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COST OF MISSING SCIENTIFIC
INFORMATION IS HIGH
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POORLY MANAGED SCIENTIFIC
INFORMATION AFFECTS R&D EFFICIENCY

\r ‘ >$4B Reputational Risk
LOSS OF EXCLUSIVITY: >6 YRS 3

18% Time Spent
IN SEARCH VS. RESEARCH #

$15K-$20K
COST PER YEAR, PER SCIENTIST 5

R&D cycles are too
long and costly
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COST TO MANAGE SCIENTIFIC
INFORMATION CONTINUES TO ESCALATE
INFORMATION SOURCES REMAINS LOW

Scientific Information Trends’

COST OF INNOVATION 7 1




CAS HAS INVESTED > $1B

IN SCIENTIFIC INFORMATION
SOLUTIONS OVER THE LAST 5 YEARS.
INTRODUCING A NEW CALIBER

IN CHEMICAL INTELLIGENCE...

INTRODUCING A NEW CALIBER 63%

OF CHEMICAL INTELLIGENCE of researchers say SciFinder" allows

them to work more quickly™

=== SCIFINDER" 63%
gy’

of researchers say SciFinder"

A CAS SOLUTION allows them to be more innovative®

NOW WITH A NEW

SYNTHESIS PLANNER 62%

of researchers say SciFinder"
allows them to be more confident

The blueprint of chemical intelligence

TITIL
DIRECT ACCESS to the The most advanced Platform for machine
unmatched CAS content Chemical RELEVANCE learning & Al, COMPUTER-
collection, patent documents SEARCH ENGINE shows AIDED SYNTHETIC DESIGN,
and step-by-step synthetic you where to start and patent search and workflow

procedures and methods what to focus on enhancement



Insights

SciFinder" halves the time
taken to perform literature
reviews'

In today's competitive
landscape, your research
team needs to quickly gain
knowledge and insights from
relevant discoveries. You can't
afford to spend hours sifting
through extraneous content
in patents and journals. That's
why we designed SciFinder"
with the most chemistry-
aware relevance engine in

the industry. It doesn't just
search faster, it helps you
search smarter, anticipates
your information needs and
accelerates your work.
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Based on your query, we've
returned the most relevant results.
Would you like to load the entire
result set?

Learn about result relevance.
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Structure-Based Drug Design and Structural Biology Study of Novel Nonpeptide Inhibitors of
Severe Acute Respiratory Syndrome Coronavirus Main Protease

By: Lu, I-Lin; Mahindroo, Neeraj; Liang, Po-Huang; Peng, Yi-Hui; Kuo, Chih-Jung; Tsai, Keng-Chang; Hsieh, Hsing-Pang; Chao, Yu-
Sheng; Wu, Su-Ying

Journal of Medicinal Chemistry (2006), 49(17), 5154-5161 | Language: English, Database: CAplus and MEDLINE

Severe acute respiratory syndrome coronavirus (SARS-CoV) main protease (MP'), a protein

o oMo
°° ~ _ required for the maturation of SARS-CoV, is vital for its life cycle, making it an attractive
o o F é‘t(, target for structure-based drug design of anti-SARS drugs. The structure-based virtual
ons - PP screening of a chem, database containing S8 855 compounds followed by the testing of
P i

potential compounds for SARS-CoV MP® inhibition leads to two hit compounds The core
structures of these two hits, defined by the docking study, are used for further analog search. Twenty-one analogs derived from
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Russian (13) Structure-based design of novel potent nonpeptide thrombin inhibitors
German (6) By: Hauel, Norbert H.; Nar, Herbert; Priepke, Henning; Ries, Uwe; Stassen, Jean-Marie; Wienen, Wolfgang
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Synthetic
Planning

SciFinder" halves the time
required for synthetic planning™

Being successful in the lab requires
a great synthetic plan. Your chemists
are juggling many variables
especially when devising routes to
novel compounds with no literature
based precedent. For both known
and unknown molecules, SciFinder"
will perform a full retrosynthetic
analysis fueled by the renowned
CAS collection of reactions. The
best potential synthetic routes are
determined based on steps from
both the literature and predicted
steps generated by our synthetic
chemistry engine. The algorithm
can be customized to fit the specific
requirements of the synthesis

and the plan is easily navigated to
evaluate alternative routes and also
offers quick access to information
on material suppliers,

step-by-step methods curated by
experts, product yields, and more.

IP Strategy

SciFinder" reduces the time taken
to analyze the IP landscape by
nearly 10%"

In order to successfully manage
your research portfolio and bring
your innovation to market, it's
essential to first understand the
technology landscape. SciFindern
can help answer a host of IP-related
questions such as: Where are the
opportunities for innovation? Are
there infringement risks? Who else
is working in this space? SciFinder"
gives you access to industry leading
capabilities like patent Markush
searching and content such as
chemically annotated patents,

So you can stay on top of the
technological landscape.

Products

Reactants

Reagents

Catalysts

Solvents

Procedure

MethodsNow™

Experimental Protocols

p-Terphenyl, Yield: 100%

lodobenzene

4-Biphenylboronic acid

Potassium carbonate

Palladium

Graphene

Dimethylformamide

Water

1. Mix a8 DMF solution of iodobenzene {0.25 M) and arylboronic acid {0.30 M) with isopyknic agueous
solution of K;CO5 (0.75 M).

2. Pump the mixture into the reactor with a controllable flow velocity.

3. Integrate the reactor with PAGN catalysts pre-heated to 90 °C for 6 min in an oil bath.
4. Extract the products of the reaction with ethyl acetate.

5. Purify the product by a microcolumn filled with silica gel to obtain the product.
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[0078] Dry K2COs (10 072 mol) in NMP (60 mL, 0.626 mol) was heated to
165°C for 1 hr under nitrogen. N-(2-Methoxy-4-nitrophenyl)pyrrelidine (20 g, 0.090
mol) and thiophenol (28 mL, 0.272 mol) were added with stirring at 165°C. Stirring was
continued for 2 hr at 150°C. The mixture was cooled to room temperature, neutralized
with 1.5 N HCI and exiracted with ether. The ether layer was washed with water, brine,
dried over Na;SQq and concentrated. The dark red product obtained was purified by

column chror hy using petrol th (9:1) as eluent. Yield: 11.5 g,
61 %.

Step-3:
[0079] N-(2-Hydroxy-4-nitrophenyl}pyrrolidine (5 g, 0.024 mol), racemic-

epichlorohydrin (40 mL) and catalytic amount of tetrabutylammonium bromide (60 mg)
in 100 mL 3N flask was heated at 50 °C with stirring for 30 min, NaOH (2.3 g, 0.058
mol) in water (5 mL) was added slowly over 15 min. Stirring was continued at 50°C for
15 hr. Water (100 mL) was added, extracted with chloroform, washed with water, dried
over NS0y and concentrated. The crude epoxide was purified by column
chromatography using 9.5:0.5 petroleum cther:ethylacetate as eluent. Yield: 2.7 g, 43 %.
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