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Agenda

 Bases de datos de CAS: jmas contenido!
e La version web de SciFinder: jNovedades!
o SciFinder: registro
* Ejemplos de busquedas:

—Por tema

—Por estructura

—Por reaccion

(S | SaFinder s org

CAS is a division of the American Chemical Society



Agenda

e Bases de datos de CAS: jmas contenido!
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SCIFINDER

Contenido: bases de datos

CAplus™

CAS
REGISTRY "

CASREACT"®

» >31M bibliographic records
* >10K journals covered

 Patents from 59 patent
offices

» Updated daily (~3K daily)

* Links to almost 400
publishers and 9 patent
offices

* Literature back to early
1800s

 Cited articles from 1997
onward

COS | ScFinder

CAS is a division of the American Chemical Society

* >51M small molecules
* >61M sequences
» Updated daily (>12K daily)

» Substances reported
comprehensively in literature
back to 1957

* Includes nomenclature,
spectra, and properties
(experimental and predicted)

* >19M single and multi-step
reactions

 Extracted from patents and
journal articles

» Updated weekly (~30K
weekly)

» Reactions back to 1840

* Reaction conditions
starting in 2003

WWW.Cas.0rg




SCIFINDER

Contenido: bases de datos

CHEMLIST® MEDLINE®
« >248K inventoried / * >18M bibliographic
regulated substances records
« >100 inventories & * 4,800 biomedical journals
present

» 1950 -1966 from

* Updated weekly (~50 OLDMEDLINE database
additions)
 Contains regulatory
requirements for
substances

SciFinder ofrece informacién biomédica adicional a través
de MEDLINE® producida por la National Library of Medicine
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CAS Editorial: mas de 600 cientificos!!!
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CAS resume e indiza los contenidos de muchas
fuentes produciendo bases de datos de gran calidad

ICAS REGISTRY™

CA Family*

=B CASREACT®
PEeeEN |- | CAS CHEMCATS®
.-.;'_'ﬂ'{iJ‘an'_-':L-:*:'- Scientists CHEMLIST®
RIS TR
., w0 CIN®
MARPAT® |

ToxcentersM

*The CA Family is comprised of CA, CAplus and CAOLD
WWW.Cas.org

CAS is a division of the American Chemical Society
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e Laversion web de SciFinder: jNovedades!
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La dUdltima actualizacion ofrece nuevas funcionalidades vy
contenidos, solo disponibles en la version web!

nder - Sign In - Windows Internet Explorer

6\;‘/ = [@ reepsuiscfnder.cas.orgjsciinder] v[ 84 [x]] |EE

* Busqueda de reacciones

o —————— = A
’ SClFlnder ...Part of the process e Pro P iedades

With Scifinder, you can be more creative and productive
in your research process. You significantly improve your
Username | productivity by:

.
Password |:| + Accessing current, high-quality scientific information
+ Linking to more relevant journal articles and patent [ e rral I I I e I I aS e
documents than any other source

[“1Remermber my username
+ Exploring substructures and reactions

AT rten colaboracion

Your SciFinder username and password are R i Patent records are updated with patent assignee information as
assigned to you alane and may not be shared | soon as it becomes available from the patent office or authority!
with arvone else. o

Forgot Username ar Password?

CAS patent authority coverage expanded

CAS patent coverage has been expanded to include patent
documents from the Gulf Cooperation Council Patent Office and

Irish Patent Office. Patent and patent family references from 59
What is re patent authorities around the world are now included in the CAS

iy = * Nuevas opciones de
trabajo

View the newest Scifinder podcasts in the series:

<

About SciFinder | SciFinder Support and Training | CAS Databases

CAS is & division of the American Chemical Society

) * Nuevas funciones
SciFinder ——

CAS is a division of the American Chemical Society



SCIFINDER New with SciFinder: Reactions

¢cUna reaccion a explorar?

[0 1. Reaction Detail ®®Link | & Similar Reactions [Ela
Me
Y EEE Br
+ R:EaC05, S:DMF 24-25 'k, 110-118"°¢
T
-
L a
| | | 1 ¥ ' "f"u
> Py
Me [a]
10 0%
NOTE: Eeactante: 2, Eeagente: 1, Bolwventei 1,
Stepe: 1, Stagees: 1

Process for preparation of pure doxofylline

By Rajendra, Agarwal ek al

From Indian Pat, &ppl., 2007MUDI0LS, 27 Mar 2009

V.Cas.org

CAS is a division of the American Chemical Society



SCIFINDER New with SciFinder: Reactions

BUsgueda de reacciones similares

Get Similar Reactions &

1. Reaction Detail E-E)Linq & similar Reactions [Eh

] Retrieve similar reactions from:
H ® all reactions
Me A
= H O Current answer set
o
g\Db

s| Include this level of similarity:

H & Broad - Reaction centers anly (3924}
o a N
o o
| i 0 j/n\u
Me \ E:‘j)‘\ —l |

O mediurm - Reaction centers plus adjacent atoms and bonds (324

S

O Marrow - Reaction centers plus extended atoms and bonds (4)

Yoy

| Get Reactions || Cancel |

 Busqueda similar usando centros de reaccion.

* La busqueda puede ser en todas las reacciones o
solo en el “answer set”.

e Se pueden escoger entre 3 niveles de precision.

(S | SaFinder s org
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SCIFINDER New with SciFinder: Reactions

Nueva jerarquia de disolventes desarrollada
por los cientificos de CAS.

SciFinder - Explore Reactions - Windows Internet Explorer

6:; - |’ https:/fecifinder-beta.cas.orgfscifinder fview freaction/reactionExplore. jsf V| 5 ||2||£| |Live Search
Eile Edit Yiew Favorites Tools Help &
w o [’ SciFinder - Explore Reactions l - i - |2 page v i Tools +
Click image to draw or import structure ~
View All —
Keep Me Posted Results @
Solvents & A Close [Elk
Electra Paskett
Solvent Hierarchy No results
[View solvent list] cell signaling in adolescents
0 Selected | Select Al Deselect Al Aug 15, 2009 (1)
] Aug 08, 2009 (3)
= [ 1onic liquids - Aug 01, 2009 (7)
[ 1midazolium derivatives caffeine and exercise
[J Nonimidazolium derivatives ﬁﬁ [u“];: igg Eﬂ
EO Nonpolar solvents Jul 25, 2009 (2)
[ aliphatic compounds View All =
[J Aromatic compounds =
[ carbon disulfide My Connections ¢
[ silanes No invitations to connect
& O Polar solvents No outstanding sent invitations
[ palar solvents, aprotic You have 6 connections
[ polar solvents, protic —
[l N T il
Find: |:| ¥hext 4Previous
Number of Steps @ | |
Examples: 1, -3 1- -3
Classification(s) @& [ Biotransformation [ Electrochemical [ radiochemical
w |
B
WWW.Cas.0rg
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SCIFINDER New with SciFinder: Reactions

La nueva opcion “Sort” permite a los investigadores conseguir
rapidamente referencias/estructuras/reacciones relevantes

Reactions [J)tet
References
138 Reactions 0 3elected | Keep Selected  Remove Selecked Save Prink Export
Select ll Deselect All | Sort by: £ Similarit Answers per Page [15] 123456 ..10 }
Accession Mumber . ,
Mumber of Steps Display: M &0
[0 1 Reaction Detail eceo| [EETEREE dJtions [Eh
Publication Year
Sirnilarit COnH
N CHz — NH3
-
‘ + E:EtzMN, S:Dioxane, mo°c
P> =
cl
Double bond geometry ae shown.
a3 1 =~
|
N “\.\
g
HOsC =
Double bond geometry ae ehown.
NOTE: EReactante: 2, Eeagents: 1, SBSolwvents: 1,
Stepe: 1, Btages: 1
M-Hydrosy-1, 2-disubstituted-1H-benzimidazol-5-yl acrylamides as novel histone deacetylase inhibitors: Design, synthesis, SAR studies,
and in vivo antitumor activity
By Wang, Haishan et al
From Bioorganic & Medicinal Chemistry Letters, 1905, 1403-1408; 2009

(S | ScFinder:

CAS is a division of the American Chemical Society

Etapas

Rendimiento

ANno de
publicacion

Similaridad
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SCIFINDER New with SciFinder: Collaboration

Los investigadores pueden anadir su propio
contenido...

3. Heteroaryl substituted pyrrolo[2,3-b]pyridines and pyrrolo[ 2,3-b]pyrimidines as Janus kinase inhibitors and their
preparation and use in the treatment of diseases
By Rodagers, James D.; Shepard, Stacey; Maduskuie, Thomas P., Ir.; Wanag, Haisheng; Falahatpisheh, Nikoo; Rafalski, Maria; Arvanitis, Argyrios G.; Storace,
Louis; Jalluri, Ravi Kumar; Fridman, Jordan 5.; etal
From U.5. Pat. Appl. Publ. (2009), US 2009151959 A1 20090716, Language: English, Database: CAPLUS
The invention provides heteroaryl substituted pyrrolo[2,3-b]pyridines and heteroaryl substituted pyrrolo[2,3-b]pyrimidines
of formula I that modulate the activity of Janus kinases and are useful in the treatment of diseases related to activity of
Janus kinases. Compds. of formula I wherein A1 and A2 are independently C and M; T, U and V' are independently O, S,
M, CR5 and MH and derivs.; dotted lines are single and double bond forming an arom. 5-membered ring; X is N and CR4; ¥
is C1-8 alkylene, C2-8 alkenylene, C2-8 alkynylene, etc. ZisH halo C1-g allod -8 zlkenyl, C2-8 alkynyl, etc.;...

4Substances AReactions £ Citing OFull Text ®® Link = 1 Comment [ 2 Tags

Comments

Unconwventional liquid-liquid extraction in undergraduate laboratories: cloud-point separation and
preconcentration

1 Comment Sort by: Mewsr First | Older First

we should try this technique in the lab

Marie Sparks Posted August 31, 2009 9:54 4M
Last Modified August 31, 2009 9:54 AM

2Tags | Edit Tags

Aacomments e janus inhihitors(1); project x competitive patents(1)

1

LI | 1 - 1 1 | | - 1 | I |l W 1 P e |
I:l Characters Remaining: 1024
————Te [ P UEE T ETUvwE WWW.Cas.0rg

CAS is a division of the American Chemical Society



SCIFINDER New with SciFinder: Collaboration

....Yy jcompartirlo!

3. Heteroaryl substituted pyrrolo 2,3-blpyridines and pyrrolo[ 2,3-b]pyrimidines as Janus kinase inhibitors and their
preparation and use in the treatment of diseases

Explore Tag "laboratory experiments”™

. " 4 Invite Colleagues
My Connections B el

& Connections 0 Selected | Remove

My Connections allows you to share comments and tags with these coleagues.

Connected Colleagues E-mail Profile |
Fi Perry, James jperry@cas.org CAS - %

Ackd Comevent:

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER New with SciFinder: Collaboration

La flexibilidad de la Web permite a CAS probar y
desarrollar nuevas funcionalidades para satisfacer
las necesidades de los usuarios

Explore Tag "laboratory experiments™

- + Invite Colleagues
My Connections s

Connections | Invitations
6 Connections 0 Selected | Remove

My Connections allows you to share comments and tags with these coleagues.

Connected Colleagues E-mail Profile
F Perry, James jperry@cas.org CAS

e CAS quiere compartir con los usuarios los nuevos
desarrollos
o Software is production quality
 Elusoy los feedbacks conducen a desarrollo de mas
funcionalidades y opciones
o

SciFinder wwwasorg

CAS is a division of the American Chemical Society




SCIFINDER New with SciFinder: Chemical Properties

LISC-NMR espectros teodricos de mas de 28 millones
de sustancias

Molecular Weight 437.32 (1)
Spectra Properties Value Conditions llotes Top
Carbon-13 NMR Spectrum [k See spectrum (2)

Proton NMR Spectrum See spectrum \ 2)

Welcome Gregory A Delgado | Sign Out ” ] 3
Chemical Structure substructure > substances (104) > refine "any property” (104) > get references (60) > get substances (17088) > 51H]J 0
Carbon-13 NMR Spectrum (1161946548-CNMR)
Carbon-13 NMR Spectrum -
| | e * New predicte
ini

N | spectral data is being

e | added to CAS

= REGISTRYSMas an
s [ ONGOING project

* Predicted spectra

. ‘ ‘ 1 available through an

’ agreement with

180 165 150 133 120 1035 a0 73 &0 45 20

CNMR Predicted Spectrum N o AC D/ L ab S

CAS Registry Humber: 1161946-54-8
Cis Hia Clz N3 Os 52 l -
S ———————

(S | SaFinder s org
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SCIFINDER New with SciFinder: Chemical Properties

Los investigadores pueden centrar sus busquedas
estructurales con las caracteristicas mas
Importantes para ellos

Refine by Property Value @ ° SC' F | n d e r n OW
:;.ESE;LEQ: or mare properties, Click each property to display 2. Specify values and limits. p rOVI d eS aCCGSS to
uperties - 1 selected . Yalues - Predicted Molecular Weight Over 2 . 5 bl I I IO n
H &cceptors = ecify range: 1
} TR w chemical property
i Molecular \Weight . !
T values across over 37
St million substances!
Cleailing Paint
L] Density
ClEnthalpy of Yaporization
CIFlash Pain
v et oencr S  Researchers can
Ckoc .
e leverage this for
Mass Intrinsic Solubility
Cvess sty focused search
Molar Infrinsic Solubility .
v oty results to save time
gg:iar Surface Area an d I n C re ase
Cvapar Pressure ~ 71
e [ nclude substances with no value for the specified properties p rOd u CtIVIty

(S | SaFinder s org
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SCIFINDER New with SciFinder: Chemical Properties

Posibilidad de esportar a Microsoft® Excel® las propiedades de
una sustancia. Permote revisar y analizar las porpiedades
guimicas.

B3 Microsoft Excel - Copy of CAS Registry Number, 873411-82-6.

i) Fle  Edit View [nset Fomat Jooks Data Window  Help Type & question far help
. .
SNSRIk G A0 o8 T A2 Mg @] ° Slmllar al
i Arial -0 «|B I U | $ % 1 [ESC R A-! P # ) @ w0 i | 3 By g8 e Reply with Changss... End Reviw... !
Al - ) -
: B : ‘ ° ' : ‘ Commercia
& Scinder*
. age
1
2 |CAS Registry Number |CAS Index Name Type \Calegury |aneny \Value and Units Val a I I re O r
Ethanane, 2,2-dichloro-2-(3 & [
dichloro-Znitraphenyl)-1-(2-
| 3 |873411-82-6 nitrosophenyl)- predicted Biological Bioconcentration Factor 6780
v

Ethanane, 2 2-dichloro-2-(3 5
dichlora-2-nitrophenyl)-1-(2-

573411-82-6 nitrosophenyl)- predicted Biological Bioconcentration Factar 6780
Ethanone, 2,2-dichloro-2-(3 5 r
dichlora-2-nitrophenyl)-1-(2-

873411-82-6 nitrasophenyl}- predicted Biological Bioconcentration Factor 6780
Ethanane, 2 2-dichloro-2-3 5 r
dichlorg-2-nitrophenyl)-1-(2-

873411-82:6 nitrasaphenyl)- predicted Biological Bioconcentration Factor 5750
Ethanane, 2 2-dichloro-2-(3 & r
dichloro-2-nitraphenyl)-1-(2-

B573411-82-6 nitrosophenyl)- predicted Biological Bioconcentration Factor 6780
Ethanane, 2 2-dichloro-2-(3 5 r
dichlora-Z-nitraphenyl)-1-(2-

573411-82-6 nitrosophenyl}- predicted Biological Bioconcentration Factar 6780
Ethanone, 2,2-dichloro-2-(3 5 r
dichlora-2-nitrophenyl)-1-(2-

B573411-82-6 nitrosophenyl)- predicted Biological Bioconcentration Factar 6780
Ethanone, 2,2-dichloro-2-(3 5 r
dichlorg-2-nitrophenyl)-1-(2-

| 10 |873411-82-6 nitrasaphenyl)- predicted Biological Bioconcentration Factor 5750

Ethanane, 2 2-dichloro-2-(3 5 r
dichloro-2-nitrophenyl)-1-(2-

| 11 |873411-82-6 nitrasophenyl)- predicted Biological Bioconcentration Factor 780

Ethanane, 2, 2-dichloro-2-(3 & r
dichlora-Z-nitraphenyl)-1-(2-

| 12 |873411-82-6 nitrosophenyl)- predicted Biological Bioconcentration Factor 6780
Ethanane, 2,2-dichloro-2-(3 5-
dichlora-2-nitrophenyl)-1-(2-

873411-82-6 nitrasophenyl)- predictad Thermal Builing Point 530.8450.0 °C
Ethanane, 2,2-dichloro-2-(3 5-
dichlorg-2-nitrophenyl)-1-(2-

| 14 873411826 nitrasophenyl)- predicted Density Density 1.6420.1 g/em3

Ethanone, 2 2-dichloro-2-(3 5-

dichloro-2-nitrophenyl)-1-(2-

| 15 |B73411-82-6 nitrasophenyl)- predicted Thermal Enthalpy of WVaporization 80.6143.0 kd/mol

Ethanane, 2 2-dichloro-2-(3 5-

dichlora-Z-nitraphenyl)-1-(2-

[~

n

e Para manipular
datos, usar Excel

B

-~

E

e Anadir/eliminar
columnas

B

=

[~]

E

* Ordenar y filtrar
por valores
especificos

=

o

| 16 |873411-82-6 nitrosophenyl)- predicted Thermal Flash Point 2748301 °C
Ethanone, 2,2-dichloro-2-(3 5 r
dichlora-2-nitrophenyl)-1-(2-
W 4 » v\ Tips )\ Exported Properties / |«
Ready HUM
B

SciFinder wwwasorg

CAS is a division of the American Chemical Society



SCIFINDER New with SciFinder: Convenience

Los usuarios pueden escoger como ver sus resultados...

SciFinder - Reference Answer Set - Windows Internet Explorer

@:—/w - |. https: /fscifinder-beta.cas.org/scifinder fview ftextfreflist. jsfrnav=rO0ABX QAAWFIACQHOUUZND Ey Middhk yzL TUWOLYHNLY 30y 00MOEZ ThBR. jhFk v| ﬂ | || X |Li\re Search

File Edit W“iew Favorites Tools Help

w [gg]- IQ SriFinder - Referenc,,. ]@ Poison Ivy Treatments, ... ]

’&]F]ndér.'; % Explore  Explore Explore e Saved Answer Sets | Help A
References Substances Reactions i Keep Me Posted Results | History
8 [E My Connections | Preferences
Problem Report Session Info

l fi - B - & - [zrPage v ¥ Tools ~

Welcome Jonathan W Taylor | Sign Out
Create Keep Me Posted »  Research Topic "poison ivy treatment” > references (143) y
- 7,

References & S5 o BRSE, Mo e

Substances & Reactions = cGited = Citing
143 References 0 Selected | Keep Selected  Remove Selected | Remove Duplicates | Add Tags Saus Print Export Analyze by: @

Select All Deselect All | Sort by: | Accession Mumber |+ Answers per Page [20] | Change nurnber of anSiNelr’S Iper HR9e tl’ﬂe A"
A

Br fo view onfly those references
thinlghe current answer sef

[ 1. Poly(urea-urethane) compositions useful as topical medicaments and methods of using the same
By Chesson, Jerry; Romack, Timothy J.; Swick, Lance L.; Terry, David R.
From PCT Int, Appl. {2005), WQ 2009051648 A2 20090423, Language: English, Database: CAPLUS
The present invention provides a method of treating a skin ailment including administering to a subject in need thy
compn. including (i) a primary diamine; (i) a secondary arom. diamine; (iii) a polyisocyanate; and (iv) optionally, a pgl
a method of forming a skin bandage.

4Substances AReactions & Citing DFull Text ®® Link @ 0 Comments [0 Tags

Select the number of answers to show per page.
15 |20 | 25 | s0 | 75 | 100

SWiNg MOore SNEWErs per page may increase page-losding

!%

[ 2. Poly(urea-urethane) compositions useful as topical medicaments and methods of using the same

By Chesson, Jerry; Romack, Timothy J.; Swick, Lance L.; Terry, David R. Boer Kinga 4
From LS. Pat. Appl. Publ. {2009), US 2009098194 A1 20090415, Language: English, Database: CAPLUS R
The present invention provides a method of treating a skin ailment, including administering to a subject in need thereof, a therapeutically effective amt. of a _
compn. including (i) a primary diamine; (i) a secondary arom. diamine; (iii) a polyisocyanate; and (iv) optionally, a polyol. The present invention also provides Kapui Zoltan 4

a method of forming a skin bandage. Acetone 850 mL, Me Et ketone 100 mL, polyetheramine D-2000 60.0 mL, secondary diamine UOP 4200 15.0 mL, polyether

polyol Multranol 4012 20.0 mL, ethylene glycol 5.0 mL., propylene glycol 5.0 mL. and MDI Lupranate 5143 32.0 mL were added sequentially with stirring to make Meadows Sandra Dora 4

a clear off white soln. The paly(urea-urethane) formulation farmed a film that allowed transport of hydrocortisone. When the formulation was applied to a 1

severe sunburn of the scalp, pain and discomfort subsided and the polymer film formed a protective coating over the burned skin. Mikus Endre a4

& Substances AReactions §'Citing DFull Text ®® Link @ 0 Comments [ 0 Tags e —

[ 3. Preparation of triazolo[1,5-a]quinolines as adenosine A3 receptor ligands for treating disease %
By Susan, Edit; Boer, Kinga; Kapui, Zoltan; Timari, Geza; Batori, Sandor; Szlavik, Zoltan; Mikus, Endre; Vargane Szeredi, Judit; Finet, Michel; Urban Szabo, Kataling et al

From PCT Int. Appl. {2008), WO 2008149158 A1 20081211, Language: English, Database: CAPLUS Urban Szabo Katalin 4

The present invention relates to the adenosine A3 receptor ligands of the general formula I (wherein R1, R2 are H or straight or branched C1-4 alkyl; R3,R5 are ]

H, straight or branched C1-4 alkyl, etc.; R4 is Ph, benzyl, thienyl, etc.; R13 is CM, aminocarbonyl, etc.; X is CH2, NH, 5, etc.; n = 0-2) and to their salts, Aranyi Peter 3

solvates, N-oxides and isomers, to pharmaceutical compns. contg. I, to their therapeutic uses, and to a process for prepg. . Example compd. II was prepd. by e —

| £

reacting 1.2-diamino-3-cvano-4-benzvlamino-6-morpholin-4-vilauinolinium tosvlate (prepn. aiven) with 3-methoxvbenzaldehvde. I had an IC50 of 38 nM in

SciFinder wwwasorg

CAS is a division of the American Chemical Society
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SCIFINDER New with SciFinder: Convenience

.Sl lo quieren ver muy detallado

T
SciFinder - Reference Answer Set - Windows Internet Explorer
P . I I I
G_\:-j + 4 nitps:/yscifinder-beta.cas.arg/ecifinder view ftextrefL st jsPPnay =rODABXQAAWFOACOX OULZNDEYNIDANK 2L TUWQUYNUY3OYDOMOEQTRERNAY ¥ £ | ¥/ |Lie s P l|I|||E| lIIII| ] — =
5 L}
File Edit Yiew Favorites Tools Help @ hd
=—— — = . >
88{'"SUF\nder'Refwen:m X [?Pmsnn Tyy Treatments, ... { ‘ - B - @ - [Zrpage v { Took -
Explore Explore Explore " \Z Saved Answer Sets | Help )l
References Substances Reactions Keep Me Posted Results | History
[k My Connections | Preferences
Welcome Jonathan W Taylor | Sian Out Problem Report Session Info
> " DO i " T . .
B e kel ~ SciFinder - Reference Answer Set - Windows Internet Explorer | x|
Get ] Get Get Get = | bps e findder-bota.cas. org/at inder M tit ra L ist. o srOOAS OO ASWIIACCROULENDE DN YEL TU QU VIR Sy OOMOES( THER, v & 5K pas
‘ References & Giyinces & Reactions 1 ted [ Gting Ge s ¥ ¥ L
Eile B Yew Fgeorites Took  Help L
Select All Deselect Al | Sortby:[Accesson Humber [w] W0 |- | SciFinder - Anforenc... X | 8 Poison Ly Treatmerts, ... B @ & e G Tk -
’Sﬂﬁﬂﬁ: e * Exiore Exploe - Savad Anwer Sats | Halp 4
0 1. poly(s itions useful as topical Redorances Substances Reactions u;nulu ns;mq Rasuls |9I.nnw
iy Chesson, oy Romak, Timothy 1. Sick, LanceL ; Tery, David . g R;"m“""’“‘“i:h wiarwmces
From PCT Int. Appl. (2008), WO 2009051648 A2 20090423, Language: Engiish, Databafll WAk Jonathan W Tavior | Sion Out
45ubstances AReactions £'Citing DFull Text ® Link @ 0 Commerll | Cras kanpbie fusmsa  Riesech Tople “petson by treatnsent” = references (143) . J
0 2 Poly( itions useful as topical medi Ref ~ Get | et g Get  me Get Anatyss m
By Chesson, Jerry; Romack, 'ﬁmniﬁv] Suick, Lance L.; Terry, David R. . 5 & Substasces & Keactions Cited Liting @
From U.S. Pat. Appl Publ, (2008), US 2003098194 A1 20080415, Language: English, Dffil | .43 Rieferances. 0 elacted | Fnep Salected  Ramous Sebactid | Ramowe Duphcates | dd Tags sove  pen Dpor ] | AVIVIRBY
4Substances AReactions £ Citing DFull Text @@ Link @ 0 Commel Select ANl Deselect Al | Sort by | Acoession humber |w AnswersperPage [20] 12345 % w8l Adhor Hame -
[ 1. Poly{urea urethane) compositions useful as topical medicaments and - — = -
“The presset r\em-nn a'rnnes a mem of treatmq n skin allment induding o G - W hispes:/fscifincior-beta.cas orgscifinder friew ool st o naw srO0ARN QA AWFOACONOULIBHDE IR Vo TUWOUN U S0y 00MOE: e | B 4] X =
compr. inchading (1)  primary diamine: (i) & secondary aroen. diamine: (i ) =
& mathod of farming a skin bandage. B En dew Fgoss Lok R =
Substerces & £ ting DFul Text 00 Dol i S o8- e ScPnde - Refsrenc.. % |8 Posson Ty Trestments, .. o
[ 2 Poly{urea-urethane) com s usetul as Lopial medicaments and m s
soa et \ : @ Safinder’ D = =
it i it Loommage: Brefeh, Databame: Rinfarances Substances g Raactions
thed cf treal
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SCIFINDER

New with SciFinder:

Convenience

Esta opcidn, también esta para las sustancias.

€ https://scifinder-test.cas.org:90/scifinder/view/substance/substanceList.jsf?nav =

DABXQAAWFOAC - Windows Internet Explorer

5:} - |§, https:/fscifinder-test.cas. org 20 /scifinder Aview fsubstance/substancelist, jsfPnay =rO0ABXQAAWFOACCROKMSM kaMC 04Nk YzZL TRCM T QHNDIOCy 01T V| 5 ‘ *1(| X |Live Search | 2~
File Edit ¥Yiew Favorites Tools Help
— I i >
w [ l {’ SciFinder - Reaction An k\) https fscifinder-tast.... l -8 - |rPage = ) Tools
‘Saﬁnder@m i Explore Explore Explore [ J Saved Answer Sets | Help |
References Substances Reactions 2 {J(eep Me Posted Results | History =
i [E. My Connections | Preferences
Welcome Jonathan W Taylor | Sign Out ' Jblem Report Session Info
Opened saved answer set "Lipitor Variations” (117) %
Get ] Get Get Analysis Refine
Substances D References 4 Reactions i\: Commerdial Sources
117 Substances 0 Selected | Keep Selected  Remove Selected Save Print Export Analyze by: @
Select All Deselect All | Sort by: | CAS Registry Number | % Answers per Page [50] 123 |Substance Role v
view: I L1110 Gk bar to view only those substances|
[0 1. Substance Detail [0 2. Substance Detail R
110862-48-1 110979-23-2 ological Stud 84
(Companent: 110862-48-1) g ¥
e
Hozc/\f/\‘\sf F /\s//\ Uses 79
| I = o HO 3 C 7 \/ /. F
OH OH )\ | 1 = Preparatiol 64
n
i-Pr o SN
{ > i-Pr T Properties 33
\ /!
Phu - \
I\ Do o A 27
Fh
) iew: Il WM =
(FTR 1
Relative stereochemistry. IIIIIIE lllll 1 2
Cz3 Hz5FN2 0s ——

. Prophetic in Patents 5
1H-Pyrrole-1-heptanoic acid, 2-(4-fluorophenyl)-B,8-dihydroxy-5-{1-methylethyl)-3- ¢ Na ) ]
phenyl-4-[(phenylamina)carbonyl]-, (BR,8R)-rel- Relative stereochemistry. ErmEE e 3

[ | ]
€32 HzsFN20s. Na
Occurrence &
B ~7 References 1H- Pyrrule 1- heptanulc acid, 2-{4-fluorophenyl}-§,a-dihydroxy-5-(1-methylethyl}-3 = 1| 1
i Do W Aaoge -
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New with SciFinder: Convenience

Eficiencia en la busqueda.

"~ Samner T

Welcome Jonathan W Taylor | Sign Qut

Explore Substances

Chemical Structure  chemical Structure ¥
Molecular Formula

Substance Identifier

Click image to change structure or view detail

search type: # @ Exact Structure
© Substructure
@ Similarity

M Show precision analysis

Characteristic(s) [] single compenent
[ commercially available
[[] Included in reference(s)
Class(es) & [ Alloys [ Mixtures

(S | SciFinder’

CAS is a division of the American Chemical Society

WWW.Cas.0rg



SCIFINDER

New with SciFinder: Convenience

Los links hacen que “navegar” a través de los
resultados sea mucho mas rapido

€ SciFinder. - CAS Registry Number 944585-79-9 - Windows Internet Explorer

@\:} - |. https: /fscifinder-beta.cas.org/scifinder Aview /substance fsubstanceDetail. jsfPnay =rO0ARXQAAWFDACOYMDREREQOR DMK YZL TUw QAINDIGRIDZM jk2M T ¥R HEQ V| ﬁ | || X |

Eile Edit “iew Favorites Tools Help

w [%Fl. SciFinder - Explore Sub... l’ SciFinder - CAS Regi.. * l l

? &]Hnder@ i Explore Explore Explore J

References Substances Reactions

BB @ - [Ypaev Tk~

Saved Answer Sefs
'{Keep Me Posted Results
~ [Es My Connections

Help ~
History -
Preferences

oV
Welcome Jonathan W Taylor | Sign Out

, ‘P_’blem Report Session Info
Create Keep Me Posted > Chemical Structure exact > substances (345) > 944585-79-9 \ 0

5 Get 1 Get . Get Get
Substance Detail [0 oferences & Ronctions 47 ¢ ial Tl Regulatory Information ‘

Link Save Print Export
4 Previous I‘-lext}

8.

CAS Registry Number: 944585-79-9
C1o Hi3 N5 O4

Adenosine-1'-14C-1-15N (9CI) By

4 Previous HE:{t}

Absolute stereochemistry.

Source of Registration: CA

Document Type: Journal

Role Nonpatents
Biological study '

Preparation v Rﬂhﬁ Hon pEI tents

Biological study v
(5 | SciFinder

Preparation v
CAS is a division of the American Chemical Society

WWW.Cas.0rg



SCIFINDER New with SciFinder: Convenience

Cambio flexibe y rapido entre las busquedas
por estructura y por reaccion

7 Structure editor

BEC ISR
/e @

SR 4
_xb *'l
LJ-I ql
~ &
Get
a a substances
that match
your query
using:
(® Exac h
@ Substructure
:J search
< s ] 2] @ Similarity
p— PS h
lc  JlcHoO S N PG B F I si Scale[100 |2 e
Q) % —===  ==esz
- @ooor

(S | SaFinder s org

CAS is a division of the American Chemical Society
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Proximos SciFinder e-Seminars

o “Exploring What's New with SciFinder” e-Seminar
scheduled for November 11t 2009 with
rebroadcasts dates on November 17t and 18t
— Focus on new enhancements and content
— Register at:

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER

Clicar en el seminario al que queramos asistir...

All e-Seminars

SciFinder

Pari of the Process~

Date & Time

November 2009

November 18, 2009
3:00 - 4:00 Europe 5T

SciFinder®: Exploring What's New with SciFinder®!

’I

Product: Category: Language:
SciFindar v (Al v| [ Display |
All event times in: Europe DT
Cateqory Subcategory

Search Technigues Miscellaneous Topics

Intermediate Enroll

November 17, 2009

15:00 - 16:00 Europe ST SciFinder®: Exploring What's New with SciFinder®!

search Technigues Miscellaneous Topics

Intermediate oll

November 17, 2009

12:00 - 1300 Europe ST SciFinder®: Exploring What's New with SciFinder®!

search Technigues Miscellaneous Topics

Intermediatl Il

November 11, 2009

2000 - 2100 Europe ST SciFinder®: Exploring What's New with SciFinder®!

Search Technigues Miscellaneous Topics

Intermediatl E rl rD ” Il

Topic

SciFinder® Tuterial: Navigating the Web Version of SciFinder
SciFinden® offers a variety of ways to search and retrieve infarmation. Understanding the navigatio...

SciFinder®: Finding "Greener” Research Processes
SciFinder has a wealth of green chemistry technologies and innavative research developments that wil...

Advanced Reaction Searching in the Web Version of SciFinder
In this tutorial, you will leam how to use advanced reaction search features using the web version ...

Intermediate Reaction Searching in the Web Version of SciFinder

Total: 20 recordings

Category Subcategory

Basic Orientation, Search

Technigues Basic

Miscellaneous Topics Intermediate
Advanced

Reactions

Reactions Intermediate

Page: 12

Date Size  Duration Format
March 23, 2009 139MB 23 mins  WRF LJ
Mlay 13, 2009 A6.2 MB B2 mins  WRF ﬂ

Movember 4, 2008 9.1 MB 16 mins  WRF LJ

Wowernber 4, 2008 8.0MB 13 mins  WRF

In this tutorial, you will leam more advanced reaction search technigues using the web version of 5.
A L RS G Lo kL sl ey




SCIFINDER

... y completar el formulario.

Enroll for SciFinder®: Exploring What's New with SciFinder®!

Flease pravide the following information to complete your enrollment. An asterisk (%) indicates a required field.

Please answer the following questions.

* First Name:|
* Email Addrem:|

* Confirm Email Address: |

* Last Name: | |

Phone Humher:| |

* Company: |
Address 1: | |
Address 2: | |
City: | ‘ State/Province:
ZIP/Postal code: |

Country/Region: | United States of America b

“Would you like to receive information about future CAS e-Seminars at your email address?:
fes
[ Mo

* SciFinder Login ID (Academics: Please list name of University or College):

*Job Title:

[ Submit ” Cancel

Dione

CAS is a division of the American Chemical Society



SCIFINDER

SciFinder:

CAS Customer Care

Web: www.cas.org E-mail: help@cas.org
Training and Support: www.cas.org/support/scifi/

(S | SaFinder s org

CAS is a division of the American Chemical Society




Agenda

e SciFinder: registro

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER Registro

’Sﬂﬂﬂdﬁf‘ ...Part of the process™
’Saﬂnder@ ...Part of the process™ e

rase provide the fallowing information
Ml* = recquinad)

Welcome to User Registration for SciFinder®! ~Contact Inramsation-

First Mama;
Click Mext to begin registration as a new user
Last Marrie®:

Mexts= |

|
I
Emais [
I
|
I

Confirm Email’;
Pt Lmier
F Humber
e | Selectone =
oh Tije I Select one j

~lJcERKaME aND PasswoRD—

- Introducir datos de contacto e | =
- Crear User Name y Password
- Pregunta de seguridad

~SecuURITY [MFORMATION-

|

Security Dusstion': I

Select one

(O | SciFinder e [

CAS is a division of the American Chemical Society




SCIFINDER Registro

Username and Password: Tips

Q. How long does my username need 1o be?

A, Your usemame must contain a minimum of 5 characters and a maximum of 15 characters

Q. What types of characters can my usemame include?
A, Your usemame can be all letters. I can optionally contain numbars and the following specid

dazh
uncler sCore
parind

17, ' ot =ymbol

Q. How long does my password need to be?

A, Your password must contain 3 mmemum of £ and a maimum of 15 characters

jAyuda!

I - .
Q. Can my password be the same as my usemamea?

A, Al least 2 of the characters in your password must be different from your usemarne

Q. What types of characters does my password have to include?
A, Your password must include at least three (3) of the following
s Letters
s Mized upper and lowercase latiers
» Mumbers
s MNorealphanumenc characiers (2g., @ ,7% 4.7

Q. When | change my password, how different does it need to be from my old password?
A, A new passward must differ fram your old passwaord by 31 least 2 characters

Additional guestions may be directed to G45 Cuslomer Care

(S | SaFinder wcas.org

CAS is a division of the American Chemical Society




SCIFINDER Registro
’Sﬂﬂﬂdﬁl’“ ...Part of the process™

Flease provide the following information
okl = reguirad)

—Contact InFormation—

Firat Marme": I

Last Marme*: I

Confrm Email'; I

Phene Number |

Fax Mumber I

Ares of Fesasnch I

g
=

Select one

Join Tille I

Selectone

~LIsERNAKE AND PassiwoRD—

Usermame*; I

e QSaFmder ® ...Part of the process™

Re-anlar Password"': I

~SEcuRiTY [NFORMATION- Almost Finished
Security Duestion’: I Solact one ;I
Answer': | - Thank you for completing the initial step in registering to
use ScikFinder®! You will receive an e-mail message from
_ CAS with instructions for completing the registration

b ., -y | e/ NW/AA AL ANANW A

CAS is a division of the American Chemical Society



SCIFINDER Registro

To complete your SciFinder registration, vou must chck the link prowided below. By clicking
the link, yvou agree to all of the following terms and conditions:

o [ will not share my username and password with any other person,

s [ wall search only for myvself and not for others or other orgamzations.

o I wall not use any automated program or script for extracting or downloading CAS
data, or any other systematic retrieval of data.

o [may retan a masarmoom of 5,000 Eecords at any given tune for personal use of to
shatre within a Project teamn for the duration of the Project. _

o Iy orgamization's SciFmder License and the CAS Information Tse Policies
(httpoiwarer. cas. orgllegalimfopolicy html) apply to my use of SciFinder.

o Twill contact my SciFmder Key Contact ff T have questions.

Ifwou do not accept these terms and conditions, do not click the link and delete this e-mail
message.

FOOA-T1EQ-D25195AFASSD

‘ hitps:fsciinder cas orgfremstration/completeEemstration htrnl YrespE ey=0945E2 2D -86F -

Ifwouneed assistance at any tine, consult the key contact at vour orgamzation.

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER Registro

’Schmder ® ...Part of the process™

Registration for SciFinder® is Complete

You have successfully completed the registration process.

To sign in to SciFinder®, click the link below.

hftwsscifinder o as ok scifinder

7

hitps A scifinder ¢ a8 oy seifinde

(S | SaFinder s org

CAS is a division of the American Chemical Society




SCIFINDER

ACS Journals CE&EN CAS

Qe s |
Advanced Search

Adivision of the American Chemical Society oite Search GO

Home About CAS Clur Expertise solutions Products & Senices support & Training Mews & Evants

The world's most

Learn about
.

authoritative., o W&
comprehensive S—

source of chemical substance inforiation ‘ J Learn about STMN"

Current Customers CAS offers the CAS REGISTRY ™ - the largest collection of
substance infarmation - as well as indexed references from
mare than 10,000 major scientific journals and 59 patent

SUBSTANCES
50,856,888

Find all your product resources in authorities around the world. CAS databases are:

sciFinder and STH Suppoart & _ organic and

Training. * Updated daily inorganic
S : = Built and quality contralled by CAS scientists

 Selact & Quick Link v » Accessed via SciFinder and STN - award-winning

search and analysis tools
kA single resource for both patents and journal articles

Content Corner

= 50 Millionth Unigue Chemical
Substance Recorded in CAS

] =y ] [[ny Y
CAS is a division of the American Chemical Society

Colors of Chemistry

Yellow-dyed silk robes were so precious to ancient Chinese emperors
that they permitted no one else to wear thern. These emperors also

WWW.Cas.0rg




SCIFINDER

ACS Journals CE&EN CAS

Qe s
Advanced Search

Adivision of the American Chemical Society oite Search GO

Home About CAS Clur Expertise solutions Products & Senices support & Training Mews & Evants

The world's most -
Learn about ’
SciFinder®

Sefe-ctaauickunf @ atlve and ’ '

- .
Sign in to SciFinder S Ive PROFESSIONAL
Sign inta STM on the YWehb (LY

Signinto ST Easy ®
R Learn about §STIN

CAS Databases
CAS Registry System

Scifinder Support & Training I CAS offers the CAS REGISTRY™ - the largest collection of

SC!F!HdEf Cnn_te_nt at & Glance substance information - as well as indexed references from

SciFinder Training Calendar mare than 10,000 major scientific journals and 59 patent
authaorities around the world. CAS databases are:

SUBSTANCES
50,856,888

= T Support & Training organic and

= 1M Database Summary Sheets = Updated daily inorganic
[ STM Training Calendar | » Built and quality controlled by CAS scientists
:Selecta Oluick Link V_| » Accessed via SciFinder and STH - award-winning

search and analysis tools
kA single resource for both patents and journal articles

Content Corner

= 50 Millionth Unigue Chemical
Substance Recorded in CAS

] =y ] [[ny Y
CAS is a division of the American Chemical Society

Colors of Chemistry

Yellow-dyed silk robes were so precious to ancient Chinese emperors
that they permitted no one else to wear thern. These emperors also

WWW.Cas.0rg




SCIFINDER ¢, Problemas?

Cuando surgen problemas...

He olvidado el Password...

No encuentro lo que busco...

SciFinder se me clerra...

E-mail a: mplana@cas.org <=

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER ¢, Problemas?

- “He perdido/no recuerdo el password...”

Opcion: “Forgot username or Password?”

’ SClFlnder®...Part of the process

Sign In o Welcome to SciFinder!

)K YeH With ScifFinder, you can be more creative and productive
i b = 1y in your research process. You significantly improve your
Usernarme ) productivity by:

. | H
Password \_:.;;3 QH | A * Accessing current, high-guality scientific information

o A e Linking to rmore relevant journal articles and patent
/ documents than any other source
* Exploring substructures and reactions

|

[T Remember my username -

J 50 Millionth Unique Chemical Substance Recorded in CAS
] sote— Iq@ OH " REGISTRY

g Columbus, Ohio (September 8, 2009} - Chemical sbstracts

Service (CAS), a division of the American Chemical Society,
- =

Forgot Username or Password? I

Your SciFinder username and passwa
assigned to you alone and may not be sh
with anyone else.

Z I

Forgot Username or Password?

What is
SciFinder?

= U
register the 1

0 millionth compound in 1990,

[

About SciFinder | SciFinder Support and Training | CAS Databases VWW.Cas.o rg

CAS is a division of the American Chemical Society




SCIFINDER ¢, Problemas?

QSle“llldel' ® ...Part of the process™

Submit this form to request your username and a link to reset your password.

—~CONTACT INFORMATICN--

FLEASE PROMIDE QHE OF THE FOLLIOWIHG:

Username z | |

Email: | |

[ [ [=Faig ] [ Clear All ]

Responder al formulario.
En breve CAS os envia el username o password

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER ¢, Problemas?

- “SciFinder me da un error...”

i1
™
’ SC]FlndeI' -..Part of the process
Sign In o Welcome to SciFinder! il
Username and/or password is invalid. Try again, ) )K Y¢H With Scifinder, you can be more creative and productive
or contact CAS for assistance. ’ﬂb = £ in your research process. You significantly improve your
! productivity by:
Usernarme H
a‘\;’,’:} 91-{ A * Accessing current, high-guality scientific information
Password ' 4 * Linking to more relevant journal articles and patent
i / documents than any other source
Tl Remember my peskmmks o s ; e
FargatUsemame § | Isername and/or password is invalid, Try again, jree Recorded in Cas
Lsignin | i 0
- or contact CAS for assistance. e A
Your SciFinder username and pa e - ; n Chermical Society,
assigned to you alone and may nat be shared = ¢ " announced that on September 7 it recorded the 50 millionth
with anyone else, substance in CAS REGISTRY, the world's most comprehensive
(9] and high-quality cormpendium of publicly disclosed chemical
f B ! ~J.. 2D E‘H o information, The recently registered substance is a novel
a— : s HD arylmethylidene heterocycle with analgesic properties. Reaching
- - P R ———— e the 50 million mark so quickly is an indicator of the accelerating
What Is ol : Srdeiihedhls & fie pace of scientific knowledge, CAS registered the 40 millionth
SciFinder? et i i sebaindirdba il e i R substance just nine maonths ago - in confrast, it took 33 years for
b g ' CAS to register the 10 millionth compound in 1990,
:E
Ahout SciFinder | SciFinder Support and Training | CaS Databases
~a5 e s divicinn of Fhe drnerican Chermical Socieky

U | SUTTIUCT WWW.Cas.0rg

CAS is a division of the American Chemical Society



SCIFINDER ¢, Problemas?

- “SciFinder me da un error...”

E-mail a mplana@cas.org con un
“pantallazo” del problema.

]

iAyuda a resolver el problema con rapidez!

(S | SaFinder s org

CAS is a division of the American Chemical Society



Agenda

 Ejemplos de busquedas:
—Por tema
—Por estructura
—Por reaccion

(S | SaFinder s org

CAS is a division of the American Chemical Society
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SciFinder:

EJEMPLOS DE BUSQUEDAS
(OS5 | SciFinder S——



SCIFINDER

Sign In

Lzername ||

Passward |
[T Remermber my usernames

Forgot Username or Password?

Your SciFinder username and password are
assigned to you alone and may not be shared
with anyone else,

=25

=

N\

R o
i = "H'GJK/\OH

&

About SciFinder

CAS is a division of the American Chemical Society

(o]
.H@)Kﬁ’-‘jiH

A
l

|

SciFinder Support and Training | CAS Databases

‘ SClFlnder@...Part of the process

H

/“f

StiFinder even more essential to your scientistsSe research

Woelcome to SciFinder —

NEW! The new web version of SciFinder makes access to

process,  Some of the new features include:

Direct links to data

Keep Me Posted enhancements
Irmproved search precision
Session histary retention

Index term linking

Yigit www .cas.org for more information about the latest
release.
View the new Scifinder podcasts!

Content at a Glance

Mare than 15 million single- and multi-step reactions

More than 1 billion predicted property walues

Mare than 2 million experimental properties

The CAS REGISTRY database - the original source and final
authority for CAS Reqgistry Numbers - updated daily

s All patent records, meeting CAS selection criteria, from 9 —
of the major patent offices are available online within 2

days of the patents' issuance LI

o Senienres rnmhined frnm CAS and GenRank datahases.

L

(S | ScFinder:

CAS is a division of the American Chemical Society

WWW.Cas.0rg



SCIFINDER

’Sﬂﬂﬂdﬂf ® ...Part of the process™

‘ Welcome to SciFinder

| Please wait while your session starts,.,

SciFinder

Part of the process."

Copyright € 2009 American Chemical Society. All Rights Reserved.
SciFinder, the SciFinder logo, and Part of the Process are frademarks
or registered trademarks of the American Chemical Society,

da sy

A division af the Amarican Chamica/ Sociaty

.0rg

CAS is a division of the American Chemical Society



SCIFINDER

https://scifinder.cas.org

& SaFinder:

‘Welcome Miram Plana | Sign Out

| Important Information

Welcome to SciFinder!

: oy ey 3 3 : i .
NEW! The new web version of SciFinder makes access to SciFinder even more essential to your scientistsB8 research process.  Some of the new features include:

® Direct links o data

® Keep Me Posted enhancements
* Improved search precision

® Session history retention

* Index term linking

Yisit www.cas.org fogore information about the latest release.
I _Continue I

Direct links to data

keep Me Posted enhancements
Improved search precision
Session history retention

Index term linking

(S | SaFinder s org

CAS is a division of the American Chemical Society




SCIFINDER Pantalla principal de SciFinder Web

Barra de Herramientas

Keep Me Posted Results | Histary
L= 1y Conrections | Preference

; i Explare Explore  Explore
| References Substances Reactions

Welcome Miriam Plana | Sign Out

1
Explore References Saved Answer Sets @ II
ey i - prowa
Research Topic R ssearch Topic @ climatic change
Author Marme Autosaved Substance Set
corp Ref dad
efs. guardadas, [..a
Docurment Identifier
Opciones de alertas (KMP), et
e /) I Keep Me Posted Results &
Tage T busqueda conexiones
=1 Carnbio climatico
Oct 17, 2009 (6)
Oct 10, 2009 (4)
Publication Year | | Oct 03, 2009 (3)
Examples: J905 jogs jodd yoos. -fdos
Yiew all
O eiography [ Dissertation O patent
/ [ eook [ Editarial O Preprint My Connections 4>
I Clinical Trial [ Histarical 1 Repart o
O Commentary [ Journal O Review Yol have L BUtraiing sark
O conference O Letter invitstion
l Ay u d a! No carmections iy o Hetwark
Language(s) ¢ [ chinese [ German [ Palish
[ english [ 1talian [ Russian
[ French [ 1apanese [ spanish
Author Name & | | | | | |
Para limitar
Company Name @ | | ,
Examples: I b d
Minnesota Mining and Manufactuing a u S q u e a-
LuFont T

CAS is a division of the American Chemical Society



SCIFINDER

Pantalla principal de SciFinder Web

| a6 SciFinder Product Information | & ScFinder - Explore References || | a5 SciFinder - Help & | | -

Contents | Index | Search |

SciFinder Cverview

@ NTRODUCTION

@ EXPLORE TASKS

@ USING ANSWER SETS
@ KEEFP ME POSTED

& SciFinder-

Tips for Specifying a Research Topic

@ LINK RESOURCES . _ _ _ . _ _ _ . ® _
@ HISTORY To find information while exploring or refining by research topic, enter your phrases as complete sentences in English. SciFinder™ understands which
@ OBTAINING DOCUMENTS terms are the keywaords and how to relate the terms to one anaother.
@ PREFERENCES Here are some tips for defining your search:
@ MISCELLANEOLS ’
Restrictions
The number of:
e Concepts used in the input phrase of a research topic cannot exceed 7 (seven). |
e Terms used to define a single concept as part of a research topic cannot exceed 8 (eight).
s YWords used in the input phrase of a research topic cannot exceed 40 (forty).
e Boolean AMD or OR operators used to define a single concept as part of a research topic cannat exceed 3 (three).
Defining Your Research Topic
Research topics should be composed of two ar three concepts combined with prepositions, conjunctions, and other simple parts of speech.
Examples:
e | am interested in the effect of penicillin an milk production in dairy cows
e | am interested in liver apoptosis and nasal apoptosis
Prepositions
Examples of commaon prepositions are: after, amaong, at, hetween, from, in, into, on, upon, within. In English, there is a difference hetween the two
phrases:
* Reactions caused by heat
e Feactions causing heat
Although SciFinder does not understand the relationships implied by prepositions, it does recognize prepositions and uses that infarmation to fulfill your
information request.
Use of AND and OR
Sometimes, SciFinder cannot figure out the differences in the words AMD and COR. In these cases, SciFinder runs the search using AND and COR and
presents both results far your selection.
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(3R,55,6E)-

(E1-(3R,55)-7-[4-{4-Fluoropheny-6-isopropy -2~
[{methylsulfony[{methy hamino Joyrimidin-S-v1]-3,5-
dihydroxyhept-t-enoic acid; Rosuvastating ZD 4522
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Monspecific Nonspecific
Derivatives Derivatives
from from
CAplus Role Patents MNonpatents  Patents  Nonpatents

Analytical
v

study
Biological

v v v v
study
Iiscellaneous v v
Preparation v v v v
Process v v
Properties v v v
Prophetic in

v v
patents
Reactant or - v
reagent
Llzes v v v

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

Biological Properties Value Conditions Notes Taop
Bioconcentration Factor 1.20 pH 1 Temp: 25 °C 11y
Bioconcentration Fachor 1.2z pH 2 Temp: 25 °C 11y
Bioconcentration Factor 1.17 pH 3 Temp: 25 °C 11y
Bioconcentration Fachor 1.0 pH 4 Termp: 25 °C (113
Bioconcentration Fachor 1.0 pH S Temp: 25 *C 11y
Binconcentration Factor 1.0 pH 6 Termp: 25 °C (11}
Bioconcentration Factor 1.0 pH 7 Temp: 25 °C (11}
Bioconcentration Factor 1.0 pH 8 Temp: 25 °C (113
Bioconcentration Fachor 1.0 pH 9 Temp: 25 °C 11y
Bioconcentration Fachor 1.0 pH 10 Temp: 25 °C (113 l
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Chemical Properties Value Conditions Notes Top
Koo 39.3 pH 1 Temp: 25 *C (11
Koo 40.0 pH 2 Temp: 25 °C (11}
koo 352 pH 3 Temp: 25 2C (11}
Koc 25.8 pH 4 Temp: 25 °C (11
ko 6.09 pH S Temp: 25 °C (11}
Koo 1.0 pH & Temp: 25 *C (11
Koo 1.0 pH 7 Temp: 25 °C (11}
koc 1.0 pH & Temp: 25 °C (11}
Koo 1.0 pH 9 Temp: 25 °C (11
kKo 1.0 pH 10 Temp: 25 =C (11}
logD 0.41 pH 1 Temp: 25 2C (11}
logD 0.42 pH 2 Temp: 25 °C (11}
logD 0.40 pH 3 Temp: 25 °C (11}
logD 0.23 pH 4 Temp: 25 “C (11}
logD -0.40 pH S Temp: 25 °C (11}
logD -1.33 pH 6 Temp: 25 2C (11}
logD -2.29 pH 7 Temp: 25 °C 11y
logD -2.03 pH 8 Temp: 25 °C (11}
logD -3.29 pH 9 Temp: 25 *C (11
logD -3.32 pH 10 Temp: 25 =C (11}
logF 0.422+0.850 Temp: 23 *C (11}
Mass Intrinsic Solubility Sparingly Soluble {0.33 g/L) Termp: 25 °C (11}
Iass Solubility Sparingly Soluble (0,34 g/L) pH 1 Temp: 25 °C (11}
MWass Solubility Sparingly Soluble (0,33 g/L) pH 2 Temp: 25 2C (11}
Mass Solubility Sparingly Soluble (0.35 g/ pH 3 Temp: 25 °C (11
Mass Solubility Sparingly Soluble (0,53 g/L) pH 4 Temp: 25 °C (11}
MWass Solubility Slightly Soluble (2.2 g/ pH S Temp: 25 *C (11
Iass Solubility Solble (19 g/} pH 6 Temp: 25 °C (11}
MWass Solubility Yery Soluble (170 gLy pH 7 Temp: 25 2C (11} l
MWass Solubility Wery Soluble (525 gLy pH & Temp: 25 °C (11}
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Density Properties Yalue Conditions MNotes Taop
Density 1.368+0.06 g/cm3 Temp: 20 °C Press: 760 Torr (11}

Molar Yolume 351.8+3.0 cm2/mol Temp: 20 °C Press: 760 Torr (113

Lipinski and Related Properties Yalue Conditions Notes Top
Freely Rotatable Bonds 1z (113

H acceptors a 11}

H Donors 3 (11}

H Donor AAcceptor Sum 12 (113

logP 0.42240.850 Temp: 25 °C 11}

molecular Weight 431.54 (11}

Spectra Properties value Conditions MNotes Top
Carbon-13 MMR. Spectrum [k See spectrum 12

Froton MMR Spectrum See spectrum (1)
Structure-related Properties Yalue Conditions Notes Top
Folar Surface Area 149 AZ (113

Thermal Properties Yalue Conditions Notes Top
Boiling Point 745.6+70.0 °C Press: 760 Torr (113

Enthalpy of Yapaorization 114.08+3.0 k1/rmol Press: 760 Torr 11}

Flash Point 404,7£35.7 °C (11}

11y Calculated using Advanced Chemistry Develflment (4C0/Labs) Software W8.14 for Solaris (© 1994-2009 ACD/Labs)

(12 Predicted NWR data calculated using Advand® Chermistry Development, Inc. (ACD/Labs) Software W9.07 (D 1994-2009 ACDLabs)

Experimental Properties: Biological Spectra Thermal

Biological Properties Yalue Conditions Notes Top
ADME (Absorplion, Distribution, Metabolism, See full text (1) CAS

Excretion)

ADME (Absorption, Distribution, Metabolism, See full text (21 CAS

Exrretinm’y
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T TS (OO Ty ST =T T

Half-Life (Biological) See full text (B CAS

Spectra Properties Yalue Conditions Notes Top
Carborn-13 MR Spectrum See full text (FyCcas

IR Absorption Spectrum See full text {7y CAS

Iass Spectrum See full text (8 CAS

Wass Spectrum See full text 9y CAS

Proton MR Spectrum See full text (71 CAS
Two-Dimensional MMR Spectrum See full text (FyCcas

L% and Yisible Absorption Spectrum See full text (7yCAS

LY and Yisible Absorption Spectrum See full text (10 CAS

Thermal Properties Yalue Conditions Notes Top
Melting Point 161.9 °C {10 CAS

{13 werhulst, &nja; Maolecular Pharmacology 2008, W74{4), P1084-1091 CAPLUS

{2y Schneck, Dennis W.; Clinical Pharmacology & Therapeutics (St Louis, MO, United States) 2004, W75(3), P455-453 CAPLUS

{3 Simonson, Steven G.; Clinical Pharmacology & Therapeutics (St Louis, MO, United States) 2004, Y76(2), P167-177 CAPLUS

{4} Hinton, Laura K. ; Fharmaceutical Research 2008, Y25(5), P1063-1074 CAPLUS

{5) Peng, Sean X.; Journal of Pharmaceutical Sciences 2009, WOB{S), P1EF7-1884 CAPLUS

(&) Obach, R. Scott; Drug Metabolism and Disposition 2008, W36(7), PF1385-1405 CAPLUS

{73 Astarita, Anna; Journal of Photochemistry and Photobiology, A: Chemistry 2007, Y187(2-3), P263-268 CAPLUS

{8) ¥u, Dong-Hang; Rapid Communications in Mass Spectrometry 2006, Y20(16), P2365-2375 CAPLUS

{9 3ao, Jun; Journal of Chromatography, B: Analytical Technalogies in the Biomedical and Life Sciences 2007, W856(1-2), P33-40 CAPLUS
{107 Hojjati, Moharmmad; Journal of Supercritical Fluids 2007, ¥4102), P187-194 CAPLUS

4 Previous | Next}

Contack Us | Copyrights and Trademarks
Copyright © 2009 American Chemical Society, all Rights Reserved,

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER BlUsqueda tematica

ARBITRARY LNITS
200
18.0 4
160 4
Spectrum ID
2877144 14-HMME
140 4
Working Frequency
12.0 i
400 rHz
100 4
MNucleus
1H
8.0 4
Standard
6.0 1 Tetramethylsilane (75-76-3)
4.0 . Temperature
25 9
2.0 4
I | Jl Source
0.0 : : : ﬂ i : | - L : Predicted MMR. data calculated
® Cevelopment, Inc, (ACDLabs)
@ SClFlnder® Software ¥0.07 (© 1004-2000
ACD/Labs)
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O 1. Pharmaceutically active compounds with novel medical uses and method of identifying such compounds referencer within the curren? answee
By kuhn, Michael; Campillas, Manica; Bark, Peer; Jensen, Lars Juhl; Gavin, Anne-Claude; Petsalaki, Evangelia; Garcia Urdales, Eduarda; Russel, Rob af
From PCT Ink, Appl, (20099, WO 2009124755 A1 20091015, Language; English, Database: CAPLUIS
The irwention provides a rmethod for identifying a novel medical indication of & pharmaceutically active compd, The imvertion further provides novel medical Davidson Michag! H 13
indications for several pharmaceutically active compds,  Specifically, compds. are provided for the prevention and freatment of a disease or disorder treatable B 1
with a seratonin-narepinephrine reuptake inhibitor (SNRIY, a seratonin receptor antagonist, an estazolam, a dopamine receptar antagonist, a dopamine receptor Anonyrmous 12
agonist, an L-type calciurn channel blocker, a selective estrogen receptor rodulator (SERMY, and an anthistamine, Also provi.,, E —
ASubstances AReactions §'Citing OFull Text @©Link ®0 Comments [0 Tags it e g
[0 2. compositions and methods for reducing hepatotoxicity associated with drug administration and treating non-alcoholic fatty liver disease, non- - - :
alcoholic steatohepatitis and associated cirrhosis Jones Peter H =
By Mehal, Wajahat; Aviin, Imaeda [ ]
From U.5, Pat, Appl, Publ, (20093, U3 2009239331 A1 20090924, Language: English, Database: CAPLUS Mckerney James M g
The present invention relates 1o the discovery that acetylsalicylic acid (854 or aspirin, salicylic acid (Sa) and related salicylate esters and their pharmaceutically 6 . :
arcceptable salts, when coadministered in effective amts, with a drug or other bioactive agent which typically {in the absence of the salicylate compd.) produces o |
significant hepatotoxicity as a secondary indication, will substantially reduce or even eliminate such hepatotoxicity, Fawvarable therapeutic intervention results E" SR ampq;] 8|
from the use of the present invention having the effect of reducing hepatotoxicity assocd, with the administ..
4cubstances AReactions £'Citing OFull Text @@Link =0 Comments [0 Tags Ehepherd el - SI
[0z Pharmaceutical composition comprising racetam and carnitine for the treatment of mitochondrial and, or metabolic disturbance Ballartyrie Christie M 7
By Perreira, Jose Roberto Da Costa; Falci, Mardio; Alario, Mauricio Matteis i 1
From PCT Ink, Appl, (20099, WO 2009105853 A2 20090903, Language; English, Database: CAPLLIS .
The present invention refers to a pharmaceutical compn, comprising & compd, of the racetam class of noofropics having a pyrrolidine nucleus, such as Kastelein John 1P ?I
piracetarn, and carnitine. The pharmaceutical corpn, may further comprise coenzyme Q10 andfor agent assocd, with mitochondrial and/for metabolic =
disturbance, such as hypocholesterolemic agent of the stating group, a hypoglycemic agent, or an antiepileptic agent. The invention also includes a method of Miller Elinor 7
treatment for mitochondrial disturbances, for example, myopathy and a neurodegenerative dysfunction comprising administration of the pharmaceutical ... . !
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2, Compositions and methods for reducing hepatotoxicity associated with drug administration and treating non-alcoholic
fatty liver disease, non-alcoholic steatohepatitis and associated cirrhosis

By: Mehal, Waijahat; Avlin, Imaeda
Assignee: Yale University, US4

The present invention relates to the discovery that acetylsalicylic acid (aS4 or aspirin), salicylic acid (S4) and related salicylate esters and their pharmaceutically acceptable
salts, when coadministered in effective amts, with a drug or other bioactive agent which typically (in the absence of the salicylate cormpd. ) produces significant hepatotoxicity as
a secondary indication, will substantially reduce or even eliminate such hepatotoxicity, Favorable therapeutic intervention results from the use of the present invention having
the effect of reducing hepatotoxicity assocd, with the administration of certain drugs and other bioactive agents and in certain instances of allowing the administration of higher
doses of a compd, which, without the coadministration, would produce hepatotoxicity which limits or even negates the therapeutic value of the compd. The invention also
relates to methods of reducing the lkelihood of & patient at risk for non-alc, fatty liver diseases (MAFLDY, including non-alc, steatohepatitis (MASH), or treating MAFLD or NASH
including primary MASH, MASH secondary to liver transplantation (MASH post-liver transplantation) or cirrhosis represent alternative aspects of the present invention.  Thus,
aspirin inhibited the caspase-1 pathweay and protected from acetaminophen (APAF-induced martality in mice. A& two signal requirement for initiation of APAP induced liver
touicity was identified, TLRS, providing a sighal for the transcription of pro-IL-1F and pro-IL-18, and the NALP3S inflammasome, providing the signal for cleavage and activation
of these pro-cytokines,
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(1)
United States Patent Application 20090239831
Kind Code Al
Mehal; Wajahat ; et al. September 24, 2009

Compositions and methods for reducing hepatotoxicity associated with diug administration and treating non-alcoholic fatty liver discase, non-alcoholic steatohepatitis and
associated cirrhosis

Abstract

The present invention relates to the discovery that acetylsalicylic acid (ASA or aspinn), salieyhc acid (S4) and related salicylate esters and thewr pharmaceutically acceptable salts, when coadminstered in
effective amounts with a drug or other bioactive agent which typically (in the absence of the salicylate compound) produces significant hepatotosicity as a secondary mdication, will substantially reduce or even
elwrnate such hepatotoxctty. Favorable therapeutic mtervention results from the use of the present mvention having the effect of reducing hepatotomcity associated with the admintstration of certain drugs and
other bicactive agents and in certam instances of allowang the admmistration of higher doses of a compound which, without the coadmimstration, would produce hepatotomcity which limits or even negates the
therapeutic value of the compound. The mvention also relates to methods of reducing the likelhood of a patient at risk for non-alecholic fatty iver diseases (IMAFLD), mcluding non-alcoholic steatohepatitis
(MAZH), or treating IWAFLD or NASH including primary WASH, NAZH secondary to liver transplantation (MNASH pest-liver transplantation) or cirrhosis represent alternative aspects of the present
vention.
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O 1. Toxicological and pharmacokinetic evaluation of concomitant intake of grapefruit juice and simvastatin in rats after repeated treatment over 28 referencer within e current answer
days sef
By Butterweck, Veronika; Zdrojewshd, Irmmo; Galloway, Cheryl; Frye, Reginald; Derendorf, Hartrmut
From Planta Medica (20099, 75(11), 1196-1202, Language: English, Database: CAPLUS Bailey David G 23
Since data concerning the toxicity and pharmacokinetics of concomitant repeated administration of grapefruit juice (GFJ) and simvastatin are lacking, we B 1
perfarmed & chronic study in rats over a 4-wk period using 2 different strengths (regular [RS] and double strength [DST) of GFJ and 2 different doses of e e e 13
sirmvastatin (20 and 80 mgha, resp.). Both juices did not have a significant effect on the pharmacokinetic pararmeters of either sirmeastatin lactone (SWL) or its E = ]
active metabolite sirmvastatin hydrowxy acid (SWa) when administered concormitantly in a dose of 20 mgdg over 28 days, Howewer, when ... ek i
4Substances AReactions £'Citing OFull Text @@Link ®0 Comments [0 Tags ES T ]
[0 2. Grapefruit juice interaction with oral budesonide: equal effect on immediate-release and delayed-release formulations Faine Mary F 10
By Seidenaard, 1.; Randvall, &.; Myberqg, L.; Borgaa, 0. [P ]
From Pharmazie (20090, 64{7), 461-468, Language: English, Database: CAPLUS Bsshs bk 10
Grapefruit juice (GFY) inhibits CYP34 activity in the gut wall, thereby decreasing first-pass metab, of CYP34 substrates. In this study be evaluated the influence C - |
of GF1 on the systemic availability of budesonide, a CYP3A-metabolised drug, both from an extended-release (ER) formulation and plain capsules. Eight healthy |
men participated in this open crossowver study, Three mg budesonide as ER capsules or plain capsules was swallowed with or without previous intake of GFJ, Ea' By DG T gl
Regular-strength GF1 200 mL was given three times a day for four days, Budesonide was administered immediately after the. .. -
4Substances AReactions £'Citing OFull Text @@Link ®0 Comments [0 Tags Eflc:hm K|m|n?r| gl
O 3 Influence of grapefruit juice on the pharmacokinetics of diltiazem in wistar rats upon single and multiple dosage regimens Watking Paul B g
By Boddu, 5. P.; Yamsani, M. Rao; Potharaju, 5.; Yeeraraghavan, 5.; Rajak, 3.; Kumar ¥, %, 5, 5.; Avery, B, &.; Repka, M, &.; Yaranasi, ¥, 3, K, Kiran o = 1
From Pharmazie (2009), 64(8), 525-531. Language: English, Database: CAPLUS
Drug efflux by intestinal P-ghycoprotein (P-gp) is recognized as a significant biochem, barrier affecting oral absorption for a no. of drugs apart from the Eresser GFT:DI’QE K 8|
cytachrome P 430 34 enzyme, Yarious conflicting reports have been published regarding the effects of grapefruit juice (GF1) on P-gp mediated drug effluy, in ' '
which GF] has been shown to have no effect, as an inhibitor effect or activation of the enzyme. Therefore the present study's obijective was to provide Spence J David B
clarification of previous findings, adopting a two-way approach, involving both single dose and multiple dosage regimens. Diltiazem (.. - - !
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B Bodadu, 5. F.; Yamsan, M. Fao; Potharapu, =.; veeraraghavan, . Fajak, 5. kumar v, v, 505, Avery, B, A, Repka, ML &.; Varanas, ¥, 5, k., Kiran

From Pharmazie (2009}, 64(8), 525-531, Language: English, Database; CAPLUS
Drug efflux by intestinal P-glycopratein (P-gpd is recognized as a significant biochern, barrier affecting oral absorption for & no, of drugs apart from the
cytochrome P 450 34 enzyme. Yarious conflicting reports have been published regarding the effects of grapefruit juice (GFI) on P-gp mediated drug efflux, in
which GF] has been shown to have no effect, as an inhibitor effect or activation of the enzyme. Therefore the present study's objective was o provide
clarification of previous findings, adopting a twa-way approach, involving both single dose and multiple dosage regimens. Diltiazem (..

ASubstances dReactions £°Citing OFull Text @@ Link 0 Comnments [0 Tags

O 4. Grapefruit juice-based beverage preparation method for the elimination of drug absorption interaction
By Widmer, wiilbur W ; Stinsan, William 5., Ir.; Klim, Martin
From L., {20097, U3 7550167 B1 20090623, Language: English, Database: CAPLLIS
& grapefruit juice-based beverage is produced that does not contain compds. in sufficient quantity to inhibit the intestinal CYP344 enzyme in viva, The method
includes the steps of clarifying grapefruit juice and treating the resulting clear serum with an absorption resin (.., styrene-divinylbenzene) to rermove sol,
coumaring and furanocoumaring.

ASubstances AReactions £°Citing DFull Text @@Link ®0 Comments [0 Tags

[ 5. In vitro interactions with repeated grapefruit juice administration - to peel or not to peel?
By Brill, Shlomo; Zimmermann, Christian; Berger, Karin; Drewe, Juergen; Gukmann, Heike
From Planta Medica {2009, 75(), 332-335. Language: English, Database: CAPLUS

Interactions of acutely administered grapefruit juice (GF) with cytochrome P 450 isoform 344 (CYP344) and P-glycoprotein (Pop) function are well
established. In this study, we investigated in vitro the effect of repeated administration of GFJ and its major constituents (the flawonoid naringin, its aghcon
naringenin and the furanocoumarin bergamotting on mRMA expression of MOR1 and CYP344 in L5180 cells. Since the bergamottin content is higher in the peel
than in the fruit, we compared GFJ contg, peel (GFIF+) with juice without any peel ext, (GFIP-), GFIP- (1 %) showed no significant effec...

ASubstances dReactions £°Citing OFull Text @@ Link 0 Comnments [0 Tags
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O & Interactions between grapefruit juice and calcium channel antagonists q
By Havashibara, Masakazu EatEQDrIEE
From Yonago Acta Medica (20099, 52(1), 1-9. Language: English, Database: CAPLUS
The extent of interaction between calcium channel antagonists and grapefruit juice varies widely among drugs. Coad

antagonists with grapefruit juice can elevate the bioavailability of drugs and alter pharmacokinetic parameters of the drug. & Maore detailed E|I'|E||':.-'5i5 based on CAS

lower bioavailability is likely 1o be mare affected by grapefruit juice. The area under the concn.-time curve and peak . .
efonidiping, felodipine, manidipine, nicardipine, nifedipine, nisoldipine, nirendipine and verapamil are influenced by grapefruit j ||-|':|E53':-'||'||;|
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[0 7. Interaction of statins with other drugs E.ﬂtEgDriEE
By Wen, Wenhing; Chenag, Huoging; Liu, Zhijun

From Zhongguo Yivaan Yaoxue Zazhi (2008), 2804}, 295-301. Language: Chinese, Database: CAPLLS

& review, Interaction of statins with oral anticoagulant, calcium antagonist, hypolipemic agents, immunosuppressants, cig
infective agents, cisapride, grapefruit juice and anthistamines was discussed,
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By Boddu, 5. i) Yamsani, M, Rao; Potharajy, S5, Weeraraghavan, 5.) Rajak, 5.; Kumar W, Y. 50 5.5 Avery, B, &.; Repka, M, &, Varanasl, ¥, 5, K, Kiran 1| A
From Pharmazie (2009), &4(8), 525-531, Languane; English, Database; CAPLUS E
Drug efflux by intestinal P-glycoprotein (P-gp) is recognized as a significant biochem, barrier affecting aral absorption for a no. of drugs apart from the Dresser George ¢ B
cytochrome P 450 34 enzyme. Yarious conflicting reports have been published regarding the effects of grapefruit juice (GF) on P-gp mediated drug effluy; in
which GF] has been shown to have no effect, as an inhibitor effect or activation of the enzyme. Therefore the present study's ohijective was to provide Sperce J David 8
clarification of previous findings, adopting a two-way approach, involving both single dose and multiple dosage regimens. Diltiazem (..
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o Show More
[ 4. Grapefruit juice-based bey ize & — ;
By Widrer, Wilbur ', Stirson, william) Categorize
From .5, (2009}, 1US 7550167 B1 2000
A grapefruit juice-based bel 1. Selact a heading and category, 2. Select index terms of interest, :
includes the steps of clarifyin LHECZE
coumaring and furanocoumari Category Heading Lis Category £/ Index Terms ¢ Selected Terms Mare detaied analysis based on CAS
#SLbstances AReactions £ _ Topics (345) indexing
B 5 In vitro interactions with i | Gereral chemistry Substances (397) _Categorize! i
By Brill, Shloma; Zimmerrmann, Christian Binl
From Flanta Medica (2009), 75(4), 332 0009 . .
Interactions of acutely add |Biotechnology
gstablished. In this study, wi |Genetics & protein
naringenin and the furanocou| | chemistry
than in the frult, we compared | Physical chemistry
4Substances. AReactions £ | Polymer chemistry
[ 6. interactions between geag| |4n3lytical chemistry
By Hayashibara, Masakazu Techrnology
From Yonago Acta Medica (2009), 5201 Sirthetic chemistr
The extent of interaction b yn. i E Ellﬂli ¥ )
antagonists with grapefruit j Enwrun_menta Chemisir,
lower binavailahility is likely | |Catalysis
efonidipine, felodiping, manidi
&Substances AReactions £
[ 7. Interaction of statins with
By Wen, Wenbing; Cheng, Huogind; Lil  a |
From Zhonaguo Yivuan Yaosxue Zazhi (
& review, Interaction of s @
infective agents, cisapride, grafyeTTINT JOCE ol T o e e e e,
4Substances AReactions £'Citing OFull Text @@Link =0 Comments [0 Tags
Ol 5. Food-drug interaction: the case of grapefiuit juice o

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER BlUsqueda tematica

Categorize &

1. Select 4 heading and category, 2. Select index terms of interest,

Selected Terms @

Category Heading 1]

General chemistry
Biology
Biotechnology

Genefics & protein
chemistry

Physical chemistry
Folymer chemistry
Analytical chemistry
Technology

Synthetic chemistry
Ervironmental chemistry
Catalysis

Al

Topics (345)
Substances (397)

Categorize &

General chemistry

Biotechnology

Genetics & protein
chemistry

Physical chemistry
Polymer chemistry

(OO | Scirmmer

Analytical chemistry
Technology

Synthetic chemistry
Environmental chemistry
Catalysis

1. Select a heading and category.

Eategurv Heading i Category < selected Terms @

Substances in biology (276)
Crganisms (523

Processes & systems (42
Anatormy (39)

Substances inadverse
effects (63)

Animal pathology (200
Immunology {11%
Endocrinology {100

2. Select index terms of interest,

Biology

| Refine || cancel |

CAS is a division of the American Chemical Society

WWW.Cas.0rg



SCIFINDER BlUsqueda tematica

n Cateqgorize &
1. Select a heading and category. 2. Select index terms of interest,
“ Category Heading < Cateqgory 7] Index Terms < Selected Terms <
All Substances in biology ¢276) | [Select All - Deselect All
General chemistry Organisms (527 [ pergamattin Gl
iology Processes & systems (42) EEJ? -Ditvydroxybergamottin E
Biotechnolagy Anatormy (397 O leruudc;;l_ijnrgar|ns =
f |Genetics & protein =  in adverse L] Maringenin 4
chemistry o ffie 53] ] Misoldipine 4
Physical chemistry dnimal pathology (200 F] Maringin 3
Faolymer chemistry Immunolagy {11} [ Terfenadine 3
Analytical chemistry Endocrinology (107 [ storvastatin 2
Technolagy C] Bergapten 2
_ _ [ Cisapride 2
Synthetic chermistry O cyclosporin & o
Environmental chemistry L Mifedipine 2
Catalysis ] Mirmodipine 2
[ Simvastatin 2
E Armiodarone 1
Amlodipine 1
l| |_| ul u—u;u—';u-\.p;u-\. k| b
Bialogy = Substances in adverse effects
‘ | Refine || Cancel |

(S | SaFinder s org

CAS is a division of the American Chemical Society



SCIFINDER BlUsqueda tematica

Categorize &
1. Select 3 heading and category. 2. Select index terms of interest.
Category Heading 0 Category 9 Index Terms < Selected Terms
All Substances in biology (276) Select All Deselect All Click. "' bo remowe the berm ar entire
Gereral chemistry Organisms (52) [ Bergamattin gl || izl Sl 1
iy Processes & systems (42) [ &', 7-Dihydroxvbergamottin & ©Biology > Substances in
. Ll Furocoumarins & adverse effectsi3)
Bintechnology Anatomy (39) [ Felodipine 5 2 Opioids
Genetics & protein [ Maringenin 4 || @sildenafil
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O 1 Interactions between grapefruit juice and cardiovascular drugs refarances within the current answer
B Bailey, David G.; Dresser, George K, ot
Fram American Journal of Cardiovascular Drugs (2004), 4053, 281-297, Language: English, Database; CAPLUS
& review, Grapefruit juice can alter oral drug pharmacokinetics by different mechanisms, Irreversible inactivation of intestinal cytochrome P 450 (CYF) 344 is Bailey David & 1
produced by com. grapefruit juice given as a single normal amt. {e.g. 200-300rL) or by whale fresh fruit segments. As a result, presystemic metab, is E 1
reduced and oral drug bioavailability increased, Enhanced oral drug bioavailability can occur 24 h after juice consumption,  Inhibition of P-glycoprotein (P-gp) is T 1
a possible mechanism that increases oral drug bioavailability by reducing intestinal and/or hepatic efflux fransport. Rece.., B 1
#4Substances AReactions £'Citing OFull Text @@ Link =0 Comments [0 Tags e e 1
[0 2. Effects of grapefruit juice on the pharmacokinetics of the enantiomers of methadone L :
B Benmebarek, Messaoud; Devaud, Corinne; Gex-Fabry, Marianne; Powel Golay, Kerry; Brogl, Christian; Baumann, Fierre; Gravier, Bruno; Eap, Chin B, Brogli Christian 1
From Clinical Pharmacalogy & Therapeutics (St, Lauis, MO, United Stakes) (2004), 76(1), 55-63. Languaage: English, Database: CAPLUS == 1
Cytochrome P 450 (CYP) 344 is the main CYF isoenzyme involved in methadone metab, ‘e investigated the influence of grapefruit juice, which contains PSR o 2 Wi
inhibitars of intestinal CYP34, on the steady-state pharmacokinetics of methadone, For S days, 8 patients undergoing methadone maintenance treatment B 1
received 200 L water or grapefruit juice 30 min before and again together with their daily dose of methadone, Blood sampling for R-, 5-, and R,S-
methadone plasma detn, was performed over a 24-h period. CYP3a& activity was detd, by measuring the plasma 1-hydrowymidazalam/midazalam ratio, & Elresser Bl 11
decreas...
; o ; Eap Chin B 1
&Substances AReactions £'Citing OFull Text @@Link ®0 Comments [0 Tags - 1
O 3. clinical pharmacokinetics of atorvastatin GGex Fabry Marianne 1
By Lennernaes, Hans E 1
Fram Clinical Pharmacokinetics (2003), 42013), 1141-1160, Language: English, Database: CAPLUS :
& review, Hypercholesteralemia is a risk factor for the development of atherosclerotic disease. Atorvastatin lowers plasma low-d. lipoprotein (LOLY cholesteral Erawer Bruna L
levels by inhibition of HMG-Co4 reductase. The mean dose-response relationship has been shown to be log-linear for atorvastating but plasma concns, of 5 ;
atorvastatin acid and its metabolites do not correlate with LOL-cholesterol redn, at a given dose, The clin, dosage range for atorvastatin is 10-80 rmgfday, and it Lennernaes Hans 1
is given in the acid form, Atorvastatin acid is highly sol. and permeable, and the drug is completely absorbed after oral.., = !
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1. Interactions between grapefruit juice and cardiovascular drugs
By: Bailey, David .} Dresser, George K.

& rewiew, Grapefruit juice can alter oral drug pharmacokinetics by different mechanisms, Irreversible inactivation of intestinal cytochrome P 430 (CYF) 344 is produced by
com, grapefruit juice given a5 & single normal art. (2.9, 200-300rL) or by whole fresh fruit segments. A5 a result, presysternic metab, is reduced and oral drug bioavailability
increased, Enhanced oral drug bioavailability can occur 24 h after juice consumption, Inhibition of P-ghcoprotein (P-gp) s a possible mechanism that increases oral drug
hinavailability by reducing intestinal and/or hepatic efflux transport, Recently, inhibition of org, anion fransporting polypeptides by grapefruit juice was obsd, in vitro; intestinal
uptake ransport appeared decreased as oral drug bioavailability was reduced. Mumerous medications used in the prevention or treatment of coronary artery disease and its
complications have been obsd, or are predicted o interact with grapefruit juice. Such interactions may increase the risk of rhabdarmyalysis when dyslipidermia is treated with
the HWMG-Cod reductase inhibitors atorvastating lovastating or simvastatin,d Potential alternative agents are pravastating fluvastating or rosuvastating Such interactions might also
rause excessive vasodilatation when hypertension is managed with the dihydropyridines felodipine, nicardipine, nifedipine, nisoldipine, or nitrendipine.  An alternative agent
could be amlodipine. In contrast, the therapeutic effect of the angiotensin 1T type I receptor antagonist losartan may be reduced by grapefruit juice. Grapefruit juice interacting
with the antidiabetic agent repaglinide may cause hypoglycemia, and interaction with the appetite suppressant sibutramine may cause elevated BF and HR. In angina pectaris,
administration of grapefruit juice could result in atrioventricular conduction disorders with verapamil or attenuated antiplatelet activity with clopidrogel, Grapefruit juice may
enhance drug toxicity for antiarrhythmic agents such as amiodarone, quinidine, disopyramide, or propafenone, and for the congestive heart failure drug, carvediol. Some
drugs for the reatment of peripheral or central vascular disease also have the potential to interact with grapefruit juice. Interaction with sildenafil, tadalafil, or vardenafil for
erectile dysfunction, may cause serious systemic vasodilatation esp. when cambined with a nitrate,  Interaction between ergotamine for migraine and grapefruit juice may
cause gangrene or stroke. In stroke, interaction with nimodipine may cause systemic hypatension. I a drug has low inherent oral bioavailability from presystemic metab, by
CYP344 or efflux transport by P-gp and the potential to produce serious overdose toxicity, avoidance of grapefruit juice entirely during pharmacotherapy appears mandatory,
Although altered drug response is variable armong individuals, the outcome is difficult to predict and avaiding the combination will guarantee toxicity is prevented. The elderly
are at particular risk, as they are often prescribed medications and frequently consume grapefruit juice,
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