ACS International Ltd

rn— SCI F I N D E R® vhyttinen@cas.org
S | 25 sOLUTION

SciFinder®

PeweHna ans xmmukos oT CAS:
MethodsNow, PatentPak, ChemZent

Veli-Pekka Hyttinen

April, 2018
=== SCIFINDER

CAS Hvttinen / March 2017 CAS is a division of the American Chemical Society. v A CAS SOLUTION
Y Copyright 2016 American Chemical Society. All rights reserved.



CAS is a division

YdyeHble CAS aHanusunpyloT, oowarT 1 genarT AOCTYNMHON
Hay4YHy MH(popMauuIo Kornneram no BCeMy MUpy

Ot60p  MHaekcupoBaHme | Peakumu CTpyKTYpbl MpoueccuHr
MCTOYHMKOB MapiyLwa

MpumeHeHne B 6a3ax pAaHHbix CAS cneumanbHo pas3paboTaHHOM
TEXHO/IOTUM CTaHAAPTU3UPOBAHHOIO WHAEKCMpoBaHMA obecneymBaeT
BbICOKOE Ka4yecTBO MHPOPMaLMK B pe3ynbTaTax NOUCKa.
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CotpyaHukn CAS HaxogaT XMMUYECKYH0 MHdopmMaLuuio U
3KoHOMAT Bale Bpems!

Compound 34: Diisopropyl azodicarboxylate (DIAD) (1.20 mL, 6.08 mmel) 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 }l'e..l-l ow 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 (]00' mL) was added and the mixture was made
slightly basic by adding NaHCQj selution followed by extraction with EtOAc (3x50
mL). i . § ine once and dried over anhydrous
Na SOj. The desired product (2.72 g, 85% yield) fvas obtained as white powdr-er after
10 §i0, chromatography (Et; O/hexanes 1:2), m.p. 207-209 °C.; IR (KBr)-3434, 3056, '
2940, 2868, 1722, 1608, 1529,1489, 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 (td, J=14.95,2.56
Hz, 1 H), 2.29-2.1% (m, 1 H), 2.07-1.06 (series of multiplets, 24 H), 1.01 (s_, 3 H), 0.98

15 (d,—5-<M=2 1 _non 2 aw P AT AT a9 RATIn S s A den s

2 | CAS RN 203796-03-6 ,f " ™*>n o>
(th !

Absolute stereochemistry.
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CAplus® — 6nbnuorpadcwums
10,000+ xypHanos (185 ctpaH)
naTeHTbl U3 63 BEOOMCTB

®
REGISTRY - coeouHeHuA
OpraHuyeckue n HeopraHuy. CTPYKTYpbl,
nocneagoBaTeribHOCTHU

CASREACT® — peakuumu
CTpYKTYypHble AnarpamMmmbl, AeTanm

CHEMLIST® — perynupyemas xumusi
REACH, EINECS, US. Gov/Fed. Register

CHEMCATS® — nocTaBWMWKN peakTMBOB
Xnmunyeckne karasnoru

MARPAT® — cTpykTypbl Mapkywa
440k nateHToB, INPI c1961 .

MEDLINE — 6unbnuorpacusn
5,200 6BuoMegnLIMHCKNX XXypHarnoB

47+ MnH. ccbinok (5,000 exxegHeBHO),
Pedepatbl u nHaekcnpoBaHnme ¢ 1802 r., untathbl
c 1997-

141+ mnH. maneix monekyn (20,000+
exegHeBHO), 67+ MnH. [locneno-BaTenb-HOCTEN,
7,0+ Mnpag. CBOUCTB

+ MJTH. peakuum n cmHTe3oB ¢ 1840r.

388,000 perynupyemMbix coeguHeHun ¢ 1979 r.

MITH. COeAMHEHUIN OT NOCTaBLLMKOB (28+ MITH.
yHUKanbHbIX CAS-HOMEpPOB) C LieHamu

1,4+ MnH.cTpykTyp Mapkywa (75 HoBbIX
naTeHTOB eXeOHEBHO)

25+ MnH.6ubnuorpadunyecknx NLM-ccbinok ¢
1947 .



OCHOBHblIe BO3MOXHOCTM SciFinder — mowHoro
MHCTPYMEHTa ANA NoaepXKu Hay4YHOU AeATeNbLHOCTU B
Bawewn opraHusauum

141 mnH.+ 47 MNH.+
YHUKaNbHbIX CCbI/ZIOK
COGAMHEHMﬁ + MIHTErPUPOBaHHbIN

Camas o6wupHas B AOCTYN K 24 MUANUOHAM
MUpe KoNneKuma 106 M1IH.+ CCbINIOK U3 6a3bl AAHHbIX
ManbIX MONEKYN peaku,uﬁ MEDLINE®

Moutn B 2 pasa
6onblue yemy

/"'”E:_ SCES!F!NDER 6nuxaliwero 63
o KOHKYpeHTa
NpepocrasaseT gocTyn K NAaTEHTHbIX
MaKCMMmanbHOMY BeAOMCTB

. obbemy nybauuHon Ha 25% 6onblue yem y
MHPOPMaLUU MO XUMUK/ APYTMX NPOM3BOAUTENEI]
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SciFinder — NOnCK CCbINOK Ha NaTeHTbl N XXYpHaribHble CTaTby Mo
TemMam, MMeHaM aBTOpPOB N opraHn3aLmn
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SciFinder allows you to explore and analyze the breadth of CAS
content so you can be more effective in your work
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SciFinder Smart Search

Natural phrase search covers
e synonyms : cancer = e.g. tumor
e word forms : freeze = frozen
e plural forms: mouse = mice
e abbreviations : oxidn
e truncations : solv = solvable, solved ...

You can add each synonym term in brackets separated with comma
> determination of dioxin in food (chicken, poultry, egg)
> heart disease (cardiovascular disease, coronary disease, heart attack)
Please note that SciFinder smart search does not automatically retrieve all kind of

food (bread, milk etc.)
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HoBble XMuMUYeCcKmne coeanHeHUs Bce valle BriepBblie
OoNMUCLIBAOTCA B NaTeHTax
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<== PATENTPAK
S, 7S SOLUTION

e BbICTPbIN NOUCK peneBaHTHbIX
XUMUNYECKNX COeaNHEHUN B
naTeHTax

e [laTeHTHOE NpUNOXeHue IS
ObICTPOro rnovcka peneBaHTHOMU
XUMM4YeckKkon nHpopmauum B
naTteHTax, He Bbixoas n3 SciFinder!

 ExegHeBHOe OOHOBIEeHMe
14+ mnH nateHToB K3 31 cTpaH
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A CAS SOLUTION

m [1OCTOSIHHBIM AOCTYN K MOSFIHbIM
TeKCTaM NaTeHToB 13
OCHOBHbIX MaTeHTHbIX
BeAOMCTB MO BCeMy MUpy

m CemencrtBa naTteHTOB Ha
pPa3HbIX A3blKax

= Mounck coeguHeHumn

m MHTepaKkTnBHLIN
BU3yarnmsaTtop Cs3aHHbIU C
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PatentPak™

Key Substances in Patent

CAS RN 7440-38-20

PAGE 200M DOWNLOAD POF
O Q: v @0 @
SUMMARY OF THE INVENTION
-~
[0005] The present invention provides novel erystalline forms of organic arsenical

compounds having anti-cancer properties. In certain embodiments, the presentinventi
provides a crystalline form of a compound having a structure of formula (1 fda.rin:lgnrsin)

s, the crystalline form has a melting point in the range of about 187-200 °C,
°C. In some embodiments. the crystalline form has a melting point in the range of
M #C, In other embodiments, the invention provides a crystalline form of a

ving a structure of formula (1) (darinaparsin) wherein the erystal form has an X-ray-
ction pattern comprising characteristic peaks, expressed in terms of 26, at one or

ollowing angles: about 16.6°, about 17.4°, about 21.4% and about 25.2°.
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<=~ METHODSNOW"
S, s SOLUTION

° I'Ipe3eHTaLw|s=| HOBOIO peweHnda and noncka n aHasri3a l/IHCbOpMaLI,MM B camMoMm
fonbLUon B Mnpe KorJiekumnmn HayvyHblX MeTO10B

° MHD,eKCI/IpOBaHMG kadyectBa CAS 1 HoBast, jobaBneHHasi CTOMMOCTb
LIABNOHOB KIHOYEBbLIX METOAO0B U3 BaXXHbIX NOMMHOTEKCTOBbLIX UCTOYHUKOB

° O6Hapy)Kl/IBaeT bonee 4,5 MUNIMoHa CUHTETUYECKNX NO3TAMNHbIX NMPOTOKOJ10B
n 0,5 MMNNMoHa aHanUTUYECKNX METOO0B, OPNEHTNPOBAHHbLIX Ha
cbapmaueBTMKy, cernbCKkoe X035UCTBO U XMMUNYECKNE BELLLECTBA

° I'Iop,poGHaﬂ l/IHCbOpMaLI,I/IFl ONs aHanMTUYeCKUX nccnegoBarTenen, Taknux Kak
mMatpuda, aHasriut, MUHCTpyMeHTbl N BO3SMOXHOCTU CpaBHEHUA
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Search
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MethodsNow Synthesis — lNowaroBble akcnepnMeHTanbHble NPOTOKOSbI

CAS Hyttinen / March 2017

MethodsNow
7-Triazolylcoumarin-based fluorescent tag system for stepwise, p ive of small molecul ravs
By Jeon, Moon-Kook; Kang, Myoung-u; Park, Koon Ha MethodsNow
From Tetrahedron, 68(30), 5038-6053; 2012
Published by Blsevier Ltd. Procedure 1. Add lithium hydroxide monohydrate(327 mg, 7.80 mmol) to 4-methoxycarbonylmethyl- .
) 7-{1-undecyl1H- 1,2,3-triazol4-yl}-2H-chromen-2-one (342 mg, 0.780 mmaol) in THF/water(25
Reaction Steps n n mL/25 mL) at room temperature.
2. Stir the reaction mixture for 3 hours at room temperature.
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.
SACH )1 ,/[ 2) ‘”-\N 5. Extract the agueous layer with ethyl acetate.
Chy j'N \ / \ 6. Dry the combined organic layer over magnesium sulfate.
S o o 1 N 0.
N —_— N Scale milligram
= -
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=
n“‘c”l oH 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).
o o
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 [l
Products 2H-1-Benzopyran-4-acetic acid, 2-oxo-7-(1-undecyl-1#1,2,3-triazol4-yl}-, 75%, CAS Rl the corresponding 4-methyl derivative).
1384966-77-1
IR R (ATR, neat): v = 3423, 2922, 2851, 1702 (2C30, overlapped), 1619, 1561, 1373, 1154, 936,
Reactants 2H-1-Benzopyran-4-acetic acid, 2-ox0-7-(1-undecyl-1#-1,2,3-triazol4-yl)-, methyl ester, 355 800 cm’g ! ! ! ( ! pped), ! ! ! Lo
1384966-75-9 !
HRMS HRMS (EI): m/z calculated for C, H. MN.0,: 425.2315 [M*]; found: 425.2315. =
Reagents Hydrochloric acid, CAS RN: 7647-01-0 (ED: m/ G0y ] 1
Lithium hydroxide, CAS RN: 1310-65-2
Mass Spec MS (ESI): myfz: 426 [M+H™].
Solvents Water, CAS RN: 7732-18-5 .
Tetrahydrofuran, CAS RN: 109-99-9 Mp 235.5+0.8 °C.
Print]
™™ | cAS Method 3-352-CAS-78415 -
b -
Print/Export Close
e "
=== SCIFINDER
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MethodsNow Analysis — cpaBHUTb aHanNUTU4YeCcKkne MeToabl

<= METHODSNOW"
S

A CASSOLITION

n Saved E Account

Search
Enter keyword, matrix, analyte, etc.
wastewi

wastewater
wastewater treatment

wastewater treatment anaerobic sludge

wastewater reatment plants

Agricultural Applications / Analysis
Bioassays

Biomolecule Isolation
Environmental Analysis

Food Analysis

Recent Searches

hplc lycopene analysis

Fuels / Geology / Biofuels Pharmacology / Toxicology

Historical Analysis / Dating Polymer Analysis
Miscellaneous Water Analysis
Organic Compound Analysis

Organometallics 7 Inorganics

== MEeTHODSNOW
S

wastewater sludge
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+ Retum to Aesults

Compare Protocols

CAS Methed Number

Method Category

Technigue

Anahyte

Matrix

Other Materials

Cguipment Used

Saurce

Expand A

Analysin of Carb, ine in by

[ hamical lanization mass sp ¥

1.801-CAS-29149

Actve Pharmaceutcal Ingredient and Metabalite Analysis:
Water  Wastewater ! Sludge Analysis

Analysis of inve in by
[ ehamical ianizatien mass sp ¥

1A01-LAS- 27867

Acttee Pharmaceutical Ingredient and Metabolite Analysis:
\ter | Wasteveater / Siudge Anatysis

7 P lanization mass T ¥

Carbamateging

Wastewater: Wastewater treatment sludge

Envirenmental cartridges: Blass-fiber [0.85mm: Lazwell
plate covities: infr laser diode
(980 nim, 20 W, eantinuals)

MillI-QMINE-RO system, Millipore. Milford, MA USA:
Microwave Accelerated Reaction System. CEM Corporatian.
North Carolina. USA: Vacuum oump, Wekch Rietschie Thomas.

pherkc pressure chemical lonlzation mass
spectrometry

Carbamarening

Wastewater, Wastewaier ireatment

Enviranm
steel vesiel (34

cartridges: Glass-fiber [0.45mm): Stainless
Lk Lazwell 96-well palypropyiene plate

cauities; infrared (i) ser diods (950 nm, 20'W, cantinuous).

Milll-Q/Mill-RO system. Millipore, Milford, MA USA: ASD
extractor. 350, Dicnes, SUnnyvale, CA. USA: VArULm pump.
wekch Réetschle Thamas, USA: LBTO-APCI lonizatian source.
Vi All

¢ ine i Kip and
sludge: Ultrafast quantification by laser diade thermal
{ ic pressure i “ i

[+ ine in ickp,

dge: ification by laser diad al
i it pressure chemical onization
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rﬁ CH EMZENTWI ]Jl)arm'u;':utisrl)u
S ;a5 SOLUTION

Chemisches Zentralblatt :
183 0

* OcHoBaHa B 1830 rogy ons abctpakTHON
nuTepaTtypbl N0 XMMUK HA HEMELLKOM

lentral - Blatt

A3blke
e OnybnukoBaH 3 MUNNNOHA HEMELIKMX Al i
pedpepatoB xypHana 1830-1969 <
o i
« CAS nHpaekcupoBan BellecTBa 1 cosaarn TR el b A §
MaLUMHHbBIN NepeBO U3 TE3NCOB : ’
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