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Absolute stereochemistry. .‘% Qﬁ%
Ci15 Hz22 Os 'i%‘riﬁ @il%

3,12-Epoxy-12 Hpyrano[4,3-/1-1,2-benzodioxepin-10{3H)
-one, octahydro-3,6,9-trimethyl-,
(3R,5356R,8a59R812512aR)-

Specira
Experimental Properties
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Substance Identifier "ginghaosu ” > substances (1) > 63968-64-9 %E Bﬁ Bg CAS %% N 53 3 ﬁ N /l:'
Get Get Get C ial Get Regulat F | ‘
SUBSTANCE DETAIL 6 References & Reactions - S:urt::‘mem a. Irffl:rm:illl:'lm“r‘r A I A Y %%g Y %l.l Z

% Return

CAS Registry Number: 63968-64-9
Cis Hz2 Os

3,12-Epoxy-12H+pyrano[4,3-/]-1,2-benzodioxepin-10(34)-one,
octahydro-3,6,9-trimethyl-, (38,5a5,6R,8a59R,12512aR)-
3,12-Epoxy-12H-pyrano[4,3-j]-1,2-benzodioxepin-10(3H)-one,
octahydro-3,6,9-trimethyl-, [3R-(3a,5ap,6p,8ap,9a,12B,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
Nonspecific Derivatives  Nonspecific Derivatives
ﬁﬁﬁCAS RO I eﬁ% CAS Role Patents MNonpatents I:f;m Patents nt:}bﬁchonpatents
B{J:g.ﬂsu El la:g.ﬂslj jcﬁk Analytical Study v v v v
N Biological Study v v v v
ﬁu% ° Xﬂ‘%%iﬁ@ Formation, Nonpreparative v ¥ v
W —= Miscellaneous v v
7‘\{‘@, a%}é—(fﬁ‘g‘é‘y Occurrence v v v
Preparation v v ¥ v
%E(J EI] ﬂﬁﬁ‘y&% Process ' ' ¥ v
fmﬁﬁx Properties & & & &
° Prophetic in Patents v
Reactant or Reagent ¥ v ¥ v
Uses ¥ v ¥ v

CAS is a division of the American Chemical Society. 9 Copyright 2011 American Chemical Society. All rights reserved.
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A tioactivity Indicators I | ¥ Target Indicatorsl
References References
Anti-infective agents (all) =>>> Antimalanals 939 Cytokines (all) => Interleukin 6 10
Anti-infective agents (all) >> Parasiticides 56 Cytokines (all) == Interleukin 6 10
Antitumor agents (all) > Antitumor agents 200 Cytokines (all) => Interleukin 6 10
Natural products MD pharmaceutical 132 Cytokines (all) => Tumor necrosis factor a 16
Cytokines (all) => Tumor necrosis factor a 16
Enzymes (all) >>> Adenesine triphosphatase 18
Enzymes (all) >»>>>> Caspase-3 12
Enzymes (all) =>> Dihydrofolate reductase 10
Enzymes (all) =>3> Proteasome 17
Enzymes (all) >>>>>>> Src kinase 13
Glycoproteins (all) = P-glycoproteins 20
Hemoproteins (all) =>>> Cytochrome P450 CYP3A4 13
Interferons (all) > Interleukin 6 10
Interleukins (all) > Interleukin & 10 %ﬁ Bﬁ %?}a‘riﬂie )_l__( 1‘_\_“ %
Phosphoproteins (all) == P-glycoproteins 20 :i =
ProT:eF?nsIJ e e 21 » ':' e
Receptors (all) > Toll-like receptors 13 E:% )-l:( E‘ ﬁﬁ*ﬁ %im
RMA formation factors (all) =>> Transcription factor NF-kB 24 ) ?
P450 CYP3A4 13
20
Transport proteins (all) >>> Sarcoplasmic-endoplasmic reticulum 1z
calcium pumps
[[] | = 0 of 20 References Selected
[ 1. MDR1-associated resistance to artesunate + mefloguine does not impair blood-stage parasite fitness in a rodent malaria model Q. Bl Full Text .,§
By Rodrigues, Lovise; 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 PIMDR1 in travellers returning with Plasmodium falciparum infections .é
Q B Full Text it
By Pillai, Dylan R.; Lau, Rachel; Khairnar, Krishna; Lepore, Rosalba; Via, Allegra; Staines, Henry M.; Krishna, Sanjeev =
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 pfatpé haplotype encoding two amino add substi...

CAS is a division of the American Chemical Society. 10 Copyright 2011 American Chemical Society. All rights reserved.
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Predicted Properties: *inlngical Chemical Densn:l Related Spectra Structure-related Thermal

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

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

H Acceptors 5 (26)

H Donors 0 (26)

H DonorfAcceptor 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. 11 Copyright 2011 American Chemical Society. All rights reserved.
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Experimental Properties: Biological Chemical Density Flow and Diffusior] Lipinski and Related Optical +nt|
erng fa structure-related Thermal

Biological Properties Value Condition Note Top
ADME (Absorption, Distribution, See full text (1)CAS
Metabolism, Excretion)
Half-Life (Biclogical) See full text 1of2 (9)CAS
Median Lethal Dose(LD50) 5576 mg/kg Organism: rat Route: oral (14)APC
Median Lethal Dose(LD50) 5105 mg/kg Organism: mouse Route: oral (14)APC
Median Lethal Dose(LD50) 2800 mg/kg Organism: mouse Route: intramuscular (14)APC
Median Lethal Dose(LD50) 2571 mg/kg Organism: rat Route: intramuscular (14)APC
Median Lethal Dose(LD50) 1558 mg/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 (12)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 gf100mL; 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. 12 Copyright 2011 American Chemical Society. All rights reserved.
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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)IC
IR Absorption Spectrum See full texdt 1of11 (11)CAS
Mass Spectrum See spectrum (13)wWss
Mass Spectrum See spectrum (13)WSsS
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 (3)CAS
Two-Dimensional NMRE. Spectrum See full text l1of2 (24)CAS
UV and Visible Absorption Spectrum See full text (22)CAS
UV and Visible Emission/Luminescence See full text (25)CAS
Spectrum 5
YR B SE0 e :
5 = T e de e gm0 me | me | 2e | 2
CAS is a division of the American Chemical Society. 13 COopyrgnt ZULT American Chemical Soclety. Al Ignts reseF\//Zea.
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Absolute stereochemistry.

Cis5 Hzz Os

3,12-Epoxy-12 H-pyrano[4,3-7]-1,2-benzodioxepin-10({3H)
-one, octahydro-3,6,9-trimethyl-,
(3R,5a56R 8359/ 12512aR)-

Spectra
Experimental Properties
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CAS is a division of the American Chemical Society.
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Absolute stereochemistry.
Ci5 H22 Os
3,12-Epoxy-12 #-pyrano[4,3-/]-1,2-benzodioxepin-10(34)
-one, octahydro-3,6,9-trimethyl-,
(3R,5356R,83509R,12512aR)

Spectra
Experimental Properties

Get Reactions &
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Welcome Tony Liu

Substance Identifier "9002-84-0 " > substances (1) > get references (95342)

SUBSTANCES: CHEMICAL STRUCTURE @

) REFERENCES N
Research Topic SAVED ANSWER SETS @
Author Name ) hanliuchun
Structure Editor:
Company Name _ . substance
Document Identifier Java ] Search Type:
; | @ Exact Structure photoreaction guangminji
ourna -
Patent @  Substructure reaction 1
Tags O Similarity 1
Click to Edit Autosaved Substance Set
SUBSTANCES
Show precision analysis View All | Import
Chemical Structure [ |
Markush KEEP ME POSTED @
Molecular Formula
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) Import CXF No results
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S | search os 12,013
Oct 12, 2013(13
Reaction Structure

Oct 05, 2013(6)
Sep 28, 2013(6)
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* REFERENCES SUBSTANCES: SUBSTANCE IDENTIFIER @

Research Topic
Author Name

Company Mame ginghaosu| B

Document Identifier

Journal

Fatent I' i
% SUBSTANCES e

999315

Chemical Structure Acetaminophen

Markush

Molecular Formula m

Froperty

[l substance Identifier [ |

& REACTIONS
Reaction Structure

HEMAYMRIILHK, CASNo, B4, HERER, —
KB ER25MYIR, HBATHIT
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Research Topic

Author Name
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Document Identifier @ Experimental Value or Range
Journal Select Property... -
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Chemical Structure
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[[] = 0of 7 Substances Selected

[ 1. Substance Detail [ 2. Substance Detail [ 3. Substance Detail
1020235-64-1 749886-85-9 721435-10-5
~1 [gh 2 |(}1 14 |(}1
107-13-1 107-13-1 107-13-1
CiHzN CiHiN CiHaN
Hy C—CH—C—MN Hy C—CH —C—HN Hy C—CH—C—MN
106-99-0 106-99-0 106-99-0
C4 Heg C4 He C4 Hg
HaC— CH— CH—CH 2 HyC— CH— CH—CH 3 HyC0— CH— CH—CH 2
100-42-5 100-42-5 » 100-42-5
Ca Ha Cs Hs Q Cs Ha
Hy C——CH — Ph Hy C——CH — Ph Hy C——CH— Ph
(Cz Hs . Cs He . C2 Ha N)x {CaHs . CqHeg.CzHaN) (CsHs.Cs Hg. C3Hz N)x
2-Propenenitrile, polymer with 1,3-butadiene and 2-Propenenitrile, polymer with 1,3-butadiene and 2-Propenenitrile, polymer with 1,3-butadiene and
ethenylbenzene, graft, triblock ethenylbenzene, diblock ethenylbenzene, triblock

CAS is a division of the American Chemical Society. 23 Copyright 2011 American Chemical Society. All rights reserved.
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Research Topic
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Tags ty
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Research Topic
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[ 1. Substance Detail [ 2. Substance Detail [ 3. Substance Detail
128-95-0 59637-62-6 84516-43-8
~1301 [ ~7 [y ~5 [B)
0 H ,, a o} ITH , 128-95-0
J_L "’) JL Ci4 Hig Nz Oz
» PN

(I (J [ L
T Y

(o] ITH 2 (o] ITH 5

C14 Hio N2 O2 Ci14 Hyo Nz O2 o WH

9,10-Anthracenedione, 1,4-diamino- 9,10-Anthracenadione, 1,4-diamino- Jradical ion(1-) 2
Spectra
Experimental Properties 89-32-7
Cip Hz Og
=] o
[s] [+]

e RN

[+] [+]

(C14 Hig N2 02 . C1p Hz Og)x
14,34Benzo[1,2-c4,5-¢]difuran-1,3,5,7-tetrone,
polymer with 1,4-diamino-9,10-anthracenedione (9CI)

CAS is a division of the American Chemical Society. 26 Copyright 2011 American Chemical Society. All rights reserved.
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[¢] ITH 4
C14 Hg N2 02

9,10-Anthracenedione, 1,4-diamino-, ion{1-)

~1 [

O s0. substance Detail

[ s1. substance Detail

122988-10-7 126905-64-4
~l !q-f_'. ~1 !J_'.
128-95-0 128-95-0
Cag Hio Nz 02 Ci4 Hag Nz Oz
T NH o T HH ,

BN N J?H AT S lﬁﬁ

Pew Dew

“‘::/ e |a o x[":'/" - ,f-'/ H'x_|a o \F‘i'

0 NH ., 0 NH
106-50-3 592-43-3 »
Cs Ha Nz CzHio Mz O q
e o TH g H
ﬂ’ -~ - N\‘ Ph
[ -
J\ ) | == / u
Pl \ f

HoW e Y /
100-20-9 C1a Hio N2 02 . Cg Hio N2 O
CaHs Oz 0z 9,10-Anthracenedione, 1,4-diamino- with 1-phenyl-3-

° pyrazolidinone (9CI)
e €L
,|- Sy
o T, ~
[e]

(C14 Hio N2 02 . C8 Ha Clz 02 . Cs He Na)x
1,4-Benzenedicarbonyl dichloride, polymer with 1,4-benzenediamine
and 1,4-diamino-9,10-anthracenedione (3CT)

VAL, SASREY. BEY. SRLERYRE. #K
MBBESE,

CAS is a division of the American Chemical Society.
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