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CASERESEMERINE—ATIRS

By: 1i, Yue; Shi, Lei; Chen, Mu-Wang; Feng, Guang-Shou; Zhou, Yong-Gui

1. Concise Redox Deracemization of Secondary and Tertiary Amines with a Tetrahydroisoquinoline Core via a Nonenzymatic Process

A concise deracemization of racemic secondary and tertiary amines with a tetrahydroisoguinoline core has been successfully realized by orchestrating a redox process consisted of N-
bromesuccinimide oxidn. and iridium-catalyzed asym. hydrogenation. This compatible redox combination enables one-pet, 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)Cl]> / (R)-SynPhos -

Ee: 86-98%

Indexing

Heterocyclic Compounds (One Hetere Atom) (Section27-17)

Concepts

Nonenzymatic Process

N-r NBS, Na;CO; "R’ Yield: 87~95%
R DCE, H, (500 psi) R
Racemate One-pot, Single-operation Chiral

Secondary & Tertiary Amines

Substances

Enantioselective synthesis Hydrogenation catalysts

Oxidation

stereoselective prepn. of tetrahydroisoguinoline derivs. via iridium-catalyzed
deracemization in presence of chiral phosphine ligands

Chiral ligands

stereoselective prepn. of tetrahydroisoquineline derivs. via iridium-catalyzed
fcbicalcbosebing linanzs

o (et e T e e Ty =N

12112-67-3 Dichlorobis(cyclooctadiene)diiridi
76180-55-4 A
133545-16-1 Q
445467-61-8 &
503538-68-9 (5)-SynPhos &

stereoselective prepn. of tetrahydroisoquinoline derivs. via iridium-catalyzed
deracemization in presence of chiral phosphine ligands

Catalyst use; Uses

QUICK LINKS
0 Tags, 0 Comments

SOURCE

Journal of the American
Chemical Society
Volume137

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_ LRI ER, ERETA LIRS
FBindex Term#R5 | SEAFRIERER A

s\E

FACAS RoletR5 | AP EEYRAYFAFT

Nt a divisign of the American Chemical Society.

}EHCAS RN*ZT?% | Hjjﬁﬁl:l:l E(Jig%ﬁ)yright 2016 Amgfican Chemical Society. All rights reserved.
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= CAST20155F2BI1FT, A& fpPatentPak™
» TRIITERERRASER

IR AR EFIBTRIATE]
» REEREMEFFHIXBEEFEER

6. Preparation of substituted nucleosides, nucleotides and analogs thereof as antiviral agents

Q, Quick View PATENTPAK ~

By Beigelman,

From PCT Int. Apy
Disclosed
phosphate,
methods of

atkina, Natalia

uage: English, Database: CAPLUS

B is substituted purine and pyrimidine nucleobase; dashed bond between R and R* is absent, then R is H, substituted
ch R® and R” are independently hydrogen or deuterium; R® is -OH or F; methods of synthesizing nucleotide analogs and
as a HCV infection with one or more nucleotide analogs. Thus, nuclectide II was prepd. and tested as antiviral agent and

Patent No. Kind Language
¢ W0 2016100441 Al English

Patent Family
B US 20160176511 Al English

medicament a hepatitis C virus.
I o
7. Process for preparation of sofosbuvir o HOw. )
Q, Guick View  PATENTPAK ™ )|\ o WO 2016/100441
By Li, Zebiao; Zhu, Mingmin; Zhang, Qinghai; Zhu, Gongfeng; Zhang, Zhaoguo; Lin, Yanfeng HIY v P
From Faming Zhuanli Shenging (2016}, CN 105665804 A 20160615. | Language: Chinese, Database: CAP| <
rha nronn mathod comnricac raaction of (3'23.2' daow ' fuora. ' raathuliridio wif o =
i ZOOM DOWNLOAD PDF Search in Scfinder = | View Detail
@ O © GED
g, Analyst Markup Locations (1)
Q 9 page 130
By
Fro v o
CAS RN 1206126-39-7
(12) INTERNATIONAL APPLICATION PUBL lSm:D UNDER THE PATENT CO4
(19) World Intellectual Property =
Organization
Intcmational Burcau

PCT/US2015/065981

4 L
(43) International Publication Date = ELS—d b‘sn 9
23 June 2016 (23.062016) WIPO | PCT o
(51) International Patent Classification: (81) Desigasted States ]| Search in Scifinder = | View Detail
— COTH 1910 (200601)  COTH 19173 (2006.01)
COTH 1920 (2006.01) AGIK 31/7872 (2006.01) .
COTH 1911 (3006.01)  ASIK 3177076 (2006.01) Analyst Markup Locations (1)
COTH 19213200601y ASIK 31/788 (2006.01) ® page 130
COTH 19967 200601)  ABLP 31/14 (2006.01)
COTH 19973 (2006.01)
(21) Interastions] Application Number: :‘,{‘,’:\ M. “’,ﬁ CAS RN 1206126-41-1
PCT/US20150659%1
(22) International Filing Date L VN, :
16 Decomber 2015 (16.122015)  ¢4) Desipmated States (iniess odherseise indicated, for evers ®
(25) Filing Lasguage: Fnghsh bd;{nghd;nm—ﬁ-m-“*LM_UK?(‘B“.(i}l, CI INDER
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.b AcssoamoR

Return to Home

Analyte
Atorvastatin (227)

Results s

[*]

CAS MN: 1-101-CAS- 1589

Ambbdipine besylate (55)
Fenofibrate (45)

[ View Detaits & instruct ions

v 1. View ReSCtion Datail oo Lk & Similer Resctioms
i View All
o Sinole Step Hover Crer any struture for more QpPonS. Analyte Atorvasatin
1,00 - ~ Matrix )
| Phar maceuticaltablets (293) Matrix Blood plasma
epuer-; z
_——— Biocd plasma (50) Other Mcterizls  Material: 60 Faz, sifica gel HPTLC pistes
" e Tablets(42)
. Phar maceutical capsules (34) Method Category Active P i ereds it nalysis.
BY Garcnia atrovrids (20) - - .
Technique High-perfor mance thin layer chromatography

- McnicosNon™

Procedure
L Str the

2. A0 veaher w0
Avaliable Experimental Data
MR, T NMIR, TR, HAMS, Mass Spec, MP

i wth Methodshion

(358 mg. 1.82 mmal), copper{I) sulfate pertahydate (42

mixture o 1
.17 meml), ,,, s Leseeior e, 1300 1 1125 marty i S Enamsparctr (13 i 25 ) ok oo toemp ke o T

View All

EquementUsed  Awtomatic TLC Sampler 3

Method Category

Source HPTLE determination of atorvastatin in plasma

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

Liquid chromat ographic UV
detectors (43)

View All

Jamshidi, A.; Nateghi, A. R
Chromatographia (2007), 65 (11/12), 763-766. View ez Verlag/GWV Fachver mge GmbH
Document Sources

Abstract ~

SortRelevance -

B e, | FTen . Atorvastatin calcum (211) iof & in Blood pl by Hish perf hin N N
o e e s . I —— Analysis of Atorvastatin in Blood plasma by High-performance thin layer chromatography
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Sign In

Username scicas?521

|| Remember me
{Do not use on a shared computer)

Forgot Username or Password?

New to Scifinder?
Learn more about gaining access to SciFinder.

What is SciFinder?

' News & Updates

pacsword | P

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

sciFinder® is a research discovery application that provides integrated access to the world's most comprehensive and X e N
authoritative source of references, substances and reactions in chemistry and related sdences. 2 patent by using CAS scientists” direct links

iﬁASCiFindermK%ﬁn%ﬁ% Welcome to Scifinder

il' Did you notice our new look?
Qur new branding will also be phased into
training and other support materials in the
coming months. If you are a Key Contact and
{ have questions, or need assistance updating
logos on any of your organization’s websites,
i please contact the CAS Customer Center.

\ Apply for the 2016 Scifinder Future
Leaders Program!

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 101

A New Way to Explore Synthetic
Preparations in SciFinder!

Learn maore about this new solution from CAS
and try 5 free samples of MethodsMow 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
chemistry viewer significantly reduces the
time spent locating the important chemistry in

to key substances in the source patent.

New Commercial Source Logos
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Ls.. T " BEFERENCES: RESEARCH TOPIC @
Research Topic [ | SAVED ANSWER SETS @

inder Help

ome Helen Zhu

Author Name CSF1R
Company MName jmic

; Examples:
Document Identifier The effect of antibictic residuses on dairy preducts EP 19870107847

Journal Photocyanation of aromatic compounds E{%Z}E@% %’E Dachtasvi-1

Patent
SUB result

R EX result

SUBSTANCES
) = Advanced Search MF result
Chemical Structure
Markush polymerl
Molecular Formula polymerl
Property structure search
Substance Identifier *ﬁ?)\m Autosaved Substance Set
SIS
& REACTIONS View all | Import

Reaction Structure
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Learn how to:
Create Keep Me Posted
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Explore = Saved Searches v SciPlanner

 REFERENCES

I Research Topic B
Author Name

Company Name

Document Identifier

Journal

Patent

Tags

Research Topic "synthesis of functional molecu..." > references (20601) > refine "design” (2692)

REFERENCES: RESEARCH TOPIC @

synthesis of functional molecular

Examples:
The effect of antibiotic residues on dairy products

" xmazEAmsEEE: in, wih, of..
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Select All Deselect All

0 of 5 Research Topic Candidates Selected References
5 references were found containing "synthesis of functional molecular‘l as entered.l 5
20601 references were found containing the two concepts |'synthesis" and "functional molecula r'l closely associated with one another. 20601
78675 references were found where the two concepts ['synthesis” and "functional molecular{ were present anywhere in the reference. 78675
13540914 references were found containing the concept "synthesis". 13540914
476816 references were found containing the concept "functional molecular”. 476816

"Concepts” a3 ERUEM 7 B XIEY E;
“Closely associated with one another”ZR/RRES HIE—EFF;
“were present anywhere in the reference” F=<EI BIE—/ S EATF ;
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REFERENCES Get 1 Get Get Related == View Only 2 Tool Create Keep Me -1 Send to
o Substances & Reactions G Citations = CHEMZENT A Tools = *] Posted Alert k) SciPlanner

Analyze | Refine J| Categorize | Sortby: ¥ Display Options

—
il Ooferences Selected 4 4 Page: Df 1031 p M

®) Research Topic L 1. Non-enzymatic glucose sensor based on molecularly imprinted polymer: a theoretical, strategy fabrication and application
) Author Q, Quick View [ Other Sources

%o N By Wu, Haiyan; Tian, Qiong; Zheng, Wei; Jiang, Yan; Xu, Jicheng; Li, Xin; Zhang, Wenchi; Qiu, Fengxian “'UG
~ Lompany Name From Journal of Solid State Electrochemistry (2019), Ahead of Print. | Language: English, Database: CAPLUS

- Document Type A comprehensive theor. screening of functional monomers, structural optimization, interaction energies (AE), and Gibbs free energy changes (AG) calcns. of the

- Publication Year prepn. of molecularly imprinted polymer (MIP) were performed using d. functional theory (DFT) method. Based on the thermodn. and interaction energy
) Language calcns,, it is found that acrylamide (AAm) as a functional monomer candidate has the potential to interact with glucose more efficiently for the prepn. of MIP. In
) Database this work, on the basis of the theor. calcns. for the functional monomer selection in the MIP prepn., an electrochem. impedance ...

2. Molecular recognition and biological application of modified B-cyclodextrins
Q, Quick View [ Other Sources
By Zhang, Ying-Ming; Xu, Qiao-Yan; Liu, Yu N{;G

Research Topic
design

f

bxamples: From Science China: Chemistry (2019), Ahead of Print. | Language: English, Database: CAPLUS -
The effect of antibiolic residues The mol. recognition based on cyclodextrins (CDs) has become a focus of interest in modern supramol. chem. CDs are known to encapsulate various ions and

on dairy products org./inorg. mols. in their hydrophobic cavities and form stable inclusion complexes through cooperative noncovalent interactions. During the past few decades, a
Photocyanation of aromatic large variety of modified CDs have been elaborately designed and synthesized, which significantly promotes our mol.-level understanding of the structure-
compounds function relationship in many supramol. systems. Through the accurate anal. on the mol. binding behaviors, one can create a librar...

0

3. Preparation and applications of dendronized polymer-enzyme conjugates
[ W aTIIZ PRV oA Al N P
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Get Get . Get Related —== View Only FE Create Keep Me Send to
-—— T | .
Substances Reactions =" Citations T "= CHEMZenT A Tools ¥ k—' Posted Alert o SciPlanner
Sort by: ICiting References ¥ I # Display Options
Accession Number
L ) Author Name bs Selected M 4 page: of 135 p M
Citing References
) 1. |Publication Year motors and mechanical machines
Title +
Q, m—— p———— S Urces
By Kay, Euan R.; Leigh, David A.; Zerbetto, Francesco "
From Angewandte Chemie, International Edition (2007), 46(1+2), 72-191. | Language: English, Database: CAPLUS

A review with refs, The widespread use of controlled mol.-level motion in key natural processes suggests that great rewards could come
from bridging the gap between the present generation of synthetic mol. systems, which by and large rely upon electronic and chem.
effects to carry out their functions, and the machines of the macroscopic world, which utilize the synchronized movements of smaller parts
to perform specific tasks. This is a scientific area of great contemporary interest and extraordinary recent growth, yet the notion of mol.-
level machines dates back to a time when the ideas sur...

L) 2. Functional polymers and dendrimers: reactivity, molecular architecture, and interfacial energy 4
Q Quick View [ Other Sources
By Frechet, Jean M. J. ~1665¢8"

From Science (Washington, DC, United States) (1994), 263(5154), 1710-15. | Language: English, Database: CAPLUS

A review with 57 refs. on the design of 3-dimensional synthetic polymers and dendrimers to encapsulate reactive sites or provide highly
controlled surfaces and interfaces.

L) 3. Metal-Organic Frameworks with Functional Pores for Recognition of Small Molecules #
Q, Quick View [ Other Sources

Citing Reference: #EEIREEHISHK
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nalyze Refine | Categorize
Analyze by: @
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Feringa Ben L 21
[ ]
Stoddart J Fraser 16
\ I ]
Li Xin 10
\ I 1
Weiss Paul S 10
\ [ ]
Takeuchi Toshifumi 9
\ I ]
Zhang Shuang 9
\ I 1
Hedrick James L 8
\ [ ]
Li Jing 8
\ I ]
8

Sarikaya Mehmet
\ I

Sort by: | Accession Number ¥ ‘ g%m}?j Display Options
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0 of 2692 References Selected

e niti nd biological application of modified B-cyclodextrins

Q, Quick View

By Zhang, Ying-Ming; Xu, Qiao-Yan; Liu, Yu

From Science China: Chemistry (2019), Ahead of Print. | Language: English, Database: CAPLUS
The mol. recognition based on cyclodextrins (CDs) has become a focus of interest in modern supramol. chem. CDs are known to encapsulate
various ions and org./inorg. mols. in their hydrophobic cavities and form stable inclusion complexes through cooperative noncovalent
interactions. During the past few decades, a large variety of modified CDs have been elaborately designed and synthesized, which
significantly promotes our mol.-level understanding of the structure-function relationship in many supramol. systems. Through the accurate
anal. on the mol. binding behaviors, one can create a librar...

2. One kind of barley half dwarf gene ari-e.gp molecular marker and detection method [Machine Translation].
Q Quick View [ Other Sources
By Jia, Qiaojun; Xie, Siyu; Wu, Kangjing; Wang, Feifeng
From Faming Zhuanli Shenging (2019), CN 109554500 A 20190402. | Language: Chinese, Database: CAPLUS

M | 2 3 4 [Machine Translation of Descriptors]. The present invention provides a barley half e.GP Ari dwarf
gene mol. marker and detection method thereof, which is characterized by that according to a
first e.GP dwarf gene Ari-1508 1509 interposed between a base, base, causing the gene
functional deletion and showed a dwarf insertion site, designing and synthesizing dCAPS
mol. marker upstream primer, the nucleotide sequence is shown as SEQIDNO. 5 to downstream
primer; the nucleotide sequence as shown by differential; SEQIDNO.6 PCR product by

11HH) bp —
Ity
00 hp —=

4
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1. Advances in atom-transfer radical polymerization for drug delivery applications
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By Rodrigues, Plinio Ribeiro; Vieira, Ronierik Pioli

From European Polymer Journal (2019), 115, 45-58. | Language: English, Database: CAPLUS
A review. The availability of appropriate materials is the main reguisite for the design of controlled-release drug delivery systems (DDS), such as nanoparticles, micelles, microparticles,
hydrogels and bioconjugates. These delivery platforms must be biocompatible and present appropriate mech., phys., chem. and biol. properties, allowing the desired control over drug
loading and release and granting the benefits of this therapeutic administration route. Atom transfer radical polymn. (ATRP) is presently one of the most used methods of controlled
polymn., applied to synthesize well-defined fu...

2. Pharmacological effectors of GRP78 chaperone in cancers

Q Quick View [T Other Sources

By Bailly, Christian; Waring, Michael J.

From Biochemical Pharmacology (Amsterdam, Netherlands) (2019), 163, 269-278. | Language: English, Database: CAPLUS
A review. The protein chaperone GRP78 is a master regulator of endoplasmic reticulum (ER) functions and is frequently over-expressed at the surface of cancer cells where it contributes
to chemo-resistance. It represents a well-studied ER stress marker but an under-explored target for new drug development. This review aims to untangle the structural and functional
diversity of GRP78 modulators, covering over 130 natural products, synthetic mols., specific peptides and monoclonal antibodies that target GRP78. Several approaches to promote or to
incapacitate GRP78 are presented, including the...

3. Areview of theoretical study of graphene chemical vapor deposition synthesis on metals: nucleation, growth, and the role of hydrogen and oxygen
Q Quick View [T Other Sources

By Habib, Mohammad Rezwan; Liang, Tao; Yu, Xuegong; Pi, Xiaodong; Liu, Yingchun; Xu, Mingsheng
From Reports on Progress in Physics (2018), 81(3), 036501/1-036501/29. | Language: English, Database: CAPLUS
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2. Chemo- and Regioselective Lysine Modification on Native Proteins
By: Matos, Maria 1.; Oliveira, Bruno L.; Martinez-Saez, Muria; Guerreiro, Ana; Cal, Pedro M. S. D.; Bertoldo, Jean; Maneiro, Maria; Perkins, Elizabeth; Howard, Julie; Deery, Michael 1.; Chalker, Justin M.; Corzana, Francisco; Jimenez-Oses, Gonzalo; Bernardes, Goncalo J. L.

Site-selective chem. conjugation of synthetic mols. to proteins expands their functional and therapeutic capacity., Current protein modification methods, based on synthetic and biochem. technologies, can achieve site selectivity, but these techniques often require extensive sequence

engineering or are restricted to the N- or C-terminus. Here we show the computer-assisted design of sulfonyl acrylate reagents for the modification of a single lysine residue on native protein sequences. This feature of the designed sulfonyl acrylates, together with the innate and subtle
reactivity differences conferred by the unique local microenvironment surrounding each lysine, contribute to the obsd. regioselectivity of the reaction. Moreover, this site selactivity was predicted computationally, where the lysine with the lowest pK, was the kinetically favored residue at
slightly basic pH. Chemoselectivity was also obsd. as the reagent reacted preferentially at lysine, even in those cases when other nucleophilic residues such as cysteine were present. The reaction is fast and proceeds using a single molar equivalent of the sulfonyl acrylate reagent under
biocompatible conditions (37°, pH 8.0). This technol. was demonstrated by the quant. and irreversible modification of five different proteins including the clin. used therapeutic antibody Trastuzumab without prior sequence engineering. Importantly, their native secondary structure and

functionality is retained after the modification. This regioselective lysine modification method allows for further bioconjugation through aza-Michael addn. to the acrylate electrophile that is generated by spontaneous elimination of methanesulfinic acid upon lysine labeling. We showed that

a protein-antibody conjugate bearing a site-spacifically installed fluorophare at lysine could be used for selective imaging of apoptotic cells and detection of Her2+ cells, resp. This simple, robust method does not require genetic engineering and may
well-defined protein conjugates for basic biol. and therapeutic studies.
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