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Explore « Saved Searches v SciPlanner

# REFERENCES

Research Topic
Author Name
Company Name
Document Identifier
Journal

Patent

Tags

o SUBSTANCES

Chemical Structure
Markush
Molecular Formula

Property
Substance Identifier

& REACTIONS

Reaction Structure

Reszarch Topic "biosynthasis with Epothilones” = references (170)

REFERENCES: RESEARCH TOPIC @

|biosyn‘d195i5 with Epothilones

Examples:
The effect of antibiotic residues on dairy products
Photocyanation of aromatic compounds
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nces & Reactions = Citations

Sort by: | Accession Number ¥ |

Get  ¢p- GetRelated [ 22 - Create Keep Me =
g X Tools ¥ Posted Alert

Send to
SciPlanner

Display Options

1T 0 of 170 References Selected M 4 Page: [1 of2 p M
Analyze by: @
Authar Name v ) 1. structural elements of an NRPS TR NS le docking domain #
ik v SR S
Li Yue Zhong 9 By Dowling, Danier ey rom Valsh, Christopher T.; Drennan, Catherine L. ~0f"
[ 1 From Proceedings of tl‘e I\atloral -\caden 1y oF SOIEnces €5 of America (2016), 113(44), 12432-12437. | Language: English, Database: CAPLUS =
Walsh Christopher T 9 Epothilones are thiazole-contg. natural products with anticancer activity that are biosynthesized by polyketide synthase (PKS)-nonribosomal peptide synthetase (NRPS)
[ ! enzymes EpoA-F. A cyclization domain of EpoB (Cy) assembles the thiazole functionality from an acetyl group and L-cysteine via condensation, cyclization, and dehydration. The
Reichenbach Hans 7 PKS carrier protein of EpoA contributes the acetyl moiety, guided by a docking domain, whereas an NRPS EpoB carrier protein contributes L-cysteine. To visualize the structure of
[ I ] a cyclization domain with an accompanying docking demain, the authors solved a...
Carney John R 6
[ [ ]
I 2. Comprehensive in Vitro Analysis of Acyltransferase Domain Exchanges in Modular Polyketide Synthases and Its Application for Short-Chain Ketone Production
Gerth Klaus 6 Q ouick vi oth . +
I I : Quick View [ other Sources
By Yuzawa, Satoshi; Deng, Kai; Wang, George; Baidoo, Edward E. K.; Northen, Trent R.; Adams, Paul D.; Katz, Leonard; Keasling, Jay D. ~0E "
Katz Leonard 6 From ACS Synthetic Biology (2016), Ahead of Print. | Language: English, Database: CAPLUS =
[ [ ]
] oo e [P g | Type I modular polyketide synthases (PKSs) are polymerases that utilize acyl-CoAs as substrates. Each polyketide elongation
Khosla Chaitan 6 e reaction is catalyzed by a set of protein domains called a module. Each module usually contains an acyltransferase (AT) domain,
L L ] " + o | s which dets. the specific acyl-CoA incorporated into each condensation reaction. Although a successful exchange of individual AT
Li Zhi Feng 6 AT swapped mulant brary doemains can lead to the biosynthesis of a large variety of novel compds., hybrid PKS modules often show significantly decreased
[ I 1 * activities. Using monomodular PKSs as models, we have systematically analyzed the segmen...
Mueller Rolf 6 e PHS L p—
[ [ ]
Muller Rolf 5
: : : Il 3. The enantioselective synthesis and biological evaluation of chimeric promysalin analogs facilitated by diverted total synthesis #
Q, Quick View [ other Sources
Show More By Knouse, Kyle W.; Wuest, William M. i
From Journal of -\I"tlblc-tlc;"z 16), 63(4), 337-339. | Language: English, Database: CAPLUS
1t
— =
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Analyze Refine Categorize Analyze Refine Categorize Analyze Refine | Categorize
T SCHR 73 BT 128 T
12 ol ze by: @ Analyze by: @ Analyze by: @
Analyze by: Company-Organization v Journal Name v
Author Name v Chemistry & Biology 8
Analyze | Refine | Categorize e 71 o Hkﬁgz:'dl:‘;:d‘ca' . l !
Le Znong — PCT Int. Appl ]
[ ] [ ] | - Appl- |
: Walsh Christopher T 9 shandong Biochemist 6
Ana|yze by_ o | ristopher | University, Peop Rep | iochemistry | |
China 9 - ; .
Author Name ¥ Reichenbach Hans 7 I ] Jr:it"_';@i;g;;d;ﬂ”al
Author Name I : ' Kosan Biosciences biotechnology 6
CAS Registry Number Carney John R 6 Inc, USA 7 I I 1
, ¢ I ] [ I ] Gynecologic
CA Sect|c:n Tltle. . Corth Klaus 6 Saarland University, Ioncology : 5|
Company-0Organization | | | Germany 4
Database [ i ] Angewandte
Document Type IK atz Leonard 5| lSjt;:n‘orcl University, . E‘Em;’imm Edition 4
e . L I |
Index Term 5 Khosla Chaitan 6 : I : Journal of Antibiotics 4
CA Concept Headmg I ] Ewha University [ ! 1
Journal Name Li Zhi Feng 6 Industry Journal of the
Language I | Collaboration American Chemical
o A Foundation, S Korea 3 Society 4
Publication Year Mueller Rolf 6 I I ] ' ' 1
Supplementary Terms L ' GBF Gesellschaft fur Molecular cancer
Muller Rolf 5 Biotechnologische It"'e"apem":s | 4
I ] Forschung mbH
Abteilung Anticancer Agents
) . from Natural
Naturstoffbiologie
) ! Products (2nd
Show More IGEI many . 3| Edition) 3
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Analyze by: @
CA Saction Title

Fermentation and
Bioindustrial

Analyze Refine | Categorize

Chemistry
[

Biochemical
Genetics

Enzymes
[

Microbial, Algal, and

Fungal Biochemistry
[

Pharmacology
[

Biomolecules and
Their Synthetic
Analogs

Pharmaceuticals

[ R

General
Biochemistry
[

Heterocyclic
Compounds (More
Than One Hetero
Atom)

History, Education,
and Documentation

Analyze - CA Section Title

11 Items 0 Selected

GRS

Select bars to view only those references with

A LB M 2 IR 5 xls SCA

N

ﬁl

&
LAY

25 R BR800 7 B HE Y

Fermentaticn and Bicindustrial Chemistry 21
I I ]
Biochemical Genetics 19
[ I ]
Enzymes 17
I T ]

17

Microbial, Algal, and Fungal Biochemistry
[ I

Pharmacology
[

Biomolecules and Their Synthetic Analogs

CASTEISSR IS B4 5 K ZR804N /N
http://www.cas.org/content/ca-sections

IPI1a|'t|'naceuticaIs 4|
General Biochemistry 1
u| ]
Heterocyclic Compounds (More Than Cne Hetero Atom) 1
o ]
History, Education, and Documentation 1
T 1
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Analyze Refine | Categorize
Analyze by: @

Index Term v
Epothilones 83
I 1
biosynthesis 57
[ ]
Metabolism 48
I ]
*Epothilones 38
[ I ]
Sorangium
cellulosum 38
I T ]
genetics 37
I I ]
Humans 36
[ I ]
pharmacology 31
I I ]
Antitumor agents 30
[ I ]
Gene, microbial 27

Show More

Index Term: A SN S AR 51 0], A B TR 128 SCik

Analyze - Index Term
/% Only 1,000 Terms are displayed. close
1513 Items 0 Selected Export
Sort by: | Frequency ¥ 4 4 Page: |1 of 20 p M
Select bars to view only those references within the current answer set.
drug effects 24 -
[ I ]
drug therapy 23
[ T ]
Epothilones: FD, pharmacology 23
[ T ]
Chemistry 21
[ ]
Macrolides 20
[ T ]
*Antinecplastic Agents 19
[ T ]
Cell Line, Tumor 19
[ T ]
Epothilones: BI, biosynthesis 19
[ T ]
Paclitaxel 19
[ T ]
Antineoplastic Agents: PD, pharmacology
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REFERENCES @
Analyze Refine | Categorize

Refine by: @

® Research Topic
Author
Company Name
Document Type
Publication Year
Language
Database

jnhibitors

Sort by: | Accession Number ¥ |

—

The effect of antibiotic residues
on dairy progucts

Fhotocyanation of aromatic
compounds

Refine

Get 1 Get | Get Related

56 Tools
Substances & Reactions =" Citations A Tooks ™

-

0 of 1527 References Selected

1. Natural asymmetric cyclobutane derivative and pharmaceutical composition thereof [Machine Translation].

Q, Quick View [ other Sources

By Pu, Jianxin; Zhou, Min; Tang, Jianwei; Wang, Weiguang; Du, Xue; Sun, Handong

From Faming Zhuanli Shenging (2016), CN 105837550 A 20160810. | Language: Chinese, Database: CAPLUS
[Machine Translation of Descriptors]. The invention discloses a kind of asym. cyclobutane deriv. broom shape Herba Rabdod
resource, the mel. formula is C 33H .0 -, their English names resp. are Scopariusicide A and Scopariusicide B, and it also disclos
|mmunosuppress|ve drug This compd. is the rare asym cyclobutane derw W|th mapplng Crow alkane type diterpene fragment an|

(TR W RS SR - S W |
n

(EGE R himik EWAE “inhibitors” [ S Rk

Q, Quick

screening, and stressd

oo rang, Josephine

From U.S. Pat Appl. Publ. (2016), US 20160178611 A1 20160623. | Language: English, Database: CAPLUS
Development of a physiol. relevant 30 model system for cancer research and drug development represents quite a challenge.
transglutaminase-crosslinked gelatin gel (Col-Tgel) to mimic tumor 3D microenvirenment.  The system has several unique advan
matrix interaction sites provided by collagen derived peptides, a 3D construct suitable for repreducing the solid tumor microenvi
and metabolic gradients. In addn., the controllable gel stiffness provides a wi...

3. Adjuvant immunotherapy for treatment cancer, of clinical manifestations associated with diseases like cachexia and correction d

|mmunosuppressmn, secondary cachexia, neutropenia and Ivmphopema, comprising association or combination of a biological respq
anith locti ction andlor athosr

ACS / Proprietary and Confidential / Do Not Distribute
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Categorize @

1. Select a heading and category. 2. Select index terms of interest.

All Proteins & peptides (429) Select Al Deselect All

General chemistry Nucleic acids (451) Recombination, genetic 5
Biology Miscellaneous substances Translation, genetic 3
Physical chemistry (88)

Biotechnology

enetics & protein Protein & peptide topics (2)
. S
hemistr ﬁ ,f_

Synthetic chemistry
Polymer chemistry
Catalysis

snayca harisy TR SCRREAT B 312K,
Environmental chemistry ;I‘Slljz Bjj }Eﬁ )il )If%i ‘{& % {j)ﬁﬁa‘%?j{ EI/‘J %‘»%ﬁlﬁﬂ] Tij{j{ﬁ%

Genetics & protein chemistry = Genetics oK Cancel
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Categorize @
1. Select a heading and category. 2. Select index terms of interest.
All Prepared substances [ 4 Page: |1 of 2p M
General chemistry (5786) Select All Deselect All
Reactants & reagents Epothilone B
Biotechnology (4352) Epothilone A
Biology Bio-prepared substances Epothilone D
Physical chemist (291) s
Y ) ? Manufactured substances Epothilene C
Genetics & protein (259) Epothilone E
chemistry Reactions (79) 10,14-Pentadecadien-3-one,
Technology

= 5,13-dihydroxy-2,4,6,14- N Ny .
Polymer chemistry tetramethyl-15-(2-methyl-4- ﬁ %iﬁi@r%%’%@c?@ ﬁ?[J %’ ’ @%‘1961 =PS

Catalysis thiazolyl)-,
Analytical chemistry (4R,55,65,10Z,135, 14E)-

) ) 2-Methyl-3-(3-thienyl )acrylic :
Environmental chemistry 2-Propenethioic acid, 2-methy
(3-thienyl)-, 5-[2-
[acetylamino)ethyl] ester -

Synthetic chemistry > Purified substances OK || Cancel
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Patent Information

Patent No. Kind Language

KR 2015139150 @ |PATENTPAK | A

Priority Application

KR 2014-67239

Indexing
Fermentation and Bicindustrial Chemistry (Section16-2)
Section cross-reference(s): 63

Concepts

Microbial gene

epoA; synthetic precursor of epothilone for improving prodn. of epothilone in
actinomycetes and method for prepg. epothilone using thereof

Biological use, unclassified; Biological study; Uses

Microbial gene

epoB; synthetic precursor of epothilone for improving prodn. of epothilone in
actinomycetes and method for prepg. epothilone using thereof

Biological use, unclassified; Biological study; Uses

Microbial gene

5. Synthetic precursor of epothilone for improving production of epothilone in actinomycetes and method for preparing epothilone using
thereof

By: Yoon, Yeo Jun; Song, Jae Gyeong; Kim, Eung Su; Kim, Won Seok; Kim, Eun Ji; Kim, Myeon Su; Andrew, Laswell Chris James; Nz, Ji Hye
Assignee: Ewha University, Industry Collaboration Foundation, S. Korea

The present invention is the compd. for increasing the epothilone prodn. in actinomycetes, and includes a step of culturing the actinomycetes introduced with epothilone biosynthesis genes epoD,
epoE, epoF, orf6, orf3, and orf14 of the Sorangium cellulosum in the medium contg. them. It relates to a method for the prodn. of epothilones with improved yield, it improves the prodn. yield of
the epothilone in the actinomycetes, and it can produce the epothilones epoA, epoP, epoB, and epoC that are not introduced in actinomycetes.

- - e —

~
- S. venezuelae DRS2001 R

o —

Epothilone B

Substances

1841439-78-8P Q

synthetic precursor of epothilone for impro SCI Fl n d e rEEi' ‘/E\‘ 1f|\ ,fE El,(J Ij\j //'gi - = j\:l: */j—:\‘ E,; [

methed for prepg. epothilone using thereof

Biochemical process; Synthetic preparation; Biclogical study; Preparation; Process

Tips:

98% LA EHISCHR, # & N ThrT]

FIndex Term#x 5| SCik A A B B H AR ARE
o o amprovna precn- o FH CAS RN 5| HH SCRik A 1) B B4 il

ACS L ePEE AN RISt 2 MDY FH CAS Rolekrs 5 STk A =5 4 57 (KA 77 A,

152044-53-6P Epothilone A &
152044-54-7P Epothilone B &
186692-73-9P Epothilone C &
189453-10-9P Epothilone D
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Key Substances in Patent

[0014]
CAS RN 152044-54-7 A

= PATENTPAK o o7

© 0 |© @D | | Fapdf iR/ IR E R B Kpdt I

Bodtgo A fo], o EEIES v€lE]| ol (methylthiazole) 7] 7 w8 A% (olefinic bond)ol] ©]3te] dglgl
16344 EelAlebol= via g ¥ (polyketide macrolactone)?] ¥Foz, A4 (low-growing) 4 Auhe g2
(myxobacterium)?l APAE MEzdo o& ARsE oA daAMlIEzM Az LsATY. 37 AXHED
371 oA 1= EAIHE ROl HY ol X E A, 7] @A 1= HAISE Ro] CH3Ql ofxdE B, 7] 3jebA
25 ¥AIES Ro] HQ SEQE C, 67] stak4 282 #AIE9 Ro] CH3Sl ClxdE D& 9T 5 vt odlxd
£ C9 D= AEHE A9} B9 A4 =7)dAl9 FEA0.

294 1
Search in Scifinder » | View Detail
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Chemical Structure
Markush
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Reaction Structure

Saved Searches «

SUBSTANCES: CHEMICAL STRUCTURE @

SciPlanner

Rescarch Topic "biosynthesis with Epothilones” > references (170) = Synthetic precursor of epothil...

Structure Editor:

Java Non-Java

V L
Click image to change structure or
view detail.

Import CXF

== Advanced Search

Search Type:
Exact Structure
®' Substructure
Similarity

Show precision analysis
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BV RIRFRT T ERRIRIEE R (Epothilone B, CAS RN 152044-
54-7)

Explore » Saved Searches v SciPlanner

Reszarch Topic "biosynthesis with Epothilones” > references (170) = Synthetic p

7 REFERENCES SUBSTANCES: SUBSTANCE IDENTIFIER

Research Topic
Author Name
Company Name
Document Identifier

152044-54-7

Journal
Patent
Enter one per line.
Tags Examples:
50-00-0
o SUBSTANCES P

Chemical Structure Acetaminophen

Markush

Molecular Formula m
Froperty

Il substance Identifier [ |

& REACTIONS

Reaction Structure
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BEREEREEFE

Substance Identifier "152044-54-7 " > substances (1) > 152044-54-7

SUBSTANCE DETAIL @ g::arenoes & g::u:tiau; &;:E:i;l;lmercial EEI CI:%)—DE ﬁt’?%’jrﬁﬁ ’ &&ﬂ] /ﬁj\:.&ﬁﬁ _§ l%\

¥ Return

CAS Registry Number 152044-54-7
1,093 :' JI. 5 &

CyHyy NOg S S
4,17-Dioxabicyclo[14.1.0]heptadecans-5,9-dione, 7,11-dihydroxy-8, \
8,10,12,16-pentamethyl-3-[(18)-1-methyl-2-(2-methyl-4-thizzolyl)
athenyl]-, (153575108 115125168)-

Molecular Weight
507.68

Melting Point (Experimental)
Value: 117-118 °C

Boiling Point (Predicted)
Valus: 680.2+55.0 °C | Condition: Prass: 760 Torr

Density (Predicted)
Value: 1.136+0.06 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr

pKa (Predicted) 5
Valus: 13.57+0.70 | Condition: Most Acidic Temp: 25 °C OH

Other Names Double bond geometry as shown. Rotation (-). Absolute stersochemistry.

4,17-Dioxabicyclo[14.1.0]heptadecans-5,9-dions, 7,11-dihydroxy-
8,8,10,12, 16-pentameathyl-3-[ 1-mathyl-2-(2-methyl-4-
thiazolyljethenyl]-, [1S5{1R* 3R £),7R* 105% 11R* 12R* 165°]]-
(15357510R11512516R)-7,11-Dihydroxy-8,8,10,12,16-
pentamethyl-3-[(1 £)-1-methyl-2-( 2-methyl-4-thiazolyl)ethenyl]-4,17-
dioxabicyclo[14.1.0]heptadecans-5,9-dione

(-)-Epothilone B
(15,35,75,10R,115,125,16R)-7,11-Dihydroxy-8,8,10,12,16-
pentamethyl-3-[(E)-1-(2-meathylthizzol-4-y|)prop-1-an-2-yl]-4,17-
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~EXPERIMENTAL PROPERTIES

A6 ot

Biological | Optical and Scattering = Th
Biological Properties Value Condition Note
ADME (Absorption, Distribution, Metabolism, Excration) Saso full taxt (1)cas
ADME (Absorption, Distribution, Metabolism, Excretion) Sao full text (2)cas
Half-Life (Biological) Sao full text (2)cas
Half-Life (Biological) Saa full text (1)cas
Notes
(1) ten Bokkel Huinink, Wim W.; Journal of Clinical Oncology 2009, V27(19), P3097-3103 CAPLUS @
(2) O'Reilly, Terence; Cancer Chemotherapy and Pharmacology 2008, V62(6), P1045-1054 CAPLUS R
S E[,A >sifz lZg]
A)
» EXPERIMENTAL SPECTRA "—\!‘_[’El
+PREDICTED PROPERTIES N J ,l»%}"
T J5
Biological | Chemical | Density = Lipinski = Structure
Biclogical Properties Value Condition Note
Bioconcentration Factor 1.0 pH 1 Temp: 25 °C (9)
Bioconcentration Factor 1.0 pH 2 Temp: 25 °C (9)
Bioconcentration Factor 1.10 pH 3 Temp: 25 °C (9)
Bioconcentration Factor 1.45 pH 4 Temp: 25 °C (9)
Bioconcentration Factor 1.50 pH 5 Temp: 25 °C (9)
Bioconcentration Factor 1.51 pH 6 Temp: 25 °C (9)
Bioconcentration Factor 1.51 pH 7 Temp: 25 °C (9)
Bioconcentration Factor 1.51 pH 8 Temp: 25 °C (9)
Bioconcentration Factor 1.51 pH @ Temp: 25 °C (9)
Bioconcentration Factor 1.51 pH 10 Temp: 25 °C (9)
Notes -
(9) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02 (© 1994-2017 ACDfLabs) "_- CAS

» PREDICTED SPECTRA

T
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VIR EHIEZER

*REGULATORY INFORMATION
¥ Regulatory Synonyms
* Regulatory Overview by Country

Confidentiality Status
Public

¥ Europsan Union
b New Zealand

b International and other lists

b File Segment
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+BIOACTIVITY INDICATORS if%/ﬁ f/ﬂL‘{m

Indicators References
Antitumor agents (all) = Alkylating agents, biological 51
Antitumor agents (all) > Antiangiogenic agents 66
Antitumor agents (all) > Antitumor agents 508
Hormone antagonists (all) > Antiandrogens 61
*TARGET INDICATORS H]_],,m = ,,_,‘
Indicators References
Enzymes (2ll) > » » » » » Caspasa-3 13
Enzymes (all) > = = Cyclooxygenase 2 10
Enzymes (all) > = = = Cyclooxygenase 2 10
Enzymes (all) = = = = Histons deacetylase 15
Enzymes (all) » = = = = = TTK kinase 19
Growth factors, animal (all) > > > Wascular endothelial growth factor 12
Phosphoprotgins (all) = p53 (protein) 10
Proteinaceous antigens > > p53 (protein) 10
Receptors (all) = > > > Epidermal growth factor receptors 10
Receptors (all) > > > Epidermal growth factor receptors 10
RMNA formation factors (all) = = p53 (protsin) 10
Vascular endothelial growth factor (all) = Vascular endothelial growth factor 12
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YIRS [FI Bt ST A

~CAS REFERENCE ROLES

Roles

Analytical Study
Biological Study
Combinatorial Study
Miscellansous
Occurrence
Preparation

Process

Properties

Prophetic in Patents
Reactant or Reagent

Lises

Patents

Nonpatents Nonspecific Derivatives from Nonspecific Derivatives from

Patents Nonpatents
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EE: WREEMST, SciFinderid&iREFEHER

~SEQUENCE DETAILS

Sequence;

1 CYIQMCPLG r?ﬁ” EE‘IJ

Sequence Modifications F? ﬁu fﬂ%/ﬁﬁi

Type

terminal mod.

bridge

Patent Annotations
Source Feature

Mot Given

Mot Given
Mot Given

Mot Given

Location
Gly-2
Cys-1 - Cys6

Location

Description
C-terminal amids
disulfide bridge

Description

BRERE

Reference

USZ0090175821, PAGE 403;
claimad

WO2001078758, SEQID 1; claimed
WO2004000993, PAGE 53; claimed
W02011145051, SEQID 1; claimed

—
- g

L
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SciFinderi2tEH KAV 2B R

o DL “BREEFERIAEYER” B, i F HSciFinder:

- RRAEMD T
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WA ZESciFinder&E R &4+

o SHIEMS T AR, WiREL, GenBank IDEE CASHEIC S, A f AYIF AR
#F(Substance Identifier)iE 17 #5 2
— YRR T EIRAED T, TR, R
o ARG R Z K (sequence length<50)
— IR WTE R S AR AT R, 2
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EIRIME N EAEKKFVEGF

Explore v Saved Searches v SciPlanner

Substance Identifier "vascular endothelial growth fa..." > substances (1) > 127464-60-2

SUBSTANCES: SUBSTANCE IDENTIFIER @

1) REFERENCES
Research Topic Substance Identifier "VEGF " > substances (1)
Author Name - .
Get ] Get Get Commercial '] -
Company Name wvascular endothelial growth factor SUBSTANCES @ References & Reactions Sources %, Tools
Document Identifier Analyze - Sort by: | CAS Registry Number - #
Journal
Patent - 0 of 1 Substance Selected
R rch T "127464-60-2D" refer 398 Anti-VEGF antibod Anslyze by @
Tags esearch Topic -60-20" > references (398) > Ant- antibody Substance Role v O 1. 127464-60-2
4 SUBSTANCES % REFERENCES SUBSTANCES: SUBSTANCE IDENTIFIER @ Analytical Study 1| el & sk
Chemical Structure Research Topic
Markush Author Name Biological Study 1 Substance
Image
Molecular Formula Company Name VEGH Combinatorial Study L Canior Be
Property Document Identifier Displayed
B substance Tdentifier [ ] . Formation,
Journal Monpreparative 1 127464-60-2
Patent
‘ REACTIONS Enter one per line. .
) - Tags Bamples: Miscellaneous 1
Reaction Structure E mples: Unspecified
& SUBSTANCES ;;3;1: Occurrence 1 Vascular endothelial growth factor
i o o Acetaminophen
Chemical Structure Preparation 1
Markush
Molecular Formula m Process 1
Property
Properties 1
B substance Identifier [ ] e
& REACTIONS
Reaction Structure
— ®
=== CAS
Ty g—
) o o W /. DIVISION OF THE
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I EREY > FHUE, TEY, ROWMEER?

Explore = Saved Searches = SciPlanner

Ressarch Topic "127464-60-60"

REFERENCES: RESEARCH TOPIC @

% REFERENCES
B Research Topic [ |
Author Name
Company Name |12?464-60-2D
Pocument gentifier TE::”;:_:; of antibiotic residues on d4
Journal Photocyanation of aromatic compoun

Patent

Tags  search F|HSciFinderfI N TAr51{E B,
4 SUBSTANCES fifF] “CAS RN+D” 2 20 & 48 ik

] ¥ Advanced Search
Chemical Structure

Markush
Molecular Formula

Property
Substance Identifier

& REACTIONS
Reaction Structure

== CAS
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R BREE RE, B Hr/RR €/ 73 RF TR B BT /& S0k

lAnalyze Refine | Categorize Sort by: | Accession Number ¥ &

Analyze by: @

Author Name v
Goldenberg David M 21
[ ]
Chang Chien Hsing 17
[ ]
Backer Joseph M 13
[ I ]
Backer Marina V 11
[ I ]
Rosenblum Michael
G 11
[ I ]
Chen Xiaoyuan 10
[ I ]
Rossi Edmund A 9
[ I ]
Carmeliet Peter 7
[ I ]
Collen Desire 7
[ I ]
Ferrara Napoleone

L~

Show More

| -

0 of 398 References Selected

1. High speed 3D printing system for wound and tissue replacement

Q Quick View PATENTPAK ™

By Marguez, Samantha M.; Angelini, Thomas Ettor; Sawyer, Wallace Gregory; Rowe, Kyle Gene; Bhattacharjes, Tapomoy; Ferna

From PCT Int. Appl. (2016), WO 2016130953 A1 20160818. | Language: English, Database: CAPLUS

A method or app. for creating a three-dimensional tissue con

organism. The method may comprise injecting at least one bi

the at least one biomaterial is held in the desired shape of {
=ctor configured to inject at least one biomate|

inj
bid

2. Anti-VEGF antibody

Q, Quick View PATENTPAK ™

By Fang, Haizhou; Qu, Wei; Zheng, Zanshun; Zhuang, Lanf;

From Faming Zhuanli _»r‘erqirg (2016), CN 105820244 A 2
The invention discloses an antibody specifically
antibody, and further discloses prepn. method 3|

3. Tumor therapy by bispecific antibody pretargey

Q, Quick View PATENTPAK ™

By Boerman, Otte C.; Heskamp, Sandra; Chang, Chien-Hsi

From PCT Int. Appl. (2016), WO 2016111751 Al 20160714,
Thi
me

s

rial in 3 thr

127464-60-2 Vascular endothelial growth factor, 164 2

FESCRE BPERE BN AR 515 B

Biosynthetic preparation; Biological study, unclassified; Biological use, unclassified;
Biological study; Preparation; Uses

Fage 2 in PATENTPAK

anti-VEGF antibody

1980893-38-6
1980893-39-7
1980893-40-0
1980893-41-1
1980893-42-2

PR P RP
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£ fPatentPak, REEMBIZHIER

—— . PAGE ZO0OM DOWNLOAD PDF
=2 PATENTPAK o o 1 @ © ® C¢ED

Key Substances in Patent

CAS RN 127464-60-2D

?’acs;cnularerdotl'elialgrmnth N 105820244 A mOF T K B 1710
actor
i L —Fpd Vl'!l" Hu, SRR A LR R X, b B XA -

Search in Scifinder » | View Detai (i) SEQ ID NO: 13, SEQ 1D NO: 14 I SEQ 1D NO: 15 Jia<[) COR1. CDR2 FI CDR3 8¢

Analyst Markup Locationff (1) LohhgE g i B
Q page2 (ii) SEQ ID NO: 16,SEQ 1D NO: 17 il SEQ ID N0: 18 Jif75 () CDRL.CDR2 Fi CDR3 5
Hohgeim ik Eik et
CAS Registry Number 127464-60 119, SEQ LD NO: 20 FISEQ LD NO: 21 AR CORL. CDR2 A CDR3
Y ST
Unspecified substance i VEGE ik, S Bk LA T Fe JT B
Image
Vascular endothelial growth factor Cannot Be b A — TR0 VEGF ik, Job By i b 9 SRS Ak .
Manual Registration Displayed i VEGE ik, Hooh i 4 452 i i i
S Ph: CR03360457 PAGE: 2 ciimed sequence 127464-60-2 LVEGE Fifds, 2 op BTk L 1A () FEE D] X P P 0 SEQ 1D NO: 38.SEQ
Animal growth regulator, VEGF ALYES ' - e o s
Animal growth regulatars, VEGE ) : 40.SEQ 1D N0z 41.SEQ ID NO: 42 PR
Animal growth regulatars, VEGF (vascular endathelial arowth factar) . B
?m{nal arowth regulators, glioma-derived vascular endathelial growth A5 3, HAR R bR R =5 e — SRR VEGE ik,
v?;?rrsmre... [ M=%, 610 SEQ 1D NO: 51.SEQ 1D NO: 52.SEQ 1D NO: 53.SEQ
55 .
B BURE R 6 B 7 9T R
+ EXPERIMENTAL PROPERTIES , AR 1-5 hE— TR A5 VEGF Hiik, fr / B SRR ER
FIER 8 [MEE.

» EXPERIMENTAL SPECTRA _ )
4, Bk 4 & A S BURI R 1-5 dEE— 0T HL VEGE SLEEFEE e |-

» BILOACTIVITY INDICATORS

+ TARGET INDICATORS

—— Aso

» CAS REFERENCE ROLES -
i o o b ADIVISION OF THE
» ADDITIONAL DETAILS ietary and Confidential / Do Not Distribute AMERICAN CHEMICAL SOCIETY




34 ZERAN S DT RE

1 Warsxy »
!El:l% “ Structure Editor

1‘: Elnn ﬁ %< E " el e Gl\:}' "‘}.f Drawing Editor:

"ZI}] Cj ) Oraw ar chan Shortout Keys @ 5tructu.ra
4 =
- 'ML’)EH%IEI () Reaction
l?“— : O Marlush
e ——

A AR B[] ]
HEREMTH
e T 2
HEHET A
e TR

R TR
AT f B R T
] R A
e s !

FTHE TR ) |

ST e T AL SRR RIER | | S

FOUr quUery

8 b3 IELA 112

- r— —/ [ ™
2 iy

= —a
eiiy

Jieks T A

using:

N \ R OExact search
IE EE‘¥ ﬁXX%7 RS*@@E“J‘ ’ Z:Eﬁ %%EX @Substructure
% IEA . zearch
< : 5 — OSimil;rity
CIR ANk & T A c |clHOsS NPCQB F I S scaldo0 |-
—T4[6o o o (% — e

1= S %, % TR
query. |




7] LB CAS RNE #4519 CAS RN: 50-56-6

¢ structure Editor

M~ gl:le o [

n ~ 5 e

L:; 3 Click and drag to select objects. Ctrl-click to select or deselect individual objects.
e

Q |00 @

0K Cancel

Add to Editor

Enter CAS Ragistry Number, SMILES, or InChI: P 4
'50-56-6 | o g
Examples: »
50-00-0 »
€Cco 1,
INChI=15/C3HBO/c1-2-3-4/h4H,2-3H2,1H3 )

C\d] H66N1 2012S 2

S N P cl Br F I Si

(o]
= . - =2 ol EL
o

Drawing Editor:
@ Structure
Reaction

Markush

Get substances that match your
query using:

Exact szarch
®) Substructure search

Similarity search

0K

Cancel

ACS / Proprietary

1007.20
—
—
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RSB RER

Analyze by: @
Substance Role M 1. 50-56-6 @ 2. 7533-43-9 Q 3. 51728-96-2 &
Preparation 45 16242 " ‘ .,;51\ ~3 [ :
e — |
Properties 21 S0-56-6
) E— .
i i / [ . . C13 Hia’ N]E 012 S2
Biclogical Study 19 =Ty L el |
Reactant or Reagent 9 . T
e — Absolute stereochemistry. Absolute sterecchemistry. el | -
1,
Process 8
s e— L TR T Ca Hos N2 042 S, T )
- Cxytocin Oxytocin, 2-(L-tyrosine- 3 f- (BCL,OCT) Absolute stereochemistry.
Analytical Study 2
o | Protein Sequence Protein Sequence
Formati Sequence Length: 9 Sequence Length: 9 (Ca3 Hgs Ni; 04; S5);
rmation, Oxytocin, dimer (7CL9CT)
Nonpreparative 2 + Key Physical Properties wytocin, 4
e — Regulatory Information Protein Sequence
Spectra Length: 9
Uses 2 Experimental Properties Sequence Length
o————
Miscellaneous ! 4. 66448-61-1 A 5. 66586-39-8 & 6. 7563-62-4 &
Occurrence 1 -3 | 3B R
e — |
77-92-9
Show More r > Iy C. H, O,
ol
Absolute sterecchemistry.
. : OH 'OH
Absolute stereochemistry.
Cﬂ HS]‘ p‘) NLZ 012 SZ
Ci3Hee D, Ny, 0., 5, Glycma_mlde, L—cys_tm!wl-.?,J-cJQ-Ll-Eyl'osyl-B,B_-ag-L-\so\eucyI-L-
Oxytocin, 1-(L-cysteine- 2% M-2-(L-tyrosine-, p-a)-6-(L- gl_utamlnyl-L—aspal aglny]l-sj‘-é,"f-_ NL—cyste_lnyI-E—d’-L— 50-56-6
cysteine- 3,3 &,)-8-(L-leucine- 4, 5 &,)- (9CI) profyl-L-leucyl-2,4, 5 db-* A, cydlic (1—6])-disulfide (9CT) Cys Hes Nip O3 5,
Profein Saqience

R 225 R 2R IR A R A F ) 2
REY, BEW, REVIE,
PALEA A BERIAR
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BT AYE MR YR

Analyze by: @
Bioactivity Indicators

Antitumor agents

(all) 450
[ 1
Anti-infective agents
(all) 293
[ I 1
Anti-inflammatory
agents (all) 269
[ I 1
Immune agents
(pharmaceutical) 186
[ I 1
Nervous system
agents (all) 170
[ I 1
Enzyme inhibitors
(all) 149
[ T 1
Natural products,
pharmaceutical 112
[ [ 1
Antiproliferative
agents (all) 97
[ I 1
Antidiabetic agents o0
[ I 1
Cytoprotective
agents (all) 86
[ I 1
Show More

Analyze - Bioactivity Indicators

39 Items 0 Selected

Sort by: | Frequency ¥

Select bars to view only those substances within the current answer set.

Export

450

] antiturmer agents (all)
I

Anti-infective agents (all)

293

Anti-inflammatery agents (all)

260

Immune agents (pharmaceutical)

186

MNervous system agents (all)

170

Enzyme inhibitors (all)
I

149

Natural preducts, pharmaceutical
I I

Antiproliferative agents (all)
I I

Antidiabetic agents
I I

Cytoprotective agents (all)
I I

| -

Cancel
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A Refi .
nalyze — Analyze - Target Indicators
Analyze by: @ 140 Items 0 Selected Export
Target Indicators v

Sort by: | Frequency ¥ | 4 Page: |1 of3 p M
Enzymes (all) 450
I 1 Select bars to view only those substances within the current answer set.
Receptors (all) 338 I TATESPUT L PEHOWITNS (I ) 15
[ I 1 I I ]
Cytokines (all) 303 Apoptosis-regulating proteins (all) 157
[ 1 [ I ]
IP"OtF-'i”E 2?9; Hemoproteins (all) 145

[ ]
Froteinacecus C-reactive protein 143
antigens 251 I ]
[ I 1
RNA formation II_||.3-:>|3||:>te||'|s (all) 1-42I
factors (all) 249
I T ] Phosphoproteins (all) 140
Growth factors, : : I
animal (all) 232 Cell cycle regulatory proteins (all) 120
[ I ] [ I ]
Glycoproteins (all) 227 Target of rapamycin complexes (all) 118
[ I 1 [ I ]
Interferons (all) 208 Transferming growth factors (all) 111
I [ ] [ I 1
Vascular endothelial Elood-coagulation factors (all) 94
growth factor (all) 196 [ I ]
[ I 1 L T e B T s ey i | LY "~ e
Show More fancch

== CAS

Mg  /\ DIVISION OF THE

ACS / Proprietary and Confidential / Do Not Distribute AMERICAN CHEMICAL SOCIETY



TEEHRREGR

oo oLuoTon- L Y

r o E
Absolute stereochemistry.

Cd.l H65 I NLZ 01.2 52
Oxytocin, 2-(3-iodo-L-tyrosine)- (9CI)

Protein Sequence
Sequence Length: 9

+ Key Physical Properties

31. 34693-72-6 A

Sy SR
Absolute stereochemistry.
Cﬁ H65 N]J 01.4 52
Oxytocin, 2-(3-nitro-L-tyrosine)- (8CL9CI)

Protein Sequence
Sequence Length: 9

+ Key Physical Properties

A= PR K e R 3" i T U 0I3378L T3 v
-+ [
bl oLy
I ) b L
Absolute stereochemistry. Absolute stereochemistry.
C52 H?S N]_'t 013 S2 c51. H?Z N12 01.4 S2
Oxytocin, A-L-phenylalanyl- (9CI) Oxytocin, A-[{phenylmethoxy)carbonyl]- (9CI)
Protein Sequence Protein Sequence
Sequence Length: 10 Sequence Length: 9
+ Key Physical Properties + Key Physical Properties
32. 56026-75-6 2 33. 60478-38-8 2
- B
Ay
P [ '
a
Absolute stereochemistry.
Absolute stereochemistry.
Cge Hoo No O, S,

WA I R R, MY R A B 1251

+ Key Physical Properties |
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MBS MR R 45 R

Select All Deselect All

0 of 9 Similarity Candidates Selected Substances
= 99 (most similar) 136
95-98 486
90-94 1137
85-89 1221
80-84 1421
75-79
70-74 Score: 94 Score: 94 Score: 94
g 66. 57530-05-9 67. 57530-07-1 < 68. 59095-56-6
0-64 (least similar) ~2 ] ~1 ] 2B &

Absolute stereochemistry.

Cd! H65 NLL 01.2 S2

Glycinamide, A-(mercaptoacetyl)-L-tyrosyl-L-isoleucyl-L-
glutaminyl-L-asparaginyl-L-hemocysteinyl-L-prolyl-L-leucyl-, o N 0 S
cyclic (1—5)-disulfide (9CI) Cy Hg; Ny, 0, S, 4z Flga M1z Ut 93 o _

Protein Sequence Oxytocin, 1-(3-mercaptoprepaneic acid)-6-L-hemocysteine- Oxytocin, 7-[(4R)-4-thiazolidinecarboxylic acid]- (3CT)
Sequence Length: @ (9CT) Protein Sequence

Absolute sterecchemistry.

Absolute stereochemistry.

tein Sequence Sequence Length: 9

o4 P B (45 4 S5 WK B AR AR 25 e e
B BALEH AT LIRS, BT [ o

~1 (%

59095-56-6 :
T Csz Hes Ny Oy S5 |

Absolute stereochemistry. Absolute stereochemistry.




SciFinderi2tEH KAV 2B R

o DL CBRIERNEME R Nl TR SciFinder:

—  PEEFISBE T FER A T VE (LLEpothilone B A
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REUATEEZE R (Epothilone B) NFE¥IKI R M

SUBSTANCES @

nalyze Refine

Analyze by: @
Substance Role

Analytical Study
[

Biological Study
[

Combinatorial Study
[

Miscellaneous

Occurrence
[

Preparation
I

Process

Properties
[

Prophetic in Patents

Reactant or Reagent

Show More

o ‘ Retrieve reactions for selected substances. ‘
eferenoes Reactions

Sort by: | CAS Registry Number

-

0 of 1 Substance Selected

1. 152044-54-7 .
. Get Reactions
~1093 (%% & -6 &
i Limit results by reaction role:
Sy M
5 I ® Product
f N I =\ Reactant
TN \E.’ 1, Reagent
Double bond geometry as shown.,Rotation (-)., Absolute Reactant or I'E‘ElElE‘I'it
stereochemistry. CEItEI":."Et
Cy Hyy NOg S
4,17-Dioxabicyclo[14.1.0]heptadecane-5,9-dione, 7,11- SDh"'E'LI'It
dihydroxy-8,8,10,12,16-pentamethyl-3-[(1£)-1-methyl-2-(2- .ﬂtﬂ‘:." role
methyl-4-thiazolyl jethenyl]-, (15357510R8,11512516R)-
+ Key Physical Properties
Regulatory Information
Spectra
Experimental Properties Get

Cancel
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RIIREER G BITELR S

Get B -
REACTIONS @ References 5 Tools
Analyze Refine Group by: | No Grouping ¥ | Sort by: | Accession Number v |
Accession Number SRS S
vae by: © /'™ | 0 of 2305 Reactions Selectepmibalimantal D EI uﬁﬁAnalyzeﬁ%
Analyze by: [N, .
MethodsNow v L) 1. View Reaction Detail @@ =1 Of Steps Sort by—[’ﬁ IE‘I MethodsNow Synthes|s
Product Yield
MethodsNow Not 17 Steps Hover over any structul Pablication Year
Available 1747
[ ]
MethodsNow
Available 558
I T ]
NH .
Sl R} : + j\/ + Br
ow rMore OH |
-7 &¥
BTEY
Hy A
o
+ +
[Step 5.1]
Eos
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i MethodsNow

Discovery of (E)-9,10-Dehydroepothilones through Chemical Synthesis: On the Emergence of 26-Trifluoro-(E)-9,10-dehydro-12,13-deso...
Rivkin, Alexsy; Yoshimura, Fumihiko; Gabarda, Ana E.; Cho, Young Shin; Chou, Ting-Chao; Dong, Huajin; Danishefsky, Samuel J.

Frem Journal of the American Chemical Sediety, 126(35), 10913-10922; 2004
Published by American Chemical Scdiety

HHEER

reaction step | - | [ IEH K I G A I 1 D D D D D

C |

c "\H/C'

0

2t s BB ORI AT 3R 19120 OB R VE IRV E (5 R

Products

L-arabino-Heptos-3-ulose, 2,4, 6-trideawy-2, 2,4, 6-tetramethyl-7-O-(phenylmethyl ), 1-[bis{1-methylethyl)
acetal], 52,2, 2+trichlorosthy| carbonate), 92%, CAS RN: 666739-81-7

Print/Export Close
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PRV RN AL L EHTIA T
FEFUANAR WD CAS B e 5 55,

Products L-arafvno-Heptos-3-ulose, 2,4,6-trideoxy-2,2,4,6-tetramethyl-7-(phenylmethyl)-, 1-[bis{1-methylethyl)
acetal], 52,2, 2-trichlorosthyl carbonate), 92%, CAS RM: 666739-81-7

Reactants L-araiino-Heptos-3-ulose, 2,4, 6-trideoxy-2, 2,4, 6-tetramathyl-7-(phenylmethyl)-, 1-[bis{1-methylethyl)
acetal], CAS RN: 503818-15-3
2,2, 2-Trichlorosthyl chloroformats, CAS RMN: 17341-93-4

Reagents Pyridine, CAS RN: 110-86-1
Solvents Dichloromethane, CAS RN: 75-00-2
Procedure 1. Add 2,2, 2-trichloroethy| chloroformate (668.0 pL, 4.9 mmol) to a solution of 7-benzyloxy-5-hydroxy-1,1-

H NMR

BC NMR

IR

[al,*®
Mass Spec
State

CAS Method Number

400 MHz, CDCl; & 1.03-1.00 (m, 12H), 1.15 (d, = 1.8 Hz, 3H), 1.17 (d, 7= 1.9 Hz, 3H), 1.19-1.21 (m, 6H),
1.97-2.11 (m, 1H), 3.2 (dd, J= 6.2 and 9.0 Hz, 1H), .54 (dd, 2= 4.8 and 9.1 Hz, 1H), 3.57-3.60 (m, 1H),
3.82 (qd, = 2.6 2nd 5.9 Hz, 2H), 4.47 (5, 2H), 4.57 (5, 1H), 4.72 (d, 7= 11.9 Hz, 1H), 4.81 (d, /= 11.9 Hz,
1H), 5.08 (t, 7= 6.0 Hz, 1H), 7.28-7.35 (m, SH).

100 MHz, CDCI; 6 11.9, 15.0, 18,8, 21.4, 21.7, 22.3, 23.2, 23.4, 35.7, 42.5, 53.4, 53.9, €9.4, 70.9, 71.4,
73.3, B1.3, 94.7, 103.4, 127.5, 127.6, 128.2, 138.2, 134.0, 215.6.

Film, NaCl, cm-! 2966, 1760, 1698, 1247,

Hetramethylheptan-3-one (1.0 g) and pyridine (0.8 mL, 7.3 mmol) in CH.Cl, (10.0

Warm to room temperature,
n the reaction mixturs with brine.
mixture with CH,C.,.
'ganic layers over MaS0,.
hbined organic layers under reduced pressura,
duct by flash chromatography (gradient hexane to hexang/EtOAC 93:7).

[al,= = -20.4 (c = 1.0, CHCl;).
LRMS (ESI) calcd for CoH,, 0/CloNa [M+Na~] 605.2, found 605.2.

dear ail.

P DI RN, RNV EHR,
PR EdE, oo o A A LA TSRS A M s e

3-354-CAS-6760329

TG i 46 3% 5 22 I B A0 B B B A SR EUE ST, B

ARG RS T VR VR
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REACTIONS @

Analyze Refine

Refine by: @
Reaction Structure
Product Yield

® Reaction Classification I

Excluding Reaction
Classification
Non-participating
functicnal groups

#| Biotransformation

Catalyzed
Chemoselective
Combinatorial
Electrochemical
Gas-phase
Non-catalyzed
Photochemical
Radiochemical
Regioselective
Stereoselective

Refine

Get
References

;{:’ Tools ~
Group by: | Mo Grouping ¥ | Sort by: | Accession Number
T | 0 of 2521 Reactions Selected

1. View Reaction Detail ® Link

17 Steps Hover over any structure for more options.
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o, 11
[ [ 1
PPh, 11
I I 1
(Me,Si).NH sNa 10
— I 1 o o THJ
2,4,6- cHy G N\~ g i
Cl,C;H,C(=0)cl 9 o, N 0= CH/ hH,
[ I 1 - 2 E] M,
al NF + F t A
4-DMAP 9 r /
: : : [Step 2.1] F 0, X
Et:N 9 :
[ 3 T | a7 & [Step 3 1] | ~ch,
LioH 9 -0 & CH,
I I 1
Show More . |-
[Step 5.1]
- D
— U '
“ — ™
L] Y oH o
BHERZ H5HAN R
= Hh \}
. N ZIN Z \_A
* Overview

Steps/Stages Notes

1.1 S:H,0, S:DMSD, overnight, 37°C, pH 1 11 enzx{mic biotransformation, Pig liver esterase used in stage 1, 3) incremental addition of

1.2 R:HCl, S:H,0, pH 4.5 2,6-lutidine and tert-butyldimethylsilyl triflate in stage 1, 5) Wittig reaction, 6) prophetic

2.1 S:MeOH, S:PhMe, 10 min, 25°C reaction, 7) prophetic reaction, alternate reagent for stage 1 is HF, 8) prophetic reaction,

10) incremental addition of 2-butene oxide, Reactants: 4, Reagents: 15, Solvents: 8, Steps:

3.1 R:2,6-Lutidine, S:CH,Cly, rt — -14°C; 12.5 min, -14°C i
10, Stages: 18, Most stages in any one step: 3

3.2 R:NaHCO;, 5:H,0
4.1 R:0;, S:CH,CL, 1t — -78°C; 2 min, -78°C References

A0 pepnl oo Zoos s

—== CAS

e\ DIVISION OF THE

ACS / Proprietary and Confidential / Do Not Distribute AMERICAN CHEMICAL SOCIETY 49




SciFinderi2tEH KAV 2B R

o DL “BREEFERIAEYER” B, i F HSciFinder:

== CAS

e\ DIVISION OF THE

ACS / Proprietary and Confidential / Do Not Distribute AMERICAN CHEMICAL SOCIETY



EFwww.methodsnow.com ik,
E\H P 22

<= METHODSNOW"
—~—

A CAS SOLUTION

Your single source to search and compare
the latest published scientific methods.

Log In with your CAS Username

Username

Learn more

Password

Forgot Username or Password?

Use of this product means that you agree to the Terms & Canditions.
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Browse Method Categories MEthOdSNOW AnalySISq&%Eﬁﬁﬁéﬂ jjl?’j(j’t’ 45/]‘7(

Agri al Applications / Analysis Fuels / Geology / Biofuels Pharmacology / Toxicology
Historical Analysis / Dating

Polymer Analysis

| Biomolecule Isolation Miscellaneous Water Analysis

Environmental Analysis Organic Compeound Analysis

Food Analysis Organometallics / Inorganics

Browse Method Categories > Bioassays

Bioassay Biomarker Cell Assay Biomolecule Isolation Assay

Bioassay Synthetic Probes Biomarker Medicine Assay Bioorganism Isolation Assay

Biomarker Biological Process Biomedicine Material Analysis Nanomaterial Analysis

Browse Method Categories > Biomolecule Isolation

Biomolecule Isolation Assay Natural Product Isolation Analysis Protein Analysis
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Search
Enter keyword, matrix, analyte, etc.

epothilones

epothilones iﬁﬁ)\?%%ﬁiﬁj B ﬁﬂ‘ﬁ% ’
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Browse Method Categories

Agricultural Applications / Analysis
Bioassays

Biomolecule Isolation
Environmental Analysis

Food Analysis

Fuels / Geology / Biofuels
Historical Analysis / Dating
Miscellaneous

Organic Compound Analysis

Organometallics / Inorganics

Pharmacology / Toxicology
Polymer Analysis

Water Analysis
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BRI BER. TEDR. SRFER. ATERFRTmIELES R

¢ Return to Home Resu ItS (14) Sort Relevance -

~ Analyte . N v z S
Epothilone A (13) PAFA RIREE R TG ——E R E K
1

Epothilone B (13) ) . . .
Epothilones (13) Analysis of Epothilone A in Sorangium cellulosum by HPLC BN IWARrS
CAS MN: 1-131-CAS-178958
Isofludelone (1)
View Details & Instructions ﬁ%ﬁ‘/ﬁfﬁ ,E‘ ‘Hé’l%a (D Add to Compare
~ Matrix
A vie : . . . .
N e Analyte Epothilone B; Epothilone A; Epothilones
Natural Product Isolation Matrix Sorangium cellulosum

Analysis (13) _ o
Suboptimal Analysis (12) Other Materials ~ Reagent: Acetone; 1-Butanol; Methanol; Ligroine

Active Pharmaceutical Material: 5 pm RP-C18 column (4.6 x 250 mm)
Ingredient and Metabolite
Analysis (1) Method Natural Product Isolation Analysis; Suboptimal Analysis
Category
~ Technique _ _ » . )
HPLC (13) echnigue UV-visible spectroscopy; HPLC; TLC (thin layer chromatography); Solvent extraction
Solvent extraction (13) Equipment Used HPLC system; UV detector; TLC system
TLC (thin layer Source Analysis of the extraction effects of epothilones with different organic solvents
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Analysis of Epothilone A in Sorangium cellulosum by HPLC

CAS MN: 1-131-CAS-178958

Method Category: Natural Product Isolation Analysis; Suboptimal Analysis

Technigue: UV-visible spectroscopy; HPLC; TLC (thin layer chromatography); Solvent extraction
Epothilone B analyte
Epothilone A analyte
Epothilones analyte
Sorangium cellulosum matrix
5 pm RP-C18 column (4.6 x 250 mm) material
Acetone reagent
1-Butanol reagent
Methanol reagent
Ligroine reagent

View Structure

View Structure

View Structure

View Structure

View Structure

152044-54-7

152044-53-6

67-64-1

71-36-3

67-56-1
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Source

Analysis of the extraction effects of epothilones with different organic solvents

Zhao, Lin; Dai, Jilin; Wang, Jiayi; Li, Yawei; Liu, Xinli

Advanced Materials Research (Durnten-Zurich, Switzerland) (2012), 343-344 (Pt. 2), 958 - 962. Trans Tech Publications Ltd.
CODEN: AMREFI ~ ISSN: 10226680 DOI: 10.4028/www.scientific.net/amr.343-344.958

Document Sources

Abstract ~

Epothilones are a kind of polyketide macrolide with antifungal and anticancer bioactivity which are attracting more and more attention. In this paper we
compared the extraction effects of epothilones with several organic solvents by comparing the recovery rates and purities. Result shows that chloroform
and dichloromethane are more suitable for the extraction of epothilones than methanol which is universally used. Then we analyzed the HPLC and TLC
results of the different solvents extract, and optimized the extraction method by using chloroform and ether. The final recovery rate and purity increase
114.2% and 21.53 times than methanol.
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Equipment Used
HPLC system, Shimadzu
UV detector

TLC system

Conditions

Instrument

Column: 5 pm RP-C18 column (4.6 x 250 mm); mohile ph
Detection wavelength: 249 nm

Stationary phase: silica gel GF254; mobile phase: petrole

Instructions

Preparation of fermented resin

1. Obtain Sorangium cellulosum So 0157-2.

2. Inoculate So 0157-2 in liquid M26 medium for 4 - 5 days at 30 °C.

3. Collect the cells from the M26 broth.

4. Inoculate in ferment medium containing 2% sterilized XAD-16 resin for 7 days at 30 °C.
5. After fermentation collect the resin and air dry.

Solvent extraction (butanol)

1. Weigh 5 g resin and immerse with the butanol solvent.

2. Extract for 3 hours by shaking.

3. Filter the resin and extract by the same solvent for 2 times.
4. Combine the 3 times extracts and dry in a vacuum at 40 °C.
5. Re-dissolve in 500 pL methanol for HPLC and TLC analysis.

HPLC analysis

Validation

Recovery 118.5%

ze the sample using HPLC system.

rm the separation on 5 pm RP-C18 column (4.6 x 250 mm).
hethanol: water (13:7) as mobile phase.

e flow rate at 0.8 ml/min
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Title

CAS Method Number

Method Category

Technigue

Analyte

Matrix

Other Materials

—— — T

Analysis of Epothilone A in

paemn bnap LIDNI

Analy5|s of Epothllone Ain

pren bayp LIDNL 0

Analysis of Isofludelone in Blood
elocman bael ienuiel el

IV TS 3PN

Soranfiw

1-131

Matur.
Subop]

UV-vig
(thin |
extrad

Epoth
Epoth

Soran

Aceto
Ligroi
250 m|

Equipment Used

Conditions

Source

Preparation

HPLC system, Shimadzu; UV detector;
TLC system

Instrument: Column: 5 pm RP-C18

column (4.6 x 250 mm); mobhile phase:

methanol Water(13 7 ﬂow rate: 0.8
View All v S

HPLC system, Shimadzu; UV detector;
TLC system

Instrument: Column: 5 pm RP-C18

column (4.6 x 250 mm); mobhile phase:

methanol Water(13 7 ﬂow rate: 0.8
View All v S

Genie-2 vortex, VWR Scientific
Products, Bohemia, NY, USA; LC
system Q hybrid linear ion trap

View All v

Instrument: Curtain gas-40; IS
voltage-5500 V;probe temperature-
500 °C; GS1 40 GSZ 40; declustermg

View All v

Recovery 118.5%

Linearity Range

Accuracy

Precision

P BT R B PSR AT BLEAT X B

Retention Time

114.2%

73.85+£33.20,79.53 £11.62, 79.83 +
7.83% (CV) for 0.25, 5.0, 250 ng/mL
spiked samples respectively

0.1-300 ng/mL

-2.1,2.7,8.3,-7.0% for 0.1, 0.25, 5.0,
250 ng/mL spiked samples
respectively

9.6, 7.4, 4.34, 4.9% (Intra-assay) for
0.1, 0.25, 5.0, 250 ng/mL spiked
samples respectlvely, 10 0,7 1 for

View All

2.22 min
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Fi%: 010-62508026/7

LM% : china@acsi.info
iSRG s http://www.cas-china.org/
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