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CAS supports the mission of the ACS

ACS Mission

To improve people’s
lives through the
transforming power
of chemistry.
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To provide the world’s
best digital research
environment to
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CAS scientists intellectually enhance published content by indexing,
making discoveries and business value easier to find and use.
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CAS scientists find the chemistry, and save you time!

Compound 34: Diisopropyl azodicarboxylate (DIAD) (1.20 mL, 6.08 mmol) was
added to 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 )ﬂe.-lllow solution became a paste.
‘Compound 14 (2.58 g, 4.06 mmol) and p-nitrobenzoic acid (0.8 g, 4.87 mmol) were
5 dissolved in THF (50 mL) and added to the paste. The resulted mixture was stirred at
" ambient temperature overnight. Water (100' mL) was added and the mixwre was made .
slightly basic hy adding NaHCQ; solution fullowed by extraction with EtOAc (3x50
mL). Th e once and dried over anhydrous
Naz SO, The desired product ,(2,72 £. 85% yield) vras obtained as white powder after
10 Si0, chromatography (Et: O/hexanes 1:2Z), m.p. -209 °C.; IR (KBr) 3434, 3056,
2040, 2868, 1722, 1608, 1529,1489, 1448, 1345 em™ ;"H NMR (CDCI:,BdO 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
15 (d.J=6.6Hz,3 H), 0.70 ( - 13 '
144.70, 136.79, 130.77,

64.22,47.79, 46.79, 42.1 CAS RN 203796-03-6 we C RN

28.74,27.71, 26.85, 26.3

(thio E!zceml+Na+ matria ~H

Absolute stereochemistry.
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Increasingly, new compounds in the literature are first disclosed in
patents

Percentage of New Compounds from Patents
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CAplus coverage of patents from Asia is unmatched

l Japanese Patent Office (JP)

Republic of Korea (KR)
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CAS coverage includes publications scientists read
daily across the spectrum of biomedical disciplines

Molecular Biology Pharmaceuticals and
and Genetics Biochemistry Medicinal Chemistry

Annual Review of Genetics ACS Chemical Biology Advanced Drug Delivery Reviews

Cell ACS Synthetic Biology Annual Review of Pathology:

) ) ) Mechanisms of Disease
Developmental Cell Annual Review of Biochemistry

Anti-Inflammatory Anti-Allergy

Biochemistry and Cell Biology
Genome Research Agents in Medicinal Chemistry

Journal of Cell Biology Cellular Physiology and Biochemistry

Circulation Research

Molecular Genetics and Genomics L RIs ey L e

. . Immunity
Journal of Cellular Biochemistry
Nature

Molecular and Cellular Biochemistry .Iourm.:I ?‘f thedmetican Medical
New England Journal of Medicine Association

Preparative Biochemistry and

Proceedings of the National Academy Biotechnology

of Sciences

Journal of Experimental Medicine

Nature Reviews Drug Discovery
Science
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CAS analyzes the
world’s disclosed
research to keep
SciFinder the

most valuable tool
supporting your
organization’s
research enterprise
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49 million+

Literature References 63
Patent Authorities

Plus integrated access to

25 million records in the 25% more than any other
MEDLINE® database scientific information
from the U.S. National provider

Library of Medicine 67 million+

protein and nucleic
acid sequences

<= SCIFINDER 145 million+
gives you access uniguely identified

to the world’s organic and inorganic
most authoritative substances
disclosed chemistry Ranging from the largest
~and related proteins to the smallest
sclences content. molecules
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SciFinder saves you time by delivering valuable information to
advance your research

6.8 million+ ChemZent™
experimental

reaction procedures Collection of 3 million
with 0.9 million German abstracts

o added in the 112+ million published from
PatentPak last year alone! Single and multistep

1830-1969

Efficient access reactions and synthetic
to 14 million indexed preparations

patents including 1.4 million

I '
ey experimental MethOdSNOWTM

Spectra Immediate access
>100,000 protons to 5 million detailed
and carbon-13 experimental

NMR additions SSYREnlies methods

experimental
properties Data as of March 2016
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Key Substances in Patent
CAS RN 7440-38-2D

AS
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|000s] The present invention provides novel crystalline forms of organic arsenical

compounds having anti-cancer properties, In certain embodiments, the Dl
provides a crystalline form of a compound having a structure of formula II) [d:urina?ar?-in}

COH

o

[0006] wherein the crystalline form has a melting point greater than or equal to 185 °C. In
some embediments, the crystalline form has a melting point in the range of about 185-200 °C. In
some embodiments, the crystalline form has a melting point in the range of about 187-200 °C,
e.g., 187-197 °C. In some embodiments, the erystalline form has a melting point in the range of
about 190-200 °C. In other embodiments, the invention provides a crystalline form of a
compound having a structure of formula (1) (darinaparsin) wherein the erystal form has an X-ray-

powder diffraction pattern comprising characteristic peak

—
In some embodiments, the X-ray powder diffr] "

—
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more of the following angles: about 16.67, about 17.4°, ah
[0007]

a compound having a structure of formula (1) (darinaparsi

PATENTPAK"

expressed in terms of 20, at one or more of the following angles: about T4, about 1937, about

22.0° about 23.3° and about 25.0°. In some embodiments, the X-ray powder diffraction pattern
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MethodsNow
MethodsNow
7-Triazolylcoumarin-based fluorescent tag system for stepwise, p ive of small melecule mici
By Jeon, Moon-Kook; Kang, MyoungKu; Park, Koon Ha Procedure 1. Add lthium hydroxide monohydrate(327 mg, 7.80 mmol) to 4-methoxycarbonylmethyl .
Fr%T;EEEhE‘1FU”' 68(;'0)’ 6038-6053; 2012 7-{1-undecyH1H- 1,2,3-triazol4-yl}-2H-chromen-2-one (343 ma, 0.780 mmol) in THF/water(25
Published by Elsevier Ltd. mL/25 mL) at room temperature.
2. Stir the reaction mixture for 3 hours at room temperature.
Reaction Steps n n 3. Adjust pH 3-4 to the reaction mixture by adding 1 N hydrochloric acid.
4, Partition the reaction mixture between ethyl acetate and water.
5. Extract the agueous layer with ethyl acetate.
6. Dry the combined organic layer over magnesium sulfate.
CH 21 10, /[EH’]N\
i N, CH, M
I ;o\ Scale miligram
LN o o 1 N\\\\N 0.
" p— 1H NMR H NMR (300 MHz, acetone- dJ): & = 7.83 (s, 1H), 8.58 (s, 1H), 7.92 (d, 7= 8.1 Hz, 1H), 7.84 (d, J=
S = 8.1 Hz, 1H), 6.47 (s, 1H), 4.50 (t, J= 7.2 Hz, 2H), 3.99 (s, 2H), 2.00 (quintet, J= 7.2 Hz, 2H),
1.32-1.43 (m, 4H), 1.22-1.32 (m, 12H), 0.87 ppm (t, J = 6.8 Hz, 3H).
n‘“‘c ! OH
Hy
I 13¢ NMR C NMR (125 MHz, DMF-d,, 60 °C): & = 161.0, 155.1, 154.2, 146.5, 136.0, 127.2, 123.7, 122.1,
o 120.4, 115.3, 113.5, 51.1, 32.8, 29.9, 27.3, 23.5, 18.7, 14.7 ppm (decarboxylation occurred to give [l
the corresponding 4-methyl derivative).
Products 2f1Benzopyian-4-acetic acd, 2-0x0-7{(1-undecy- 14,2, 320k o) 75%, CASRI | pp IR (ATR, neat): v = 3423, 2922, 2851, 1702 (240, overlapped), 1619, 1561, 1375, 1154, 936,
1384966-77-1
852, 809 e,
Reactants 2H-1-Benzopyran-4-acetic acid, 2-oxo-7-(1-undecyl-1A-1,2,3-triazol4-yl)-, methyl ester,
133495&75?_‘5 g { YrLiTLig, ¥k ¥ | | HRMS HRMS (E1): m/z calculated for C,H,N,0,: 425.2315 [M=]; found: 425.2315. =
Reagents Hydrachloric acid, CAS RN: 7647-01-0 Mass Spec MS (ESD): m/z: 426 [M+H7].
Lithium hydroxide, CAS RN: 1310-65-2
MP 235.5+0.8 °C.
Solvents Water, CAS RN: 7732-18-5
Tetrahydrofuran, CAS RN: 109-99-9 CAS Method 3-352-CAS-78415 )
) Number .
Priny
Print/Export Close
e "
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Chemisches Zentralblatt predates the mtroductlon of Chemical
Abstracts by almost 80 years | -

|| First Issue:

1| Note, the name
1| changed

4| several times
before 1856

Pharmaceutisches

* Published German language abstracts
from 1830-1969

* Chronicles the birth of chemistry as a R
science -~ 1830,

— Before 1800, chemistry was more
alchemy (i.e. how to turn lead into gold)
than actual science

e Searchable substance structures in 3 R o Takrpan
million machine translated abstracts

entral - Blatt

Mit vier Kupfertafeln.

Lceipyiyp,
Yerlag vea Leopold Vesn

CHEMZENT'
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Get to actionable results more quickly with a streamlined new

Interface

Streamlined
search
navigation —
saves you
clicks

Immediately
run past —
searches

= §EI_F_IIII\IDER *  saved

®
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nce Name, CAS RN, Patent Number, elc.
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8 Reactions

W References
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March 28, 2017
@ References: high temperature low density plasma (124K

W References: Advanced Search (5

Organization: Memanal Sloan-Kettenng Cancer Ctr.
March 27, 2017
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it Rerun Search

t Rerun Search

\ More conveniently search
structures and text
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Information presented to facilitate rapid understanding

Powerful filtering

capabilities allow <

rapid focus

—

As Drawn (5)

Filter by
~ Substance Role
@ Product (13

Reactant (5)

- Yield

~ Number of Steps

[ REIES

~ Experimental Protocols
MethodsNow Available (2)
Procedure Avallable (6)

~ Reaction Type

~ Reagent

v Catalyst

~ Solvent

~ Commercial Availability

~ Reaction Notes

~ Publication Year
~ Document Type

¥ Language

B Reactions 3

B References

Scheme 1 (2 Reactions} View

R

B Suppliers [6)

¥ Suppliers (3)

Reaction Summary

Reagents Sodium acetate Steps: 1
Acetic acid, Vield: 92%
manganese(3+) salt
31

Catalysts

Solvents Acetic acid

Conditions

View Reaction Detail | Experimental Protocols

Reaction Summary

Reagents Sodium acetate Steps: 1
Acetic acid, Vield: 92%
manganese(3+) salt
=1

Catalysts

Solvents Acetic acid

Conditions

View Reaction Detail | Experimental Protocals

View 2 Reactions

Collapse Scheme .~

IP B W cave

Steps: 1
Yield: 92%

Carbon-carbon band-forming reactions promoted by
trivalent manganese

View Reference Detail
By: Melikyan, Gagik G.
Organic Reactions (Hoboken, N, United States) (1957).

No pp. given

Full Text =

Carbon-carbon band-forming reactions promoted by
trivalent manganese

View Reference Detail
By: Melikyan, Gagik G.

Organic Reactions [Hoboken, NJ, United States) (1957)
No pp. given

Full Text =

v - Select

Intuitive information
— layouts fosters quick
comprehension
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One idea can lead you to another - SciFinder" has you covered!

/ AsErET
< { & ScFinder % (@ ScFmder %' & Saifinder * ‘{ & SaFinder K\\
- C{r i a1 | 0
-'-3’. ,Su(.:KI.E.I-,ﬂDER. References = treatment of cancer x o Edit » * (0] -3

Structure Match

Filter by
~ Document Type

Journal [1,955)

Patent {
Review (572}
Canference [13]

Dissertation (2}

¥

Language
English (2,765)

Chinese (1

Japanese |
Karean (40)
French (24}

view all

-~ Publication Year

8§ References i

@ Substances B Reactions

Multikinase inhibitors: a new option for the treatment of thyroid cancer

Bullock, Marty
Endacrinalogy

By: Gild, Ma
Natire Review

Abrstract: A review. Proch

avercome in order to successfildly translate small-mal. th

Wiew More »

Full Text =

&6 Cited By

Bruce G.; Clifton-Bligh, Rode
sage: Eng
View Reference [Jetail | view Correspanding MEDLINE Reference

, & L

L modets have shown Lhat inhibition of kinases in mitogenic and angiogenic signaling pathways can
have antitumoral effects, Starting with a brief synopsis of a malignancy that responds well to kinase inhibition (chronic myeloid
leukemial compared with one with less durable responses as yet

View Partial -

o

Simultaneous
searches can be
performed in new
browser/windows

ik
DCatabase: CAplus

© Substances (7)

sorafenib for the treatment of renal cancer

By: Strumberg, Dirk
Fxpert Opininn an Pharmacorherapy (20
View Refere

Abstract: A review. Introduction: was the first oral antiangiogenic multikinase inhibitor (Raf kinases, VEGF receptors 1 - 3, POGF
heta, Fit. 3, c-kit) for advanced renal cell carcinoma {RCC) to he approved. Since 2005, a total of sic drugs have been appraved for
the treatment of RO Areas covered: The preclin. and clin. development of sorafenib that led ta its approval for advanced ROC is
reviewed In this paper. Its safety, rolerabllity and efficacy are summarized and compared with ather approved treatment

Visw Mare =

Full Text -

© Substance (1)

, this Review highlights challenges that must be

6 Cited By (721 @ Citatian Map

&6 Citad By (11) @ Ciration Map
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Citation Mapping helps you understand where to go next in your

literature review
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