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1. Concise Redox Deracemization of Secondary and Tertiary Amines with a Tetrahydroisoquinoline Core via a Nonenzymatic Process
By: Ji, Yus; Shi, Lei; Chen, Mu-Wang; Feng, Guang-Shou; Zhou, Yong-Gui
A concise deracemization of racemic secendary and tertiary amines with a tetrahydreisoguincline core has been successfully realized by orchestrating a redox process consisted of N-

bromosuccinimide oxidn. and iridium-catalyzed asym. hydrogenation. This compatible redox combination enables one-pot, single-operation deracemization to generate chiral 1-substituted 1,2,3,
4-tetrahydroisoquinolines with up to 98% ee in 93% yield, offering a simple and scalable synthetic technique for chiral amines directly from racemic starting materials.

[Ir(cod)CI], / (R)-SynPhos -

Ee: 86-98%

Nog NBS, Na,CO5 N Yield: 87~95%
R DCE, H, (500 psi) R
Racemate One-pot, Single-operation Chiral
Nonenzymatic Process Secondary & Tertiary Amines

Indexing

‘ Heterocyclic Compounds (One Hetero Atom) (Section27-17)

Concepts Substances
[

Enanticselective synthesis Hydrogenation catalysts
Oxidation

12112-67-3 Dichlerobiscyclooctadiens )diiridi
76189-55-4
133545-16-1 &
445467-61-8 %
503538-68-0 (S)-SynPhos &

stereoselective prepn. of tetrahydroisoquineline derivs. via iridium-catalyzed
deracemization in presence of chiral phesphine ligands

Chiral ligand
B stereoselective prepn. of tetrahydroisequineline derivs. via iridium-catalyzed

deracemization in presence of chiral phosphine ligands

stereoselective prepn. of tetrahydroisequincline derivs. via iridium-catalyzed
F Y o ST R = o=l T M Y= ST 1= et 1 Catalyst use; Uses

QUICK LINKS
0 Tags, 0 Comments

SOURCE

Journal of the American
Chemical Society
Volumel37

Issue33
Pages10496-10499
Journal; Online Computer
File

2015

CODEN:JACSAT

ISSN: 0002-7863
DOI:10.1021/jacs. 5b06659

COMPANY /ORGANIZATION

State Key Laboratory of
Catalysis, Dalian Institute of
Chemical Physics

Chinese Academy of Sciences
Dalian, Peop. Rep. China
116023

ACCESSION NUMBER

2015:1340032
CAN163:331216
CAPLUS

PUBLISHER
American Chemical Society

LANGUAGE
English

Tips:

98%lA ERISZER | BT A TARS|
}Eﬁ Index Term1‘/j_<§ |3‘Zfﬁﬁ¢'ﬂ"]§%¢§7ﬁ \ i’%a divisign of the American Chemical Society.
}EﬁCAS RN*,:TK% | HjszrﬁkEFlE’\JEg#%ﬁynght 2016 Amefican Chemical Society. All rights reserved.
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6. Preparation of substituted nucleosides, nuclectides and analogs thereof as antiviral agents
Q, Quick View PATENTPAK ™

By Beigelman,
From PCT Int. Apy

atkina, Natalia
uage: English, Database: CAPLUS

Patent No. Kind Language
¥ WO 2016100441 Al English

A CAS SOLUTION
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Disclosed . B is substituted purine and pyrimidine nuclecbase; dashed bond between R and R is absent, then R is H, substituted
phosphate, f Patent Family ) ch R® and R are independently hydrogen or deuterium; R® is -OH or F; methods of synthesizing nucleotide analogs and
methods of ff B US20160176511 A1 English as a HCV infection with one or more nucleotide analogs. Thus, nucleotide II was prepd. and tested as antiviral agent and
medicament a hepatitis C virus.
] o
7. Process for preparation of sofosbuvir g HO- 3
Q quickView ~ PATENTPAK ™ )|\ WO 2016/100441 PCT/US2015065951
By Li, Zebiac; Zhu, Mingmin; Zhang, Qinghai; Zhu, Gongfeng; Zhang, Zhaoguo; Lin, Yanfeng . o e
From Faming Zhuanli Shenging (2016), CN 105669804 A 20160615. | Language: Chinese, Database: CAP| <
oo seone thod =5 £ 2DV 0l 2tfliora. mothyducidiog il =
ZOOM D9WNLOA~D PDF Search in Scifinder = | View Detail
Q@ © © CGED
8. Analyst Markup Locations (1) fr"
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Q @ page 130 oM
oMY
By e
Fro HO 0o
CAS RN 1206126-39-7 13 9
(12) INTERNATIONAL APPLICATION PUBL m UNDER THE PATENT CO4 l e {9
(19) World Intellectual Property = g Mo ’ ) o &
e LT x . (o i ho 80 5
Intcnational Burcau g 1 XY ©
7 an | N N » - ) —_— Pl 0
(43) International Publication Date = WO 2 : as-d b
23 June 2016 (23.06.2016) WIPOIPCT G = bl
(51) International Patent Classification: (81) Designated States ofl| Search in Scifinder = | View Detail
— COTH 1910 (200601)  COTH 19173 (2006.01) lund of ratioral prod
COTH 19260 (2006.01) AGIK 31/7872 (2006.01) AQ, AT, AU, AZ, B .
COTH 1911 O006.01)  ASIK 317076 (2006.01) BZ, CA. CH, €L, | Analyst Markup Locations (1)
COTH 19213 200601)  AGIK 31/768 (2006 01) DO, DZ, EC. FE, K ® page 130
COTH 19067 (2006.01) ASIP 31714 ( 2006.01) HN,_HR, HU, I'l') n, L
COTH 19073 (2006.01)
21) Interastional Application Number: CASRN1206126-41-1
| PCT/US2015.065981 b —
22) International Filing Date: TR TT. TZ UA, UG, US, LZ, VC. VN, ZA. ZM, ZW
16 December 2015 (16.122015)  (34) Designated States (wricss otherwise indicated, for cvers &
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CAS;

) E—RERTT 5

» CASTF201652HIF A faMethodsNowTM

- E-_jcj‘j_lf{lzllu\
- ;EEE%HIJ%XZL:Uu\J\IE CASI_.IJ—-_%*ZT‘gl\

S

e S RAID TR TFERTE

< SciFinder

Explore »  Saved Searches~  SciPfanner

Raction Structurs subsinucture > reactions (3)

Analyze by: @

Reagent -
en [l
e
e s
e
TGS 2
——

prer—

B S | Hreons -
oy [ B Grmumig ¥ | ot by [Rbevance LS

T | B ofS Fenctions Selected
£ View Roaction Detail e Link & smiler Seactons

Sl St o v any stricture for more apBon,

ICH:} 1o

+ oy S m
s

S Pk | Egert a

o Sendts

e

A ——

- Mencshon™

Procedure
L. Str the mi

ixture of {400 ma.
e B emol, €47 oo ntorbte, (390 e LB Moty e BCmPaener (3 LI 15 ity ok oo et R 4 T

2 A0 st v the e

Avaltable Experinemntal Data
HONME, C NMR, TR, HRMS, Mass Spec, MP

i wth Methadstion

358 mg. 1.82 memeal), copper{IT) sulfabe pertahydrate (42

= ETHODSNOwW "

EFTHY.

IRERYTTE

1

atarvastatin

Return to Home

Analyte
Atorvastatin (227)
Atorvastatin calcum (211)
Ezetimibe (20)
Ambodipine besylate (56)
Fenofibrate (45)

View All

Matrix
Pharmaceutical tablets (293)
Biood plasma (50)

Tablets (49)

Pharmaceutical capsules (33)
Garcnim atrovi s (20)
View All

Method Category

Technique
Reversed-phase HPLE (152)
Spectrophotometry (101)
UV-visible spectroscopy (71)
HPLC (57)

Liquid chromat ographic UV
detectors (43)

View All

Results s

SertRelevance -

*

Analysis of Atorvastatin in Blood plasma by High-performance thin layer chromatography
CAS MN: 1-101-CAS-1389

View Details & Instructions

Analyte
Matri

Other Materials
Method Category
Technigue
Equipment Used

Source

@D Add to Compare
Atorvasatin
Biood piasma

Material: 60 Fzss sifica gel HPTLC plates

Active Pharmaceutical Ingredient and M etabolite Anaiysis

High-performance thin laver chromatography

Automatic TLE Sampler 3

HPTLC determination of atorvastatin in plasma

Jzmshidi, A.; Nateghi, A. R

Chromatographis (2007), 65 (11/12), 7653-766. Vieweg Veriag/GWV Fachver sge GmbH
Document Sources
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. ' News & Updates

Sign In ?{:ﬁﬁ]\SC| Fmderfl]K%%l] %}E—Uj Welcome to Scifinder

Username scicas?521

{ Did you notice our new look?
Password | Our new branding wil also be phased into
training and other support materials in the
[C/Remember me . coming months. If you are a Key Contact and
(Po notuse on a shared computer) { have questions, or need assistance updating

logos on any of your organization’s websites,
i please contact the CAS Customer Center.

Forgot Username or Password? ! fg;:;;;olgfggen?:}ﬁ SaFinder Future
Build your career, help shape the future of
research information and attend one of the
most respected scientific meetings in the
world. Apply for the 2016 SciFinder Future
Leaders program by April 10!

Your SciFinder username and password are assigned to
you alone and may not be shared with anyone else.

New to Scifinder?

Learn more about gaining access to ScFinder. A New Way to Explore Synthetic
Preparations in SciFinder!

Learn more about this new solution from CAS
and try 5 free samples of MethodsMNow today!

CHEMCATS Chemical Supplier Program
Chemical supplier? Be part of the world's
preferred chemistry research solution. Learn
more now.

Introducing the PatentPak Interactive
Patent Chemistry Viewer
The new PatentPak interactive patent

What is SciFinder? chemistry viewer significantly reduces the
. ®. o o . time spent locating the important chemistry in
SdFinder = is a research discovery application that provides integrated access to the world's most comprehensive and 3 patent by using CAS scientists’ direct links

authoritative source of references, substances and reactions in chemistry and related sdences. -
to key substances in the source patent.

New Commercial Source Logos
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Select All Deselect All

0 of 5 Research Topic Candidates Selected References
3045 references were found containing "casting of aluminum alloyl as entered.l 3045

23167 references were found containing the twd concepts fcasting” and "aluminum alloy'!cloself associated with one another. 23167

37003 references were found where the twt concegtsl'casting" and "aluminum alloy) were present anywhere in the reference. 37003
729595 references were found containing the concept "casting”. 720595
187686

187686 references were found containing the concept "aluminum alloy™.

"Concepts” FX A 7 B XA & ;
“Closely associated with one another” ZF/RREII HIE—EFF;
“were present anywhere in the reference” ZRXRE HIME—RE AT ;

ACS / Proprietary and Confidential / Do Not Distribute

=== SCIFINDER
v A CAS SOLUTION

19



B AL

MEra T TR

REFERENCES @

Get ===’ View Only E2 Tools v Create Keep Me
Substances & Reactions = Citations == CHEMZENT ” ool t——‘ Posted Alert o

Analyze ‘ Refine ‘Categorl'zel Sort by: | Accession Number ¥ "

Sample Analysis: @

‘Author Name v ‘
:Cui Jianzhong > 130‘
Fhe Yun Iz 104‘
‘Zhang Zhongke | B3 98‘
‘Men Sanquan | = 95‘
Fampbe\l John | > Sl‘
‘Li Xiang ‘ e 72‘
‘Tiryakioglu Mure‘lt = 72‘
:Cui Jian ZhongI > 64‘
‘Katgerman L ‘ E 63‘
‘Rohatgi PK ‘ B3 63‘
Show More

-

1. Akind of low-pressure casting equipment of high yield rate for producing aluminium alloy wheel hub [Machine Translation].

Q, Quick View [T Other Sources

By Huang, Longhui

From Faming Zhuanli Shenging (2018), CN 107962166 A 20180427, | Language: Chinese, Database: CAPLUS
[Machine Translation of Descriptors]. The invention relates to a kind of low-pressure casting equipment of high yield rate for producing aluminum alloy wheel
hub, Including crucible, inlet pipe, mold, riser pipe, purifn. mechanism and two elevating mechanisms,Purifn. mechanism includes purifn. pipe, nozzle, sliding block,
rotating mechanism and two stirring mechanisms,Rotating mechanism includes translation component, movable plate, first gear and two transmission components,
Transmission component includes the first rack, the second rack, second gear and the 3rd gear,inert gas is accessed to t...

2. Akind of aluminium alloys for automobile body sheets containing rare earth and preparation method thereof [Machine Translation].

Q, Quick View [T Other Sources

By Jiang, Jiming; Jiang, Fengchan; Jiang, Huiyang; Chen, Zhibin; Lin, Jianhua

From Faming Zhuanli Shenging (2018), CN 107974577 A 20180501. | Language: Chinese, Database: CAPLUS
[Machine Translation of Descriptors]. The present invention discloses a kind of aluminum alloys for automobile body sheets contg. rare earth and prepn. method thereof, which belongs to tech. field of
aluminum alloy prepn.The described aluminum alloys for automobile body sheets contg. rare earth includes the following raw materials:titanium, zinc, iron, silicon, manganese, copper, carbon, chromium,
boron, magnesium, molybdenum, tungsten, vanadium, rare earth elements, refining agents, sodium alc. ether sulfate, grain refiner and aluminum. The described aluminum alloys for automobile body
shee...

3. Akind of machining process method of aluminum alloy machinery casting [Machine Translation].
Q Quick View [If Other Sources
By Zhu, Xu

Send to
SciPlanner

Display Options

0 of 23167 References Selected M 4 Page: [1 or1159 p M
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REFERENCES @

gﬁthstances g:;ctions @ giitatl}gll'?; o - ﬁg:l‘::l‘::? 7: Tools = \J g:;z::a lgle:rpt' e o :il:;:i:r‘llmr
ﬁnalvze Refine E Sort by: ¥ Display Options
™ 0of 1582 References Selected 14 4 Page:
Reﬁne by a é QI::ILI‘::IG\T alu;\glt:‘l.;:n;::g:': for automobile body sheets containing rare earth and preparation method thereof [Machine Translation]. +
‘® Research Topic Foom Faring Zhconh Shending (3018, CN 10733457 A 30180501 | Language: Chinese Database: CAPLUS 8
(] Author [Machine Translation of Descriptors]. The present invention discloses a kind of aluminum alloys for automobile body sheets contg. rare earth and prepn. method thereof, which belongs to tech. field of

aluminum alloy prepn.The described aluminum alloys for automobile body sheets contg. rare earth includes the following raw materials:titanium, zinc, iron, silicon, manganese, copper, carbon, chromium,
boron, magnesium, molybdenum, tungsten, vanadium, rare earth elements, refining agents, sodium alc. ether sulfate, grain refiner and aluminum. The described aluminum alloys for automobile body

) Company Name shee..
) Document Type

2. A kind of high strength corresion resistant pressure-casted aluminum alloy and its pressure casting method [Machine Translation].

() Publication Year Qquick view ~ PATENTPAK ™
By Fu, Yacheng; Wang, Shuncheng
(] Language From Faming Zhuanli Shenging (2018), CN 107937765 A 20180420. | Language: Chinese, Database: CAPLUS
B [Machine Translation of Descriptors]. A kind of high-strength corrosion-resistant cast aluminum and die casting method, its component and mass percent are: 5i9.6-10.4%, Mg0.4~ 0.6%, Fe 0.3-0.5
(] Database %, Ti0.1-0.3%, Tc0.01~ 0.03%, b 0.002-0.006%, Ba0.01~ 0.03%, Ge0.005-0.015%, the rest is Al and emerging impurity. The casting method includes the following steps: batching, melting aluminum

alloy liq., refining degasification slagging-off, grain-refining agent added, modifier and silicon phase richer, alter and stir mold. The present invention optimizes Si, Mg main alloying elements on the basis of...

3. For haul train traction rod for ultra-high strength of 7 series aluminum alloy material for h genizing heat tr process [Machine Translation].
Re5ea rch TO p | C Q Quick View PATENTPAK ™

By Lin, Shunyan; Zhou, Zhijun; Wen, Qinghong; Yao, Yeng; Lin, Lin
|C0rr05|0n resistant From Faming Zhuanli Shenqing (2018), CN 107937847 A 20180420. | Language: Chinese, Database: CAPLUS

N [Machine Translation of Descriptors]. The present invention provides a 7xxx series aluminum alloy material homogenization heat treatment process, comprising the steps of, first, the aluminum alloy
EXEI’”IJ|ES- material through batching, melting and casting to obtain aluminum alloy ingot; then the above steps to obtain aluminum alloy ingot after homogenizing treatment at low temp. and high temp.
homogenization heat treatment after homogenizing treatment to obtain aluminum alloy ingot. The present invention uses the "cold+ high-temp." homogenization heat treatment process, combined with

biot lloyi tituen...
The effect of antibiotic re aloying constituen

on daﬁ]’ pMMES 4. Akind of high-performance aluminum alloy thick plate and preparation method thereof [Machine Translation]. ‘b
i Q Quick View ~ PATENTPAK ¥
Mﬂf}ﬁﬂaﬂm of aroma| By Han, Shuai; Xie, Yancul; Wang, Dawei; Yu, Lili; Geng, Guangchao; Chen, Shiyu; Zang, Jiaji; Xu, Hanji; Lu, Xiaohan; Zheng, Xinran g
mﬂ@{."ﬁdﬁ' From Fam‘lng Zhuanli Sh.enqmg (2018?, CN 10793777.9 A 201.8042?. | Languag.e. Chme?e, Database: CAPLUS . ‘ . ‘ .
[Machine Translation of Descriptors]. The invention discloses a kind of high-performance aluminum alloy thick plate and prepn. method thereof, and relates to a kind of high-performance aluminum alloy
thick plate and prepn. method thereof. The purpose of the invention is to solve the problems of poor strength, toughness, corrosion resistance and fatigue property, and failure to meet the use std.
requirements of the market of the plate manufd. with the existing high-performance aluminum alloy manufg. method and prepg. method.Elements in the aluminum alloy thick plate of the invention
include Si._.
—

=== SCIFINDER
v A CAS SOLUTION

CAS is a division of the American Chemical Society. 21
Copyright 2016 American Chemical Society. All rights reserved.




1% 455 I RETHER — Citing References

[ &

Get Get GetRelated | = Viewonly = 1o01s %) Create Keep Me - Sendto
Substances Reactions = Citations == CHEMZENT ~ Posted Alert M sciplanner
Sort by: | Citing References ¥ ‘ Display Options
Accession Number
Author Name es Selected M 4 Page: Eofso (3
Citing References
1. | Publication Year hrm spacing on mechanical properties and corrosion resistance of Al 9 Wt Pct Si and Zn 27 Wt Pct Al alloys é
Q [LTitle Sources
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From Metallurgical and Materials Transactions A: Physical Metallurgy and Materials Science (2006), 37A(8), 2525-2538. | Language: English, Database: CAPLUS

Mech. properties and corrosion resistance (CR) of metallic alloys depend strongly on the solidification microstructural arrangement. The correlation of corrosion behavior and mech. properties with
microstructure parameters can be useful for planning solidification conditions to achieve a desired level of final properties. The influence of heat-transfer solidification variables on the microstructural array of
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Magnesium diecasting alloys for elevated temp. applications are coming of age. Several research centers and companies have been working on alloy systems based on alk. earth and rare earth alloying
addns. to push the limits for the creep performance of Mg-based diecasting alloys. Noranda's Mg-Al-5r based alloys have shown superior creep performance and high-temp. performance at temps. as high as
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From Corrosion Science (2013), 73, 342-355. | Language: English, Database: CAPLUS
In this study, the microstructure and corrosion behavior of rheocast and gravity-cast A356 aluminum alloys were examd. and compared. Scanning Kelvin probe force microscopy (SKPFM) results proved
that large potential differences between iron-contg. intermetallics and the a-Al matrix were responsible for the initiation of the attack at the intermetallics/a-Al interfaces. For longer immersion times,
corrosion attack proceeded through the eutectic areas. Semisolid processing refined the eutectic silicon and iron-intermetallics and reduced the p.d. between secondary phases and the matrix. This ...

4. Novel applications of CrN (PVD) coatings deposited at 200°
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By Navinsek, B.; Panjan, P.
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ADC-12 aluminum alloy die castings after Alugy treatment or further coated with a resin were evaluated for corrosion resistance. Excellent corrosion resistance was obtained over the conventionally anodic oxidized castings.

The Alugy process will enhance the scope in usage of aluminum die castings.
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WO 2016207229 PDF | PDF+ || viewer Al English ] _ o ) .
electronic device comprising =1 light emitting layer between an anocde and
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= EP 3102219 PDF | PDF+ | Viewer Al English bctropos. element selected from Li, Na, K, Be, 5c, Y, La, Lu, Tiand V, and (ii)
l -1 EP 3109915 PDF | PDF+ | Viewer Al English N transport matrix compd. comprising =1 polar group selected from a
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obtained in 70 % yield (5./1 g). Finally, the TG Y RAEFEERNEFIPOFX 4

The pure sublimed compound was amorphous, with no detectable melting peak on the DSC
curve, glass transition onset at 86 °C, and started to decompose at 490 °C.
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(9,9-dihexyl-9H-fluorene-2,7-diyl)bis-diphenylphosphine oxide (E8)

Synthesis example 2

1) n-Buli, THF -78°C
2) CI¥h,, THF, -50°C to RT
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Chemical Formula: C;3H;BrO Chemical Formula: =
Molecular Weight 259,10 Molecular Weight] 13 P SSBLPDFX {45

PatentPak ViewerBzf]

Q

2-Bromo-9-fluorencne (10.00 g, 1.0 eq, 38.6 mmol) and phenol (34.9 g, 9.6 eq., 0.37 mol) were placed
in a two-necked flask and degassed with argon. Methanesulfonic acid (10.0 mL, 4.0 eq, 0.15 mol) was
added, and the resulting mixture was refluxed for 4 days at 135°C. After cooling to room temperature,

DCM (80 mL) and water (130 mL) were added. Upon stirring, the material precipitates. After filtration
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2-Bromo-9-Tluorenone (10.00 g, 1.0 eq, 38.6 mmol) and phenol (34.9 g, 9.6 eq., 0.37 mol) were placed
in a two-necked flask and degassed with argon. Methanesulfonic acid (10.0 mL, 4.0 eq, 0.15 mol) was
added, and the resulting mixture was refluxed for 4 days at 135°C. After cooling to room temperature,
DCM (80 mL) and water (130 mL) were added. Upon stirring, the material precipitates. After filtration
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FEECAS RN SRHEIREAES. | |

Sort by: | CAS Registry Mumber b 1‘

-

0 of 1 substance Select

h. 63968-64-0 |Q

~5009 " i PP CAS Registry Number: 63958-64-9
P | view Substance Detail

Explore by Structure 3
Synthesize this...

Get Reactions where Substance is a »

Get Commercial Sources

Get Regulatory Information

Get References

Absolute stereochemistry.
Export as Image

c15 HZ! 05 E t |ﬁ|
3,12-Epoxy-12 #pyranc[4,3-7]-1,2-benzodioxepin-10{34)- ALLLEE LI

one, octahydro-3,6,9-trimethyl-, (385356883 59R/,125,
123R)- Y vk (3%, R Send to SciPlanner

» Key Physical Properties ESCiFinderEF' ; E_:IEL ZTV%H%E /

Regulatory Information

Spectra EDE?T?F#@E*B_‘; %% ] g-fﬁg_

e YIEERAIFFERE
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SciFindersrgY4[RICR

Get ] Get Get Commercial
SUBSTANCE DETAIL @ References & Reactions " Sources

—/\
ISR S8 . L , HNEFER

=y Return

CAS Registry Number 53968-04-9
~5,009 |‘h! ‘, iz ¥

{:15 HEE DS

3,12-Epoxy-12 Hpyrano[4,3-7-1, 2-benzodioxepin-10( 2 4)-one,
octahydro-3,6,9-trimethyl-, (3R8,5a 56/ Ba59812512a8)-

»

Molecular Weight
282.33

Melting Point (Experimental)
Value: 156-157 =C

Boiling Point { Predicted)
Value: 389.9+42.0 =C | Condition: Press: 760 Torr

Density ( Experimental)
Value: 1.300 gfcm3

Absolute stereochemistry,

Other Names |

SHEEE odzhydro-3,6,9-trimethyl-, [34-(3a,5a0,66,8a0,%90,128,12a/7%)]-
YIRS

S=i 2-Epoxy-12 Hpyrano[4,3-7-1, 2-benzodioxepin-10( 3 4)-one,
tﬂa 56/ Bas50R 125 12aR)-0Octahydro-3,6,9-trimethyl-3,12-epoxy-

12 Hpyrano[4,3-7-1,2-benzodioxepin-10(3 A}-one
(+}-Arteannuin
(+)-Artemisinin
(+}-Qinghaosu

Vigw mars...
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Get References

Limit results to:

! Adverse Effect, including toxicity Y Preparation
ﬁj\*ﬁ‘/f/t = Analytical Study | Process q Lz
L Biological Study " Properties
! Combinatorial Study ! Prophetic in Patents
EIEIIH'TZI—‘?:[: )F“ |Cr',-'5tal Structure ! Reactant or Reagent
! Formation, nonpreparative | Spectral Properties

L Miscellaneous Ll ses

L Occurrence L
- ] A 1

For each sequence, retrieve:

L Additional related references, e.q., activity studies, disease studies.

=== SCIFINDER
v A CAS SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute



L]

FXPERIMENTAL PROPERTIES

Biological | Chemical Density Flow and Diffusi ininski = Optical and Scattering | Structure Related ‘ Thermal

Structure Related Properties Value =T A 2T ANE Note
LIRS LI

Bond Angle Ses full text (2)CAS

Bond Length See full text / 1of4 (2)cas
Permesbility

se2 full texf ™ rhon-13 NMR Spectrum

X-Ray Diffraction Pattern Sea full

FORMULA
I:::s H:I Ol
Notes
CAS THNDEX HAME

- 3,12-Epaey-12 Hpyranal 4,
141-154 CAPLUS 3 i1 o banntn,
istry 2009, V17(19), P 10{3 H}one, octahydro-3,6,
S trimethyl-, (3R5256R

(2} Galasso, V.; Chemical Physics 2007, W335(2-
(23) Du-Cuny, Lei; Bioorganic & Medicinal

(25) Sshoo, Nanda Gopal; Journal of pMErmaceutical Sciences 2009, V)

Ba59R12512aR)-
/ NUCLEUS
13C
FrEXPERIMENTAL SPECTRA
SOURCE
'HNMR | *C NMR | Hetero NMR IR Mass Raman Spectral data were
obtained from Advanced
T mn o mo s s amm oo eo e & m . a ]'j'IE'ﬂiEU'!fDE'-’E|DF'TE"'-'-
nc.
3¢ NMR Properties Value
Carbon-13 NMR Spectrum Sea spactn]
Carbon-13 NMR. Spectrumi Ses spactr
Carbon-13 NMR Spectrum Sea full tex]
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It 2R — — IR R R R

- | [ o E—
|5UBST&N":E5- PROPERTY @ lEpr-;:urE D Bioccrncenn Factor vipl38.com—P: ﬁ} Ha
Boiling Point (2C)
Density (g/cm?®)
® Experimental Enthalpy of Vaporization (kJ/mol)
Flash Point (°C)
Select Property... v
perty |E o aa 2535 o130 Freely Rotatable Bonds
Select Property. . FAMEESE R, S krches » | H Donor/Acceptor sum
Boiling Point (°C) H Acceptors
Density (gfcm3) H Donors
Electric Conductance (5] | Koc
Electric Conductivity (S/cm) Examples: 44, 25-35, >125 SUBSTANC logD
Electric Resistance (ohm) ' ' el ogP |
i o -
Electric Resistivity (ohm™cm) Mass Intrinsic Solubility (g/L)
Glass Transition Temp. (°C) Mass Solubility (g/L)
Magnetic Moment (HE) Molar Intrinsic Solubility (mol/L)
Median Lethal Dose (LD50) (mg/kg) Molar Solubility (mol/L) |
Melting Paint {2C) Molar Volume (cm3/mol) Examples; 44, 25-35, =125
Optical Rotatory Power (degrees) Molecular Weight
Refractive Index pKa =
Tensile Strength (MPa) Select Property v |

Ewamples: 44, 25-35, =125
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VIR ——IEIERIEER | S

1250hmAY YR

by

FESS

SUBSTANCES: PROPERTY @

'®) Experimental

Electric Resistivity (ohm#*cm) v ||=125

Select Property...

Boiling Point (°C)

Density (g/cm?)

Electric Conductance (S)

Electric Conductivity (S/cm)
Electric Resistance (ohm)

Electric Resistivity (ohm*cm)
Glass Transition Temp. (°C)
Magnetic Moment (uB)

Median Lethal Dose (LD50) {mg/kg)
Melting Point (°C)

Optical Rotatory Power (degrees)
Refractive Index

Tensile Strength (MPa)

Examples: 44, 25-35, =125

Examples: 44, 25-35, =125

ACS / Proprietary and Confidential / Do Not Distribute

=== SCIFINDER

S |, s s0LUTION

47



SciFinder#J[&at&

A

SUBSTANCES @

Get Get Get Commercial ;
References Reactions " Sources ﬁ Tools ~
Sort by: | CAS Registry Number v | ;

'™ | pof 241 substances se

lected

% 1 Send to
! SciPlanner

Display Qptions

|4 4 Page: Elofl? » M

Analyze by: @
| Substance Role v| O 1. 1260101-12-9 0 2. 1260101-08-3 Q 0 3. 1260101-01-6
Properties 228 - - - §
Preparation 199 1260101-11-8 1260101-07-2 1260101-00-5 »
C‘H!, H4U NS 06 u C?E HG{) Nll 06 Th CEU H64 N& 014 u Q
Uses 187 "
T CL
o o
Process 169 y
Sshde
Reactant or Reagent 126 @/\ . JQ -~
e ——— 7~ : Cf [ ,'@
Analytical Study 118 ,@/\ lL@\ o :
e E— o -
Formation, ' o .
Nonpreparative 111 N
e ]
o 14797-73-0 ,J::] 14797-73-0
Biclogical Stud 110
% Clo, “@ Clo,
|
Occurrence 99
e E—
; T
Miscellanegus a1 e i
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B o Hr/BRE T Bimikss

SUBSTANCES @

Analyze by: @

Get 1 Get Get Commercial &8 - T -1 Send to
References Reactions Sources ! = SciPlanner
Elements f @ ; oo . scipla
Sort by: | CAS Registry Number Display Options
s} by |
O
[ T ances Selectsd 4 4 Page: Df3 [
C 1. 1228647-06-0 R ) 2. 1228647-05-9 ) 3. 1228647-04-8 Q
: -1 [ -1 [ -1 [
H
[ Component Component Ratio Component Component Ratio Component Component Ratio
o} 22 o} 22 o} 22
M Zn 0.8 Zn 0.8 Zn 0.8
' : Cu 0.4 Cu 0.4 Cu 0.4
Fa Co 0.8 Co 0.8 Co 0.8
[ I Ba 2 Ba 2 Ba 2
5 Mn 0.8 Mn 0.6 Mn 0.4
I I Fe 11.2 Fe 11.4 Fe 11.6
Mn Ba.Co.Cu.Fe.Mn.0.Zn Ba.Co.Cu.Fe.Mn.OQ.Zn Ba.Co.Cu.Fe.Mn.O.Zn
[ I Barium cobalt copper iron manganese zinc oxide Barium cobalt copper iron manganese zinc oxide Barium cobalt copper iron manganese zinc oxide
(Ba,Cog s Cug Fey; sMng gZny §020) (Ba,Coy 5Culg sFey; Mg sZng ;022) (Ba,Cog 5Cuy sFey; $Mng 2Zng 5043)
Zn Experimental Properties Experimental Properties Experimental Properties
[ I
Cu L 4. 1228647-02-6 R L 5. 1072928-27-8 * L 6. 1072928-25-6 *
E— LB B B
Se Fu g
[ ] ]
Show More
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Explore v Saved Searches v SciPlanner

7 REFERENCES SUBSTANCES: MOLECULAR FORMULA @
-

Research Topic
Author Name
Company Name |

) Examples:
Document Identifier Ha5i04
Journal (C3HBO.C2HD)x
Patent

o SUBSTANCES

Chemical Structure

Markush

B wMolecular Formula [ |
Property

Substance Identifier

& REACTIONS

Reaction Structure
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— XFAECHIYIG, %8B HR

— XTECHM, C. HELERIH, HARK% I 7 BEF HES

— FRBHIPATe R Z 2T X, RO B 4%, A 207 oL, A4l LR 2SR
X I

- X KRNE

« U

- Wy iR —H YR 5 Aok S

— ARED Z B HEF LS o T E TR BT A, (H2 SCHn el EAS
CHIH I AT . F REARKIH S 73T

— M ANFEA R ETTEME, WEIXTRBEZ D, BEZHMERTE, AR,
W% R T8 2% U HES ] -
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SEHNEER

MR . REa®

QO SciFinder'

Explore v Saved Searches v SciPlanner

Substance Identifier "Dacltasvir " = substances (1)

B REFERENCES SUBSTANCES: MOLECU o SCiFiI].dBI“

Research Topic n
Author Name Explore v Saved Searches v SciPlanner — - =
Company Name Fe. Mn. Ni

Preferences | SdFinder Help

Document Identifier E‘(IZI'“OD‘I}ES: Molecular Formula "Fe . Mn . Ni" > substances (1095)
i
Journal (C3H80.C2H4] i
g Get Get Get Commerdial 4 - % -1 Send to
Patent SUBSTANCES © References Reactions " Sources % Tools ’— SciPlanner
Tags W Refime Sortby: CAS Registry Number - ¥ Display Options
[T~ | 00F 1095 substances Selected M dpace: 1 of73 b M
# SUBSTANCES Analyze by: © of ubstances Sele
ool Lo Substance Role d O 1. 1850365-63-7 O 2. 1835656-90-0 O 3. 1835656-89-7 2
Uses 649 ” m ” |Jq ” |(‘q
e
Properties 634 [« [« Percent Component Component Percent Component Component Percent
o — .
Fe a0 Fe 92 Fe a1
IMSS:I:423I o i 1 £ Bl i
Preparation 76 i B Mn 01 Mn 01
e — |
Reactant or Reagent 9 Fe . Mn . Ni Fe . Mn . Ni Fe.Mn. Ni
e — | Iron alloy, base, Fe 80,Mn 16,Ni 5 Iron alloy, base, Fe 92,Mi 8.3,Mn 0.1 Iron alloy, base, Fe 91,Mi 8.4,Mn 0.1
Miscellaneous 3
O 4. 1821204-28-1 2 [ 5. 1818872-06-8 2 O 6. 1816304-50-3 2
Analytical Study 4
——————— & B 4B
Occurrence 2 »
e [« Percent Component Component Percent Q e Y Component Percent
Biological Study 1 Mn 60 Fe 63 | Click to view detail 72
Ni 25 Ni 85 Mi 25
Formation, Fe 15 M ns Mn 28
Nonpreparative 1 |
;

G SR IE 2
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SEHNEER

eSS

e BETHEE

SUBSTANCES @

Analyze | Refine

CHOSNFPCIBF
<

- - g

Scale 100

Get Get
References Reactions

Sort by: [ CAS Registry Number R4

- 0 of 205650 Substances Selected

Get Commercial
* Sources

€ Tools ~

sample Analysis: @
Substance Role v ) 1. 2078047-46-6 ) 2. 2077985-45-4 %

A Create KeepMe o Sendta
Posted Alert #_ sciPlanner

Display Options

Fa113 p M

1 4 Pace:

L) 3. 2077985-44-3 Q L 4. 2077962-09-3 <

Uses 214737 | o B < B B
Properties Comy Component Percent Component  Component Percent Compon 2 Percent Comy Component Percent
Fe 67 Fe ag Fe % Fe 75
Process cr 20 Mn 0.7 Ni 22 cr 12
[ —
Ni 5.4 Ni 0.6 Mn 1.3 Ni 3.8
Preparation 21757
Mo 5.3 c 0.1 si 0.3 Mn 12
Reactant or Reagent = 355 Mn L6 si 0.1 si 0.8
Ta 0.3 Fe.Mn.Ni.Si c 0.4
Miscellaneous =182 C.Fe.Mn.Ni.S INDEX NAME NOT YET ASSIGNED
Cr.Fe.Mn.Mo.Ni.Ta INDEX NAME NOT YET ASSIGNED C.Cr.Fe.Mn.Ni.Si
Analytical Study 2123 INDEX NAME NOT YET ASSIGNED INDEX NAME NOT YET ASSIGNED
Biological Study =112
0 5. 2077962-06-0 @ U 6. 2077946-90-6 U 7. 2077930-92-6 O 8. 2077913-93-8
Formation, 2} B [ &%
~1 ~1 (% ~1 [ ~1 [
Nonpreparative =22 “q P} |ﬁ P}
Component Component Percent Component Component Percent Component Component Percent Component  Component Percent
Occurrence =21
Fe 74 Fe 93- 9 Fe 97 Fe 50 - 82
cr 18 Hi 2.8-35 cr 12 cr 16- 18
Mn 5.4 cr 1-15 Mn 0.8 Ni 25-6
Ni 1 Mn 03-05 c 0.2 cu 0-3.5
Si 0.7 Mo 0-0.5 Cu 0.2 Mo 0-3.5
c 0.4 c 03-04 Mo 0.2 w 0-35
Si 0.2-0.4 si 0.2 Mn 0-2
C.Cr.Fe.Mn.Ni.Si cu 0-0.3 Ni 0.1 Co 0-15
INDEX NAME NOT YET ASSIGNED Si 0-05
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#@Jﬁ* L‘L/?\_én A
* REFERENCES SUBSTANCES: CHEMICAL STRUCTURE @
|
Resaarch Topic
Author Name _
Company Name Structure Editor:
Document Identifier Java Mon-Java Search Type:
Journal Exact Structure
Patent ®  Substructurs
Ta0s Similarity
Click to Edit
& SUBSTANCES
Show predision analysis
B |Chemical Structure | P ¥
Markush
Malecular Formula
Property @ ChemDraw
substance Toentifier Import CXF Launch a SciFinder substance or 13
& REACTIONS
Reaction Structure Search
= Advanced Search  # Always Show
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¢ Structure Editor

LRI N YIHRTRE

TERERE . .- “n” }C@ —— - 1 Ot
o - — E . () Reaction
TEEE | gl | mHEE | Qe
= — REFIENTHE
[m=mmTe al T
M L E.[Qﬁl%]—iﬁ%lg\-
X L - ﬁJ +-
‘;FI = . | R TE
EETE - -
- = L zemETAE
| IhpiE TR p——e— =
P (8] JRFETR |
T E mEEE TR IR FRISEE Eh:;:"tti“‘
IE%? @ Substructure
AT EANEE , RSKIEY , FHREREN TH |, o=
E n ' || Ofiwitriey
CEFIRERETAR c im O S NPC B F | S acalgion || —
== - - 5 & =
iy Z T - Hoib
©0°oU . T mmR, AT E
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VIR ——BHRE e R

“ Structure Editor

L= Irar | —) By
E0mx<xBaarCQE 47 | Drawing Editor:
. 3 Structure
/ l L‘Lx) Drag the lasso around a structure to select it.
() Reaction
Atom  snort ”~
] Marlush
e, O Marls

L (HA—F45Ha, (£

5
[] &
L 2, = o VAT T
~ IR IER R LIS ZRE
~a Bu-t Zort4jgpbA EEY
] ‘ o N
b F
OQ si \ ‘ ¢ Structure Editor
Ni 1 1§ O <BR A CQF @ | brasing Editer:
¢- g,; cl F——p—F |7 P @® Structure
‘ , (£} Draw or change atoms or bands. Shorteut Keys )
& o I Get substancell () Reaction
that match Atom  snort A1 O Marleush
P\ F your query » X
us1ng: X -R §
LBU Bu-t @® Fxact searcH r /BU t
el &) 2 .
> imilari [l ~
: | ") o |~ @ | o
c C/H O S NPCEB F I Si Scalefs0 | | N
~ g == Tl Pl N ;
(0|0 oo it . |
BEFy  CozHygHEPp . Wi . CLH (query) |sa.so . 395.55 . 58.69 . 36.46 [+] / I
et subdtamces
ﬂ d P F that match
o oo
\ using:
t-Bu Bu-t @ Exact search
s s
B
P | 5 ™ () Sinilarity
——
c c|H 08 N PCIBF I Si Scaldlisn |
—— :
(7l Bz === =l uf £ :
~] = 0|00 o BiH
BTy . Cpg Mgg CLH i P (query) Isa B0 . 459,69 |
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SUBSTANCES @

Analyza | Refina

Analyze by: @

|Substance Fale L

IF'reparatiu::-n 1I

IF'r-::pertiEE 1I

IReactant or Reagent 1I
Show More

|-\. Get Get 3. Get Commercial
» References ‘ Reactions rﬁ'ourcs

Sort by: [ CAS Registry Mumiber v| ¥

T 0Dof 1 Substance Sekeced

1. 1136166-99-8 %

1 bl *

j';: Toaols =

1136166-98-7
Co; Heg C N Ni P,

=

CpHy CINNiP,.BF,

Mickel{1+), [2.&-bis[[bis(1,1-dimethylethyl)phosphino-k & methyllpyridine-kA]

chlore-, {58-4-3)-, tetrafluorcborate(1-} (1:1)
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LELAINTER

V Structure Editor

ﬁ_"-ﬂrﬁnn_; Far~@eo Q [ @ Drawing Editor:
f ’ (‘?' Sedect and draw struchures with templates. ) Sirgchure
| P " 0 Reaction
1% ¥, 0 Markush
-I. 'FI.
], <,
-
¢ 3
o Get substances that match your
@ 9 queTy Lsing:
0 Exact search
2 Shmilarity seanch
-
I 1 '
[s | l[c/h o s N PdErF IS
L 5 Dlmm.  =asss
i S |EC' o on
[ CasHyz02 s3E
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Y| AEN

LA STER

-

0 of 23824 Substances Selected

L1, 487-26-3 2 L 2. 17002-31-2 2
k] "'?—| ‘ -63 # -2 ﬂ-:—| ‘ -4 ih
0 (
£
o O
Absolute stereochemistry, Rotation (-
C15 Hj_z 02 10, Q,
44-1-Benzopyran-4-one, 2, 3-dihydro-2-phanyl- CisH; 04 146136910
» Key Physical Properties 441-Benzopyran-d-one, 2,3dih ., & .o & |=_Hf_§
Regulatory Information v Key Physical Properties R -L’ ~
Spectra Experimantal Proparties T
Experimental Properties A o
P D\‘[ J:
e P o
CX T
a
C.o H, D, O,

44 1-Bereopyran-4-one, 2,3-dilydro-2-{phenyl- o) (9CI)

Specira
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N AN

281, 123251-10-5 2

P T

IJ

) 295, 780723-19-5 2

Cli" H 16 DE

441-Benzopyran-3one, 2,3-dihydro-6, 8-dimethyl

+ Key Physical Properties
Exparimental Properties

2H-1-Banzopyran-3,4-diong, 2-phenyl-, |

L 284 136116-23-9 4

a ’I *E.I ﬂ(%fﬁ

CigHy, 04
lhtNaphthu[z 1-Apyran-1-one, 2,3-dihydro-3-(3-hydrosyphenyl -
v Key Physical Properties
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Refine
Refine by: &

@ Chemical Structure

) Isotope-Containing

(Z) Metal-Containing

2 Commercial Availability

) Property Availability

) Property Value

Z) Reference Availability
Atom Attachment

Chemical Structure:

. |

=]

Click image to change structure or
view detail
Search type: Substructure

IR REES

RAIRTE

Y,

FEHIRBIRPRTE

&’ Structure Editor

TR O < Bn e

/4@

'} Click an atom to block substitution.

=

o

O S N PC B F
= - -
o

Scale o0 =]

Get substances
that match

your query

using:

() Exact search
(@ Substructure
~ search

Similarity
search

Ci5 Hip Oz (guery)
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Structure Editor:

Java Non-Java

o,

o

Click image to change
structure or view detail,
Sezrch type: Substructure

Only retrieve substances
that:

# Have refarences

2 Are commercially
available

# Are z single component

= Are in spedfic substance
classes

! Are in spedfic types of
studies

Refine

T RS RAVIRTE

Get Commercial

[ Get ‘, Get
— References Reactions Sources

Eort by: | Relevance v | “’

T D of 13826 Substances Selectad

ﬁ Tools =

4451-Benzopyran-4-ong, 2, 3-dibydro-2-phanyl-

» Key Physical Properties
Regulatory Information

Spectra

Experimantal Properties

) 4. 1p4550-32-5 2

3 ""_-!

L1, 487-26-3 @ 2. 17002-31-2 2
o A ek ) A B
AN ™
S
0 0
Absolute stereochemistry., Rotation (-).
CLSlenz

CysHy; 0y _
44-1-Benzopyran-4-one, 2,3-dihydro-2-phenyl-, (25)-

+ Key Physical Properties
Experimental Properties

) 5. 79524-43-5 4

2 ""]
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¢ structure Editor

=

M,

L

Atom
e

-X

5'

r=

-

® » 2

K &0

-~
a
=2

b s~ E o

/ | i @ Draw or change atoms or bonds,

Q [w] @

Shortcut Keys

Short

(0&3}80@9@7%2‘:

MH

HS

COOH

s

-

Drawing Editor:
®) Structure
) Reaction

) Markush

Get substances that
match your query
using:

) Exactsearch
() Substructure ssarch

® Similarity search
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RIS RER

Select All Deselect All

0 of 6 Similarity Candidates Selected Substances

= 99 (most similar) 0

95-98 0

90-94 0
=] 85-89 11
[ 80-84 34
o PR , ARHUETERS | SEHTRARIL :
O 70-74 =) 2=, =13 267
] 65-69 696
u 0-64 (least similar) 1818

Score. 88

Ll 1. 885518-94-5 Q

AEZR

4

w1 [95) ‘IQ w5 &

RN

M

OH
OH

CE HE "2 03
1 A-Indazole-3-carboxylic acid, S-hydroxy-

+ Key Physical Properties

Score!” 8o

- 5. 858227-12-0

PREMNEZH

W |

b
7 &

a1 &Y

C'EI HE H?_ DZ
1A Indazole-3-carboxylic acid, 6-methyl-

» Key Physical Properties

Scare: 65

L 541. 1100422-

s | HAESRERE

Ci;sHgFN, O,
1H-Benz[glindazole-3-carboxylic acid, 8-fluoro-1-
methyl-

» Key Physical Properties
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has been here proved that induction of Heat shock 70 kDa pretein 1A/1B by administration of cne of these inducer compds. has
antithrombetic effects without accelerating or altering bleeding time.

2. Preparation of new imidazopyrimidine derivatives as negative allosteric modulators of metabotropic glutamate receptor subtype 2 (mGlu2 &
receptor) '
Q, Quick View PATENTPAK ™ ~ o

By Urashima, Kuniko; Toje, Kengo; Koike, Shoko; Masumoto, Shuji -
From Jpn. Kokai Tokkyo Koho (2016), JP 2016132660 A 20160725, | Language: Japaness, Databass: CAPLUS
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* Overview
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1.1 S:CH,Cl,, 20-120 min, rt
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~ Experimental Procedure
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Notes
Reactants: 2, Solvents: 1, Steps: 1, Stages: 1, Most stages in any cne step: 1
References

Indole Synthesis via Rhodium Catalyzed Oxidative Coupling of Acetanilides and Internal
Alkynes

Q Quick View [ Cther Sources

By Stuart, David R. et al

From Journal of the American Chemical Society, 130{49), 16474-16475; 2008

J A C S Represenative procedure for the preparation of acetanilides: Aniline (10.1 mL, 109.7 mmol, 1 eq) was added to a round-bottom flask via syringe and fitted

Al B with a rubber septum. The flask was purged with argon and dry DCM (300 mL, 0.4 M) was added. Acetic anhydride (12.5 mL, 132.2 mmol, 1.2 eq) was added and
the reaction was stirred at room temperature and monitored by TLC. Upon completion (generally a couple of hours, but as short as 20 minutes) the reaction mixture
was washed with a saturated scluticn of sodium carbonate, the organic layers dried with MgS0, and the solvent removed under reduced pressure. The product was
obtained in quantitative yield (14.8 g). In most cases analytically pure acetanilides can be obtained after extraction however if necessary purification by flash
chromatography with ethyl acetate/pet. ether was used (see below for specific conditions). Acetanilide (1a): The above procedure was followed to afford the
product in quantitative yield. This compound can also be purchased from commercial sources (CAS: 103-84-4). *H NMR (400 MHz, CDCl,, 293 K): 3 7.50 (d, 7=
7.8 Hz, 2H), 7.32 (t, 7= 7.9 Hz, 2H), 7.10 (t, 7= 7.4 Hz, 1H), 2.17 (s, 3H). The signal for the exchangeable NH does not appear in the spectrum.
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2 Steps Hover over any structure for more options.

2.2 S:CH,Cl,, -78°C; 2 h, -78°C

AW

. . _ > EAFHBL

o™ Expefimental Procedure: F&AI 1] DAMHAS B 4

o > 4025 ) Supporting Information £ ?

method shown, Reactants: 2, Reagents: 5, Catalysts: 1, Solvents: 2, S

30 min, -78°C; -78°C — rt Most stages in any one step: 4

~ Experimental Procedure

-

Step 1

General Procedure for the Sonogashira Coupling.®**** Compounds 6a *' and 16 * were synthesized according to literature procedures. Aryl halide 6a or 16
(9.21 mmel) in n-butylamine (6.4 mL) was placed in a flame-dried round-BotoMEd Tack under an argen atmosphere. A mixture of terminal alkynes 7, 25, 26, or
27 (9.21 mmel} in n-butylamine (10 mL) and Pd(Ph;), (5% or 3%) was added, with the optional addition of Cul (3%) where appropriate. The mi

for 21 h at 98 °C and poured intoH,0(80 mL). The product was extracted with EtOAc (3 = 80 mL). The combined organic layers were washed with brine, dried over
anhydrous Na,S0,, and evaporated under reduced pressure. The crude product was purified by silica gel column chromatography (EtOAc/hexanes, 10-50%). 3-
[2.5-Bis{methoxymethoxylphenyliprop-2-yn-1-of° (8). Yield 96%; colorless oil. IR (KBr) v, 3310, 2230 cmt; *H NMR (CDCl;, 400 MHz) & 3.46 (3H, s, H-4b),
3.51 (3H, s, H-1b), 4.51 (2H, 5, H-1a), 5.09 (2H, s, H-4a), 5.17 (2H, s, H-1a), 6.95 (1H, dd, 7= 9 and 3.0 Hz, H-5), 7.03 (1H, d, 7= 9.0 Hz, H-6), 7.10 (1H, d, 7=
3.0 Hz, H-3); 1*C NMR (€DCl,, 100 MHz) & 51.81 (C-9), 56.05 (C-4b), 56.38 (C-1b), 81.74 (C-7), 91.56 (C-8), 95.14 (C-4a), 95.88 (C-4b), 114.19 (C-2), 117.13 (C-
5), 118.50 (C-3), 121.20 (C-6), 151.95 (C-4), 153.06 (C-1); HRESIMS /m/z 275.0000 [M + Nal* (calcd for C,;H, ;05 275.0896).

Step 2

Generation of the Key Aldehyde.'” Oxalyl chloride (272.3 4L, 3.12 mmol) in dry CH,Cl, (9 mL) was added to a stirred solution of DMS0 (332 4L, 4.68 mmol) in
dry CH,Cl, (1.5 mL) under an argon atmosphere at -78 °C. The mixture was stirred for 15 min, and the alcohol 8 (393.5 mg, 1.56 mmol} or alcohel 17 (300 mg,
1.56 mmel) in dry CH,Cl, (12 mL) was added dropwise (Note: Swern oxidation could be scaled-up to 1.56 mmol of starting material). After the starting material had
been consumed (nearly 2 h), EGN (1.88 mL, 7.8 mmol) was added. The reaction mixture was stirred at -78 °C for a further 30 min and was allowed to warm to rt
and quenched with saturated NH.Cl and H,0, and the mixture was stirred for 30 min. The organic phase was decanted off, and the aqueous layer was extracted
with CH,Cl; (3 x 30 mL). The combined organic layers were washed with brine, dried over anhydrous Na,S0,, and evaporated under reduced pressure. 3-/2 5-
Bis{methoxymethoxy)phenyijprop-2-ynal (9). Yield 91%; colorless oil. IR (KBr) v, ., 1660, 2194 cm?; *H NMR (CDCl,, 400 MHz) 3 3.46 (3H, s, H-4b), 3.51 (3H, s,
H-1b), 5.10 (2H, s, H-4a), 5.21 (2H, s, H-1a), 7.08 (1H, dd, 7= 9.2 and 1.2 Hz, H-6), 7.12 (1H, dd, 7= 9.1 and 2.2 Hz, H-5), 7.22 (1H, dd, 7= 2.2 and 1.3 Hz, H-
3), 0.4 (1H, 5, H-0); C NMR (CDCl,, 100 MHz) & 56.18 (C-4b), 56.54 (C-1b), 92.05 (C-8), 92.27 (C-7), 95.22 (C-4a), 05.58 (C-1a), 110.70 (C-2), 116.72 (C-6),
122.0 (C-5), 122.09 (C-3), 151.85 (C-4), 154.88 (C-1), 176.92 (C-9); HRESIMS m/z 273.0741 [M + Na]” (calcd for C, H, 0, 273.0739).

Al e RA K.

o + OH g =g
‘\0 /ﬂ\o YOy 174 > N
> IR 4
Y R—
- Overview
Steps/Stages Notes
1.1 C:Pd(PPh;),, S:BuNH,, 21 h, 100°C 1) key step, alternate catalyst concentration, catalyst (Cul) and temper)
2.1 R:DMSO, R:Cl(0=)CC(=0)Cl, S:CH,Cl,, 15 min, -78°C yield, Senogashira coupling, 2) key intermediate, Swern oxidation, scal

1 I
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MethodsNow

A New Method for Synthesis of Nolatrexed Dihydrochloride

By Zhao, Xueging; Li, Fei; Zhuang, Weiping; Xue, Xiaowen; Lian, Yuanyang; Fan, Jianhui; Fang, Dongsheng

From Organic Process Research & Development, 14(2), 346-350; 2010
Published by American Chemical Society

Reaction Steps E

Br
0
+
NH
~105 &¥
Br
O/CHz
NH;
-0 &¥

CH; — Q4

-0l Products

Reactants

Reagents

Solvents

Procedure

Scale

1H NMR

IR

Benzoic acid, 6-aming-2-bromao-3-methyl-, mathyl ester, 84%, CAS RN: 147149-88-0

14Indole-2,3-dione, 4-bromo-5-methyl-, CAS RN: 147149-84-6
Methanol, CAS RN: 67-56-1

Potassium parsulfate, CAS RM: 7727-21-1
Sodium meathoxide, CAS RN: 124-41-4
Hydrochloric acid, CAS RM: 7647-01-0
Sodium dithionite, CAS RN: 7775-14-6

Methanal, CAS RN: 67-56-1
Water, CAS RN: 7732-18-5

1. Add sodium methaxide (22.6%, 4.80 kg, 20.1 mol) to 2 mixturs of 4-bromo-S-methylisatin (6.67 mal) and
anhydrous mathanol (6.70 L).

Add K,5,0, (1.90 kg, 7.03 mal) to the mixture in parts 10°C with an ice-water bath.

Aftar addition the reactant mixturs turns yellow, continue the stirring for 1 hour at room temperaturs,
Adjust the reaction mixture to pH 8-9 with agueous 36% HCI (1.24 L) 15 °C.

Destroy the excessive K;5,0, by agusous 5% Na,S,0, solution (450 mL).

Aftar rotary evaporation undar a reduced prassure at 55 °C, Leave & brown liguid.

Mix the mixture with CH.Cl, (6 L) and H.O (4 L).

Separate the organic phase.

Extract the agueous phase with CH,Cl; (4 L).

10. Dry the combined organic phases over Na,50,.

11. Concentrate the combined organic phasss with 2 rotavapor.

12. Distill the resulted brown liquid under high vacuum.

e L o

milligram

CDCly: .28 (5, 3 H, Ar-CH,), 3.91 (5, 3 H, -OCH,), 4.26 (br 5, 2 H, NH,), 6.54 (d, 7= 8.2 Hz, 1 H, Ar-H),
7.00 (d, 7= 8.2 Hz, 1 H, Ar-H).

KBr aml: 03472, 3382, 2953, 2924, 1716, 1622, 1480, 1277, 816.
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¢ Structure Editor R-group Definitions

Mg e O i E e

Rl1|( R2 || R3 || R4 || R5 || R6 || R7 || RB || R9 ([ R10 }

/ i (;;r/\ Draw or change atoms or bonds.

Atom  Ehort
N R R1= |05

*
Il
=]

¥ Atoms

Li || Be BIIC||MN|JOC | F ||Ne
Na | Mg Al || Si S Q| Ar
Rbo|| Sr|| Y |[Zr|/ND| Mo Tc ||Ru ||Rh||Pd | Ag |/Cd| In|/5n| Sb|| Te || I ||Xe

\ Cs|(Ba| ° |Hf||Ta| W [|Re||Os || Ir || Pt || Au [|Hg|| TI || Pb || Bi || Po || At || Rn
>_H Fri Rz *

La||Ce || Pr ||Nd ||Pm ||Sm || Eu || Gd || Tb || Dy || Ho || Er || Tm || Yi» || Lu
Ac||Th | Pa|l U ||Np || Pu|/Am | Cm | Bk || Cf | Es||Fm| Md | No| Lr

$'

]
¥ 0 8 .2,

e o 2
@ oo

» Variables

» Shortcuts

S N P Cl Br F r—

c o
/R “z |:|=§ = = b= —
ij 0 Oujo (*

Formula is not available .
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¢ structure Editor ¥ | Any halogen
" - Any metal
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: . Drawing Editor: A .I'-"ul'l‘rf atom e:-c-:ept H
/ ' @ Drag the reaction arrow to specify reaction direction. © Structure
At e @® Reaction Q Any atom except Cor H
om 0 rFe h
e = Markush Ak | Any carbon chain
Y Cy | Any cycle
[] & Ch | &ny carbocycle
" Hy | Any heterocycle
ha N N\
O e H—w — >
b R1
¥ % "
product
reactant
& 2
Get reactions where the
. 'd structure(s) are:
] ) Variable only at the specified
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(@ Substructures of more complex
1)_’:" 37 structures
%30? -
o J »
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658062-48-7
[

> ‘ klr\
T R oS s
Analyze | Refine Group by: | Mo Grouping ¥ | Sort by: | Accession Number R
Mo Grouping
il Docurnent Salected
Analyze by: @
Catalyst A ! 1. View Reaction Detail @® Link A Similar Reactions
Cul 28 Single Step Hover over any structure for more options.
[ ]
312696-09-6 17
[ ] S
AgNO, 17 YVM
| | W\I + ‘
{MeOCH,CH,),0 16 N
| I ] Y
83%
Nal | 15 ik
1905414-33-6 14
' ' ' - Overview
FDBrz | 11| Steps/Stages Notes
Me, SiCH,MgCl 10 1.1 R:LiO-Bu-£ C:1905414-33-6, S:Dioxane, 16 h, 100°C catalyst prepared and used, screw cap tube used,
' I ' 1.2 S:H,0, rt Reactants: 2, Reagents: 2, Catalysts: 1, Solvents:
Ph.P{CH;);PPh; 10 1.3 R:HCl, 5:H,0, neutralized one step: 3
[ I ]
References
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I

1. View Reaction Detail @& Link

k. View Reaction Detail @@ Link
Single Step Hover over any struciure for more oolions

ISingle Step Hover aver any structure far more oobions.

Sl P

6. View Reaction Detail @@ Link

I
I

o4, View Reaction Detail @@ Link
Single Step Sover over any strudiure far more opians.,

Single Step Hover over any structure for more oplions.
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For R R

1). SRS NI BT, SR 5 BRI R N SO S OvE, - 75 B 3R 45 R 4R 1
2). SSIRBU=MIVIIT, R )5 FRERIUCHAE N = VI N, 13 2R R4 R 4R 2.

3). I RIS ER

ISUBSTRNCES: CHEMICAL STRUCTURE @ I

Structure Editor:
Java Non-Java Search Type:
HO ®  Bxact Structure
Substructure
Similarity
Show precision analysis
Click image to change structure or . -
view detail. @ ChiamDraw
Launch a SciFinder substa
Import CXF More

Bl ¥ 1of52 ubstances Selected
Y 1. 1445-01-6 *
~3499 j i ~s0 &%
H
s
Absolute sterecchemistry.,Rotation (-).
Cl H].ﬂ o

Benzenemethanol, a-methyl-, (a5)-

Get Reactions

Retrieve reactions for:

All substances
® Selected substances

Limit results by reaction role:

Product

1®) Reactant
Reagent
Reactant or reagent
Catalyst
Solvent
Any role

+ Key Physical Properties

Regulatory Information

Spectra Get Cancel
Experimental Properties
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For 2R

1). SRS NI BT, SR 5 BRI R N SO S OvE, - 75 B 3R 45 R 4R 1
2). SSIRBU=MIVIIT, R )5 FRERIUCHAE N = VI N, 13 2R R4 R 4R 2.

3). MG R LR

UBSTANCES: CHEMICAL STRUCTURE @ - .
(=] 1 of 54 Substances Selected Get Reactions
) 1. 1517-69-7 & Retrieve reactions for:
Structure Editor:
Java Mon-Java Search Type: ~3m31 4 * os B¥ All substances
on %  Exact Structure = Selected substances
B Substructure OH
: Similarity - Limit results by reaction role:
= Product
Show precision analysis R Reactant
Reagent
Reactant or reagent
Click image to change structure or ) . Catalyst
view detail, @ ChemDraw' Sow;t
Launch a SciFinder substd Absolute stereochemistry.,Rotation (+). Ay rol
Import CXF ¥ role
CgHyp O
Banzenemethanal, a-methyl-, (ak)-
» Key Physical Properties Cancd
o Lo Il e
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Ences (52) = get reactions (7938)

Get - - -1 Send to
g References %ka ’_ SciPlanner
Group by: | No Grou Find Additicnal Reactions ¥ Display Options
|- ) |4 4 Page: - of 530 p M
0of79 Combine Answer Sets

[ 1. View Re:

4 Steps Hover over any structure for more options.

H
NH, q\
)\/ﬁ\ s . AN JI PN . NHe . e
@77y Combine )
S Answer Sets Combine Answer Sets
=™ 20of50 Reaction & Select an option for combining the two selected saved answer sets:
< 2 (4185)
=7 @ Combine Include all reactions from both sets
Chemical Structure 4
7 1(7938) @ Intersect Include only reactions that appear in both sets
1L 0 )
EEW S () Exclude Include only answers from 2
Lhemical >Iruciure 4 that are notin 1
2 (3888)
e e @ Exclude Include only answers from 1
that are notin 2
1(9519)
Chemical Structure 4
. . | Combine Answer Sets | Cancel
Fi2 (172)
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Get 3 - -1 Send to
References 5(' Tools ﬁ_ SciPlanner
Group by: Zart by: | Accession Number R Display Options
L™ | 0 of 27 Reactions Selected M 4 page: 1 Jof2 b M

1. View Reaction Detail @® Link

Single Step Hover over any structure for more options.

H OH
< R
S
100%
G
-3 "
& ~100 &¥
- Overview
Steps/Stages Notes
1.1 S:H,0, 5:M( B |, 360 h, 30°C biotransformation, ee=92%, resting cells of the yeast C. albicans used, stereoselective,

Reactants: 1, Solvents: 2, Steps: 1, Stages: 1, Most stages in any one step: 1

Q

References

Deracemization of 1-phenylethanol via tandem biocatalytic oxidation and reduction
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Get Get Get Commercial % Tools +
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» REFERENCES SUBSTANCES: SUBSTANCE IDENTIFIER @ References Reactions Sou
Research Topic Sort by: |CJ‘-\S Registry Mumber Vl #
Author Name £=g L] ™ 0of1 Substance Selected
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Sample Analysis: @

Reagent V| [ 1. view Reaction Detail @® Link

HOCH,CH.OH Single Step Hover over any structure for more options.

HCl = 6993
E——— o=Cc=N N=C=0 PN o P
EEN = 5713 + /\Ej\ + "N A + «©><©~,, .&/Cl
e
w b - &

pCc = 5143 —— ok ;
s — -

I [1 22336. View Reaction Detail @ Link

3 Steps Hover over any structure for more gptions.

 Overview
H, = 3069 Steps/Stagq
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s E——— 1.2 80°C

Show More
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Analyze Refine

Analyze by: @

| Reagent W |
NaM, 23
[ ]
DCC 17
[ ]
NaOH 17
[ ]
EE,N 16
[ ]
(NH.).5,0, 12
[ I ]
NH, 11
[ T ]
NH,CI 11
[ I ]
MeOH 10
[ I ]
25190-89-0 8
[ I ]
2004-82-4 8
[ I ]

Show More

Group by: [No G v|  Sort by: [Relevance v ¥

Ol-

0 of 156 Reactions Selected
[J 1. View Reaction Detail ® Link

Single Step Hover over any structure for more options.

o
OH—P\/D—]—H + ch
n

Display Options

4 4 Page: -1. of11 b M

MMAZ] 5 [ PEG

— 5 n
) B (4]
[ 3. View Reaction Detail @® Link jj: HR q:@
Single Step Hover over any structure for more options. P M IVI Ain P E G Za ZR
~ Overview
Steps/ Staq
1.1 R:NaOH ) r -| ) O
1.2 R:Phenof OH L o Jn " + CHy — A. D‘\CH;
a7 ¥ © o

~67 k’

~ Overview
Steps/Stages

1.1 C:(PhCO,),, S:CH,CL,, 6 h, 80°C

Notes

thermal, Reactants: 2, Catalysts: 1, Solvents: 1, Steps: 1, Stages: 1, Most stages in any
one step: 1

References

Chemistry modification of PMMA-g-PEG copolymer
Q, Quick View [ Other Sources

By Rosa, Juliana dos Santos et al

From Macromolecular Sympasia, 343(1), 78-87; 2014
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Roxithromycin (5)
(+)-Cycloserine (1)
(+)-Ethambutal (1)
Ambroxcl hydrochloride (1)

4-Aminosalicylic acid (1)

| BRED
~ Matrix fl:@\ %Fﬁ\

Bload plasi 1.7?5%%%1&':

~ Method Category

Active Pharmaceurical
Ingredient and Metabalite
Analysis (3]

Toxin Assay (1)

~ Technique

HPLC-tandem mass
spectrometry (3)
Atmospheric precipitation
(1)
Electrospray ionization
tandem mass
spectrometry (1)

High-performance liguid

= ijj_;g * SRk

Analysis of Roxithromycin in Blood plasma by HPLC-tandem mass spectrometry
CAS MN: 1-101-CAS-1241367

View Details & Instructions € EEH;%EEI% (30 Add to Compare

Analyte
Matrix

Other Marerials

Methaod

ategory
Technique
Equipment Used

Source

Raxithramycin; Ambroxel hydrochloride

J3iEXIE

Elood plasma

N

Reagent Methanol; Acetonitrile; Ammonium acetate; Heparin

Material: Ty analytical column (150 mm x 4.6 mm, 5 pm)

Active Pharmaceutical Ingredient and Metabaolite Analysis

HPLC-tandem mass spectrametry
LE-MS/MS system; LC pump; Autosampler; Triple-quadrupole tandem mass specrometer

Simultaneous determination and pharmacokinetic study of roxithremycin and ambroxal
hydrochloride in human plasma by LC-M5S/MS

Hang, Tai-jun; Zhang, Meng; Song, Min; Shen, Jian-ping; Zhang, Yin-di
Clinica Chimica Acta (2007), 382 (1-2), 20-24. Elsevier Ltd.

Daocument Sources

PN
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Method Detail o5

CAS MN: 1-101-CAS-67878
Fluorescence; HPLC

Technique:

N

Roxithromycin
Blood plasma
Column, 125 x 4.6 mm i.d. LiChrospher RP-18e

SPE Bakerbond cartridges, C18

Method Category:  Active Pharmaceutical Ingredient and Metabolite Analysis

Analysis of Roxithromycin in Blood plasma by HPLC

SLRR L

MEMER

Role
analyte
matrix
material

material

IR

Equipment Used
HPLC system, HP 1100, Hewlett-Packard, Waldbronn, Germany
Autosampler, G1313A

Conditions

Chromatographic

HPLC : mobile phase : 700 ml of acetonitrile + 300 ml of a 0.03 mal/l
column oven : at 40 °C, fluorescence detector excitation wavelength

Instructions I

Source

Determination of roxithromycin in human plasma by HPLC with fluorescence and UV absorbance detection: Application to a pharmacokinetic study
Glowka, Franciszek K.; Karazniewicz-Lada, Marta

Journal of Chromatography B: Analytical Technologies in the Biomedical and Life Sciences (2007), 852 (1-2), 669 - 673. Elsevier B.V.

CODEN: JCBAAI  ISSN: 15700232 DOI: 10.1016/}.jchromb.2007.02.022

Document Sources

Abstract~

A selective HPLC method with fluorescence detection for the determination of roxithromycin (ROX) in human plasma was described. After solid-phase
extraction (SPE), ROX and erythromycin (internal standard, 1.5.) were derivatized by treatment with 9-fluorenylmethyl chloroformate (FMOC-CI). Optimal
resolution of fluorescence derivatives of ROX and |.5. was obtained during one anal. run using reversed phase, Cig column. The mobile phase was
composed of potassium dihydrogenphosphate solution, pH 7.5 and acetonitrile. Fluorescence of the compounds was measured at the maximum
excitation, 255 nm and emission, 313 nm, of ROX derivatives Validation parameters of the method were also established. After SPE, differences in
recoveries of ROX and erythromycin frem human plasma were observed The linear range of the standard curve of ROX in plasma was 0.5-10.0 mg/l. The
validated method was successfully applied for pharmacokinetic studies of ROX after administration of a single tablet of ROX.

Standards Preparation

Derivatization

HPLC

IV

g

from Merck.

1. Prepare stock solutions of roxithromycin (ROX) and erythromycin (1.5.) with 1 g/L, each in methanal
2. Prepare standard solutions: 5.0, 7.5,15.0, 20.0, 50.0, 75.0 and 100.0 mg/L of ROX and 200.0 mg/L of 1.5. in methanal.
3. Transfer the volume of 50 pl aliquots of the sample to a glass vial containing 0.5 mL blank human plasma.

Solid phase extraction procedure

1. Process the resulting plasma samples containing: 0.5, 0.75, 1.5, 2.0, 5.0, 7.5 and 10.0 mg/l of ROX and 20.0 mg/l of |.5.according to the SPE.
2. Add the volume of 0.5 ml of a phosphate buffer, pH 7.5 (prepared as a mixture of 83.2 ml of 1/15 M NaHPO4 and 14.8 ml 1/15 M KHzPQy).
3. Transfer the samples into C18 SPE Bakerbond cartridges {|.T. Baker Mallinckrodt Deventer, Holland).

4. Wash the absorbed analytes with water and elute with methanol.

5. Evaporate the organic liquid to dryness at 40 °C.

1. Dissolve the residue in 200 pL aliquets of acetonitrile and transfer the sample to a glass reaction vial.

2. Add & 100 pL aliquots of a 2.5 mg/L 9-fluorenylmethyl chloroformate (FMOC-CI] in acetonitrile and 100 pl aliquots of a phosphate buffer, pH 7.5.
3. Incubate the sample at 40 °C for 40 min.

4. Inject an aliquot 100 pl after derivatization, onto the chromatographic system.

Prepare the mobile phase by mixing 700 mL of acetonitrile with 200 ml of a 0.05 mal/L solution of potassium dihydrogenphosphate in water, adjust to
pH 7.5 with a 10% sodium hydroxide solution.

Determine ROX and 1.5. in human plasma in a chromatograph model HP 1100 (Hewlert-Packard, Waldbronn, Germany)

Ser ar a flow rate of quaternary pump ar 2 mLfmin, a column oven at 40 °C and a fluorescence detector model HP 1046A and G13 21 A-1100, aran
excitation wavelength (Ex) of 235 nm and emission wavelength (Em) of 315 nm.

Inject the samples (100 pl) using autosampler model G1313A,

Perform the separation on a 125 x 4.6 mm i.d. LiChrospher RP-18e column packed with 5 pm particles, with a guard column (LiChrospher RP-18e), bath
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Title

CAS Method Number

Method Category

Technigue

Analyte

Matrix

Analysis of Roxithromycin in Blood
plasma by HPLC-tandem mass

spectrometry

1-101-CAS-1241367

Active Pharmaceutical Ingredient and

Metabolite Analysis

HPLC-tandem mass spectrom

Roxithromycin; Ambroxol
hydrochloride

Blood plasma

1-101-CAS-67878

Analysis of Roxithromycin in Blood
plasma by HPLC

Active Pharmaceutical Ingredient and
Metabolite Analysis

2 3 9]

Analysis of Roxithromycin in Blood
plasma by High-performance liquid
chromatography-mass spectrometry

1-101-CAS-10378

Active Pharmaceutical Ingredient and
Metabaolite Analysis

Expand All

S
PDF3Z{4

Other Materials

Equipment Used

Conditions

Source

Preparation

Methanol; Acetonitrile; Ammonium
acetate; Heparin; Cyg analytical
column (150 mm x 4.6 mm, 5 um)

LC-MS/MS system, Thermo Finnigan,
San Jose, CA; LC pump, Surveyor,
Thermao Finnigan, San Jose, CA;

view Allv

Instrument: Column: Cyg analytical
column; column temperature: 30 °C;
mobile phase: mixture of methanol

View All v o

Simultaneous determination and
pharmacokinetic study of
roxithromycin and ambroxol

View All v

Collection of plasma samples

Column, 125 x 4.6 mm i.d.
LiChrospher RP-18e; SPE Bakerbond
cartridges, C18

HPLC system, HP 1100, Hewlett-
Packard, Waldbronn, Germany;
Autosampler, G1313A

Chromatographic: HPLC : mobile
phase : 700 ml of acetonitrile + 300 ml
of a 0.05 mol/L solution of potassium

View All v

Determination of roxithromycin in
human plasma by HPLC with
fluorescence and UV absorbance

View All v

Standards Preparation

Acetonitrile; Column (250 mm x 4.6
mm i.d., 5 pm)

HPLC, 1100, Agilent; Mass detector

Instrument: Detection- SIM mode.
Chromatographic: Injection volume-
20 pL; mobile phase- (75:25, v/v) of
View All v

Stochastic resonance is applied to
quantitative analysis for weak
chromatographic signal of

View All ~

Plasma samples
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From: CAS

Dear user.
To complete vour SciFinder registration, vou must click the link provided below. By clicking the link, you agree to all of the following terms and conditions:

I will not share my username and password with any other person.

I will search only for myself and not for others or other organizations.

I will not use any automated program or script for extracting or downloading CAS data, or any other systematic retrieval of data.

I may retain a maximum of 5,000 Records at any given time for personal use or to share within a Project team for the duration of the Project.

My organization's SciFinder License and the CAS Information Use Policies (http://www.cas.org/legal/infopolicy.html) apply to my use of SciFinder.
I will contact my SciFinder Key Contact if I have questions.

If yvou do not accept these terms and conditions, do not click the link and delete this e-mail message.

https://scifinder.cas.org/registration/completeR egistration html ?respKev=B8CB6727-86F3-F014-11E6-D312D80AC094

This link is valid for only one use and will expire within 48 hours.

If vou need assistance at any time, consult the key contact at your organization.

FIFFHAIE CAS RURB TR ( VEAS/ NIRRT - BNFZEH M )
FERRIREE. MR, ITRIMR SR E @cas.org IR
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QSaHnder ® ...Part of the process™

Registration for SciFinder® is Complete

You have successfully completed the registration process.

To sign in to SciFinder®, click the link below.

hitps i scifinder.cas oy sciinder

MEFMIN , BRscifinder.cas.orgFFafERASciFinder
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