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Structure Match

Substructure (36) 1

Similarity (122K)

Analyze Structure Precision

Chemscape Analysis

Visually explore structure
similarity with a powerful new
tool.

Learn more about Chemsca

Create Chemscape Analysis

Filter Behavior

Filter by Exclude

Commercial Availability

<

<

Reaction Role

3

Reference Role 1 3

€

Stereochemistry

<

Number of Components

<

Substance Class

~ lsotopes

v Metals

~ Molecular Weight

~ Experimental Property

~ Experimental Spectrum

v Regulatory Data by Country

~ Regulatory Data by List

€

Bioactivity Indicator
v Target Indicator

~ Search Within Results
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Download filter data from db
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® Substances

@ 1 selected -

@ References = B Reactions =

3

Filter| 2 Number of Components:1 X

4
51234-28-7
5 0,
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5 N

C15H12CINO3 12

Benoxaprofen

@ o4 B 33 = 33

References = Reactions Suppliers
14

70280-67-0

L -0

Absolute stereochemistry shown

C15H12CINO3

(-}-Benoxaprofen
@ 36 =1
References Supplier
3
66934-19-8

Abzoluze sterecchamiztry shawr

C15H12CINO3

(+)-Benoxaprofen
W 31 B =1
References = Reaction

Supplier

Key Physical Properties
Maolecular Weight

Melting Point
{Experimental)

Boiling Point (Predicted)

Density (Predicted)
pka (Predicted)

Experimental Properties
15

Key Physical Properties
Molecular Weight

Boiling Point (Predicted)

pKa (Predicted)

Key Physical Properties
Maolecular Weight

Boiling Point (Predic

Density (Predicted)

pka (Predicted)

® Suppliers ~

Value

301.72
183-190 *C
445.2:300 °C

1.362+0.06 gicm3

436030

Spectra

Value

301.72
446.2:30.0 °C
1.362:0.06 gfcm3

436030
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301.72
446.2£30.0 °C
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@ References (942) B Reactions (33) ™ Suppliers (33)

CAS Registry Number

51234-28-7

HO

Ci5H12CINO3

5-Benzoxazoleacetic acid, 2-{4-chlorophenyl}-a-methyl- (3CI, ACI)

Key Physical Properties H Value
Maolecular Weight 301.72

Melting Paint (Experimental) 189-190 °C
Boiling Point (Predicted) 4452300 °C
Density (Predicted) 1.362+0.06 gr‘cm3
pka (Predicted) 4382030

Experimental Properties | Spectra

v Other Names and Identifiers

v Experimental Properties

v~ Experimental Spectra
v Predicted Properties

v Predicted Spectra

v Bioactivity Indicators

v Target Indicators

v Regulatory Information

v Additional Details
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~ Document Type
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Review (3)

Conference (4)

~ Substance Role

Biological Study (250)

Uses

4]

Preparation (31)
Reactant or Reagent (17)
Process (14)

View Al

v Language

~ Publication Year

~ Awvailable at My Institution
v Author

¥ Organization

~ Publication Name

v Concept

v CA Section

~ CAS Solutions

~ Formulation Purpose
v Database

~ Search Within Results

Filter Co

Download filter data from ~|r
thi =
this result set.
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»
ﬁ 2 rences (264) 3 Sort Relevance = View: Full Abstract
1 Selected = & Substances - B Reactions ~ &6 Citing = o Kk sae
Filtering: Document Type: Patent X Substance Role: Uses X 7 8 far

Compositions, kits, and methods for administration of antilipemic and anti-platelet
aggregation drugs

By: Kuhrts, Eric H.; Roberts, L Jackson, I1; A
World Intell

al Property Organization, §-10-24 | Language: English, Database: CAplus

The present invention concerns compasition, kits and methods for reducing the flushing effect (cutaneous erythema) of an
antilipemic drug, for treating hyperlipemia, for improving the effectiveness of an anti-platelet aggregating drug (e.g., in
nonresponders) and for treating thrombosis. The present compositions and kits for reducing the flushing effect and for treating
nyperlipemia contain an antilipemic drug such as niacin and either a sustained-release NSAID (such as aspirin) or an NSAID and &
carboxylic acid other than the NSAID and antilipemic drug. Three subjects were administered 40 mg aspirin twice daily in the
morning &nd evening for 3 days and on the 4 th day, a 500-mg dose of imme e nicotinic acid was taken with 40 g aspirin.
MWone of the subjects experienced any appreciable flushing. The same subject] inistered a single dose of 500 mg nicotinic
acid without aspirin, and all 3 experienced severe flushing.

PATENTPAK ~ Full Text - & Substances{22) %6 Citing (9) @ Citation Map

2

Ophthalmic viscoelastic compositions 11

By: Yanni, John M_; G
Wiorld Intellectual Property Organization, WO98267

raff, Gustav

A1 1998-06-25 | Language: English, Database: CAplus

Qphthalmic viscoelastic compositions contain a non-steroidal antiinflammatory agent linked, either directly or via a linker to a
penzopyran or benzofuran derivative in a viscoelastic vehicle. Thus, a preferred composition contains ester | 0.000023, Cremophor
EL 0.05, hyaluronic acid MNa salt 1, NazHPO4 0,056, NaH2P04 0.004, NaCl 0.84 % w/v in water, pH adjusted with NaOH and HCIL
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PATENTPAK ~ Full Text - & Substances(51) %6 Citing (3) @ Citation Map

2-aryl acetic acid, or 2-aryl, N-hydroxyacetamide derivatives for treating a fulminant
respiratory disorder
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Compositions, kits, and methods for administration of antilipemic and anti-platelet aggregation drugs

PATENT
By: Kuhrts, Eric H.; Roberts, L. Jackson, |I; Morrow, Jason D.
Patent Number
W05632542 The present invention concerns composition, kits and methods for reducing the flushing effect (cutanecus erythema) of an antilipemic
drug, for treating hyperlipemia, for improving the effectiveness of an anti-platelet aggregating drug (e.g., in nonresponders) and for
Publication Date treating thromiosis. The present compositions and kits for reducing the flushing effect and for treating hyperlipemia contain an
1956-10-24 antilipemic drug such as niacin and either a sustained-release NSAID (such as aspirin} or an NSAID and a carboxylic acid other than the
N5SAID and antilipemic drug. Three subjects were administered 40 mg aspirin twice daily in the morning and evening for 3 days and on
Application Number the 4 th day, a 500-mg dose of immediate-release nicotinic acid was taken with 40 g aspirin. None of the subjects experienced any
WO1996-055398 appreciable flushing. The same subjects were administered a single dose of 500 mg nicotinic acid without aspirin, and all 3 experienced

severe flushing.

Application Date

1996.04-19 Keywords: NSAID antilipemic platelet aggregation; antithromootic carboxylate sustained release
Kind Code 7 PATENTPAK FPDF Full Text =
Al
P Patent Family
Vital Therapeutics, L.L.C., United Patent Language Kind Code  PatentPak Options Publication Date  Application Number  Application Date
States
Vanderbilt University, United W059632542  English Al FDF 1996-10-24 W01995-U55358 1996-04-15
States
U51935-425060 1955-04-15
Kuhrts, Eric H.
US5773453 Undetermined A 1993-06-30 U51995-425057 19550415
Roberts, L. Jackson, |I
Marrow, Jason D. U51995-548822 1995-10-26
Source CA2218696 Undetermined Al 1596-10-24 CA1996-22186596 1956-04-15
‘World Intellectual Property . _
o AUBB57879 Undetermined A 1996-11-07 AU1996-57879 1958-04-1%
Organization
CODEN-ELANZ EPB21587 Undetermined Al 1593-02-04 EP1596-914555 1956-04-15
Database Information US5981555  English A PDF | PDF+ | Viewer 1959-11-09 US1997-937668 19970926

AN: 1596743656

CAN:126:1198 Expand All | Collapse Al
ChAplus
v IPC Data
Language
English v Concepts
- v Substances

v Formulations

v Cited Documents{
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B Reactions a

~ Commercial Availability

v Reaction Notes

+
~ Search Within Results
Absolute stereochemistry shown,

Source Reference Ratation (+)
v Document Type

S ® Suppliers (35)
v Language
~ Publication Year Reaction Summary Steps: 1

~ Publication Name

Yield: 99%

Group: By Scheme = View: Expanded =

@ References » 3 A, B K sae
Substructure (422)
L Filtering: Experimental Protocols: Synthetic Methods X Document Type: Journal X Ers
Filter Behavior Scheme 1 (1 Reaction) Steps: 1 Yield: 100%
Filter by Exclude a :
~ Substance Role OH + d \_u_,»%v_,]\v,_ﬂ\_\[ﬁﬂ_f
v Yield ~g e
Absolute stereochemistry shown, Absolute stereochemistry shown,
~ MNumber of 5teps ) Rotation (+) Rotation (+)
¥ Suppliers (34)
¥ Mon-Participating Functional ¥ Suppliers (35) n
Groups

~ Experimental Protocols _ - . . N _

Reaction Summary steps: 1 Yield: 100% Allylic Oxidation of Alkenes Catalyzed by a Copper-
Synthetic Methads (20) Aluminum Mixed Oxide

R - 1.1 Catalysts: Aluminum copper oxide
Experimental Procedure (17) Solvents: 10 min, rt y: Garcia-C Ana Leticia; et a

1.2 Reagents: " Qrganic Letter: 4), 16(6), 1598-1601

v Reaction Type Solvents: Water; 24 h, 82 °C
) Full Text =
v Stereochemistry Detail  Experimental Pro
~ Reagent
Collapse Scheme A

v Catalyst
v Solvent Scheme 2 (2 Reactions) Steps: 1 Yield: 75-99%

™ Suppliers [26)

11

Optimization by Resj
the Kharasch-5osno

pce Methodology (RSM) of
ion of Valencene

ne, Cuprous

1.1 Catalysts: 1.8-Diaz

~ CA Section

Filter Content Report

12

iew Reac

Download filter data from
this result set.

o

Reaction Summary

za, Ana Leticia; et a
Research & Development (2015), 19(11),

Full Text =

14

Multivariate optimization of the Kharasch-5Sosnovsky allylic
avidatinn of alefine
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11, S EE LN SCHRE S

12. FTIF R RLVE RS DL TH

13. R R ST EVENS

14. BF RS

R RE

E Reaction Detail { Scheme 2, Reaction 1 of 1)

L = & save

Double bond geemetry shown

® Supplier (1) 100%

JOURNAL

Ruthenium-Cataly. mo
lecular Hydrocarb ion of
5 Allylic Formamide nient

Access to Chiral Pyrrolidones

Stage Reagents Catalysts Solvents Conditions
By: Armanino, Nicolas; et al

1 Hydrogen Quinoline Diethyl ether 5 min, 0 *C; 30 min, 0 *C Wiew All ~
Palladium Journal of the American Chemical
Society (2013), 135(18), 6814-6817

Step 1

CAS Reaction Number: 31-242-CAS-1720982

Full Text ~
Notes
stereoselective, Lindlar's catalyst used Company/Organization
Laboratorium fur Organische
Experimental Protocols Chemie
————— ETH Zurich
Synthetic Methods Experimental Procedure Zurich CH-8093
Switzerland
Products N-[(22)-1-[4-(1,1-Dimethylethyl)phenyl]-2-buten-1-yllformamide, Yield: 100%
Reactants N-[1-[4-(1,1-Dimethylethyl)phenyl]-2-butyn-1-yllformamide
Reagents Hydrogen
Catalysts Quinoline

TSN T

HIE LT B S ML
TRAF S NV 1

bR EEY/ IV RS

BHE % VI H AT AT SR

R T RRAS SN R SCHRAS JE A T
fegepaiNib ol
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Filter Behavior

Exclude

Preferred Suppliers

Ma Preference (18)

Supplier
001 Chemical Product List (1)
AbovChem Product List (1)

Accel Pharmtech Product List
)

Ambeed, Inc. Product List (1)
BLD-China (1)

Wiew Al

Purity
85-08% (18)
90-94% (1)
<00% (10)

Quantity

Milligrams (5}

Grams (14)

Kilograms or greater (4]
Bulk (10}

Screening (6)

Ships Within

Stock Status

Order From Supplier

Country

Filter Content Report

Download filter data from db
. —_
this result set.

™ Suppliers s

Filtering: Purity: 95-98% X

Supplier

Combi-Blacks
Combi-Blocks Catalog
United States

-

+ 00l
L, CHEMICAL

001Chemical Product List

China

w

‘AmBeed

Ambeed, Inc. Product List

United States

@

LGC Product List
United Kingdom

L

-,

@e

@e®

@®

@®

Substance

4530-07-3 7
{(+}Valencene

4630-07-3
Valencene

4830-07-3
{3R,4a5,5R)-4a,3-Dimethyl-3-
(prop-1-en-2-yl}-1,2,3.4 45 5,6,7-
octahydronaphthalene

4630-07-3
{+}Valencene 1000 pg/mLin
Isopropanol

4630-07-3

Sort: Relevance -

Purchasing Details

Product Information &
1g USD &0

Sg UsD125

10 g, UsSD 180

25 g, UsD 380

100 g, USD 550

Bulk
Screening

Order From Supplier @
-
S0g

et g
500¢g
Bulk
Screening

Qrder From Supplier g
1g USD 41
5g UsSD 142

Bulk

Product Information &
1.0m

- . -
Product Information (K

o,

Availability

Maintained
stock

ters

Ships within 1

week

Typically in
stock

Ships within 1

week

Maintained
stock

Ships within 1

week

Typically in
stock

Ships within 2

weeks

Typically in

i 30k 45

EG TR IS
TEER

OO NDUE WD

L X BRI 15

E I

FIE LT B RN S
BA N R
R ERE H, EEVIREE.
FTOT B R P et 7 it 5 6 DT
B E AUk B AR A N R

10. FTHF7= ST T DL TH]

ARG A R AR, G T B A
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® Supplier Detail (1077

BIONET Screening and Fragments Library @ ®

Web https://www.keyorganics.net &'
Email enquiries@keyorganics.net
Phone +44(0) 1840 212137

Item Details

Chemical Name
Order Number
Purity 97%

1mg, GBP 30.00
5mg, GBP 37.00
10mg, GBP 51.00

4-Chlorobenzaldehyde
P5-9029

Quantity, Price

Bulk Available

Screening Available
Stock Status Typically in stock
Ships within 1 week

Pricing Information
Last Updated

Order Fram Supplier & a

Additional Contact Information

4 May 2021

BIONET/Key Organics Ltd.
Highfield Road Industrial Estate
Camelford, Cornwall, PL32 9RA
United Kingdom

Fax +44(0) 1840 213712

Next +

B «
B &

substance Information

CAS Registry Number 104-88-1
CAS Name 4-Chlorobenzaldehyde

a
\Q\/O

s i e BN B DL R
AR

HIE LT B LN R A R
R PRI A DU

AW e

o
6. E N HE R s T A o SR DT

mdrEa e, FMRE R E O,

ATULEEME S ARG Lk, dH/ T3
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€« Return to Home

BLAST Search Details & Bloseq uences sz Sort: Subject Coverage ~ View: Expanded +

Sequence Type: Protein

Se:rch With};fl: Proteins =) EEEE= 'i'
BLAST Algorithm: BLASTp
NCBI Included: Yes
Alignment Identity: -
Query Coverage: 90%
E-value: 10 1 Alignment Identity: 100%
Match with Gaps?: No

Gap Costs: Existence 11
Extension 1 Query @

Word Size: 3

Query Detalls  NSGRHREPTTSHVSVAKIAF TGAVL GGG TANAAQATAA TDGEWDGVARCE SGGNY S INTGNGYLOGLAF TS THALHGGGER AP SAQLAS "\ ore

Matches: 407
Mismatches: 0
Bioscape Analysis

—
X Subject [ 1] 1 407

Visually explore sequence S~

similarity with a new tocl. y B

Learn more about Bioscape. JiEw Less v

—
5 Create Bioscape Analysis Alignment Subject References n B References
Filter by Alignment Data
BLAST Score: 2148
~ E-Value E-Value: 0

NSCRHREPTT SNYSVAKTAF TCAVLGGGGT AMAAQATAAT DCEWDQVARC ESCGNWSINT GNGTLGOLGF 70
FECEEEEEEE TECEEEEEEE TEEEEEEEEE PO e FEEEEEEE e FEEREE e TR

MSGRHREFTT SN¥SVAKIAF TGAVLGGGGI AMALQATAAT DGEWDQVARC ESGGNWSINT GNGYLGGLQF T0

-

0 ~ tw 108 - 0

3

—

~ Query Coverage %

O O q 71 TQSTWALHGG GEFAPSAQLA SREQQIAVGE RVLATQORGA WPVCORGLSH ATPREVLPAS AMMDAPLDAL 140
FEEEEEEEEE PEEEEREEEE TEEEE e FEE PR Oy PR T T
0 o 100 s 71 TQSTWALHGG GEFAPSAQLA SREQQTAVGE RVLATQORGA WPVCORGLSH ATPREVLPAS AMMDAPLDAA 140
q 141 AVNGEPAPLA PPPADPAPPY ELAANDLPAP LGEPLPARPA DPAFPADLAP PAPADVAPEY ELAVNDLPAP 210
~ Subject Coverage % FEEEEEEEEE PEEEEREEEE TR e EEE PR R PP T T
o O 3 141 AVNGEPAPLA FPPADPAPPY ELAANDLFAP LGEFLFAAPA DPAPFADLAF PAFADVAPEY ELAVNDLEAP 210 .

0 to 100

2 Alignment Identity: 99.75%
~  Alignment Identity %

@ O Query @

o] to 100 Matches: 406
Mismatches: 1

Alignment subject References @ References

CAS Registry Number: 935175-75-0

NCBI Identifier: CCC63477.1 &7, KAN93036.1 &', ALA77280.1 &, CAL70905.1 &, AET18174.1 &', ALV10075.1 &)
AGE66835.1 O, A0A7S8HJL9 &', A0A7U4BSUS ', A0AOH3MBZ9 O, AKO23866.1 O, WP_011799137.1 &, AMO A
(&

Length: 407 aa

Sequence
1 MSGEHEEFTT SHVEVAKIAF TGAVLGGGGI AMAAQATAAT DGEWDQVARC ESGCNWSINT CGNGYLGGLGF TOSTWALHGG
81 GEFAPSAQLL SREQQIAVGE RVLATQGRGA WPVCGRGLSN ATPREVLPAS AMNMDAPLDAL AVNGEPAPLA PPPADPAPPYV
161 ELAANDLPAP LGEPLPALPA DPAPPADLAP PAPADVAFFY ELAVNDLPAP LGEFLPAAPYL DPAPPADLAF PAPAELAPPA
241 PADLAPPAPA DLAPFVELLY NDLPAPLGEP LPAAPAELAP PADLAPASATI LAPPAPADLA PPAPAELAPP APADLAPPAL
321 VNEQTAPGDY PATAPCGPWG LATDLELPEP DPQPADAPPP GDVTEAPAET PQVSNIAYTTE ELWQATIRAQD VCOGNDALDSL
401 AQPYVIG
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