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CAS Databases

“Being able to rapidly search for important chemical information while
an idea is fresh in your mind is almost priceless. CAS databases
streamline the investigative process — allowing you to take an idea
and rapidly find the important and necessary information before you
forget about the idea or it loses its excitement. That really is

invaluable.”
Dr. Robert H. Grubbs
Nobel Laureate
Victor and Elizabeth Atkins Professor of Chemistry
California Institute of Technology

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.




CAS

CAS provides information to support scientists’ and
patent searchers’ workflows

MARPAT




CAS REGISTRY>M s the gold standard for chemical
substance information

Entry name

2,2"-Diamio-1,1"-binaphthyl

Structural formuia
and st
oescription

Alemative names

CAS Reglstry 1.1-Bi[2-papkeylamive)
Number
Ce-Y Mosecular weight
[4488-22-
Mokecular Formula "
L, 2360, RTECS® Number
Use bt diate for chizal awxl
P Exp. tumourigez by skin contact. Dec. with emission of toxic fumes. DU30S0000
Hazard alert symbol —"
and description of

(R)-form: mucrrz [18741-85-0)
hazards Mp 242.5-243% [a]f1* *+ 155.5° (¢, 1 in Py). [0)3 = 46.5° (A HCT).
Suppiler information — Supplier: Aldrich 38242-6; Fluka 32787,
NN-Di-Ma: sz [93713-30-5) Cryse. (E0OH). Mp 143-144° (e = 182°
(e, 1.09i= CH,).
NNNN-Toza-Ma: vsexzen [135029-77-5) Coyst. (B:OH/CH. Mp 216-218°,
SIEre0BOMer o (S)-form: e [18531-95-8)
heaging Cryse. Mp 243° (235-239°). [@) - 1457 (Py). [a]} - 46° (A HCT)
Supplier: AMrich 3§243-4. Fluks 32788,

Dervatve NN-Di-Ac: rvcxow Cy B N,0; M 368.434. Prisms (C,K,). Mp 226-227°.
Subheaaing [o0F + 10.8° (c. 1 m THF).
(£)-form: rwemw [79082-81-8] Physical
Salvery plates (EcOH). Mp 193.2-194.3° (1917) ¥ .m?

Pacrate: mvcaez Browzisk-yollow plases (C H ). Mp 185° (dec.)
N. -Ac: ywci-x Cubes (E1OH). Mp 235-236°.
NN -Disszzoyl: swcw.y Cy H. N.O, M 492.576. Prisms (PENC,). Mp 235°.

Addiional CAS . [93621-61-5] [§7644-73-0]

Reglstry Numbers
[~ Kubo, R e ol Annalen, 1929, 470, 183 (synth, resoln)
Cumming, WM aral, J.CK, 1932, 528 (gymek)
Clamo, GR et al.. JC5. 1939, 1114 (synth) ?;';’:;“

Mislow, K et al. JACS.. 1962, 84, 14355 (aw. ord)
Akimote, K e al. Tetrahedron, 1871, 27, 5999 (resoin. abs conyig)
Bblisgraghic Miyazo, § eral. Bull Chem. Soc. Jpn., 1984, 57, 2171 (pmr, &, derty)
references Browz, KT er ol JO.C., 1983, 50, 4343 (ymeh, resoln)
Bemsc, SC er af., JO.C., 1988, 53, 5335 (synth, N-tetrametiyd)

Fieser and Fieser's Reagents for Organic Symthests, Wilsy, 1989, 14, 32 (use)

Fragzim, L ef al.. Acta Cryst. C, 1991, 47, 1239 (cryst strace, N-setra-Me)

Smscize, M erall, JO.C., 1992, 57, 1917 (symeh, resoln, bbl)

Lews, R er al., Sax's Dangerows Propertics of Industrial Maserials, 85 odu.,
- Vaz Nosmand Reizkold, 1992, BGB730

CAS is a division of the American Chemical Society.
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CAS >

CAS REGISTRY is the only integrated, complete
source of chemical information

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



CAS °

CAplus>Mis your single source for chemistry and
related scientific information

Currently
>
| CAplus INDEXED PUBLICATIONS m37
CHEM CHEM I_ l‘; 'r 'i" E R_ l:" | worldwide
T st 50 =

40 -

30

Documents (millions)

10

2005 2006 2007 2008 2009 2010 2011 2012

Year

Currently
>9.0
\ CAplus INDEXED PATENTS i
10 =

|RDTgilﬂiE Macremolecular
o —r = %thﬂmlﬂw

and Physics —

Documents (millions)
O =2 N WSO N OO
R I S S T A I
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Year

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



CAS !

CAplus coverage of patents from Asia is unmatched

Ph|||pp|nes (PH)

\_
Singapore (SG) ‘ 3

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



CASREACT®is the authoritative source for chemical
reactions

. Get r 1 Send to
Reactions [ pet | e Toos v gplZmte

3 Reactions 0 Selected ‘

Save Print Export

Select All Deselect All | Sort byt | Accession Mumber A #

[ 1. view Reaction Detail @® Link
2 Steps Hover aver any structure fr more options.

plh
+ HO—EB— OH
I—C==C—CHy;—0—C— (CHy) ;0 —
[Step 2.1]
&
* Cweryiew
Steps/Stages

1.1 C:862673-56-6, C:Cul, S:CHzClz, 15 min, rt
1.2 SiCHClz, 3 h, rt
2.1 RiKzCCs, C:Pd, C:Pd{DAC):, S5:DMF, overnight, 80°C

¥ Experiments| Procedurs

Answers per Page [3]

Display: kb &1 € ©

Fh

HO—E—OH

reaction products with polytriazoles

Notes

1} in-situ generated catalyst, 2 Suzuki coupling, Reactants:
2, Reagents: 1, Catalysts: 4, Solvents: 2, Steps: 2, Stages:
3, Most stages in any one step; 2

References

Synthesis and Postpolymerization Functionalization of Poly(S-
iodo-1,2,3-friazale)s & BFul Text

By Schwartz, Erik et al

From Macromolecules (MWiashington, DC, United States), 44(12],
4735-4741; 2011

CAS is a division of the American Chemical Society.
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CAS °

CASREACT answers your chemical reaction
guestions quickly, precisely, comprehensively

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



CHEMCATS® is the definitive collection of
commercially available chemicals and suppliers

7

Commercial Source Detail

Link

Prink Expork

¥ Return

6. Aaron Chemistry GmbH Product List

Catalog Information

Catalog Publication Date: 6 Jul 2011
Order Number: 90626

Purity: =07%

Quantity: 5g, Price: 14.95 EUR
Quantity: 10g, Price: 24.561 EUR
Quantity: 257, Price: 42.15 EUR

Catalog Suppliers
Below are the contributing supplier{s) to this catalog.

4 Previous | Nextb

Substance Information

CAS Registry Number:92-80-5

CAS Index Name: Boronic acid, B-pheryl-
Chemical Name: Phenylboronic acid

Fh

Address

Arm Fischweeiher 41 - 43
Mitterwvald, 282481
Sermany

Supplier Name
Aaron Chemistry GmbH

Contact Information Status

Contact: Dr. Alexander v Unclassified
Zychlinski

Fhore: +49({038823- 917521

Fax: +49(0)8823-917523

Ernail: sales@aaron-

chemistry.de

Wieh: bt e, 2aron-

chemistry.de

CAS is a division of the American Chemical Society.
10

{ Previous | Next}

Copyright 2013 American Chemical Society. All rights reserved.



CAS 1

CHEMCATS provides fast access to chemical
suppliers

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



CHEMLIST® is the comprehensive source for
Information on regulated chemicals

Regulatory Information Detail

Print Export

CAS Registry Number: 22204-53-1

2-Naphthaleneacetic acid, 6-methoxy-a-methyl-, {aS)- (DSL,
ASIA-PAC, NZIoC)

naproxen (English, German) (EINECS)

naproxene (French) (EINECS)

naproxeno (Spanish) (EINECS)

2-Naphthaleneacetic acid, 6-methoxy-a-methyl-, (S)- (AICS)

)

)

)

)

)-(+)-2-{6-Methoxy-2-naphthyl)propionic acid
)-(+)-Maproxen
)-(+)-Naproxene
)}-a-Methyl-6-methoxynaphthalene-2-acetic acid
}-2-(6-Methoxy-2-naphthyl)propanoic acid
)-2-(6-Methoxy-2-naphthyl)propionic acid
72
}-2

6-Methoxynaphthalen-2-yl)propaneic acid

2-Maphthaleneacetic acid, 6-methoxy-a-methyl-, (+)-
224: PN: US20050107325 PAGE: 180 claimed sequence
Apo-MNaproxen

Aproxen

Bonyl

CG 3117
d-2-(6-Methoxy-2-naphthyl)propionic acid
d-Naproxen

Diocodal

Dysmenalgit

Equiproxen

Floginax

Laraflex

Laser

MHPA

Naixan

Napren

Naprium

Naprius

Naprosyn

Naprosyne

Naprux

Naxen

Nycopren

© p—if

Mel

£o o H

Absolute stereochemistry. Rotation (+).

CAS is a division of the American Chemical Society.

Copyright 2013 American Chemical Society. All rights reserved.
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CHEMLIST enables you to discover how and where
substances are regulated

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



MARPAT®Is the leading collection of Markush
structures from the world’s patent literature

L1 ANSWER 1 OF 1 HMARPAT COPYRIGHT 2007 ACS on 3TN
AN 142:204619 MARPAT
TI Bioactive compositions for enhancement of drugy cowprising trimzines
IN Sahouani, Hassan: Scherrer, Robert A.; Jumasa, Mouhannad: Zarraga, Isidro
Angelo Eleazar: Vogel, Kim M.: Vogel, Dennis E.: Zou, Wei
PL 3M Innowvative Properties Company, US4
1) PCT Int. Appl., 28 pp.
CODEM: PIXXD:
DT Patent
LA English
Iic ICH A61K0D0S-00
cC 63-5 [(Pharmaceuticals
FAN.CNT 2
PATENT NO. KIND DATE APPLICATICN NoO. DATE
PI Wo 2005011629 a1 Z0D050z10 WO 2004-TSZ4515 zZ00407zZ9
W: AE, AG, AL, AM, AT, AU, A2, BA, BB, EG, BR, EW, BY, EZ, CA, CH,
cM, cO, CR, CU, CZ, DE, DK, DM, DZ, EC, EE, EG, E3, FI, GE, GD,
GE, GH, GM, HR, HU, ID, IL, IN, IS, JP, KE, KG, KP, KR, KZ, LC,
LK, LR, L3, LT, LU, LV, MA, MD, MG, MK, MM, MW, MX, MZ, Mi, NI,
MO, NZ, OM, PG, PH, PL, BT, RO, RU, 3C, 3D, SE, 3¢, 3K, 3L, 3,
TI, TM, THM, TR, TT, T2, Ui, UG, US, UZ, VC, VM, YU, Zi, ZM, ZW
RW: EW, GH, GM, KE, L3, MW, M2, MA, 3D, 3L, 32, TZ, UG, IZM, ZW, AM,
1z, BY, KG, K2, MD, RU, TJ, TM, AT, BE, BG, CH, CY, CZ, DE, DK,
EE, E3, FI, FR, GB, GR, HU, IE, IT, LU, MC, ML, PL, PT, RO, SE,
51, SK, TR, BF, BJ, CF, CG, CI, CM, Gi, GM, GQ, GW, ML, MR, NE,
SM, TD, TG
AT 2004261243 a1 zZ0050210 AT 2004-261243 20040729
CL 2533128 a1 zZ0050210 Ch 2004-2533128 20040729
EP 1651165 a1 20060503 EP 2004-773530 20040729

4

R2
Ha2C 2 R o zH
2 N;}\P 2!
R [ R
g2
R2 B2
RZ RZ RZ RE
N/AN
.|
HO2E oy T EH
R2 R2

>_

R3 R2
2

R

CAS is a division of the American Chemical Society.

Copyright 2013 American Chemical Society. All rights reserved.




CAS

15

MARPAT supports maximum recall of patented

Information

@@@@@@@

CAS is a division of the American Chemical Society.

Copyright 2013 American Chemical Society. All rights reserved.
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CAS products streamline access to CAS databases
to speed the pace of scientific discovery

O SciFinder*

The choice for chemistry research.™

STN

THE CHOICE OF PATENT EXPERTS™

SCIENCE IP™

The CAS Search Service

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



SciFinder

“I am a big user and don’t see how any researcher could hope to
excel without daily, round-the-clock access. The speed and scope of
its search power is amazing... In my case, SciFinder enhances my
reactivity insights, making it easier to “see” those ill-defined
boundaries where important new phenomena are lurking.”

Dr. K. Barry Sharpless

Nobel Laureate

W.M. Keck Professor of Chemistry
Scripps Research Institute

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.




What's new on SciFinder

Sign In
Username

Password

@k [)Remember me for two weeks unless I sign out
(Do not use on a shared computer)

Forgot Username or Password?

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



What's new on SciFinder

1.- New Non-Java CAS Structure Editor

Explore -

" REFERENCES

Research Topic
Author Name
Company Name
Document Identifier
Journal

Patent

Tags

& SUBSTANCES

I chemical Structure
Markush

Molecular Formula

Property
Substance Identifier

& REACTIONS

Reaction Structure

Q SciFinder

Saved Searches =

ScdiPlanner

SUBSTANCES: CHEMICAL STRUCTURE ©

Structure Editor:

Java Non-Java

Click to Edit

Import CXF

S

¥ Advanced Search

Search Type:
Exact Structure
@ Substructure
Similarity

| Show precision analysis




What's new on SciFinder

2.- Analyze by reagents

Explore v

O SciFinder

Saved Searches v SciPlanner

REACTIONS ©

Analyre Refine

Analyze by: @

Reagent (New) -
H 123
Fe 57
[ 1 ]
Ha 36
 S— ]
SaCh 51
[ 1 ]
NHaCl 30
[—1 ]
ACOH 21
)
NaHCO3 21
— ]
In 20
(S |
NaOH 17
= )
NoHe-H20 12
=a ]

Show More

Reacton Structure substructure > reactions

D o ey | HTook -

Gopby: NoGroupng v  Sortby: Relevance R
v 0 of 407 Reactions Sekected
1. View Reaction Detail ® Link j Similar Reactions

Single Step Hover over any structure for more opbions.

oym e o
- O
MM
o
100%
s k
* Overview
Steps/Stages

1.1 R:H, C:Pt, C:Mo, C:Carbon, C:O=PH0H, C:H20, S:PhMe, 60°C —
100°C, 5 atm; 38 min, 100°C, 5 atm

Preferences | Safnder Mep ~ m

(3407) > reactions with transformation “"Reduction of Nitro Compounds t..." (407)

Save Print Export
Send to
L T—

Answers per Page [15] Deplay: O g

M € Poge: 1 ofm P M

Notes

autodave used, catalyst prepared and used, chemoselective, full
conversion, Haber type reduction, alternative reaction condion shown,
solid-supported catalyst (activated carbon, Mo prometor), Reactants: 1,
Reagents: 1, Catalysts: 5, Solvents: 1, Steps: 1, Stages: 1, Most stages in
any one step: 1

References

Chemoselective hydrogenation of functionalzed nitroarenes using
supported Mo promoted Pt nanoparticles QR Pl Text




What's new on SciFinder

3.- Substance Quick View in Commercial Sources Answer Sets

by reagents

Explore v

Analyze

O SciFinder*
Saved Searches v

COMMERCIAL SOURCES @

Analyze by: ©
Preferred Suppliers
38 SCIENTIFIC

CORPORATION,
LIBERTYVILLE, USA
[

[=]

AMERICAN CUSTOM
CHEMICALS CORP.,
SAN DIEGO, USA

SIGMA-ALDRICH, ST.
LOUIS, USA
=1

Others

SciPlanner

Sortby: | Suppler Preference [+] 4

[7] = 00f 111 Commercal Sources Selected

1. 3B Sdientific Corporation Product List

Print

Answers per Page [20)

M 4 Page:

« Catalog is associated with a preferred supplier(s)

Supplier Name: 38 Scientific Corporation, Catalog Publication Date: 15 Jul 2013

Order Number: 383-005474

Export

1 ofs P M

Quantity: 1000g
3658-77-3 4-Hydroxy-2,5-dimethyl-3(2H)-furanone| Q

@O Link

Quikch View

CAS Regarry Bumter. 3653 77 )
Formlac v a O0
CA Inden Name: ) 1o borarora 4 Sptrany 2 Sy

Other Rumes
23 Dretnt ) Syt 4 ons 43 Shprihuss, 13 Drmethyt 4,

2. ACC Corp. Catalog «” Catalog is associated wil PRSP A

Sty ) ore. LY Omai 4 Spdroey Y2 A wrore; &

Suppher Name: American Custom Chemicals Corp., CAtAN mroreer2.3-0metys dano 2. ) S0ytroturan drpdroer 2.3

Order Number: CHM0025781

Quantity: N/A

3658-77-3 4-HYDROXY-2,5-DIMETHYL-3(2H)-FURANONE
@O Link

3. ALDRICH < Catalog is associated with a prefe
Supplier Name: Sigma-Aldrich, Catalog Publication Date: {

Order Number: 322482
Quantity: N/A
3658-77-3 4-Hydroxy-2,5-dimethyl-3(2H)-furanone 95%

Sy 1) -Sbydrofran Jora. & Wpdraey 1Y -Sematt 1w
e Jore; doiplrouy 1Y Sematngt X IN A arone &
Bproey 2 Y Emet™y- ) Aa prire Matire Funtes, Presppie
hetore

Bsmlnie < Redeveoaer
=145

O el Types
Corlferarde, Datataton, Jousrsal, Fatert

Uperrmerts
Specrs
Frescel

Comerne el Somsrces
Auniate




What's new on SciFinder

4.- Commercial Supplier Email Hyperlinks

O SciFinder

Explore v Saved Searches v

SciPlanner

Substance Identifier “acetaldehyde > substances (1) > 75-07-0 >

SOURCE DETAIL @

*» Return

1. ACC Corp. Catalog

Catalog Information

Catalog Publication Date: 19 Dec 2012
Order Number: CHM0028256
Quantity: N/A, Price: contact supplier

Catalog Suppliers

Below are the ng suppher(s) to this catalog

commercial sources (133) > ACC Corp. Catalog

Substance Information

CAS Registry Number:75-07-0 Q
CAS Index Name: Acetaldehyde
Chemical Name: ACETALDEHYDE

Hjc—CcH=—o0

4 Previous

Next p

.Supplief Name

American Custom Chemicals Corp.

Address Contact Information

P O Box 262527 Phone: 858-201-6118

San Diego, CA 92196-2527 Fax: 858-451-8607

USA LEmail: sales@acccorporation.com |

Web: http://waww.acccorporation.com
Other Contact Information:

acccorporation (Skype)




What's new on SciFinder

5.- Increased Availability of SciPlanner Tutorials

ScPlanner @

Lisinopri Syntheses

dit ~ View ~ Golo -

SdPlanner Introduction @
1

SciPlanner is a dynamic workspace for building synthetic pathways and organizing reference,

substance, and reaction search results.

You can create and save projects that can be printed or shared with other SciFinder users.

Manipulate
Send data to
SciPlanner workspace

objects

(1 e

¢ show L e hen ¥ tart
Close
w7 Y
1
. . » -
n
..




CAS

What's new on SciFinder

6.- Enhanced Account Management

Explore ¥

PREFERENCES ©

O SciFinder

Saved Searches = SciPlanner

Password and Account Information =

Change password or account information (Opens in a new window)

Keep Me Posted
¥ Receive e-mail notification of Keep Me Posted results

Add or update e-mail address (Opens in a new window)

My Suppliers
You have 4 preferred suppliers and 1 non-preferred supplier.

Edit suppher preferences

Preferences | Scfinder Hep =

24



CAS

What's new on SciFinder

7.- Content Addition

CAS Registry Number:128-08-5

2,5-Pyrrolidinedione, 1-bromo- (TSCA, IECSC, DSL, ENCS, AICS,
SWISS, PICCS, NZIoC)

N-Bromosuccinimide (English, French) (DSL, REACH, EINECS)
N-Bromsuccinimid (German) (EINECS, SWISS)
N-bromosuccinimida (Spanish) (EINECS)
1-Bromo-2,5-pyrrolidinedione (ECL)

SUCCINIMIDE, N-BROMO- (PICCS)

Bromosuccinimide

NBS

NSC 16

Regulatory List Number

EC No.: 204-877-2
EINECS No.: 204-877-2
ENCS No.: 5-121X

ECL Serial No.: KE-03714
SWISS No.: G-8195

Harmonized Tariff Code [l

Harmonized Tariff Code: 292519
EU Customs Code CN: 29251995

Br

O

25



What's new on SciFinder

8.- New SciFinder Design

O SciFinder

Saved Searches v SdPlanner

Explore

Preferences | SaFinder Help ~ m

2 REFERENCES

Research Topic
Author Name
Company Name
Document Identfier
Journal

Patent
Tags

# SUBSTANCES

Chemical Structure
Markush

Molecular Formula
Property

Substance Identifier

& REACTIONS

Reaction Structure

REFERENCES: RESEARCH TOPIC @

Examples
The effect of antibiotic residues on dairy products
Photocyanation of aromatic compounds

¥ Advanced Search

SAVED ANSWER SETS @
km_sss
Upitor_frame3_sss_patents
mxn_center_mechanism

Synthesis Options

View All | Import

KEEP ME POSTED ©

carbon nanotubes
Jun 15, 2013(267)
Jun 08, 2013(267)
Jun 01, 2013(254)

View All




CAS

CAS Customer Center

Ask us! We can help.

e Account information Phone:
e How to 1-800-753-4227

(North America)
e |T support

1-614-447-3700
(outside North America)

“I need to
change something
on my account.”

Email:
help@cas.org

Web:

“Can | speak with

someone in IT?” ) :
| need help with my WWW.Cas.0rg

search strategy.”

®
@ WWW.Cas.0rg

Adivision of the American Chemical Society



CAS

Comprehensive Content

Sophisticated Analysis

Unprecedented Results

Thank You

Dra. Miriam Plana
CAS Regional Marketing Manager Spain & Portugal
mplana@cas.org

CAS is a division of the American Chemical Society. Copyright 2013 American Chemical Society. All rights reserved.



CAS

Sign In
Username

Password

B []Remember me for two weeks unless I sign out
(Do not use on a shared computer )

Forgot Username or Password?

oUr SCIFiINger username and password are assigned w

OU gione and may Not be shared withh anyone 2ise

Live demo
SciFinder options
Searches: topic, structure, reaction
Analysis tools

29



CAS
EJERCICIO

Buscar polimeros con esta estructura:

M

Ak'{f /

0
1.- No se permite fusion con otros anillos ni sustituciones adicionales al

alquilo ni al carbono.

2.- Encontrar literatura que hable de aplicaciones magnéticas de dichos
polimeros en el campo de la medicina. ¢Para qué se utilizan?

3.- ¢Quién trabaja sobre este tema?

4.- Encontrar algun articulo que hable especificamente de capsulas de
nanoparticulas magnéticas.

5.- ¢ Como podriamos preparar algun polimero? Busca una posible via de
sintesis del polimero con el mondmero cuyo CAS RN es 7085-85-0, que esté
formada por mas de 2 reacciones y que el procedimiento experimental



CAS

Example 1. Search for polymers with this structure

“ Structure Editor =

" ERNOms<xPea AanCQ © | Drawing Editor:
(%) Structure
V4 & | (D clickan stomto block substitution. '
. () Reaction
Atom  short & Markush
» X 2y () Mar
-X_ =R

r~
10
-

© P[0 8 .2,

e 3 72
\

Get substances
that match your

query using:
() Exact search
Substruct
v ®searclt|uc e
. - > (O Similarity search
E H OS NP ClBr F I Si Scale 100 bl
| B =l==— - o a5 & [ x ]
S % Rosoc

Formula not available I r




CAS

Substructure search limited to polymers only

Explore Substances @

Chemical Structure  Chemical Structure 2
rarkush

Molecular Formula
Froperty

Substance Identifier

Zlick image ko change structure or view detail

Search type: () F Struchre

LICtLIrE

M Show precision ansa

Characteristic(s) O single compaonent
O commercially available
O Inciuded in reference(s)

Class(es) L alloys L mistures

[ coordination cormpounds Polyrrers
L ncompletely defined [ organics, and others not listed



677 polymer structures sorted to

Explore # Explore Explore
References Substances Reactions

Q SciFinder®

welcorme Paul P Peters | Sign Out
Chemical Structure substructure with limiters = substances (677)

most cited compound

Saved Answer Sets | Help .
KMP slert Results | Histary

SciPlanner | Preferences
! J what's Mew

[ Get | Get 5,/ - Send to Analysis _
‘ Substances @ - References & Reactions % Tools ¥ & SciPlanner
Analyze by: @
Save Prink Export
Sort by:| Number of References v | answers per Page (501 view: ORI I | Substance Role 4 |
[J = 0of 677 Substances Selected M dpage: [1 Jof14 B M Glick har fa vizs ol those
rubrtancas sibhn Bha cusand
ansuear saf
[ 1. Substance Detail [ 2. Substance Detail Uses 573
25154-80-7 25067-30-5 e —
~616 [ ~610° [ Preparation 322
I
1 1
BEG-65-1 a F085-85-0 a Properties 236
Cg Hir MOz Ce Hy M Oz 1T} ]
Biological Study 105
o CHso HC o [ ]
| ‘ ‘ | ‘ ‘ ‘ | Process 35
| ]
n-Bu0 —C— C—CN NC— C— C— OEt Reactant or Reagent 25
| ]
Analytical Study =
(Ca Hi1 N DQ]_x {Ce H7 N DO2)x : |
2-Fropenoic acid, 2-cyana-, butyl ester, homopolymer 2-Propenoic acid, 2-cyano-, ethyl ester, homopolymer Formation,
MNonpreparative =]
[J 3. substance Detail [J 4. substance Detail [ '
26809-38-1 25067-29-2 Miscellaneous 2
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[0 1. stent covering film having hemostatic and antimicrobial functions o B Ful Tex
By Han, Zhichao; =u, Shanshan
From Faming Zhuanli Shenging (2013), CM 102903673 A 20130206, | Language: Chinese, Database: CAPLUS
The title stent covering film consists of composite fiber material. The composite fiber material is manufd. through prepg. a mixed saln.
org. polyrers, drug mols., and microspheres contg. antimicrobial agent, and carrying out electrostatic spinning.  The stent covering
film contg. hermostatic and antimicrobial agent, and has the advantages of high drug embedding amt. and rate, controlled release of
hemostatic and antimicrobial agent, simple manuf, process, easy operation, and low cost,

[0 2. Method for manufacturing stent covering film having hemostatic and antimicrobial functions o B Ful Tex
By Han, Zhichao; ¥u, Shanshan
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ricrosphere contg. antimicrobial agent to injectors, carrying out electrostatic spinning o obtain cormposite fibers, vacuum-drying, and
storing at 4°C.  The stent cavering film contg. hemastatic and antimicrobial agent, and has the advantages of high drug embedding
amt. and rate, controlled release of hemostatic and antimicrobial agent, simple manuf, process, easy operation, and low cost,
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In a first aspect, the invention relates to a method for prevention ar freating memary impair ment and,/or a neurodegener ative condition,
disorder or disease in a subject in need thereof, comprising administering fo the subject a therapeutically effective amt. of a compd.
targeting & miRkMA or any precursor, oF targeting the activity of said miRNA or any precursor thereof. In particular, the invention relates
to 3 method wherein the targeted miRNA is miR-34. Mareover, the invention relates to a method for improving mermary functionality in
a subject suffering from memory loss, said method comprises the redn. or reducing the level of mik-34 levels or precursor mal. levels
in brain tissue of said subject administering to the subject a therapeutically effective amt. of 3 compd. targeting miR-34 or any
precursor thereof,  Moreover, the invention relates to a method of inducing memory loss in an individual comprising administering to
said individual an effective amt. of one or more compds. having the functionality of miR-34, in particular of miR-34c or any precursor
thereof. In addn., a method for diagnosing or predicting mermary impairment and/or neurodegenerative condition, disorder or disease
iz provided, Pharmaceutical compns. comprising mik-34 targeting compds. are selected from oligonucleotides, oligopeptides etc.

0 2. M™ethods for preventing or treating memory impairment using pharmaceutical compositions targeting miRMNAsS or any
precursors thereof o B Full Ten

By Fischer, Andre; Zowailis, Athanasios; Agbemenwvah, Hope
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In a first aspect, the invention relates to & method for prevention or freating memaory impairment and/or a newrodegenerative condition,
disorder or disease in a subject in need thereof, comprising administering o the subject a therapeutically effective amt. of a compd.
targeting 2 miRMA or any precursaor, or targeting the activity of said miRMA or any precursor thereof.  In particular, the invention relates
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By Fragouli, Despina; Baver, Iker 5.; Atkanasio, Agnese; Cingolani, Roberto; Athanassiow, Athanassia =
From Annual Technical Conference - Society of Plastics Engineers (20123, 70th(val 13, 607-612, | Language; English, Database: CAPLUS Wuhan University, Peop Rep
The authors present a scalable, inexpensive and green process to render cellulosic sheets waterproof with addnl. functional properties China 3
{magnetic, photoluminescent, antibacterial, etc.). The fibrous cellulose-based sheets are treated in their final, dry phase, with a huge : '
potential econamic impact in the manufg. industry,  This method is based on the impregnation of cellulose sheets with acrylate Bioalliance Pharma, Fr 2
monomers and micro or nano-scale functional fillers solns., which polymerize as soon as they come in contact with the fibers. The L I
formed polymeric nanocomposite creates a cladding around each individual fiber and not an overall coating onto the cellulose sheets, Central South University
The freated cellulose fibers can be still recycled due to biodegradability of the used polymer. Peop Rep China o
[ ]
[0 2. Functionalized magnetic nanoparticles and use in imaging amyloid deposits and neurofibrillary tangles o [ Full Text \é Fudan University, Peop Rep
By &khtari, Massoud ) Chiria 2
From PCT Int, Appl, (20123, WO 2012145169 AZ 20121026, | Language: English, Database: CAPLUS w0 (_S [ ]
The present disclosure provides functionalized magnetic nanoparticles (WMMPs) cormprising a functional group that binds o B-amyloid Peop Rep China 2
deposits and/or neurofibrillary tangles. The present disclosure provides compns. comprising the functionalized MHPs, and methods of [ I
using the functionalized MKPs in imaging B-amyloid deposits and neurofibrillary tangles, HODDMP {2-(1-{6-[(2-hydroxyethy Di{methy ) RWTH sachen University,
amino J-2-naphthyFethylidene)malononitrile)-conjugated magnetic nanoparticles were used for for imaging imaging of hippocampus, GZer mary e,
cortex, and midbrain of rats, [ ]
Yonsei University, S Korea 2
[0 =. synthesis of a biodegradable magnetic nanomedicine based on the antitumor molecule tegafur o B Full Text \é L I
B Arias, Jose L.: Saez-Fernandez, Eva: Looez-Yiota, Maroarita: Biedma-Ortiz, Rafael A.: Ruiz, M. Adolfing — Builmzrizn Acadaree of
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The authors present a scalable, inexpensive and green process to render cellulosic sheets waterproof with addnl. functional properties
‘magnetic, photoluminescent, antibacterial, etc.). The fibrous cellulose-based sheets are reated in their final, dry phase, with a huge
potential economic impact in the manufg. industry,  This method is based on the impregnation of cellulose sheets with acrylate
monamers and micro or nano-scale functional fillers solns., which polymerize as soon as they come in contact with the fibers, The
formed palyrmeric nanocomposite creates a cladding around each individual flber and not an overall coating onto the cellulose sheets.
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The present disclosure provides functionalized magnetic nanoparticles (MNPs) comprising a functional group that binds to B-amyloid
deposits and/or neurofibrillary tangles. The present disclosure provides compns. comprising the functionalized MMPs, and methods of
using the functionalized MNPs in imaging B-amyloid deposits and neurofibrillary tangles. HODDMWP (2-(1-{6-[(2-hydroxyethy {methy
amina F2-naphthyltethylideneimalononitrile)-conjugated magnetic nanoparticles were used for for imaging imaging of hippocampus,
cortex, and midbrain of rats,
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3. Synthesis of a biodegradable magnetic nanomedicine based on the antitumor molecule tegafur

By: Arias, Jose L., Sasz-Fernandez, Eva; Lopez-vYiota, Margarita; Biedma-Ortiz, Rafael &, Ruiz, M. Adolfina

The introduction of magnetic nanocarriers in chemotherapy aims to enhance the anticancer activity of antitumar mols. whereas keeping their toxicity to
awery min. Magnetite/poly(hexyloyanoacrylate) (corefshelly nanoplatforms were synthesized by an emulsion/olymn. procedure.  An exhaustive
physicochern, characterization (including IR spectrometry, electrophoresis, and thermodn. anal.) suggested that the magnetite nuclei were embedded
into & polyrmeric nanomatriz. The very good magnetic responsiveness of such core/shell nanoparticles was defined by the hysteresis cycle, To improve
the i.v delivery of tegafur 1o cancer, the authors investigated its incorporation into the nanoplatiorm. Compared to surface adsorption, drug enfrapment
into the palymeric shell vielded higher tegafur loading values, and a much slower release profile. A high frequency alternating magnetic gradient was
used fo elucidate the heating characteristics of the nanoparticles: a stable max. temp. of 46 °C was successfully achieved within 32 min. Thus, te
authors put forward that such kind of multifunctional nanomedicine hold very important characteristics (i.e., high drug loading, little burst release,
hyperthermia, and magnetically targeted tegafur delivery), suggestive of its potential for combined antitumor therapy against cancer.
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Almost 2 million reactions have experimental procedure
text directly available for a detailed view on the synthesis

. . Get w Send to Analysis Fefine
Reactions | References jﬁ Uads - = sciPlanner ‘
Analyze by:
56 Reactions 0 Selected | Save Print Expiott
Select All Deselect All | Sort by:[Mumber of Steps |4 Answers per Page [15] 1 23 4 b :Experimental Procedurs | % |
Displaw:  ahk A1 €0 2
[] 1.view Reaction Detail @@ Link & Similar Reactions ik bar mﬁ:&’;""n&"”’ry those
single Step Sovar ovar any sfeucfure for More opions, OIS O B G
Ansver serl
Experimental Procedures
o o Ayailable 53
= "f\"m 3 s o -, .\-L"I
| 3 o e ‘;( T Cm, Experimental Procedures
i, [ |[ ' Mok Available 3
o1 o ar” e e ] ]
> Overview

+ Experimental Procedure
(5)-%{b6-Chloro-2,3-dihydro-benzo[ 1,4 ]dioxin-Z2-ylmethyl)-sulfamide & 12-L four necked flask (equipped with
mechanical stirrer, waker condenser topped with a nitrogen inlet, and two stoppers) was charged with (3)-(6-chioro-
2,3-dibydro-benzo[ 1,4 ]dioxin-2-y)-metbeelamine (5 214 g, 1.07 mol), sulfamide (412 g, 4,29 mol), and &o-propyl acetate
(4 LY, The reaction mixture was then heated to reflux For a tokal of 15 b over 3 days and then cooled to room
temperature, The reaction mixture was chilled in an ice-bath and the residues were collected by filbration and washed with
do-propyl acetate, The Filtrate was washed with 1 M hydrochloric acid (3 L), dried (Mg30<), and concentrated bo vield
crude produck, The entire portion of crude product was dissolved in ethyl acetate and absorbed onto silica gel (600 g) and
lnaded into a Biokage sample induckion module, then eluted onta a Biokage 150M (2,5 g silica gel) using heptane (2 L), 1:9
ethyl acetate-heptane (4 L), 3:7 ethyl acetate-heptane (12 L), and 1:1 ethyl acetate-heptane (16 L) ta vield the produck
alarig with mixed fractions, The mixed fractions were rechromatographed on a Biotage 7501 (800 g silica) using hepkane (1
Ly, 1:9 ethyl acetate-heptane (2 L), 3:7 ethyl acetate-heptane (6 L), and 1:1 ethyl acetateheptane (3 L) to vield
additional product, The bwo loks of product were combined o vield the title compound as an of f-white solid, The itle
compound prepared according to the procedure as described in this Example vielded Form (-58), ($)-A<{6-Chloro-
2,3-dihydro-benzo[ 1,4]dioxin-2-ylmethyl}-sulfamide H MME (DM30-55 6 ppre 6,98 (d, 1= 1.9 Hz, 1H), 6,89
fm, 3H), 6.67 ibs, 2H), .36 (dd, = 11.7, 1.6, 1H), 4.28 {m, 1H), 4.00 {dd, J=11.5, 6.8 Hz, 1H}, 3.19 {m, 1H), 3.11 {m,
1H}, Melting Paoint: 99-100%C, Optical rotation: [a]o = -57.6% (c 2,14, MeOH, 23*C), Chiral HPLC: Chiralpak 8D-H, Hex{0.1
% TEANIPA (30:20), R = 11,407 min, =39%ee, Elemental Analysis for CoHOCINA0-5: Calculated: 960 358,78, %:H 3.95,
el 12,72, %M 10,05, %635 11,51, Measured: %6C 38,51, %H 3.74, %Cl 12,83, %M 2,93, %5 11.53,
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Relevant reactions can be moved to SciPlanner
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Two alternative pathways to our compound were
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constructed out of reactions from three publications
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Example: Check novelty and design your synthesis

& % Explore Explore Explore
OSGiF]'I]dﬁI‘ References cé. Substances Reactions

What did we learn?

® There are 99 compounds already
disclosed in 31 journal and patent
references

— J&J seems to dominate the patent
landscape

® There are at least 24 additional
atents that may influence our
reedom-to-operate

® Compounds are used in oncology
as well as in neurological diseases

® Two reaction pathways were
constructed for the most
frequently mentioned substance
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6.- Mas informacion

Estrategias de busqueda
Para cualquier duda: mplana@cas.org Soporte técnico

help@cas.org >

Propuestas, ideas, ) 4
comentarios

!

Paginas web de interés:
http://www.cas.org
https://my.cas.org
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