


About CAS

value to research in aggregating scientific information.

Today we are a global organization of expert scientists,
technologists, and business leaders with a long and
successful history of harnessing scientific information to
support valuable research insights.

Approximately 1,600 staff members — including CAS
scientists, speaklng 50 languages among them (600+ Ph.D.
SC|ent|sts)
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CAS Is atrusted partner

to Innovation leaders across industries

PHARMA ACADEMIC BIOTECH

= | (@

of the top 50 of the top 100 of the top 25

1. Pharm Exec’s Top 50 Companies 2020. 2. ShanghaiRanking’s Global Ranking of Academic Subjects 2020.
3. Genetic Engineering & Biotechnology News Top 25 Biotech Companies of 2019. 4. C&EN’s Global Top 50
for 2020. 5. WIPO IP Facts and Figures 2019.
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CAS has the most _
comprehensive collection
of connected science
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N scientific journals million
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STRUCTURES.......REACTIONS PHARMACOLOGY / TOXICOLOGY PROCESSES
STRUCTURE-ACTIVITY-RELATIONSHIP PROPERTIES IP CLAIMS INGREDIENT FUNCTIONS Ower
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CAS scientists find the chemistry, and save you time!

10

15

‘Compound 14 (2.58 g, 4.06 mmol) and p-nitrobenzoic acid (0.81 g, 4.87 mmol) were

" ambient temperature overnight, Water (‘lﬂﬂ' mL) was added and the mixture was made .

Compound 34: Diisopropyl azodicarboxylate (DIAD) (1 20 mL., 6.08 mmol) was
added 1o triphenylphosphine (1.60 g, 6.08 mmol) in THF (100 mL) at 0 °C. and was
stirred for half an hour during which time the yellow solution became a paste.

dissolved in THF (50 mL) and added to the paste. The resulted mixture was stirred at

slightly basic h}r adding NaHCOQ, solution full::rwed by extraction with E.tClAc (3x50
‘brine once and dried over rmhyﬂmus
Nap §0,. The desired product (2 72 g. 8595 yield) was obtained as white powder after
Si0; chromatography (Et; O/hexanes 1:2), m.p. 207-209 °C.; IR (KBr) 3434, 3056,
2040, 2868, 1722, 1608, 15291489, 1448, 1345 cm™ ;' '"H NMR (CDCls, 300 MHz) &
8.30-8.26 (m, 2 H), 8.21-8.16 (m, 2 H), 7.46-7.42 (m, 6 H), 7.31-7.18 (m, 9 H)5.33
(bs, 1.H}, 4.02 {bs, 1 H), 3.90 (bs, 1 H), 3.09-2.97 (m, 2 H), 2.68 (1d, J=14.95, 2.56
Hz, 1 H), 2.29-2.19 {(m, 1 H), 2.07-1.06 (series of multiplets, 24 H), 1.01 (s, 3 H), 0.98
(d, J=6.6 Hz, 3 H), 0.70 (s, 3 H); *C NMR (CDCla, 75 MHz) & 164.21, ]5{.-1,56.
144,70, 136.79, 130,77, 128.88, 127.86, 126.98, 123.70, 86.47, 73.24, 73.00, 68.70,
64.22, 47.79, 46,79, 42.15, 39.76, 37.47, 35.52, 35.34, 34.23, 33.79, 32.46, 31.12,

28.74, 27
(thioglyce

CAS RN 203796-03-6

© 2021 America

Absolute stereochemistry.

203796-03-6
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Absolute stereocchemistry shown

-

CsoHssNO,

Cholane-3,7,12-triol, 24-{tripheny
Imethoxy)-, 3-(4-nitrobenzoate), (3,
5B,7a,12a)-

Role: Reactant, Synthetic Preparation,
Reactant or Reagent, Preparation

cal Society



Scifinder" Discovery platform

*SciFinderN
Top 6 key searching function

Reference searching
Reaction searching
Substance searching

« Supplier searching
« Sequence searching

Retrosynthesis

*CAS Formulation
*CAS Analytical Methods

© 2021 American Chemical Society. Allrightsreserved.
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CAS 2‘ SciFinder" A Alerts M Saved A Titer C Liu

Searching for... References

2 2l Search by Keyword, Substance Mame, CAS RN, Patent Mumber, PubMed 1D, AN, CAN, and/sor DO, Learn Maore

® Substances Enter o query... @ Draw m

& Reactions Author Name = Enter last name, first name midadle name. X

Exgmple: Schubert, | &

<4 Add Advanced Search Field Learn more about SciFinder” Advanced Search.

W suppliers

CAS Lexicon enables you [o browse the CAS General Thesaurus ta find indexed concepts and
substances to build a Reference query with up to 1,000 indexed search terms.

i Launch CAS Lexicon

$ Sequences

2 Retrosynthesis

Recent Search History wiew All Search Hisg
May 2, 2023 Feedback
& References plectranthus amboinicus (377 Results) Rerun Saarch

258 PM




Perform Reference searching

CAS SciFinder" halves the time needed to perform literature reviews*

. 2
CAS ;f SciFinder” B Alerts R saved L TitercClLiv

Searching for... References

% Al Search by Keyword, Substance Mame, CAS RN, Patent Number, PubMed 1D, AN, CAN, and/for DOI, Learn Mare

® substances cancer and lung X @ Draw m

& Reactions i AMD - Author Name = Enter last name, first name middle name. -

B References Example: Schubert, | A

ii Target = | Multiple entries must be delimited by a space. X
w suppliers

5, Authors >

aarn more about SciFinder” Advanced Search,
Publication Mams

4 SeQuences o e
Organization

. 2nables you to browse the CAS General Thesaurus to find indexed concepts and
3 Refrosynthesis itle 1 build a Reference query with up to 1,000 indexed search terms.

Abstract/Keywords
Cancept
Substances

Bloactivity Data NEW

Wiew All Search Hisk

Dacument ldentiflier .

May 5, 2023 Feedback

Patent Number

® substances Pulslisher bz
S Substructure (160K m

© 2021 American Chemical Society. Allrightsreserved.
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Perform literature reviews

CAS SciFinder" halves the time needed to perform literature reviews*

Keep up to date with the world’s
published scientific patent and
journal literature across multiple
disciplines using the most
advanced relevance engine for
scientific research.

« An easy-to-read display lets user
quickly browse reference

 Filters are available to further
narrow results...by year, source
type, and organization

© 2021 American Chemical Society. Allrightsreserved.

H CAS ;.-,-_..; Seifindern

References =  plectranthus amboinious

¥ B Draw m -l. n F 3

@ Substances -

Fitter Behaviar

» Docurment Type
Journal {333
Paten (45)
Reviaw (17]
Chimical Trial (1)
Cornmentary (1)

Wigrey Al

~ Language

» Publication Year

1962 M3
Nalin  to No Moy
Wiew Larger
~ Available at My Institution
~ Author
w Organization

= Publication Marme

A Reactions -

W Citing - % Knowledge Graph QD o, B W Save and Alert

379 Rasults Sort: Publication Date: Newest - View: Partial Abstract -

ELLl

Chemical profile, antiproliferative and antibacterial activities and docking studies of essential
oil and hexane fraction of hydrosol from fresh leaf of Plectranthus amboinicus (Lour.) Spreng.
By: Ibrahim, Enas I E.; Yag), Sakina; Tranowa, Tevetamira; Schohn, Heree; Liba, Ahdullahi Ibrahimm; 2engin, Gakhan
Biochamical Systematics and Ecology (20233, 107, 1045%5 | Language; English, Database; CAplus

Essential oils are commaonky extracted fram plants by hydrodistillation inwhich a0 aquecus phase callad hydrosol is obtamad, Like
essential oil, this byproduct of distillation can be a source of natural bioactive mals. with health benefits. This study aimed at the
irvestigation of the chem. profile, antiproliferative and antibacenial activities of essential oil and hexane fraction of hydrosol from
Plectrunthus ambainicus (family Lamiaceasa) fresh leaf culthisted n Sudan, Essantial oil was obtainaed by hydrodistilation and

Wiew Mora

Full Taxt = @ Substances [37) & Citation Map

Development of electrospun Rlectranthus amboinicus loaded PCL polymeric nanofibrous

scaffold for skin wound healing application: in-vitro and in-silico analysis
By: Rathinawel, Saranya; Sugumar, Moogambigal: Swaminathan, Elamathi; Kubendren, Sudharshan; Sarmeashvan, Kalasimagal:
Sangeetha, Dharmal 'g-1rr.

Journal af Polyrmer Research {2023), 303, 110 | Language: Englich, Database: CAplus

Waund haaling is an assantial cellular process Invehing rumeraus mechanisms, Far an effective wound healing process, a sultsble
riaterial must be applied to prevent the wound from varios infections. Recenitly, researchers have mainly concentrated on
development of wound dressing material by combining pelyrmer with medicinal plant extracrs based elecrespun nancfibers due w
their structural morphol, mimicking axtra cellular matrix of native skin organ, Thus, this study emphasizes on synthesizing

¢ rrrartame (B iy perrl it #hm mvbract mf B 2mbnie o

— Fimlde ~F

Wiew Mora

Full Taxt = @ Substances () & Otation Map
~ Concapt
~ [A Section 3 SN
T Griiie reofiliog s Eualiation Sf L and Cecnnsial Ol for Docraricidal Difect opd Eoan Doadioo




E Reference Dej=
~ Concepts

& Substances (8}

Patent

Patent Information

Fatent Number
WOZ007076701

Fublication Date
20070712

Application Mumber
Wil2006-CH3e5%4

Application Date
2006-12-29

Kind Code
Al

Assignee

Zensun (Shanghai} Science &
Techmology Limited, China

Source
World Intellectual Property
Qreanization

Database Information
AM: 2007762954

CAN: 147:134433
Caplus

Language
Emglish

© 2021 American

Blzheimer disease

Animal gene
Modifier: NRG1, MR}

Role: Biological 3tu
Activity: Therapsutif

Anti-Alzheimer agg

Antidiabetic agent

Antitumor agents

Cardiac hypertropl

Cardiomyocyte
Modifier: growth arg

Cardioprotective aj

Cardipwascular dis

Cell differentiationj
bodifier: cardionmy

Cell proliferation
Modifier: cardionmyy

Euntrulled-releaﬁel

& Substanceq

135729-61-2

H

{_I

L
Absolute stereoch)
c19H24N20
Palonosetron

Role: Pharmacolog]
=g, Biological 5tu

50-18-0

q

a

C7H15CIzN2 0P
Cyclophasphar

H

Role: Adverse Effeq

Pharmacological
Biological Study, U

Diabetes mellitus

~ Formulations

Collagen Formulation: Anticancer Agents

View Formulus® Detail &

Location: Article Page 3,6
Purpose: Antitumor agents

Target: cancer

Component

~  Group: cyclic dinucleotides stock

solution

cyclic dinuclectides

endotoxin-free water

Function

solvent

Phosphate-buffered saline solutions  buffer

collagen stock solution

Stingel Formulation: Anticancer Agents

View Formulus® Detail &

Location: Article Page 3,6

carrier

Amount Reported

6.67 pg

3.5-5 mg/mL

\J
\J
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L)




EndNote output

Download Reference Results

®

File Type
POF -

Select Quantity
@ all Results

Display
® Result summary

Range (ex. 2 ro 20)

to

Result Details
File Name

Reference_20230505_2132

Oy the first 500 references will be downloaded.
[ EndNote X7 - [My EndNote Library2]

i mhi5E. ris AL H BB ELE EndNote > t7 5] 555 EL EndNote » 1£ 1. B 41855
File—>Import—File » [ EE7FERY.Tis FEZEE A - ¢

Include
Task Histary
Abstract

New...
Ctrl+O
Ctrtl+Shift+O

Open Library...

Open Shared Library...
Open Recent

Close Library

Save Ctrl+S

Save As..

w

Learn more about downloads.
Save a Copy...

®

Revert
Share...

Export...
Import

Print._
Print Preview

Print Setup...
Compressed Library (.enlx) ...

Exit Ctl+Q

-@@ Edit References Groups Tools Window Help

R € 24|92

=

Ctrl+P |

Remick, Daniel

touri, Ronald; Kreutz, Rol...

Tancer, Manuel; Uhde, T...

File...
Folder...

j. J; Ammar, R;; Kluger, J....
F.; Stager, Joel M.

C.; El-Sohemy, Ahmed

C.; El-Sohemy, Ahmed

Allison, Beth J.; Polglase, ...

e Jonge, R.; Dongiovanni, e

© 2021 American Chemical Society. Allrightsreserved.

# Import File SR F AT -
SciFinderN - gkt Z45 5B % Endnote - ¢

Import Option #£#% Reference Manager (RIS) » 7 A}




PatentPak:

Why waste time slogging through dense patent material with direct access to and understanding o

the chemistry within the document

PAGE

= PATENTPAK o o

A CAS SOLUTION

Z00OM DOWNLOAD

27 & €) POF | PDF+

Key Substances in Patent
Patent chemistry | %o

Is fully annotated
with structures,
nomenclature P
and more! x5

81624-55-7

-

1.

CLATMS

What is claimed is:

A pharmaceutical composition, comprising:
at least one NPM inhibitor;
at lcast one anti-cancer agent; and

a pharmaceutically acceptable carrier.

\ 2. The pharmaceutical composition of claim 1, wherein the NPM inhibitor is an siRNA
CAS RN inhihits
P that inhibits NPM expression,
CAS Name
e, (6 3.  The pharmaceutical composition of claim 1, wherein the NPM inhibitor is gambdgic acid.
methyl-1 #benzimidazol-
2-yDmethyl]-
O Substance Detail 4. The pharmaceutical composition of claim 1, wherein the NPM inhibitor is NSC p48884. @
B Reactions (0) . . ) ) . .
5. The pharmaceutical composition of claim 1, wherein the anti-cancer agent is a target
™ suppliers (15)
B References (7) cancer therapy.
@ Edit Structure
— 6. The pharmaceutical composition of claim 5, wherein the target cancer therapy is
g Yo, .
@ sorefenib.

© 2021 American Chemical Society. Allrightsreserved.

Important chemistry locations
are identified by CAS expert
scientists



Substance searching

© 2021 Ame|

CAS '9;:2 SciFinder"

2
A Alerts M Saved & Titer CLiu

Searching for...

H I

® Substances

B Reactions
References

W Suppliers

< sequences

D Retrosynthesis

Recent Search History
May 5, 2023

® Substances
11:46 AM

Substances

Search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Learn More

Enter a query...

b [ Molecular Formula

Malecular Formula
i AND ~ CAS Registry Number
Chemical Identifier
+  Add A«
Document Identifier

Patent Identifier

o-- IR

X

Examples: C6H6 ‘ (C8H8)x | C22H26CuN205.C2H3N

> X

Learn more about SciFinder™ Advanced Search.

Experimental Spectra 4 proton NMR

Bioactivity Data | NEW
Biological

Chemical Properties
Density

Electrical

Lipinski

Magnetic

Mechanical

Optical and Scattering

> Carbon-13 NMR

> Nitrogen-15 NMR

> Fluorine-19 NMR

Phosphorus-31 NMR View All Search History

>

> Feedback
e (160K)
,192)

S

| Society

\J
\J

W\
(X% Y
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Mine substances and reactions

most trusted substance resource,

CAS SciFinder" provides access to the world’s

CAS REGISTRY®

Inform your research with the one
true source for authoritatively
identifying a chemical substance
and its related chemical
structures, chemical names,
regulatory information, and
properties, including the CAS
Registry Number®, as well as
reaction schemes, product yields
and more.

© 2021 American Chemical Society. Allrightsreserved.

© Substances sz

& References ~ B Reactions ~

1821732-51-7
View Detail

Absolute stereochemistry shown

CgHy1NO
2-Azetidinone, 4-ethyl-4-methyl-, (45)

-
Supplier

28982-78-7
View Detail

m/\
Rotation (+)

(C7H13NO),

2-Azetidinone, 4-methyl-4-propyl-,

{(+)-. polymers

@1
Reference

1270R2.RA.7

¥ Suppliers ~

39155-99-2
View Detail =

Absolute stereochemistry shown

CgHoNO
2-Azetidinone, 4-ethenyl-4-methyl-, (
5
- =1
Reference Supplier
45652-80-0
View Detail
0,
E’“\/\
Rotation (+}
C;H,3NO

2-Azetidinong, 4-methyl-4-propyl-,
+)-

127129.14.0

Sort: Relevance -« \View Partial «

[ = & sae

39155-98-1
View Detail

R
N
NH
)
NS
stereochemistry shown

CgHgNO
2-Azetidinone, 4-ethenyl-4-methyl-, {
R)-
- "3
Reference Suppliers
27063-09-8
View Detail 3
0,

Rotation (-)

C;H,;NO
2-Azetidinone, 4-methyl-4-propyl-, (-)

1401295.99.5 & e’

C A S :
A division of the
American Chemical Society

(X% )



Substances information

® CAS Registry Number: 106266-06-2

W References (13K)

Ca3Hz7FNLO;

Key Physical Properties
Molecular Weight

Melting Point {(Experimental)

Boiling Point (Predicted)
Density (Predicted)

pKa (Predicted)

rimental Properties | Spectra

~ Other Names and Identifiers

B Reactions (218)

W Suppliers (122)

M
7
”\HI/\
N
F

Q

|

N

4H-Pyrido[1,2-a)pyrimidin-4-one, 3-{2{4{6-fluoro-1,2-benzisoxazol-3-yll-1-piperidinyletnyl]-6,7,8,3-tetrahydro-2-methyl- (31, ACI)

Value

41049

170°C
572.4+60.0 °C
1.38£0.1 glem?

8.07=0.10

Condition

Press: 760 Torr
Temp: 20 °C; Press: 760 Torr

Most Basic Ternp: 25 °C

d All | Collapse All

~ Experimental Properties

Biologica

Property
Median Lethal Dose
Median Lethal Dose

Median Lethal Dose

ADME (Absorption, Distribution, Metabolism, Excretion) - 16 Sources

Half-Life (Biological) - 7 Sources
LC50- 1 Source

Sources

1 mrnn 1 0E0 s

Chemical

Lipinski

Value

257 mgikg
183 mgikg
141 mgikg
See Full Text
See Full Text

See Full Text

Structure Related

Condition
Organisnn: rat; Route: intravenous
Organism: dog; Route: oral

Organism: dog; Route: intravenous

Thermal

~ Structure Activity Relationships

~ Absorption, Distribution, Metabolism, and Excretion Data

>

Toxicity
¥ Target - ¥ Function - v Parameter - ¥ Disease - ¥ Organism ~
Target a1 Function ;  Parameter (a2 Value
5-HT2C
5-HT2A recepiors - - receprar 18.7 nM
activity
Adrenoceptor Al - al receptor activity 2.8 nM
D ine D
opamine bs - D3 receptor activity  10.9 nM
receptors
HEK253 cells and
ist f
Charg liver cells Antagonist IC50 >600 ug/ml
HEA2SS cellsand Antagonist  1CS0 238.3 ug/mi

Chang liver cells

Histamine H1
receprors

H1 recepror activity

Adiposity index
APC level
AT
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior
Behavior

Behavior

261 nM

Ligand didn't show any significant difference in

adiposity index

17.92 mgikg

Ligand significantly increased AUC values
1628.3 cm

1573.7 cm

021

0.34

0.38

0.28

040

043

528
211917 cm

561

732

658

1778 cm
768.33 cm

18372 cm

EF casuresciences

W CAS LIFE SCIENCES

W (CAS LIFE SCIENCES

Disease Organism ;  Assay

Schizophrenia View Detai
Schizophrenia View Detai
Schizophrenia View Detai
Depression Mouse View Detai
Depression Mouse View De

Schizophrenia View Detai

- - View Detai

Schizophrenia View Detai

- - View De

- - View Detai

- - View Detail

- - View Detai

- - View Detail

- - View Detai

- - View Detail

- - View Detai

- - View De

- - View Detai

- - View Detai

- - View Detai

- - View De

- - View Detai

- - View Detai

- - View Detai

- - View De

- - View Detai

- - View Detai

A
Source
(1) CAS
(1) CAS

(1) CAS

(2)Cas

(3) CAS
(3) CAS
(3) CAS
(3) CAS
(3) CAS
(3) CAS
(3) CAS

(3) CAS




Inform |IP strateqgy

CAS SciFinder" reduces the time needed to analyze the IP landscape*

Patent Markush Match @ Patent Markush (6) q

As Drawn (6) & References ~ [Ij i

KR2010125109 Patent claim 1

PATENTPAK ~ Full Text ~

L)kt | [Emmm———
Access industry-leading s, Oﬁ)@
capabilities like patent Markush )
searchln% and content such as Vet e e [

atents that have been chemically

annotated by our scientists, so
you can stay on top of the ‘
technology landscape.

PATENTPAK ~ Full Text «

184,185,187,188,190: opt. substd. by 1 or more G11

17: alkyl <containing 1-10 C> (opt. substd. by 1 or more G21)
22: alkyl <containing 1-10 C> {opt. substd. by 1 or more G21)

o\\‘

2.
- . e
*CAS SciFinder" Productivity Survey 2020 c A S ¢

A division of the

© 2021 American Chemical Society. Allrightsreserved.



Visualize search results

CAS SciFinder" offers visual context for substance and biosequence result sets

: ﬁa’)icmlpco@ Y w

& Structural Similarity

Q
Graphically explore the structural <
similarity of chemicals compared
to one another and the patents ,
assoclated with them. ol
Review visualized biosequence \‘\\\
search results and evaluate W
sequence space from an IP U
perspective. :

© 2021 American Chemical Society. Allrightsreserved.



Reaction: Information presented to facilitate rapid understanding

As Drawn (5)

Substructure (18)

~ Substance Role
Product (13)
Reactant (5)
~ Yield
90-100% (4)

Powerful filtering ‘
capabilities allow

rapid focus
-< ~ Number of Steps

@103

bt

)

0

% (

~
=]
~
0

~ Experimental Protocols
MethodsNow Avallable (2
Procedure Avallable (€

v Reaction Type

v Reagent

v Catalyst

v Solvent

v Commercial Availability

v Reaction Notes

v Publication Year

v Document Type

v Language

B Reactions i3

B References

Scheme 1 (2 Reactions) View

® Suppliers (3)

Reaction Summary

Reagents Sodium acetate
Acetic acid,
manganese(3+) salt
(3:1)

Catalysts

Solvents Acetic acid

Conditions

View - Select. «

@ * Save

Steps: 1
Yield: 92%

S

® Suppliers (6)

Carbon-carbon bond-forming reactions promoted by
trivalent manganese

Steps: 1 View Reference Detall
Yield: 92% By: Melikyan, Gagik G
Organic Reactions (Hoboken, NJ, United States) (1997),
No pp. given
Full Text ~

View Reaction Detail | Experimental Protocols

Reaction Summary

Reagents Sedium acetate
Acetic acid,
manganese(3+) sait
(3:1)

Catalysts

Solvents Acetic acid

Conditions -

Carbon-carbon bond-forming reactions promoted by
trivalent manganese

Steps: 1 View Reference Detail
Yield: 92% By: Melikyan, Gagik G
Organic Reactions (Hoboken, NJ, United States) (1997),

No pp. given

Full Text

View Reaction Detail | Experimental Protocols

View 2 Reactions

Coliapse Scheme A

© 2021 American Chemical Society. Allrightsreserved.

Intuitive information
layouts fosters quick
comprehension

A division of the
American Chemical Society



Design efficient bench strategies and
work plans

Synthetic Methods

Products Ruthenium, carbonylchloro[2-[1-(hydroxy-k0)-2-naphthalenyl]-1-diazenecarbothicamidato-kN2,kS]
(triphenylphosphine)-, Yield: 80%

Reactants Carbonylchlorohydrotris(triphenylphosphine)ruthenium

2-(1-Oxo-2(1H)-naphthalenylidene)hydrazinecarbothioamide

Solvents Benzene

Fi n d p raCtI Cal m eth Od S an d ) Procedure 1. Add tI:e a(gp‘nlrop;i:te Iigall';c_l (f]lz;t]z342!.(2!2(29':?r 0.;)mmol}in 1:1 M ratio to a solution of Ruthenium(ll)
pathways for p rOd UCtI On Synth eSIS’ Heatpthe m}xt%re.under reflux for 5 h on watel: bath.
extracted directly from the literature.

Concentrate the resulting solution to 3 cm?.

Precipitate the product by the addition of petroleum ether (60-80 °C).
Recrystallize the mixture using CH»Cls.

Dry the residue under vacuum to obtain the product.

Id e n tl fy O p p O rtLI- n i ti eS for -r] eW Transformation Aromaltiza_tion of Six-Membered Rings
breakthroughs in synthetic methods. e

an kWM

Characterization Data

~  Ruthenium, carbonylchloro[2-[1-(hydroxy-k0)-2-naphthalenyl]-1-diazenecarbothioamidato-kN2 k5]
(triphenylphosphine)-

CAS Method Number 3-478-CAS-9063944

e’

CAS =

A division of the
American Chemical Society

(X%

© 2021 American Chemical Society. Allrightsreserved.



Retro-Synthetic Planning

Reactions ~  Enter a query...

CAS 'p;:; SciFinder"

I Retrosynthesis Plan Options for 106266-06-2

Learn more. Break and Protect Bonds

Select Synthetic Depth

1
& Break Bond

3
@® 4

Set Rules Supporting Predicted Reactions Learn more.

® Common
Uncommon (includes Common Rules)
Rare (includes Common and Uncommon Rules)

Set Starting Materials Cost Limit Learn more.

1000 usb/mol ~

Email me when my plan is complete

D Create Retrosynthesis Plan

& Protect Bond

Clear All Bond Selections

Powered by ChemPlanner®

Learn more.

Feedback

(%3

© 2021 American Chemical Society. Allrightsreserved.
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CAS SciFinder Discovery Platform for
Synthetic Planning

CAS SciFinder" Is a catalyst for unlocking research productivity

Researchers can clearly understandthe
diversity of alternatives and evidence for

~ Synthesize new

molecularinnovations -
Overview Steps Predicted Results m

~ Scale up levels of ‘
production synthesis .

9 Retrosynthesis the planned synthetic route

Overall Price: $8,003.62

. g OF0 s@e GO
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CAS SciFinder Discovery Platform for
Molecular Biologists

Enhancing biological research with biosequence searching in SciFinder”

U N MATC H E D C O N TE N T Searching for... Biu‘wq uences - -

N eWIy e n h a.r] Ced C O I I e Cti O n Of 500 M + p ro.te I n S e 7. 1 ::ITrm-:.e.Ttt.:.rnr;nrmTrr.a-ct.:ru-:.rnt.ct.Tra.c.Tr.arrTe.rcrrnn':.rr.r.t.cur. il

and nucleotides from 60+ patent authorities - | e [
dating back to 1957 . s e

SPECIALIZED TECHNOLOGY

Multiple search options to support your
sequence search needs, including BLAST, CDR
search for antibody and T-cell receptors, and
Motif search

HUMAN EXPERTISE

HCBI Public Database

Human and machine-curated biosequence %
collection including sequences not found In CAS ™
electronic sequence listings and other databases o ey



Conduct comprehensive biologics research
CAS SciFinder" powers your biologics R&D to new levels

BLAST Search Details & BiDSEquer‘ICES [1,369) View: Expanded -

Sequence Type: Nucleotide W References -

Search Within: Nucleotide

BLAST Algorithm: BLAST

Saqueance ldentity %: 70 Query Details  Wiew More

Query Coverage % 60

E-Valie: 10 1 Saquence Identity: 63%
Match with Gaps?: No

Uncover connections between sorgen o M:@ e

biosequences and patent and

sirnilarity with a new tool.

Word Size: 6

non-patent* literature that you e
can't see anywhere else. m g

~ E-Walue 0 65 QAVVTOEPSY TVESPGGTVIL TCGSGTGAVT SGHYANWFOQ KPGOAPRALI FOTDKKNSWT PERFSGSLLG AKAALTESDA 145
L A e o R M L R A

Tap I nto On e Of th e Iarg est 10° - to 10 - 5 19 QAVVTQEPGM TVSPGGTVTL TCGSSTGAVT DGHYPYWIQD KPGOVPRTLI YNTDKKHSWT PARFSGSIQG GKAALTLSGA 9E

0 145 QPEDEAEYYC SLEDVWDGYLF GGGTOLTYLS GOGESGCGGGS GGGESGEGES QAVVTOEPSY TWESPGGTWIL TOGSGTGAVT 225

collections of scientific journal [ oot o WioLAE I O N N .. A e .,
. . 3 0 226 SGHYANWFOQG KPGOAPRALT FOTDEKYSWT PGRFSGELLG AKAALTESDA QPEDEAEYYC SL 287
records, including PubMed'’s we__ oo + v B, SRR SRR TR VL WL

biomedical and life science o 2 —
articles and abstracts. Cremne | 9 O pr———r—

LJ ’O
/’
*| H °®
Coming soon
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Find commercially available chemicals

CAS SciFinder" contains the market-leading index of chemicals from worldwide suppliers

- Suppliers (85) Sort: Ships Within =

Filter by Exclude
L =

~ Preferred Suppliers

Filter Behavior

Mo Preference (85) Supplier Substance Details Availability
L i i o 1
earn wnicn suppliers nave your o
1125-88-8 Purity UsSD 40
KANTO CHEMICAL (5)
d d . | . h . f . 1PiusChem () Benzaldehyde Dimethyl 95-98% Maintained in stock
ALDRICH (3 .
needed materials with information ® tPluschem Product st A< Quantty Ships within 1 week
. P . ASW MedChem Product List United States Order Number: 1P0034Y6 100g . ] .
on available gquantities and prices @ _°
. . . AK Scientific Product Catalog @ @ Order from Supplier &
for millions of chemical products
Alchem Pharmtech Product
from hundreds of d :
ro unareds or venaors. View Al Jp— purty
A2B Chem Product List Benzaldehyde dimethyl 95-98% Maintained in stock
Purity United States acetal Quantity Ships within 1 week
299% (2) Updated Mar 22, 2021 Order Number: AB45582 100g -
95-98% (63 @ @
() Order from Supplier &
90-94% (3)
. 3
Quantity
- 1125-88-8 Purity UsD 16
Milligrams (6) gable Benzaldehyde dimethyl 95-98% Maintained in stock
Grams (51) AA BLOCKS LLC Product ~ acetal Quantity Ships within 1 week
. List Ardar Nimbar 8ANNRAFN

© 2021 American Chemical Society. Allrightsreserved.
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GHS Hazard Statements

® cas Registry Number: 79-41-4

W References (105K} B Reactions (1K) W Suppliers (69)

~ GHS Hazard Statements

Code

H402

H400

H373

H372

H370

H350i

H350

H341

Hazard Statement

Harmful to aquatic life

Very toxic to aquatic life

May cause damage to organs through prolonged
or repeated exposure

Causes damage to organs through prolonged or
repeated exposure

Causes damage to organs

May cause cancer by inhalation

May cause cancer

suspected of causing genetic defects

Source

European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and
labelling - most serious notifications, European Chemical Agency (ECHA) Classification&Labelling
Inventory - Notified classification and labelling according to CLP criteria, Expert Curated, Japan GHS
Classifications (Japanese), Merck Life Science OY (Sigma-Aldrich), Redox Pty Ltd, Sigma-Aldrich (as
MiliporeSigma, Merck), Tokyo Chemical Industry Co (TCI America). Tokyo Chemical Industry Co (TCI
Europe)

Pfaltz&Bauer

Expert Curated, New Zealand Hazardous Substances and New Organisms (HSNQ) Act - Classification of
Chemicals, Tokyo Chemical Industry Co (TCI America), Tokyo Chemical Industry Co (TCI Europe)

European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and
labelling - most serious notifications, European Chemical Agency (ECHA) Classification&Labelling
Inventory - Notified classification and labelling according to CLP criteria, Expert Curated, Japan GHS
Classifications (Japanese), Tokyo Chemical Industry Co (TCl America), Tokyo Chemical Industry Co (TCI
Europe)

Expert Curated, Japan GHS Classifications (Japanese)

European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and
labelling - most serious notifications, European Chemical Agency (ECHA) Classification&Labelling
Inventory - Notified classification and labelling according to CLP criteria

European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and
labelling - most serious notifications, European Chemical Agency (ECHA) Classification&Labelling
Inventory - Notified classification and labelling according to CLP criteria

European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and
labelling - most serious notifications, European Chemical Agency (ECHA) Classification&Labelling
Inventory - Notified classification and labelling according to CLP criteria

OH

o M Asaves

SOOOP

CAS
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CAS SciFinder Discovery Platform for
Analytical Chemists

CAS Analytical Methods is a single source for in-depth scientific methods

~ Save time with easy access to
method details from millions of
disclosed procedures

— Compare analytical methods side-
by-side to understand key
similarities and differences

~ Organize experimental details in an
easy-to-read format

= Get materials, instrumentation, and
conditions

¢ Return to Advanced Search Resu |t5 (24) Sort Relevance -
~ Analyte | +*

[1Palmitic acid (2

[[] Stearic acid (22

[1 Analysis of Palmitic acid in Blood plasma by High-performance

[] Oleic acid (2 liquid ch h
[ Arachidonic acid (19 iquid chromatography-mass spectrometry

i CAS MN: 2-107-CAS-39800
[ ] Linoleic acid (18

View Al View Details & Instructions (D Add to Compare
~ Matrix \nalyte Palmitic acid; Heptadecanoic acid; Fatty acids

Blood plasma (24
- P Blood plasma
[]Blood serum (2)

Othe Material: Ascentis C18 (2.7 pm, 2.1 x 150 mm) column

~ Method Category i
~ Technique Method Bioassay

¥ Year
High-performance liquid chromatography-mass spectrometry;
Extraction

Liquid chromatography (LC) system; mass spectrometer (MS); Speed Vac

®

z

c A S ‘
A division of the
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Test and validate innovations

Equipment Used

HPLC System, Merck Hitachi

Ultraturrax, T25 basic, IKA Werke

UV-VISIBLE Spectrophotometer, V-630, Jasco, Japan
Homogeniser, A10, IKA

Search and filter hundreds of e

thousands of analytical methods o

extracted from published references mom

to fi n d th e b eSt O pti O n for yo u r WO r k . :/};L;iﬁlilgr:::;s?r,ﬂaec;t::i‘:;illzinrr:?oa:zlltc;i;hgzlrgmreet'r;aonoec(75:21:4 v/v/v) and 0.1% BHT + 0.05% triethylamine (MeOH + 0.05 M ammonium acetate); flow rate,

Instructions

Sample extraction by traditional method

ey

. Collect fresh tomato samples (fresh matter, juices, purees, pulp, concentrates and sauces) homogenize coarse pieces in an IKA Werke Ultraturrax (T25
basic) model A10 laboratory homogenizer.

Weigh amount of homogenized sampleand add 90 ml of a mixture of THF - methanol 1:1 (v/v) and of magnesium carbonate.

Filter the solution with a Buchner vacuum system and wash with a THF - methanol mixture.

Separate the phases in an amber separating funnel after the addition to the mixture of 50 ml o f 40 - 60 °C petroleum ether and 50 ml of NaCl 10%
aqueous solution.

dwnN

5. Wash THF - methanol - water phase twice with 50 ml of petroleum ether.
6. Carry out filtration on anhydrous sodium sulphate of the ether aliquots containing the analyte and collection of the same in a rotavapor vial.
7. Evaporate the ether phase up to almost total dryness using a Rotavapor.
8. Retrieve and collect the extract with a solution of THF + 0.1% of BHT in a 20 ml amber vial.
3¢

(X% )
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CAS SciFinder Discovery Platform for
Formulation Scientists

Develop safe and effective products with CAS Formulus®

FASTER ITERATION

) . ] CAS '//;::. Formulus e Help & Support @ History & Account
Understand a formulation’s effectiveness with
quick access to the best information for active
ingredients and excipients SRy I |
Search for Formulations by Ingredient, Purpose, Form, Function, etc.
MORE EFFICIENCY o Iedent

Try Advanced Search for a more precise search experience

Get insights beyond literature and interact

W I th fo rm u | atl O n S d ata C u rated fro m pate nts 1 Create Z Foru"ation Formulation Designer uses our highly curated content collection to provide you with a template
J O u rn al S . an d p rod u Ct I n S e r‘tS m O re effe Ct I Ve | y based on your selections for industry, purpose, physical form, and active/featured ingredients.

COMPREHENSIVENESS

Evaluate ingredients, find alternative
suppliers, and explore regulatory requirements o
in one easy interface CAS Z:

American Chemical Society



Develop differentiating formulations
and manufacture-to-scale

& Formulations

& Formulations (1,530,182)

Filter by

~

Evaluate a formulation’s
effectiveness with quick access t( -
the best information for active
Ingredients and excipients.

Industry

Agrochemical
Cosmetics & Personal Care
Pharmaceutical

Purpose

Hair dyes (115K)
Pharmaceutical formulations
(79K)

Drug delivery systems (68K)
Cosmetics and Personal care
products (52K)

Antitumor agents (42K)

View All

A

Physical Form

Tablets (187K)
Solutions (121K)
Liquids (68K)
Capsules (43K)
Gels (39K)

View All

A

© 2021 American Chemical Society. Allrightsreserved.

Information Included

Component Amount (1.4M)
Process (771K)

Suggested References

Montelukast Sodium Chewable Tablets: Antiasthmatics

Location: Article Table 1

Purpose: Antiasthmatics

Target: Asthma, Homo sapiens

Delivery Route: Oral drug delivery systems
Physical Form: Tablets

Component Function

Cyclopropaneacetic acid, 1- -
[[[(1 R)-1-[3-[(1 £)-2-(7-chloro-2-
quinolinyl)ethenyl]phenyl]-3-[2-(1-
hydroxy-1-
methylethyl)phenyllpropyllthiolm
ethyl]-, sodium salt (1:1)

Sodium carboxymethyl starch disintegrant
Mannitol excipient
modified karaya gum diluent

Additional components reported

View Formulation Detail

12 Similar Formulations - View All (opens in a new window)

Amount Reported

5mg

10 mg
307.5mg

150 mg

Sort: Relevance

2

Journal

Preparation and evaluation of
montelukast sodium chewable
tablets using modified karaya
gum

Pharmacia Sinica
Language: English

View Reference Detail

A division of the
American Chemical Society



Case:

1. Revlimid ->multiple myeloma

2. Humira
=m K RE NS i T

Comirnaty (tozinameran) 40818 40318 1.2% Pfizer/BioNTech COVID-19 mRNARK &
Spikevax (elasomeran) 21818 17718 23.2% Moderna COVID-19 mRNA%Z &
Humira (adalimumab) 21618 21218 1.9% AbbVie HRZRRER
Keytruda (pembrolizumab) 21018 17218 22.1% Merck & Co. BIERREL
Paxlovid(Nirmatrelvir/Ritonavir) 19018 118 18900.0%  Pfizer COVID-190RMARBEY)
Eliquis (apixaban) 1181& 10812 9.3% BMS / Pfizer 5 M
Biktarvy (bictegravir,
emtricitabine, tenofovir 10418 8618 20.9% Gliead HIV-1in R EirmsE 7 2E
alafenamide)
Eylea (aflibercept) 10318 99f& 4.0% Bayer/Regeneron  EBIERRIERE
Stelara (ustekinumab) 10118 9618 5.2% Janssen Biotech hEEEHRME R
Revlimid (lenalidomide) 1008 12918 -22.5% BMS ZEHBEE (MM)

© 2021 American Chemical Society. Allri BERKE . (Nature) - Statista~ £FRE/ERKPLEE



Accelerate
breakthroughs

and get discoveries
to market faster

Titer Liu
Senior Account Consultant
Tliu2@acs-i.org
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CAS SciFindern

speeds your science

INNOVATION

of researchers agree
CAS SciFinder" allows them
to be more innovative than
other research solutions.”

"CAS SciFinder" Productivity Survey 2020.

© 2021 American Chemical Society. Allrightsreserved.

SPEED

of researchers agree
CAS SciFinder" allows them
to work more quickly than
other research solutions.”

CONFIDENCE

of researchers agree
CAS SciFinder" allows them
to work more confidently
compared to other research solutions.’

>



CAS scientists curate,
connect, and analyze
sclientific knowledge

DATA INFORMATION INSIGHT
o

0® ;
OO‘OOO
Q.o O
O -0

CURATE CONNECT ANALYZE

to give information to reveal
data meaning across disciplines insights

© 2021 American Chemical Society. Allrightsreserved.
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Our unique solutions
and capabilities

DISCOVERY

CAS SciFinder
Discovery Platform™

Get discoveries to market faster and
optimize margins by giving researchers
the information they need

INTELLECTUAL
PROPERTY

STNIP
Protection Suite™

Ensure that your intellectual property is
protected and find opportunities to
extend into new markets

CUSTOM
SOLUTIONS

CAS Custom
ServicessM

Maximize the value of information assets
and fuel digitalization success with
customized data, analytics and insights
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