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The effect of antibiotic residues on daiy products

Photocyanation of aromatic compounds
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Research Topic Candidates &j References
6078 references were found containing the two concepts "Chinese herbals" and "medicine” closely associated with one another 6078
] 16893 references were found where the two concepts "Chinese herbals" and "medicine"” were present anywhere in the reference. 16893
[ 30227 references were found containing the concept "Chinese herbals". 30227
[l 897392 references were found containing the concept "medicine”. 897392
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[ 1. Leaching characteristics and species of arsenic in Chinese herbal medicines Q [ Full Text
By Yuan, Chungang; Wanag, Jincong; Jin, Yi
From Abstracts of Papers, 244th ACS Mational Meeting & Exposition, Philrdelphia, PA, United States, August 19-23, 2012 (2012), ENVR-278. | Language: English, Database: ~0
CAPLUS
In this present study, the leaching characteristics and species of arsenic in both herbs and decoction were investigated. The total arsenic was detd. by at.
fluorescence spectrometry and the species (AsII, AsV, MMAY and DMAVY) were anatyzed by liq. chromatog.-at. fluorescence spectrometry coupling system.
The leaching characteristics of arsenic in herbal medicines were also evaluated by various extn. methods including ultrasonic, microwave and decoction.
High concns. of total arsenic were found in some of herbs (77.8-7139.5 ng g-1), but the concn. of arsenic in decoction was low. Much more...

I &

] >. chinese herbal medicines to inhibit the replication of influenza viruses Q [FFull Text *
By Miyazakl, Tadaaki 0
From Mippon Yakurigaku Zasshi (2012), 140(2), 62-65. | Language: Japanese, Database: CAPLUS - (_S

O s Changes in the intestinal absorption mechanism of icariin in the nanocavities of cyclodextrins Q [ Ful Text *
By Zhang, Ye; Wanag, Qiang-Song; Cui, Yuan-Lu; Meng, Fan-Cui; Lin, Ke-Ming
From International Journal of Nanomedicine (2012), 7, 42394249, | Language: English, Database: CAPLUS ~0 ':_S
Icarin is a bioactive herbal ingredient isolated from Herba epimedi, which has been widely used for the treatment of osteoporosis and male sexual
dysfunction in traditional Chinese medicine. The major objective of this work is to investigate the different enhancing effects of B-cyclodextrin (B-CD) and
hydroxypropyl-B-cyclodextrin (HP-B-CD) on the intestinal absorption of icarin, and to identify the mol. mechanisms of this action. Host-guest-type
interactions of icarin with cyclodextrins nanocavities were unambiguously demonstrated by the phase-soly. diagram, UV spectroscopy, Fourier tran...

[C1 4. Application and research progress on molecular distillation technology in pharmaceutical industry Q. [BFull Text *
By Hanag, Zhijun; Ying, Anguo; Wu, Hao
From Huagong Shengchan Yu Jishu (2012), 19(2), 37-40. | Language: Chinese, Database: CAPLUS ~0 "'-'_S
This paper introduced the basic principle and tech. characteristics of mol. distn., which was a new-type lig.-ig. sepn. and purifn. technol. which has
advantages of lower distn. temp., shorter heating time, higher sepn. efficiency, etc. The application and research progress on mol. distn. in the effective
components sepd. from the crude product in Chinese herbal medicine and synthefic drugs such as vitamins, unsatd. fatty acids, volatile oil, etc were
reviewed. Research and application in this field in China started relatively later, and then the optimum conditions of sepn. and purifn. need...
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[l 1. Indirubin derivatives inhibit Stat3 signaling and induce apoptosis in human cancer cells Q [EFul Text .#

By Mam, Sangkil; Buettner, Ralf; Turkson, James; Kim, Donghwa; Cheng, Jin Q.; Muehlbeyer, Stephan; Hippe, Frankie; Vatter, Sandra; Merz, Karl-Heinz; Eisenbrand, Gerhard; et al —
From Proceedings of the Mational Academy of Sciences of the United States of America (2005), 102(17), 5998-6003. | Language: English, Database: CAPLUS - (i—g

Stat3 protein has an important role in oncogenesis and is a promising anticancer target. Indirubin, the active component of a traditional Chinese herbal
medicine, has been shown previously to inhibit cycin-dependent kinases, resulting in cell cycle arrest. Here, the authors show that the indirubin derivs.
ES64, E728, and EBD4 potently block constitutive Stat3 signaling in human breast and prostate cancer cells. In addn., E8B04 directly inhibits Src kinase
activity (IC50 = 0.43 pM) in an in vitro kinase assay. Levels of tyrosyl phosphorylation of c-Src are also reduced in cultured cels 30 ...

[ 2. nduction of apoptosis in prostate cancer cell ines by a flavonoid, baicalin Q@ [ Ful Text .*
By Chan, Franky L.; Choi, H. L.; Chen, Z. Y.; Chan, Peter 5. F.; Huang, Y. T
From Cancer Letters (Shannon, Ireland) (2000}, 160(2), 219-228. | Language: English, Database: CAPLUS - (_S

The flavonoid baicalin (baicalein 7-D-B-glucuronate), isolated from the dried root of Scutellaria baicalensis Georgi (Huang Qin), is widehy used in the traditional
Chinese herbal medicine for its anti-inflammatory, anti-pyretic and anti-hypersensitivity effects. In the present study, we investigated the in vitro effects
of baicalin on the growth, viability, and induction of apoptosis in several human prostate cancer cel lines, including DU145, PC-3, LNCaP and CA-HPV-10.
The cell viabilily after Lredaling wilh bdicadlin for 2-4 days wds quantilied by a colorimetnic 3-(4,5-dimethylthiazol-2-yl)...

[ 3. Anti-cancer properties of anthraguinones from Rhubarb QA  EFul Text .*
By Huang, Qing; Lu, Guodong; Shen, Han-Ming; Chung, Maxey C. M.; Ong, Choon Mam
From Medicinal Research Reviews (2007), 27(5), 609-630. | Language: English, Database: CAPLUS ~91 (_S
Areview. Rhubarb has been used as a traditional Chinese medicing since ancient times and today it is still present in various herbal prepns. In this review
the toxicol. and anti-neoplastic potentials of the main anthraquinones from Rhubarb, Rheum palmatum, wil be highlighted. It is interesting to note that
although the chem. structures of various anthraquinones in this plant are similar, their bioactivities are rather different. The most abundant anthraquinone
of rhubarb, emodin, was capable of inhibiting cellular prolferation, induction of apoptosis, and prevention of metastasis. Thes...

[C] 4. potential anticancer activity of tanshinone IIA against human breast cancer QA [FFul Text .*
By Wana, Xiujie; Wei, Yuguan; Yuan, Shulan; Liu, Guaniian: Lu, Yanrona; Zhana, Jie; Wana, Wendong
From International Journal of Cancer (2005), 116(5), 799-807. | Language: English, Database: CAPLUS i "'_3

Tanshinone A is a deriv. of phenanthrene-quinone isolated from Danshen, a widely used (Chinese herbal medicine. It has antioxidant properties and
cytotoxic activity against multiple human cancer cel lines, inducing apoptosis and differentiation of some human cancer cell lines. Our purpose was to
confirm its anticancer activity on human breast cancer in vitro and in vivo and to elucidate the mechanism of its activity. Human breast cancer cels were
tested in vitro for cytotoxicity, colony formation inhibition, BrdU incorporation and gene expression profiing after treatment with tanshinone...
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1. Indirubin derivatives inhibit Stat3 signaling and induce apoptosis in human cancer cells

By: Nam, Sangkil; Buettner, Ralf; Turkson, James; Kim, Donghwa; Cheng, Jin Q.; Muehlbeyer, Stephan; Hippe, Frankie; Vatter, Sandra; Merz, Karl-Heinz; Eisenbrand, Gerhard; Jove,

Richard

Stat3 protein has an important role in oncogenesis and is a promising anticancer target. Indirubin, the active component of a traditional Chinese herbal medicine, has been
shown previously to inhibit cycdin-dependent kinases, resulting in cell cycle arrest. Here, the authors show that the indirubin derivs. ES64, E728, and E804 potently block
constitutive Stat3 signaling in human breast and prostate cancer cels. In addn., EB04 directly inhibits Src kinase activity (IC50 = 0.43 pM) in an in vitro kinase assay. Levels
of tyrosyl phosphorylation of c-Src are also reduced in cultured cells 30 min after E804 treatment. Tyrosyl phosphorylation of Stat3, which is known to be phosphorylated
by c-5rc, was decreased, and constitutive Stat3 DNA binding-activity was suppressed in cells 30 min after EG04 treatment. The antiapoptotic proteins Md-1 and Survivin,
which are encoded in target genes of Stat3, were down-regulated by indirubin derivs., followed by induction of apoptosis. These results demonstrate that EB04 directhy
blocks the Src-5tat3 signaling pathway, suggesting that the antitumor activity of indirubin compds. is at least partially due to inhibition of this pathway.

Indexing

Pharmacology (Section1-6) &
2 gk NI enE & g o et

Concepts /-

P A EYE RER -

Proteins

Mcl-1 (myeloid cell leukemia sequence-1); indirubin derivs. inhibit Stat3 signaling
and induce apoptosis in human cancer cells

Biological study, unclassified; Biological study

Transcription factors

e 231 0 CASRN - 5 248 -

VAR

(A= Frdl 4 7

~ v = 7

Substances &>

479-41-4D Indirubin, derivs. A %3 =
144697-17-6 c-Src kinase Q@
152478-56-3 Jakl kinase Q

371761-91-0 Survivin Q Survivit

indirubin derivs. inhibit Stat3 signaling and induce apoptosis in human cancer

cells
;f;. %ﬁ"# i@.;’;;pﬂ o

Biological study, unclassified; Biological study

Volume102
Issuel?
Pages5998-6003
Journal

2005
CODEN:PNASAG
ISSN:0027-8424

DOL:10.1073/pnas.0409467102

Company/Organization

Molecular Oncology Program
H. Lee Moffitt Cancer Center and
Research Institute

Tampa, FL, USA 33612

Accession Number

2005:424591
CAN143:53076
CAPLUS

- Publisher

National Academy of Sciences

STAT3 (signal transducer and activator of transcription 3); indirubin derivs. N ' T

inhibit Stat3 signaling and induce apoptosis in human cancer cells 301323-96-6 4 guag
301323-97-7 Q Englch

Biological study, unclassified; Biological study 854171-26-9 Q ) .
854171-28-1 @ . , —2 4
ssa171292 @ | > ¥ £ hyperlink Z 4= 5 L -

Antitumor agents Apoptosis 854171-31-6 Q

Human Mammary gland, neoplasm 854171-33-8 @

Prostate gland, neoplasm Signal transduction, biological 854171-35-0 Q
854171-37-2 A | _J
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All

EHDlDEE

General chemistry
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1. Select a heading and category.

Category ¢
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Substances in medicine
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Food (11)

Substances in adverse
effects (10)
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1. Select a heading and category. 2. Select index terms of interest.
Category Heading Category Index Terms Selected Terms
Medicine (84) 123 } Click 'x' to remove the category from
E~|~::uh:>t_:,|15.»r Substances in medicine Select All Deselect All SF"'E_C':Ed I _
Biotechnology (220) 1 Natural products, 31 | |© Botechnology > Substances in
General chemistry -|—'D.'3'{-I'II:."EI'|‘I.'FQ‘5.Ir & forensics |:]_ ljl pharmaceutical = medicine (1 Terms)
Genetics & prgte]n Substances in t:rlologrcal Lses ?&N?Chaﬂdﬂs 1;
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) Berbe 9
Technology Agriculture (6) W Alktab‘rrtljge 2
Polymer chemistry Food (11) _ [Tl Favonoids 7
Synthetic chemistry Substances in adverse 7] Baicalin 6
Analytical chemistry Substances in food [C] Tanshinone IIA 5
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1 Emodin 3
[Tl Ginsenoside Rg1 3
[C] proteins, general 3
g Proteins, specific or class 3.
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[C] 1. A phase I study of the Chinese herbal medicine PHY906 as a modulator of ironotecan-based chemotherapy in patients with advanced colorectal é
cancer @ EFUII Text
By Kurmmar, Shivigss R e, R e e ™5 07 2 3 ~1 &
From Clinical Colo Fﬁ.ﬂﬁ * 5 )&’»;ﬁa A » 4]%* jronotecan f* J p¥ » 1u r’ ¥ Z#PHY906i% 5 — #4 - #|2. phase I =y
PHYS0G is o e o — H e e oL induding

diarrhea, abdominal cramps, vomiting, fever, and headache. Preclin. and clin. studies were conducted to further investigate the biol. and dlin. activities of this
herbal medicine. To ensure standardization and maintain interbatch reliability of PHY906, high performance liq. chromatog. (HPLC) was used to establish a
"chem. fingerprint” of PHY90&. In vivo preciin. studies using the murine Colon 39 tumor model showed that PHY206 protected...

O 2. Alavonoid baicalein suppresses adhesion, migration and invasion of MDA-MB-231 human breast cancer cells QA [EFul Text #
By Wang, Ling; Ling, TLII'I Chen, ran L| Chnng Llng ang F»‘-ng You, Qi-Dong; LLI Ma; Gun Qing-Long
From Cancer Letti ~5 @
Baicalein is a R N MV ad A\ [ D10 V| S By RS- AP LR I S o VS NN, \§ ant-cancer therapy. However, the mal.
mechanism ol ILs dnU-Cancer dCUviLy remmidins poory UNuerstool dnd wdrtdnts turoner |n'.resugau0ns. e purpose of this study is to verify the activity of
baicalein to inhibit the invasion of MDA-MB-231 human breast cancer cells. The results indicated that baicalein suppressed MDA-MB-231 cell adhesion to
fibronectin-coated substrate, wound healing migration and invasion through the Matrigel in a concn.-dependent manner. Western blot and gelatin...

[C] 3. Baicalein, a flavonoid extracted from a methanolic extract of Oroxylum indicum inhibits proliferation of a cancer cell ine in vitro via induction of é

apoptosis QA [FFul Text i (_S

By Rov. M. Kumar: Nakahara. K.: Thalana. W. Na: Trakoontivakorn., G.: Takenaka. M. Isohe. 5.0 Tsushida. T,

| % 2> — B p Oroxylum indicum?® @84 ¢ R Mg @ &4 > 5d F e B Prfdd p Rloe s 2

anti-hypersensitivity effects, inhibited in vitro prorrfe'ration of HL-60 cells. The flavonoid baicalein was found as an active component in the ext. Anal. of
freeze-dried fruits of the plant indicated that this component comprised about 4% of the material by dry wt. In this study, we investigated the in vitro
effects of baicalein on the viabiity and induction of apoptosis in the HL-60 cell ine. The cell viability after treating with ...

[C 4. Role of Baicalein in the regulation of proliferation and apoptosis in human myeloma RPMI8226 cells QA [EFul Text .é
By Li, Qiu-bai; You, Yong; Chen, Zhi-chao; Lu, Jian; Shao, Jing; Zou, Ping o

From e , S S A e 2 =
M 5 5 %X 5 B RPMIB226 wm¥e thd » imie 3 2 &1 tw¥e B R IR AT N E ¢ o B medicine,
which has been utiized in anti-inflammatory therapy. The effects of Baicalein on apoptosis and proliferation of myeloma cells and on the expression of 12-

lipoxygenase (12-LOX) in these cells were detd. Baicalein inhibited proliferation and induced apoptosis of the human myeloma cell line RPMIS226 in a time-
and dose-dependent manner and caused G0/G1-phase arrest, indicating that cell arrest is involved in inhibiting growth of myeloma cels....
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[C] 42. Substance Detail

491-67-8
Baicalein (% %) ~2039 [ GRS
A L ALE S
HO 0O Ph k‘- |C0mmerclal 50ur-::ea| EIERF =§¢;}J
HO
OH O
Ci5 Hio O5

4H1-Benzopyran-4-one, 5,6,7-trinydroxy-2-phenyl-

Spactra "0;%?7}4
Experimental Properties Y ¥
R iy e

(T | SciFinder wwcasor,
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C15 Hio Os
4H-1-Benzopyran-4-one, 5,6,7-triydroxy-2-phenyl-

Baicalein (6CI); Flavone, 5,6,7-trihydroxy- (7CILBCI); 5,6,7-
5 f—-) Trihydroxyflavone; Baikalein; NSC 661431; Noroxylin OH o

HO

~2,039 References

Document Types: Conference, Dissertation, Journal, Patent

Nonspecific Derivatives Nonspecific Derivatives
CAS Role Patents Nonpatents from Patents from Nonpatents
7 Analytical Study v v v
Biological Study v v v v
P Combinatorial Study v
CAS Role . .
) Formation, Nonpreparative v v
(g ad): Occurrence / v s
S S ¥ oy < Preparation v Ve v
e B 2 EJ;. ?E iﬁ% Process v v v
Properties v v v v
Prophetic in Patents v
Reactant or Reagent v v
\, Uses v v v v
+ Bioactivity Indicators [E » Target Indicators [k
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Predicted Properties: Biological Chemical Density Lipinski and Related Spectra Structure-related Thermal

Biological Properties Value Condition Note Top
Bioconcentration Factor 345 pH 1 Temp: 25 °C (30)
Bioconcentration Factor 342 pH 4 Temp: 25 °C (30)
Bioconcentration Factor 36.8 pH 7 Temp: 25 °C (30)
Bioconcentration Factor 1.0 pH 10 Temp: 25 °C (30)
Chemical Properties Value Condition Note Top
Koc 2280 pH 1 Temp: 25 °C (30)
Koc 1320 pH 6 Temp: 25 °C (30)
Koc 1.0 pH 9 Temp: 25 °C (30)
logD 3.64 pH 2 Temp: 25 °C (30)
logD 361 pH 5 Temp: 25 °C (30)
logD -0.48 pH 10 Temp: 25 °C (30)
Mass Solubility Sparingly Soluble (0.076 g/L)  pH 1 Temp: 25 °C (30)
Mass Solubility Sparingly Soluble (0.076 g/L)  pH 4 Temp: 25 °C (30)
Mass Solubility Sparingly Soluble (0.70 g/L) pH 7 Temp: 25 °C (30)
Mass Solubility Soluble (15 g/L) pH 8 Temp: 25 °C (30)
Mass Solubility Very Soluble (432 g/L) pH 9 Temp: 25 °C } LR IEET R 5 AR JEN]
Mass Solubility Very Soluble (1000 g/L) pH 10 Temp: 25 °C (30)
Molar Solubility Sparingly Soluble (2.8E-4 pH 1 Temp: 25 °C (30)
mol/L)
Molar Solubility Sparingly Soluble (2.8E-4 pH 4 Temp: 25 °C (30)
molfL)
Molar Solubility Sparingly Soluble (2.6E-3 pH 7 Temp: 25 °C (30)
molfL)
Molar Solubility Slighthy Soluble (0.054 mol/l)  pH 8 Temp: 25 °C (30)
Molar Solubility Very Soluble (1.60 malfL) pH 9 Temp: 25 °C } e ']ﬂ—_ ,’xl'g E 33 ? 2z /% ﬁ; (30)
Molar Solubilicy Very Soluble (3.70 mol/L) pH 10 Temp: 25 °C (30)
pKa 6.31£0.40 Most Acidic Temp: 25 °C (30)
Vapor Pressure 7.27E-14 Torr Temp: 25 °C (30)
| Density Properties Value Condition Note Top
Density 1.548+0.06 g/cm3 Temp: 20 °C Press: 760 Torr (30)
Molar Volume 174.5+3.0 cm3/mol Temp: 20 °C Press: 760 Torr (30)
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Experimental Properties: Biological Chemical Lipinski and Related Spectra Structure-related Thermal

Biological Properties Value Condition Note Top
ADME (Absorption, Distribution, Metabolism, See full text 1of2 (2)CAS

Excretion)

Half-Life (Biological) See full text (8)CAS

Minimum Inhibitory Concentration See full text 10f2 (25)CAS
NOAEL/LOAEL See full text (27)CAS

Chemical Properties Value Condition Note Top
Acid/Base Dissociation Constant (Ka/Kb) See full text (1)CAS

logD See full text (11)CAs

logP See full text 10f2 (12)CAS

Potential of Electrode Reaction See full text (28)CAS

Lipinski and Related Properties Value Condition Note Top
logP See full text 1of2 (12)CAS

Spectra Properties Value Condition Note Top
Carbon-13 NMR Spectrum See spectrum (WSS

Carbon-13 NMR. Spectrum See full text lofb (5)CAS

Circular Dichroism Spectrum See full text (6)CAS

IR Absorption Spectrum See full text 1of5s (9)CAS

IR Spectrum See full text (10)CAS

Mass Spectrum See spectrum (4Wss

Mass Spectrum See full text 10f 23 (6)CAS

Proton NMR Spectrum See full text 1ofll (9)CAS

Raman Spectrum See full text (29)CAS
Two-Dimensional NMR. Spectrum See full text (26)CAS

UV and Visible Absorption Spectrum See full text 1of 14 (6)CAS

UV and Visible Spectrum See full text 10of3 (23)CAS
Structure-related Properties Value Condition Note Top
Bond Length See full text (3)CAS

Molecular Structure See full text (26)CAS

v o
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Carbon-13 NMR Spectrum Spectrum ID
UWLUOD6230
Print &
Solvent
o oo Dimethyl sulfoxide-de
Eh (2206-27-1)
Nucleus
n
il 13C
>
b
5
o Source
L o S §$ 8% 3 B 1]
o Spectral data were obtained from
b Wiley Subscription Services, Inc.
2 (us)
o
0
o
Mass Spectrum Spectrum ID
B R R AR a S e B S A R R R R S ] ID_WID-DLO-105447-3
180 160 140 120 100 80 AU
e o Nominal Mass
g -
CAS Registry Number: 491-67-8 HO o Fh 270
Ci5 Hio Os
. Source
4H-1-Benzopyran-4-one, 5,6,7-trihydroxy-2-phenyl-
HO Spectral data were obtained from
Wiley Subscription Services, Inc.
OH o 4 (Us)
o
=
g
L
>
E
&
a
5
2 8
C
©
'ﬂ .
_ | ||‘\ | [\ | ‘ll I
o fre e dasas; LAAALAMR) sARAd Aands T 1
20 40 60 80 100 120 140 160 180 200 220 240 260 280
m/z
CAS Registry Number: 491-67-8 HO o Fh
Ci15 Hio Os
4H-1-Benzopyran-4-one, 5,6,7-trihydroxy-2-phenyl-
HO
OH o
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~Pricing & Availability

Commercial Sources

102 Commercial Sources 0 Selected | Keep Selected Remove Selected

Print Export

11 commercial sources with the Pricing & Availability (Mew) Pricing & Awvailability are Keep Analysis

Clear Analysis

displayed
Select All Deselect All | Sort by: Catalog Name -t
[C] 2. 2012 TCI AMERICA Fine Chemicals
Supplier Name: TCI America, Catalog Publication Date: 30 May 2012
Order Number: T2721
Quantity: 1 g, 54
491-67-8 Baicalein
@®Link & Pricing & Availability | Check pricing and availabiity with supplier.

3. 2012 TCI EUROP}—+ine Chemicals

Supplier Name: TCI EUROPE N.V., Catalog Publication Date: 30 May 2012
Order Number: T2721

Quantity: 1g,5g

491-67-8 Baicalein

@oLink ¥ Pricing & Avaiabiity [

5. 2012 TCI Shanghai Fine Chemicals

Supplier Name: TCI (Shanghai) Development Co., Ltd., Catalog Publication Date: 30 May 2012
QOrder Number: T2721

Quantity: 19,59

491-67-8 Baicalein

@oLink M Pricing & Avaiabiity [Elk

(S | SaFinder

CAS is a division of the American Chemical Society

Answers per Page [20]

Custom Synthesis f
“ Bl Ch!t;micals Suppo“ A
Baicalein
{CAS Number : 491-67-8)

» Home

TClI AMERICA United States

Moving Your Chemistry Forward

Structure Synonym  5,6,7-Trihydroxyflavone
General Information
Product Number T2721
Available Stock
Packing Unit Price - _ uanti
9 Portland Philadelphia Japan * Q Y
1g §6.00 USD Please contact Please contact 1 0 E
us. us.
5g 280.00 USD Please contact Please contact 8 0 E
us. us.

* Items available from stock in Japan will be delivered in 10 business days
* Please contact us if you need further information.
(Sales Dept Tel: 800-423-8616 / 503-283-1681 email: sales@tciamerica.com)

Request Bulk
Quotation Add to Cart
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Commercial Source (B:% F) : 2 EERT T4
~Export FfL ¢ B B8 KRK R T EEF T~

@ Microsoft Excel - BE-:LCBI I

| A | B c D E E G H J K
1
2 |CAS Registry Number:491-67-8
HO o Fh
HO
3 OH o}
4 |ordert ~ [chemical rijcns Index Name v CummilE' Price E‘mmﬂjﬁuﬂ{mﬂm Name '~ |Pricing and Availability Info g&:mrm Estmet Address E
4H-1-Benzopyran-4-one, 5.67- |19 $86.00 2012 TCI AMERICA Fine
5 |T2721 Baicalein trihydroxy-2-phenyl- 50 $280.00 =98.0% Chemicals hitp-/fwww tcichemicals.comieshop TCI America 9211 N. Harborgate Street
TCI Bldg. 4-10-2, Nihonnbashi-
4H-1-Benzopyran-4-one, 5,6.7- |14 586.00 2012 TCI AMERICA Fine Honcho
6 T2721 Baicalein trihydroxy-2-phenyl- 59 $280.00 =98.0% Chemicals hitp-ffwww tcichemicals.coml/eshoph TOKYOQ CHEMICAL INDUSTRY CO. Chua-ku
4H-1-Benzopyran-4-one, 5,6.7- |14 586.00 2012 TCI AMERICA Fine 3-1-13, Nihonbashi-Honcho
T OT2721 Baicalein trihydroxy-2-phenyl- 59 $280.00 =98.0% Chemicals hitp-ffwww tcichemicals.coml/eshoph TOKYO KASEI HAMBAI CO., LTD. {J Chua-ku
d4H-1-Benzopyran-4-one, 5.67- |19 $86.00 2012 TCI AMERICA Fine 2-6-1, Awaji-Chao
8 T2721 Baicalein trinydroxy-2-phenyl- 59 $280.00 =98.0% Chemicals hitp:/fwww tcichemicals.com/eshoph TOKYO KASEI Osaka Office Chuo-ku, Osaka-shi
4H-1-Benzopyran-4-one, 5,67- |14 586.00 2012 TCI AMERICA Fine Boerenveldseweq 6
9 |T27T21 Baicalein trihydroxy-2-phenyl- 5g $280.00 =98.0% Chemicals hitp:ffwww tcichemicals.com/eshoph TCI EUROPE M.V, Haven 1063
4H-1-Benzopyran-4-one, 5,67- |14 586.00 2012 TCI AMERICA Fine
10 | T2721 Baicalein trihydroxy-2-phenyl- 5g $280.00 =98.0% Chemicals http:fwww tcichemicals.comfeshoph TCI Deutschland GmbH Mergenthalerallee 79-81
The Magdalen Centre
4H-1-Benzopyran-4-one, 5.67- |19 $86.00 2012 TCI AMERICA Fine Robert Robinson Avenue, The
11 |T2721 Baicalein trinydroxy-2-phenyl- 59 $280.00 =98.0% Chemicals hitp/fwww tcichemicals.com/eshoph Tokyo Chemical Industry UK Ltd.  Oxford Science Park
4H-1-Benzopyran-4-one, 5,6,7- |14 $86.00 2012 TCI AMERICA Fine MNo.96 Pu Gong Road, Shanghai
12 (T2721 Baicalein trihydroxy-2-phenyl- 5g $280.00 =98.0% Chemicals hitp-ffwww tcichemicals.coml/eshoph TCI (Shanghai) Development Co.. L Chemical Industry Park
Bharanee Subalesh Building, B1,
d4H-1-Benzopyran-4-one, 5.67- |19 $86.00 2012 TCI AMERICA Fine H-71, 5th Main Road
13 |T2721 Baicalein trinydroxy-2-phenyl- 50 $280.00 =98.0% Chemicals hitp-ffwww tcichemicals.comi/eshoph TCl Chamicals (India) Pyt Lid. Annanagar (East)
EURG4.55
4H-1-Benzopyran-4-one, 5,6 7- |14 EURZ220.0 2012 TCI EUROPE Fine Boerenveldseweq 6
14 |T2721 Baicalein trihydraoxy-2-phenyl- 5_g_u_| 298.0% Chemicals bt tcichemicals com/eshoph TCLEUROPE WY Hayen 10653
B
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CAS is a division of the American Chemical Society



~11 3 4 (Baicalein) g - & it
2 47 (Lead Compound) -

TR~



Substructure Search (& & % ﬁi a5 %)

~J‘»l _jﬁ: -

(Baicalein )

B G AA S GRS T AR T -

Explore Substances

Chemical Structure
Markush

Molecular Formula
Property e

Chemical Structure

Substance Identifier

Characteristic(s)

(S | SaFinder

CAS is a division of the American Chemical Society

Click image to change structure or view detail

Search type: ¢ @ Exact Structure

© Substructure
@ Simiarity

Show precision analysis

Single component > 0 e %"f#-:% -1+ &5
Commerdialy avaiable
Included in reference(s)
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Substructure Search (& & 2 i724 % %)

' 4

~£ 3,586 id &4 => B 5 BB

=, Get ] Get Send to
Substances |. References @ Reactions ;\ o235 - i_ SciPlanner
H
l"—!ES.'EIE5‘»uhe’.:l:ano::e'j) 0 Selected Save Print Export
Selec lect All | Sort by: CAS Registry Number = # Answers per Page [50] 123456 ..72 b
view: TI I W
O I S sl = o Ep
[[] 1. Substance Detail B *&@ =g =L *E Fﬁg ~ )];k [[] 2. Substance Detail S ﬁ 4L = BE < s
1388084-65-8 1386936-78-2 iR *’i‘ g =L *E’ ¥
ol gy ol 4
a2y o ‘Referenc:es] _OH ‘ Referenoes}
He—O __Ole ' ‘
o HO
Me, 0™ CH— CH,—0 0 ‘ ‘ OH
P |
OMe ‘[uIe - 3 .
i b (o]
C24 H24 09 | | !
4H-1-Benzopyran-4-one, 2-(1,3-benzodioxol-5-y)-5-hydroxy-3,6,8-trimethoxy- OH o ;
7-[(3-methyl-2-buten-1-yoxy]- :
HO .
R (|:}
- J. E ;J -
HO Y CO~H
oH
Absolute stereochemistry.
C22 Hzo O14
INDEX NAME NOT YET ASSIGMED

fiss

CAS is a division of the American Chemical Society
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3,586 B #74 it & F 11 E M dn i (Bioactivity Indicators)&\ 5
~E #$¢ SANtiumor agentsi 0 £ # @2 R F b § Y FE R~

Bioactivity Indicators [[] 3. Substance Detail

1345932-13-4

~1 (B AR B
- . - ARMMTERR

Antitumor agents (all)

Mervous system agents (all)

Anti-infective agents (all)

C23 Hie Os
4H-1-Benzopyran-4-one, 5,7-dinydroxy-6-[(4-
methoxyphenylimethoxy]-2-phenyl-

Matural products MD pharmaceutical
Anti-inflammatory agents (all)

Cardiovazcular agents (all)

[[] 4. Substance Detail

1345982-13-9
Antiproliferative agents (all)

~1 R AR v pR
o &N EF R

Reszpiratory system agents (all)
CHs— O

Cytoprotective agents (all)

Immune agents (pharmaceutical)

C21 Hi5 N Os
4H-1-Benzopyran-4-one, 5,6-dihydroxy-2-phenyl-
7-(4-pyridinylmethoxy)-

a 50 100 150 200 250

(TS | SciFinder .

CAS is a division of the American Chemical Society
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[ 3. Substance Detail
1345982-18-4

_,EIT!!:}_E:}%’” r}#ﬂﬂ#)?’ﬁy—\yfk A
~FTE SR B R ATA P id S AR e 2
- }p i* AMP-activated v s~

C23 His Os
4H-1-Benzopyran-4-one, 5,7-dihydroxy-6-[(4-
methoxyphenylymethaoxy]-2-phenyl-

~ Return ‘ S

Novel synthetic baicalein derivatives caused apoptosis and activated AMP-activated protein kinase in human tumor cells Organic & Biomolecular Chemistry

Volume9

By: Ding, Derong; Zhang, Baozi; Meng, Tao; Ma, Ying; Wang, Xin; Peng, Hongli; Shen, Jingkang Issue21

Pages7287-7291

Studies on the ant-proliferative activities of novel baicalein derivs. demonstrated that compds. 8 (I) and its 4-fluorobenzyl analog 9 were able to activate AMPK by enhancing Journal; Online Computer File

the levels of phosphorylated AMPKa, and showed more potent anti-proliferative effects than baicalein and AICAR. in A431, SK-OV-3, DU 145 and Hela cels, suggesting an 2011

alternative therapeutic approach for benzyl baicalein in cancer therapy. CODEN:OBCRAK
ISSN:1477-0520
DOIL:10.1039/c1ob06094e

Company/Organization
CH 4 —0 o
State Key Laboratory of Drug
Research, Shanghai Institute of
Materia Medica
Chinese Academy of Sciences
Shanghai, Peop. Rep. China
201203

Accession Number

2011:1303046
CAN155:605962
CAPLUS

Indexing -
Publisher

Rovyal Sodiety of Chemistry

Pharmacology (Section1-3) &

Section cross-reference(s): 26 .Language

Concepts & Substances &> English

T — T DB B e ]

CAS is a division of the American Chemical Society
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~% 11 DNA-binding proteins# it # % > B 5 vl 7 B & % enit & F 2~

Target Indicators [C] 8. Substance Detail

685143-63-9
~3 #B M N fz&
Enzymes (all) 259 1 ) F
e, &M EF
Phosphoproteins (all) Ha—
DMA-binding proteins > .
(all) el
RNA formation factors
=l C18 H17 N Os
Glycoproteins (all) 4H-1-Benzopyran-4-one, 2-(4-aminophenyl)-5,6,7-
trimethoxy-

Transport proteins
[all)
[ 9. Substance Detail

Cytokines (all) 1355483-74-7
~1 [ 4R B
Hemoproteins (all
T b AR EF R
Pancreatic hormaones M

(all)

Receptorsall) He— O
o Ha—0 o

hi 50 100 150 200 250 300
Ci18 His Br Os

4H-1-Benzopyran-4-one, 2-(4-bromophenyl)-5,6,
7-trimethoxy-

@@ SClFlnder® WWW.Cas.0 rg
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T g
s <] 2 DNA-binding proteins § ¥ * $} %~ jx iz %
o | ~% % chromone #7= 4 = /5 pra t ik 5

He—0O
AN
I B e g -~

Cis H17 N Os o FE 4R 5 ¥ B }5\-}%
4H-1-Benzopyran-4-one, 2-(4-aminophenyl)-5,6,7-
trimethosxy-

3. Preparation of chromone derivatives for treatment of septic shock, organ injury, and other disorders

By: Yen, Mao-Hsiung; Wu, Edwin S. C.
Assignee: Jenken Biosciences, Inc., USA

The title compds. I [wherein R1-R3 = independently H, alkyl, alkenyl, alkynyl, SO3H, PO3H2, carbohydrate, etc.; X1 and X2 = independently Ar-X3-T; Ar = none, Ph, furanyl,

thienyl, pyridyl, cyclohexyl, or PhCHZ2; X3 = H, C, N, O, S, etc.; with provisos] or pharmaceutically acceptable salts thereof are prepd. For example, the compd. I was prepd.

in a multi-step synthesis. Iare useful for the prevention and treatment of septic shock, organ injury, and other disorders (no data).

OH
rlo ) x! HO )
rio x? HO
or? o I oH o 11

Patent Information

Patent No. Kind Date Application No. Date

WO 2004037193 A2 May 6, 2004 WO 2003-US33578 Oct 22, 2003

WO 2004037193 A3 Feb 17, 2005

CA 2421887 Al Apr 22, 2004 CA 2003-2421887 Mar 13, 2003

CA 2502975 Al May &, 2004 CA 2003-2502975 Oct 22, 2003

38
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Refine by Property Value &

Select a property on the left, and specify values or limits on the right. Repeat for multiple properties.

Properties - 1 selected ¥Yalues - Predicted Molecular Weight

Experimental - _
[7] Bailing Paint Specify range:
o
[ Melting Point Sog|
Predicted in: 0.0 EETE

[l H acceptors
[] HDanars

Fl rolecular Weight

[ lagr

[] Freely Rotatable Bands

[ pinconcentration Factor
[C] Bailing Paint

[C] Density

[T Enthalpy of Yaparization
[T Flash Paint

[l H Acceptor/Donar Sum

[ koo

="

[T Mass Intrinsic Salubility

[T Mass Solubility

[T Molar Intrinsic Solubility
[T rolar Solubility

7] Molar Yolume L
@ 7] Include substances with no values for selected properties, | Refine || Cancel | 39

) | JUILIIIVUUL WWW.Cas.org
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Refine by Atom Attachment &

1. Click an atom to display the attachments present at that site. 2. Select attachment(s) of interest.

cupmncure W o Atachment

Select Al Deselect Al

[C] H or None 2113
Mo 1407
[ ¢ 49
[Tl Br 5
O a 4
s 1
(RN 1
1 1
[ other 5
] A - Any (not H) 1468
(] Q - Any (not C,H) 1419
[T Ak - Alkyl chain 46
(7] X - Halogen 10
[C] cb - carbocyde 2
[Tl Hy - Heterocydle 1

Refine || Cancel

@3 SClFlnder® WWW.Cas.0 réo
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| e, E‘l“ﬁ'“lk.‘lﬂh'G@E Variables -""“|-i:§ |
— & R-group Definitions M -
I J I:;;,_) Draw or change atoms or bonds. bt P.ny hﬂ]ﬂg&n |
Atom  ehart
AtOm  Short Ay metal
> ¥ ,  Anyatom except H
-X . =R . Ay atom except C or H
By allyl chadn
el « i
-4 cl Ay cocle
LN rl:'_? Loy carbocacle
r= By heteroccle i
]
agye)
% % —
¢- 83 E
P @

Get substances
that match your
QUEYY USing:

() Exact search

@ Substructore
— zearch

4 m r () Bimilarity ssarch
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qes)

BB siructure Editor

) @Taﬁ_ﬁlm&:illnnla@

@ | Drawing Editor:
. @ EFtoctore
’ CJ) Draw or change atoms or bonds. Shorteut Keys -
("1 Reaction
Atom  short o 71 Marknsh
% . blar
-X ‘=R
3 3
[] &
1-4 al
— - 202 2 /y R
Ol @ FRIPHEL IR
N o 1
P @ |
o]
O o]
Get substences
that match your
QUErY using:
() Exact search
@ Substrocture
i - search
P mm 3 () Bimilarity ssarch
El C HOSZ SMNPCIB F | Si Scale 100 —
_ s =
|’""~|| o7 g: E - = =5 a4 ==
Ty " = oI HRE
- ©Jo oo 43
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[[] 30. Substance Detail
1258510-15-4

cozH oM o

Absolute stereochemistry.

C21 His O12
INDEX NAME NOT YET ASSIGNED

[ 46. Substance Detail
1180659-38-4

LA ]

c—cn,—cn,—Jf e
— n

OH HO CH

(C2 H4 O)n C24 H25 N 012
Poly(oxy-1,2-ethanediyl), a-[2-[[ 1-C+[5,6-dihydroxy-2-(4-hydroxyphemyl)-4-
oxo0-4 H-1-benzopyran-7-yl]-B-D-glucopyranuronoyl]amino]ethyl]-w-methoxy-

(S | SaFinder

CAS is a division of the American Chemical Society

[[] 36. Substance Detail

1217268-01-3
] (S

OF

o OH o o

Absolute stereochemistry., Rotation (-).

Cz0 His O10
4H-1-Benzopyran-4-one, 7-(D-apio-B-D-furanosyloxy)-5,6-dihydroxy-2-(4-
hydroxyphenyl)-

[ 1p5. Substance Detail

847032-40-0
~l (A
HD o,
R 0 Me
g g ;
m/ B i
H H
o '
0 J &
ol Ty
| o |
LB
-]
IIO/ il H
oH
Absolute stereochemistry.
C26 H28 D15

441-Benzopyran-4-one, 5,6-dinydroxy-2-(4-hydroxy-3-methoxyphenyl)-7-[(2-
O-B-D-xylopyranosyl-B-D-xylopyranosyljoxy]-
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O 1. Preparation of 5,7-dihydroxy-6-methoxyflavones Q [EFul Text -
references within the curent

—_—
By Aoki, Katsuyuki i
~0 (_5

From Jpn. Kokai Tokkyo Koho (2012), JP 2012116785 A 20120621. | Language: Japanese, Database: CAPLUS answer set
A method for prepn. of the title compds. 1(n = 0-5; R1 = OH, C1-4 alkyl, C1-4 alkoxy) such as eupatiin and jaceosidin involves a step of converting 5,6,7- Patent 394
trimethoxy-8-acylflavones II [n = same as above; R2 = same as R1; R3 = C1-4 alkyl, (un)substituted C7-9 phenyialkyl] into 5,7-dihydroxy-6-methoxy-8- e —
acylflavones IO (R4 = same as R2; R5 = same as R3; n = same as above) by demethylation. Thus, a mixt. of 2,6-diacetyl-3,4,5-trimethoxyphenal, 3,4-
dimethoxybenzaldehyde, NaOMe, and MeOH was stirred at 80° for 4 h to give 97.4% aldol condensation product, which was further treated with iodine in...

O 2. Incorporation of flavan-2-ols and gallic acid derivatives into lignin to improve biomass utilization Q B Ful Text * Categorize

By Grabber, John H.; Ralph, John ; )

From U.S. Pat. Appl. Publ. (2012), US 20120094330 A1 20120419. | Language: English, Database: CAPLUS ~0 @ E“ggeind;efi'f; SR
A method of manufg. modified lignin and the resulting non-natural modified lignin product in which a lignin-producing polymn. reaction is performed using a
polymerizable monomer having the structure: wherein at least one of the polymerizable monomers is incorporated into the resulting lignin.

Categorize

O 3. stimulation of neurcregeneration by flavonoid glycosides Q@  [FFul Text
By Zenobi-Wong, Marcy
From PCT Int. Appl. (2012), WO 2012047763 A2 20120412. | Language: English, Database: CAPLUS ~0
Flavonoid ghycosides, such as isoquercitrin, are shown to stimulate the formation of neuritis and neuronal synapses in neurons and neuronal progenitor (stem)

cells.

I -

0 4. Preparation of flavonols with improved antioxidant and vasodilatory activity Q [FFull Text
By Yap, Suwan; Wiliams, Spencer John; Woodman, Owen Llewelyn
From Aust. Pat. Appl. (2008), AU 2006233256 Al 20080515. | Language: English, Database: CAPLUS
Flavonols I[M = (})m; P = (Y)p; Ris selected from the group consisting of H, alkyl, alkenyl, alkynyl, heteroalkyl, cycloalkyl, heterocydloalkyl, aryl, heteroaryl, ~1
and acyl, each of which may be optionaly substituted; R1 is an org. moiety that is capable of being converted into a charged group; each X and ¥ is
independentty selected from the group consisting of H, halogen, CN, NO2, CF3, OCF3, alkyl, alkenyl, alkynyl, halolalkyl, haloalkenyl, heteroalkyl, cydoalkyl,
cycloalkenyl, heterocydoalky!, heterocycdloalkenyl, aryl, heteroaryl, (cycloalkyf)alkyl, (heterocycloalkylalkyl, arylalkyl, he...
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%l % 5,7-dihydroxy-6-methoxyflavones

Reference Detail o o Tl b s et

Reactions Cited © Citing =4 Full Text “— SciPlanner

Link Save Print Export

=¥ Return { Previous | Nextpr
1. Preparation of 5,7-dihydroxy-6-methoxyflavones

By: Aoki, Katsuyuki
Assignee: Tsumura and Co., Japan

A method for prepn. of the title compds. I (n = 0-5; R1 = OH, C1-4 alkyl, C1-4 alkoxy) such as eupatilin and jaceosidin involves a step of converting 5,6,7-trimethoxy-8-
acylflavones II [n = same as above; R2 = same as R1; R3 = C1-4 alkyl, (un)substituted C7-9 phenylalkyl] into 5,7-dihydroxy-6-methoxy-8-acyiflavones II (R4 = same as
R2; RS = same as R3; n = same as above) by demethylation. Thus, a mixt. of 2,6-diacetyl-3,4,5-trimethoxyphenol, 3,4-dimethoxybenzaldehyde, NaOMe, and MeOH was
stirred at 80° for 4 h to give 97.4% aldol condensation product, which was further treated with iodine in DMSO at 180° for 45 h to give 91.0% II [R3 = CH:CHCE6H4({OMe)2-
3.4, R3 = (OMe)2-3,4]. The flavone was reduced with H using Pd/C in MeOAc/MeOH at room temp. for 24 h to give I [R3 = CH2CH2CEH4(OMe)2-3,4, R2 = (OMe)2-3,4]
(IV). IV and Bu4NI were dissolved in CH2CI2, treated with BCI3 at -78°, and the reaction mixt. was stirred for 5 h while heating to room temp. and at 0° for 1 h to give 70.9
9% I [R5 = CH2CH2C6H4{0OMe)2-3,4, R4 = (OMe)2-3,4]. This was treated with Sc(OTF)3 in CICH2CH2Cl under reflux for 24 h to give 85.6% eupatilin.
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4H-1-Benzopyran-4-one, 5,6,7-trilydroxy-2-phenyl-

Spectra
Experimental Properties
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~# ¢ 164 3 Experimental Procedure (& < ¥ 2 F i 42)~

. ™ Get Send to
Reactions |. References ;\" UEis i_ SciPlanner
P —
Q?._Eeactlo__rg) 0 Selected | Save Print Export
16 reactions with the Experimental Procedure Experimental Procedures Available are Keep Analysis  Clear Analysis
displayed
Select All Deselect All | Sort by: Accession Mumber - # Answrers per Page [15] 12 }
Display: &k 0 9

[Tl 41. view Reaction Detail ®® Link

5 Steps Hover over any structure for mare gptions.

Qe HO o Fh
CH——©Q
Olte o
- | - —
HO— C— CH 3 HO
HO oMe k [Step 2.1] oH ©
i
i i
 Qverview
Steps/Stages Notes

1.1 R:BF3-Etz0, 15 min, reflux
2.1 R:KOH, S:H20, S:EtOH, < 15°C: 8 h, rt
2.2 R:H20

3.1 2 h, reflux
4.1

5.1 12 h, reflux

b Experimental Procedure

CAS is a division of the American Chemical Society

Reactants: 3, Reagents: 3, Solvents: 2, Steps: 5, Stages: 6, Most stages in any one
step: 2

References
Methods of synthesizing flavonoids and chalcones @ B rul Text

By Shaw, Jiajiu et al
From U.S. Pat. Appl. Publ., 20040242907, 02 Dec 2004
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Product Yield - 16 Reactions 0 Selected | Save  Print  Export
2 reactions with the Product Yields 80-89% are displayed Keep Analysis  Clear Analysis
Click'War to view only those Select All Deselect All | Sort by: Accession Number - ¥ Answers per Page [2]
e Display:
reactypns within the current : . : o 5 : oy L
. T O 15. View Reaction Detail ®® Link & Similar Reactions
Single Step Hover over any structure for more options.
80-89% 2
[ ]
HO Fh
e Ho
1eo
Site 8 OH o
89%
5 &
» Overview

~ Experimental Procedure
Baicalein Baicalein was prepared by the modified procedure outlined above either from flavone 2 (reflux, 18 h) in 89% yield. mp 258-260° C. (iit.
263-264° C.). Rf (CH2Cl:EtOAC=5:1) 0.4. 1H-NMR (DMSO-ds) &: 6.61 (1 H, 5), 6.92 (1 H, 5), 7.56 (3 H, m), 8.05 (2 H, d, J=8.1 Hz), 8.81 (1 H, g),
10.57 (1 H, s), 12.65 (1 H, s). IR (KBr) cm1: 3411, 1654. UV Amax (EtOH) nm (log £): 326 (4.17), 276 (4.42), 215 (4.49). MS m/z: 270 (M+).

16. View Reaction Detail @® Link & Similar Reactions
Single Step Hover over any structure for more Gptions.

HO o Fh
HOw_ _.~_ _.o.__-Fh
8
NS — w0
1Meo
oH o
oOH ©
81%
. p
» Overview

« Experimental Procedure
Baicalein Baicalein was prepared by the modified procedure outined above either from oroxyiin A (reflux, 12 h) in 81% yield. mp 258-260° C. (lit.
263-264° C.). Rf (CH2Cl:EtOAC=5:1) 0.4. 1H-NMR (DMSO-ds) 8: 6.61 (1 H, s), 6.92 (1 H, 5), 7.56 (3 H, m), 8.05 (2 H, d, J=8.1 Hz), 8.81 (1 H, 5),
10.57 (1 H, s), 12.65 (1 H, ). IR (KBr) cm1: 3411, 1654. UV Amax (EtOH) nm (log £): 326 (4.17), 276 (4.42), 215 (4.49). MS m/z: 270 (M*).
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2 reactions with the Product Yields 80-89% are displayed

Keep Analysis  Clear Analysis
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Single Step Hover aver any structure for mare options.
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Display:
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Hed o Fh ©
Meo
EN
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oMe © \
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i 8% (A F:89%)
&
= Overview
Steps/Stages Notes

1.1 18 h, reflux

¥ Experimental Procedure

Reactants: 1, Steps: 1, Stages: 1, Most stages in any one step: 1
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I Methods of synthesizing flavonoids and chalcones @ Blrull Text |
By Shaw, Jau et al
From U.S. Pat. &ppl. Publ.,, 20040242907, 02 Dec 2004

bhd

O

Baicalein Baicalein was prepared by the modified procedure outlined above either from flavone 2 (reflux, 18 h) in 89% vield. mp 258-260° C. (Iit.
263-264° C.). Rf (CH2Ck:EtOAC=5:1) 0.4. IH-NMR (DMSO-ds) &: 6.61 (1 H, 5), 6.92 (1 H, 5), 7.56 (3 H, m), 8.05 (2 H, d, J=8.1 Hz), 8.81 (1 H, 5),
10.57 (1 H, s), 12.65 (1 H, 5). IR (KBr) cm1: 3411, 1654. UV Amax (EtOH) nm (log £): 326 (4.17), 276 (4.42), 215 (4.49). MS m/z: 270 (M™).
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[C] 1. view Reaction Detail ®® Link & Similar Reactions
Single Step Haver aver any structure for mare aptions.

Meo o Fh
M=0 OH
—* ueo
M0 llf—::u=c:n—m
aze o oMe O
8700

2. \r’ il: _ ‘ﬁ—l-‘ £ v 2 N A2
i - i 1}#_&? ¥ chdedn e i

- QVEerview

Steps/Stages Notes

1.1 R:Iz, 5:DMS0, 2 h, reflux Reactants: 1, Reagents: 1, Solvents: 2, Steps: 1, Stages: 2, Most stages in any one

1.2 5:H20 step: 2

References

Methods of synthesizing flavonoids and chalcones @ BlFull Text
By Shaw, Jgjiu et al
From U.S. Pat. Appl. Publ., 20040242907, 02 Dec 2004

= Experimental Procedure

5,6, 7-Trimethoxyflavone (Flavone 2) A mixture of chalcone 1 (7.2 g, 23 mmol) and iodine (200 mg) in DMSO (25 ml) was refluxed for 2 h, and
then carefulty poured onto crushed ice (200 g). The precipitate was filtered and washed with 20% Naz503. Purification by flash column
chromatography (Si0z, hexane:EtOAc=3:1) yielded 6.3 g (87%) of flavone 2 and 0.8 g (2.5%) of recovered chalcone 1. mp 146-147° C., (]it.

164-165° C.). 1H-NMR (DM50-de) 6: 3.93 (3 H, 5), 3.97 (3 H, 8), 3.99 (3 H, 5), 6.72 (1 H, 5), 6.83 (L H, §), 7.50 (3 H, m), 7.88 (2 H, d, J=8.7 Hz).
IR (KBr) cml: 1633. MS m/z: 313 (MHT).
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complex and its catalytic properties for Heck reaction
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4'-Bromo-5,6,7-trimethoxyflavone represses
lipopolysaccharide-induced INOS and COX-2

expressions by suppressing the NF-B signaling

pathway in RAW 264.7 macrophages

3 By Kim, Dong Han et al
From Bioorganic & Medicinal Chemistry Letters, 22,
0960-894X, 700-705, 2012
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Reaction Information
Reaction Stages MNotes Yield
1 1.1 18h, refiux Reactants: 1, Steps: 1, Stages: 1 83%
References

Methods of synthesizing flavenocids and chalcones
By Shaw, Jiajiu et al
From U_S. Pat. Appl. Publ., 20040242907, 02 Dec 2004
Experimental Procedure
Baicalein Baicalein was prepared by the modified procedurs oulllnacl :bove either from

F s

“ 3T

flavone 2ESreﬂux 18r3|n59% ield. TF2SB—ZBD‘C (lit. 263-264 1]

(CHaCly EtOAC=5:1) 0.4, TH-MI SO-ds 1(1Hs]592( H, ), 7.56 (3H, m),
8.05(2'H, d, J=6.1 Hz), 8.81 (1H J 05?(1 1265(1H, s g{Brcrrrl 3441,
1654 UV Az, (EXOH) nm (log e): 326 (4.17), 278 (442} 215 (4. J_M T 270 (M#).

CASREACT & Cﬂ%ﬂﬂl[ = 2012 American Chamical Society. Al Rights Reserved. CASREACT contains reactions from CAS and from: ZICAVINITI
uaubase (1974-19%3 ) provided by InfoChem; INP| daia prior to 1986, Elofransformations databass complied under the direction of Professor Or. Klaus

N‘?Z'IIC reactions, portions copyright 1996-2006 John Wikey & Sons, Lid., John Wiksy and Sons, Inc., Organic Reactions Inc., and Organic
.J)nmes.e nc. Reprogucad under llcense.”All Rights Reserved.

Reaction Stages Notes Yield
: : 8T%
2 11 Riy, SDMSO, 2 h, reflux &fﬁﬁ'ﬁ%hﬁ??ﬂi L
12 SH0
References

Methods of synthesizing flavoncids and chalcones
By Shaw, Jiajiu &t al
From U.S. Pat. Appl. Publ., 20040242907, 02 Dec 2004

Experimental Procedure

56,7 Tnmmoxyﬂm.'one (Flavone 2) A mixture of chalcone 1(7.2 g, 23 mmaol) and iodine

Ezﬂt] mag} in DMS0 (25 mi) was refiuxed for 2 h, and then carefully poured onto crushed ice

200 g). The precipi e was fittered and washed with 20% MNasS0;. Purification by flash

eolumn chmmamgramy (Si0;, hexane EtOAc=3:1) yielded 6.3 g (8?‘%] of flavone 2 and 0.8

ggz h chalcone 1. mp 146-147° C. (lit. 164- 165"6? H-MNMR (DM,;O-GU&E
3(3H, s), 39?(3H s), 399 (3H, s), 6721 H 5). 6.83 (1H, s}, 750 (3 H, m), 7.88

H, d, J—B?Hz] IR (KBr) cnri: 1633, MS miz 313 (I'ul—! 1

CASREACT & Copyngnt © 2012 Amencan Chamical Soclety. Al Rights Reserved. CASREACT contains reactions from CAS and from: ZICAVINITI
gatabase [1974-19%9) provided by InfoChem; INPI data T to 1986; Elofransformations database complied under the direction of Professor Or. Klaus
Kleslich; nl?mlc reaciion E mans cop! gm 1595-2006 John Wiiey & Sons, Lid., John Wiley and Sons, Inc., Organic Reactions Inc., and Qrganic
unﬂer llcense. All Righis Reserved.
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Reaction Stages Notes Yield
3 - y Reactants: 2. Reagents: 2, 9B8%
1.1 R:50Cl;, S:Benzens, reflux Solvents: 2, E"tepﬁ 15 -2
12 REBF:-ELO, S:PhMe
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4'-Bromo-35,6_7-fimethoxyflavone represses li gsacd'lande-lnduoed iMOS and COX-2 expressions by
suppressing the NF-xB signaling pathway in 54.7 macrophages
By Kim, Dong Han et al
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4'-Bromo-5,6,7-timethoxyflavone represses lipopolysaccharide-induced INOS and COX-2 expressions by suppressing
the NF-xB signaling pathway in RAW 264.7 macrophages

By Kim, Dong Han; Yun, Chang Hyeon; Kim, Min Hwan; Naveen Kumar, Ch_; Yun, Bo Hee; Shin, Ji-Sun; An, Hyo Jin;
Lee, Young Hun; Yun, Yong Don; Rim, Hong-Kun; et al

From Bioorganic & Medicinal Chemistry Letters (2012), 22(1), 700-705. Language: English, Database: CAPLUS,
DO1:10.1016/.bmcl.2011.10.067

The regulations of the NO and PGEZ2 productions are research topics of interest in the field of anti-inflammatory drug
development. In the present study, 56, 7-timethoxy- and 5,6, 7-trhydroxyflavones 3a-3g were synthesized from cinnamic
acid derivs. In particular, 4'-bromo-5,6, 7-timethoxyflavone (3b) most potently inhibited the productions of NO and PGE2
in LPS-treated RAW 264.7 cells (IC50 = 14.22 + 1.25 and 10.98 + 6.25 uM, resp.), and these inhibitory effects were more
potent than those of oroxylin A or baicalein. Consistent with these findings, 3b concn.-dependently reduced the LPS-
induced expressions of INOS and COX-2 at the protein and mRNA levels. In addn_, the release of TNF-o, IL-6, and IL-1/
and the mRNA expressions of these cytokines were reduced by 3b in a concn.-dependent manner. Furthermore, 3b
attenuated the LPS-induced transcriptional activities of NF-xB and this was accompanied by parallel redns. in the
degrdn. and phosphorylation of IkB-o, and consequently by a decrease in the nuclear translocation of the p65 subunit of
NF-kB. Taken together, these results suggest that suppressions of the expressions of INOS, COX-2, TNF-«, IL-6, and
IL-1B via NF-xB inactivation are respansible for the anti-inflammatory effects of 3b.
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Methods of synthesizing flavonoids and chalcones

By Shaw, Jiajiu; Lee, An-Rong; Huang, Wen-Hsin
From U.S. Pat. Appl. Publ. (2004), US 20040242907 A1 20041202, Language: English, Database: CAPLUS

Simple and efficient total syntheses of flavonoids including baicalein, oroxylin A and wogonin are described herein.
Simultaneous syntheses of oroxylin A and wogonin are also described. For example, 3,4 5-trimethoxyphenaol reacted
with cinnamoyl chloride in the presence of boron trifluoride etherate to give chalcone |, which was cyclized to flavone |I.
Il could then be treated with 47% HBr/HOAc for 2 h or 18 h to give oroxylin A or baicalein, resp. Wogonin was prepd. in
24% vyield from | after selective demethylation with 47% HBr/HOAc for 2 h followed by treatment with iodine/DMSO for 2
h; oroxylin A was also obtained in 46% yield. 61
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