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Introducing SciFinder

€ SciFinder (Web version) is an online search service
designed to provide scientific information focusing on
chemistry such as medical, bioscience, physics,
engineering necessary for scientists to use in their own
research. Today, it is used as a leading edge and
standard tool of research and development by
researchers in enterprises, universities and research
institute worldwide. Now, the Web version is released.

€ With complete integration with CAS database,
famous for its world’s highest level of information
volume, SciFinder can cover an extensive range of
research. From its excellent interface, it can quickly
extract the necessary information from a huge
amount of information.

—I Usage Format :

Researchers will access SciFinder using a browser from a PC that is connected to a local area network
they use every day, and various processes will take place on the CAS SciFinder server through the
Internet. Unlike previous SciFinder, Web version SciFinder does not require setting up such as software
installation.

Firewall Internet

/4

14

US CAS
SciFinder
server




Information Provided by SciFinder

SciFinder can extract the necessary information from the following databases.

Reaction Data

(As of June 2010)
Types Of. Contents
Information
More than 32 million reference information on essays and patents with
Reference )
Information abstracts since 1808
[CAplus File]*2
. More than 54 million organic, inorganic chemical substances and more
Chemical - . . L . .
than 62 million proteins and nucleic acid information found in essays and
Substance .
Information patents since 1907.
[REGISTRY File]*1
Organic Organic chemistry reaction information published in essays and patents since
Chemistry 1840 (24 million single step reactions and multi-steps reactions)

[CASREACT File]

Reagents & Catalog information of approximately 41 million reagents and chemicals from

Chemical 1,100 types of catalog issued by 1,000 companies

Catalog [CHEMCATS File]

Existing - . . , . .

Chemical Existing chemical substances registry and various regulatory information from

Substances Japan, US, EU, Canada, Korea, Australia, Switzerland, The Philippines, Israel, and
) New Zealand [CHEMLIST File]

Registry Data

Medical More than 18 million information on essays with abstracts since 1947

References )

Data [MEDLINE File]

*1 Contains all chemical substances listed in the CA (Chemical Abstracts) Chemical Substance
Index and all nucleic acid registered in GENBANK.

*2 Contains all reference listed in CA, and all articles from periodicals using CA as its information
source (approximately 100 million journals) including approximately 19 million major journals
whose essays contained little chemical elements since 1994. The information from these major
journals can be look up using SciFinder within a week of its arrival at CAS.

In addition, conceming patents issued in major countries (Japan, the US, Germany, Great Britain,
France, Russia, European Patents, Canada, PCT application), along with extensive listing of
patents outside of CA contents, the bibliographic information and abstract can be searched after 2
days of announcement, and the index within 27 days (CA content patents only).

See the following sites for major journals that accepted publications (See also p 48).
http://iwww.cas.org/expertise/cascontent/caplus/corejournals.html
Information published from these 1,900 journals dominated approximately 50% of this database.



Record Samples

€ Reference Details (CAplus File)

ows Internat Explorer o [=] 3]
G\‘\;. + [ htips//svifinder cas aresifinder fviem textfret Detail jefnawar ODABHDAMMF AG R ENIBME OO iYL T — |2~
SOME WEE FTW BRCNE volD ALTH Link to
% 4 @ SeiFinder - Regio- and ster | | Full Text &l
‘SﬂF]]]deI'@ D Explore "b Erre Eme / 2 - e Help L=
5 i o= Keep Me Posted Results | History
Preferences
Welcome Taro Kagaku | Sign Qut ;
Document ID "137:232783 " > references (1) > Regio- and stereosslective hygl... '3
H Get 1 Get Get 1 Get Get Source
Reference Detail & Sl ronces & Roactions M Cea [P Citing Full Text
Chirality
Lnk  Save  Print  Export TS o)
HNH H Issue 6
BIblIOg raphlcal Regio- and stereoselective hydroxylation of taxoids by filamentous fungi Pages r95'497
Information Journe
Hu, Shanghui; Sun, Di-An; Tian, Xufang; Fang, Qicheng 2002
CODEN: CHRLEP
Paclitaxel (Taxol), is one of the most promising chemotherapeutic agents ISSN: 0899-0042
developed for cancer treatment in past two decades. Microorganisms such
as filamentous fungi are known to perform regio- and stereoselective Me r L
hydroxylation of taxoids. Highly regio- and stereoselective hydroxylation at Company/Organization
the 1B and 9a positions of the taxane skeleton by Absidia coerulea was Institute of Materia Medica
AbStraCt described. E.g., taxane I(R1 = RS = H) was hydroxylated by incubation for , ., Chinese Academy of Medical
96 h in a culture of A. coerulea to give hydroxylated products I (R1 = OH, ~one Sciences and Peking Union
RO = H) and I (RL = H, RO = OH) in yields of 58% and 8%, resp. Such Medical College
hydroxylation reactions proceed readily for the taxadienes as substrates ! Beijing, Peop. Rep. China ||
rather than taxoids having an oxetane ring. The presence of different T 100050
oxygen substituents on the taxane nucleus, such as 5-acetoxy, has a
significant effect on the selectivity and yield of the hydroxylation catalyzed by the microbial oxidases. -
Accession Number
Indexing A 2002:469193
L SeCtlon Category CAN 137:232783
CAPLUS
Terpenes and Terpenoids (Section 30-20) @‘/ g Page 49 L
Publisher
Section cross-reference(s): 7, 10, 16 Wiley-Liss, Inc
T
conoepu@ Substances & - Tltle
Absidia coerulea Hydroxylation 119347-14-7 Language .\ I " AUthOf‘
325780-61-8 English . Journal
regio- and stereoselective hydroxylation of taxoids by the
filamentous fungi Absidia coerulea non-reactive substrate for regio- and stereoselective A A
hydroxylation by the filamentous fungi Absidia coerulea - InStItUtlon
Taxanes Biological study, unclassified; Biological study
;Tgm- atnd sfreraas:'lJe:dtive hydr?xy\ation of taxoids by the 148877-83-2F
ilamentous fungi Absidia coerulea 153229-33-57
Biosynthetic preparation; Reactant; Biological study; 23146 e T
Preparation; Reactant or reagent CETERUALTED
458570-01-9P
Index regio- and stereoselective hydroxylation of taxoids by the
filamentous fungi Absidia coerulea
Biosynthetic preparation; Biological study; Preparation
33069-62-4P Taxol
Concordance regio- and stereoselective hydroxylation of taxoids by the Chemical
filamentous fungi Absidia coerulea
Substance
Preparation, unclassified; Preparation
Index
27854-02-0
87193-98-4
156576-64-6
458569-99-8
regio- and stereoselective hydroxylation of taxoids by the
filamentous fungi Absidia coerulea
Reactant; Reactant or reagent
Supplementary
Supplementary Terms T
taxoid regioselective stereoselective hydroxylation fungi Absidia coerulea; oxidase Absidia coerulea taxoid regioselective erms
stereoselective hydroxylation
7~ | Citations
1) wildung Koepp, A; 1 Biol Chem 1995, V270, P8686
2) Wildung, M; 1 Biol Chem 1996, V271, P9201
3) Hefner, R; Chem Biol 1996, V3, P470 Llnk tO the
Reference _< 4) Hu, S; Tetrahedron 1996, V52, P9739 .
. 5) Hu, S; Biocatal Biotransform 1997, V14, P241 @) reference 1a]
Literatures 6) Hu, S; Tetrahedron Lett 1097, V38, F2721
7) Hu, S; Chin Chem Lett 1998, Vg, P39 the database
8) Kingsten, D; Prog Chem Org Nat Prod 1993, V61, P1
9) Appendino, G; Nat Prod Rep 1995, P349
\ ) App P
ContactUs | Copyrights and Trademarks
Copyright © 2008 American Chemical Society. Al Rights Reserved |




Record Samples

€ Substance Details (REGISTRY File)

SciFinder - GAS Registry Number 58-08-2 - Windows Internet Explorer

6: + [ httpsi//scitinder cas ore /scifinder Aview/substance /substance Deta Ljs{ nav=rODAEXC ARWFI ACH
REE FTW BREADG
¢ @ @ SciFinder - GAS Registry Number 68-08-2 | |
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Link buttons
(Next Page)

b A &R O @

‘Sqﬁnder@: D Explore  Explore Expl Answer Sets | Help
References Substances Reactions i Keep Me Posted Results | History
ol Preferences
Welcome Taro Kagaku | Sign Out ' J
Substance Identifier "58-08-2 " > substances (1) > 58-08-2 \ 0
f Get 1 Get Get Get
Substance Detail ID References & Reactions & Commercial Sources B Regulatory Information ]
CAS Reglstry ~|_ lnk  Save  Print  Export
Number CAS Registry Humber: 58-08-2 ue
ry Number: 58-08- a9
Molecular formula |
Cg Hio Na Oz Mea
~_ N
1H-Purine-2,6-dione, 3,7-dihydro-1,3,7-trimethyl- N ‘ ﬁ
Caffeine (8CI) ; 1,3,7-Trimethyl-2,6-dioxopurine ; 1,3,7- )\ N
Trimethylxanthine ; 3,7-Dihydro-1,3,7-trimethyl-1H-purine-2,6- o
dione ; 7-Methyltheophylline ; Alert-Pep ; Cafeina ; Caffedrine ; |
Caffein ; Cafipel ; DHCplus ; Dasin ; Diurex ; Durvitan ; Ma
Guaranine ; Hycomine ; Koffein ; Mateina ; Methyltheobromine ;
Miudol ; NSC 5036 ; No-Doz ; Phensal ; Propoxyphene
Compound 65 ; Refresh'n ; SK 65 Compound ; Shape Plus ; Stay
Alert ; Stim ; Synalgos ; Thein ; Theine ; Tri-Aqua ; Wigraine
Component Substance name
Deleted CAS Registry Numbers: 71701-02-5; 95789-13-2 (CAS standard
nomenclature,
Document Types: Book, Conference, Dissertation, Journal, common name, etc-
Patent, Preprint, Report
( Nonspecific  Nonspecific
Derivatives Derivatives
from from
Role p
Analytical
study v ' v o
Biological - v - v
L. t b study
IS Ing y Combinatorial
'
reference study
Formation,
type nonpreparative v v v
Miscellaneous v '
Occurrence v v v
Preparation v ' ' o
Process v v v v
k Properties v v v v
~ Predicted Properties: Biological Chemical Density Lipinskiand Related Spectra Structure-related
Thermal
PredICted < Biological Properties Value Conditions Notes  Top
propertles Bioconcentration Factor 1.0 pH 1 Temp: 25 °C (48)
Bioconcentration Factor 1.0 pH 2 Temp: 25 °C (48)
Bioconcentration Factor 1.0 pH 3 Temp: 25 °C (48)
~ Bioconcentration Factor 1.0 pH 4 Temp: 25 °C (48)
( Experimental Properties: Biological Chemical Density Lipinskiand Related Optical and Scattering
Spectra Structure-related Thermal a
Reference literature tag
Biological Properties Value Conditions
ADME (Absorption, Distribution, See full text 1of10 (2) cas
Metabolism, Excretion)
Half-Life (Biological) See full text 1of 5 Numerical (15) cAS
LCs0 See full text dat (21) CAS
LDs0 See full text aia (22) cas
EXpeI’Iment Median Lethal Dose(LD50) 355 mg/kg Organism: rat Route: oral (25) APC
. Median Lethal Dose(LD50) 265 mg/kg Organism: rat Route: subcutaneous (26) CAS
properties
Spectra Properties Value Conditions Notes  Top
Carbon-13 NMR Spectrum See spectrum (3) wss
Carbon-13 NMR Spectrum See full text lof2 (4) CAS
IR Absorption Spectrum See spectrum (17) AIST
IR Absorption Spectrum See spectrum (17) AIST
IR Absorption Spectrum See full text 10f7 (18) CAs
IR Reflectance Spectrum See full text of 2 (19) CAS
IR Spectrum See full text 10fS
k Mass Spectrum See spectrum Spectrum d|sp|ay
- (1) Rahman, M. Mizanur; Journal of Chromatography, A 2006, V1119(1-2), P105-114 CAPLUS (NeXt Page)
(2) Jansson, Rasmus; Journal of Pharmaceutical Sciences 2008, V97(6), P2324-2339 CAPLUS
i (3) WsSS: Spectral data were obtained from Wiley Subscription Services, Inc. (US)
P_ropertles < (4) Li, Ning; Tianran Chanwu Yanjiu Yu Kaifa 2003, V15(3), P208-211 CAPLUS
C|tat|ons (5) Lehmann, Christian W.; Chemistry--A European Journal 2007, V13(10), F2908-2911 CAPLUS
(6) "Hazardous Substances Data Bank" data are provided by the National Library of Medicine (US)
(7) Pozharskii, A. F.; Khimiya Geterotsiklicheskikh Soedinenii 1989, (2), P221-7 CAPLUS
. (8) Pinto, Susana S.; Journal of Chemical Thermodynamics 2006, V38(12), P1515-1522 CAPLUS = |




Record Samples

[Link buttons]

. Get

| References Link button to references — page 4
1 Get

& Reactions Link button to reactions — page 7

It is possible to search for reactions the substance involved in.

Get
& Commercial Sources Link button to catalog information — page 8
Itis possible to view the catalog information (supplier, price, unit packaging) immediately.

Get
Regulatory Information Link button to existing chemical substance registry and regulatory
information — page 9

It is possible to view regulatory information in various countries or regions, and existing chemical
substance registry information (such as Japan Chemical Council No., or EINECS No.) in either one of
these countries - Japan, US, EU, Canada, Korea, Australia, Switzerland, The Philippines, Israel, Taiwan
and New Zealand. However, the Registry information is limited to chemical substances assigned with
CAS Registry Number, so with only this information, it is not possible to determine the substance listing
in the Japanese and Korean Registry where there are many substances with general names.

[Spectrum Display]

Spectrum will be displayed by clicking the "See spectrum" in properties.
<Currently displayed spectrum values>

"H-NMR - *'P-NMR
BC-NMR - IR
F.NMR - MASS
25j-NMR - Raman
[ o ke B i Lmtren Wk b -
ﬁ I T S ——————— e ey I T |
vl D BEY PECASY T caTE
o P | Pt Pl
[ 4 SaRinder = A = L
Inr|-1 sl o ‘-.
| ‘w'w':ur e i Ul " ¢ b 0] ¢ S umwa‘ L

il I
I= 1oL
i l Spectrum
| information

citations




Record Samples

€ Chemical reaction information (CASREACT File)

der - Reaction Answer Set — Windows Internet

Explorer

18 =]
gu\';;' - I. https:/ /zcifinder cas ore/scifinder Aview /reaction//reactionList jsf’-’nav:rODP\B}(@j 5 |2||£| IGODgIe |P "
FrLE REE Sl BREADG Y- ANTH
12? & ’Sch\ndBr - Beaction Answer Set | | ﬁ - ﬁ' a’l$' & T ;j" G ﬁ

[ Reaction Detail $© Link ;I
- \ 5 .\T
Me Me Me
~ JL -~ i . ) ™~ b
u u Mel 1 E:Fe, RE:ACcOH, 8 :AcOH, 30 min, reflux u ‘ ‘m
N (step 2.0} 5 piyam, 8:DMS0, 50 min, rt )\ n
o NOa a l|v
OHC —NH
Me
NOTE: Keactants: 2, Reagents] 3, Solvents: 2,
Steps: 2, Stages: 2
A Hovel Method of Caffeine Synthesis frorjuracl ~@—————— (Cijtations
By Zajac, Matthew A. etal
From Synthetic Communications, 33(19), 3291-324; 2003
[T 9. Reaction Detail @@ Link
Me
a ] |
Me - ; )12\1“ u
Mel + | | m k:nali, S:DMS0, 50 min, rt | m
’ y RiMap. s.Dus 50 minm, = u
a o a T
Me Me
95%
MOTE: Eeactants: 2, Reagents:f 1, Solvents: 1,
Steps: 1, Stages: 1
A Novel Methed of Caffeine Synthesis fromracil
By Zajac, Matthew A. et al
From Synthetic Communications, 33(19), 3291-325%; 2003 =
4] _'l_l
[Intermediary steps display] |
A

der — Reaction Detail - Windows Internet Explorer

=0/

6@ ~ [ hitps:/scifinder.cas.ore /scifinder /v ien/reaction/reactionDetail st havar00 AEHQAMNFOACRE Nk RLYEMID 7] £ EHX\ [Gangts

[2[]

TrALE REE =T BREANE V- AL

¢ G @ SciFinder - Reaction Detail

G858 -G8

@ SciFinder® [

& Sl s

Welcome Taro Kagaku | Sign Out

Substance Identifier "58-08-2 " > substances (1) > get reactions (56) > reaction

fosa &

4

Answer Sets | Help =
Keep Me Posted Results | History

Preferences

Reaction Detail [ 8o cncepetail 21 oo renct

Source

A Novel Method of Caffeine

lnk Save Print  Export Synthesis from Uracil
Zajac, Matthew A.; Zakrzewski,
o a Anthony G.; Kowal, Mark G.;
Me H Narayan, Saraswathi Synthetic
Me ~ JL - Me ~ . N Communications
N N ‘ | Volume 33
R:Fe, R:AcOH, §:AcOH, 30 min, reflux n Issue 19
a ages =
A u Pages 3291-3297
o "oy | Journal
oHE —HH He el
T5%
‘Company/Organization
HOTE: :eacr_snr_s:nl. Reagents: 2, Solvents: 1, Sclence Department
steps: 1, Stages: 1 Villa Julie College
Stevenson , USA
) o .\l|e )
“ H Me Number of Steps
e . ~ u
N m ] ‘ﬂ 2
MeT + )\ ‘ y RiNaH, S:DMSO, 50 min, rt )\ e |
a H . T
Me Me . .
Citations
NOTE: Reactants: 2, Reagents: 1, Solvents: 1,
Steps: 1, Stages: 1

1o




€ Catalog Details (CHEMCATS File)

Gommercial Sources

Record Samples

Windows Internet Explorer

ol

5@ [ hips/7esitinder casore /scifinderviemtext/commercialSourceList s finav=rO0ABXRARWFIACRENJBOUNGI | & |41 x| [Gonele

28

7 ILE

WEE FRW BRCANE WD AN

©F @ SciFinder - Gommercial Surces | |

- - de B om O i

& SciFinder’

Welcome Taro Kagaku | Sign Out

R

o S

b=

Answer Sets | Help

Substance Identifier "58-08-2 * > substances (1) > commercial sources (215)

Keep Me Posted Results

History
Preferences

[ Analyze by: G

|Cata\og Name

Sigma-Aldrich, 4 Sep 2008

Order Number: 84677, 1g, 5g

58-08-2 1H-Purine-2,6-dione, 3,7-dihydro-1,3,7-trimethyl-
G® Link

134. George Uhe Product List

George Uhe Company, Inc., 15 Sep 2005
N/A

58-08-2 CAFFEINE

@® Link

135. Hawk Chemical Product List
Hawk Chemical Company, Inc., 1 Jan 2009
NJA

58-08-2 Caffeine

@® Link

136. Interchim Intermediates

Interchim, 18 Feb 2008

Order Number: UZI/2284130, milligram quantities
58-08-2 1H-Purine-2,6-dione, 3,7-dihydro-1,3,7-trimethyl-
@ Link

137. Junsei Chemical Co. Product List
Junsei Chemical Co., 10 May 2007

Order Number: 24015-0410, N/A
58-08-2 Caffeine anhydrous

©® Link

Commercial Sources

215 Commercial Sources 0 Selected \ Keep Selected  Remove Selected Print Export
Select All Deselect All | Sort by: [Catalog Name | {1.567891011 )
™ 133. Fluka

Advanced Technology
Product List

AccuStandard Chemical
Reference Materials

VWR Chemical Catalog

Pfaltz & Bauer Chemicals
mmercial Source Det

Click bar to view only those commerdial
sources within the current answer set

|

34

Windows Internet Explorer

=10l x]

G‘\?}" [@ hitos #/scitinder 35 orefsoitincer/vien text/commercialsourceDetax || £ || 1] x| [Goels

2]

IrIE RRE RTW BREADG

YWD AFH

¢ 0 g Scifindsr - Commercisl Sourcs Detail |

Kanto Product List
Ka T T AuUg 2006
Order Number: 07036-31, 25 g
58-08-2 Caffeine, anhydrous
G® Link

v

* http://www.jaici.or.jp/chemcats/chemcats.htm

format

Download in Excel

@ safinder*

] e

| B-&AE- Gl

u§ Explore ‘ Explore

Welcome Taro Kagaku | Sign Out

Substance Identifier "58-08-2 " > substances (1) > commercial sources (215) >

Commercial Source Detail

| Link

print | Export I

Catalog title [

|
|
Kanto Product List

8 Aug 2006

Order number |

Order Number: 07036-31

Quantity: 25 g Price: 1200 YEN
Kanto Chemical Co., Inc.

11-5, Nihonbashi Honcho 3-chome, Chuo-ku
Tokyo, , 103-0023

Japan

Phone: +81-3-3663-7631

Fax: +81-3-3667-8277

Email: reag-info@gms.kanto.co.jp

Web: http://www.kanto.co.jp

Kanto Chemical Co., Inc. International Business
Department

Marusan bldg. 11-5, Nihonbashi Honcho 3-chome, Chuo-ku
Tokyo, , 103-0023

Japan

Phone: +81-3-3667-6991

Fax: +81-3-3639-9435

Email: kanto-61@gms.kanto.co.jp

Web: http:/fwww.kanto.co.jp

CAS Registry Number: 58-08-2

Caffeine, anhydrous

a M|E
Me
\\ .
N
7
N
S
Me

Price and Unit
Packaging

* Bulk display multiple

substances is also available

Data upload to catalogs is free

and available.

Contact our Information
Technology Department at
TEL: 03-5978-3606.

¢ o AN Bubatances {T s (9ETHS-15-2 J66-08-2 7

MO S0MD  Cafene  Fhks Sy Aadrch P O Box 14508 Slewis MO
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o 2 s Junsei Chemical Co. Paoduct List  Jusgel Chamcal Gy Chuoky Tokys
Cafine, 195, Nihenbashi Heneho 3 ehsm,
2 2 5 Hanto Prosuct List Kato Chemicyl Co i Chuoky Tokys
195, Nihenbashi Heneho 3 ehsm,
B SB082  Caene  Karso Product List Karto Chemizal So e, ey Tekys
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2 E-dure,
37
dihydro-
137-
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Record Samples

€ Existing Chemical Substances Registry Details (CHEMLIST File)

der — Regulatory Information Detai indows Internet Explorer =10l x|
A I. https//scll\nder.cas.org/scll\nder/vlew/lext/reguIaloryLlstlngDeta\lj\:_l 5| x IGnug\e R |-

7B REE FEW BRCAIE VD s

ﬁ ke & Scifinder - Reeulatory Information Detail | | @ T &' lu$' @ T |ﬁ" @' ﬂ

SaFinder* e Ao = -
.| References Substances Reactions

Welcome | Taro Kagaku | Sign Out

<19

Substance Identifier "87061-04-9 " > substances (1) > 87061-04-9 > regulatory listing (1)

Regulatory Information Detail CAS Reg'Stry
st =l NUMber

CAS Registry Number: 87061-04-9 OH

1,2-Propanediol, 3-[[S-methyl-2-(1-methylethyl)cyclohexyl]Joxy]- . . . .
(TSCA, DSL, AICS, ASIA-PAC, NZIoC) HO—CHy —CH—CHy
3-[[5-Methyl-2-(1-methylethyl)cyclohexylJoxy]propane-1,2-diol Pr-i
(English, French) (DSL, EINECS)

3-[[5-Methyl-2-(1-methylethyl)cyclohexylJoxy]propan-1,2-diol

(German) (EINECS)

3-[[5-metil-2-(1-metiletil)ciclohexilJoxiJpropano-1,2-diol Me

(Spanish) (EINECS)

3-(p-Menth-3-yloxy)-1,2-propanediol (ENCS)

3-(1-Menthoxy)-1,2-propanediol

-0

TR0 .\

File Segment Chemlcal
ASTRAR: AICS | substance

CAMADA: DSL
EEC: EINECS name

JAPAN: ENCS
MEW ZEALAND: NZIoC
USA: FDA, TSCA

Confidentiality Status

Regulatory List
Number

Public

Regulatory List Humber

EINECS No.: 289-296-2
ENCS MNo.: 3-3857

4 Inventory Status

On TSCA Inventory
July 2008 TSCA Inventory
EPA Flags:

P Commenced PMN

Information : on DsL
. Supplement to Canada Gazette, Part 1, January 26, 1991
in the on ENCS

. Japanese Gazette. Contained within class: Low Molecular Carbo-monocyclic Organic Compounds.
Registry on AICS

Australian Inventory of Chemical Substances, June 1996 Ed

On ASIA-PAC
On NZIoC
Mew Zealand Inventory of Chemicals, 2006

Regulatory Inventories

N[

U.S. EPA Regulations - TSCA

U.S. FDA Regulations

European Community Regulations

Asian and Pacific Rim Regulatory Lists and Data
U.S. EPA Regulations - TSCA
Inventory Update Rule

http://www.epa.gov/opptfiur/index.htm (2004).

This chemical was reported under the TSCA Inventory Update Rule for the 2002 reporting period.

Various
countries U.S. FDA Regulations |
Regu |at0r'y FDA Priority-Based Assessment of Food Additives

detalls Priority-Based Assessment of Food Additives (PAFA) File, FDA Center for Food Safety and Applied Nutrition (CFSAN) (1998)

Listed Name(s): 3-((L-Menthyl}oxy)propane-1,2-diol.

European Community Regulations

European Community Legislation

This substance is listed in Section 1, Annex I (Cosmetic Ingredients other than Perfume and Aromatic Raw Material) of
Commission Directive 2006/257/EC, an amendment of Section 5a of Commission Directive 76/768/EEC which establishes the
4|

4 |

\ Official Journal of the European Union, No L 97 (05 Apr 2006).




Record Samples

€ Reference Details (MEDLINE File)

nd ... - Windows Internet Explorer =[Ol x|
6_\: ~ [ hitps #/scifinder cas.ore scifinder fvian text refDetailjst av=rD0ABKOAMMFOAGREN FONK Yy DéNk el = | 49| | Jconele P~

P REREE #TRW BRCANE WD AFH

%¢ ¢ @ SciFinder - Deposition and | |

fi- & & @G @

Bibliographical
information

Abstract

Index

‘Sﬂﬁnder@ D Explore 0@ Explore Explore " Answer Sets | Help =
ces ‘ i Keep Me Posted Results | History
Preferences
Welcome Taro Kagaku | Sign Out
Document ID "11543083 " > references (1) > Deposition and renal handling ... ‘w £ -
g Get Get Get 3 Get Get Source
Reference Detail & S5f ances & Renctions oa [ Citing i o
Journal of gravitational
Link Save Print Export o P + & journal of the
Society for
Deposition and renal handling of urinary electrolytes from rats during spaceflight Gfeliwfﬂffﬁﬂéff’ﬁyﬂobgy
Volume &
Wade C E; Baer L A; Belisle W A; Ortiz R M; Vasques M F Issue 2
Pages 25-31

To study renal handling of urinary electrolytes from male Fisher 344 rats during spaceflight, waste pads were obtained from
cages flown in space and from cages used for ground controls. Pads were obtained from cages in which animals were group-
housed (n=6 animals/cage) (Animal Enclosure Module; AEM) for 12 days or individually housed (2 animals/divided cage)
(Research Animal Holding Facility; RAHF) for 19 days. Pads were washed, and extracts analyzed for sodium, potassium,
chloride, calcium, and creatinine concentrations. It was observed that spaceflight reduced the absolute concentrations of
electrolytes deposited onto the pads. When adjustments were made for deposition on all cage surfaces during flight, electrolyte
and creatinine concentrations were similar to those of controls. Specifically, there were no differences in the sodium-,
potassium-, and chloride-to-creatinine ratios of flight and control animals, suggesting no difference in the renal handling of these
electrolytes during spaceflight. The calcium-to-creatinine ratio of urine on flight waste pads was reduced, suggesting an
increase in reabsorption. From these analyses, the renal handling of sodium, potassium, and chloride does not appear to be
altered in rats during spaceflight, while that of calcium may be. Deposition of urine on all surfaces of the cages during
spaceflight should be considered in the design of future animal habitats, and in future analyses of waste pad constituents.

Indexing

Concepts @ Substances &

Check Tags: Male Registry Numbers

United States

‘Company/Organization

Field, CA 94035, USA.

(COMPARATIVE STUDY);
Journal; Article; (JOURMAL
ARTICLE); (RESEARCH
SUPPORT, U.5. GOV'T, NON-
P.H.5.)

1999

ISSN: 1077-9248

Journal Code: 9437868

Life Science Division, NASA
Ames Research Center, Moffett

Email

nail.arc.nasa.gov

Animals
Calcium: UR, urine
Creatinine: UR, urine

Calcium: ME, metabolism
Creatinine: ME, metabolism
Electrolytes: ME, metabolism

60-27-5 (Creatinine)
7440-09-7 (Potassium)
7440-23-5 (Sodium)

Accession Number

Electrolytes: UR, urine  Housing, Animal 7440-70-2 (Calcium) 2001661664
Kidney: PH, physiclogy Potassium: ME, metabolism PubMed ID: 11543083
Potassium: UR, urine Rats MEDLINE
Rats, Inbred F344 Sodium: ME, metabolism Eepkaliones
Sodium: UR, urine Space Flight: IS, 3
instrumentation Electrolytes \ Language
‘Water-Electrolyte Weightlessness English
Balance: PH, physiology
Supplementary Terms
nasa center arc; nasa discipline regulatory physi IndeX Term CAS Reglstry fa
Number Index
ContactUs | Copyrights and Trademarks
Copyright © 2008 American Chemical Sodiety. All Rights Reserved
4 _’lJ
= Title
*Author
*Journal
+Organization
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Accessing SciFinder

€ Accessing SciFinder (Web version)

Access URL: https://scifinder.cas.org

Click the Sign in button after entering your ID password when prompted in the screen below.
Contact your system administrator for ID and password. System requirements are listed on the

last page of this document.

ciFinder - Sign In — Windows Internet Explorer

5@ ~ [® https iscfindercas ore/ & [[#)[x] [aoce

le

ILE REE FTW BRCADE WD AT

V¢ &t @ Scifinder - Sien b | |

’ Saﬁnder®...Part of the process’

Sign In Welcome to SciFinder

Username Emﬂndar

Fasswiord

process. _Some of the new features

ks to data

Posted enhancements
d search precision
histary retention
rm linking

Enter ID and
Password

Iaii mmaAlh A A

[ Remember rmy usernarme

L= or Password

PP Y

release.
Your SciFinder user=me and password are View the new Scifinder podcasts!
asgigned 1o you alone and may not be shared

with anyone else, Content at a Glance

What is
SciFinder?

authority for CAS Registry Numbers

the major patent offices are availabl
of the patents' issuance
Sannanras romhined fram CAS and

About SciFinder | SciFinder Support and Training

CAS Databases

CAS is a division of the American Chemical Sodety

NEW! The new web version of SciFinder makes access to
SciFinder even more essential to your scientists) research

.org for more information about the latest

More than 15 million single- and multi-step reactions

More than 1 billion predicted property values

More than 2 million experimental properties

The CAS REGISTRY database - the original source and final

All patent records, meeting CAS selection criteria, from 9 of B

|»

include:

- updated daily
le online within 2 days

=

GenBank datahaces

[

€ Existing SciFinder (Web version)

Click “Sign Out” when you exit.

Reference Answer Set — Windows Internet Explarer i [=1 |
6@- [@ nttpsi/ /soifinder cas ore /scifinder fview. textfrefList sfhay=rO0ABXQAAWFOACRENZERDKARIDANK 2L TUwi x| 8 | 49| X | [Gocele |2+
FrAILE REE FTW HREANE YD ANFH

% 4%  dp SciFinder - Reference Answer Set | |

G- & &m0

4 SciFinders By

Welcome Taro Kagak

& Sl s

Keep Me Posted Resuls

Answer Sets | Help
History

r

1. Bovine and human-derived passive immunization could help slow a future avian influenza pandemic

By Alisky, Joseph

From Medical Hypotheses (2009), 72(1), 74-75. Language: English, Database: CAPLUS
Summary: An epidemic of human transmitted avian influenza could have casualties on a scale seen in the great
Spanish influenza pandemic of 1918. This paper proposes that should such occur before effective vaccines and
antiviral drugs are available, the outbreak could be significantly slowed by consumption of raw milk produced by
herds of pathogen-free lactating cows intranasally inoculated with heat-sterilized sputa pooled from avian
influenza patients, supplemented by parenteral serum immune globulin from the same cows. Efficiency of bovine
antibody prodn. could be enhanced using cholera to...

% Substances & Reactions 8°Citing D Full Text @& Link

2. Co-dirculation of two sublineages of HPAT H5N1 virus in the Kingdom of Saudi Arabia with unique molecular

signatures suggesting separate introductions into the commerdcial poultry and falconry sectors

By Monne, Tsabella; Fusaro, Alice; Al-Blowi, Mohamed Hamad; Tsmal, Mahmoud Moussa; khan, Owais Ahmed; Dauphin, Gwenaelle; Tripodi, Astrid;

Salviato, Annalisa; Marangon, Stefano; Capua, llaria; et al

From Journal of General Virology (2008), 89(11), 2691-2697. Language: English, Database: CAPLUS
Since early 2007, the Kingdom of Saudi Arabia (KSA) has experienced several highly pathogenic avian influenza
(HPAI) HSM1 outbreaks in the falconry and poultry sectors. The public health threat assocd. with peculiar
husbandry systems, requiring close contact between humans and birds of prey, highlights the need of an improved
understanding of the epidemiol. and of the wviral characteristics of HSN1 viruses circulating in the region. Here we
report mol. and phylogenetic analyses of HSN1 viruses isolated in the KSA in 2007 in distinct compartments of

| Create Keep Me Fosted > Resear WML antiviral agents for influenza”™ > references (2546)
Get 1 Get B Get g Get
References & Slicances & Reactions 9 Gted [ Giting
2546 References 0 Selected | Keep Selected  Remove Selected | Remove Duplicates Save  Print  Export sample Analysis
select All Deselect All | Sort by: [Accession Number ] 123456..128 ) |Author Name

Ahmadian Mohammad

Mcswiggen James

Quay Steven C

Vaish Narendra K

Suzuki Yasuo

Hayden Frederick G

Suzuki Takashi

Anonymous

Webster Robert G

Falese Peter

L of
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SciFinder search overview

€ SciFinder Search overall image

Topics Authors | | Institutions

i o g‘%

i

References

Reaction
Structures form(t;la
= .
5 \.* e
I‘J&EQiiih c'l N
iy ][
Name | Substances Reactions
534-23 > . . -
Molecular
formula J
Hy0
GgHy

* As at December 2008, array search and journal table of content browsing cannot be used.
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SciFinder search overview

€ SciFinder search initial screen:

» You can find the required information on chemical substances, essays and patents for

your research in SciFinder.
»  First, select search object (references, substances and reactions).

[Reference search initial screen]

/2 SciFinder — Explore References — Windows Internet Explorer

=10l ]

% - I. hitps://scifinder cas.ore/seifinder fview/text texiExplore.jsf

=18 1[5 [ [oer

28

JrfLE REE Fnld BREAEW  V-D ALTH

T} & ’SciFinder - Explore References | |

B & & O i

T —z-'-}!-; \f,-/;

-

Author Name The effect of antibiotic resigles on dairy products

Photocyanation of aromatic compounads

Company Name

Document Identifier

Journal

Patent

publication Year(s) & |
Examples: 1995, 1995-1999, 1995, ~1995
Document Type(s) & [ Biograph [ Dissertation [ Patent
Select ype() araphy
search I Book I Editorial [ Preprint
obiect I Clinical Trial ™ Historical [T Report
[T Commentary I Journal [T Review
[ Conference [ Letter
Language(s) ¢ [T chinese [” German ™ Polish
[ English [ Halian [ Russian
I French [ Japanese " Spanish
Author name & | | [
Last * First Middle
company Name & |
Examples:
Minnesoiz Mining and Manufactuning
DuPont

.suﬂndﬂ@ _ Explore Explore 1 Answer Sets | Help =
Substances Reactions . Keep Me Posted Results | History
Preferences
Welcome Taro Kagaku | Sign Out
Explore References Answer Sets ¢
. 20081021REAsample
Research Topic Research Topic ¢ SSM sample g

Similarity sample
influenza references
sample

CAplusl

REGstri

refl

Autosaved Substance Set

View All

Keep Me Posted Results @

antiviral agents from SFweb
Nov 22, 2008 (48)
How 15, 2008 (43)
Hov 08, 2008 (38)

View All

| Reference search object |

Search research topics (keywords) | P.15

+ Research Topic —

= Author Name — Search authors

- Company Name — Search companies (universities) P.38
- Document Identifier — Search patent numbers

= Journal — Search from reference information || P.38

- Patent — Search from patent information
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SciFinder search overview

[Chemical substance search initial screen)

/= SciFinder - Explore Substances — Windows Internet Explorer (=3}
Gé?y - I‘ https:/#scifinder caz.ore/scifinder /view/substance /substanceExplore jef j 3 |E‘ |z‘ |Gnug\a ‘P '|
I REE #RW BREAIG VLD AT
9% et 4 SciFinder - Explore Substances | | -2 2 @ - @ 8
’SmFlndeﬁ = Explore Explore Explore u - Answer Sets | Help &l
. i 1 Q WEED Me Posted Results | History
f . 4 Preferences
Welcome Taro Kagsku | Sign Out \) Lv
- v
e~
Explore Substances Answer Sets
— 20081021REAsample
4 SSM sample
Molecular Formula Similarity sample
influenza references
Substance Identifier sample
| CAplusi
= REGstr1
refl
= ° or impart struch Autosaved Substance Set
View All
SeIGCt Characteristic(s) ™ single component o
Search ™' Commercially available Keep Me Posted Results
H I Included in reference(s) antiviral agents from SFweb
obiect Nov 22, 2008 (48)
Hov 15, 2008 (43)
Class(es) 4 ™ Alloys ™ Mixtures Hov 08, 2008 (38)
™ Coordination compounds ™ Polymers
View All .
™ Incompletely defined ™ Organics, and others not listed
Studies & ™ Analytical ™ Preparation
™ Biological ™ Reactant or Reagent El

| Substance search objects |
- Chemical Structure — Chemical structure

P.27

- Molecular Formula — Molecular formula || P.26 24
- Substance Identifier — Chemical substance name, CAS Registry Number
[Chemical reaction search initial screen]
/= SciFinder - Explore Reactions — Windows Internet Explorer _ o) %]
o_lé?,- + [ @ hitps://scifinder cas.cre/scifinder Aview/reaction/react ionExplare jsf =1 [ ¢ [Gonel= =B
B REE FRWY BRECAIE YD s
9§ ¢ 4 SciFinder - Explors Reactions | | En- £ 2o @G 8
® [T Explore ) Answer Sets | Help =
’SaF]nder References &' Keep Me Posted Results | History
Preferences
Welcome Taro Kagaku | Sign Out
Explore Reactions Answer Sets -
Reaction Structure Reaction Structure ¥ 7 = | ;l;lﬁlsgfnl;? e
Similarity sample
influenza references
sample
CAplusl
REGstr1
Cickimage to draw or import structure :f.lftlosaved ArterreEn
View All
Search
Object iS Classification(s) 4 I” Biotransformation [ Electrochemical ™ Radiochemical
Keep Me Posted Results @
structure ™ catalyzed " Gas-phase ™ Regioselective
formula ™ chemoselective ™ Non-catalyzed [T Stereoselective ant'r:.\‘:rl ;gjmts fror(n“:;web
™ combinatorial [ Photochemical Hov 15, 2008 (43)
only Hov 0, 2008 (38)
Source(s) & Any source View All
0 Patents only
 Sources other than patents
Publication Year(s) & I i
Examples: 1995, 1995 - 1999, 1995 -, - 1995
Humber of Steps @ [

Examples: 7, 1-3 I+ -3 Bl
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Research Topic Search

Research topic search (keywords) <CAplus file, MEDLINE File>

» The look cup can be done by just entering appropriate English phrase expressing the search

topic.

(D Enter the relevant keywords in English. In this example, we are searching for "Antiviral agents for

influenza".

=lolx]
5‘;‘}-- [@ tps:sscitinder inder/visw/text, st =l & |[42]] %] [Gosele |-

FrE REE FTN BRCADE YD ALFH
3% @ @ SciFinder - Explore Refersnces | |

ﬁv
’Sﬂﬂﬂdeﬁ o e o@w* y

Welcome Tara Kagaku | Sign Out

Explore References

Research Topic Research Topic ¢ antiviral agents for influenza
Examples:

fulhor tlome The effect of antibioti residues on daiy products
Company Name Photocyanation of aromate

Document Identifier
Journal

Patent

* Not case sensitive.

* Other than preposition, AND, OR and
NOT can be used as keywords
conjunction.

* Do not use “?” or
queries

ok

symbols in

@ The number of results is displayed according to a number of search formulas, from high
relevancy search formula to open search formula. Select the search formula that
matched the purpose from this display.

/2 SciFinder — Research Topic Gandidates — Windows Internet Explorer —(Ol x|

5@ [ hitps #/scifinder cas are/scifindersviewAext/tGanddatesietnay x| 4 ||#4 | % [Gooele

(2] (1) “antiviral agents” and “influenza” are

FPE REE #TM SRCANE LD AT

lined up with a space between them

V5 &0 @ Scifinder - Research Topic Candidates | | By &

® Explore Explore Explore
4 SaFinder ) References o & Reach
Welcome Taro Kagaku | Sign Out

Research Topic "antiviral agents for influenza™

(2) Taking into accounts synonyms,
different word forms (discrepancies due

to part of speech, singular, plural, etc.)

Research Topic Candidates

abbreviation, and difference in

American and British spelling.

5Topics 0 Selected | (1)
Select All Deselect All A4

Research Topic Candidates \ References

(3) Within the same sentence (In the title,

4:

4 |

- 182 references were found CKZJ "antiviral agents for influenza” gg entered. 6) 182 in abstract sentences, in the same
r 2546 references were found contdining th -Dwo concepts "antiviral agents" and "influenza™ close\‘-f 2546 . .

associated with one another. index, within the range of
|l 8146 references were found where the two concepts "antiviral agents” and "influenza" were 8146

present amywhere in the reference. $‘4l supplementary term separated by
(] 102140 references were found containing the concept "antiviral agents”. 102140 T
|l 109422 references were found containing the concept "influenza”. 109422 Sem|c°|0n)

(4) Within the same record (Title, abstract,

_’l_l index, supplementary terms)

® Once the “Get References” button is clicked, the releva

Frisl BED BT ERCANE w-mD AR

nt reference list is displayed.

b S e - Pt A et | 1 G-d-&W-ro 8
4 SaFinder* R ety (i A i mraaian| o
pret
Welcome Targ Kagaky | Son Out = Click to Sort
Crasen tosp i Foaea . Babtiech Topkc “sntiviral agents for " > refrences (3546)
References & 55 e & Sobcsions _ = b m
@

Number
of hits

humans and birds of prey, highbghts the need of an improved understending of the epdemol. and of the wiral characieristics of HSHI
viruses crculating in the region. Here e report mol. and phylogenetic analyses of HSH1 vinuses isolsted in the KSA in 2007 in detinct Webster Robert G
compartments of avien hustendry. From the resuts of sur in..
4 substances & Reactions £'Cting 0 Ful

R —

ephor ‘.H\c l\< and the I fusion mns Bﬂd oe-l membranes. The sruchure of r
brdroquinone (TRQ), thows thetthe Ilckor bnds i » hrdkophabe pockat Categostr

2 vinus infection in mice

virus poimecases (rloown) sgent
highly sciptble to e

of this et by TG ek the rrutrl pi stucir thecugh miescbuce More detaded mnayss bsed en CAS

I.Accession Mumber vI

Publication Year
Title
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Research Topics Search

[1 Click the title to display detailed information on abstract and such.

nder - Reference Answer Set — Windows Internet Explorer _|E| 5'

6\::;-' I. https//sclf|n\:|er.cas.urg/sc|fmder/v\ew/lext/rEfL\sl.]sf?nav:rOUF\Ej g |§HE| IGDES|E (2|~

JrfLE REE FTW BRCEADA LD AT

‘Sﬂﬂﬂdﬂ'@ B ubaplma ot

Welcome Taro Kagaku | Sign Out

Create Keep Me Posted »  Research Tapic "antiviral agents for influenza™ > references (2546)

W @ SciFinder — Reference Answer Set | | - & fo oo - [ G @
Expl \

-

You can remove

Get | Get g, Get " Get
References o Soioonces & Reactions 1 creed fﬁt‘mg

duplicate
references by

2546 References 0 Selected | Keep Selected  Remove Selected | Remove Duplicates Save Print  Export C”Cking here

Select All Deselect All | Sort by: | Accession Number x| q1..910 1112 13 14 .. 128

[ 201. Antiviral drugs for influenza: efficacy and adverse effects
By Kawana, Akihiko
From Kokyu to Junkan (2008), 56(3), 311-315. Language: Japanese, Database: CAPLUS

% Substances & Reactions £*Citing D Full Text @® Link

IE y B (2008), 112(27), ~/973. T CAPLD

he mechanism of inhibition of the influenza A virus M2 proton channel by the antiviral drug amantadine has
een under intense investigation. The importance of a mechanistic understanding is heightened by the prevalence
f amantadine-resistant mutations. Te gain mechanistic insight at the mol. level, we carried out extensive mol.
fynamics simulations of the tetrameric M2 proton channel in both apo and amantadine-bound forms in a lipid
ilayer. The simulation of the apo form revealed that Val27 from the four M2 subunits can form a secondary gate
ear the channel entrance and break the water ...

F Substances & Reactions §°Citing O Full Text @® Link

™ 2¢B. Pharmaceutical compositions containing Morus alba leaf extract for the treatment of influenza a virus
Liu, Guiyun

rlim Faming Zhuanli Shenging Gongkai Shuomingshu (2008), CM 101172127 A 20080507, Language: Chinese, Database: CAPLUS

he title Morus alba leaf ext. is prepd. by drying Morus alba leaf, pulverizing, and extg. with 5-20 times of 40-98%
thanol at 30-80 °C for 2 h twice. The Morus alba leaf ext. can be used to prep. medicines in the form of solid,
q., powder or capsule for the treatment of influenza A virus.

k Substances & Reactions §°Citing 0 Full Text @@ Link

om

7 2@. Characterization of a trypsin-dependent avian influenza H5N1-pseudotyped HIV vector system for high
tifroughput screening of inhibitory molecules

a0, Zhujun; Patel, Ami; Tran, Kaylie; He, Xinying; Fowke, Keith; Coombs, Kevin; Kobasa, Darwyn; Kobinger, Gary; Yao, Xiaojian

Fri§m Antiviral Research (2008), 73(1), 12-18. Language: English, Database: CAPLUS

In this study, we have generated and characterized an avian influenza H5N1 hemagglutinin (HA), neuraminidase

MA) and M2 ion channel pseudotyped HIV-based vector system (HaNaM-pseudotyped HI\.i vector). The cleavage

m

* | (Lessthan

10,000 items)

o

A Secondary G lows Internet Explorer

=10] x|

6@' [@ https:#/scifinder cas ore /scifinder Avien/text fretDetail st hav=rODABXOAAWFDAGRENNENKZGMyOANK V2L TUOLN > || 54 |§H % | [aocele

(o]

FrE REE #TM BRIAIE DD APH)

9% &t @ SciFinder - A Secondary Gat | | fh-A-&- &G

& SciFinder Exrioe T —_— na
D ‘# ‘ K = Keep Me Posted Results | History

Answer Sets | Help =

Miletotas

Welcome Makoto Murano | Sign Out

Taro Kagaku
L Get Get e Get  Get Get
Reference Detail &S5 e & Renctions Mared B omng =1 rull Text

Research Topic "antiviral agents for influenza” > references (2546) = asecony  |f YOU click the CAS Registry Number in the reference, the substance

try Number 768-04-5 — Windows Internet Explorer I [= 154

6\:.; + [@ nttps:/citindercasore scitinder Avemfsubstance /s =] | 8 || 42| x| [Gonele [2]-]
JrE REE FTLW HRCADE VLD AN
A AT . A AL v
A Secondary Gate As a Mechanism for Inhibition of the M2 Proton Cha| 7 # 4 SciFinder - GAS Reeistiy Nurber 768-84-5 | | fhi - & 5 Edead
- |
Yi, Myunggi; Cross, Timothy A.; Zhou, Huan-Xiang Substance Detail Dcﬂ ‘Gd . & gﬂ . iﬁ;“hmr’]“fnmﬂm“
The mechanism of inhibition of the influenza A virus M2 proton channel by the antiviral drug amanta Link  Save FrlntJ
investigation. The importance of a mechanistic understanding is heightened by the prevalence of ar
gain mechanistic insight at the mal. level, we carried out extensive mol. dynamics simulations of the| CAS Registry Number: 768-94-5
both apo and amantadine-bound forms in a lipid bilayer. The simulation of the apo form revealed tl .
; Cio Hi7 N HoN
subunits can form a secondary gate near the channel entrance and break the water wire in the cha
phys. occlusion and the elimination of hydrogen-bonding partners for water mols. In the presence Tricyclo[3.3.1.13,7]decan-1-amine
formed by Val27 and the drug mol. lying just below form an extended blockage, which breaks the w 1-Adamantanamine (6CL8CI) ; (Adamantan-1-ylJamine ; 1-
simulation. The location and orientation of amantadine inside of the channel pore as found in our si Adamantamine ; 1-Adamantylamine ; 1-Amantadine ; 1-
of exptl. observations. Our study suggests a novel role for Val27 in the inhibition of the M2 proton | Aminoadamantane ; Adamantamine ; Adamantanamine ;
Adamantylamine ; Amantadine ; NSC 341865 ; Tricyclo[3.3.1.13,
7]decane-1-amine
Indexing Component
General Biochemistry (Section 6-1) @
Document Types: Conference, Dissertation, Journal, Patent,
Report
Section cross-reference(s): 1
Nonspedific Nonspecific
Concepts & Substan Derivatives Derivatives
from from
Membrane, biological 768-94-5 Amantadine Role Patents Patents
:tna\yt\ca\ - v v -
bilayer; secondary gate As a mechanism for inhibition of M2 secondary gate As a mechanig udy
proton channel by amantadine channel by amantadine 3:‘;9"33‘ v v v v
[ 1 | Biological study, uncl d 4 | _>|_|
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Linking to Original Reference

B When you click the Full text (document) link button in the acquired literature list, the
following will be available to you via ChemPort.

» Essays published in approximately 7,400 journals delivered in digital journal published
by major technical publishers (360 publishers) such as American Chemical Society,
Royal Science College, Academic Press, Elsevier, and Wiley are available free of
charge for digital journal subscribers only in HTML and PDF format._The latest list of
publishers linked her can be verified at ChemPort home page (http://chemport.cas.org/.

Even if you are not a subscriber, you can access essays in journals published by 14
publishers such as ACS, RSC, Springer-Verlag, and Karger by paying its individual fee
(Pay-per-view). In this case, the fee will be invoiced in the following month (Only for

industrical version).

For a part of journal and patent detailed description, you can view the full text directly without
going through ChemPort Connection screen.

f,"- SciFinder — Reference Answer Set — Windows Internet Explorer

-0l x|
@\’—‘/ - I. https'//sciiinder.cas.org/sc\finder/view/text/refListjsf?nav:rl’;l % 2| X IGDugIE 2=

FrALE REE #RTOM BRILADG DD AJLPHY

A 4 SciFinder - Reference Answmer Set

4 Substances & Reactions £'Citing D Full Text @@ Link =]
T 17. Alternating DNA and n-conjugated sequences. Thermophilic foldable polymers
By Wang, Wei; Wan, Wei; Zhou, Hong-Hui; Niu, Shugiang; Li, Alexander D. Q.
From Journal of the American Chemical Sodety (2003), 125(18), 5248-5242. Language: English, Database: CAPLUS
Foldable polymers with alternating single-strand DNA and planar conjugated org. perylene tetracarboxylic
diimide units were found to self-organize j= dad nanostructures. Upon heating, the loosely folded
structures become more ordered as evide n the perylene segments. The folding and unfolding
processes driven by the mol. interactions of aay perylenes were monitored in both aq. and org. solns. Heat-
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Linking to Original Reference

» From the US Patent and Trademark Office (USPTO, http://www.uspto.gov/, HTML and
TIFF format), European Patent Office (EPO, esp@centet, PDF format), Japan Patent
Office, Korea Patent and Information Institute, Chinese Patent Office (State Intellectual
Property Office, SIPO) home page, you can view patent details from the US, Japan,
Switzerland, Germany, EP, France, the UK, PCT, Korea and Chine free of charge.

MicroPatent’s Global TOPS Subscirbers will be able to view the whole document of pat

ent details provided by MicroPatent free of charge.

» — A portion of patent details can be viewed for a certain fee (Pay-per-view). In this case,
the charge will be invoiced in the following month (industrial version only).
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[~ 15. Cosmetic and pharmaceutical foam
By Tamarkin, Dov; Friedman, Doron; Eini, Meir

From PCT Int. Appl. (2004), WO 2004037225 A2 20040506. Language: English, Database: CAPLUS
The invention relates to an alc.-free cosmetic or pharmaceutical foam carrier comprising water, a hydrophobic
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pharmaceutical foam carrier does not co
foam carrier is suitable for inclusion of both Wa
example, a vegetable cil-based foam carrier co

< _and a water gelling agent. The cosmetic or

=ofl-sol. pharmaceutical and cosmetic agents. For

ing it non-irritating and non-drying. The alc.-free
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Reference Result Restrict and Analyze Function

B Afunction that restrict and analyze search result (Analyze/Refine)

» After analyzing result list of references acquired by various searches based on 12
types of data, if necessary, the list can be restricted to these 12 types of data or
refined to 7 types of perspectives.

A S
D BRD AT MCAYS Al At
L Ly ——— [l
& Safinder D e § ~ Creried il
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Relerences 45 A=

o0t Batresrrs.

Analyzing | Refine
search

fiinction

Sample Analysis @

Ihuthor Name j ¥ Research Topic $oep3i(e;arch
Ahmadian Mohammad ' Author Name

" Company Name 5 A
Mcswiggen James " Document Type TOC:men
" Publication Year yP
Quay Steven C " Language
[ |
] " Database
Vaish Narendra K
] i :
Click to select perspective

Suzuki Yasuo Research Topic:
I IAuthor Name

Hayden Frederick G Lautha e

e CAS Registry Number - Examples:

. . CA Section Title CASedtion The effect of antibiotic resies o
Suzuki Takashi c - : :
EEEEE — ompany/Organization dairy products
Database ) )

Anonymous Document Type Photocyanation of aromabic
e | Index Term COmpOLas

Webster Robert G CA Concept Heading “’
D Journal Name v

| Language -
S EEREAD Publication Year
s |
Supplementary Terms
—
<L Show Full Analysis ))
Click to go to full analysis

Categorize (See next page)
More detailed analysis based on CAS
indexing - -
_/ Categorize function
EHZE (See page 21)
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Restrict and Analyze References Results Function

It is possible to click
and select display of

Sample Fal el relevant items
analvsis Ul eI
Sample Analysis © Analyze by: & Analysis - Author Name &
IAuthor Mame j IAuthor Name j Only 500 Authors are displayed. dose
Ahmadian Mohammad Click bar to view only those reference: 1 Selected  Sort b\.':lFrequenq-I ;I 123456..10)
— within the current answer set Select bars to view only those references within the current answer set.
Mcswiggen James Mcswiggen James 0 ™ Mcswiggen James 80~
_Quay HEEE Ahmadian Mohammad 79 ™ Ahmadian Mohammad 79
Vaish Narendra K
Quay Steven C " Quay Steven C 79
Suzuki Yasuo . ™ vaish Narendra K 79
e e Vaish Narendra K 79
Hayden Frederick G ) " Hayden Frederick G 50
[ e Hayden Frederick 50 ]
Suzuki Takashi @Suzuki Yasuo 46
O Suzuki Yasuo 46 1
Anonymous " Anonymous 33
O Anonymous 33 1
7
Webster Robert G I” Webster Robert G 3
] Webster Robert G 31 ]
7 .
Palese Peter [ sidwell Robert W 25
Sidwell Robert W 25 | ]
Y 7 I~ Suzuki Takashi 25
C Show Full Analysis )} Suzuki Takashi 25 | ] LI
Jcancel |
[

l Checked item selection display
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Keep Me Posted Results | History
Preferences
Welcome Tara Kagaku | Sign Out
Create Keep Me Posted »  Research Topic "antiviral agents for influenza™ > references (2567)
Get 1 Get B Get 5 Get Analysis Refine
References & 5ol inces & Reactions W Gred [ Citing
2567 References OSelected | KeepSelected  Remove Sele jcates Save  Print  Export Analyze by: &
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) - = SS——— 123
(setect At Ppselect Al | sort by: [Accession Number =] P R ————
™ 42 Limited i y effects of ir and fir on human s wihin the curent snsuer set

& Hints

By Hata, Keko; Koseki, Koichi; Yamaguchi, Kazunori; Moriya, Setsuko; Suzuki, Yasuo; Yingsakmongkon, Sangchai; Hirai, Go; Sodeoka, Mikiko; von

Ttzstein, Mark; Miyagi, Taeko

From Antimicrobial Agents and Chemotherapy (2008), 52(10), 3484-3491. Language: English, Database: CAPLUS
Oseltamivir (Tamiflu) and zanamivir (Relenza), two extensively used clin. effective anti-influenza drugs, are
viral sialidase (also known as neuraminidase) inhibitors that prevent the release of progeny virions and thereby
limit the spread of infection. Recently mortalities and neuropsychiatric events have been reported with the use of
oseltamivir, esp. in pediatric cases in Japan, suggesting that these drugs might also inhibit endogenous enzymes
involved in sialic acid metab., including sialidase, sialyltransferase, and CMP-synthase, in addn. to their inhibitory

Mcswiggen James 81

‘:

Ahmadian Mohammad 7

‘\o

Quay Steven C 7

‘\n

effects on the viral sialidas... Vaish Narendra K )
e ——
4 substances & Reactions £*Citing D) Full Text @® Link Hayden Frederick G 50
165. Sialyl a(2—3) lactose clusters using carbosi imer core asi ini J
blockers Suzuki Yasuo 46
By Oka, Hiroyuki; Onaga, Tomotsune; Koyama, Tetsuo; Guo, Chao-Tan; Suzuki, Yasuo; Esumi, Yasuaki; Hatano, Ken; Terunuma, Daiyo; Matsuoka,
Koji
From Bioorganic & Medicinl Chemistry Letters (2008), 18(15), 4405-4408. Language: English, Database: CAPLUS %
An efficient synthesis of a series of carbosilane dendrimers uniformly functionalized with sialyl a(2 — 3) lactose
(NeuSAca(2 — 3)Galp(1 — 4)Glcp1—) moieties was accomplished. The results of a preliminary study on biol. Webster Robert G 31
responses against influenza virus hemagglutinin, using the sialyl lactose clusters showed unique biol. activities on e
the basis of the structure-activity relationship according to the carbosilane scaffolds. Sidwell Robert W 25
; ;  —|
4 substances & Reactions £*Citing D Full Text @® Link
Suzuki Takashi 25
207. In vitro inhibition of human influenza A virus infection by fruit-juice concentrate of Japanese plum e

(Prunus mume SIEB. et ZUCC)

By Yingsakmongkon, Sangchai; Miyamoto, Daisei; Sriwiaijaroen, Nongluk; Fujita, Kimie; Matsumoto, Kosai; Jampangern, Wipawee; Hiamatsu,
Hiroaki; Guo, Chao-Tan; Sawada, Toshihiko; Takahashi, Tadanobu; et al

From Biological apharmacauncalvwenn (2008), 31(3), 511-515. Language: Englsh, Database: CAPLUS
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Restrict and Analyze Reference Results Function

B Categorize Function

» Indexed terms and chemical substances can be analyzed for reference hit list
acquired from various searches.

categorize @ | D Select the category you @ Select the
want to analyze ] terms
Select a headin 4 of interest.
Category Heading ¢ Category @ Selected Terms ¥
All ces in medicine Biotechnology > Substances in
General chemistry ¥ Zanamivir medicine
Biolo Agriculture ¥ Amantadine 188 Zanamivir Deselect
Substances in adverse ¥ Oseltamivir 174 | |Amantadine Deselect
Synthetic chemistry effects ¥ Rimantadine 99 Oseltamivir Deselect
Physical chemistry Toxicology & forensics I sialic acids 57 | |Rimantadine Deselect
Genetics & protein chemistry | |Substances in biological uses| @ 54071 56 GS4071 Deselect
Polymer chemistry Food ™ Influenza Vaccines 54 Ribavirin Deselect
Technology Substances in agriculture ¥ Ribavirin 53
Environmental chemistry Substances in food chemistry| [T peramivir 50
Analytical chemistry M Acetamide 45
Catalysis I Tamiflu 41
" Antisense 17
oligonucleotides ﬁ
| Main Category | a ;‘:tmd'es and 1 The list of
muneglobulins
" Oseltamivir 16 selected terms
[ adamantane 14 _
I & bl 1.4
Biotechnology > Substances in medicine = 6 Selected
Refine |) Cancel |

o
& System limitation information E[

*Maximum data included in the
analysis will be 15,000

*See Help for Category definition.
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Journal Article Title Waords ;I

Language ’ d =

Molecular Formula SClFm er

Patent Assignee
Patent Mumber

Physical Chemistry Science Categories

Polymer Chemistry

Product Yield Science categories are groups of index terms with commeon attributes. Categories may consist of general subjects or registered substances
Property Definitions Examples include:

Property Groups (Detail View)

Publication Year, Title Order « Anatomical parts of animals H H

Publication Year(s) « Substances used in agriculture Click item that
R-groups + Pollutants W. nt t
Reaction Availability you a 0
Reaction Classes Categories and Index Terms Vel’lfy

Reaction Conditions

Reaction Roles

Choose any of these science category headings to view its member categories angfindex terms.

action Steps
Science Categories
SciFinder Substructure Module (SSM) Al Analytical chemistry / Biology
Session Timeout
Smarisearch Biotechnology Catalysis / Environmental chemistry
Solvent General chemistry Genetics & protein cherMstry Physical chemistry

Structure Diagram
Substance Classes
Substance Identifier
Substance Roles
Supplementary Term
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Extracting related information from reference results

B Related information extracting function

»  Allowing you to extract related substances and reaction information from references.
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Extracting related information from reference results

» You can search for citation information of the reference being studied.
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Regioselective synthesis of 5-ylflenepyrrol-2(5H)-ones by reaction
imidoyl) chlorides with carbon nfcleophiles

By Wuckelt, Joerg; Doering, Manfred; Laryfer, Peter; Beckert, Rainer; Goerls, Helmar
From Journal of Organic Chemistry (1999, 64(2), 365-372. Language: English, Database: CAPLUS
A regioselective transition mejil mediated domino reaction of carbon nucleophiles, e)y., N=CCH2CO2Et, with oxalic
acid-bis(imidoyl)chlorides, ef., PhN:CCIC(:NPh)Cl, is reported. This reaction provideNa convenient access to E-
configured 5-ylidenepyrrolf2(5H}-ones, e.g., I. Without the presence of cobalt(II) or ni
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Information sharing function (Link function)

» You can share the reference being studied with other users using the URL assigned to
each record.
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By Wuckelt, Joerg; Doering, Manfred; Langer, Peter; Beckert, Rainer; Goerls, Helmar
From Journal of Organic Chemistry (1999), 64(2), 365-372
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Search from Substance Information

€ Chemical substance search (chemical substance name, CAS Registry Number)

<REGISTRY file)

53413

» Substance can be retrieved from CAS Registry Number and name.
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% - I. httpz/fseifinder casnrg/sclf|nderfv|ew;"suhstanca/suhstanceEx|j|é||E| |z| IGDDEIE |P '|

B RERE FTM BREADE VD AT

i} ﬂ% ’ SciFinder — Explore Subztances | |

Explore
References

@ SciFinder’ &

Welcome Taro Kagaku | Sign Out

Explore Substances

Chemical Structure Substance Identifier(s) L ol

Molecular Formula

Examples:
S0-00-0
299815

Acefaminophen

a|

Enter one per line.

Enter full name. Search
if also possible, using
common name or
commercial name.

/2 SciFinder — Substance fAnswer Set — Windows Internet Explorer

(Maximum 25 items)

=101 x|

m ~ [ htips://scifinder.casore /ssitinder fvien fsubstance /ubstancelistisw ]| & || 42/| % | [Gooe =

121

FrME RRE FTW BREADE W-I ALTH

©% i g SoiFindsr - Substarce Answer Set | |

B & &8 ok

@ SciFinder- 2 e

Welcome Taro Kagaku Sign Qut

Substance Identifier "taxol; ferrocene; 73-31-4; hum...” > substances (5)

o b Reacs (5 | C‘_

Ju

Get Get Get
Substances 3 References Reactions f’ " Commercial Sources
5 0 Selected | Keep Selected Remave Selected Save Print Export

Select All Deselect All | sort by: [CAS Redistry Mumber x|

T 1.33069-62-4 I 2.12629-01-5

= Somatotro h 9CI
g pin (human) (9CI)
--\.--'\_,L, oy
. L

Sequence Length: 191
Absolute stereochemistry.

Rotation (-). Protein Sequence

W ~1761 References
4 Reactions

C47 Hs1 N 014

Benzenepropanoic acid, -
(benzoylamino}-a-hydroxy-, (2aR,4S,
4as,6R,95,115,125,12aR,12b5}-6,12b-
bis(acetyloxy)-12-{benzoyloxy}-2a,3,4,
4a,5,6,9,10,11,12,12a,12b-
dodecahydro-4,11-dihydroxy-4a,8,13,
13-tetramethyl-5-oxo-7,11-methano-1H-
cyclodeca[3,4]benz[1,2-b]oxet-9-yl
ester, (aR,psS)-

d» Commercial Sources
it Regulatory Information
@ Link

B ~16194 References

& Reactions

d» Commercial Sources
it Regulatory Information
@® Link

Click the CAS Registry Number and detailed
information will be displayed.

¥ Mumber J3-T1-4 - Windows Intermet Explorer

[# e

I 4.102-54-5

H
c,

ridE ERE ERY BRLAE v-aD A
W O Seeder - CAS Feeiniry Nomber Ti<di-d | | B e e - G
Exlore Explore =
Wakome Taro Kagoki | Sgn out -
Substance Mentfer “taxal; Ferrocene 73-31-4; hum...” > sibotances (5] » 73-31
Substance Detail [)5% ASE s B2 R tory
Wk e Pt Bt
CAS Hegistry Bumber: 73314 ":
Ci H1s Mg Oy |
Acetamide, N-{2-(5-meshog-1H-indol-3-ylethy]-
Acetamide, N-[2-{5-methoindol-3-yfethyl}- (6C18CT) ; 5 e M 3 — CH 3 —1mAE

Methowy-N-stetyRryptsaning ; Circadin ; Medstol ; Melstonin

Melstoning ; Melowing : N-Acetyl-5-methtoytryptamine
¥ yethylacetamide ; H-[2-{' dol-3-

WethylJscetanmide ; NSC 113928 ; NSC 56423 ; Reguin

Document Types: Rook, Conference, Dissertation, Journal,
Fatent, Report

Monspedtic  Bonspacitic
Dervatives Dervates

from from
Patents Wonpatents  Patents  Monpatents

Raie
;“"“d:"““' P ’ ; ¢
Bological - - - -

Y

CH
C13 Hig N2 02

Acetamide, N-[2-(5-methoxy-1H-indol-
3-yl)ethyl]-

A4

Fe 2+

AN
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Search from Substance Information

€ Link function to chemical substance related information.

Get
> Link to reference information M ~16194 References - References

You can search for references by using the text button beneath each substance (for
single substance), or “Get References” link button at the top of the screen (for single
substance and multiple substances). In that instance, you can also restrict the
references by the following 15 types of perspectives.

/= 5ciFinder — Substance Answer Set — Windows Internet Explorer - |EI|1|
@;;r b I. https:/ fscifinder cas org/scifinder fvisw/substance Ssubstance List Jsﬂ g 4| X IGoog\e 2
FrALE REE FROA BRCADE Y-LD ALFH
A & SciFinder - Substance Answer Set | | @ T Q' 'ln$' @ VB ‘9}' el
SciFinder B = o 0
.| References Substances Reactions ~ "y
o
Welcome Taro Kagaku | Sign Out . i -
Substance Identifier "taxol; ferrocene; 73-31-4; hum..." > substances (5) > 73-31-4 2
Get ] Get Get
Substances @erenoﬁ & Reactions 4" Commercial Sources
5 1Selected | Keep SE|EC‘INEIT|OVE Selected Save Print Export
Select All Deselect All | Snrthv:ICAS Registry Numb&
¥ 1.33069-62-4 [T 2.12629-01- [T 3.9001-15-4 / S)}/cnth etic
rererences
Somatotropin (h| Get References & / .
(since 1907)
Retrieve references for: * Wh
Al substances @ Selected substance, en yOU
A selected an items
Sequence Length por each substance, retrieve:
Absolute stereochemistry. Al references other than
Rotation (). Protein Sequenc “Preparation”, the
¥ References associated with: f t;t . d
Ca7 H51 N 014 : ~1761 Refere [ Adverse Effect, including toxicity L Prophetics in Patents re e;ence159067 alng
Reactions
Benzenepropanoic acid, - i 14 " Analytical Study v Preparation are irom an
ino)-a- _ ommercia
(benzoylamino)-a-hydroxy-, (2aR,45, I Biological Study I Process later
4a8,6R,95,115,125,12aR,12b5)-6,12b- it Regulatory In
bis(acetyloxy)-12-(benzoyloxy)-2a,3,4, @9 Link [~ Combinatorial Study " Properties
43,5,6,9,10,11,12,123,12b- [ Crystal Structure " Reactant or Reagent
dodecahydro-4,11-dihydroxy-4a,8,13,
13-tetramethyl-5-ox0-7,11-methano-1H- " Formation, nonpreparative " Speciral Properties
cyclodeca[3,4]benz[1,2-b]oxet-9 " Miscellaneous " Uses
ester, (aR,pS)-
™ Occurrence
B 16194 References
For each sequence, retrieve:
X [C Additional related references, e.q., activity studies, disease studies.
4 Commercial Sources
fit Regulatory Information (|__Get References ] Cancel |
~ >
®® Link T =
| J
{2 SciFinder - Reference Answer Set — Windows Internet Explorer: oy [ (3]
@T\: | = [ https:sscifinder cas.ore fscitinder viemstext et List st naw=rODABLT | 2| | [aoele £l
T fIVE REE FTA BRICADE 9-LD A
¥ ¥ @ SciFinder - Reference Answer Set | | - M B -
References Substances Reactions

Welcome Taro Kagaku Sign out

s
Create Kesp Me Post=d ©  Substance Identifier "taxol; ferrocene; 73-31-4; hum...” > substances (5) > get references (2851} - o

Get 1 Get o Get 5 Get

References "b Substances & Reactions @Clted f Giting

2851 References OSelected | Keep Selected  Remove Selected | Remove Duplicates save  Print  Export
Select All Deselect All | Sort by: [Accession Number =] 123456..143 p

[T 1. Enhanced production of taxanes by cell cultures of Taxus species

By Bringi, Venkataraman; Kadkade, Prakash G.; Prince, Christopher L.; Roach, Braden L.

From Can. Pat. Appl. (1997), CA 2638292 A1 18971127, Language: English, Database: CAPLUS
The invention provides methods for the prodn. of taxol, baccatin I and other taxanes in very high yield using cell
cultures of all known Taxus species such as T. brevifolia, T. canadensis, T. cuspidata, T. baccata, T. globosa, T,
floridana, T. wallichiana, T. media and T. chinensis. Specifically, the invention provides culture media and
conditions that enhance prodn. yields of various taxanes from cell cultures of all species of Taxus. Preferred cell
culture enhancement agents include silver ions and their complexes, jasmonic acid and it's derivs., auxin-related
growth requlators and inhib...

4 Substances & Reactions §°Citing 0 Full Text @® Link

[~ 2. Semi-synthesis of taxane intermedi: and their conversion to paclitaxel and docetaxel
By Naidu, Ragina
From U.5. Pat. Appl. Publ. (2008), US 2008262250 A1 20081023, Language: English, Database: CAPLUS
A process is provided for the semi-synthesis of taxane intermediates, e.g., I [Boc = CO2CMe3; Bz = C(:0)Ph],
useful in the prepn. of padlitaxel [II; R = Ac, R' = C(:0)Ph] and docetaxel [II; R = H, R' = Boc], in particular, the
semi-synthesis of protected taxane intermediates. The process comprises: (a) protecting tlhe C(7)-hydroxy group -
»
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Search from Substance Information

Get
» Link to reaction information & Reactions Reactions

You can search for chemical reaction by using the conical flask icon beneath each
substance (for single substance), or the “Get Reactions” link button at the top of the
screen (for single substance and multiple substances).

I
% - I. httpe:/Fecifinder cas.org/’scifimdar/’viawfsubstancefsubstanceList.Jsj\é‘ |5| |E| IGuug\e ‘&‘t|
ZrbE REE FTA HRCADE YLD AFHE

T8 @t @ Soifinder - Substance Answer St | | - B e G

& SciFinder* D & S & e ]

Welcome Taro Kagaku | Sign Out

Substance Identifier "taxol; ferrocene; 73-31-4; hum...” > substances (5) > 73—.

Get Get Get
Substances Refere Reactions x"’CnmmerciaISnums

5 15elected | Keep Selectsd Remove?@(cbed Save Print. Export
Select All Deselect All | Sortbv:ICAS Registry Number LI

¥ 1.33069-62-4 [ 2. 12629-01- [ 3.9001-15-4

Somatotropin (human) (9C No Structure Diagram Available

T Unspecified
Get Reactions ¢
Sequence Length: 191
Absolute stereochemistry. s 'y -
Rotation (). Protein Sequence Retrieve reactions for:
" All substances & Selected substances

Ca7 Hs1 N 014 B ~1761 References

o 4 Reactions Select a reaction role:
Benzenepropanoic acid, f- i -
(benzoylamino)-a-hydroxy-, (2aR,45, Commercial Sources & Product
4as,6R,95,115,125,12aR,12bS)-6,12b- | fit Regulatory Information  Reactant
bis(acetyloxy}-12-(benzoyloxy)-2a,3,4, @9 Link R t Choose a
43,5,6,9,10,11,12,12a,12b- €agen reaction role
dodecahydro-4,11-dihydroxy-4a,8,13, " Reactant or reagent
13-tetramethyl-5-ox0-7,11-methano-1H- ' Catalyst
cyclodeca[3,4]1benz[1,2-bloxet-9-yl
ester, (aR.BS)-  Solvent

 Any role
. o~ .
A Reactions ((__Get Reactions [) cancel |
Ercial Sources =

it Regulatory Information

@® Link =
« _>l_I

/2 SciFinder — Explore Substances — Windows Internet Explorer =] 3]

= https:/fscifinder caz.ore/scifinder Aview substancesubstance B = _1- ; Gioogle -
(ISR =&« [2[]

JrLE REE FTW BREADW WD LT
W ok & Scifinder - Explore Substances | | oy v A dl- - S G i

& saFinder N o e W -
References Substances Reactions ’ 'l

Welcome Taro Kagaku | Sign Out

Explore Substances

Chemical Structure Molecular Formula ¢

C15 H12 03

Examples:
Molecular Formula HAS04

H4045
Hisiod

Substance Identifier
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Chemical Structure Search

€ Chemical substance search (Chemical structure formula) <REGISTRY File> ;(».,-:f

» ltis possible to directly search for chemical substances from structure (including salt,
compounds and copolymers).

(D Start structure search screen. You will need Java plugins in order to start it.

/2 SciFinder — Explore Substances — Windows Internet Explorer _IEllﬁl
% - I’ https:f/sc:if\nder.cas.org/scifinder/view/’substance/’substanceE:j 8 |§| |Z| IGuugIe ‘}3 v‘
LB REER HFHTW BRCANG YL@ ALTH
ﬁ ate ’SciFinder - Explore Substances | | @ A £' :3‘;' @ < \j‘ o ﬁ
SciFinder® ) References | Sebk oo )=
References * Substances Reactions >
<

Welcome Taro Kagaku | Sign Out g '

Explore Substances

Chemical Structure  Chemical Structure ¢

Click image to draw or import structure

@ Draw the backbone you are interested in and select search options. In addition, it is also
possible to read mol file.

x|
I HOmxBonnc@F &
|7 , L;;,\ Draw or change stoms or bonds.
MR .
X _|-R
[ [
L1 R
@
\ |
%5 (% W | \> |
e Py Ge;
] substances
e s ry Exact search
Substance -~
Search \ * search ||
\. Substructure g 5 .
_|;| ’f__L— Similarity
EY | b ama” | search
Ic ¢ nlols|ulelaler| ] i]s sealion = )
[ 9Jo o[o|| L
G Hg My (query) |13414

® Substructure search will comprehensively search every structure that contain the
structure drawn, and display recent records first. You will need substructure
search option agreement to use this search.

® Similar structure search will search for structures beyond the prescribed structure
similarity and display the structures with high similarity on top. You will need
substructure search option agreement to use this search.
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Chemical Structure

Search

(@ Execute the search after selecting the substance to search as necessary. You can also
restrict the search to polymers, coordination compound and single component
substances in this screen.

/2 SciFinder - Explore Substances - Windows Internet Explorer

% = [@ nttpoi/soitinder casore /oo finder/view/substanoa/substance Bxpli || 5 | |44 | [Gosele

=lofx|

28

TrfLE)  TREE

Forl)  BERCADGE

W=D AL

i:\h’ & ’ SciFinder - Explore Substances

fi - B & -l O

€ SaFinder’

Welcome Taro Kagaku | Sign Out

. Explore

ﬁ I-;‘Rgfm;erm - Substances

Explore
Reactions

-

r

" &

Explore Substances

Chemical Structure  chemical Structure ¢

Molecular Formula

Substance Identifier

Characteristic(s)

Class(es) &

Studies &

Click image to change structure or view detai

Current Search type: E tructure

M Show precision anal

™ single compenent
™ Commercially available
I Included in reference(s)

™ Alloys
™ Coordination compounds

™ Incompletely defined

[ Analytical
™ Biological

™ Mixtures
™ Polymers
™ organics, and others not listed

I Preparation
I Reactant or Reagent

= G
»

.|

Restriction is
possible to

@  Search result is displayed. You can also perform reference search after this.

Chemical substance hit in

m ~ [@ https://scifinder cas.org fscifindar./v iem./substancer/substanceList ¥ || £ \E|

7 JLEY

imEE

FrW HBHRCADGE WD APH

S8 @ Soif inder - Substance Answer Set

exact match

e e O

Number
of hits

4 SaFinder®

Welcome Taro Kagaku | Sign Out

RESHgpE

A T

Chemical Structure exact > ah%m (38)

Get Get Get
‘Substances B ot rences lneacﬁ.,/ & Eotmerdal Sources

OSelected | Keep Selected

Save

Print  Export

lect All Deselect All | sort byv: [CAS Registr

T 1.857400-19-2
7487-94-7
Clz Hg
©1—Hg—Cl
934-23-6
Cs Hg M4

Me 1 n.

I

Cs He Na . Cla Hg

Purine, 2-methyl-, compd. with HgCl2
(sc1y

B ~1 References

A Reactions

4 Commercial Sources
1t Regulatory Information
@ Link

femuve Selected
v Number |

M 2.114954-42-6 -

Me ol .

Y = ﬁ e . ol
. I \r/ = ﬁ
SN o H |

H HN._ it
Cs He Na
1H-Purine-1-15N, 2-methyl- (9CT)

o ut =
CeHgNa. H

B ~1 References

& Reactions

d» Commercial Sources
t Regulatory Information
@ Link

(1:1)

@® Link

3.95121-33-8
(Compenent: 934-23-6)

9H-Purine, 2-methyl-, conjugate acid

B ~1 References

& Reactions

d+ Commercial Sources
£ Regulatory Information

[T 4. 70879-25-3

M 5.13479-82-8
1 1

Sy

fa}

T 6.13479-81-7

Click to sort
(Less than
10,000 items)

|CAS Registry Mumber ;l

MNumber of References




Chemical Structure Search

[When you executed substructure search]

/7 Silindor - Substance Ancwer Set - Windows Intarmet Explorer (= F.1}
@H v [@rapesr 2 wtiz] g | 4r] % P
. . FHAE BRE ET BRACANE w-MD ANH
> You can use variable substituents CRr e e—— || Sl
Such as “halogen”, “alkyl group”,  Safinder R e
13 H H ” s Wekome Tarc Kagoku | Sign Out - “
and heterOCyCIIC rlng in the Crmate ey U Prnied - (hitTical STrUCHURe Substructure > substances (9939) o -
structure drawing. substances 8% e &8s & Eomercat sourees
x?:r::‘:-cm‘ :rs?q:ssg;a:w;f ' B 41 . 658 ss?:sn s;m.ssa ss:;“;
» You can restrict the search result using| r =szwis F ooz 2262342 T oo, 2240262
another substructure, reference B I I F
availability, and substance g - ) -
information availability and the like. ! Gl
CoHyFalg O !
> The number of substance uploaded .
by SciFinder is the largest in the b P
1 e i
world. se

9 gaxr.

9919, 1998-63-6

F 9920, 1996-33-4

F g1 1908-23-2

- (.JHJC”:I LI;,
[When you executed similar structure search)
» The score is calculated based on Tanimoto algorithm and the number of items is
displayed by the score at first.
» Because the hit included even substances with different ring size or type of
elements, you will find structures that you did not expect.
H i i Ancees el - Windows Intermet Explores
istogram </ sclider cantee/oc A indec v/ ubstancalnbatancalL st tz] | 8 | o P A
g FriRE BRE RTY ERCADE w-MD AR Slmllarlty
Similarity Candidates Substances L e —— | | __~1 score
I_ =09 (_I'T'IUSt Similar] 8 T 130, 31441-70-8 T 131 59204-60-5 2 ' e e
95-93 10 - e i . '
= 4\]" -h l/ /E,.‘: mﬁ
i 90-94 5 ) W l | I
! i =
8589 112 )
- e84 47 - cere -
- 757 540 fofite®
- 7074 325 . Including
& Rea . .
r 6569 697 . ne different ring
I~ 60-64 (least similar) 1432 o - structure
W—P s
—
F 133 6642-26-8 134, 100704-49-2  Scores 85 135, 175530 66 6
* Ambiguous structures such as variable atoms or e - L
R Groups cannot be used in similar structure [ I
search Queries. S Crtha s
e e Na © i -
y o
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Chemical Structure Search

» Differences in results obtained with various search types.

Search type Results you will obtain Results you will not obtain

-Substances matching structure
drawn and multi-component
substances that contain the drawn
structure (salts, Polymers,
compounds, etc.)

- Tautomers

-Substances matching the structure
drawn and multi-component
substances containing the said

Substructure Search structure (such as salts, polymers,

(Partial structure and compounds)

search) *Tautomers

*Substances with substituents at
the free space in the drawn
structure

-Substances matching the structure
drawn and multi-component
substances containing the said
structure (such as salts, polymers,
and compounds)

-Substances having different
structural elements, substituents

-Substances with substituents
at the free space in the drawn
structure

Exact Search
(Perfect match
structure search)

= Structures with less matching
part than the structure drawn
(For example, methyl groups
will not be included if you draw
ethyl group).

-Substances with larger

Similarity Search and its position, but similar e sers e T
(Similar structure structures ot the drawn structure. S: rtz Idlﬁae\?/np(?)eiauzg thi
search) -Substances with less parts matching | P

the drawn structure, but having SIS o) BEeenr e (o

similar structure

- Substances with different ring
structure and size to the drawn
structure (You may draw 6-5
membered ring and get 6-6
membered ring)

» Relationship between search types

Query example: °

(C=0 bond is prohibited from
cyclization, restricted to RERLELLEEERLE Exact match structure: 17
single component substances) T ———— ;

Substructure search:
More than 80,000

0

CH2—Ph
CHo—Ph
Me
0
Me

0

F—N—NH
Me
O MeO

Me

* Similarity score
60 and higher
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Chemical Structure Search

B Search Result Restrict and Analyzing Function (Analyze/Refine)

» After analyzing based on 4 types of data, you can restrict it as necessary, or refine it

with 7 types of perspectives for result listings of substances obtained from various
search.

= =
R — T e - e | i
PHAE @R AFG BRCANY T ARTR
L T L e v a— |1 B-2-A-w- FO0
- |
@ SaFinder i g ey e [

| mretoenecos
Vrwiama Taro Kagaku | Sign Out

)‘r

bt s

- o , Gt
Brberreces & et A Ui Semme

Analysis
function

Analysis

Sample Analysis @

l\m

ISubstance Role

Uses

Reactant or reagent

Preparation

Biological study

=

J Click to select perspective

Substance Role

Froperties

] Commercial Availability
Elements

1 |Reaction Availability
i

Prophetic in patents
I

Process

Formation, nonpreparative

Analytical study
[

Combinatorial study

e —
__show Ful Analysis D

Click for full analysis

31

Refine
search

Al

Analysis [ Refine

<Structure formula

Refine by:@

%' Chemical Structure
" Isotope-Containing
" Metal-Containing

" Commercial Availability

" Property Availability .\ Catglog _information
" Reference Availability availability
" Atom Attachment : :
Properties
availability
x
N
/J\/[ >
o
/l\ N N
Click image to change structure 3 viey .
detail Click to
Current Search type: draw
Substructure structure

Only retrieve substances
that

" Have references
" Are commercially available
" Are a single component

" Are in specific substance
classes

" Appear in specific types of
studies

Refine
S———

=

# System limitation information

-Maximum data to be analyzed is
20,000 hits

-Sample analysis will not be
displayed for a listing of 1,000 hits
and below

-Maximum 500 items display when
sorting by frequency in all items
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Chemical Reaction Search

hemical Reaction Search <CASREACT File>

g

You can designate the product and reactant/reagent and search the chemical reaction

with substructure search.

You can increase the search accuracy by indicating reaction site, and atom mapping in the

reactants and products.

You can also draw multiple structure fragments for reactants and products separately.

(D Start reaction diagram screen. To start it, you will need Java plugin.

/2 SciFinder — Explore Reactions — Windows Internet Explorer - |E| ﬂ
% - I‘ htlpsffscifindar.cas.org/scifimderfv\ew/reactiunfreachunExpIureJﬂ g |§| |z‘ IGoog\e |P v|
P e REE FTA BREANGE - ATH
e ke & SciFinder - Explore Reactions | | - K-l b O 3
&]Hnder@ % Explore Explore Explare - =
i References * Substanceg i Reactions

Welcorne Taro Kagaku | Sign Out

Explore Reactions

Reaction Structure Reaction Structure ¢

Click image to draw or import structure

@ Draw the backbone you are interested in, and select search options

Reaction
diagram
tool

< SciFinder x|
N WOim < BB a~CQEF &
/ , @ ;I;:: ii‘n‘?eo;‘i:‘rétur;reactant and its correzponding |
Atom | short ;I
| ¥
X |-R q
bl e Atom mapping
(L&, | Reaction site
—|@
\ [P a8
S /7N — Exact match
search
NEK 0 ||
dartireagent -y
/—s ;’) eacariags readantireagent product I
— specifed Substructure
B e search
C - of more
0 I
*—<I I —>I_I gtorr:gtifes
5N C|H ols NlPlCIlBr F|I|Si| Sca\e|125 :I ‘ﬁ’
i i3
Oy EoEl - el v
ERERE _ WAL |
Gip Hg.Cyq He §. G4 Hip 5 lquery) 12817 . 8414 . 210.30
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Chemical Reaction Search

(@ Perform the search after selecting the substance to be searched as necessary. In this
screen, you can also restrict the search to the source of reaction information or the
number of steps in this screen.

{2 SciFinder - Explore Reactions — Windows Internet Explorer ISl=E
% - I‘ https:/scifinder. cas.org/sc\finder/view/’reaction/’reactionExp\ore.Jj&l|El |El IGung\e |EE|
FrME REE FRW BRCANG WD ALTH

Wk 4 Scifinder - Explore Reactions | | 'Eh M Q‘ £‘$' @ = @V‘ @‘ e

’ SuFJnder@ Explore u§ Explore A Explore rv =

Welcome Tara Kagaku | Sign Out d
| Search |

Explore Reactions

Reaction Structure Reaction Structure ¢

Click image to change structure or view detail

Current Search type: Substructure

Classification(s) &~ "l Biotransformation I Electrochemical I Radiochemical \

I catalyzed " Gas-phase " Regioselective

I chemoselective " Non-catalyzed " Stereoselective

I Combinatarial I Photochemical

Restriction

Source(s) @ Any source > is also

" Patents only ibl

' Sources other than patents pOSSI €
Publication Year(s) @ | o

Examples: 1995, [995 - 999, 1995 -, - 1995
Number of Steps & [

Examples: £, 1-3, 1+ -3 = )
4] | 3

(® Search result is displayed. When you click the reaction scheme, you can see its detailed

information.
{2 SciFinder - Reaction Answer Set - Windows Internet Explorer (=] 3]
@ - I. hitps://scifinder cas.org/sc|f\nder/wew/react|on/react\onL\st.]sl%av:rOUABXQAAVj g ‘El |z| IGDDgle |P '|
Zrf b RRE FTW BRCADW Y- ANTH
w @ & SciFinder - Reaction Answer Set | | fpr & de - S G &

‘SuFJﬂdeﬁ D Refer é Subot & Reac w Keep Me poﬂsfé;l

\

Welcome Taro Kagaku | Sign Out = C||Ck and you can
Reaction Structure substructure > i (262) > reaction 46 (of 262) - SWItCh the d|5p|ay
format (less than
Reactions [B&  . !
| — _ 10,000 items)
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Chemical Reaction Search

® You can confirm the intermediary of multi-steps reaction, or yield for each step in the
reaction details screen. In addition, you can also search and display various information

related to each substance such as its details, reference, catalog or reactions.
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Chemical Reaction Search

[Reference]

» You can also have a comprehensive search if you use functional group names. You can
also indicate the “Non-reacting functional groups” in functional group names.
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Chemical Reaction Search

€ Search result restrict and analyze function (Analyze/Refine)

» For result records obtained by reaction search, you can analyze the based on 5 types of

data and refine it with 5 types of perspectives.
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€ Author name search

>

/2 SciFinder — Explore References — Windows Internet Explorer
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In a search related to author name (invertor for patents), the many spelling for the
name (for example, Ito, itoh, Itou) will be displayed. You can choose the appropriate
spelling and search.
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Other Search

€ Company name (University name) Search

q
%

» You can search for references by combining words that contain the name of the

institution the author belongs to, or patent applications.
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€ Search from reference information

>

You can search for reference from fragmentary information as author name, journal

name, volume number, or number of pages.
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Keep Me Posted Function

€ Keep Me Posted Function (Alerts Search Function) L

» You can get recent information by using “Keep Me Posted” (KMP) function that
automatically performs a search periodically for queries registered previously.
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Sk References 0 Selected | Keep Selected Remove Selected | Remove Duplicate Save Print Export
Sdlect All Deselect All | Sortbv:lecession Number v | 123456..34 p

M1 1. Method for preparing chinese medical components-containing candy for preventing influenza virus

infection in children

By Wang, Jianmin

From Faming Zhuanli Shenging Gongkai Shuomingshu (2008), CN 101301464 A 20081112, Language: Chinese, Database: CAPLUS
The candy is prepd. by (1) weighing Lonicera japonica 20, Forsythia suspensa 25, Taraxacum mongolicum 25,
Radix Isatidis 25 and Zingiber officinale 5%, prepg. concd. ext. by supercrit. extn., microwave drying, pulverizing;
(2) weighing vitamin C, lysine and Actinidia chinensis powder; and (3) placing crystd. maltitol 67.5% in a jacketed
kettle, decocting, adding 20% the product of step (1), decreasing the temp. while stirring to 70°C, pouring on
worktable, cooling, adding the substance of step (2), mixing, kneading, molding, cutting, selecting defect ware,
packaging, and sterilizing.
% Substances & Reactions £'Citing D) Full Text @® Link

'l 2. Nose and throat anti-influenza solution and method of use

By Schwartz, Steve W.; Poole, Greg

From .5, Pat. Appl. Publ. (2008), US 2008274163 A1 20081106, Language: English, Database: CAPLUS
This invention relates to nose and throat anti-influenza soln. that decreases the likelihood influenza infection and
its spread. The soln.'s components are readily available and have been used to treat humans for other ailments
previously, leading to an easily implemented, scalable, safe, and cost-effective soln. The core components of the

soln. include: specially denatured alc. (SDA); Triton x-100; sodium saccharin; 1,8 cineole (eucalyptol); thymol; Me -
4| »
— v
Create Keep Me Posted Profile &
FrareEl Search Steps:
Title: * 1. Explore references by research topic: antiviral agents
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Status: @ Ensbled Alert expiry set to a
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™ Exclude previously retrieved references / Entl‘y format is mm/d/y
/4 previotsy ' — (Example Dec 8, 2009)
Expiration Date: Dec 8, 2009 A B
Create ) Cance |
—

If you don’t check this box, you will get updated information with previously acquired results

o Weekly search

e You can set it to send mail with the number of hits after the search (You can set it up in
Preferences, and it will not send mail when there is no hit).
Mail will be sent to the mail address registered with the user ID

e You cannot register the query in the result set where you cannot click the “Create Keep Me
Posted” button
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Keep Me Posted Function

® Retrieve result

{2 SciFinder — Explore References — Windows Internet Explorer =10 x|
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Keep Me Posted
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Nov 29, 2008 (44)  @® Link
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You can check and delete unnecessary queries

® Submitted mail sample

B, = SciFinder “Keep Me Fosted” Results
ZHA = SciFinder KMP Processing
E{ZHE - 200811522 221

SciFinder has identified new rezsults that satisfy the followine profiles for user Scixxx332:

Profile name Databaze (s} MNew result count

tamiflu related patents Medline, GAplus 48

These resulis are now availabk for vour review using SciFinder.
keep Me Posted iz an automated service. PLEASE DO NOT REPLY TO THIS MESSAGE.

These profiles can be deleted within the Keep Me Pozted feature in SciF nder. Pleaze direct questionz about this
message to your SciFinder Site Admnistrator. For additional assistance, call GAS at 1-800-753-4227 (614-447-3700
outzide Morth fimerizal or gend e-mail to he p@caz.ore.
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Saving and Printing Results

€ Saving search result < Save I Export

» There are three ways to save SciFinder results.

Save method (D Save to server [ Recommended] Save

Saving the data on the server (industries up to 100 records,

Description universities up to 20 record)

Reproducing results with
SciFinder

Maximum number of these
items per save

Possible

20,000 items

The structures with hits will be highlighted during reproductions,
but the text hit term highlight or similarity score will not be
Others displayed. When you are idle for 20 minutes, you will be
automatically logout. The records created at that moment will be
saved to the server automatically.

When you want to save items over the upper limit, segregate and refine your results with
Refine function, and save after your items are within the allowable range.
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™ 1. Development of fluorescent indicator-labeled polynucleotide substrates for the screening of influenza virus :I
RNA polymerase inhibitors
By Endo, Atsushi; Yamaguchi, Akiko /
From Jpn. Kokai Tokkyo Koho (2008), P 2008212033 A 200809 18. Language: Japanese, Database: CAPLUS
The RMA polymerase assay system using fluorescent indicator-labeled polynucleotide substrates has been
developed for the screening of influenza virus RNA polymerase inhibitors. The polynucleotide substrates are LI
File name can be .‘EEI
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Saving and Printing Results

Save method ®@ SciFinder Web Format Export | (@) Download — Export

Save the result to hard disk in a
Description format that can be reproduced with
SciFinder later

Download the data to hard disk or
other medias

PDF format and text format (comma
delimited format or tab-delimited
format)

akx (Answers Key eXchange)

File format format

Result reproduction

with SciFinder Possible Impossible

20,000 items 500. lterps *(lndustry) 100 items
(university)

There are limitations on the

number of the downloaded data
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Reminder:
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Others highlights will be the same as | be larger compared to SciFinder
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* Limitations on the number of downloaded date to save.
@In downloading, saving the results exceeding a total of 5,000 items is prohibited by the
agreement. Make sure that you do not exceed 5,000 items by deleting unnecessary data.
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From Jpn. Kokai Tokkyo Koho (2008), JP 2008212033 A 20080918, Language: Japanese, Database: CAPLUS
The RMA polymerase assay system using fluorescent indicator-labeled polynuclectide substrates has been
developed for the screening of influenza virus RNA polymerase inhibitors. The polynucleotide substrates are
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Saving and Printing Results

@ Printing search result * Print

»  Click Print link button (print up to 500 items in summary format, 100 items in detail format)
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Combine Functioniffg

7 Combine

€ Combine function @ omome

» You can assign operators among result sets obtained with SciFinder. By using this
function, you will be able to combine the results split into a number of sets and saved,
exclude the results obtained previously, and look at only the information recently obtained.

Result set A

A NOT B

<

Result set B

A

* You want to combine the results
that are split and saved into one
result set.

- You want to combine the results
of two companies obtained from
institution name search and
perform being an analysis,
reference set function.

* You want to combine reference
set and substance composition
reference obtained from
reaction search.

* You want to find reference that

* You want to find references that

- You want to retrieve references

contained the two reference
sets obtained from performing
structure and reference search
using two types of structure
queries

are indexing the two CAS
Registry Numbers.

containing all multiple
substances studied after
analyzing the using Analyze and
Categorize from the substance
perspective.

 The search equation is being

executed periodically, but you
would like to exclude the
information obtained during the
last search.

- You want to exclude reactions

that used a specific reagent from
the result obtained in reaction
search.

= You want to selectively get the

reference set that is not contained
in “closely associated” from
references obtained with “present
anywhere” in the search from
research topics.

* You want to retrieve a substance

set that is not obtained in
substructure search from
substances obtained after
performing similar structure
search using certain structure
queries.

* You want to exclude your own

citations from cited literature set.

Note: Results that can be assigned operators are limited to substance record sets,
reference record sets and reaction record sets.
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Combine Function

D Save to the server all the answer sets you want to combine (— p41).

@ Click the “Answer Sets” at the screen top right, and list screen of answer sets will be
displayed.

/2 SciFinder — Reference Answer Set — Windows Internet Explorer

_1ol x|
G@' [ https//svifinder.cas.ore seifinder Aviem et/ refListjsiavarD AEHQARWFOAGRGNTYENDECRS04MK YL TL ]| ) IEHX\ Jaooeie |2l
SPME | REE B0 BROANG Ul AT

Google |G~ HeRowe x| @[5 @)

TF G dp SeiFindsr - Raferencs Arcwer Set | | - At - G B

QSaFmder@ B * Explore Explore Sy \ = Answer Sets | Jhip
‘ i i) Keep Me Po: Histary

Preferences
Welcome Taro Kagaku | Sign Out

Create Keep Me Posted »  Research Topic "antiviral agents for influenza” > references (2548)

References & Giiiances & Reactions 8l Gted B Citing
2548 References 0Selected | KeepSelected  Remove Selected | Remove Duplicates Save  Print  Export Sample Analysis &
Select All Desclect All | Sort by: [Accession Number 7] 23456128 ) [ Author Name -l

[T 1. Bovine and human-derived passive immunization could help slow a future avian influenza pandemic Mecswiggen James
By Alisky, Joseph ——
From Medical Hypotheses (2009), 72(1), 74-75. Language: English, Database: CAPLUS Ahmadian Mohammad

Summary: An epidemic of human transmitted avian influenza could have casualties on a scale seen in the great

Spanish influenza pandemic of 1918. This paper proposes that should such occur before effective vaccines and

eyt

@ Check all the sets you want to combine, and click “Combine Answer Sets”

. You can select
more than three sets.

/2 SciFinder — Saved Answer Sets — Windows Internet Explorer

- I’ https:/’/scifinder.cas.orgfscifinder/'viewfsavedanswers/savedanswej a |E||E| IGDogIe |}J '|
JrfE REE FTO BRCAE =D A FH

Google G- HeRrowes|w- @ s O~
w ok & Scifinder - Saved Answer Sets | | @ T £' 'i‘$' &h T Iﬁ" @' &
& SciFinder S r

Welcome Taro Kagaku | Sign Out

Chemical Structure substructure bstances (75) > get references (548)

Combine
‘ Saved Answer Sets et

References (7) Substances (3) Reactions (1) Answer set A

7 Answer Sets 25Selected | Delete Selected ——

Answer Set Details _— Date Saved | |—

v ) Refs from Tamiflu structure (548) Edit  Link Dec 2, 2008
Chemical Structure substructure > substances

(79) = get references (348)
( Ird ’ influenza references 200812 (2548) Edit  Link
Research Topic "antiviral agents for influenza”

= references (2548)

- influenza patents (23) Ei
Research Topic "antiviral agents for influenza" Answer set B
= references (2547) > refine "Patents
only" (676) > keep analysis
"Company/Organization” (23)

=
4« | 3

Dec 2, 2008

Nov 28, 2008
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Combine Function

@ Select the operators you want to execute. In a combination of 3 sets and more, Exclude
(NOT operator) option is not displayed (— p47).

Combine Answer Sets &

Select an option for combining the two selected saved answer sets:

¢~ @ Combine - Include all references from both sets <OR Operator (Combine sets)
& (D Intersect - Include only references that appear in both sets <AND Operator (Intersect sets)
I
¢ D Exclude - Include only answers from Refs from Tamiflu structure NOT Operator: Difference of
that are not in influenza references 200812 sets (A) _ (B)

¢ @ Exclude - Include only answers from influenza references 200812 v
that are not in Refs from Tamiflu structure NOT Operator: Difference of

sets (B) — (A)

I Remove duplicate references

| Combine Answer Sets | Cancel |

(® Operation results are displayed. You can perform restriction or analysis later.

f‘ SciFinder - Reference Answer Set — Windows Internet Explorer _|E| ﬂ

6:‘/ - I’ https.//sc|f|nder.cas.urg/sc|fmder/v|sw/tsxt/refLlst.jsf'fhav':rOElREIXQF\RWFURORGNTgSRkFEQlUélNK‘T’zLTUW(j g ++ || % | |Google JeaRs
e RERE FTW BRCANGE D ALTH

Google (G- a0 we=|%- - @- 4 -

U0 &0 g SciFinder - Reference Answer Set | | - A i - [ G 6
’Sﬂﬁnder@ ﬁ Explore Explore 1 Explore o Answer Sets | Help =

References Substances gy Reactions Keep Me Posted Results | History
Preferences

Welcome Taro Kagaku | Sign Out

Combine Reference Answer Sets "influenza references 200812 AN..."

y Get ] Get . Get o Get 15 Analysis m
‘ References & ciiinces & Reactions Mcted [ crting
| 264 References 0 Selected | Keep Selected Remove Selected ‘ Remove Duplicates Save Print Export | Analyze by: @
Select All Deselect All | Sort by: | Accession Number x| 123456..14 p |Author Mame j
[~ 1. Design of Multi-Binding-Site Inhibitors, Ligand Efficiency, and Consensus Screening of Avian Influenza H5N1 Click bar to view only those references
Wild-Type Neuraminidase and of the Oseltamivir-Resistant H274Y Variant within the current answer set
By Garcia-Sosa, Alfonso T.; Sild, Sulev; Maran, Uko )
From Journal of Chemical Information and Modeling (2008), 48(10), 2074-2080. Language: English, Database: CAPLUS Hayden Frederick G 15
The binding sites of wild-type avian influenza A HSN1 neuraminidase, as well as those of the Tamiflu (oseltamivir)- L ]
resistant H274Y variant, were explored computationally to design inhibitors that target simultaneously several Kashiwagi Seizaburo 10
[

adjacent binding sites of the open conformation of the virus protein. The compds. with the best computed free
energies of binding, in agreement by two docking methods, consensus scoring, and ligand efficiency values,

suggest that mimicking a polysaccharide, p-lactam, and other structures, including known drugs, could be routes ISugaya Horio 10‘
for multibinding site inhibitor design. Thi...
Ward Penelope 10
% Substances & Reactions £°Citing Dl Full Text @® Link I ]
[T 2. Limited inhibitory effects of oseltamivir and ivir on human sialid Sidwell Robert W 9
By Hata, Keiko; Koseki, Koichi; Yamaguchi, Kazunori; Moriya, Setsuko; Suzuki, Yasuo; Yingsakmongkon, Sangchai; Hirai, Go; Sodeoka, Mikiko; von L ]
Itzstein, Mark; Miyagi, Tacko Kim Chaung U 8
From Antimicrobial Agents and Chemotherapy (2008), 52(10), 3484-3491, Language: English, Database: CAPLUS I ]
Oseltamivir (Tamiflu} and zanamivir (Relenza), two extensively used clin. effective anti-influenza drugs, are viral
sialidase (also known as neuraminidase) inhibitors that prevent the release of progeny virions and thereby limit the Webster Robert G 8
spread of infection. Recently mortaliies and neuropsychiatric events hawve been reported with the use of L !
oseltamivir, esp. in pediatric cases in Japan, suggesting that these drugs might also inhibit endogenous enzymes Gubareva Larisa V 7
involved in sialic acid metab., including sialidase, sialyltransferase, and CMP-synthase, in addn. to their inhibitory L ] LI

(+)
# System limitation information E‘

= Highlights during search will not be
reflected.

- Keep Me Posted registration cannot be
done for sets after operation.

*  The similar structure search score will not
be displayed.
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Combine Function

* As mentioned in [ previous page, when you select 3 or more sets, operator selection screen will be as

shown below.

Combine Answer Sets ¢

Select an option for combining the selected saved answer sets:

¢ @ Combine - Include all references from all selected answers

<)R Operator (Combine sets)

sets)

~ @ Intersect - Include only references that appear in all selected sets < AND Operator (Intersect

I Remove duplicate references

Combine Answer Sets

|| cancel |

€ Reference Information: SciFinder user case example

Japan Association for International Chemical Information is introducing SciFinder user
case examples at the SciFinder site. Please make sure to refer to it. For those who
are interested in data collection, please contact our information division.
http://www.jaici.or.jp/sci/SCIFINDER/user.html

2t EEEALFEEIRS JAIC] | BSFH—F2 | SciFinder | 31—~ | - Windows Internet E P[]
@: - I@, hittpe/ femen jaici.or.jp./5ci ASCIFINDE RAuser html j (| K IGoog\e R
LB REE FTW  BRLADG U@ ANTH
Google [Ci- e RO wew s | @-3i-@- 4 Q-
0 @ uEEALTEEGS JACT | SR -E | Soi. | iy - A dLe - e G 5

. o)

- L A
> R B

L . .

.‘1 s,
T mnwx

B I&ﬁ:tﬂ‘.ﬂqgé wE T~

Scil’inder SoiFinger Qv &

SciFinder B EERE LB T RO M) MESET A SRR 2T
Part of the process

[ mwuss )| | sciincer o RURL M ELITLIS 21— — S BT BEINE LT . oz 8% POF
st T B L E L O T SRR
[ r—tesms )
E_%E?&‘/R?mﬁiﬁ ﬁ T—H (i BfETT»2 2008 E£8 AEEHE
Spr— ZRAF SRAFHBESIN (o251 2008 £ 4 BEHE
: U e J2 A7 (D Bt (T 2008 5 4 BEEH
[ s ) e : = .
L : 2+ —Ef] ERES 2000 £ 2 ASEE
[ ) - Z s (EREF 2000 &1 ASEE
¢ Y —Z I EREY 2007 F 12 ASEH
[ xwsoam )| = ) BETITR 2008 =2 ASBH
(~wo7as ) Bk @) BETAI VA 2007 &5 BB
E. 5 7| |FRHIFR l @ —F0 H#ETGT2 2007 £ 2 AS8EHE
fogie ) DESILIEE ) BT 2006 &8 ASRE
e HEE BETTR 2006 &2 ASEH
DEEE @ B#EH-T,2 2005 8 ASE#H
BFLE GF B#EYrT 22 2005 2 AEEH
i) + —F T @I 2004 F8 ASRE

]
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APPENDIX

€ Reference information containing Chemical Abstracts

SciFinder has been selectively compiling reference information related to substances from
approximately 10,000 scientific journals and patents. A wide spectrum of references related to
research that used substances, not only chemistry, but from physics to biology are being compiled.
Among these journals, SciFinder has been compiling all articles since 1994 from 1,900 major
journals.

o Examples

0 Physics
Journal of Applied Physics
- Physical Review (A, B, C, D, E)
- Physical Review Letters
- European Physical Journal (A, B, C, D, E)
- Physics Letters (A, B)
- Journal of Experimental and Theoretical Physics
+ Journal of Chemical Physics
+ Japanese Journal of Applied Physics (Part 1, 2)
0 Chemistry
Journal of the American Chemical Society
= Journal of Physical Chemistry (A, B)
* Macromolecules
+ Journal of Organic Chemistry
- Tetrahedron Letters
* Chemistry of Materials
- Journal of the Electrochemical Society
+ Solid State lonics
€ Environmental Sciences
+ Chemosphere
+ Environmental Pollution (Amsterdam,
Netherlands)
+ Journal of Environmental Quality
- Environmental Science and Technology
- Environmental Toxicology and Pharmacology
* Journal of Environmental Science & Engineering
- Water Environment Research
- Water Research
0 Biology
Cell
* Molecular Biology of the Cell
= Molecular Biology and Evolution
+ Journal of Biochemistry
- Plant Physiology
- Journal of Cell Biology
- Brain Research
Nucleic Acids Research
0 Pharmaceutical
+ Bioorganic & Medicinal Chemistry
» Bioorganic & Medicinal Chemistry Letters
- Basic & Clinical Pharmacology & Toxicology
+ Chemical & Pharmaceutical Bulletin
» European Journal of Pharmaceutical Sciences
+ British Journal of Pharmacology
- Journal of Pharmaceutical Sciences
- Pharmaceutical Development and Technology

0 Medicine
Annual Review of Medicine
- Birth Defects Research, Part A, B
- New England Journal of Medicine
+ Clinical and Diagnostic Laboratory Immunology
+ Nature Medicine (New York, NY, United States)
- Experimental and Clinical Endocrinology &
Diabetes
- Experimental and Molecular Medicine
Journal of Clinical Investigation
0 Agriculture & Nutrition
- Experimental Animals
- Journal of Insect Physiology
- Journal of Animal Science (Savoy, IL, U. S.)
= Journal of Agricultural and Food Chemistry
- Journal of Oleo Science
+ Journal of Nutritional Science and Vitaminology
+ Journal of the Science of Food and Agriculture
- Fisheries Science (Carlton, Australia)
€ Material Science & Engineering
- Materials Science & Engineering (A, B, C)
- Biomacromolecules
= Journal of Biomedical Materials Research (A, B)
+ Journal of Material Science
International Journal of Hydrogen Energy
= Journal of the American Ceramic Society
- Materials Transactions
- Particulates and Powder Metallurgy
@ Electrical and Electronic Engineering
- Applied Surface Science
Ferroelectrics
IEEE Journal of Quantum Electronics
- Journal of Electronic Materials
+ Journal of Vacuum Science & Technology, B
- Quantum Electronics
= Microelectronic Engineering
- Superconductor Science and Technology
€ Mechanical Engineering
- Corrosion Science
- Materials Science and Technology
+ Journal of Thermophysics and Heat Transfer
+ Combustion Science and Technology
* Archivum Combustionis
ISIJ International
+ Wear
- Journal of Japan Institute of Metals

You can view a list of published major journals at the following site

http://www.cas.org/expertise/cascontent/caplus/corejournals.htmi



APPENDIX

€ Chemical Abstracts Compiling Division (CA section list)

» Compiled divisions are entered in reference record one by one (see page 4).
» Compiled divisions can also be used in refining references (see page 19).

Biochemistry

. Pharmacology

. Mammalian Hormones

. Biochemical Genetics

. Toxicology

. Agrochemical Bioregulators

. General Biochemistry

. Enzymes

. Radiation Biochemistry

. Biochemical Methods

10. Microbial, Algal, and Fungal Biochemistry
11. Plant Biochemistry

12. Nonmammalian Biochemistry

13. Mammalian Biochemistry

14. Mammalian Pathological Biochemistry
15. Immunochemistry

16. Fermentation and Bioindustrial Biochemistry
17. Food and Feed Chemistry

18. Animal Nutrition

19. Fertilizers, Soils, and Plant Nutrition

20. History, Education, and Documentation

O©Qoo~NoOOThWN -

Organic Chemistry

21. General Organic Chemistry

22. Physical Organic Chemistry

23. Aliphatic Compounds

24. Alicyclic Compounds

25. Benzene, lts Derivatives, and Condensed Benzenoid Compounds
26. Biomolecules and Their Synthetic Analogs

27. Heterocyclic Compounds (One Hetero Atom)

28. Heterocyclic Compounds (More Than One Hetero Atom)
29. Organometallic and Organometalloidal Compounds

30. Terpenes and Terpenoids

31. Alkaloids

32. Steroids

33. Carbohydrates

34. Amino Acids, Peptides, and Proteins

High Polymers Chemistry

35. Chemistry of Synthetic High Polymers

36. Physical Properties of Synthetic High Polymers

37. Plastics Manufacture and Processing

38. Plastics Fabrication and Uses

39. Synthetic Elastomers and Natural Rubber

40. Textiles and Fibers

41. Dyes, Organic Pigments, Fluorescent

42. Coatings, Inks, and Related Products

43. Cellulose, Lignin, Paper, and Other Wood Products
44. Industrial Carbohydrates

45. Industrial Organic Chemicals, Leather, Fats, and Waxes
46. Surface-Active Agents and Detergents
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Applied Chemistry and Chemical Engineering

. Apparatus and Plant Equipment

. Unit Operations and Processes

. Industrial Inorganic Chemicals

. Propellants and Explosives

. Fossil Fuels, Derivatives, and Related Products

. Electrochemical, Radiational, and Thermal Energy Technology
. Mineralogical and Geological Chemistry

. Extractive Metallurgy

. Ferrous Metals and Alloys

. Nonferrous Metals and Alloys

. Ceramics

. Cement, concrete, and Related Building Materials
. Air Pollution and Industrial Hygiene

. Waste Treatment and Disposal

. Water

. Essential Oils and Cosmetics

. Pharmaceuticals

. Pharmaceutical Analysis

Physical Chemistry, Inorganic Chemistry and Analytical Chemistry

. General Physical Chemistry

. Surface Chemistry and Colloids

. Catalysis, Reaction Kinetics, and Inorganic Reaction Mechanisms

. Phase Equilibriums, Chemical Equilibriums, and Solutions

. Thermodynamics, Thermochemistry, and Thermal Properties

. Nuclear Phenomena

. Nuclear Technology

. Electrochemistry

. Optical, Electron, and Mass Spectroscopy and Other Related Properties
. Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes
. Crystallography and Liquid Crystals

. Electric Phenomena

. Magnetic Phenomena

. Inorganic Chemicals and Reactions

. Inorganic Analytical Chemistry

. Organic Analytical Chemistry

Physical
Chemistry, Applied
| .
Cr;](;;gqiasrzlrc; Science/Chemic
Analytical‘ ....... al Engir:)eering
Chemistry... 22%
Organic/’l- _ >
Chemistry  High Polymer Bioche;nistry
8% Chemistry 34%

10%
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SciFinder Environment

€ Requirements to use SciFinder (Web version)

Refer to following URL for current information about the Recommended OS and browser.
(http://www.cas.org/support/scifi/sysregs.html)

Recommended OS and browser (Tested OS and browser) (As of June 2010)
Recommended OS Recommended browser

Windows XP Professional - Internet Explorer 7.0 - 8.0
(SP1 or later) Firefox 3.0 - 3.5
Windows Vista - Internet Explorer 7.0 - 8.0
(Business, Enterprise, Ultimate) Firefox 3.0 - 3.5

Firefox 3.0 - 3.5
Mac OS X 10.4.11 i

Safari 3.x = 4.0

Firefox 3.0 - 3.5
Mac OS X 10.5 and 10.6 i

Safari 3.x * 4.0

*Windows 64bit OS is not supported.

+ Java and Jave Script enabled
(Jave plugin (Java Runtime Environment (JRE) 5 or later) Installation is required)
http://www.cas.org/misc/downloads/jreplugin.html (English)
+ Cookies enabled
- ActiveX enabled (For Internet Explorer)

ActiveX control and plugin Internet Explorer 7 -8
ActiveX control and plugin execution Enabled
ActiveX display dialog for ActiveX control Disabled
Scriplets permission Disabled
Run ActiveX that is not marked safe even after running .
; Disabled

the script
Run ActiveX that is marked safe even after running the

' Enabled
script
Binary behavior and script behavior Enabled
Display Web.page video or animation that is not using Disabled
external media player
Download signed ActiveX control Display dialog
AIIOV\{ ActiveX control not used previously to run without Disabled
warning.
Download unsigned ActiveX control Disabled

@ Support (Help Desk)

Please do not hesitate to contact our help desk should you have any questions regarding SciFinder
(Web Version). You can phone, fax or e-mail your questions (see cover page for our contact
number).
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