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Absolute sterecchemistry.

clE HIE 05

3,12-Epoxy-12 H-pyrano[4,3-7]-1,2-
benzodioxepin-10{34)-one, octahydro-3,6,9-
trimethyl-, (3R,535,6R,8259R,12512aR)-

¢ Key Physical Properties

CAS Registry Number: 63568-64-9
View Substance Detail

Explore by Structure 3
Synthesize this...

Get Reactions where Substance is a »
Get Commercial Sources

Get Regulatory Information

Get References

Export as Image

Export as malfile
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References & Reactions " Sources
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=y Return

CAS Registry Number 63968-54

—/\
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1

4 B54 |¢J’ i a0 ¥

CiS HZE 05

3,12-Epoxy-12 H-pyrano[4,3-7-1,2-benzodioxepin-10( 3 A4)-one,
octzhydro-3,6,9-trimethyl-, (38,535,068 83598, 12512:R)-

Molecular Weight
282.33

Melting Point (Experimental)
Valus: 1568-157 =C

Boiling Point (Predicted)
Value: 389.9+42,0 °C | Condition: Press: 760 Torr

Density (Experimental)
Value: 1.300 gfcm3

Other Names

3,12-Epoxy-12 4pyrano[4,3-7-1,2-benzodioxepin-10(3 4)-one,
octahydro-3,6,9-trimethyl-, [34-(30,5aF,60,8aF,90, 123,123 7%)]-

(3R 5256RBa5OR 1251 2aR)-0ctahydro-3,6,9-trimethyl-3,12-epaxy-
12 4pyrano[4,3-7-1,2-benzodioxepin-10(3 A)-one

(+)-Arteannuin

(+)-Artemisinin

[+)-Qinghacsu

View more...

Absolute stereochemistry.
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13C NMR Properties Vvalue

Carbon-13 NMR Spectrum

Carbon-13 NMR Spectrum Ses spactrum

Carbon-13 NMR Spectrum Sea full text
Notes

(3) ACD: Spectral data were obtained from Advanced Chemistry Development, Inc.
(4) Han, Jachong; Joumal of Natural Products 2001, Ve4{(9), P1201-1205 CAPLUS &
(5) Yadav, J. S.; Tetrahedron 2010, vaa(11), P2005-2009 CAPLUS Q

IR ST

N ]
l% —

10of8

Condition

Note

(3)aCD
(4)acD
[5)CAs

PREDICTED PROPERTIES
PREDICTED SPECTRA

'HNMR | **C NMR

'H NMR Properties Value
Proton MMR. Spectrum Ses spactrum
MNotes

(28) Predicted NMR. data calculated using Advanced Chemistry Development, Inc. (ACD/

ACS / Proprietary and

Carbon-13 NMR Spectrum

Print

SPECTRUM ID
7MED36_38.C

CAS REGISTRY NUMBER
63968-64-9

FORMULA
Cli H].Z 05

CAS INDEX NAME
3,12-Epoxy-12 #pyrano[4,
3-/]-1,2-benzodioxepin-
10{3H)-one, octahydro-3,6,
o-trimethyl-, (38,535,6R,
835,9R12512aR)

NUCLEUS
13C

SOURCE

Spectral data were
obtained from Advanced
Chemistry Development,
Inc.
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Chemical Structure
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Molecular Formula

Property
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Saved Searches «
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Boiling Point (°C)

Density (g/cm3)

Enthalpy of Vaporization (lJ/mol)
Flash Point (°C)

Freely Rotatable Bonds

H Donor/Acceptor sum

H Acceptors

H Donors

Koc

logD
e

logP

Mass Intrinsic Solubility (g/L)
Mass Solubility (g/L)

Molar Intrinsic Solubility (mol/L)
Molar Solubility (mel/L)

Molar Volume (cm3/mol)

Molecular Weight

pka

-
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Examples: 44, 25-35, =125

Molecular Weight
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Refine by: @
® Chemical Structure ) 1. 1986293-22-4 4
Isotope-Containing P
Metal-Containing e
Commercial Availability =
Property Availability |
Property Value N
Reference fvailability NH X
Atom Attachment
Br

Structure Editor:

Java Non-Java

Click to Edit

Cnly retrieve\substances

Cis Hi; Br N,
3-Pyridinamine, 2-bromo-A-(3-phenylbutyl}-

» Key Physical Properties

1 4, 1986293-16-6 <

jpETools -

] 2. 1986293-21-3 &

s

SN
J
F ~
Cl

Cy; H;CIF, N, O
4-Pyrimidinamine, A-(2-chloroethyl)- A(2,2-difluoroethyl)-6-
ethoxy-5-methyl-

» Key Physical Properties

] 5. 1986293-14-4 2

\
45002 55,
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Analyze Refine
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* Chemical Structura
[sotope-Containing
Metal-Contzining
Commerdal Availability
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Property Value
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Atom Attachment

Structure Editor:

Java Non-Java

Ohck image W change

structure o view detal.

Search type: Substructure

Oy retrieve substances that:
Have references
Are commercialty available
¥ Are a single component
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Are in specific types of
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441-Benzopyran-3-one, 2-(3,5-dimsthylphenyl)-

v Key Physical Properties
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v Key Physical Properties
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Click image to change
structure or view detail, e -
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Author Name
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Patent

Tags s
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Chemical Structure

Markush
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Feaction Structure
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5 (CHZ)
P N S T
oH O e,

C,,H,; 0,5. Na
Sulfuric acid monododecy| ester sodium salt (1:1)
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Spectra
Experimental Properties

EMSHIFEIFAS o FUSReEYIRg U “C”
£R1;, MAESNEEEE HET=SEFEIRF
HHESHIEE

=== SCIFINDER

S |, s s0LUTION

ACS / Proprietary and Confidential / Do Not Distribute

12




- /\ :I:d;/j
#@Jﬁ* ‘.‘Lz?x_élzl 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 ¥
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1. 668-19-9 2
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I 114599-38-1 9
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(Component: 658-19-9)

-t

Absalute stereachemistry,

L -5
i 568-15-9
CaHy N O,
N ‘\\.'. ijl-‘-'"':"ﬁ\'- Ty
Absalute stereachemistry., . --T-'G‘--.\,. [_H
Cyy Hyy N Oy .
8-Azabicyco[ 3.2.1]octane- 2-carbaylic acid, 3-(benzaylmoy}-8-methyl-, methyl ester, {17 Absolute stereochemistry.
2RIAES)-
* ey Physical Properti 86-83-1
pvor it CoH N, O
H
0N NOy
=
A]-R
NG,

C,H,NO,.CIH
Allococaing, hydrochloride (&CI)

Ll SPS
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Allococaine, picrate (6CI)

ACS / Proprietary and Confidential / Do Not Distribute

<2== SCIFINDER’
v A CAS SOLUTION

16



YIHEZER AN

e

INSHRIQREGANIE:, B, ke, RoS, WaEAee

#ET

<=, SCIFINDER

A CAS SOLUTION
ACS / Proprietary and Confidential / Do Not Distribute



)

TR ER—

LELAINTER

V Structure Editor

LN L)

SR N Q [

f ’ (‘?' Sedect and draw struciures with templates. (] Suur_lT:
| P " O Resction
1% X, 0 Markush
=X . -H.
], <,
-
® %K
¢ 3
o Get substances that match your
' @ query wsing:
) Exact search
I':':':' Subsinicture b-H:II'JII
Q Simillarily seanch
-
I 1 '
s | l[c/h o s N PdErF IS
H Eﬁj |;|_ E .. -l =5 o H
i S |EC' o on
[ CasHyz02 2428

ACAS SOLUTION

’1‘2 SCIFINDER’

ACS / Proprietary and Confidential / Do Not Distribute

18




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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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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© Property Value % = %), ﬂ; NAE
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Atom Attachment
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D Q ¢ gk
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your query
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) Exact search

o
(g Substructure

 search
Click image to change structure or = Similarity
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view detail e
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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

ﬁ:ﬂe rafarancas

2 Are commercially
available

# Are z single component

= Are in spedfic substance
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Get Commercial

[ Get * Get
— References Reactions Sources

Eort by: | Relevance v | *
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"‘ﬁ.f Tools =
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S Y w & -
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5
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Absolute stereochemistry., Rotation ().

CLsHLGz

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

» Key Physical Properties
Regulatory Information

Spectra

Experimantal Properties

) 4. 1p4550-32-5 2

3 B

CisHy; Oy _
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v Key Physical Properties
Experimental Properties

[ 5 75524-43-5 4
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Shorteut Keys (®) Structure

Drawing Editor:

Short

(0&3}80@9@7%2‘:

HS
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COOH

) Reaction
Fy

) Markush

Get substances that
match your query
using:

) Exactsearch
() Substructure ssarch

p—
(8 Similarity szarch

-

ACS / Proprietary and Confidential / Do Not Distribute

=== SCIFINDER
v A CAS SOLUTION

1

24



RIS RER

Select All Deselect All
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u 0-64 (least similar) 1818

Score. 88

Ll 1. 885518-94-5 Q

w1 [95) ‘IQ w5 &

AR

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

W |

b
7 &

Cs Hg N, O,

PREMNEZH

a1 &Y

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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¢ Structure Editor

"% 3 W0 N I almla
S =~ Drawing Editor:
|/ ’ \1;: Draw or change atoms or bonds. Shortcut Keys T
Atom  Bhort - HEZZILT
" X ® Markush

_ =R

xl- >

L1, <,

r—/
[ S50, A
L__I.: p L
N
W% )
}f\
¢ 2
Get Markush patents where the
9 \# structure(s) are:
Variable only at the specified
positions
#® Substructures of more complex
structures
1 3
A C HOSNPOCB F I Si -~
N |%| |:|= = .. - -l 4 -::IIH g Cancel
s @0 oo™
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REFERENCES @

| Document Type

Fatent 1

Journal 1
[ ]

EEETH

Markush substructure = references (1969) > Compounds and methods for anti...

Analyze | Refine Sort by: | Accession Number ¥ | Display Options

m® s solumon
Welcome Helen Zhu
Explore = Saved Searches = SciPlanner Print

Get Get . Get Related Create Keep Me - Send to
& v P Tooks ~ by Posted Alert SciPlanner

Substances Reactions =" Citations

¥ | 00f 1969 References Selected M 4 Page: ofss p M
1. Compounds and methods for anticoagulation therapy #
Q, Quick View PATENTPAK ™ .

By Allende Rodriguez, Mikel; Hermida Santos, Jose; Montes Diaz, Ramon; Oyarzabal Santamarina, Julen ~-:@“‘
Frem PCT Int. &ppl. (2016), WO 2016120432 A1 20160804, | Language: English, Database: CAPLUS =

The invention relates to certain compds. that are inducers of Heat shock 70 kDa protein 1A/1B (HSPALA/B) and their use for
anticoagulation therapy; and to a methed for anticoagulation therapy that comprises the administration of one of these inducer compds. It
has been here proved that induction of Heat shock 70 kDa pretein 1A/1B by administration of cne of these inducer compds. has
antithrembetic 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), P 2016132660 A 20160725. | Language: Japaness, Database: CAPLUS

N.__N The title imidazo[1,2-a]pyrimidine derivs. I [R' = H or halogen; ring & Ph or pyridyl; R?, R?
“ oy (same or different) = hydrogen, halogen, C,_, alkyl or C,_; alkoxy each optionally substituted

s N7 with 1-5 halogen atoms; or in case where R? and R® are at the adjacent substitution position,

R? \ R? and R® together with ring A form C.; carbocyclic ring (optionally substituted with 1-5
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