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AlR2Mative names
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>T74

CAS Reglstry 1.1-Bi[-naphthylaming] -
Numbsr ,_.:;,E_:_;:-e] NS CAS REG I ST RY .mllll.on"

Mglacular Formula

Caoflietly M 2B4.360, RTECSE Numb=r

Uge ——— Insrmediate for chirzl auxtliaries.
[ Exp. ummourigen by skin concact. Dec. with emission of toxic fumsss, DU30S0000
Hazard alert symbol — g e
and descripiian of (R)-Form: e [16T41-85-0) 60 -
hazards Mp 242.5-243° [a]3HY +155.9° s, Lin Py). [m] 20+ 46.5° (244 ECT.
Suppiler Information —= Supplisr: Aldrich 38242-6; Fluka 3
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fe, 109 iz CH
NNN N-Tama-Me: mwoces [135029-77-5] Cryst. (S:0HCH,). Mp 216-218°,
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Sugplisr: Aldrich 3§243-4; Fluka 32735, 30
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Experimental Procedure =

Experimental
Procedures Available 58

1. View Reaction Detail ® Link 8 Similar Reactions

Single Step Hover over any structure for more options.

oH

HO—CH,—CH,—CH,—OH

HO T CH3 — CH T CH 3 OH

b

~ Overview

Steps/Stages Notes

regioselective, fermentation, enzymic, biotransformation, whole
cells of Lactobacillus sp. cultured from thin stillage expressing
glycerol dehydratase used, 90% conversion, Reactants: 1,
Catalysts: 1, Solvents: 1, Steps: 1, Stages: 1, Most stages in any
one step: 1

1.1 C:9077-68-3, 5:Hz0, 48 h, rt

References

Process for the conversion of glycerol to 1,3-propanediol by novel
Lactobacillus strains isolated from stillage Q B Ful Text

By Reaney, Martin 1. T. et al

From PCT Int. Appl., 2012045178, 12 Apr 2012
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By: Cavani, F.; Trifiro, F.

(3) oxidn. of butane and pentane over vanadyl pyrophosphate.

Indexing

Fossil Fuels, Derivatives, and Related Products (Sections1-0)

Section cross-reference(s): 35, 45

1. Selective oxidation of light alkanes: interaction between the catalyst and the gas phase on different classes of catalytic materials

A reviews, with 202 refs., on the selective oxidn. of light {C=z6) alkanes to bulk and industrial chems., with emphasis on catalyst-gas phase interactions. Attention was given mainly to: (1) the role

of the redox properties of transition metal oxide-based systems, and (2) the contribution of radical-type, homogeneous and heterogeneously-initiated homogeneous reactions over nonreducible SOURCE

metal oxide and noble metal catalysts. Other topics included: (1) key factors in selective oxidn. of light alkanes, (2) bulk and surface properties of catalysts, (3) oxidative dehydrogenation, (4) Catalysis Today
control of oxygen supply to the catalyst, (5) non-redox-type metal oxides (e.g., alk. earth oxides, rare earth oxides, boron oxides, tin oxides, and silica). Some research examples are: (1) oxidn. Volume51

of propane to acrylic acid and isobutane to methacrylic acid over Keggin-type heteropolymolybdates, (2) oxidative dehydrogenation of alkanes to alkenes over vanadium oxide-based catalysts, and Issue3-4

’_' Send to
= sciPlanner
4 Previous

| Mextp

QUICK LINKS
0 Tags, 0 Comments

Pages>61-580

Journal; General Review
1999

CODEN:CATTEA
ISSN:0920-5861
DOIL:10.1016/S0920-
5861(00)00041-3

COMPANY/ORGANIZATION

Concepts Substances
Redox reaction catalysts 12026-66-3 Q
58834-75-6 @

Dipartimento di Chimica
Industriale e dei Materiali
Bologna, Italy 40136

catalyst-gas phase interactions in selective oxidn. of light alkanes to bulk and industrial

chems.

Alkaline earth oxides Rare earth oxides Catalyst use; Uses

chems. catalyst-gas phase interactions in selective oxidn. of light alkanes to bulk and industrial

ACCESSION NUMBER
1999:340014
CAN131:159478
CAFLUS

catalysts contg.; catalyst-gas phase interactions in selective oxidn. of light alkanes to bulk

and industrial chems. 1332-29-2 Tin oxide @

Catalyst use; Properties; Uses 7631-86-9 Silica, uses Q

1303-86-2 Boron oxide, uses @

PUBLISHER
Elsevier Science B.V.

Citations

Bielanski, A; Oxygen in Catalysis 1991

Haber, 1; ACS Symp Series 19946, 638, 20 <

Oyvama, S; ACS Symp Series 199§, 638, 2 @4

Lee, 1; Catal Rewv-Sci Eng 1988, 30, 249

Kung, H; Adv Catal 1994, 40, 1 <
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Delmon, B; Catalysts in Petroleum Refining and Petrochemical Industries 1995 1996
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Schmidt, L; Chem Eng Sci 1994, 49, 3981 <

Kung, H; ACS Symp Series 1993, 5323, 387
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Research Topic "VEGFR Inhibitor with anticanc..." > references (618)

[ REFERENCES REFERENCES: RESEARCH TOPIC @

I Research Topic .
Author Name

Company Name VEGFR. inhibitor with anticancer

. Examples:
Document Identifier The effect of antibiotic residues on dairy products
Journal Photocyanation of arormatic compounds

Patent

% SUBSTANCES &= Advanced Search ﬁﬁﬁ ﬁ‘iﬂ ( Of, Wlth, in )

Chemical Structure

Markush .
Molecular Formula %5@%%%@
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REFERENCES @

Select All Deselect All

1 of 5 Research Topic Candidates Selected References

[l 6 references were found containing "VEGFR inhibitor with anticancer” zs entered, 6

618 references were found containing the two concepts "VEGFR inhibitor" and "anticancer” closely assodiated with one another. 618

[ 2888 references were found where the two concepts "VEGFR inhibitor" and "anticancer” were present anywhere in the reference. 2888

[ 5255 references were found contahing the ont"VEGFR inhibitor". 5255

[ 1001993 references were found containing the concept "anticancer”. 1001993
Get References
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REFERENCES @ Get Get - Get Related _ Get = Tools + % Create Keep Me Send to
Substances Reactions | 2 Gitations Full Text | 7% °0 “ posted Alert ™ SciPlanner
Analyze | Refine| | Categorize]| Sortby: Accession Number ~ ¥ BEk  Display Options
C = 0 of 618 References Selected Mdpage: 1 of31 P M
Analyze by: @
Author Name » [0 1. Evidence for G-quadruplex in the promoter of vegfr-2 and its targeting to inhibit tumor angiogenesis 4'
) Q Quick View [ Ful Text
Fﬁrd'e'b Fortunato 15| By Salvati, Erica; Zizza, Pasquale: Rizzo, Angela; Tachettini, Sara; Cingolani, Chiara; D'Angelo, Carmen; Porru, Manuels; Randazzo, Antonio; Pagano, Bruno; Novelino, Ettore; et al Ng@‘
From Nucleic Acids Research (2014), 42(5), 2045-2957. | Language: English, Database: CAPLUS
Troiani Teresa 11

Tumor angiogenesis is mainly mediated by vascular endothelial growth factor (VEGF), a pro-angiogenic factor produced by cancer cels and active on the
endothelium through the VEGF receptor 2 (VEGFR-2). Here we identify a G-rich sequence within the proximal promoter region of vegfr-2, able to form an
Myers Jeffrey N 9 antiparallel G-quadruplex (G4) structure. This G4 structure can be efficiently stabiized by smal mols. with the consequent inhibition of vegfr-2 expression.
: ' ' Functionally, the G4-mediated redn. of VEGFR-2 protein causes a switching off of signaling components that, converging on actin cytoskele...

Fontanini Gabriela 8

| I ]

] [ 2. Tcrucumab, a fully human monoclonal antibody against the vascular endothelial growth factor receptor-1, in the treatment of patients with advanced *
ljla”g Yuyang | 8| sofid malignancies: a Phase 1 study

Q Quick View Bl Full Text Ng@‘

Tan Chunyan 8 By Lo Russo, Patricia M.; Krishnamurthi, Smitha; Youssoufian, Hagop; Hal, Nancy; Fox, Floyd; Dontabhaktuni, Aruna; Grebennik, Drnitri; Remick, Scot
' ' ' From Investigational New Drugs (2014), 32(2), 303-311. | Language: English, Database: CAPLUS
Tan Yuting & Background IMC-18F1 (icrucumab), a human monodonal antibody against vascular endothelial growth factor receptor-1 (VEGFR-1), potently inhibits gand-
' ' ' dependent phosphorylation of VEGFR-1 and downstream signaling, making icrucumab an attractive candidate for antitumor activity. Objectives The
Tortora Giampaolo 8 primary objective was to det. the safety profle and max. tolerated dose of icrucumab in patients with advanced sold tumors that were previously
[ I

' unresponsive to std. therapy or for which no std. therapy was available, Methods In this open-abel, dose-escalation, Phase 1 study, patients received
Zhang Shixi 8 icrucum...
[
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REFERENCES @ Substances Reactions | & Gitations Full Text | /% 1005 ™ Posted Alert ¥ scplanner

Analyze | Refine | Categorize | S0rtby: Cting References : ¥ [k Disply Options

Accession Murmber

¥ | Author Name s Selected Mdpage: 1 of3t P M
Analyze by: @ | Ltng Kererences
Author Name v , | Publication Year apy elicits malignant progression of tumors to increased local invasion and distant metastasis *
Fﬁrdmb Fortunato 15| By Paez-Ribes, Marta; Allen, Elzabeth; Hudock, James; Takeda, Takaaki; Okuyama, Hiroaki; Vinals, Francesc; Inoue, Masahiro; Beraers, Gabriele; Hanahan, Douglas; Casanavas, Oriol -y
From Cancer Cel (2009), 15(3), 220-231. | Language: English, Database: CAPLUS
Troiani Teresa 11

Multiple angiogenesis inhibitors have been therapeutically validated in precin. cancer models, and several in clin. trials. Here we report that angiogenesis
inhibitors targeting the VEGF pathway demonstrate anti-tumor effects in mouse models of pancreatic neuroendocrine carcinoma and glioblastoma but
Myers Jeffrey N 9 concomitantly elict tumor adaptation and progression to stages of greater malignancy, with heightened invasiveness and in some cases increased lymphatic
' ' ' and distant metastasis. Increased invasiveness is also seen by genetic ablation of the Vegf-A gene in both models, substantiating the results...

Fontanini Gabriela 8
| ] l | g 2 Discovery of N-(2-Chloro-6-methyl-phenyl)-2-(6-(4-(2-hydroxyethyl)-piperazin-1-yl}-2-methylpyrimidin-4-ylamino)thiazole- 5-carboxamide (BMS- ﬂ"
Jiang Yuyang 8 354825), a Dual Src/ Abl Kinase Inhibitor with Potent Antitumor Activity in Preclinical Assays
' : ' Q Quick Vien B Full Text A
ITfm Chunyan | 8| By Lombardo, Louis .; Lee, Francis Y.; Chen, Ping; Norris, Derek; Barrish, Joel C.; Behnia, Kamelia; Castaneda, Stephen; Comelus, Lyndon A. M.: Das, Jagabandhu; Doweyko, @
Arthur M.; et al ET
Tan Yuting 8 From Journal of Medicinal Chemistry (2004), 47(27), 6658-6661. | Language: English, Database: CAPLUS
' ' ' CHy A series of substituted 2-(aminopyridyl)- and 2-(aminopyrimidinyl)thiazole-5-carboxamides was identified as
Tortora Giampaolo 8 CHy - N,/,J\N potent Src/Abl kinase inhibitors _w‘rth excelent antiprofferative activity aga]r_wst hematol. and sold tl_Jmor cel
| I | n / ,‘k J%/"\ lines. Com_pd. I was orally active in a K562 xenogr_af_’t model o_f chronic myelogenous legkem_ta (CML),
Zhang Shixi 8 s H M’\ _dem_onstrat_mg complete tumor regressions ar_1d low toxicity at muftiple dose levels. On the l_:'as_s of its robust
| | ] CIO k””""/\OH _|ndf.r|\.r? activity and favorable pharmacokinetic profie, I was selected for addnl. characterization for oncol.
indications.

Bhide Rajeev 5 7 BMS-354825
| |
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Analyze by: @
A by: @ Analyze by: @ |Jo£ﬁal Jame |
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Author Name -
SmithKline Beecham IPCT Int. Appl. ?SI
Ciardielo Fortunato 15 Corporation, USA 10
: ' ' l Molecular Cancer
Troiani Teresa 11 Bristol Myers Squibb Therapeutics 31
' ' Company, USA 9 ' ' '
Myers Jeffrey N 9 : — Cancer Research 27
l I | Amgen Inc, USA 7 [ | |
Fontanini Gabriella 8 I I I Clinical Cancer
| | | Cephalon Inc, USA 7 Research 27
[ I ]
Jiang Yuyang 8 - ' ' '
' ! ' Sgguesne University, ; U.S. Pat. Appl. Publ. 19
Tan Chunyan 8 | | | : ' '
' : ' The Universty of Bioorganic & Medicinal
Tan Yuting 8 Texas M D Anderson I(Zhemtsltw 18I
: : ' Cancer Center, USA 6
Tortora Giampaolo 8 ' ' ' Journal of medicinal
' ' ' Abbott Laboratories, chemistry 18
Zhang Shixi 8 USA 5 : ' '
' ' ' : : ' British journal of
Bhide Rajeev S 7 HMNG Chembio cancer 17
[ | 1 Pharmacy Co Ltd, [ I |
IPEOD Rep Chm? 5| Faming Zhuanli
Shengin 17
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Refine by: @ C1 ' 0 of 114 References Selected Mdrage: 1 ofs P M
© Research Topic
® Author O 1. veer Signal System: The Application of Antiangiogenesis *
- Q QuickView Bl Full Text
"' Company Name By Liang, Xuewu; Xu, Fuming; Lj, Xzoguang; Ma, Chunhua: Zhang, Yingjie: Xu, Wenfang B
I-}!} Document Type I From Current Medicinal Chemistry (2014), 21(7), 894-310. | Language: English, Database: CAPLUS
) Publication Year A review. Among the numerous endogenous promoters of angiogenesis, vascular endothelia growth factor (VEGF) plays aleading role in angiogenesis, which
© Language has huge impact on prolferation, survival, migration and permeabiity of tumor cels. VEGF signal system also becomes remarkable anticancer targets,
P, b including VEGF, vascular endothela growth factor receptor (VEGFR), and VEGF downstream signal pathways. So far, there has been many ciin. or approved
' Database anticancer drugs that directly or indireactly interfere with VEGF signal system applied in the treatment of various tumors and other diseases as...
Document Type(s) [ 2. ciinical Pharmacology of Axitinib &
[C] Biography Q Quick View Bl Full Text \
[ Book By Chen, Ying; Tortorici, Michael A.; Garrett, May; Hee, Brian; Klamerus, Karen J.; Pithavala, Yazdi K. N;@
From Cinical Pharmacokinetics (2013), 52(9), 713-725. | Language: Englsh, Database: CAPLUS
[ Clinical Trial A review. Axitinib is a potent and selective second-generation inhibitor of vascular endothelial growth factor receptors 1, 2, and 3 that is approved in the US
(] Commentary and several other countries for treatment of patients with advanced renal cell carcinoma after faiure of one prior systemic therapy. The recommended ciin.
[ conference starting dose of axitinb is 5 mg twice daily, taken with or without food. Dose increase (up to a max. of 10 mg twice daly) or redn. is permitted based on
[F] Dissertation individual tolerabiity. Axitinib pharmacokinetics are dose-proportional within 1-20 mg twice daily, which includes the clin...
[C] Editorial
L [ 3. BIBF 1120/ nintedanib: a new triple angiokinase inhibitor-directed therapy in patients with non-small cell lung cancer
[C] Historical o 4‘
Q QuickView Bl Full Text
[ Journal By Roffo, Christian; Ragz, Luis E.; Bronte, Giuseppe; Santos, Edgardo S.; Papadimitriou, Kostantinos; Buffoni, Lucio; van Meerbeeck, Jan P.; Russo, Antonio .\0@‘
[ Letter From Expert Opinion on Investigational Drugs (2013), 22(8), 1081-1088. | Language: English, Database: CAPLUS
[ patent A review. Introduction: Several new targeted agents with anti-angiogenic properties have been developed recently, including vandetanib, sunitinib, sorafenib,
) vacizumab and others. Tumor development, progression, metastasis are strongly inked to angiogenesk. Targeted agents lke bevaczumab, a monodona

[ Preprint bevacizumab and others. T development, i tastasis are st linked to ang is. Targeted agents lke bevacizumab, lonal

P antibody which targets VEGF, have been fuly developed in several solid tumors. These new agents strongly advocate that targeting angiogenesis is one of
[l Re port the best approaches for cancer therapy. Areas covered: Those agents that target addnl. pro-angiogenic intracelular signaling pathways...
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[ 1. Evidence for G-quadruplex in the promoter of vegfr-2 and its targeting to inhibit tumor angiogenesis *
Q Quick View B Full Text
By Salvati, Erica; Zizza, Pasquale; Rizzo, Angela; Tachettini, Sara; Cingolani, Chiara; D'Angelo, Carmen; Porru, Manuela; Randazzo, Antonio; Pagano, Bruno; Novelino, Ettore; et al NOQ
From Nucleic Acids Research (2014), 42(5), 2945-2957. | Language: English, Database: CAPLUS
Tumor angiogenesis is mainfy mediated by vascular endothelal growth factor (VEGF), a pro-angiogenic factor produced by cancer cels and active on the
endotheium through the VEGF receptor 2 (VEGFR-2). Here we identify a G-tich sequence within the proximal promoter region of vegfr-2, able to form an
antiparallel G-quadruplex (G4) structure. This G4 structure can be efficiently stabiized by smal mols. with the consequent inhibition of vegfr-2 expression.
Functionally, the G4-mediated redn. of VEGFR-2 protein causes a switching off of signaling components that, converging on actin cytoskele...
O 2. Irucumab, a fully human moneclonal antibody against the vascular endothelial growth factor receptor-1, in the treatment of patients with advanced *
solid malignancies: a Phase 1 study
Q Quick View B Full Text NO@
By Lo Russo, Patricia M.; Krishnarnurthi, Srritha; Youssoufian, Hagop: Hall, Nancy; Fox, Floyd: Dontabhaktuni, Aruna; Grebennik, Dmitri; Remick, Scot
From Investigational New Drugs (2014), 32(2), 303-311. | Language: English, Database: CAPLUS
Background IMC-18F1 (icrucumab), a human monoclonal antibody against vascular endothelal growth factor receptor-1 (VEGFR-1), potently inhibits ligand-
dependent phosphorylation of VEGFR-1 and downstream signaling, making icrucumab an attractive candidate for antitumor activity. Objectives The
primary objective was to det. the safety profie and max. tolerated dose of icrucumab in patients with advanced sold tumors that were previously
unresponsive to std. therapy or for which no std. therapy was avalable. Methods In this open-label, dose-escalation, Phase 1 study, patients received
icrucum...
] 3. use of neural stem cells for treatment of malignancy using a biocompatible adhesive at the post-surgical site to inhibit angiogenesis +
Q qQuick view [B Ful Text ® poF
By Crawford, Susan E. NQQ

Categorize R RINAE, FE T Index Term, XFICERIKFERIT MHEIT 2R
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| 2
All Substances in medicine [ 4 Page: 1 of 88 p M || Click ' to remove the category from
General chemistry ) Select Al Deselect All Selected Terms
Medidine (323) 7D6474 54 ~ o E_ic-_techncrlcrg'f = Substances in
Synthetic chemistry Substances in biological uses | [F1 50 ; 46/[_| | medicine (2 Terms)
Genetics & protein (1035) Antitumor agents 36
chemistry Substances in adverse Antibodies and 34
. effects (165) Immunoglobulins
Biology Toxicology & forensics (23) [”] Bevacizumab 33
Physical chemistry oxicology & forensics 33 ZhIEE
Polymer chemistry Agriculture (22) | Sunitinib 33 C
Technology [Z] vascular endothelal 27
. . growth factor receptors
Environmental chemistry 7 Eriotinib 99
Catalysis [”] 5-Fluorouracil 21
(7] Cetuximab 21
[0 Cisplatin 21
"] carboplatin 20 -
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O 1. Stability of food allergens to digestion in vitro "b

Q Quick View Bl Full Text
By Astwood, James D.; Leach, John N.; Fuchs, Roy L. ~453@ ]
From Mature Biotechnology (1996), 14(10), 1260-1273. | Language: English, Database: CAPLUS

An integral part of the safety assessment of genetically modified plants is consideration of possible human health effects, esp. food allergy. Prospective

testing for allergenicity of proteins obtained from sources with no prior history of causing alergy has been difficult because of the absence of valid methods

and models. Food alergens may share physicochem. properties that distinguish them from nonalergens, properties that may be used as a tool to predict

the inherent allergenicity of proteins newly introduced into the food supply by genetic engineering. One candidate property is stab...

O 2. The feeding value of soybeans fed to rats, chickens, catfish and dairy cattle is not altered by genetic incorporation of glyphosate tolerance "b
Q Quick view B Full Text
By Harmmond, Bruce G.; Vicini, John L.; Hartnell, Gary F.; Naylor, Mark W.; Knight, Christopher D.; Robinson, Edwin H.; Fuchs, Roy L.; Padgette, Stephen R. N%@ ]

From Journal of Nutrition (1998), 126(3), 717-27. | Language: English, Database: CAPLUS
Animal feeding studies were conducted with rats, broiler chickens, ca
genetically modified to tolerate in-season application of glyphosate. ] Create Keep Me Posted Profile @
of glyphosate-tolerant soybeans (GTS) to the feeding value of the parg

the diets at the same concns. as used com.; dairy cows were fed 10 g/ * Required
d Search:
Title: * H Explore references by research topic: Genetically Modified
= Food with safety
L. Candidates Selected:
Description: References which
a2 contain the two concepts "Genetically Modified Food" and

"safety" closely associated with one another

Characters Remaining: 1024

BEA RO
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[0 ~ 0of 2270 References Selected M 4 Page:

. .
i © Citation manager: RIS ’
Company-Organization v [0 1. Graphene/AuNPs/chitosan nanocomposites film for glucose biosensing & B Full Text &
By Shan, Changsheng; Yang, Huafeng; Han, Dongxue; Zhang, Qixian; Tvaska, Ar; Niu, Li . ’
g?:@ﬁiﬁiﬁﬂe? From Biosensars & Bioslectronics (2010), 25(5), 1070-1074. | Language: English, Database: CAPLUS 212 § E n d N ote ﬁ I
china " 180 A novel glucose hinsensor based on immabilization of glucose axidase in thin films of chitosan contg. nanocomposites of graphene
——

and gold nanoparticles (5uhFs) at a gold slecirode was developed.  The resulting graphene/AulPs/chitsan compositss film
Sauthwest University, exhibited good electrocatalytical activity toward H202 and 02, The wide linear response to H202 ranging from 0.2 10 4.2 mh (R =
Peop Rep China ! o 0.998) at -0.2 ¥, high sensitivity of 99.5 & miv-1 cme2 and gond reproducibility were obtained. The good electrocatalytical activity
B — might be attributed o the synergistic effect of graphene and AutPs. With glucose oxid..

Manjing University,

Penp Rep China 71 O =z cds Nanocry d Electrochemil \escence Bil for the Detection of Low-Density Lipoprotein by Increasing o . °
e — itivity with Gold Nanoparticle Amplification & B Ful Text 72 @ 1] e ev | ew . | > P)

Hunan University, By Jie, Guifen; Liu, Bo; Pan, Hongcheng; Zhu, Jurlie; Chen, Hong-Yuan
Peop Rep China . From Analytical Chemistry (Washington, D, United States) (2007), 79(15), 5574-5581. | Language: English, Datahase: CAPLUS

\}!
| — Mercaptoacetic acid (RSH)-capped CdS nanocrystals (MCs) was demonstrated o be electrochem. reduced during potential scan Ay 1
Anhul Normal and react with the coreactant S2082- to generate strong electrochemiluminescence (ECLY in aq. soln. Based on the ECL of CdS )
University, Peop Rep MCs, a novel label-free ECL biosensor for the detection of low-d. lipoprotein (LOL) has been developed by using self-assembly and

Ching = gold nanoparticle amplification techniques.  The biosensor was prepd. as follows: The gold nanoparticles were first
assembled onto a cystzamine monolayer on the gold elecirode surface. This gold nanoparticle-covered electr
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A ute stereochemistry .%;$IJ l:'[:l':[ % ‘%‘@%
Cis5 H2z Os 173
3,12-Epoxy-12 H-pyrano[4,3-7]-1,2-benzodioxepin- * E Z\l@%
10(3H)-one, octahydro-3,6,9-trimethyl-, (3R,5aS5,6R, oSG M J i
8as59R 12512aR)-

Regulatory Information
Spectra
Experimental Properties
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Substance Identifier "ginghaosu ™ > substances (1) > 63968-64-9
Get Get Get Co rcial Get Regulat /N
SUBSTANCE DETAIL @ B Rek ctio > o mme A o o ;l lﬁ\ %%Z AY ﬂljz

<y Return

CAS Registry Number: 63968-64-9
Ci5 Hzz Os

3,12-Epoxy-12 /#pyrano[4,3-7-1,2-benzodioxepin-10{3~)}-one,
octahydro-3,6,9-trimethyl-, (3/.53a56RK,83a5,9R,125,12aR)-
3,12-Epoxy-12H-pyrano[4,3-j1-1,2-benzodioxepin-10{3H}-one,
octahydro-3,6,9-trimethyl-, [3R-(3a,5ap,6p,8ap,%a,123,12aR™)]-
; (+)-Arteannuin; (+)-Artemisinin; (+)-Qinghaosu; Arteannuin;
Artemef; Artemisine; Artemisinin; Artemisinine; Huanghuahaosu;
NSC 369397; QHS; Qing Hau Sau; Qing Hau Su; Qinghaosu;
Qinghosu

Deleted CAS Registry Numbers: 91487-93-3

Absolute stereochemistry.

Document Types: Book, Conference, Dissertation, Journal, Patent, Report
jﬁ ﬁﬁ CAS RO I eﬁ}% E(J Nonspecific Derivatives  Nonspecific Derivatives
CAS Role Patents MNonpatents from Patents from Nonpatents
?%’J N E";‘%%Jiﬁﬁu Analytical Study v v v v
% ﬁ%%iﬁ}&%& Biological Study v v v v
©° TSN Formation, Nonpreparative v v v
@ m%ﬁfﬁ‘g‘iyﬁ Miscellaneous v v
’ " Occurrence v v v
B(J EI] ﬂﬁﬁm%i& Preparation v v v v
Process v o o v
%Em o Properties v " " "
Prophetic in Patents v
Reactant or Reagent v v v v
Uses v o o v
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- kioactivity Indicators I | - Target Indicatoﬂ
References References

Anti-infective agents (all) =>> Antimalarials 939 Cytokines (all) == Interleukin 6 10

Anti-infective agents (all) => Parasiticides 56 Cytokines (all) == Interleukin 6 10

Antitumer agents (all) > Antitumor agents 200 Cytokines (all) == Interleukin 6 10

Natural products MD pharmaceutical 132 Cytokines (all) >> Tumer necrosis factor a 16
Cytokines (all) == Tumer necrosis factor a 16
Enzymes (all) =>> Adenosine triphosphatase 18
Enzymes (all) =>>>=>> Caspase-3 12
Enzymes (all) >>> Dihydrofolate reductase 10
Enzymes (all) =>> Proteasome 17
Enzymes (all) >>>>=>>> Src kinase 13
Glycoproteins (all) => P-glycoproteins 20
Hemoproteins (all) =>>> Cytochrome P450 CYP3A4 13
Interferons {all} = Interleukin & 10
Interleukins (all} > Interleukin & 10 »
Phosphoproteins (all) == P-glycoproteins 20 %ﬁ mi%yﬁ‘r&*ﬂm )-E( 1‘—“:‘: %

= RN
Proteins 21
Receptors (all) = Toll-like receptors 13 E% ﬁ ﬁ ﬁﬁ*ﬁ %iﬁ
RMA formation factors (all) > Transcription factor NF-kB 24 X 9
Transport proteins (all} > Cytochrome P450 CYP3A4 13
ITransport proteins (all) > Pfg\ycoprotemsl 20
Transport proteins (all) =>> Sarcoplasmic-endoplasmic reticulum 12
calcium pumps
[[] = 0 of 20 References Selected
[ 1. MDR1-associated resistance to artesunate + mefloquine does not impair blood-stage parasite fitness in a rodent malaria model QB Full Text .@
By Rodrigues, Louise; Henrigues, Gisela; Cravo, Pedro w0

From Infection, Genetics and Evolution (2013), 14, 340-346. | Language: English, Database: CAPLUS =

If drug-resistant malaria mutants are less fit than sensitive forms, they will wane over time when active drug pressure is removed and the overall sensitivity to the drug may be
restored. However, most studies addressing this issue have been largely retrospective. Here, we undertook a predictive study, using mutant rodent malaria parasites resistant to
the Artemisinin combination treatment (ACT) version of artesunate + mefloguine (ATMN + MF) to gain insights about their ability to compete with ATN + MF-sensitive forms in
untreated hosts. Previously, Plasmodium chabaudi parasites resistant to...

] 2. Artemether resistance in vitro is linked to mutations in PFATP6 that also interact with mutations in PAMDR1 in travellers returning with Plasmodium falciparum infections Jé‘
Q B Full Text ~a
By Pillai, Dylan R.; Lau, Rachel; Khairnar, Krishna; Lepore, Rosalba; Via, Allegra; Staines, Henry M.; Krishna, Sanjesv =
From Malaria Journal (2012), 11, 131. | Language: English, Database: CAPLUS
Background: Monitoring resistance phenotypes for Plasmodium falciparum, using in vitro growth assays, and relating findings to parasite genotype has prowved particularly
challenging for the study of resistance to artemisinins. Methods: Plasmodium falciparum isolates cultured from 28 returning travellers diagnosed with malaria were assessed for
sensitivity to artemisinin, artemether, dihydroartemisinin and artesunate and findings related to mutations in pfatp6 and pfmdrl. Results: Resistance to artemether in vitro was
significantly assocd. with a pfatp6 haplotype encoding two amino acid substi...
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|Predicted Properties: ‘!iﬂlﬂgical Chemical Density Lipinski and Related Spectra Structure-related Thermal

Biological Properties Value Condition Hote Top
Bioconcentration Factor 31.2 pH 1 Temp: 25 °C (26)
Bioconcentration Factor 31.2 pH 2 Temp: 25 °C (2a)
Bioconcentration Factor 31.2 pH 3 Temp: 25 °C (26)
Bioconcentration Factor 31.2 pH 4 Temp: 25 °C (2a)
Bioconcentration Factor 31.2 pH 5 Temp: 25 °C (26)
Bioconcentration Factor 31.2 pH & Temp: 25 °C (2a)
Bioconcentration Factor 31.2 pH 7 Temp: 25 °C (26)
Bioconcentration Factor 31.2 pH 8 Temp: 25 °C (2a)
Bioconcentration Factor 31.2 pH 9 Temp: 25 °C (26)
Bioconcentration Factor 31.2 pH 10 Temp: 25 °C (2a)

Lipinski and Related Properties Value Condition Hote Top
Freely Rotatable Bonds 0 (26)

H Acceptors 5 (26)

H Donors 0 (26)

H Donor/Acceptor Sum 5 (26)

logP 2.269+0.680 Temp: 25 °C (26)

Molecular Weight 282.33 (26)

Spectra Properties Value Condition Hote Top
Carbon-13 NMR. Spectrum See spectrum (27)

Proton NMR. Spectrum See spectrum (27)

CAS is a division of the American Chemical Society.
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| Experimental Properties: b‘lnlngical Chemical Density Flow and Diffusion Lipinski and Related Optical and

Scatiering Spectra Structure-related Thermal

Biological Properties Value Condition Note Top
ADME (Absorption, Distribution, See full text (1)CAS
Metabolism, Excretion)

Half-Life (Biological) See full text 1of2 (9)CAS

Median Lethal Dose(LD50) 5576 ma/kg Organism: rat Route: oral (14)APC

Median Lethal Dose(LD50) 5105 ma/kg Organism: mouse Route: oral (14)APC

Median Lethal Dose(LD50) 2800 ma/kg Organism: mouse Route: intramuscular (14)APC

Median Lethal Dose(LD50) 2571 ma/kg Organism: rat Route: intramuscular (14)APC

Median Lethal Dose(LD50) 1558 ma/kg Organism: mouse Route: intraperitoneal (14)APC

Minimum Inhibitory Concentration See full text 1of2 (18)CAS

Lipinski and Related Properties Value Condition Hote Top
logP See full text lof2 (1Z)CAS

Optical and Scattering Properties Value Condition Hote Top
Optical Rotatory Power +87.9© Solv: 1,4-dioxane (123-91-1); Wavlen: 589.3 nm (20)CAS

Optical Rotatory Power +75-+78 © Conc: 1.0 g/100mL; Solv: ethanol (64-17-5); Wavlen: (12)CAS

589.3 nm; Temp: 20 *C
Optical Rotatory Power +58.2 © Conc: 0.97 g/100mL; Solv: chloroform (67-66-3); (16)IC
Temp: 25 °C

CAS is a division of the American Chemical Society.
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Spectra Properties Value Condition Hote Top
Carbon-13 NMR. Spectrum See full text 10of8 (3)CAS
Circular Dichroism Spectrum See full text 1of2 (4)1C

IR Absorption Spectrum See full text 1of11 (11)CAS
Mass Spectrum | See spectrum | (13)wWss
Mass Spectrum See spectrum (13)Wss
Mass Spectrum See full text 1 of 10 (1)CAS
Proton NMR Spectrum See full text 1 of 10 (15)CAS
Raman Spectrum See full text 1of2 (5)CAS
Two-Dimensional NMR. Spectrum See full text 1of2 (24)CAS
UV and Visible Absorption Spectrum See full text (22)CAS
UV and Visible Emission/Luminescence See full text c

Spectrum 7

kil
1

arbitrary units

G
L

Y B S2 S 1
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[T] Crystal Structure [Tl Reactant or Reagent
Absolute stereochemistry. " J
["] Farmation, nonpreparative [T Spectral Properties
€15 H22 05 [T Miscellaneous [[] Uses
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Single Step Hover over any structure for more options.
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Get Reactions &>
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Research Topic
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Journal
Patent
Tags
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Company Name
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Chemical Structure
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— CONTACT INFORMATION -

Emai Username and
Confirm Emair | password must meet
shail e minimum

o requirements and be
Arsa cf Aemsarkc B L — ] unique.
Job Tibe —--——- Selac! one -———

~ ,/_.-'"‘,

— LisERAWE AT PARSIWORD -~
* What is your favorite color?
Usermorse™: Tips
Passwaord® = * What is the name of the city
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location?
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Thank you for complsting the initial step in registering ta / \ S =]= N
use SciFinder! To complete the registraiion process. you ) -D
will receive an email from CAS with further instructions. D

To... <End user email address>
Cc..
Subject: SciFinder Registration Complation
From: CAS |

Dear <Usemames,

To complete your SciFinder regisiration, you must click the link provided below. By clicking the link, you agree
to all of the following terms and conditions:
| will ot share my vsemame and password with any other person
« | 'will search only for myseif and not for others or othar organizations,
| will not use any automated program ar scrip! for extracting or dowrloading CAS data.
or any othar systematic retrieval of data. -
| may ratain a maximom of 5000 Records at

within a Project seam for the duration of the F
My erganizatian's SeiFinder Licanss ard tha mﬂm@
{hito:#fwww cas oroflscalfinfopolicy himl) spp

‘ <registation comolete ink>

If you nead assistance at any time, consiilt the ke

Thank you! Welcome to SciFinder!

You have successfully registered.
To login, follow the link below,

hitp-liscifinder,cas.0rg

Http://scifinder.cas.org
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Your allocated system resources are currently unavaiable to access SciFinder. Please try again later.

Sign In

Username |

Password |

Ek || Remember me for two weeks unless I sign out
(Do not use on a shared computer)

Forgot Username or Password?

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

FRHAPEOH, HBHERR )
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Username and/or password is invalid. Try again, or contact CAS for assistance.
for pa veg News & Updates
Sign In Welcome to SciFinder
The New SciFinder is Here!
Username |
What do you think of our new look? See What's
Password MNew in SciFinder to learn about our sleek new

design and capabilities, and start exploring today!
(R Remember me for two weeks unless I sign out

(Do not use on a shared computer) Collaboration Helps Integrate SciFinder to

Streamline Research Workflows

Sign In See how our collaboration with several
customers, including Vertex Pharmaceuticals,
helped them better integrate SciFinder to

streamline research workflows.

Forgot Username or Password?

Your SciFinder username and password are assigned to

you alone and may not be shared with anyone else. Expanded Coverage of Chemical Reaction

Information in SciFinder

Learn how our collaboration with Thieme
Publishing Group will add hundreds of thousands
of new experimental procedures to SciFinder for
chemical reactions reported in SYNLETT and
SYNTHESIS.

CAS is Collaborating with Springer to Help
You Identify Preferred Synthetic Methods

Faster
Thousands of new experlmental procedures are
L [ | i -
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Sophisticated Analysis

Unprecedented Results

Thank You

X722

SciFinder 35I| % &

Mail: tony@igroup.com.cn
QQESERE: 275247551
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