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SciFinder provides an innovative interface that
streamlines your research process

Preferences | SoFinder Help + m
e
O SciFinder

Explore v Saved Searches v SciPlanner

7 REFERENCES SUBSTANCES: CHEMICAL STRUCTURE ©

SAVED ANSWER SETS @

Research Topic

Author Name ’ selective reduction of nitro
Structure Editor:
Company Mame e group
Decument Identifier e Non-Java Sf“EII’Ch Type: Lipitor_fragment_patents_from
Journal ) Bxact Structure 555
Patent o @ Substructure 143950-76-9
Tags & Similarity water_desalination_reviewarticlg]
& SUBSTANCES \ MarkShannonl
u B \\ [l show precision analysis macrocycles_protein
Chemical Structure =
Markush 0 0 Autosaved Substance Set
Molecular Formula :
Click image to change structure or B ChemDraw’ View All | Import
Property view detail. @ embraw
Substance Identifier Launch a SciFinder substance or reaction KEEP ME POSTED @
search directly from ChemBioDraw Ultra 14.
4 REACTIONS Import CXF Learn More carbon nanotubes

Sep 06, 2014(258)
Aug 30, 2014(256)

Reaction Structure

View All
% Advanced Search
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Database growth

qe S
Adivision of the American Chemical Society

101 million+ 41 million+

uniquely identified Literature References
organic and inorganic

Substances

Plus integrated access to
The largest collection 24 million records in the
®
of small molecules MEDLINE® database

_by tens of millions— 82 ml | | | on+ from the U.S. National

available anywhere Reactions Library of Medicine

Nearly double
the next largest
reaction source 6 3

Patent Authorities

25% more than any
other scientific
information provider

Data as of August2015



Chemistry: Central Science

All areas of biochemistry

= Agrochemical regulators
= Biochemical genetics

- Fermentation

= Immunochemistry

= Pharmacology

All areas of macromolecular chemistry

= Cellulose, lignin, paper
= Coatings, inks

= Dyes, organic pigments
= Synthetic elastomers

- Textiles, fibers

= Surface chemistry

= Catalysts

= Phase equilibrium

= MNuclear phenomena
= Electrochemistry

CAplus, produced by CAS, contains more than 41 million chemistry and chemistry related
research records categorized in 80 sections, with references in:

All areas of organic chemistry

= Amino acids

= Biomolecules

- Carbohydrates

= Organometallic compounds
- Steroids

All areas of applied chemistry

- Air pollution
- Ceramics

= Essential oils, cosmetics
- Fossil fuels

- Ferrous metals, alloys

All areas of physical, inorganic, analytical chemistry




Patents play a vital role in most research activities

54%
In SciFinder®, what percentage of
your answers come from patents

1% for each of the following activities?

Patentability Competitive Synthesis planning  Scientific topic Substance Finding commercial Other
research intelligence research (get property searching sources for
up to speed, materials purchase
stay up to date)

Source: September 2014 SciFinder Patent User Survey



CAS covers patents from around the world

-

0 "+ # * ROSPATENT

= Content from 63 patent issuing authorities

= Nine major patent offices available online in CAplus=M
— within two days of publication
— fully indexed by CAS scientists within 27 days from the date of issue.



a robust patent workflow solution that allows scientists to
track down and locate the relevant chemistry in patents

PatentPak

using SciFinder in half the time!

Viewer
lcon

PDF
lcon

PatentPak™ ~

Patent No. Kind
¥ EP 2851371 Al

Patent Family
B FR 3010953 Al
9 WO 2015040209 Al

Language
English

French
English

PatentPak™

Key Substances in Patent
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2-Chloro-3-fluoro-S-vinylpyridine (112)

T'o a solution of 101 (5.00g, 23.8 mmol) and 4,4,6-trimethyl-2-vinyl-1,3,2-dioxaborinane
(111,3.29 g, 21.39 mmol, Sigma-Aldrich) in a mixture of TBAF (30.0 mL) and THF (64.0
mlL.) under an argon atmosphere was added bis(triphenylphosphine)dichloropalladium(Il)
catalyst (PA(PPhy),Cl,, 1.33 g, 1.90 n;mol. Sigma-Aldrich) and K,CO; (8.20 g, 59.4 mmol).
The resulting reaction mixture was heated to 60°C and held for 16 hrs in a sealed bottle. The
mixture was cooled to 2 temoerature of about 25°C. diluted with water. and extracted with



CAS

Wouldn't it be nice to click immediately to the patent

document?

= Avoid being relegated to hard to use 3" party web sites
patents are fully searchable and support copy/paste

PatentPak™

O SciFinder

Explore - Saved Searches « SciPlanner
Patent "US20080078739" » references (3)
Get 1 Get . Get Relat
REFERENCES @ Substances @ Reactions @ Citations
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and methodd thereof
Booth Jean Paul 1 Q, Quick view | PatentPak™ ~
[ 1
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(19) World Intellectual Property Organization

International Bureau

(43) International Publication Date
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{10) International Publication Number

WO 2010/005930 A2

21
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(26)
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International Patent Classification:
HOIL 21766 (2006.01) HOIL 217205 (2006.01)
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International Application Number:
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Priority Data:
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RESEARCH CORPORATION [US/US]; 4650 Cushing
Parkway, Fremont, CA 94538 (US).
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Inventors/Applicants (jor US only): BOOTH, Jean-paul
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NO, NZ, OM, PE, PG, PH, PL, PT, RO, RS, RU, 8C, 8D,
SE, 80, 8K, SL, SM, 8T, 8V, 8Y, T, TM, TN, TR, TT,
TZ, UA, UG, US, UZ, VC, VN, ZA, ZM, ZW.
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The global patent coverage available in PatentPak assists

the scientist in finding an equivalent patent

= PatentPak™ provides direct links to related patents in their original
language which could be different than the patent indexed by CAS

scientists.

= Find patents in English, Chinese, Japanese, Russian, German,

French, and Korean

Patent Information

)
D Patent No. Kind Language Date

RO EP 2891484 @ |PatentPak” al Jul B, 2015

LS 20150190359 B [PatentPak™ a1 English Jul 9, 2015
JP 2015129107 & |PatentPak’ A Japansss Jul 16, 2015

3 CN 104758249 B [PatentPak’| A Chinese Jul 8, 2015
WIPO g KR 2015082078 B/PatentPak”| A Korezan Jul 15, 2015
= WO 2015105458 B PatentPak’ Al English Jul 16, 2015
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Links to key substances in the patent allow scientists to get
directly to what matters most in no time at all

PatentPak’ links to the actual location in the patent where important
substances are described in the claims or experimental sections in a

unique patent document viewer

1636182-64-3P & Page 127 in PatentPak™

prepn. of triazinane trione derivs. and compns. thereof useful for treatment of
diseases

Biological use, unclassified; Cosmetic use; Food or feed use; Other use,
unclassified; Pharmacokinetics; Synthetic preparation; Therapeutic use;
Biclogical study; Preparation; Uses

{

1626333-91-2P
e
1636182-63-2P
1636182-65-4P
1636182-66-5P
1636182-67-6P
1636182-68-7P
1636182-69-8P

Page 127 in PatentPak™
il e e R s
Page 127 in PatentPak™
Page 127 in PatentPak™
Page 128 in PatentPak™
Page 128 in PatentPak™
Page 128 in PatentPak™
Page 128 in PatentPak™

PP PpPLPLPLPP

PatentPak™

Key Substances in Patent

CAS RN 1626333-91-2

Search in SciFinder = | View Detail

Analyst Markup Location
vpage 127

prepn. of triazinane tricne derivs. and compns. thereof useful for treatment of
diseases

Biological use, unclassified; Cosmetic use; Food or feed use; Other use,
unclassified; Synthetic preparation; Therapeutic use; Biclogical study;
Preparation; Uses

Search in Sdfinder = | View Detail

Analyst Markup Location
@ page 127
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Scheme 1. Exemplary synthesis of cenain compounds of Formula (1), wherein R* and R” are
as descried herein.

[00269]  In one set of experiments, a mixture of compounds 1 and 4 in FrOH was
irradiated in the microwave oven at 150 °C for 5 h. The reaction mixture was purified by
of Formula (1). Compound

flash column ¢l ¥ to yield a

[00270] fﬂmpamd 1-1: "H NMR (500 MHz, CDCl3) 8 4.08-4.13 (m, 3H), 3.99-4.01
(m, 3H), 3.84-3.88 (m, 3H), 2.30-2.48 (m. 12H), 2.24 (s, 9H). 1.27-1.44 (m, 24H), 0.88 (. J
=7.0 Hz, 9H). HRMS (ESI) caled for CaiHe; NeOs [M+H]" 643.5122, found 643.5203.

[00271]  @ompound I-2: "H NMR (500 MHz, CDCI) 3 4.08-4.13 (m, 3H), 398-4.00
(m. 3H). 3.83-3.86 (m. 3H), 2.33-2.47 (m. 12H), 2.24 (s, 9H). 1.26-1.46 (m. 36H). 0.88 (. J
=7.0 Hz, 9H). HRMS (ESI) calcd for CasHsNeOs [M+H]' 727.6056, found 727.6116.

[00272]  @ompound I-3: "H NMR (500 MHz, CDCLy) § 4.08-4.13 (m, 3H). 3.99-4.00
(m, 3H), 3.84-3.87 (m, 3H), 2.30-2.47 (m. 12H), 2.24 (s, 9H). 1.26-1.44 {m, 60H), 0.88 (1. J
=7.0 Hz, 9H). HRMS (ESI) calcd for Cs; HyaNoOy [M+H] " $95.7934, found 895.7937.

(00273]  gFompound 1-4: 'H NMR (500 MHz. CDCl3) § 4.08-4.11 (m. 3H). 3.98-3.99
(m, 3H), 3.84-3.87 (m, 3H), 2.33-2.45 (m, 12H), 2.24 (s, 9H), 1.25-1.44 (m, 96H), 0.88 (1. J
=7.0 He, 9H). HRMS (ESI) caled for CapHysNgOs [M+H]™ 11480751, found 1148.0615.

trnTan a7 2 I AID SSAR L. ATV L2 A A 4 1Y e L 303 2 A
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A unigque patent viewer provides a range of powerful

navigation and exploration tools

new

PatentPak™

Key Substances in Patent
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Search in Scifinder = | View Detail
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CAS annotation to the 3 Y
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ds of Formula (). wherein R* and R® are
as descried herein.

Scheme 1. Exemplary synthesis of certain

[00269] In one set of experiments, a mixture of compounds 1 and 4 in EtOH was
inradiated in the microwave oven at 150 *C for 5 h. The reaction mixture was purified by
flash column ch graphy to vield a compound of Formula (I). Compound

[00270] @oupumd 1-1: "H NMR (500 MHz, CDCl:) § 4.08-4.13 (m, 3H), 3.99-4.01
(m, 3H}, 3.84-3.88 (m, 3H), 2.30-2.48 (m, 12H). 2.24 (s, 9H), 1.27-1.44 {m, 24H), 0.38 (r. J
7.0 Hz, 9H). HRMS (ES) calcd for CrHssNgOs [M+H]* 643.5122, found 643.5203.

@ompound I-2: "H NMR (500 MHz, CDCl5) 6 4.08-4.13 (m. 3H), 3.98-4.00
(mgH). 3.83-3.86 (m. 3H). 2.33-2.47 (m. 12H). 2.24 (s. 9H). 1.26-1.46 (m, 36H). 0.88 (. J
9H). HRMS (ESI) caled for CaliNeOs [M+H]" 727.6056. found 727.6116.

@ompound 1-3: "H NMR (500 MHz, CDCls) § 4.08-4.13 (m, 3H), 3.99-4.00
(m, 3H).§.84=3.87 (m. 3H). 2.30-2.47 (m. 12H). 2.24 (s. 9H). 1.26-1.44 {m. 60H). 0.38 (. J
). HRMS (ESI) calcd for Csy Hyg NoOy [M+H]™ 895.7934. found 895.7937.

mpound 1-4: 'H NMR (500 MHz, CDCl;)  4.08-4.11 (m, 3H), 3.98-3.99
(m, 3H}), 3.84-3.87 (m, 3H), 2.33-2.45 (m, 12H), 2.24 (s, 9H), 1.25-1.44 {m, 96H), 0.88 (1. J
= 7.0 Hz, 9H). HRMS (ESI) calcd for CeHysNgOs [M+H]™ 1148.0751, found 1148.0615.

@ompound I-5: "H NMR (500 MHz, CDCls) § 4.08-4.13 (m. 3H), 3.93-3.95

SearCh SCi Fi nder E2-3.84 (m. 3H). 1.34-1.42 (m. 12H). 1.26-1.33 (m, 12H). 1.39-1.41 (m, 12H).
from su bstan ces . 12H). 0.89 (. J = 7.0 Hz. 18H). HRMS (ESI) caled for CxsH:sNoOg [M+H]"

identified in the [
patent text




Preserve Your Most Valuable Resource — Time

PatentPa)J,( «

= |[nstant access to searchable full-text patents from major patent offices
around the world

= Patent family coverage in multiple languages

= Substance location mapping provided through the CAS REGISTRY
= Secure and confidential patent research

= Daily updates

= Interactive viewer with built-in SciFinder search functionality



MethodsNow™ is a complete CAS solution

<== MEeTHODSNow
v A CAS SOLUTION

= Largest single collection of methods information
— Addresses core chemistry markets

= CAS-quality indexing and new, value-add templating of key methods
from important full-text sources

= Covers both synthetic and analytical researcher needs



So what exactly iIs MethodsNow?

= A collection of over a million synthetic and analytic methods — with
more to come!
— Focused indexing, step-by-step instruction

— Details for analytical researchers such as matrix, analyte, instrumentation and
comparison capabilities

= Interface options right where the user needs them!
— Synthetic researchers will find relevant content right inside SciFinder

— Analytical researchers will find relevant content in a newly-designed interface
tailored for their search needs



One product, two interfaces

= Research showed that users interested in synthetic methods were
often already in SciFinder, but analytical scientists often weren’t
(though they might be familiar with it)

Synthetic chemist looking for great methods?
They are in SciFinder.

Analytical scientist just looking for great methods?
A new, easy to use interface just for you.

= METHODSNowW Qe Brom

i

-

O

Search
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MethodsNow — Analytical Scientist Interface

.-_--E. MUETHODSNOWV nSaved BAccount

Search

Enter keyword, matrix, analyte, etc.

> | Q-

Advanced Search

) Browse Method Categories

Agricultural Applications / Analysis Fuels / Geology / Biofuels Pharmacology / Toxicology
Bioassays Historical Analysis / Dating Polymer Analysis
Biomolecule Isolation Miscellaneous Water Analysis
Environmental Analysis Organic Compound Analysis

Food Analysis Organometallics / Inorganics

) Recent Searches

hplc lycopene analysis




Specify one or many advanced search fields

<= MEeTHODSNOW"

Saved B Account

€ Return to Home

Advanced Search

Keyword E|
AND E| Matrix E|

AND Analyte v

Add Search Criteria

<= METHODSNOW'
W s non

Saved E Account

¢ Return to Home

Advanced Search

Publication Name hd

Keyword
Analyte
Matrix

Method Category
Technique
CAS Method Number

Publication Name r
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Search for wastewater sludge

i o
<= METHODSNOW saved [ Account
'

A CAS SOLUTION

Search

Enter keyword, matrix, analyte, etc.

wastewater
wastewater treatment

wastewater treatment anaerobic sludge

wastewater treatment p|ﬂ|'|13
Agricultural Applications / Analysis Fuels / Geology / Biofuels Pharmacology / Toxicology
Bioassays Historical Analysis / Dating Palymer Analysis
Biomalecule Isolation Miscellaneous Water Analysis
Environmental Analysis Organic Compound Analysis
Food Analysis Organometallics / Inorganics

Recent Searches

hplc lycopene analysis

T—



Filters allow you
to quickly hone
in on the most
interesting
results

v ACAS

S ETHODSNOW'

wastewater sludge “ Bl

¢ Return to Home

~ Analyte

[ Copper (527)

[ Lead (573)

[ Cadmium (495)

[ Nickel (339)

[ Mercury (333)
View All

~ Matrix

[ Drinking waters (3146)
[ River waters (2417)

[ Water (2191)

[ Wastewater (1540)

[ Seawater (1045)

View All
v Method Category
v Technique

¥ Year

Results (8923) Sort Relevance -

-

[ Analysis of Phosphorus in Wastewater treatment sludge by Dehydration process

*

CAS MN: 1-143-CAS-4734

View Details & Instructions (1) Add to Compare
Analyte Phosphorus
Matrix Municipal wastewater; Wastewater treatment sludge

Other Materials ~ Reagent: Perchloric acid: Melybdic acid; L-Ascerbic acid; Sulfuric acid

Material: Oven

Method Water / Wastewater / Sludge Analysis
Category
Technigue Dehydration process; UV-visible spectroscopy

Equipment Used  UV-VIS spectrometer

Source Method validation and uncertainty estimation for total phosphorus determination in
wastewater sludge samples




View all on analyte

Analyte
Alphabetically
[ Copper (627) [ Indena[1,2,3-cd]pyrene
[ Lead(573) (119)
[ Cadmium (495) [ Ciprofloxacin (116)
[ Nickel (339) [ Ethinylestradiol (115)
[~ Mercury (333) [ Vanadium (115)
[ Zinc (275) [ Dibenz[a,hanthracene
[~ Cobalt (254) (112)

[~ Naproxen (111)

[ Enrofloxacin (110)
[ Chromium(&+) (107)
[ Uranium (107)

[ Chromium (253)
[ Iron (242)

[ Arsenic (209)

[ 2,2-Bis(4-
hydroxyphenyl)propane [ Chlorpyrifos (105)
(199) [~ Lead(2+)(104)

| — - ra e T - M4 ramme

12 3 4 5 .. 46 Next®» Gotopage: 1

Apply Cancel

Go

[ Polycyclic aromatic
hydrocarbons (79)

[ Terbuthylazine (79

[ Trimethoprim (79)

[ Dimethyl phthalate (72)
[ Selenium (79)

[ Dioctyl phthalate (75)
[ Diethyl phthalate (74)
[ a-Endosulfan (74)

[ p,p-DDD (74)

[ Carbofuran(72)

[ Sulfadiazine (73)

[ 2,4,6-Trichlorophenol (72)
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Compare results of interest

--5 METHODSNOW wastewater sludge n d

ACAS n

¢ Return to Home Resu Its (96) Sort Relevance -
~ Analyte r *
[ Copper (627)
[ Lead (573) . o ] .
- [ Analysis of Carbamazepine in Wastewater by Atmospheric pressure chemical
[ Cadmium (495) oL
BT ionization mass spectrometry

CAS MN: 1-101-CAS-27867

v Carbamazepine (96)

View All View Details & Instructions (D Add to Compare
v Matrix Analyte Carbamazepine
¥ Method Category Matrix Wastewater treatment sludge; Wastewater
¥ Technique Other Materials ~ Material: Environmental cartridges; Glass-fiber (0.45mm); Stainless steel vessel (34 mL);
LazWell 96-well polypropylene plate cavities; Infrared (IR) laser diode (380 nm, 20 W,
v Year i e
View All v
Method Active Pharmaceutical Ingredient and Metabolite Analysis; Water / Wastewater / Sludge
Category Analysis
Technigue Atmospheric pressure chemical ionization mass spectrometry

Equipment Used  Milli-Q/Milli-RO system; ASE extractor; Vacuum pump; LDTD-APCI ionization source; Mass

. L L




:—E" METHODSNOW wastewater sludge n n B

Compare Methods
0
Expand All
10 2
Title  Analysis of Carbamazepine in Wastewater by Analysis of Carbamazepine in Wastewater by
Atmospheric pressure chemical ionization mass Atmospheric pressure chemical ionization mass
spectrometry spectrometry
CAS Method Number  1-101-CAS-27867 1-101-CAS-29148

Method Category  Active Pharmaceutical Ingredient and Metabolite Analysis; Active Pharmaceutical Ingredient and Metabelite Analysis;

Water / Wastewater / Sludge Analysis Water / Wastewater / Sludge Analysis
Technique  Atmospheric pressure chemical ionization mass Atmospheric pressure chemical ionization mass
spectrometry spectrometry
Analyte  Carbamazepine Carbamazepine
Matrix ~ Wastewater treatment sludge; Wastewater Wastewater treatment sludge; Wastewater
Other Materials  Environmental cartridges: Glass-fiber (0.45mm); Stainless Environmental cartridges; Glass-fiber (0.45mmy); LazWell

steel vessel (34 mL); LazWell 96-well polypropylene plate 96-well polypropylene plate cavities; Infrared (IR) laser
ravitioc: Infrared {IR) lacar dinda (020 nm 20 W diode (980 nm, 20 W, continuous),




MethodsNow for analytical scientists: Great
content sources

Content from | 2000 - present

years

Number of ~150,000 at launch — more than any other
methods single source

Content Broad range: Key focus in Pharma, Ag, and
Coverage chemical as well as others

Full CApluss™ database. Future investment
Source Focus | may include regulatory agencies and
Instrumentation

Food Chemistry, Journal of Chromatography A
and B, Journal of Agricultural and Food
Chemistry, Talanta, Analytica Chimica Acta

Example
journal titles

Language English only
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MethodsNow — Synthetic Chemist Interface

|:| 0 of 36 Reactions Selected

-

[ 1. View Reaction Detail @ Link & Similar Reactions

Single Step Hover over any structure for more options.

Get 4 Tools ~
References A
Groupby: NoGrouping ¥ Sortby: Relevance v &

(CHy)
ACH2) 19
CHy N,

‘_,IEH,I 0
CHy

)&Z — z.-"

79%

F Overview

T METHODSNOW™
Procedure

2. Add water to the mixture.
View more...

- Send to

*— SciPlanne

H { Page: 1

Display Option

of3 ) )

1. Stir the mixture of 7-ethynyl-4-methox- ycarbonylmethyl-2H-chromen-2-one (400 mg, 1.65 mmal), 1- azidoundecane (358 mg, 1.82 mmol), copper(II) sulfate pentahydrate (42
mg, 0.17 mmal), (+)-sodium L-ascorbate (360 mg, 1.82 mmol) in t-BuOH/water (15 mL/15 mL) at room temperature for 4 hours.
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SciFinder has the largest collection of
experimental nrocedures far reactions

2Steps Hover over any structure for more options.

0 H
0.
(l_‘H3 =
N o] »
+ Hy C/ ~F 0
(]
[Step 2.1]
o 0
-
8] H; C
e
3 " b>

- Overview
Steps/Stages Notes
1.1 RiNa,HPC,, RimCPBA, S:CH,Cl,, cooled; 1 h, rt 1) Baeyer-Villiger oxidation (stage 1), 2) regioselective, Vilsmeier reaction,
1.2 RIKOH, S:Me0OH, 2 h, rt Reactants: 2, Reagents: 6, Solvents: 4, Steps: 2, Stages: 6, Most stages in any one
1.3 RiHCl, S:H,0, acidify step: 3

2.1 R:POCL,, S:DMF, 15 min, 5°C; 5°C — rt; 20 min, rt

2.2 1t 1t — 75°C; 2 h, 75°C; 75°C — 0°C

2.3 RiH,0, 5°C Total Synthesis of Bulbophylol-B
Q, Quick View [ Other Sources

By Lin, Jinshun et al
From Jeurnal of Matural Products, 71(11), 1938-1941; 2008
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~ Experimental Procedure

4-Methoxy-2,3-methylenedioxyphenyl Acetate (8). To a suspension of 7 (5.0 g, 25.5 mmel) and anhydrous Na,HPO, (4.7 g, 33.2 mmaol) in
CH,Cl, (50 mL) was added #+CPBA (85%, 23.4 g, 127.5 mmol), in portions and in an ice-water bath, and the mixture was stirred at room
temperature for 1 h. The resulting mixture was refluxed overnight, then cooled and filtered. The filter cake was washed with CH,Cl, (3 = 30 mL).
Evaporation of the solvent in vacuo gave a residue, which was directly used in the next reaction. 4-Methoxy-2,3-methylenedioxyphenol (9). KOH

It IS Ou r mOSt popu I ar (1.4 g, 25 mmol) in H,0 (10 mL) was added to the crude 8 (5.5 g, 25.8 mmaol) in MeOH (20 mL), and the mixture was stirred for 2 h at room

temperature. The mixture was concentrated to 10 mL and acidified with 2 M HCI (5 mL). The aqueous layer was extracted with CHCI, (3 x 20 mL),

y washed with H,0 (2 % 20 mL) and brine (20 mL), dried over anhydrous Na,S0,, and concentrated. The residue was purified by column
fe atu re , b ut you Ve to I d chromatography (CC) (-hexane/EtOAC, 3:1) to give 9 (4.38 g; two steps total yield 78%) as a white solid: 4-Methoxy-2,3-methylenedioxyphenol

(9), yield 4.38 g, 78% mp 103-105 °C (lit.' mp 100-101 °C); *H NMR (300 MHz, CDCl,) & 6.43 (1H, s, H-6), 6.42 (1H, 5, H-5), 5.99 (2H, 5, OCH,0),

us We Can do more 4.48 (1H, s, OH), 3.85 (1H, s, OCH,).

Step 2
2-Hydroxy-3,4-methylenedioxy-5-methoxybenzaldehyde (10). POCI, (5.5 mL, 59.5 mmol) was added dropwise to DMF (10 mL, 129.4 mmol)
over 15 min at 5 °C, then stirred at room temperature for 20 min followed by addition of 9 (2.5 g, 14.9 mmol) in portions. The mixture was slowly
heated to 75 °C and then stirred at this temperature for 2 h. The resulting mixture was cooled to 5 °C and poured into H,0 (50 mL). After filtration, the
filter cake was purified by CC (/+hexane/CHC;, 1:1) to give 10 (2.3 g, 79%) as a white solid: 2-Hydroxy-3,4-methylenedioxy-5-
methoxybenzaldehyde (10), yield 2.3 g, 79% mp 181-182 °C (lit.”* mp 179-180 °C); 'H NMR (300 MHz, CDCl,) 4 10.83 (1H, CHO), 9.73 (1H, s,
OH), 6.75 (1H, 5, Ar-H), 6.18 (2H, 5, OCH,0), 3.93 (3H, 5, OCH,).
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Procedure
1. Add lithium hydroxide monohydrate(327 mg, 7.80 mmol) to 4-methoxycarbonylmethyl-7-(1-undecyl-1H- 1,2,3-triazol-4-yl)-2H-chromen-2-one (343 mg, {
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MethodsNow
7-Triazolylcoumarin-based fluorescent tag system for stepwise, comparative assessment of small molecule microarrays &
By Jeon, Moon-aok; Kang, Myoung-u; Park, Koan Ha =
From Tetrahedron, 63(30), 6038-6053; 2012 MethodsNow
Published by Elsevier Ltd,
_ Procedure 1. Add lithium hydroxide monohydrate(327 mg, 7.80 mmol) to 4-methoxycarbonylmethyl-
Reaction Steps n n 7-{(1-undecy-1H- 1,2,3-triazol4-yl)-2H-chromen-2-one (343 mg, 0.780 mmol) in THF/water(25
mL/25 mL) at room temperatura.
2. Stir the reaction mixture for 3 hours at room temperature,
3. Adjust pH 34 to the reaction mixture by adding 1 N hydrochloric acid.
LACH 1y CH/‘t” du 4, Partition the reaction mixture between ethyl acetate and water.
Chy N ! /“ \ 5. Extract the agueous fayer with ethyl acetate.
/ \ 0 N o 6. Dry the combined organic layer over magnesium sulfate.
N 0 1 3,
N l
z Scale milligrarm
“\c” HNMR 'H NMR (300 MHz, acetone- d.): & = 7.83 (5, 1H), 8.58 (s, 1H), 7.92 (d, J= 8.1 Hz, 1H), 7.84 (d, J=
Y ’ 8.1 Hz, 1H), 647 (5, 1H), 4.50 (t, J= 7.2 Hz, 2H), 3.99 (s, 2H), 2.00 {quintet, J= 7.2 Hz, 2H),
D 1.321.43 (m, 4H), 1.22-1.32 (m, 12H), 0.87 ppm (£, J= 6.8 Hz, 3H).
o | BCHMR 5CNMR (125 MHz, DMF-d,, 60 °C): § = 161.0, 155.1, 154.2, 146.5, 136.0, 127.2, 123.7, 122.1,
Products 2H1-Benzopyran-4-acetic acid, 2-oxo-7-(1-undecyH1#1,2,3-ria 120.4, 115.3, 113.5, 51.1, 32.8, 29.9, 27.3, 23.5, 18.7, 14.7 ppm (decarboxylztion occurred to give
1384966-77-1 the corresponding 4-methyl derivative).
Reactants 2#1-Benzopyran-4-acetic add, 2-oxo-7{1-undecy-1A1,2,3-td | IR IR (ATR, neat): v = 3423, 2022, 2851, 1702 (2C30, overlpped), 1619, 1561, 1375, 1154, 936,
1384966-75-9 852, 809 o,
Reagents Hydrochloric acid, CAS RN: 7647-01-0 HRMS HRMS (EL): myz calculated for C,H,N,0,: 425.2315 [M<]; found: 425.2315.
Lithiurn hydroxide, CAS RN: 1310-65-2
Mass Spec MS (ESI): miz: 426 [M+H7].
Solvents Water, CAS RN: 7732-18-3
Tetrahydrofuran, CAS RN: 109-99-9 P 735.540.8 °C.
—_— —_— CAS Method 3-352-CAS-78415
Number
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Procedure

1. Dissolve 3- Benzyloxy 1-bromonaphthalene (5.64 g, 18.01 mmol) in dry DMF (100 ml) under an atmosphere of argon.
: idd tih m,—-!— el i id athiel nctar (747 2 10 01 pammall aecnll [hicitriarthatobdonbhaonhinaVnallodim (T dichlorida £79 0% 5 2 E0 paealt ond 5ins T beamids (8 97




MethodsNow synthetic chemistry content sources

Content from

2000 - present

years

Number of >1 million at launch; 2 million within months; 3
protocols million later this year

Content Small molecule synthesis

Coverage

Source Focus

180+ journals titles including new coverage from
Wiley, RSC and Elsevier in addition to ACS,
Springer, Taylor&Francis, WO patents (2010-
present)

Example journal

Organic Letters, Catalysis Letters, Journal of
Coordination Chemistry, Journal of Medicinal
Chemistry, Journal of the American Chemical

titles Society, Angewandte Chemie, Tetrahedron,
Chemical Science
Language English only




MethodsNow Benefits

Readily integrates into your workflow
Lets you quickly compare analytical methods side by side

Saves time with easy searching and direct access to method detalls —
no more searching through full-text documents

Displays experimental details in easy-to-read table format

Includes materials, instrumentation, validation data, conditions and
more
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NCI Global

A Solution Powered by CAS

Aws
WWW.Cas.0rg

Adivision of the American Chemical Society



Unigue NCI Global benefits

= One-stop shopping for extensive coverage

of inventories and regulatory lists

— 15 major national inventories

— Nearly 150 regulatory lists and pre-manufacturing notifications (PMNSs)
— More than 343,000 substances

= Relevant for a broad range of business applications
— Determine the countries in which you can sell your company’s products
— Discover similar products that are already listed on an inventory
— Find transportation requirements for shipping your company’s products
— Discover whether changes in one of your company’s product formulations
are still compliant

= Built by the inventory experts at CAS

CAS is a division of the American Chemical Society. Copyright 2015 American Chemical Society. All rights reserved.
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Chemisches Zentralblatt — ChemZent — content
now In SciFinder

Covers chemical literature from 1830 to 1969
— The first and oldest abstracts journal in chemistry
— The only comprehensive abstract journal available until 1907

Only available in German until now

— German is translated to and searchable in English
« Substances and concepts indexed from the German abstracts
« Structures and keywords are searchable
+ German abstracts can be displayed and printed

Now integrated into SciFinder

— Completes and extends the comprehensive content in SciFinder

— Provides easy access to a valuable chemistry collection in a CAS solution that is
familiar to you and your users

Priced analogous to other historical archives



The Conditions of The Continuous 7-Day
SciFinder/ PatentPak/ MethodsNow Trial Are

1.

Members of Chinese Chemical Society Located in Taipei or
ACS Taiwan Chapter are eligible to apply.

Only one time trial for a member.

The trial quota is limited and the applicant needs to be
evaluated by CAS. In addition, these conditions can be
changed once it not right for our purpose.



CAS

Please fill out the form and send to
Taiwan@acsi.info. If qualified, we will send you a
ID&Password in 3 days. Please notice: The trial is
continuously 7 days including weekend.

Remote Access ID Application Form

Trial Product: SciFinder/ PatentPak/ MethodsNow
Organization Name:

Address:

Which Member:

Contact (Full name):

Title:

Phone:
Email:

Official Website:
SciFinder Experience: (Y/N

The purpose of the trial



mailto:Taiwan@acsi.info

Contact Detalls

Mavis Meng & 3
Tailwan
ACSI - CAS, adivision of the
American Chemical Society
Email: MMeng@acsi.info
Phone: +886 905 807 582
WWW.Cas.0rg



http://www.cas.org/

CAS products streamline access to CAS
databases to speed the pace of scientific

discovery

O SciFinder
A CAS Solution

SciFinder is an intuitive discovery platform
with flexible search and analysis options
designed for scientists’ workflows.

Pate nt Pa kTM now available
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A CAS SOLUTION

STN

THE CHOICE OF PATENT EXPERTS™

STN combines industry-leading search and
retrieval with unique and comprehensive
content.

@NCI Global

A Solution Powered by CAS

Trust NCI Global for the regulatory information
you need whether you manufacture, import,
export or transport chemicals.



