaOV" " TR E
ORBREMNTEET ),

Tr—ILRES DD EZERL-FFZ I,
AND TEFIAFET

EEF

ROyT& oAz a—hoEyiEE
FEER, BEFHRI—ILEDIFE.
TFERMRYIRZHAOBEEEZ A A
E:515%#, (Bibliographic Data)

E& BB E. Ov—F LML,
AARIL B S BHFEDI—F, Bk
FEPIAMVIEEIF—T—FDT14—IL
FAYAND BRETEET,

BIRYZ
ANZRDIEERBEHENRNET
AT AHREDPEIE (Expand I ndex
feature)
IRAVED) DT BEATIIR—
EARTEN, DA DE—LEAT
$HIENTEFET  MEEER I
JudbE BIRLI-T—2EREKITE
mLFEy

e k
ELSEVIER
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Innovation from CrossFire Beilstein R
> N
VAAVI . § =

m Show Fields and Operators 1 7’{_)I/ F\&T/{ b_9_0) i 7T=

Show Fields and Operators | e >
F  Identfication exists £ Ic-e-"uf-:enm suists 57 ) JQL\ j—t

+ _D_h_~_$‘:_é Data ewists .’- Phiysical Data exists Search for: |1 i /7:‘_:/3 > I) Z I\ h\ ro 7,{_} l/ I:: a Fé
+ ! Spectr ] —_— | clra exists

Fide Felds and Operators Thedi Smw Select index items and click ‘Transfer’

13c (2212033

20, BRLET

147sm (30) | #EI)yOLET ET—ILR) XM

H !
H  Matural Product exists
¥ Chemical Data
*
£

=)
]
[a] +

Biblographic Dats
] Basic Indewes

Orig ‘ext (MMRLTXT)
& IR Spectroscopy exists

Form-based Search Advanced Search

Hide Fields and Operators

o FRNRBEETIXIEEL /= T4 — L FEBEAPRIGAEMAEDPE T, BFTSEHNTEE
7

e b p— RAALET
ihﬁ‘;i;l 3 TJ4—ILFDER
—— igjh;‘cw: BRRLIE=WI0—ILEZEY)yILET
= teR ety o 1;;;,;1:‘;.;1165;3| 4 ARL—2—
- 170 53 KOYTHE G AZ 1 —hSA RS
onli A EERLET
r—_lL—J[ 5 " 5 AUTvIABBEDYLETE(Expand
Index feature)
i IRBVED )T BHEATIIR
IMMR.NUC = '13c' AND NMR.F='400 100,012 (22) —%biﬁﬁ?éh~ L\<O7b\a)9_AE
ARNTBIEMTEET,
_m 6 T14—ILET—E2DERE(Transfer the
@ field data)
WERT—ATIUN)—%&RL.
WEEERR 2 E D)9 HE FEIRL
feT—3%EREITEMLET
7 BX®DFxIvY(Check Syntax)
FETI+—ILFO—FK%"Advanced
Search’ Ry I RIZANTBHIHE.
“Check Syntax" &7 vo 4 5&. &R
AAELLVDESIIERLET 2
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Substances and Properties

fim o [ T D=

i Synthesis Plans

Query | Results My slerts | My Settings Logout

HE £y
A
e $—c,-.
a H.C

G07 zubstances 18 substances

filtered by
Phyysical Data

Create Alert

Filter by: @

18 substances out of 1758 citations

Substances (Grid) Substances (Table) Citations @

il

o ko Page]

1@ ragetofz D

TULyRI3 Lk
J274NNFET—LavITkUKER#E
MOMBMNHERTEET,
ME(TIIR)ME (K)/BIRST
Substances (Grid)/Substances
(Table)/Citations Tab

WME(R)FTE. TIHILLNTRRSNE
TH.ME T YR)PEIRETE0)v9

Molecular Weight ¥ | Lirnit to Seleckion | | E& @ Output | Sark by Mo of References | V: & ﬁ IE' Qq@@ L,'C‘{’,J] LJ %i Bhij— °
ber of . . - - .
e e | Atenas |15 BEYAAHRE(Filter by)
= = —_
. ibuprafen 170 pre Hit Diata (2 1608 | zz0eC MERR(DFE. 75T AN Yt
e ¥ z (E isobutylphenylipropionic acid out ;F & Identifica(tign Z\ o - 3 =
H.C T J— ==
Binackivity -2 m a-methyl-4-{2-methylpropylibenzeneacetic acid 593 Physical Data (464) 1-[5 7] X/\a F) I/T g S HE EF% IE ri) b =
HO = CH, | a-{p-isobutylphenylipropionic acid reactions, Spectra (149) =+ == 3 = £
Matural Praduct . 2 il o H.C (+/-1-2-(4-isobutylphenypropionic acid Biactivity [Ecakox (1008) At 'I 5] $I§ (I ﬁk 9 ’f 70 - % % - q:# ULF tH E‘E A >
1 alpha-{4-isobutylphenwlipropionic acid Use/application (2984) =4 4= . |-
@ & =@ a-{p-isobutylphenyl)-propionic acid %"’E Aty % -~ %'f—f ﬂi) ~ U > 7 L/T~7’f ) bg (h
Docurment Type ¥ Synthosie J: 2 —Cﬁ}:él: % é %’)& L) ﬁa"
Authors ¥ Show Details * _)l// {_
Patent Assi o —_ . .
SiEp e ¥ a 2-[4-(2-0xocyclopentan- & prep |Elta 4] 26 231 - E*R L/f: :E) 0) '- BEEE j- %) (L imit to
Journial Title ¥ [ 1-yImethyipheryl]-propionic acid out of Identification 23z =°C .
— 2-[4-(2-0xocyclopentyimetyl}-phernyl] propionic 60 reackions. Phiysical Data (6) ¥4 %I ectl On) ~ 7 rb I“j“J I*(Output) N \}_ I‘
Publication Year ¥ H,C acid Spectra (4 Torr
> Z-[4-{ 2-axocyclopentylmethylipheny(]propionic Bioactivity/Ecotax (18) (&rt by) /\77tx .
m RHar-2e acid Useapplication (24 \
2 @eBA | o PEK/AEANY—IL
D D D D D P Synthesize loxocycl'?pentylmethyl)phenyl>propi0nic acid ﬁ 7T: énf: *ﬁiﬁ :T—_t 0) '|j‘ 'ff’&?If\ i/ﬁ IJ\ L,
i oxoprofen
Show Details u-methlyl-{‘l-[(‘l'c;- o d i_g_ 3
oxocyclopentylimethyl -phenylacetic aci
MEEMEEDRERET
2 = —
2-(4-isobutyl-phenyl)-butyric acid 3 prep Hit Data (1) 15 124 - i -EM‘gfd'rﬁ *&Ei N L -~ ﬁ %Eé? t%
M. butibufen ot of Identification 128°C Jg— VN =,
1, m Z-(4-isobubvlphenylibutyric acid & reactions, Fhysical Data (5) E< - %_ —Ggi—;— o E E' N Jg % off K b#g-f ﬁq:
HO~= CHy R, 5-butibufen Bioackivity/Ecokox (4) . —_ -
| L:] MG ujethyl-4-(2-methylpropyl)—phenyl—acetic acid UsefApplication {17) ( é I ) ‘b SCOpUS 0) Eg E'Izﬁtiﬁ ‘ - 7 7 t 7\ -C
3 2-(4-isobutylphenyl)-butyric acid
& ;_5' _‘__ Bukibufen %i—;- )
Swnthesize
Hide Details
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M (&) 27 (Substances (Table) tab)

Substances (iErid) | Substances (Tablg) | Citations go ko Page] 0 Page 1 of 1
| Limnit o Selection | | E‘P& Oukput | Sotk by | Mo of References | % ﬂ: ﬁ} IEI Qa | Hide Dekails |
Struckure - Chemical Name M= of preparations Available Data M® of ref. Eiiling Poink
titanium tetra(sec-butoxide) 1 prep Identification [}
L sec-butyl orthotitanate out of Pheysical Data (3)
HJC‘(;'C.H;“?\CHJ tikanium sec-butoxide . 3 reactions,
o v o titanium tetra-s-bukocxide

HoGit Tl
|;| q ‘IE?'CHJ‘I:ACHJ

MF: G16HIGATI

Bloea |- =

CAS-RN:

Swnthesize
IE‘ Hide Details

G ® to
E Structure/Compound Data

Reaxys Registry Number: 14995632 Molecular Formula: CigHze04Ti
Linear Structure Formula: Ti{OC4Hq)4

Chemical Name: kitanium tetraisec-butoxide), sec-buty| Molecular Weight: 340,339

orthotitanate, titanium sec-butoxide, titanium ketra-

s-butoxide

InChi Key: HWCXFDEMZPRMRE-UHFFFACY SA-N
£ Identification
¥ Patent-Specific Data (1)
4 Physical Data

IE‘ ¥ Boiling Point {1}

4+ Refractive Index (1)

Refractive Wavelength Temperature Comment Reference
Index
1.4565 SE5nm 2E%C From Tsvetkov, ¥. F,; Likhomanenko, ¥. A_; Pisareva, ¥. 5.;

Grmelin Korzhova, M. ¥.; Kazantsey, ¥. M.; et al.
Journal of Applied Chemistry USSR (English Translation), 1983
, val, 56, p. 1036 - 1039

Full Text
4 Further Information {1}
Description Commenkt Reference
Behaviour as catalyst Fram Grelin kKhonina, T. G.; Suvorov, A. L.; Soldatova, E. E; Kozlov, &. ¥.

Russian Journal of General Chemistry, 1997, vol. 67, p. 729-732
Title/abstract  Full Text  Wiew ciking articles

1L EYDFIFTRL T —ED L TDYI t, Sow Details 2155 SLEIEET
BELTF—EDAIELEEEE, FHa Available Data” DIBE 2oL THEEL)

FOUvIOXRIZIEERXFD DT EE
YITTFATLPERDF T T TA=
A=
IR IT 74T L
Reaxys —RN: Reaxys &5
MF: 7Fzt
CASRN: CAS &£
Show Details: ##1E, XNIF/LT—X
LEDIEHZFex
Copy Structure to Clipboard; ')y 9 7R—
FAtgiEZaE—

AT

ARG BEIZT(avERRL, &
YT 5 v T+—L(eMolecules/ ACD)
)Y,

iR R/IER KRR F (Show/Hide
Details)

EBEX/EEMIER
(Structure/Compound Data)

LB EX/ILE DM

IR ERIEHR
COMEIZDONTIERSIN TS IEER
D)UY (. T
LEHLRE)Gmein Mo DL
“from Gmelin® 25y h\ft5

v)—k (Sort by)

Reaxys S . P FE.LI7LUADH
(TIA4IWN)ETHRIE L -FRIET V—b

ELSEVIER



'reaxys®

Innovation from CrossFire Beilstein

¥ E L1 i (Substances and Properties) 20
& (J'1)wk) AT (Substances (Grid) tab)

1 JYIRRTE

Substances (Erid) | Substances (Table)  Citations g0 ta Page[ :e Page 1 of 2 0'0

Bioackivity /Ecotox (1008)

III |UsefApplication {2934}

Bioackivity /Ecotox (2)

Binactivity/Ecotax {18)
Usefapplication (24)

Binactivity/Ecotox (2)

|—P| Limit ta Selection | | [ 5 output |E}50rt by _- Mo of References V L
(I i
Ll swg

@QQ [ oo |

sefapplication (17)

HROFRVBERTICZTUINE
AR

Ol L . .
_ - j/\{} T e Additional Information/sub items
Reaxys 2049713 ) ;}_@_3_ - N —
HO \i_QH_}GH; MF: C13H1802 F O e ﬁjﬂﬁ‘ﬁ/ﬁj?’rjﬂb‘ . _
: MW: 206285 ’EI - ) ’ BEXED) T EEYVITT1TLA
IE‘ ek 1=2 GAS-RM: 15687-27-1 s BE SE EER DN T T T A= 2 — I F
i . =
Synthesize ihow SD:taItIS R -hesize Synthesize ReaXyS —RN: Reaxys 577—
opy Structure to Clipboard | .2\ .
Hit Data {2) Copy Structure to Guery ' Hit Daka (1) MF: 77 ¥f‘- =
Iientificlatil:n i J.L'I-II:.‘IILII IT:ILIU” - I?.Ientiﬂliation - CAS-RN: CAS g?
Phevsical Daka (464 Prysical Data (6 Phrysical Data (5 . ° —_
Spectra (149) Spectra (4) Einactivity Ecokos (4] Show Details: #Z#/LE‘ AN 7IL/LT_

SEEDIFHE T
Copy Structure to Clipboard; ') w97

O O O g .
! Ht : HE CcH, & HC _F/\*ﬁﬁéjt_
HO —g(\: : CH, ':C)\/\@/\fﬂ j ...f_._\z_@_\_\
; J b o AT HE
" . o BN TS5y T+— L (eMolecules/
Synthesize Synthesize Synthesize .
ACD)~Y2%
Hit Diata (1) Hit Data (1) Hit ata (2)
Identification Identification Identification
Phrysical Data (&) IE' Pheysical Data (1) Pheysical Daka (23 Trj Fj’\y F(Output)
Spectra (9] Spectra (97

WBEIA—T Y TT—REI VAR
—k.

MBI OV TOIEFRIFR—E
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Text, Authorsand more
Query Tab

Innovation from CrossFire Beilstein
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