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CAS scientists analyze, summarize and make scientific
Information accessible to colleagues worldwide
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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 (0.81 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 mixture was made.
slightly basic hy adding NaHCO; solution fullowed by extraction with EtOAc (3x50
mL). Th e once and dried over anhydrous
{ as obtained as white powder after
10 Si0, chmmatcgrap ] 207 209 °C.; IR (KBr) 3434, 3056, -
2040, 2868, 1722, 1608, 1529,1489, 1448, 1345 em™ ;''"H NMR (CDCI;,BOO 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), 3.50 (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,]=6.6 Hz,3 H), 0.70 { 2 1 '

144,70, 136.79, 130.77,
64.22, 47.79, 46.79, 42.1 _02.-
28.74,27.71, 26.85, 26.3 CAS RN 203796-03-6 RN N
(thioglycerol+Na™ matria <H
o]
o
H
O3 N
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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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CAS analyzes the
world’s disclosed
research to keep
SciFinder the

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

Literature References 63
Patent Authorities

Plus integrated access to
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from the U.S. National provider

Library of Medicine 67 mi||i0n+

protein and nucleic
acid seguences

\ 143 million+
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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 106+ 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 )
UeElon experimental MethOdSNOWTM

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

NMR additions SREllles methods

experimental
properties Data as of March 2016
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SciFinder - EXPLORE REFERENCES

curated and indexed 47+mill CAplus references from 10,000+ journals and 63 patent
offices; and 25+mill MEDLINE references from 5,000 journals
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Get References — Quick View

Quick View | % |

Development of a Rapid LC-MS/MS Method for the Quantification of Cannabidiol, Cannabidivarin, A9-Tetrahydrocannabivarin, and Cannabigerol in Mouse Peripheral ...
[ Other Sources

By Piscitelli, Fabiana; Pagano, Ester; Lauritano, Anna; Izzo, Angelo A.; Di Marzo, Vincenzo
From Analytical Chemistry (Washington, DC, United States) (2017), 83(8), 4749-4755. | Language: English, Database: CAPLUS

Cannabis has been known as a medicine for several thousand Reference Images
Years across many cultures and its beneficial effects are mostly le
due to the presence of cannabinoids, unique natural products,
whaose pharmacol. is going to gain increasing interest in the
scientific community. The discovery of the main psychoactive -
constituent of Cannabis sativa L., A’-tetrahydrocannabinol (A°- Y
THC), led to the identification of at least 100 addnl.
phytocannabinoids, including cannabidiol (CBD), cannabidivarin
(CBDV), A-tetrahydrocannabivarin (A®-THCV), and cannabigerol
(CBG). These mols. are gaining growing interest for their P S ) r L
medical properties; however, further research is needed to LA x [M-H] CBOD miz 3132178 (
assess the differences in their pharmacokinetic and T 1 "
pharmacodymanic profiles. The aim of this study was to set up {
a rapid and accurate method, by using the LC-MS-IT-TOF
technol., to detect and quantify CBD, CBDV, A’-THCV, and CBG
in biol. matrixes. Data show that the method developed here is
linear in the calibration range; recoveries from mouse tissues
were in the 50-60% range and sensitivity was 2 ng/mL for
CBDV, 4 ng/mL for CBG and THCV, and 7 ng/mL for CBD. The & ’ - It
method is rapid, precise and accurate, and it will represent a [M-H} CBOV mvz 285.1859 DhHOWH‘QT.:;::-:I;O;::J:Q LC-MSMS |u-':\ THCY e 206.9803
fundamental tool to evaluate the pharmacokinetic and
pharmacodynamic properties of selected phytocannabinoids in \
tissues from different animal models, and develop new ¥ ———
cannabinoid-based medicine. . "
I —
Experimantal model of murine

colitis treted with selected
phytoc annabinoid

Cannabidic! (CBD) ) Cannabigerol (CBG)

4* Tetrahydrocannabidivarin (THCV) [M-H] CBG myvz 315.2296
Cannabidivarin (CBDV) A

-
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SciFinder — EXPLORE SUBSTANCES
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Categorize and analyze options make it easy to find relevant

information

Categorize @

Geneml chemistry
Biotechnology
Synthetic chemistry
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(0005 The present invention provides novel crystalline forms of organic arsenical
compounds having anti-cancer properties. In certain embodiments, the ARLanL
provides a crystalline form of a compound having a structure of formula II) [darina?arsin]

CO.H

o

[0006] wherein the crystalline form has a melting point greater than or equal to 185 °C. In
some emboediments, 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 erystalline form of a
compound having a structure of formula (1) (darinaparsin) wherein the crystal form has an X-ray-

powder diffraction pattern comprising characteristic peak

more of the following angles: about 16.6°, about 17.4°, ah r ] PA I E N I PAKT""II
0007 In some embodiments, the X-ray powder diffr ‘

a compound having a structure of formula (1) {(darinaparsi v A CAS SOLUTION

expressed in terms of 20, at one or more of the following angles: about T4.47_ about T9.37, about

22.0° about 23.3° and about 25.0°, In some embodiments, the X-ray powder diffraction pattern

o e SR S EOTHARANSIRRSSERS Rmut ) Gnaari v

g

14




=== METHODSNOW ' - Step-by-step experimental protocols
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MethodsNow

MethodsNow

ive of small molecule mic

7-Triazolylcoumarin-based fluorescent tag system for stepwise,
By Jeon, Moon-Kook; Kang, Myoung-Ku; Park, Koon Ha

From Tetrahedron, 68(30), 6038-6053; 2012

Published by Elsevier Ltd.

. Add lthium hydroxide monohydrate(327 mg, 7.80 mmol) to 4-methoxycarbonylmethyl-
7-(1-undecyl1H- 1,2,3-triazol-4-yl}-2H-chromen-2-one (342 mg, 0.780 mmol) in THF/water(25
mL/25 mL) at room temperature.

Procedure

-

Reaction Steps n

Stir the reaction mixture for 3 hours at room temperature.
Adjust pH 24 to the reaction mixture by adding 1 N hydrochloric acid.

_ACH ) 1

Partition the reaction mixture between ethyl acetate and water.
Extract the agueous layer with ethyl acetate.
Dry the combined organic layer over magnesium suffate.

oW

~CH e o, ~u
o J,t" | JA Scale miligram
LN o o 1 My 0
" —_) N 14 NMR H NMR (300 MHz, 3acetone- d,): & = 7.83 (s, 1H), 8.58 (5, 1H), 7.92 (d, 7= 8.1 Hz, 1H), 7.84 (d, J =
= 4 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, 7= 6.8 Hz, 3H).
— on
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,
° 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
the corresponding 4-methyl derivative).
Products fgﬁgﬁgﬁeﬁ”_z;?p_{mnlﬂcet‘cac'd’ 2-ox0-7-{1-undecyk1 A1, 2,3-triazok4-yl) 75%, CAS RN | o R (ATR, neat): v = 3423, 2922, 2851, 1702 (2C30, overiapped), 1619, 1561, 1375, 1154, 936,
852, 800 crl,
Reactants 2A-1-Benzopyran-4-acetic acid, 2-oxo-7-(1-undecyl-1A+1,2,3-triazok4-yl}-, methyl ester, HRMS HRMS (E1): m/z calculeted for CyHo N0, 425.2315 [M-]; found: 425.2315.
1384966-75-9 B
Reagents Hydrochloric acid, CAS RN: 7647-01-0 Mass Spec M5 (ESD): m/z: 426 [M+H].
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
Tl

CAS Hyttinen / March 2017

Print/Export Close

-
—— S F ®
w== SCIFINDER
CAS is a division of the American Chemical Society. S | a5 S0LUTION
Copyright 2016 American Chemical Society. All rights reserved.

15




Chemisches Zentralblatt predates the mtroductlon of Chemical

Abstracts by almost 80 years

» Published German language abstracts
from 1830-1969

» Chronicles the birth of chemistry as a
science
— Before 1800, chemistry was more
alchemy (i.e. how to turn lead into gold)
than actual science
« Searchable substance structures in 3
million machine translated abstracts

CHEMZENT"
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entral - Blatt

1| First Issue:

|| Note, the name

1| changed

4 | several times
before 1856
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Carbon-carbon bond-forming reactions promoted by
trivalent manganese

View Reference Detail

By: Melikyan, Gagik G.

Organic Reactions (Hoboken, N, United States) (1997),

No pp. given

Full Text ~

Carbon-carbon bond-forming reactions promoted by
trivalent manganese
View Reference Detail

By: Melikyan, Gagik G.

Organic Reactions (Hoboken, NJ, United States) (1997),
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Full Text ~
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One idea can lead you to another - SciFinder" has you covered!

q

Substructure (3,290)
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~ Document Type
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Multikinase inhibitors: a new option for the treatment of thyroid cancer

By: Gild, Matti L.; Bullock, Martyn; Robinson, Bruce G.; Clifton-Bligh, Roderick
Nature Reviews Endocrinology (2011), 7(10), 617-624 | Language: English, Database: CAplus
view Reference Detail | view Corresponding MEDLINE Reference

Abstract: A review. Preclin. models have shown that 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
leukemia) compared with one with less durable responses as yet (melanoma), this Review highlights challenges that must be
overcome in order to successfully translate small-mol. therapies to thyroid cancer in the future. Thyroid cancer typically has a

View More ~

Full Text + @ Substances (7) 6 CitedBy(72) (@ Citation Map

sorafenib for the treatment of renal cancer

By: Strumberg, Dirk
Expert Opinion on Pharmacotherapy (2012), 13(3), 407-419 | Language: English, Database: CAplus
View Reference Detail | View Corresponding MEDLINE Reference

Abstract: A review. Introduction: was the first oral antiangiogenic multikinase inhibitor (Raf kinases, VEGF receptors 1 - 3, PDGF-

beta, Fit-3, c-kit) for advanced renal cell carcinoma (RCC) to be approved. Since 2005, a total of six drugs have been approved for
the treatment of RCC.Areas covered: The preclin. and clin. development of sorafenib that led to its approval for advanced RCC is
reviewed in this paper. Its safety, tolerability and efficacy are summarized and compared with other approved treatment

View More ~
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