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News & Updates

Welcome to SciFinder
The New ScifFinder is Here!

What do you think of our new look? See What's
Mew in SciFinder to learn about our sleek news
design and capabilities, and start exploring today!

Collaboration Helps Integrate Scifinder to
Streamline Research Workflows

See how our collaboration with several
customers, including Vertex Pharmaceuticals,
helped them better integrate SciFinder to
streamline research workflows.

Expanded Coverage of Chemical Reaction
Information in Scifinder

Learn how our collaboration with Thieme
Publishing Group will add hundreds of thousands
of new experimental procedures to SciFinder for
chemical reactions reported in SYNLETT and
SYNTHESIS.

CAS is Collaberating with Springer to Help
You Identify Preferred Synthetic Methods
Faster

Thousands of new experimental procedures are
being added to SciFinder for chemical reactions
reported in 165 Springer chemistry journals from
1985 to the present. To learn more, see our
MNews Release.

Watch Part 3 of Our Science in the News
Podcast on Natural Product Chemistry
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The effect of antibiotic residues on dairy products
Journal Photocyanation of aromatic compounds

Patent q Import

ZHM 2.
Search

Learn how to:
Create Saved Answer Sets

Document Identifier




@ Research Topic M Zu} MEHd

O SciFinder*

Finder Help m

Explore + Saved Searches » SciPlanner

Research Topic "antibacterial with coatings fo..."

REFERENCES @

Select All Deselect All

1 of 11 Research Topic Candidates Selected

References
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664 references were found containing all of the concepts "antibacterial”, "coatings" and "textiles" closely
i ith gne apother

664

1815 references were found where all of the concepts "antibacterial”, "coatings” and "textiles" were present
anywhere in the reference.

1315'

65934 references were found containing the two concepts "antibacterial” and "coatings" closely associated with
one another.

13162 references were found where the two concepts "antibacterial” and "coatings” were present anywhere in
the reference.

5325 references were found containing the two concepts "antibacterial” and "textiles" closely associated with one
another,

8076 references were found where the two concepts "antibacterial” and "textiles" were present anywhere in the
reference.

43080 references were found containing the two concepts "coatings” and "textiles” closely associated with one
another,

59693 references were found where the two concepts "coatings” and "textiles" were present anywhere in the
reference.

430113 references were found containing the concept "antibacterial”.
1746155 references were found containing the concept "coatings”.
397280 references were found containing the concept "textiles".

Get References
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‘anywhere in the reference’ == ¢|.

6934
13162
5325
8076
43080
59693

430113
1746155
397280
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(A useful answer set for further exploration is often one which contains all of the concepts anywhere in the

reference.)
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Preferences | SciFinder Help
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Explore v Saved Searches v SciPlanner Save Print £
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Opened saved answer set "antibacterial with coatings fo..." (1781)

Get 1 Get | Get Related _ Get ] - % -1 Semt
REFERENCES @ Substances = 4 Reactions = = Citations Full Text | 7% 1°°F ¥ oap
|
Analyze | Refine | Categorize [§Sortby:|Accession Number v # Answers per Page [20] Display:
[ = ©of 1781 References Selected M 4 Page: of 23
Analyze by: @
|cAS Registry Number  [v] N [ 5. Heat-insulating sock with steriization and deodorization functions Q B Ful Text
Author Name By ¥u, Yongxin
CAS Reqistry Number From Faming Zhuanli Shenging (2013), CN 103141950 A 20130612, | Language: Chinese, Database: CAPLUS
CA Section T'tle_ ) The title heat-insulating sock comprises a sock body, and napped layers set on both outer side and inner side of the
ComEany-Orgamzatmn sock body. The sock body comprises a surface layer woven from fiber yarns, and a lining layer woven from silver-
Database coated fibers, wherein the surface layer and the lining layer are connected by a connection part. The sock has good
Document Type heat-insulating property and good sterilization and deodorization functions.
Index Term
CA Concept Heading
Journal Name [0 7. Manufacture method of hydrophilic and antibacterial ultrafiltration membrane Q B Full Text
Language By Huang, Jian
Publication Year From Faming Zhuanli Shenging (2013), CN 103143265 A 20130612, | Language: Chinese, Database: CAPLUS
Supplementary Terms The title ultrafiltration membrane is manufd. by the steps of: adding antibacterial agent (100-200-nm silica carried 10
FULL " i 3 IZ1 - . . - . - . - . . -
-- .. -30-nm silver nanoparticle) into org. solvent, fully dispersing, adding dried polymer, dissolving in org. solvent, adding
1314-13-2 120 pore-forming agent, stirring and dissolving at const. temp. to obtain polymer/solvent/pore-forming agent film casting

= : : soln., sealing, standing and debubbling at certain temp. to obtain film casting liquor (contg. (by wt.%) polymer 14-22,

pore-forming agent 4-8, antibacterial agent 0.5-4 and org. solvent 66-81.5), filtering, scraping onto nonwoven fabric,
25038-59-9 113 fo...
I [ ]

IQDID}DI?'D 10}" [0 10. Deodorization fabric with high grade @ B Full Text
By Cai, Jihong
7440-66-6 93 From Faming Zhuanli Shenging (2013), CN 103129066 A 20130605, | Language: Chinese, Database: CAPLUS

Title decdorization fabric contains a surface layer and an inner layer connected by adhesive. The surface layer is
manufd. from waterproof thin film, and the inner layer is manufd. from deodorization fabric contg. carbon fibers,
wherein the carbon fibers are set in the inner layer by blended spinning. The deodorization fabric has reasonable

formulation, reasonable processing, good waterproof effect, high air permeability, high absorbability of sweat,
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Genetics & protein Construction (35) Titania 47
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Synthetic chemistry substances (104) [ Acrylic polymers 37
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Silica 31
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[ 1. The preparation and antibacterial activity of polyester fabric loaded with silver nanoparticles Q B Full Text
By ¥u, Hong; Shi, Xue; Lv, Yihang; Mao, Zhiping

From Textile Research Journal (2013), 83(3), 321-326, 6 pp.. | Language: English, Database: CAPLUS

A facile procedure for binding silver nanoparticles on polyester fabrics was reported. In this paper, the
multifunctional polymer films were firstly formed through simple dip-coating of polyester fabrics in an ag. soln. of
dopamine. Then the silver nanoparticles were in situ generated on the surface of dopamine-modified polyester
fabrics in an ag. soln. of silver nitrate under room temp. X-ray diffraction, SEM and inductively coupled plasma
optical emission spectrometry were used to characterize the structure and the content of silver nanoparticles. The
antibacterial efficiencies of treate...
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Analyze by: @
|Author Name | 1. The preparation and antibacterial activity of polyester fabric loaded with silver nanoparticles & B Full Text o

. By Xu, Hong; Shi, Xue; Lv, Yihang; Mao, Zhiping . B
Honda Hidenobu s From Textile Research Journal (2013), 83(3), 321-326, 6 pp.. | Language: English, Database: CAPLUS o g
Saito Koichi g A facile procedure for binding silver nanoparticles on polyester fabrics was reported. In this paper, the

multifunctional polymer films were firstly formed through simple dip-coating of polyester fabrics in an ag. soln. of

] dopamine. Then the silver nanoparticles were in situ generated on the surface of dopamine-modified polyester
Seki Masao 8 fabrics in an ag. soln. of silver nitrate under room temp. X-ray diffraction, SEM and inductively coupled plasma
optical emission spectrometry were used to characterize the structure and the content of silver nanoparticles. The

Gedanken Aharon 7 antibacterial efficiencies of treate...
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Saved Searches v SciPlanner Link

set "Textiles and Fibers” (785) > The preparation and antibacter...

. Get Related Get
@ & Ctations Full Text

{ Previous | Next

1. The preparation and antibacterial activity of polyester fabric loaded with silver

nanoparticles

By: Xu, Hong; Shi, Xue; Lv, Yihang; Mao, Zhiping

A facile procedure fol

r binding silver nanoparticles on polyester fabrics was reported. In this paper, the multifunctional polymer films

were firstly formed through simple dip-coating of polyester fabrics in an ag. soln. of dopamine. Then the silver nanoparticles were in
situ generated on the surface of dopamine-modified polyester fabrics in an aq. soln. of silver nitrate under room temp. X-ray

diffraction, SEM and

inductively coupled plasma optical emission spectrometry were used to characterize the structure and the

content of silver nanoparticles. The antibacterial efficiencies of treated samples were quant. estd. The results indicated that the
dopa-polyester fabrics loaded with silver nanoparticles showed durable antibacterial activity.
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Reference Detail: &1 Z4M Za} AMM| 0] K|

M HoIX|oA el 5 A= "
© =2ol =& T=2
@ E239 MX| EE (=5& =X &, EHAT S - Source)
® Z2di MAHE= ESPE (EY XAEY 42 - Patent information)
@ 2%0| MolZ| section HE (Indexing - CA Section)
® =29 YEHQl =X ZO0f (Concepts)
® =239 L8S HHSI= Hl EXE XMA7F £0i3t 7| E (Supplementary terms)
@ =2 ZgEl =2YE (Substances)
=210 2&& Xtz == (Citations)

QO SciFinder’

Explore « Saved Searches « SciPlanner Link

Opened saved answer set "antibacterial with coztings fo..." (1781) > Nanosilver: A nanoproduct in m...

Get , Get Related Get
REFERENCE DETAIL @ Substances =" Citations T Full Text

<y Return 4 Previous | Next p

1. Nanosilver: A nanoproduct in medical application
By: Chen, X.; Schluesener, H. 3.

Areview. Nanotechnol. is @ most promising field for generating new applications in medicine. However, only few nanoproducts are currently in use for medical purposes. A most
prominent nanoproduct is nanosilver. Manosilver particles are generally smaller than 100 nm and contain 20-15,000 silver atoms. At nanoscale, silver exhibits remarkably unusual
phys., chem. and biol. properties. Due to its strong antibacterial activity, nanosilver coatings are used on various textiles but as well as coatings on certain implants. Further,
nanosilver is used for treatment of wounds and burns or as a contraceptive and marketed as a water disinfectant and room spray. Thus, use of nanosilver is becoming more and
more widespread in medicine and related applications and due to increasing exposure toxicol. and environmental issues need to be raised. In sharp contrast to the attention paid
to new applications of nanosilver, few studies provide only scant insights into the interaction of nanosilver particle with the human body after entering via different portals.
Biodistribution, organ accumulation, degrdn., possible adverse effects and toxicity are only slowly recognized and this review is focusing on major questions assocd. with the
increased medical use of nanosilver and related nanomaterials.

Indexing

Pharmaceuticals (Section63-0)

Section cross-reference(s): 48

Concepts Substances

Biocompatibility
Nanoparticles

Human
Pharmacokinetics

7440-22-4 Silver, biological studies Q

nanoproduct in medical application
nanoproduct in medical application

Adverse effect, including toxicity; Pharmacokinetics; Therapeutic use; Biological
study; Uses

Supplementary Terms
review silver nanoparticle toxicity pharmacokinetics

Citations

Ahn, M; Respir Res 2005, 13, 34
Alfaro-Moreno, E; Curr Opin Pulm Med 2007, 13, 98
Almofti, M; J Biochem 2003, 134, 43 Q

Andre, N; Science 2005, 6, 804
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SOURCE

Toxicology Letters

Volumel76

Issuel

Pagesl-12

Journal; General Review

2008

CODEN:TOLEDS
IS5N:0378-4274
DOI:10.1016/j.toxlet.2007.10.00

COMPANY/ORGANIZATION

Institute of Brain Research
University of Tuebingen
Tuebingen, Germany D-
72076

ACCESSION NUMBER
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CAPLUS
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Elsevier B.V.
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English
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Get Get . Get Related F - Create Keep Me - Send to
REFERENCES @ Substances Reactions (_S Citations FuII Text ;é'l’mls E Posted Alert ’_ SciPlanner
Analyze I Refine | Categorize | Sort by: ¥ Answers per Page [20] Display: — = =
[0 = 0of91References Selected M 4 Page: of sp M

Analyze by: @

|Author Name v| [0 1. Doxorubicin cardiotoxicity and cardiac function improvement after stem cell therapy diagnosed by strain .é
Katan M B 4 echocardiography QB Full Text 0
I ] By Oliveira, Maira 5.; Melo, Marcos B.; Carvalho, Juliana L.; Melo, Isabela M.; Lavor, Mario 5. L.; Gomes, Dawidson A.; de Goes, Alfredo M.; =

Melo, Marilia M.
A e
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Substance Searching: 3}et & HE ZHM (from CA Registry)

Tutorial: Introduction to Substance Searching (Click)
» Search by substance identifier

Search using a structure query

View, analyze, and refine your research results

Retrieve commercial sources

Save an answer set

vV V V V VY

Create a Keep Me Posted alert

Workflow for working with substances
Conduct a substance View, analyze and

search
AM 0| 5: SUBSTANCES

Draw substance :
. refine substance
queries

answers

Get data related to
substances

Save and share
substance answers

(1) Conduct a substance search: 5}= ZAM Moz ZHM

Preferences | SciFinder Help m

O SciFinder*

Saved Searches «

Welcome Yulee Kwon

Explore v SciPlanner

7 REFERENCES SUBSTANCES: CHEMICAL STRUCTURE ©

Research Topic SAVED ANSWER SETS @

Author Name
Company Name
Document Identifier

Search Type:
O Exact Structure

@ Substructure
O similarity

Journal >
Patent Click to Edit

Tags

o« SUBSTANCES [0 show precision analysis

. Chemical Structure
Markush
Molecular Formula
Property
Substance Identifier

Import CXF

= Advanced Search

& REACTIONS
Reaction Structure
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Textiles and Fibers

antibacterial with coatings for
textiles

View All | Import

KEEP ME POSTED @

plant flavencids
No results

View All


http://www.cas.org/etrain/scifinder/introsub/multiscreen.html

M g

Option

Note

Chemical Structure

27| 38 TZAS DN Y REAO| ZYE S HM

Exact Structure, Substructure, Similarity @ MO 2 ZAM Jis

A TSR}

Characteristics | Single component, Commercially available, Included in references

Classes Alloys, Coordination compounds, Incompletely defined, Mixtures,

Polymers, Organic and others

Studies Analytical, Biological, Preparation, Reactant or reagent

Markush

Markush structure7} ZstEl E35] 23 ZHM

Molecular Formula

<TIPS for entering molecular formula queries>
B To avoid ambiguity:
» Capitalize only the first character of a multiple-character symbol, as in Ca, Fe
» Include a space between an element symbol/count and the next element
symbol, as in C21 H26 N2 S2
It is not necessary to specify an element count of 1, as in C 02
In a multi-component formula:
> Use a period surrounded by spaces to separate components, as in C4 H11 N
03 .C2 H4 02
» Use parentheses to nest component formulas, as in (C15 H10 N2 02 . C6 H14
03 . 3(C3 H6 O . C2 H4 O)x)x
> Use parentheses to enclose a portion of formula representing a structural
repeating unit, and follow it with a numeric repetition n, as in (C2 H3)n C14 H13
N4 02
B A component formula can be preceded with:
» an integer coefficient, as in C2 H4 02 .3 H2 O . Na
> a fractional coefficient, as in C2 H4 02 . 1/2 Ca
> the unknown coefficient x, as in (C8 H8 O3 S)x . (C8 H8 O3 S)x . x H3 N . x K
B A monomer-based polymer formula can be:
» a single-component homopolymer enclosed by parentheses and followed by
either a numeric repetition or x, as in (C2 H3)x
» a multi-component formula enclosed by parentheses and followed by either a

numeric repetition or x, as in (C2 H4 . C Br F3)x
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Property

ojg3 2T A

= HA
A =
Experimental property definitions (Click) | Predicted property definitions (Click)
»  Boiling point »  Bioconcentration Factor
>  Density »  Boiling point
»  Electrical Conductance »  Density
»  Electric Conductivity »  Enthalpy of Vaporization
»  Electric Resistance »  Flash Point
»  Electric Resistivity »  Freely Rotatable Bonds
»  Glass Transition Temperature »  Hydrogen acceptors
» IR (Infrared) Spectra »  Hydrogen donors
»  Magnetic Moment » Hydrogen donors/acceptors sum
»  Mass Spectra » Koc (Organic ~ Carbon  Adsorption
>  Median Lethal Dose (LD50) Coefficient)
»  Melting Point » logD
» NMR Spectra »  Mass Intrinsic Solubility
»  Optical Rotatory Power »  Mass Solubility
»  Raman Spectra »  Molar Intrinsic Solubility
»  Refractive Index »  Molar Volume
»  Tensile Strength »  Molecular Weight
» NMR Spectra
» pKa
»  Polar Surface Area
»  Vapor Pressure
ofz) YUES WA 44T X2|z wE YR FYg.
Boiling Point: 1 Density: 3 Enthalpy of Vaporization: 2
Flash Point: 1 logD: 2 logP: 3
Molar Volume: 1 Molecular Weight: 2 pKa: 2

Substance Indentifier

CER

names, Abbreviations, Common names.

a
25 CAS Registry Number, Chemical name, simple chemical names, Trade
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(2) Draw substance queries: tZX 4] 12|7| —xamOaxesnncon e
e
Introduction to the SciFinder Drawing Editor (Click) =
» Draw structures using a variety of tools E?
» Use templates and keyboard shortcuts to speed drawing
» Draw a simple reaction query —— T ey
(3) View, analyze and refine substance answers: 22 ZM ZAul & st= Xt&2 37|
@ SHof A A Zat YESLI|: Sort by
AM Aar otHoM HE MS 28SHH IO Y2 ANEE S A #E = UA5HO
FE 24 (7| dMo| F&x - Relevance Li & Atx)
Relevance HM AN Ml E J|Fo02 MJH
CAS Registry Number | CAS (SciFinder O|O|EHH|O|A)0| SEE E2o 18 HSE 7|0z MH

Number of References | ZAE SAD AUHE 2SO =2 HEH

Molecular Weight

22X 2A o et M (Predicted molecular weight value)

o eEl=
E

Molecular Formula Az|™H

J04=0] 2t M & (Element count)

O SciFinder

Explore Saved Searches v ScPlanner
Chemical Structure exact > substances (350)
Get ] Get Get Commercial ] -
SUBSTANCES @ References & Reactions Sources ~ Tools

Analyze | Refine Sort bf:| Relevance g
Relevance
O CAS Registry Mumber ected
Analyze by: (7] Mumber of References
Substance Role < | Molecular Weight
O e ey [0 2. substance Detail
Preparation 234 74-11-3 3686-66-6
I ! ~5580 7B (Component: 74-11-3)
Properties 154 .E i
I I I _~_ _-CO3H o
o= £ n =r & COLH
T T | -
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‘rEFerences
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‘Welcome Yulee Kwon

Save Print Export

E Create Keep Me -1 Send to
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answers per Page [15] view: EN N I

4 4 Page: 0f24 » M

[0 3. substance Detail
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https://scifinder.cas.org/help/scifinder/R17/drawing/tutorial_introduction_to_the_scifinder_drawing_editor.htm

®

AN ZIt WE|Yoto] 27| Analyze
Aste He Qu0| TRt ZM ZME WEYSO = & ASUCL AN W S 0 2H +5 2
+ s B wweU
TEY g4
Bioactivity Indicators | AF™ ™HO|=l of 2607tX|Q] EEE #sly CHME 28 XZACE AUE =
4 CAS Registryo] & HEQ} CAPlusOf| 2= 2™ Zt0f| HZAE
refers to a predefined set of approximately 260 broad and narrow bioactivity
terms for which relationships have been identified between CAS REGISTRY
substances and CAplus documents
Commercial Aoz LAY Jtstt 22 ME
Availability
Elements 220 5= et g2
Reaction Availability | Bt8410| Qe 22 HE
Substance Role 25 =0 EoE SS9 dat ™Me
(Od: Adverse Effect, Biological Study, Preparation)
Target Indicators protein, enzyme, 1 2| target 0]
refers to a predefined set of approximately 5800 protein, enzyme, and other
target terms for which relationships have been identified between CAS
REGISTRY substances and CAplus documents
QO SciFinder
Explore Saved Searches «» SdPlanner
Chemical Structure exact > substances (350)
Get 1 Get Get Commercial 3 -
SUBSTANCES @ References & Reactions Sources ~N Tools
—
Analyze Refine SDrtby:|Relevance V| i‘
[0 = ©of 350 5ubstances Selected
Analyze by: @
Substance Role . .
e ——— [] 1. Substance Detail [] 2. Substance Detail
Commercial Availability 74-11-3 3686-66-6
Elements ~5580 [ (Component: 74-11-3)
Reaction Availability L ~18% [
Substance RDIE o0~ H i
& COgH &
() A i
Reactant or Reagent o4 | ‘ ‘ A
[ I | 1l ' -
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® ZAM Al =£A5617]: Refine
Analyze Bt Q0 HM AWE =450 AN

O SciFinder'

S A
ETILAI:I

& LICt

Explore v Saved Searches v ScPlanner Save Print Export
Opened saved answer set "substance searching” (350)
Get Get Get G ial | g - = . Sendty
SUBSTANCES @ References }I Reactions - Sourc?ar:merc“i K Tools - 5c::3la:ner
—
analyze | Refine Sortby: ¥ Answers per Page [15] view: 1 I 1N
[0 = 0of 350 Substances Selected M 4 Page: of 20 M
Refine by: @
g Chemical Stru.ct.ure [0 1. Substance Detail [0 2. substance Detail [0 3. substance Detail
Isotope-Containing 74-11-3 3686-66-6 4641-33-2
O Metal-Containing ~5582 [ (Component: 74-11-3) ~183 [iy
O commercial Availability "' ~169 [ o
O Property Availability a o a
O Property Value & A
O Reference Availability ) 2 “ ﬁ
om Attachment o1 P o1
cl
Refine M
Chemical Structure | ZAISH 5lst PXAIS 43510 XY ZIAH
Isotope-Containing | 5% &4 (isotope)’t ZotEl SEHS A A4 & X| OfF &
Metal-Containing a50| ZoE SES A dM & X| ofF ME
Commercial dge¥oz ¢ JtsstAH 27tss 22 ofF M
Availability

Property Availability

Any property / Any predicted property / Any experimental property / Any

selected experimental property Z0|A MEHSIO] Z4AH

Zt Mgt

Property Value

pN|
=

Experimental / Predicted property &
AtM| LHE: Refine by property value (Click)

At A

&g sto] 1 4y

Reference Availability

Atom Attachment

8 220 A= g 22 Mt
=2 TZYHOM Bots /X0 OE HAE RS

LR =X| 29l 7bs (MMl LH&: Refine by atom attachment, Click)

74 AH
(=R

217}

o ofrE{st

Refine by Atom Attachment @
1. Click an atorm to display the attachments present at that site, 2. Select attachrment(s) of interest.

Substructure

Select Al Deselect all

CIH or None

[lC

S

LI Other

[ & - any (notH)
[ ]Ch - Carbocycle
Hy - Heterocycle
L1 - sy (ot CH)
[k - &lkyl chain

Atom Attachments

1985
10

1995
1955
21
10

P =g5Hy
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A
=

. =
(4) Get data related to substance: EZ&1} 2#HEl F71 MH A7
=] n! (= o =] =
AMADM SEA HHE ZAFE, 3 YE, =2 7Y & M HEE
{ SciFinder'
Explore v Saved Searches SciPlanner
Opened saved answer set "substance searching” (350)
Get ] Get Get Commercial -] -
SUBSTANCES @ I D References & Reactions " Sources I X Tools
analyze | Refine Sort by:| Relevance v ¥
[~ 0 of 350 Substances Selected
Analyze by: @
Substance Role v|
[ 1. substance Detail [ 2. substance Detail
Preparation 234 74-11-3 3686-66-6
[ 1 (Component: 74-11-3)
Properties 154 ~169 [3B
[ I ] » =
Uses a7 Q i
[ T ] FS
Reactant or Reagent 64 >
[ I ] o1 -
Process 52 cl
I T ] C7 Hs Cl 02
Biological Study 47 Benzoic acid, 4-chloro-
[ I ]
X Spectra
Analytical Study 16 Experimental Properties ® Na
[ ]
Formation, _ C7Hs Cl0O2. Na
IN?npreparatl\re 13| Benzoic acid, 4-chloro-, sodium salt
(1:1)

Tip for commercial sources

g 7Yetn
xot 712 52

Scientific Corporation Product List

o
ct
o

1

HCHH
! Y =
3B

Catalog Information

Catalog Publication Date: 12 Jul 2012
Order Number: 383-035854

Purity: 98%

Quantity: 5,000g, Price: $500

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

, SciFinder
A& L CH

Substance Information

CAS Registry Number:74-11-3

CAS Index Name: Benzoic acid, 4-chloro-
Chemical Name: 4-Chlorobenzoic acid

: . CO 3 H

cl

A A0 A ‘Get Commercial Sources’ i"" |

Save Print Export
. . Send to
¥ sciPlanner

mom o
M 4 Page: 0f24 > M

Answers per Page [15] View:

[J 3. substance Detail
4641-33-2
~183 [

o1

C7 H3 Cl Oz
Benzoic acid, 4-chloro-, ion(1-)

Experimental Properties

Address

1840 Industrial Drive, Suite 160
Libertyville, IL 60048
USA

Supplier Name

3B Scientific Corporation

Contact Information

Phone: 847-281-9822

Fax: 847-281-9855

Email: sales@3bsc.com
Web: http://www.3bsc.com

Status

Unclassified e

(5) Save and share substance answers: ZAM ZAn} & MEH X%
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Substance Detail: 2%
&M HO|X|oM =l = A= HE
(

P

® =20 st 7|2 ™FE (CAS Registry Number, molecular formula, chemical names, chemical structure)

@ =Fot HHE 29 JEeF 20| LtEtH siY SH2| A (References, CAS Role)

® Bioactivity Indicators

@ Target Indicators

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

® Experimental Properties: Biological, Chemical, Density, Flow and Diffusion, Interface, Lipinski and Related,

Optical and Scattering, Spectra, Structure-related, Thermal properties

Preferences | SciFinder Help + m

O SciFinder'

Explore v Saved Searches « SciPlanner Link Save Print Export

me Yules Kwan

Opened saved answer set "substance searching” (330) > 74-11-3

SUBSTANCE DETAIL @ ggerences I}. g:ctions : g:turict}ar:merdal — fni?rﬁ::ilzﬁow a_ gceil:::aioner
<9 Return A Previous | Next p

1.

CAS Registry Number: 74-11-3 COzH

C7 He I 02 ©/

Benzoic acid, 4-chloro- o1 -

Benzoic acid, p-chloro- (7C1ECIH; 4-CBa&; 4-Chlorobenzoic acid;
Mycosid; NSC 143358, NSC 32738, NSC 8444, p-
Carboxychlorobenzene; p-Chlorbenzoic acid; p-Chlorobenzoic
acid

Source of Registration: CA

~5,587 References

Document Types: Conference, Dissertation, Journal, Patent, Preprint, Report

Nonspecific Derivatives Nonspecific Derivatives

CAS Role Patents Nonpatents from Patents from Nonpatents
Analytical Study v v v
Biological Study v v v v
Combinatorial Study s '

Formation, Nonpreparative v v v
Miscellaneous v v

Occurrence ¥ ¥

Preparation v v ' v
Process v v s ¥
Properties v v v '
Dranhatic in Datanke -
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Reaction Searching: g}t &2 ZA (from CA React)

Tutorials
Title Contents Link
Introduction to »  Search by reaction structure Click
Reaction Searching >  Group reactions by transformation and by document
> Sort, analyze, and refine the reaction answer set
> View Experimental procedures
» Get commercial sources for a reaction participant
» Save a reaction answer set
Introduction to the SciFinder | > Draw structures using a variety of tools Click
Drawing Editor » Use templates and keyboard shortcuts to speed drawing
» Draw a simple reaction query
Draw Reactions » Draw reactions by assigning reaction roles to structures Click
» Increase precision by specifying the bonds that change during
the reaction (reaction sites) or by mapping the atoms between
reactants and products
» Use functional groups to represent classes of compounds
involved in the reaction
Plan a Synthesis Project » Send substances, reactions, and references to SciPlanner Click
» Initiate searches from within SciPlanner
» Merge reactions into a synthetic plan
» Display reaction information
» Export and import a SciPlanner project

Workflow for working with substances

Conduct a reaction View, analyze and

search Draw reaction queries refine reaction
ZAM 0| 57: REACTIONS answers

Save and share Get data related to
substance answers reactions
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(1) Conduct a reaction search: ZAM 2M MEH

Explore = Saved Searches v SciPlanner

& REFERENCES REACTIONS: REACTION STRUCTURE @

Research Topic
Author Name

Company Mame Search Type:
O Allow wvariability only as specified

®  Ssubstructure

Document Identifier
Journal

Patent Click to Edit
Tags

& SUBSTANCES

Chemical Structure

Markush Import CXF
Malecular Formula
Property
Substance Identifier
L.REACTIDM 1 2 Advanced Search [ Always Show
Reaction Structure
@ 8 Tz HM: gtZFH(reactants), A|Sf(reagents), 2fstEEQ| FxRAL DX L= 2HS A
@ 4dAH A1t Xk Solvents, Non-participating Functional Groups, Number of Steps, Classifications, Sources,

Publication Years

® #M g

Variable only at | Substances must match the structure query exactly, except where variability is
the specified | specifically defined through the use of query features such as variable atom types

positions: (e.g., X = any halogen) or R-groups.

Substructures of | Substances include the structure query embedded within a more complex structure,

more  complex | with substitution allowed at all locations except where specifically blocked by query

structures features such as Lock Atom

Example reaction query

o o]
Cl ‘\\ ™~

—_

product

Variable only at the specified positions result

Qe
ol cl 1
| HN 2
O 3
e U OO,
o &
93%
&
Substructures of more complex structuresresult
ol Blr \“ T
HIT .
Br —CH,— CH, —0OH + o1 CH— O 2 H + @ —_— u r.|1. |T__o—r_-x:—czc—o—no=
g ~te L o,
& . S0
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(2) Draw reaction queries: Reaction query tool2 Z83}0] 3}st #rgAl 27|

Al
How to Note

Draw a reaction | 2X9o| 3}t X AE T2 & H2 ZZE2 Reaction arrow tool E EA|SHY

query AMALS MM HMAL MM Al ‘product, reactant, reagent, reactant/reagent, any
ole’ S Ztzto| uhg A MY 5 AL

Draw the substances and then indicate reactants and products by drawing the
reaction arrow E Alternatively, you can individually assign reaction roles

(product, reactant, reagent, reactant/reagent, any role) to each substance

Specify reaction | Reaction Role Tool% 0|83st0 datg HI™ESIAHLE =8 TIts
roles A_*B Use the Reaction Role TooI to assign or change the role of a substance.
Map atom pairs BHS=E £= Zu=0f LIEtE SF0 At ¥E X|go5to] A4
5—3 You can focus the reaction search by specifying corresponding pairs of atoms
present in the reactant and product.
Mark reaction sites S XIHES HAISIO M
3( You can focus the reaction search by marking bonds that are changed (broken,

formed, or change bond order) in the reaction.

Specify a substance | £ X E 12| [f4l functional groupg 8310 BE=Z, Alef £= A

by functional group 2 52 frlg & L.

E%IE’E Instead of drawing a specific structure, you can represent a reactant, reagent, or
a

product by its functional group (e.g., Acyclic Ketone).

(3) View, analyze and refine reaction answers

re
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oY
1=
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=
ofi
rdo
Ot
rir
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Hu
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N

© 23 AN Zat 2 E3} 517]: Group by
ZM ANE Transformation(Hst FAE) £ Document(BtS0| +=E & ZAHE)E L2510 I &
& UsUCh
Preferences | SciFinder Help +
- &
QO SciFinder
‘Welcome Yulee Kwon
Explore v Saved Searches v SdPlanner Save Frint Export

Reaction Structure substructure > reactions (1948)

Get Feir ) - Send to
REACTIONS @ Roferences | oA Tools # sciPlanner
Analyze | Refine Snrthv= ¥ Answers per Page [15] Display: € &
Analyze by: @ T M 4 rage [1 Jofz b M
Catalyst h¢ [ 1. heterocyclic compounds as P2¥13 agonists and their preparation and use for the treatment of diseases related to
TEBAC 397 cholesterol mobilization Q B Full Text

—] 1 Reaction

HOCH2CH2OH polymer 228 Single Step Hover over any structure for more options.
O —

Bush* «Br 140

s — |

4-DMAP 93 0 Qg - Ol
=SS GO I O S N
18-Crown-6 66 u‘w"" o~ ‘u_l’ ’ L\cﬁj e | s
Fd 66 & 100%
e — | &
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©

aM Zar FE5}7|: Sort by

Explore v Saved Searches v SciPlanner Save Print Export

Reaction Structure substructure > reactions (1948)
Get FE - Send to
REACTIONS @ References o Tools ' ScPlanner
Analyze Refine Group by:| Mo Grouping * Answers per Page [15] Display: € 2,
- Page: | 1 of 130

Analyze by: @ M . iy
| Catalyst o [ 1. View Reactionfpetail @ Product Yield
TEBAC 397

HE SN (718 dMe| H=E - Relevance L &lXl)

Relevance AM AN Mtz E J|lEoz HE
Accession Number SciFinder HIO|HH[O|AN =& HEJ} YHE A2 2= 1§ HS
AL 2 +2 34N =2Y
Experimental Procedure | &¢ EA 70| 2 FE, dM Z00|M & 2E =0 7ts
Number of Steps HhEO| CHA o 2 HEH
Product Yield AbEEo mE ™
Publication Year dtZAl0] =25 2319 HH W
Similarity HESAlO] QAL O 2 HEH
M Al ZE{™AS0] B 7|: Analyze
lste ME Q0| Mat ZA ADE TEL0l 2 £ USLTH FA FIVH RS 1 2 £2 5
+ 9t B2 wyYULH
Explore v Saved Searches v ScdPlanner Save Print Export
Reaction Structure substructure > reactions (1948) > reaction 1 (of 1948)
REACTIONS @ e ences | Teols + W Sopiamer
Analyze | Refine Group by:[No Grouping | % Sort by:|Relevance | ¥ Answers per Page [15] Display: & @

0 of 1948 Reactions Selectad

O -

[0 1. View Reaction Detail @® Link

Company-Organization
Document Type
Experimental Procedure
Journal Name
Language

Humber of Steps ox
Product Yield T *
Publication Year :

Single Step Hover aver any structure for more options.

Page: I:lof 1ok M

WEY g4
Author Name =4 XNXt+Y
Company - Organization | 2310 2&HE 7| /T A
Document Type 23519 93 (Patent, Journal Article &)
Bibliographic data
Journal Name =2 (=w)0| =5E =X
Language =212 210
Publication Year 2o £ W
Catalyst HHSo A E =i
Experimental Procedure | Ag g 90 (A3 g 2401517|)
Reaction data Number of Steps S0 2ot BHA 5= (F|A THA RS AA)
Product Yield =& AMEEF (%)
Solvent S0 AL E &
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HAM A} =A45}7]: Refine

SciFinder*

Explore « Saved Searches v SciPlanner Save Print Export
Reaction Structure substructure > reactions (1948) > reaction 1 (of 1948)
REACTIONS 6 ggerences Kaf Tools = ﬂ_ gceil:":at:ner
Analyze Refine Group by:lNo Grouping e | Sort by:l Relevance e | ‘v Answers per Page [15] Display: &) 2,
Refine by: @ [] ~ 0©of 1948 Reactions Selected M 4 Page: [1 |of130 B M

@ Reaction Structure

O Product Yield

C number of Steps

O Reaction Classification

O Excluding Reaction
Classification

[ 1. View Reaction Detail @® Link

Single Step Hover over any structure for more options.

@} MNon-participating 1 o=
functional groups N j\
| 1 I = > A S
* Refine M
Reaction Structure | Reaction editorOjj Al EtE2AIS £HHIEXHE HEA| 5)50] HM
Product Yield A=l A[CH X E|A HR{(RE YHSIO AM A HA
Number of Steps | £t3 CHAQ] HQE YHSY M At =4
5t0|E ()2 0|83ty =7F0| 7I=sot Hel 2 Jts
(o) -3 3EtA| EE= 1 O[5t THA
Reaction HS L3 MEH Jts
Classification o Biotransformation, Catalyzed, Chemoselective, Combinatorial,

Electrochemical, Gas-phase, Non-catalyzed, Photochemical, Radiochemical,

Regioselective, Stereoselective

Excluding Reaction | X|2|& EIE Q3 MEH
Classification
Non-participating | 230 Zek[X| G Bbg T BFEA] LIELLIOF g functional groups X|g3}0]
functional groups | AA Z1t A
(4) Get data related to reactions
AMZIOIN SED BUE BAYE, WS Fu, BT 7Y FE, A% YHE 92 4 AL
{ SciFinder’ -
Explorev | Saved Searches~ | SciPlanner

‘Opened saved answer set "searching reactions™ (1948)

Get ZE -
x oo
Group by:[No Grouping (| Sort by:|Relevance ~ ¥

[ ~ ©0of1948Reactions Selected

REACTIONS @

fnalyze | Refine

Analyze by: @

TEBAC 397

[0 1. view Reaction Detail ®® Link

single Step Hover over any structure for more options.

HOCH2CH20H polymer 229

Bugl* =B
uall” =B 140 CAS Registry Number: 120202-66-6
4-DMAP 93 -« ““j”m . View Substance Detail
s (]
- ==
H2S04 78 [lﬁ/'\'( I = T Explore by Structure »
S I — NF ~" ° -
18-Crown-6 66 s Synthesize this...
Get Reactions where Substance is a »
Pd 66
e Get Commercial Sources
g{:‘wl > Overview Get Regulatory Information
Steps/Stages
NaHCO3 31 ps/Stag Get References
I — |
1.1 R:NaHCO3z, 5:H20, 5:t-Bu0
36812-50-7 20 Export as Image
Send to SciPlanner

26




(5) Save and share reactions answers: ZAM Zq} Htg HH HE 9 38517
F = gM Z0E 28517| 9I5H0] SciFinder L{O| Lto| HM ZME XMYSHY| (Save M)
@ XX g =230l EndNoteZ BHESI0 PDF WA= XMESH7| (Export O &)
® dM ZANtE QU2 (Print Ofm)Str A|ZtHQl A Skl SciPlanner2 HLj7|
=4

—
X 723 0|8 WS Reference Searching'of A74El |8 HmstA|7| BRerL|ct.

Reaction Detail: "E' HAM Zap MM HoO|X|
st ol XMHE

O MH (Sources)

g3l 22 75 o

Stages, Notes, Transformation

AlS] HEH

=0 od

QO SciFinder'

Explore v Saved Searches v SciPlanner Link Save Print Export

HE

et rr

A
o | =2
) —
Hf S
i)

@@@@

Preferences | SciFinder Help « m

come Yulee Kwon

Opened saved answer set "searching reactions” (1948) > reaction 5 (of 1948)

Get Reference Get Send to
REACTION DETAIL @ Detail Full Text # saplanner
=y Return A Previous | Next p
5. Single Step Hover over any structure for more options. SOURCE

Preparation of amino acid
derivatives with high
therapeutic index Q
Chandran, V. Ravi
Assignee Signature R&D
Holdings, LLC, USA

2006
PATENT INFORMATION
Oct 26, 2006
Stages Notes Yield US 20060241017
1.1 R:iNaHCOs3, S:H:20, S:t-BuOMe, 30 min, rt Reactants: 1, Reagents: 1, Solvents: 2, Steps: 1, 100% AL
Stages: 1
Transformation: NUMBER OF STEPS

1. Formation of Acids, Bases, Salts and Hybrid 1

Inorganic Organic Materials

~ Experimental Procedure
To a solution of clopidogrel hydrosulfate (97.7 g, 233 mmol) in DIUF water (1 L) was added sodium
bicarbonate (39.1 g, 466 mmol}) in small portions. After mixing, t-butyl methyl ether (1 L) was added and the
solution stirred for 30 minutes. The layers were separated and the aqueous layer was extracted a second
time with t-butyl methyl ether (300 mL). The organic layers were combined, washed with brine (300 mL),
and dried over sodium sulfate. After filtration, the t-butyl methyl ether was removed under reduced pressure.
The remaining clopidogrel (yellow oil, 77.82 g, 104% yield) was dried under high vacuum at room
temperature for 18 hours until most of the t-butyl methyl ether was removed.
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® Search for Chemical Compounds Using a Structure Search
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Reaction Searching Search for Specific Reactions for Reaction Type

Use SciPlanner to Plan a Synthesis Project

Reference Search for a Specific Topic

Searching Search by Author Name

General Topics Save and Combine Search Results

Find Competitive Intelligence Information and Stay Up to Date on New Developments

Special Topics

Polymers Get Started Searching for Polymers and Oligomers
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Search for Polymer Reactions
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Patents Patent Coverage and Patent Information in SciFinder
How Can a Markush Structure Search Help you in Your Research?
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