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SciFinder web Interface

A.
L1 ...Part of the process
Sign In Welcome to SciFinder A
NEW! The new web version of SciFinder makes access to
SciFinder even more essential to your scientistsC] research
Usemame | | process.  Some of the new features include:
| | = Direct links to data
Password » Keep Me Posted enhancements
« Improved search precision
[] Remember my username = Session history retention
« Index term linking
Forgot Username or Password?
g Visit www.cas.org for more information about the latest
Sign.In release.
View the new Scifinder podcasts!
Your SciFinder username and password are
assigned to you alone and may not be shared Content at a Glance
with anyone else.
« 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
What is SciFinder is a research discovery tool that allows you to explore a“thurlt}r for C'ﬁ‘;ls REQ'SW Numhersl ) u.pdat.ed .da]:Iy ;
SciFinder? the CAS databases containing literature from many scientific * ‘T] pate_nt records, ;Fneetmg CAS_lsethtmT_ crlterls_, ro:jn g0 0
. disciplines including biomedical sciences, chemistry, engineering, L I__E hma]ur patzlant offices are avallable online within 2 days =
materials science, agricultural science, and more! of the patents I5suance
» Sequences combined from CAS and GenBank databases, "
L ST - S N
< |
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Technical aspects of SciFinder Web

SciFinder URL :

e Windows-based browsers Internet Explorer 6.x and 7.x as
well as FireFox 2.x

e Mac browser support for Firefox and Safari

e Java ap Iet (J2SE Runtime Environment 6. O which

mstalls ava 1 6 version) installed on users’ computers for
CASDraw to operate

No software or sife.prf required

Network requirement:

e https (SSL) connection via port 443 to scifinder.cas.org
e http connection on port 80 to chemport.cas.org

Client based SciFinder will continue to be fully supported

by CAS
(O
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Online user registration consists of two steps

Key Contact Setup

 Log on to myCAS to use set-up registration capabilities
« Verifies email domain(s) are correct and sufficient
 Sends CAS corrections or updates as needed

e Generates unique registration URL for distribution to
users

User Registration

e ODbtains the registration URL

 Creates a new username and password online

* Enters required email address and other information
e Confirms registration via emall

(5
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User enters the information

Flease provide the following information:

{bold*® = raguired)

— COMTAST I CURARA TAOW -~

Firat Morme®;
Last Mama™;
E-mail*;

Gonfirm E-malli*;

/

Email domain must
match valid domain(s)
and the entire address

must be unique.

Username and
password must meet

Re-eniter Password®:

EYina sy minimum
G requirements and be
Area of Hesaach —- Balac! ane L= u" iqLIE
Joalr Tike ——— D] ong ———— ' —
_ '....'....."-'
e Co T T W P o ,-l""-
= LISTRNAWE AND MASTHORD -
ﬁ * What iz your favorte color?
Usemarme™: Ti=
I * What is the name of the city

where you graw up?

* What iz the name of your

= EELRTY INFORMATION —

favorite pet?

Eeruirity Quastion™

Amswar

—-—- Balaci ong -———

* What is your favorite
miusical insfrument™

* What iz your ideal vacation

(et

L Cigar Al ]

lozation?

k.
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Email validation for new IDs

€ Safinder*

Thark you for completing the initial step in registering o
use SciFinder! Ta complete the registratior process, you
will recaive an email from CAS with further instructions.

A division of the American Chemical Society



User recelves email confirmation

Generic Email Message Tool

To... <End user email eddress=

Subject: SciFinder Registration Complation

From: CAS
Dear <Usemame=,

To complele your SciFinder regisiration, you musl click the link provided below. By clickng the link, you agres
to all of the following terms and conditions:

- | will nat share my usemame and password with any other person

| will sarch only for myself and not for othars or othar organizations.

< | will nat v=e any aulomated program ar serp! for estracting or downloading CAS data,
or any other systematic retiecal of data,

| may retain a maximum of 5000 Recocds at any given time far pereonal use or to share
within 3 Project ieam for the duration of the Project

- My organization's SciFinder Licanse and the CAS Irformation Usa Policias
(bt e cas orgleos iinfopolicy himl) spply to my uee of SciFinder.

<registration comoleie link=
If vl need assistanca 3 any lime. consult the key contzct at yaur argarization.

Thank you'

€
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User Is now ready to access

Welcome to SciFinder!

You have successfully registered.
To login, follow the link below,

http:liscifinder,cas.010

(5
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A varity of ways to explore

Research Topics

Chemical names or structures

Reaction structure drawings '

Functional group tranformation

(L5
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SciFinder web Interface

A.
L1 ...Part of the process
Sign In Welcome to SciFinder A
NEW! The new web version of SciFinder makes access to
SciFinder even more essential to your scientistsC] research
Usemame | | process.  Some of the new features include:
| | = Direct links to data
Password » Keep Me Posted enhancements
« Improved search precision
[] Remember my username = Session history retention
« Index term linking
Forgot Username or Password?
g Visit www.cas.org for more information about the latest
Sign.In release.
View the new Scifinder podcasts!
Your SciFinder username and password are
assigned to you alone and may not be shared Content at a Glance
with anyone else.
« 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
What is SciFinder is a research discovery tool that allows you to explore a“thurlt}r for C'ﬁ‘;ls REQ'SW Numhersl ) u.pdat.ed .da]:Iy ;
SciFinder? the CAS databases containing literature from many scientific * ‘T] pate_nt records, ;Fneetmg CAS_lsethtmT_ crlterls_, ro:jn g0 0
. disciplines including biomedical sciences, chemistry, engineering, L I__E hma]ur patzlant offices are avallable online within 2 days =
materials science, agricultural science, and more! of the patents I5suance
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SciFinder allows for integrated searching of these

essential resources for scientists

Type of information | Content and coverage Starting points for locating
chemical synthesis information

e >31 million references from 59 patent authorities » Research topic
D References worldwide and >10,000 major scientific journals

e >18 million references from MEDLINE®
« 1907 to present, plus selected pre-1907 articles

and patents
¢ >51 million organic and inorganic substances ¢« Chemical name or CAS Registry
cé Substances | | « >61 million sequences Number”

e >2.6 billion predicted and experimental properties, | * Molecular formula
spectra, and data tags, plus >29.6 million_proton ¢ Chemical structure drawing
NMR spectra and 29.7 million predicted >C-NMR
spectra

o 1957 to present, plus selected substances back to
the early 1900s

« Commercial source information from
=1,000 suppliers for =38 million substances

« Regulatory information for = 270,000 substances

e >29 million preparations, including e Reaction structure drawing

‘ Reactions >21 million single- and multi-step reactions e Functional group transformation

« 1840 to present

(5
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New content added — more property data

®1.9 billion predicated and
experimental properties,
spectra and data tags

¢23.8 million newly released
predicted proton NMR
spectra

®*Thousands of new
experimental NMR, IR, and
Mass spectra as well as
experimental physical el T T I TR
properties now appear in
Substance Detalls

(5
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Prophetic Substance

A new role for substances 7756-29-4 Sodium tripolyphosphats

Indexe.d. as prophetlcs' It IS antimicrobial compns. and methods to eradicate and

a specific substance located | remove fungi and bacteria from indoor and outdoor

in the examples of a patent | s"hres and materiak

th at haS no Supporting da'ta Dﬂ’ular USE’. unclassiﬁed ; Technical or engineered material
(e.g property data or yields) | " ==t Reference Detail

Get Substances & Monspecific  Nonspecific
Derivatives Derivatives
Retrieve substances for: from from
& Al referances Sl re s Role Patents Nonpatents Patents Nonpatents
Analytical - -
For each reference, retrieve: 51_3-":'3’ _
O all Substances Eéjl;{glcal e - - -
® Substances associated with: ;
Farmation, o -
[ adverse Effect, including toxicity ¥} Prophetics in Patents nonpreparative
[ anatytical Sthudy LI Preparation Miscellaneous v
|:| Bioloaical Stud D b CICCLrrence v
ik ! e FPreparation v’ v v
[ Combinatorial Study [ Properties Process v e
[ Formation, nonpreparative [] Reactantar Reagent Froperties v v
[ Miscellananus [ Uses Prophetic in -
patents
[ oecurrence T — - P
reagent
Get Substances || Cancel o e 5
. | Cancel Uses Substance Detail
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 More than 29 million preparations

e Thousands of evaluated reactions from several
Wiley reference works:

e Encyclopedia of Reagents for Organic Synthesis (EROS)
e Organic Syntheses
e Organic Reactions

® (2I\/IN
\JiVil

Q
)
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Reference Search
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Clear search interface at one page

E Explore . Explare Explore = <17 A\ == § Answer Sets | Help
References Substances i, Reactions - . keep Me Posted Results | History
o Preferences
Welcorme Windy Wi | Sign Ot 52
"—{:‘:fl‘ a9
il
Explore References Answer Sets ©
7 : hello
Research Topic Research Topic i 2 hird flu

warfarin interaction
nanotechnology

Author Marme

Comparry Mame

Docurment Identifier Wiew All
Journal
Patent

-Choose for references,
substances and

Publication Year(s) @ | |

reactions search from the
Document Type(s) @ ] Bingraphy [ Diszertation [ Patent top

] pook [ Editarial [ Prepri

g Clinical Trial [ Histarical O Repf:urtl -ChOOSG for the Search

Cammentary [ 1aurnal [ Revie

Oconfererce [ teter way from the left
Language(s) & [ chinese [ German 1 Palish ;

[ English [ Italian O russial -Entry the SearCh querles

in the middle

R UIVISTOTT OT U ATercair criennear socrewy.




———

Answer Sets | Help

Preferences

Explore Explore Explore
References Substances Reactions = Keep Me Posted Results | Histary
Welcomne Windy wwu | Sign Out
T e
Create Keep Me Fosted »  Research Topic “anticancer drug for liver” = references (1227) A St
Get I Get P Get @ Get Analysis
References Substances  ® Reactions = Cited Citing
1227 References 0 Selected | keep Selected  Remove Selecked | Remove Duplicates Save Print Export Sample Analysis @

Select All Deselect All | S0k by

123456..62 )

[] 1.Pharmaceutical composition containing salvianolic acid A and glycyrrhizic acid or its derivatives for

preventing and,/or treating cancer and cardiovascular and liver diseases

B Gu, Qun; Li, Zhigang; ©u, Shoufeng; Guo, Xiaopeno; Lo, Yan; Mi, Changiiang; Li, Yanbin Lin, Zhirong; Shan, Huizhen; Jin, Zhigang

From Faming Zhuanli Shenging Gongkai Shuomingsho (2008, CH 101292986 4 20021029, Language: Chinese, Database; CAPLUS
The medical compn. containg 1-10 wt. part salvianalic acid A extd. from Salvia miltiorrhiza, and 1-20 wt, part
glycyrrhizic acid or its derivs., and 3 suitable amt. of medical adjuvant. The content of salvianalic acid & in the
medical compn. is S0-100%, and the compd. glycyrrhizic acid or its derivs is from Glycyrrhiza ext. Salvianolic acid A
iz obtained by extg. 5. miltiorrhiza with water or ethanol, adjusting pH value, press filtering, and purifying on
macroparous adsorbent resin column with 30-70% ethanol saln. as eluent, and/or refining on Sephadex LH-20
calumn with 50-85% ethanol saln, ...

% Substances & Reactions £'Citing D Full Text @© Link

[] <2 Preparation of water soluble stilbene derivatives as anticancer drugs.

By Lee, Ruey-Ming Simoni, Daniele

From PCT Int, Appl, (2008), Wi 2008131320 A1 20081030, Language: English, Database; CAPLUS

|f-‘«uﬁ'u:|r Marne w

Warnan Dawid ]

Sasaki Kenichi

Ishikawa Masaaki

kestell Philip

Faxton lames W

Wakman D]

Zhou Shufeng

-Abstract information for quick reference, with the keyword highlighted

-Get related information for particular or all references

-Analyses are performed automatically for getting more ideas of

answer set




A CAplus record (1)

&:lFlnder@: % Explaore Explore Explore e 23 1 Lnswer Sets [ Help 2%
-~ | References Substances Reactions - Keep Me Posted Results | History
: Preferences
yelcome Windy Wi | Sign Cut

I- r L
Research Topic “anticancer drug for liver” > references (1227) > Pharmaceutical composition con... | 2

Patent Information

Oct 29, 2003 0
CM 101292955

; Get Get Get 7 Get Get
Reference Detail Substances “ Reactions Cited ~— Citing EmFuII Text

ILink Save Print Expart

Pharmaceutical composition containing salvianolic acid A and glycyrrh Copy and paste link for quick accgss to this reference.
derivatives for preventing and/or treating cancer and cardiovascular ¢ | lieai s e i e e A

& &-fiall ko & calleague,
CH 2007-10097271

Zhigang

Assignee: Beijing Bencan Tianyuan Pharmaceutical Research I Pe rm al IN k S h arin g - Source

The medical compn. contains 1-10 wt. part sakianolic acid A e the I | ] kS fo I reco rdS lyoyrrhizic acid or Faming Zhuanli g
its derivs., and a suitable amt. of medical adjuvant. The conte H0-100%, and the ey p———
cormpd. ghicyrrhizic acid or its derivs is from Ghoyrrhiza ext. 5 za with water or Volurne

ethanol, adjusting pH value, press filkering, and purifying on m ethanol saln, as IssLiE

eluent, and/or refining on Sephadex LH-20 colurmn with S0-95% ethanal soln, as eluent, and/or adjusting pH value, extg. with Et 390p

acetate (Pr acetate, Bu acetate, n-butanol or isopropanaly, concg., and drying or freeze drying. The content of salvianolic acid A F'ater;t

in the medical compn. is detd. by by HPLC on WUCLECDUR QDS C18 colurmn §4.6 mm x 250 mm, Spm) at colurmn, temp, of 35 °C, 5003

flow rate of 1.0 mL/min and wavelength for measurement of 285 nm with acetonitrile-0.2% acetic acid ag. soln. as gradient
mobile phase. The medical compn. may be used to process the medical dosage forms, such as tablet, capsule, granule, soft
capsule, micropill, dripping pill, oral soln., injection, infusion soln., or freeze-dried powder injection, for presenting and/or treating
lver injury, liver fibrosis, neoplasm and cardiovascular and cerebrovascular diseases.

CODEM: ChXHEY

Accession Number

2002:1322210
CAM 148:319035
CAPLUS

Patent Information

Patent No. Kind Date Application No. Date
CM 101292085 & oct 29, 2008 CM 2007-10097271 Apr 29, 2007

Language
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A CAplus record (2)

e CAS scientists index for novel
Indexing concepts and substances

Pharmaceuticals (Section 63-6) & Il

e Concepts heading with sub-
Section crosseference(@): 1 heading for detailed information

Concepts @ Substances &

Porous materials 471-53-4F Glycyrrhetinic acid o I ndex termS are I i n ked fOI‘

1405-85-3F Glycyrrhizic acid

0E574-01-5F Salvianolic acid & faster exp | Ori ﬂg

pharmaceutical campn, contg. salviano

glycyrrhizic acid or its derivs, for preve ° CAS reg istry n u m ber‘ iS

cancer and cardiovascular and liver dis

Cardiovascular agents Cytopratective agents sralyte; Pharmacological activity; PUrif I ndexed for su bstan ce Wlth

Therapeutic use; Analytical study; Biola -c
AAAAA |

cardioprotective agents; pharmaceutical compn, contg, Preparation; Uses bpebl
salvianolic acid & and glvoyrrhizic acid or its derivs, for
preventing and/or reating cancer and cardiovascular and
liver diseases

adsorbents; pharmaceutical compn. contg. salvianolic acid
& and glycyrrhizic acid ar its derivs. for preventing andfor
freating cancer and cardiovascular and liver diseases

-~

ic role

542-78-9 Malondialdehyde
0000-86-6 ALT
Q000-97-9 AST

Liver, disease
pharmaceutical compn. contg. salvianalic acid A and
glyoyrrhizic acid ar its derivs, for preventing and/or reating

fiorosis; pharmaceutical compn. contg. salvianolic acid A cancer and cardiovascular and liver diseases
and glycyrrhizic acid or its derivs, for preventing and/for

freating cancer and cardiovascular and liver diseases Biological study, unclassified; Biological study
Freeze-dried drug delivery  Pharmaceutical injections 54-17-5 Ethanol, uses

systems £57-63-0 Isopropanol, uses

71-26-2 n-Butanol, uses oy

el =
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Analyze the results by different ways

&]Flnder@ Explare Explore Explare I 5% Enswer Sets | Help 2
References Substances Reactions = keap Me Posted Results | History

Hreferences
Welcorne Windy Wi | Sign Out e
- .J L
| Create Keep Me Posted © Research Topic "anticancer drug for liver” > references (1227) > Pharmaceutical composition con... - -
' - - " 7 { 5
Get I Get [ Get i Get Analysis |

References Substances  ® Reactions ~— Cited ~— Citing

1227 References 0 Selected | eep Selected Remove Selecked | Remaove Duplicates Save Prink Export Analyze by: @

Select All Deselect All | Sort bv:|.°.ccessinn Number Vl 123456 .62 } Index Term w

Author Marme

[] 1. Pharmaceutical composition containing salvianolic acid A and glycyrrhizic acid or its derivatives for
preventing and/or treating cancer and cardiovascular and liver diseases
By GU, Qun; Li, Zhigang; Qu, Shoufeng; Guo, ®iaopena; Liu, Yan; Mi, Changjianag; Li, Yanbing Lin, Zhirong; Shan, Huizhen; Jin, Zhigang

CAS Reqgistry Mumber
CA Section Title

Fram Farming Zhuanli Shenging Gongka Shuomingshu (20087, CM 101292986 A 20081029, Language: Chinese, Database: CAPLLS Cormpany/Organization
The medical compn. containg 1-10 wt, part salvianolic acid A extd, from Salvia miltiorrhiza, and 1-20 wt, part Database
glycyrrhizic acid or its derivs., and a suitable amt. of medical adjuvant, The content of salvianolic acid & in the Docurnent Type
medical compn. is 50-100%, and the compd. glyoyrrhizic acid or its derivs is from Ghyoyrrhiza ext. Salvianolic acid A
is obtained by extg. 5. miltiorrhiza with water or ethanol, adjusting pH value, press filtering, and purifying on A Concept Heading
macroporous adsorbent resin column with 30-70% ethanol soln. as eluent, and/or refining on Sephadex LH-20 Journal Mame
colurmn with 50-95% ethanal saln, ... Language

Publication Year
Supplementary Terms

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

[] 2. Preparation of water soluble stilbene derivatives as anticancer drugs. Meaoplasm inhibitors 213
By Lee, Ruey-Min; Simoni, Daniele | ]
From PCT Int, Appl, (2008), WO 2008131320 A1 20031030, Language: English, Database: CAPLUS Animals 165

Title compds. [[; WS = H20-sal. moiety separable from an amido linkage t0 a stibene by hydralysis; Ro= H, I ,
fsubstiuted) alkyl, alkowy], were prepd. Thus, (2)-5-[2-(3,5-dimethoyphenyvingl]-2-methoxyaniline [I; R = OMe, _
WS = H] in dioxane was treated with trichloromethyl chloroformate followed by heating at 50° for 2 h to give an AN 155|

isocyanate residue, The latter in dicxane was freated with 4-{(Z-hydrayethylyrmorphaline followed by heating at 60°
for 12 h to give 45% (Z[5-[2-(2,5-dimethoxypheny Dvingl -2-methoxphenyllcarbamic acid 2-raorphalin-4-ylethyl Drug Delivery Systems 161
ester [[; R = OMe, WS = CORCH2CHZ-{moar ...

4 Substances & Reactions §Citing O Full Text @@ Link Metabolism 147

I ]

'_'/ = Method for extraction of ellagic acid compounds from Chinese medicine Euphorbia and application in HUI IS 128
A | —'i‘—l nticancer drugs [— 1

Guo, Zendgiun: Tan. Lind =0, ¥ina: Bo, siaogian ’
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Keep selected records and analysis display

&]F]nder@: % Explore Explore Explore ’ \ Lnswer Sets | Heln
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Preferences
Welcome Windy W | Sign Out _
f L1} - d = " = L1} L1} I I-_- ) y
Ressarch Topic “anticancer drug for liver” > references (1227) » keep analysis "Index Term” (569} — . .
Get I Get 2 Get # Get | analysis | Refife
References Substances  ® Reactions “~ Cited — Citing ‘
569 References 05elected || Keep Selected  Remove Selected | Remove Duplicakes Save Prink Export Analyze by: @
[ 569 references with Index Term Antitunmor agenks are displaye keep Analysis Clear Analysis | Index Term w |
Select All Deselect All | Sort by: | Accession Number \?I L e F"|

Click bar ko view only those references
within the current answer sef

[] 1. Pharmaceutical composition containing salvianolic acid A and glycyrrhizic acid or its derivatives for
preventing and/or treating cancer and cardiovascular and liver diseases

B Gu, Qun; Li, Zhigang; Cu, Shoufeng; Guo, Xiaopenog; Lo, Yan; Mi, Changjiang; Li, Yanbin Lin, Zhirong; Shan, Huizhen; Jin, Zhigang lAntltumur 23 L Sﬁgl
From Faming Zhuanli Shenging Gongkai Shuomingsho (2008), CH 101292936 A 20081029, Language: Chinese, Database; CAPLUS
The medical compn. containg 1-10 wt. part salvianolic acid & extd. from Salvia miltiorrhiza, and 1-20 wt, part Liver, neoplasm 353
glycyrrhizic acid or its derivs., and a suitable amt. of medical adjuvant, The content of salvianolic acid & in the ' '
medical compn. is S0-100%, and the compd. glycyrrhizic acid or its derivs is fram Glyoyrrhiza ext. Salvianolic acid & Human 203
ig obtained by extg, 5. miltiorrhiza with water or ethanol, adjusting pH valse, press filtering, and purifving on | |
=l 166
- Keep/Remove selected records |
Srcinama 158
Output opti |
-Output options
ug delivery systems 142

-Save (on CAS server, up to 20,000 answers per answer set) testing, neaplasm o

-Print answers coplasm 124
-Export in different kinds of format (.akx, .pdf, .txt.) D T &
ammary gl lasm 80| pe—y

-Keep analysis result )
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Categorize helps to refine to specific index terms

method comprises the steps of: (1) pulverizing the air-dried roots and overground parts of Euphorbia bylonoma,
extg. with ethanal, and concg., and (2% extq, with chloroform and Bt acetate, applying a chromatograph column, and
eluting to obtain the two ellagic acid compds, Anticancer pharmacol, expts, show that the two compds, have
obvious inhibiting effects on the growth of liver ...

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

Categorize

More detailed analysis based on CAS

[] 4 Phar
B 'ang,)
Fram Fan

I

Title d
releas
COrmpH
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20000
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B Kimn, S
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This i
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] & Appl
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] 7. Fluor

Categorize & N——
Select a heading and category. Then select index terms of interest,
Category Heading i 2 Category /2 Index Terms ¢ Selected Terms ¢
Mucleic acids Select All  Deselect All Genetics & protein chemistry
] Gene therapy 22 a| | Genetics
[ Molecular cloning 13| |Gene therapy Desalarct
q aenetic vectors Deselect
Protein & peptide topics CIFCR tpolyrmerase chain 9
= . reaction;
Synthetic chemistry [l Plasmid vectors 9
Polyrmer chemistry (] cOM& sequences o
Technology O] oMa sequences 7
Analytical chermistry [ rutation 6
Environmental chemistry Ll hucleic acid hybridization 5
Catalysis O Transcriptional regulation 5
[ Transformation, genetic 5
[l chromosome 4
L o formation 4
[ D, repair 4
[ Marthern blat hybridization 4
L1DMa formation, replication 3
I I o P +i 1
Genefics & protein chemistry = Genetics = 2 Selected
| Refine || cancel |

By Park, Seung Bum; Cho, Myung Haing; Lee, Hyang Yeon; Park, Jong Min
From PCT Int, Appl. (20083, Wi 2008117918 Al 20031002, Language: English, Database: CaPLUS
The present invention relates o a fluorescent dye-labeled glucose analog, and a synthesis method and usage of the

=

"™
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Research Topic "anticancer drug for liver” = references (1227) = keep analysis "Index Term™ (563) = .—ref“ihn_a__'_',_l—llong Kong” (10)
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Get ! Get [ Get ¥ Get w
References Substances  * Reactions —Cted — Citing '

10 References 0 Selected | Keep Selected  Remove Selected | Remove Duplicates Save Prink Expork Refine by: ®
Select all Deselect all | Sort by ) Research Taopic

. . - . . - O author Mame
[] 1 Leachianone A as a potential anti-cancer drug by induction of apoptosis in human hepatoma HepG2 cells
B Cheung, Crystal Sao-Fong; Chung, karen Ka-wWing; Lui, Julian Chun-King Lau, Ching-Po; Hon, Po-Ming; Chan, Judy Yuet-Wa; Fung, Kwok-Pui; S, O] Campary Mame
Shannon Wing-Mgor () Dacument Type
From Cancer Letters (amsterdam, Metherlands) (2007), 253(2), 224-235, Language: English, Database; CAPLLUS O Publication Yaar
The Chinese herbal medicine Radix Sophorae is widely applied as an anti-carcinogenic,’ anti-metastatic agent
against liver cancer. In this study, Leachianone &, isolated from Radix Sophorae, possessed a profound cytotoxic O Language
activity against human hepatoma cell line HepG2 in vitro, with an 1250 value of 3.4 pg/mL post-48-h treatment. Its ) Database
action mechanism via induction of apoptosis involved both exfrinsic and infrinsic pathways, [ts anti-tumor effect
was further demonstrated in wivo by 17-54% redn. of tumor size in HepG2-bearing nude mice, in which no toxicity

1o the heart and liver tissues was ... Company Name:
% Substances & Reactions £Citing D Full Text @© Link |HDFI§| Kong
. . . - . . A . Examples:
[0 2. Evidence of a novel antiapoptotic factor: role of inhibitor of differentiation or DNA binding (Id-1) in HEREs
anticancer drug-induced apoptosis i)
B Zhang, wiaomeng; Ling, Ming-Tat; Wong, Yong-Chuan; Wang, Xianghong DuPant
From Cancer Science (20073, 98(3), 303-314. Language: English, Database: CAPLUS
Id-1 {nhibitor of differentiation or DM binding), & member of the basic helix-loop-helix transcription factar family,

iz up-regulated in many types of human cancer and its expression levels are correlated with poor treatment
outcome and shorter survival. In this study, we provided evidence to suggest that Id-1 is a universal survival factor
that plays a key role in profection against anticancer drug-induced apoptosis. Using nine anticancer drugs and
five cancer cell lines derived from nasopharyngeal carcinoma (CNEL), cervical carcinoma {Hela), breast cancer
(MCF7), hepatocarcinoma (HUb?) a...

# Substances & Reactions £Citing D Full Text @© Link

A | $| . Pseudolaric Acid B, a Novel Microtubule-Destabilizing Agent That Circumvents Multidrug Resistance S
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|:| 4. R‘I"an_ 7 |tetrahydro- Aurara Screening Library Aurora Fine Chemicals Ltd Reininghausstrasse 49 Graz
Rytan SCie Pyrida[2 1-c][1 4]benzodiazepine-
Order Mu 6 12(5H BaH)-dione, 7 8 9,10- 211 bis Av LF. Kennedy
41004-17-§| 8 [tetrahydro- Interchim Intermediates Interchirm BP 1140 hontlucon
@8 Link

R A2%AH FaHidinne 7 89 10
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Summary of Scifinder Web

* Provide quick access and user friendly interface
to search for scientific information

e New features that are tailor made for the needs
of researchers

 Enhanced content for properties, spectra,
registration, reaction information and etc

* Personalization features (keep me posted and
save as)
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Explore Reaction (Ex. Caffeine : Step 1)

° Reaction editor

Drawing Editor:
() Structure

Draw a structure or Search by common name

O < @BR A~ CQF @
Click a reacti rticipart. 4 list of rol
S L et e o i |
Aom  ehart
o K
X =R
v »
(], &
-4 cl
M
\ O ~, .
W % A L @
fo2% 0 b
¢ 8 ]
Reaction Roles B3
@ @
Select a role For the structure Fragment:
—_
ne @ produrt
1= () reactant:
) x’ () reagent
he () reactantfreagent
& ) any rale |
L | 2|
q Cl Br F I Si Scalg 10 |
= aefll
=1 = [0/0 o ot

|
welcorne Bhawat Ruahgying | Sign Out

Substance Identifier “caffeine " > substances (1)

Explore Reactions

Reaction Structure

Get reactions
where the
structure(s) are:
Variable only at
() the specified
positions

Substructures of

(&) more camplex
structures

CgHighg Oz (qusry) |194.19

Solvents &

1. Draw a structure or Search by
common name : Caffeine
2. Select Solvent list

Reaction Structure €

= Select Solvents [k

Number of Steps @

Classification(s) @

Examples: 4, 7-3 7-, -7
O piotransfarmation
O catalyzed

O chemoselective

O combinatorial

O Electrochemical
O Gas-phase

[ Mon-catalyzed
O Photochermical
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Select Solvent Limiter (Step 2)

Focus your reaction results by specifying one or
more solvents.

Solvents @

Solvent Hierarchy
[Wiew solvent list]

0 Selected | Select Al Deseleck All
= [ 1onic liquids

[ Imidazolium derivatives

L Monimidazolium derivatives
= I Monpolar solvents

[ aliphatic cormpounds

[ aromatic co rmpoUncs

O silanes
= L Polar sokvents

Ll Polar solvents, apraotic

O polar solvents, protic
[ supercritical fluids

| &Nem

Find: |

Sort by Solvent List

= Close [Ek

Solvent List
[Wiew salvent hierarchy ]

1 selected | Seleck all  Deselect all
LI dEranmTie
Clvinyl acetate
Ounioapae | 1. Draw a structure or
L vinyl propionate Search by common name
(] viater . .
Ol water-170 : Caffeine
o water-180 2. Select Solvent by Solvent
[l wiater-dz Hierarchy . Go to SCF
o ater 42130 category then select
W gter-t “ ”
[ water-t2 Water
O xylene
[ sylene-d1o
[ cis-1-Ethoxypropene
Find: | | Whiext  fPrevious

hemical Society




Reactlon Answer Set Sort/ Solvent Exploring

Reactions = EEIEerences

30 Reactions 0 Seleged | Keep Selected  Remove]selected Save Prink Expork

Select All Deselect all | Saort py: | Accession Number | % Answers per Page [15] 12 b
olor W &1

[0 1. Reaction Detail @4 LiPercent Yield
Publication Year

Me
I |

“-.‘\‘ 1
i b
| B:HHgVO:, E:HCL £ i 4 '
H Feactions FProduct

| Reactant

References

e Substance Detail beagen)

. Feactant or Reagent
Commercial Sources

2- 7 Regulatory Information Catalyst
U\ / /} Solvent
Explore by Chemical Structure
2 ‘ W ‘ v T Any role
‘_F._._._______..--""" - ~ ‘_._________..--""'"J ] }{p e eactions

a

.---"""'r_rr “H‘x._:”j':.——""rﬂf_x‘m_3+ __..-"___‘,,..--"':'H"
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Analyze by Solvent (

] Analysis
Reactions [7)Get '
References
30 Reactions 0 Selected | Keep Selected  Remowve Selected Save Print Expart Analyze by: ®
Select All Deselect all | Sort by: | accession Mumber | % | Answers per Page [15] 12 } ECatal\,fSt v
Display: sd A Author Marme
O 1. Reaction Detail @®Link - Catalyst
Analysis Campany-Crganization
a Me Document Type
Analyze by: & Journal Mame
: Language
:Solvent i Mumber of Steps
r 1 4.5 '
Fre BE = Click Bar Ea wiawr anfle Ehase regcfians Product ield
Wil Fhe curvent answer zaf ] Uhl
Soly T
Hz0 20 \ /
e —
O 11
I |
Acz0 =]
I ]
HCOzH 7
[ I
= ] 7
[ |
EtioH a]
[ I
Hz504 3
[ | I
MeoH el
[ | ]
POCH 2
[ ]
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Export Feature (Step 5)

welcome Bhawat Ruangying | Sign Out

Reaction Stiucture structure variakle o i i1 A ﬁ
[ : Export &
Reactions [JGet P
eferences
* Reqguired
30 Reactions 0 Selected | Keep Selected  Remowe T bve Prink Expork
Select All Deselect All | Sort by: | Accession Number | @ al a.r_lgwera Page[15] 12
Only selected answers Display: Ak &0
[0 1. Reaction Detail e Link
File Name: *
a Me
| | |
Me
™ il .
. m File Type: |
)\ | E:HNHqvO3, R:iHC1 Eﬂnswer Key exchange 5* ak}{g s
a N . Answer key exchanges (*.akx)
| Portable Document For mat {* pdf)
Rich Text Format {*.rtf) ]
Me
History:
g prad wet t
al- // als
\ / \ Limiters
A S H 1 solvent
I / q 7 * \Water —
2 -
Ary source
a 2 i+ -__,-!-—-—"'HUH"‘- e __E_:..-""' ! Z
\\ . =
G,.rr-‘"‘"' \ Export || Cancel |
IN T KT

\L D
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earch from reaction result set

O

3. Reaction Detail &®Link

.
Me HOzC 1 COzH
HO , C o COH - ﬁ W|/ \r 1 R:Na0H, S:H,0
o | . - 2 E:CuBdy, R:H,Q
Praduct =
roduc
= 1 #:MedH
Feactant
References
. Feagent
Substance Detail d
. Feactant or Reagent
Commercial Sources =
. Catalyst
Fegulatary Information y
Solvarnt
Explore by Chemical Structure
F ¥ Any role
E:xplore Reactions
4]
copper pyridinedicarboxylato complex
NOTE: REeactante: 2, Eeagente: 4, Solwvents: 2,
Steps: 31, Stagees: 13

Copper I} pyridine-2,6-dicarbowylates, Coordination and distortion isomers of [Culpydca)iH2002]
By Koman, M, ek al
Fram Polish Journal of Chemistry, 7507, 957-964; 2001

qes
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Get Similar Reactions (Step 7.1)

Find reactions that undergo similar transformations for all single
step reactions

Reactions

Get Analysis
== References @
- - Analyze by:
30 Reactions lSelected|KeepSe|ected Remove Selected Save Print Export Y Y
12 reactions with Mumber of Steps 1 are displayed Keep Analysis  Clear Analysis |Number of Steps "
Select All Deselect All | Sortb : Answers per Page [15 . . )
| ) P ge [15] Cilick har fo wiaa andyr Bhose Feactions
Display:  Abd nithi Ehe current answer sef
O 7. Reaction Detail e®Link & Similar Reactions [Ek
1 12
.\1|e [ !
2 3
) H N
Y \ﬁ 1.1  R:MgCl,, ©:155215-94-4, S:H,0, 30 min, 28°C I ]
N | m\ 1.2 E:HC1, H:HzQ a°c \ 3_ 2|
Me Me 4 2
o 0 | 1
3 2
HNOTE: enzymic, biotraneformation, kinmetic study, purified | 1
S-adenoeyl-L-methionine: theobromine 1-N-methyvltraneferase from developing 6 2
endoseperm of Coffea arabica used, alternate reactlion with purified enzvme [ |
from leaves of Coffea arabica shown, S-asenoey-L-methionine used as methyl 7 E
donor, I |
Eeactante: 1, Reagente: 2, Catalyete: 1, Solvente: 1,
Stepe: 1, Stages: 2 B- ll
g 1
|| ]
S-Adenosyl-L-methionine  theobromine 1-M-methyltransferase, an enzyme catalyzing the synthesis of caffeine in coffee 10 1
By Mazzafera, Paulo et al — I
From Phytochemistry, 37(6), 1577-54; 1994
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Get Similar Reactions (Step 7.2)

ThiocyanatochromiumiIll) complexes with urotropine

By Ganescu, 1. et al
From Analele Stintfice ale Universitati "8l 1. ©f Get Similar Reactions @

Retrieve similar reactions from:
(&) all reactions
| O current angwer set

& H NK . 1 4 Include this level of similarity:
| j — @ Broad - Reaction centers only  (18793)
a o o
N = A
C1r ~—(]
H H
O Mediurm - Reaction centers plus adjacent atoms and bonds (15957

o o
NOTE: enzymic, biotrdnefd
2-adenoevy]l-L-mgthidg r ’
N N

endoseperm of C fed

[ 7 Reaction Detail ®®Link & Sinj

from leaves of Cofd (J Narrow - Reaction centers plus extended atoms and bonds (76)
donor, o o

Eeactante: 1, Eeage N L N
Stepe: 1, Stagees: | E; I ___'E;I

| Get Reactions || Cancel |

S-Adenosy -L-methionine theobromine 1-MN-methyliransterase, an enzyme catalyzing the synthesis of ca
By Mazzafera, Paulo et al
From Phytochemistey, 37(6), 1577-34; 1994
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Similarity Matches

Reactions = E::fzrences

1595 Reactions ﬁe@:ted | Keep Selected  Remowe = Save Prink Expork

Select All Deselegt All | Sort by: | Similarity | Answers per Page [15] 123456 ..107p
Display: Akk A

1. Reaction Detail @®Lin imilar Reactions [k

[
|| MeT 1.1 E:MaH, S:NMP, 30 min, "C
N— L HH —C )
(tep 1.2} 4, 3 2°c; 3 R, 2-3°C

[ =]

W

"l
[

NOTE: Eeactante: 2, Eeagente: 1, Solwventse: 1,
Stepse: 1, Stages: 2

Hovel use of (n'-methyDbenzoylurea cormpound for preventing a plant from damage by insect pest after germination

By Sakamoto, Morihisa and Konobe, Masato
Fram U5, Pat. Appl. Publ., 2008274854, 06 Moy 2008
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Explore Substance (Ex. Aspirin, Step 1)

‘Welcome Bhawat Ruangying | Sign Out # J
| Create Keap Me Posted ©  Chegmical Structure exact > substances (708) | ! ' : )

. ™ Get 1 Get Get Analysis Refine
Substances b=l References & peactions Commercial Sources q,
708 Substances 0 Selected | Keep Selected  Remove Selected Save Print Expart AT
Select All Deselect All | Sort by: | CAS Registry Mumber | Answers per Page [15] 123456 ..48 P i Substance Role w |
[ & e a Click baw éo wiawr ande Ehasa
pubrtances witin Ba currant answar
1 1. substance Detail [0 2. substance Detail Select the number of snswers to show per page. s
1192061-68-9 1189571-88-7 15 | 20 | 25 | 50
Digoiap i -ipadii
m.\f:’symgmore SIS ERE QB 0age MAy NCrease oa0e El oy BID ||:|g||:a| Smdy 401
134A73-17-4 o012-7A-4 |
CeHit Mz 0z 5 Unspecified [SEERREuw) Preparation 289
. Mo Structure Diagram Available . e |
i (=
” Asowh o 50-81-7 Lses 21
1 a - Ce Hz Qg ; i ; i
| ) | [ ® 9 Properties 22
.
. Variable number of substance
Ratation (-). :’\\/
50-78-2 /
answers per page
HO
U H
COsH Absolute stereochemistry. ‘ < Reactant or Reagent 31
| ]
S0-78-2 Forrration, Nonpreparative 15
Ty He D4 [ 1
Miscellaneous 4
OAc W CO 2 H [0):Ys! : |
1
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Refine by Property Value (Step 2.1)

| I
Gek | Get -, Get Refine
Substances | References & peactions Commercial Sources

Refine by: @

708 Substances 0 Selected | Keep Selected  Remove Selecked Save Print Export

Select All Deselect All | Sort by: | ZAS Reqistry Mumber v|

[0 1. Substance Detail
1192061-68-9

[ 2. substance Detail
1189571-88-7

Answers per Page [15]

123456 ..48p

view: Il 0D N 1N

[0 z. substance Detail
1188913-22-5

O Chemical Structure

O Isotope-Containing

O Metal-Containing

O commercial Availability
O Property svailabilit

134678-17-4
CgHia Mz 03 5

Absalute stereochemistry.

Rotation i-).
50-78-2
Ca Hg 04
CO-H
OAcC

Q012-76-4
Unspecified
Mo Structure Diagram Available

S0-21-7
Ce Hz O¢

OH
o]
OH
oo t(/ R 3 e
"\ N i-' H

HO OH

Absolute stereochermisiry.

SO-78-2
CaHg Og

PN /COZH

81093-37-0
Czz Hze O7

Asbsolute sterecchemistry.

S0-7a-2
g Hg O4

CO-H

QAc

® Property Yalus [k

‘) Rererence Avallability
Atam attachment

p—

| iSelect Properties |
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Refine by Property Value (Step 2.2)

Refine by Property Value @

1. Select one or more properties, Click each property to display 2. Specify values and limits,
value options,

Yalues - Experimental Boiling Point

Properties - 1 selected
Experimental

[

Baoiling Point Specify range (degrees C):

Cmelting Paint 150 o
Predicted Min: -273.0 Max:

CIH acceptors Pressure (Tarr):

[+ Dorors I R

Clmalecular Wweight M 0.0 WEYH

Clloge

ClFreely Rotatable Bonds
O eioconcentration Factor
Oleoiling Paint

Cloens ity

ClEnthalpy of Yaporization
CIFlash Paint

CIH Acceptor/Donor Surm
Ckac

(logo

Cltass Intrinsic Solubility
Clrass Sobility
Olmalar Infrinsic Salubility

Clmolar Solubility 7 w

L inciude substances with no value for the specified properties | Refine | cancel | @
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Export Substance Property Data (Step 3.1)

1 Substance 0 Selected | Keep Selected  Remowe Selected

Save Prink Expork

select all Deselect All | Sort by: | CA5 Registry Mumber V|

Answers per Page [15]

view: [l 0N I NI

[] 1. substance Detail
50-78-2

Export &

CO-H

QAC

Ca Hg 04

Benzaoic acid, 2-(acetylomy -

B 25,272 References
AReactions
M Commercial Sources

Export:
® all answers
only selected answers

File Name: *

* Reqguired

File Type:

| Microsoft Excel Worksheet (*.xls)

Properties to Export:

O all property values

O only experirmental property values
O only predicted property values

(=] Select property values...

| Continue || Cancel |

fitRequlatory Information
& Link
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Export Selected Property Values @

Properties to Export:

Select: aAll Al Experimental  All Predicted Deselect All
Experimental Predicted
Boiling Point [l eioconcentration Factor [ LogF
Density Bailing Point [ Mass Intrinsic Solubility
Ll Electric Conductance Ll Density [ Mass Solubility
[l Electric Conductivity Ll Enthalpy of Yaparization Ll Malar Intrinsic Solubility
Ll Electric Resistance Flash Point [ malar Solutility
QSaFmder@ Ll Electric Resistivity Ll Freely Rotatable Bonds [ malar wolurme
R . _ [ Glass Transition Temperature  [IH acceptor/Donor Sum L Molecular weight
= egistry Number MiE  Name Type .
= C] Magretic Morment ClH Acceptors . pka

o782 B el ., rMedian Lethal Dose [1H Donors Ll Polar Surface Area
relting Paint O koc L Yapor Pressure

_ |p0-78-2 Benzoic acid, 2-(acetyloxy)- experimental I:l I:Ipt":al R.Dtatl:lr':." Powwer D LDQD
Refractive Index

_ |A0-78-2 Benzoic acid, 2-(acetyloxy)- expetimental TEHSHE Strer-lgth

_ |A0-78-2 Benzoic acid, 2-(acetyloxy)- expetimental

_ |A0-78-2 Benzoic acid, 2-(acetyloxy)- expetimental EHDDrt | | Eﬂn[EI |

_|a0-7a-2 Benzoic acid, 2-(acetyloxy)- experimental Density Density 1.4 géicm3

_ |A0-78-2 Benzoic acid, 2-(acetyloxy)- expetimental Density Density 1.396 g/ocm3

_ |A0-78-2 Benzoic acid, 2-(acetyloxy)- expetimental Biological Median Lethal Dose(LDS0) 1216 rmglky

_|p0-78-2 Benzoic acid, 2-(acetyloxy)- experimental Biological Median Lethal Dose(LDS0) 1100 rgiky

_ |B0-73-2 Benzoic acid, 2-(acetyloxy)- experimental Eiological Median Lethal Dose(LDSO) 880 mofky @
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Carbon-13 NMR Spectrum (new)

Malar Yolurne 139.5£3.0 cm3/mol Terp: 20 °C Press: 760 Taorr (B0
Lipinski and Related Properties Yalue Conditions Motes Top
Freely Fotatable Bonds 3 =)
H Acceptors 4 =)
H Donors 1 =)
H Donor fAcceptor Sum 5 (B0
logF 1.190+0.226 Temp: 25 °C B0
Molecular Weight 180,16 =)
Spectra Properties Yalue Conditions Motes Top
Carbon-13 NMR. Spectrum See spectrum {813
Proton NMR Spectrum See spectrum B
Structure-related Properties Yalue Conditions Motes Top
Folar Surface Area 63.6 A2 =)
Thermal Properties Yalue Conditions Notes Top
Boiling Point 32144250 °C Press: 760 Torr B0
Enthalpy of Yaporization 59.45+3.0 k1/mol Press: 750 Torr =)
Flash Point 131.1+16.7 °C =)

(B0 Calculated using Advanced Chemistry Development (ACD/Labs) Software V8,14 for Solaris (© 1994-2009 ACD/Labs)

(31 Predicted MMR dats calculated using Advanced Chemisty Develobment, Ine, (ACDLabsy Software W2.07 (T 1994-2009 ACDALabsy
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C-13 NMR and other spectra

’Sﬂf“lﬂd " Explore Explore 1 Explore Saved Answer Sets HE'D
er " | References Substances b Reactions b Keep Me Posted Results | History
- [Eh py Connections | Preferences
‘Welcome Bhawat Ruangying | Sign Out J
Chernical Structure exact = substances (708) = refine “property value® (1) > 50-78-2 > Carbon-13 NMR Spectrum (50782- ENMR) 2 ‘\‘ |
Carbon-13 NMR. Spectrum ) nectrim 1D
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Summary of Scifinder Web

® Provide quick access and user friendly interface
to search for scientific information

® New features that are tailor made for the needs
of researchers

® Enhanced content for properties, spectra,
registration, reaction information and etc

® Personalization features (keep me posted and
save as)
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