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C22H21N304

Key Physical Properties
Molecular Weight
Boiling Point (Predicted)
Density (Predicted)

pKa (Predicted)

Experimental Properties | Spectra

v Other Names and Identifiers
v Experimental Properties

v Experimental Spectra

[1.4,7,10]Tetraoxacyclododecino[2,3-glquinazolin-4-amine, N-(3-ethynylphenyl)-7,8,10,11,13,14-hexahydro- (9Cl, ACl)

Value Condition

391.42

581.3+50.0 °C Press: 760 Torr

1.31£0.1 g/ecm3 Temp: 20 °C; Press: 760 Torr
5.32+0.20 Most Basic Temp: 25 °C

Expand All | Collapse All

Feedback

v Predicted Properties
v Predicted Spectra
v Bioactivity Indicators
v Target Indicators

v Additional Details

Feedback
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5. YIRBAR. SKIn/E M.
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CEEATERMA, 8 X EERE; MEESE; ARKRSINMIERRT; Q FRi/E

SMVERIRT; Ak EEmSE; Cy: EEM; Ch: EEWIf; Hy: EERIf

Variables ®

X Any halogen

M Any metal

A Any atom except H

Q Anyatom except CorH
AK Any carbon chain

Cy Any cycle

Cb Any carbocycle

Hy Any heterocycle

. EXREH,

R-Group Definitions X

mRZ R3 R4/ RS R6 R7 R8 R9 R10 R11R12 >

R1:

> Atoms

> Variables

> Shortcuts
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Filter the reaction mixture through a Al;03/K>CO3/Celite pad.

Rinse the reaction mixture abundantly with ethyl acetate.

Remove the solvent under vacuum.

.i, B K Sae
Steps: 1
Yield: 100%

JOURNAL

Allylic Oxidation of Alkenes
Catalyzed by a Copper-Aluminum
Mixed Oxide

By: Garcia-Cabeza, Ana Leticia; et
al

View All v

Organic Letters (2014), 16(6), 1598-
1601

Full Text ~

Company/Organization
Departamento de Quimica
Organica, Facultad de Ciencias
Universidad de Cadiz

Cadiz 11510

Spain
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Transformation Acyloxylation Reaction

Scale milligram E
Characterization Data n

~ (2R4R4a5,6R)-2,3,4,4a,5,6,7,8-Octahydro-4,4a-dimethyl-6-(1-methylethenyl)-2-naphthalenyl 4-methoxybenzoate

Proton NMR 400 MHz, CDCls: 6 = 8.00 (d, J = 9.0 Hz, 2H), 6.90 (d, j = 9.0 Hz, 2H), 5.56 (br d, J = 5.0 Hz, 1H), 5.33

Spectrum (ddd, /= 6.9, 3.9, 2.0 Hz, 1H), 4.70 (br s, 2H), 3.84 (s, 3H), 2.36 (m, 1H), 2.28 (tt, ) = 12.5, 3.0 Hz, 1H),
2.8 (ddd, /= 14.3, 4.1, 2.6, TH), 1.92 (dt, J = 12.9, 2.7 Hz, TH), 1.79 (m, 2H), 1.72 (br s, 3H), 1.28 (m,
4H), 0.94 (s, 3H), 0.91 (d, | = 6.6 Hz, 3H).

Carbon-13 NMR 100 MHz, CDCl5: 6 = 166.1, 163.1, 150.7, 150.1, 131.6, 123.5, 117.9, 113.4, 108.6, 68.1, 55.4, 51.8,
44.4,40.6, 38.2, 35.8, 33.1, 32.4, 20.8, 16.9, 15.1.

IR Absorption FilM Vmaye: 2932, 1707, 1607, 1510, 1272, 1256, 1167, 1032, 847, 772 cm™.
Spectrum

Optical Rotatory [alp 2% = +130.06 (c 1.70, CHCl5).
Power

HRMS ESI: calcd. for CasHz; O3 [M+H]* 355.2273; found 355.2271.

CAS Method Number 3-203-CAS-8900882
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Reactions ~  sofosbuvir

CAS '9;:2 SciFinder”
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Filter Behavior

B Reactions o

Filter by Exclude B References -

<

Substance Role
Scheme 1 (6 Reactions)

~ Yield
~ Number of Steps : L
-
~ Non-Participating Functional { .
Groups Y -~ e

Absolute stereochemistry shown Absolute stereochemistry shown

<

Experimental Protocols

Group: ByScheme ~ View: Expanded

R2 # Save And Alerts

Steps: 1 Yield: 100%

~ Reaction Type 1 ® sSuppliers (67)
Full (683)
Product Only (37) Reaction Summary Steps: 1 Yield: 100% Preparation and crystal structure of nucleoside phosphor

amidates as antiviral agents

v Stereochemistry 1.1 Reagents: Sodium sulfite

Solvents: Tetrahydrofuran, W ;ah,rt By: Ross, Bruce S.; et al
~ Reagent world Intellectual Property Organization, WO2011123645 A2
2011-10-06
~ Catalyst
View Reaction Detail ~Experimental Protocols PatentPak - Full Text ~
~ Solvent
~ Commercial Availability Reaction Summary Steps: 1 Yield: 100% Preparation and crystal structure of nucleoside phosphor

amidates as antiviral agents

>

1.1 Reagents: Sodium sulfite

Reaction Notes
2 Solvents: Tetrahydrofuran, Water: 4 h, rt By:

Stereoselective (158)

United States, U586

Regioselective (33)

Bruce; et al
42756 B2 2014-02-04

Prophetic Reaction (13) View Reaction Detail PatentPak ~ Full Text =
High Pressure (10)
Anaerobic (6) Reaction summary Steps: 1 Yield: 100% A process for the preparation of N-[[P(S),2'R]-2"-deoxy-2"-

view All i
o 1.1 Reagents: Sodium sulfite ethyl ester
Solvents: Tetrahydrofuran, Water: 4 h, rt
~_Search Within Results

By: Ross, Bruce S.; et a

fluoro-2'-methyl-P-phenyl-5'-uridylyl]-L-alanine 1-methyl

1. ERMNEREDTHE, @AM Reaction Type, BEERNAER AFTERNINEG )

AY S R

2. ERMNEEREDHE, B3Il Reaction Notes, MIMIEERENR MWH RN Z2EEF,
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SOTVETIS: Te Sy arOTararT,  vvater, 1, 1t

v Search Within Results By: Ross, Bruce S.; et al
Canada, CA2988217 C 2020-06-23

Source Reference
View Reaction Detail PatentPak ~ Full Text -

~ Document Type
View All Reaction Summaries ~
Journal (63)

Patent (659) Collapse Scheme A

v Language
Scheme 2 (1 Reaction) Steps: 1 Yield: 93%
v Publication Year
. H

~ Publication Name o] N o]

World Intellectual Property + -

Organization (266) HN /

China (167) L i .

Absolute stereochemistry shown Absolute stereochemistry shown
Canada (80) 3
) ® Suppliers (136)

United States (73) ® Suppliers (57)

India (49)

View All : . . .. R

Reaction Summary Steps: 1 Yield: 93% Preparation of medicine for inhibiting HCV
~ CA Section 1.1 Reagents: N,0-Bis(trimethylsilyl)acetamide By: Shi, Liping; et al
Solvents: Chlorobenzene; 30 min, reflux; reflux — rt China, CN112940053 A 2021-06-11

1.2 Reagents: Tin tetrachloride; rt; rt — reflux
Filter Content Report PatentPak - BT
View Reaction Detail
Download filter data from J
—_

this result set.
Collapse Scheme ~

ERNEERET T, @I AME Publication Name, B LUERE B 2 RBRNEBHY K 1 STk
FoHo
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H CAS Z: Scifinder" Y Saved @ History 8 Account
You can now use BLAST search to mine our newly enhanced collection of more than 500M proteins and nucleotides from 60+ patent authorities dating
( back to 1957. Plus visually review sequence similarity and frequency across your patent search results. >

Searching for... Reactions
o Al Search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Learn More
oo
O Substances Enter a query...
1
& References -

'® Suppliers
Edit Drawing Remove

<> Biosequences

D Retrosynthesis

1. & Reactions, H{TRMNIGZR,
2. mhEMRIERS, 2R MNERFFY,
3. REFBRNIEZER,
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¢ Return to Home
Structure Match
As Drawn (200)

Substructure (1.7M)

1 [

~ Similarity
2 Broad Medium Narrow
(18K) (1K) (4,916)

Filter Behavior

Filter by Exclude

~ Yield
90-100% (3,001)
80-89% (2,079)
70-79% (1,616)
50-69% (2.116)
30-49% (1,285)
View All

~ Number of Steps
1 (18K)

B Reactions (i3

Group: By Document -

References ~ li. Bl % Save And Alerts

1

Indole compounds for the treatment of neurodegenerative diseases
By: Galyan, Simon Marius; Judd, Duncan Bruce
World Intellectual Property Organization, W02021173593 A1 2021-09-02 | Language: English, Database: CAplus

PatentPak ~ Full Text ~

® Suppliers (67) '® Suppliers (85) ® Suppliers (4)

Reaction Summary Steps: 1 Yield: 100%

1.1 Reagents: Sodium hydride
Salvents: Dimethylformamide; 0°C; 2 h, 25 °C

View Reaction Detail

4. #R3E Structure Match, 7E$E Similarity BYR 455

5. @i Similarity #8IME, HiohErsc, BHRIEEEFRIE Broad, Medium 5,

Narrow P45,
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( back to 1957. Plus visually review sequence similarity and frequency across your patent search results. )

Searching for... Reactions

o Al Search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Learn More
oo

© Substances Enter a query..

1

B References

® Suppliers
Edit Drawing Remove

> Biosequences

2 Retrosynthesis

1. £ Reactions #1T & WG ER,
2. RLEMYRIEISE AR N T,
3. BN,
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Reactions ~  Enter a query...
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&« Return to Home

Structure Match
As Drawn (1,002)

Substructure (86K)

Similarity (3,037)

Filter Behavior

Filter by Exclude

v Yield

v Number of Steps

~ Non-Participating Functional
Groups

Halide (25K)

Ether (19K)

Phenyl halide (17K)

Amine (13K)

Tertiary amine (9,905)
Primary amine (1,554)

View All

[ g5 R & mE AN Non-Participating Functional Groups
R I N 45

TR ERRYIR,

NAVEREHR] (3%

= View All 3%

g ReaCtIOHS (1,554) Group: By Scheme ~  View: Expanded -

References «

Ii. BE & Save And Alerts
Filtering: Non-Participating Functional Groups: Primary amine X Clear All Filters
Scheme 1 (1 Reaction) Steps: 1 Yield: 37%
H
al H A\
- + +
NH; cl

B Suppliers (76) ® Suppliers (57) ™ Suppliers (100)

NH;

® Suppliers (95)

Reaction Summary Steps: 1 Yield: 37% The Surprisingly Facile Thermal Dehalogenation of Chlori
nated Aromatics by a Hydroaromatic Donor Solvent.
1.1 Reagents: 9,10-Dihydroanthracene; 180 min, 630 K Tautomerization of Chlorinated Phenols and Anilines

1.2 Raagante: 2 Mathavunanhthalana  hlitric arid

T 7R T AE5R
HEHF) , NRESEMBEIZS5RMNERE, WA
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Non-Participating Functional Groups

By Count Alphanumeric

1 Selected

Halide (25K)

Ether (19K)

Phenyl halide (17K)
Amine (13K)

Tertiary amine (9,905)
Nitro (8,710)

Alkene (7,828)

Imine (6,182)
Carboxylic ester (5,590)
Amide (5,541)

Cyclic alkene (5,334)
Carboxyvlic acid (4,736)

Cancel

Cyclic alcohol (2,016)
Secondary amine (1,972)
Acyclic ketone (1,629)
Primary amine (1,554)
Diene (1,227)

Phenol (1,161)
Carbamate (984)
Unsaturated ester (757)
Unsaturated ketone (751)
Sulfone (691)

Acetal (640)

Primary alcohol (488)

Metal halide (83)
Vinyl halide (68)
Organometal (56)
Enol (47)
Cyclopentadienyl metal (29)
Sulfoxide (19)
Anhydride (16)
Azide (16)

Allyl alcohol (13)
Phosphonate (11)
Glycol (10)

Disulfide (9)

5. REERUENERAZTFRHINFHYIAS5 RNAERER,
6. AEBEIRERRRAE, R Apply SREUXE BEHE

25 R MNAER,
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¢ Return to Home 7
Structure Match E Reactions (ss - cument =
As Drawn (1,002) References « BE % SaveAnd Alerts
Edit Drawing Remove
Substructure (8 Filtering:

Similarity (3,037)

Filter Behavior

Filter by Exclude

~ Yield
~ Number of Steps

~ Non-Participating Functional
Groups

Halide (25K)

Ether (19K)

Phenyl halide (17K)

Amine (13K)

Tertiary amine (9,905)
Primary amine (1,554)

View All

7. T EIRESR,

Non-Participating Functional Groups: Primary amine Clear All Filters
tart Retrosynthetic Analysis

Discovery of N-(Naphthalen-1-yl)-N'-alkyl Oxalamide Ligands Enables Cu-Catalyzed Aryl Amination
with High Turnovers

By: Gao, Jie; Bhunia, Subhajit; Wang, Kailiang; Gan, Lu; Xia, Shanghua; et al

Organic Letters (2017), 19(11), 2809-2812 | Language: English, Database: CAplus and MEDLINE

41

Full Text ~

NHz Br
HaN NH;
'® Suppliers (85) '® Suppliers (65) '® Suppliers (16)

Reaction Summary Steps: 1 Yield: 58%
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7t PatentPak Viewer Ff&EF Retrosynthesis

CAS RN
2484-88-0

CAS Name
4-(2-Phenyldiazenyl)benzenes
ulfonic acid

Substance Detail

Reactions (3)
Synthesize (3)
Start Retrosynthetic Analysis

References (67)

o Edit Structure =

2 Suppliers (11)

1. fE PatentPak Viewer A, S2fi¥IR%Et.
2. (T E O A Start Retrosynthetic Analysis, X3 IEYB#H T8 & B & M B8 485
7o
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o WERREEL (Alternative Steps) IABIMMHITOAE: AIUME—DT RNEFFT
BRI N, HP] AR RN AR & R o

o B—URATRUNNIEDNT: PJERAYEHNRNEES, ERME—FRNEER
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B = E Alternative Steps (13) X
Filter by 5of6
~ Alternative Step Type NH, N=0
Experimental (1) g
Predicted (12) ‘ N = | SN
/L )\
~ Stereochemistry N cl N cl
Selective (1)
Non-Selective (12) v View 3 similar Alternatives View Evidence (1,411) Average Yield: 74%

60f6
NH, NH; .

/kfhl = | SN

Cl

View Evidence (9,454) Average Yield: 61%

1. =ifr “View 3 similarAlternatives” , BB alternative BRI PAR N 3 4%,
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~ Stereochemistry N/LG //’L
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Select View Evidence (188,791) Average Yield: 79%
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Select View Evidence (185,629) Average Yield: 80%
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View step specific evidence and alternate
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steps on the plan

>

Average Yield: 65%

Evidence (1,180)

Alternative Steps (13)
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Maximum Yield: 50%
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Alternative Steps (7)
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~ Yield

1
90-100% (3)
Microbial 11a-hydroxylation of steroids

80-89% (2)
By: Wiersma, Marten; Van Der Meijden, Pieter
70-79% (1) World Intellectual Property Organization, WO3721830 A1 1997-06-19 | Language: English, Database: CAplus
50-69% (4) ,
PatentPak - Full Text - View 2 Related Reactions
30-49% (2) 2
View All
~ Number of Steps 7
oo
2149 90
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3(36) Absolute stereochemistry shown Absolute stereochemistry shown
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1.1 Reagents: Glucose

Cyclic ketone (66)
View Reaction Detall
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Filter Behavior

Filter by

~ Yield

Exclude References -

Scheme 1 (1 Reaction)
90-100% (3)

80-89% (2)
70-79% (1)
50-69% (4)
30-49% (2)
View All

Absolute stereochemistry shown

® Suppliers (36)

>

Number of Steps
1(82)
2(45)
3(36)
4(32)
5(27)

Reaction Summary

1.1 Reagents: Glucose

6-10(37) View Reaction Detail

~ Nen-Participating Functional Collapse Scheme A~

Groups

Absolute sterecchemistry shown

® Suppliers (11)

Steps: 1 Yield: 98% Microbial 11a-hydroxylation of steroids

broup: By Scheme -~ View: Expanded -

&, % Save And Alerts

Steps: 1 Yield: 98%

By: Wiersma, Marten; et al
World Intellectual Property Organization, W09721830 A1
1997-06-19

PatentPak - Full Text

Cyclic ketone (66) Scheme 2 (4 Reactions)
Ketone (66)
Alkene (65)
Cyclic alkene (65)

Unsaturated ketone (53)

View All

~ Experimental Protocols

= Suppliers (68)

Synthetic Methods (7)

Experimental Procedure (187
P (187 Reaction Summary

<

Reactton]ype 1.1 Reagents: Glucose, Monopotassium phosphate

Solvents: Water; 240 h, pH5- 6,28 °C

~ Stereochemistry

~ Reagent
v Catalyst View Reaction Detail
~ Solvent

Reaction Summary Steps: 1
~ Commercial Availability

1.1 Reagents: Glucose

~ Reaction Notes
v Search Within Results

View Reaction Detail
Source Reference
~ Document Type Reaction Summary Steps: 1

v Language Mo Data Available

Steps: 1 Yield: 93%

® Suppliers (29)

Steps: 1 Yield: 93% Process for extraction of 11a-hydroxycanrenone from

fermentation broth and purification using a micro-
emulsion system

By: Gaikaiwari, Raghavendra P.; et al
India, IN2011MU00884 A 2014-03-28 4

PatentPak ~ Full Text =

Microbial 11a-hydroxylation of steroids

By: Wiersma, Marten; et al
World Intellectual Property Organization, W09721830 Al
1997-06-19

PatentPak ~ Full Text -

Preparation of 7a-carboxyl-9,11-epoxy steroids and
intermediates useful therein and a general process for the
epoxidation of olefinic double bonds
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CAS '2:-: SciFinder” References ~  CDK OR "gydlin-dependent kinases" AND inhibitor X @Draw n * Q] L

returned the most relevant results.
Would you like to load the entire
result set?

Learn about result relevance.

Based on your query, we've References wosr) 1 Sort: Relevance - View: Partial Abstract
© Substances ~ B Reactions ~ &6 Citing ~ ~1 W Save And Alerts
CAS Formulus®, the comprehensive formulations database and workflow solution, is now availal SciFinder’
é users. Use the CAS Solutions: Formulus filter to view available content. Learn more about Formul

Load More Results
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~ Document Type
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~ Language

~ Publication Year
~ Author

~ Organization

~ Publication Name
~ Concept

~ CA Section

~ CAS Solutions

~ Formulation Purpose
~ Database

~ Search Within Results

Filter Content Report

Download filter data from 1

1

Pharmacological inhibitors of cyclin-dependent kinases
By: Knockaert, Marie; Greengard, Paul; Meijer, Laurent
Trends in Pharmacological Sciences (2002), 23(9), 417-425 | Language: English, Database: CAplus and MEDLINE

Areview. Cyclin-dependent kinases (CDKs ) regulate the cell division cycle, apoptosis, transcription and differentiation in addition to
functions in the nervous system. Deregulation of CDKs in various diseases has stimulated an intensive search for selective
pharmacol. inhibitors of these kinases. More than 50 inhibitors have been identified. among which =20 have been co-crystallized
W|th CDK2. These |nh|b|tors all target the ATP b\ndlng pocket ofthe catalyt\c site of the kinase. The actual selectivity of most known

e n n m

Full Text & Substance (1) 66 Citing (486) (D Citation Map

2

Inhibitors of mammalian G4 cyclin-dependent kinases
.
0) 1148-

By: Sherr, Charles |.; Roberts, |a
Genes & Development (1995}, 9(1

63 | Language: English, Database: CAplus and MEDLINE

A review with over 100 references Biol. machines need brakes, and the nature and fidelity of their operation cannot be unraveled
without some prior understanding of how accelerators work. The discovery of mammalian Gy cyclins just 4 yr ago and the
identification of their associated cyclin-dependent kinases (cdks) provided key insights soon thereafter as to how progression
through the first gap phase (G;) of the mammalian cell cycle might be regulated pos. Within the past 18 mo, we have begun to learn
something about the neg. regulators-cdk inhibitors-that constrain their action.
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< Substances (723)
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Patent Number
WO2004018473

Publication Date
2004-03-04

Application Mumber
WO2003-184188

Application Date
2003-08-22

Kind Code
A2

Assignee
Institute of Experimental Botary
ASCR, Czech Republic
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‘World Intellectual Property
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English

Preparation of di- and tri-substituted 8-azapurine derivatives as cyclin-dependent kinase inhibitors
By: Fuksova, Kveta; Havlicek, Libor; Krystof, Viadimir; Lenobel, Rene; Strnad, Miroslav

Title compounds I [R® = hala, NHNH,, amino, etc.; R = halo, NHNH;, alkyl, etc; R¥ = alicyl, cycloalkyl, etc] are prepared For instance, 4-
amino-3-carboxamido-1-isopropyl-1,2,3-trigzole (preparation given) is converted to 2,6-dinydroxy-9-isopropyl-8-8zapurine (EtOH, NaOEt,
{(EtO):C0O, 907, 4 h). The dinydroxy derivative is converted to the corresponding dichloride (POCl, lutidine, 1207, 3 h), treated with
benzylamine {n-BuOH) followed by 3-aminopropanal to give I Il has 105y = 54.6 uM for COKZ2-cyclin E. The present invention relates to a
compound of farmula (1), or & pharmaceutically acceptable acid salt thereof. | are useful in the treatment of hyperproliferative skin
disorders, viral infections, cancer, etc. The invention also relates to the use of 2,6, 9-trisubstituted-8-azapurines in maintaining
mammalian oocytes at the germinal vesicle stage.
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Total Synthesis of Microtubule-Stabilizing Agent (-)-Laulimalide
By: Ghosh, Arun K_; Wang, Yong; Kim, Joseph T.

Journal of Organic Chemistry (2001), 66(26), 8973-8982 | Language: English, Database: CAplus and MEDLINE

An enantioselective first total synthesis of laulimalide (1) is described. 1, a remarkably potent antitumer macrolide, has been
isolated from the Indonesian sponge Hyattella sp. and the Okinawan sponge Fasciospongia rimosa. | represents a new class of
antitumor agents with significant clin. potential. The synthesis is convergent and involved the assembly of C3-Cy5 segment Il and
Cy7-Cag segment 11l by Julia olefination. The sensitive C;-Cs cis-olefin functionality was installed by Yamaguchi macrolactonization of a

View More v

Full Text « £ Substances (105) B Reactions (1,887) &6 Citing (130) @ Citation Map

2

Total Synthesis of the Microtubule-Stabilizing Agent (-)-Laulimalide
By: Paterson, lan; De Savi, Chris; Tudge, Matthew
Organic Letters (2001), 3(20), 3149-3152 | Language: English, Database: CAplus and MEDLINE

The total synthesis of the potent microtubule-stabilizing anticancer agent (-)-laulimalide (1) has been achieved in 27 steps and 2.9%
overall yield. Notable features are the use of Jacobsen HDA chem. for the enantioselective construction of the side chain
dihydropyran, a diastereoselective aldol coupling using chiral boron enolate methodol., a Mitsunobu macrolactonization, and a
Sharpless AE to introduce the epoxide onto des-epoxy-laulimalide (11).
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Journal of Organic Chemistry
volume: €6

Issue: 26

Pages: 8973-8982

Journal; Article; Research Support,
U.S. Gov't, P.H.S.

2001

DOl

10.1021/jo010854h
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ISSN: 0022-3263
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AN: 2001:869107
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Department of Chemistry
University of lllinois at Chicage
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arunghos@uic.edu

Publisher
American Chemical Society

Total Synthesis of Microtubule-Stabilizing Agent (-)-Laulimalide
By: Ghosh, Arun K. Wang, Yong: Kim, Joseph T.

An enantioselective first total synthesis of laulimalide (1) is described. I, a remarkably potent antitumor macrolide, has been isclated
from the Indonesian sponge Hyattella sp. and the Okinawan sponge Fasciospongia rimosa. | represents a new class of antitumor agents
with significant clin. potential. The synthesis is convergent and involved the assembly of Cs-Cqg segment Il and Cy7-Cog segment 1l by
Julia olefination. The sensitive C2-C3 cis-olefin functionality was installed by Yamaguchi macrolactonization of a hydroxy alkynic acid
followed by hydrogenation of the resulting alkynoic lactone over Lindlar's catalyst. Initial attempts of intramol. Still's variant of Horner-
Emmons olefination between the Cyg-phosphonocetate and Cs-aldehyde provided a 1:2 mixture of cis- and trans-macrolactones. The
trans-isomer was photoisomerized to a mixture of cis- and trans-isomers. The other key steps involved ring-closing olefin metathesis to
construct both dihydropyran units, stereoselective anomeric alkylation to functionalize the dihydropyran ring, stereoselective reduction
of the resulting alkynyl ketone to set the Cag-hydroxyl stereachem., and a novel Julia olefination protocol for the installation of the Cqs-
exo-methylene unit. The sensitive epoxide at Cq5-C47 was introduced in a highly stereoselective manner by Sharpless epoxidation at the
final stage of the synthesis.
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C41H550?5i
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By: Notz, Wolfgang; Tanaka, Fujie; Barbas, Carlos F. Il
NoMin  to No Max Accounts of Chemical Research (2004), 37(8), 580-591 | Language: English, Database: CAplus and MEDLINE @
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enzymes organic chemists would very much like to emulate, the aldolases. Here we summarize the contributions of this laboratory
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The objective was to develop a dry emulsion tablet for the flash delivery of poorly water soluble drugs using a lyophilization

Journal (6,520) ) ) . . - .
technigue. The influence of formulation parameters on the characteristics of the lyophilized dry emulsion (LDE) tablets was

Patent (22K) investigated. Oil-in-water emulsions were made using a medium chain triglyceride as the oil phase and a maltodextrin solution (5-
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Anuiimoragen =l(865) European Journal of Pharmaceutical Sciences (2007), 32(1), 58-68 | Language: English, Database: CAplus and MEDLINE

OO T T g s Development of a fast-disintegrating lyophilized dry emulsion (LDE) tablet that enhanced the in vitro dissolution and in vivo

(339) absorption of griseofulvin (GF) is presented. The LDE tablets were prepared by freeze-drying o/w emulsions of GF, a drug for
Pharmaceutical formulations which bioavailability is known to be enhanced by fat co-administration. Oil-in-water emulsions were prepared using a gelatin
(334) solution (2%, w/v) as the water phase and medium chain triglycerides (Miglyol) or sesame oil as the oil phase. In addition, different
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The possibility to obtain microcapsules or microspheres for controlled release by spray-drying was evaluated. Drugs of different
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~ Formulation Purpose 7 Ezetimibe is a low-d. lipoprotein cholesterol-lowering agent with poor aqueous solubility There is therefore a need to increase the
aqueous solubility of ezetimibe in order to improve its dissolution profile, and thereby, enhance its bioavailability. The purpose of
this study was to produce a solid dispersion of ezetimibe with improved physicochem. characteristics, which could be then be used
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Employing an optimized spray-drying process to produce ezetimibe tablets with an improved
dissolution profile

By: Kim, Sungyub; Gupta, Biki; Moon, Cheol; Oh, Euichaul; Jeong, Jee-Heon; Yong, Chul Soon; Kim, Jong Oh

Ezetimibe is a low-d. lipoprotein cholesterol-lowering agent with poor aqueous solubility There is therefore a need to increase the
aqueous solubility of ezetimibe in order to improve its dissolution profile, and thereby, enhance its bioavailability. The purpose of this
study was to produce a solid dispersion of ezetimibe with improved physicochem. characteristics, which could be then be used to
prepare ezetimibe tablets with improved dissolution characteristics. The ezetimibe solid dispersion was prepared by an optimized
spray-drying process. Product characteristics, namely, yield, moisture content, solubility, and Hausner ratio, were optimized by
controlling process parameters, namely, inlet temperature, pump feed rate, and solid contents, by applying the Box-Behnken design
and the desirability functions approach. The physicochem. characteristics of the optimized solid dispersion were in close agreement
with the predicted characteristics. The tablets formulated using the optimized solid dispersion exhibited an excellent dissolution
profile, which was remarkably better than that of tablets formulated from free ezetimibe or a phys. mixture of the drug and the
excipients. Therefore, ezetimibe tablets with improved solubility and dissolution characteristics were produced using an optimized
spray-drying technique.
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Full Text -
Expand All | Collapse All

~ Concepts

~ Substances

[v Formulations

v Cited Documents

9. &t Formulations && &7 (Bdh) EE.

WIEE %L CAS SciFinder" #Bf, BB AR china@acs-i.org, 010-63508026/7

103



. ®
CAS ‘z: Scifinder” References ~  drying and pharmaceutical tablets X @ Draw n w o© 2

TUTTSTTET — o
Springer
Language [A Formulations
English

Location: Article Page 3, 8, Table 2
Purpose: Drug delivery systems
1 1 Target:  solubility, bioavailability 12 13

Ezetimibe Tablet: Drug Delivery Systems
10 View CAS Formulus® Detail &
Component Function

Amount Reported
10 mg/tablet

Ezetimibe cholesterol inhibiting agent
(+)-Lactose diluents 100 mg/tablet
Cellulose diluents 50 mg/tablet

H Silica lubricants 12.5 mg/tablet

Additional Components Reported in Full Text

Ezetimibe Tablet: Drug Delivery Systems
View CAS Formulus® Detail &

Location: Article Page 2,3,8,9, Table 2,5
Purpose: Drug delivery systems
Target:  solubility, bicavailability

10. ;25 View Formulus Detail, FEi#N CAS B—PMER A2 Formulus (XF Formulus
NEZER, BEEERNEHAIRARL: china@acs-i.org)

113z (Bc7s) ERXAHIAE,
12.%5% (Be75) FBiko
1365 (B75) HH9R).

14. BRI PR~

15. N &8

16. Rt BBERAYIRE, rILUREEYIRERIFS,

104


mailto:请咨询美国化学摘社北京代表处china@acs-i.org

CAS SciFinder" {# B I5F 7

Jivh— WNEIBRERFT R, B YBIRESCER, PR TE XCEASE SR DU A
Formulation Purpose, SRGR<EBAIGIF (Bm) 8 (LEREEHIBAAREREGFIER

Jaf)

CAS z: scifinder" Substances v 9040-27-1
"

s - RO

.
:
< Return to Home .

& Substances ¢

Filter Behavior

Filter by Exclude

~ Commercial Availability
1
Awvailable (1)
9040-27-1
~ Reaction Role

Image Not Available
Product (1)
g : Unspecified
gacanctd) Arabinoxylan

Catalyst (1)

3,667 B 27 =7
~ Reference Role References Reactions  Suppliers

Adverse Effect (1)
Agricultural Use (1)

L #HTYIRRER, REYRRRERSE,

2. BYIFREXBERE.

& References + & Reactions ~

® Suppliers +

View: Partial +

|i| BE % Save And Alerts

WFEFE % CAS SciFinder #EBh, BEE& china@acs-i.org, 010-63508026/7

105



SciFinder" References =  Fnter a query...

CAS %

o Kl - o

References (3,667) Sort: Relevance ~

Filter Behavior

Filter by Exclude

View: Partial Abstract ~

v Language

~ Publication Year
~ Author

v Organization

~ Publication Name
~ Concept

~ CA Section

~ CAS Solutions

~ Formulation Purpose

Food (25)

Drug delivery systems (19)
Dietary supplements (17)
Antidiabetic agents (10)
Antiobesity agents (9)

View All

© Substances ~ B Reactions ~ €6 Citing ~ N, B % SaveAndAlerts
v Document Type
CAS Formulus®, the comprehensive formulations database and workflow solution, is now available for all SciFinder” X
v Substance Role é users. Use the CAS Solutions: Formulus filter to view available content. Learn more about Formulus.

1

Cereal arabinoxylans: advances in structure and physiochemical properties
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An improved iodinated tracer, ADAM (2-((2-((dimethylamino)methyl)}-phenyl)thic)-5-iodophenylamine) for imaging serotonin
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screening of anti-SARS coronavirus agents targeting protease 3CL

By: Shen, Jianhua; Jiang, Hualiang; Shen, Xu; Zuo, Jianping; Luo, Xiaomin; Bai, Donglu; Shen, Jingkang; Chen, Kaixian; Gui, Chunshan;
Chen, Lili

China, CN1472336 A 2004-02-04 | Language: Chinese, Database: CAplus

The current invention uses protease 3CL of SARS coronavirus (CoV) as target for screening anti-SARS CoV agents. The three-
dimensional structure model of the protease 3CL was applied to search for the existing drug database via mol. docking-virtual
screening method. Candidate compound that shows strong bonding activity to protease 3CL were selected and tested for the
protective effects in SARS CoV infected cells. Cinanserin was synthesized.
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) By: Galloway, Tamara; Handy, Richard
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A review of the toxic effects of organophosphate (OP) pesticides on the immune systems and immune functions of invertebrates,
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High efficiency and low toxic herbicide for garden
By: Shi, Yuelong; Zeng, Songjur; Wu, Yingliang; Liu, Wenbin; Wu, Kunlin; Tang, Jing
China, CN107568220 A 2018-01-12 | Language: Chinese, Database: CAplus

A high efficiency and low toxic garden herbicide, comprises the following raw materials in weight parts: 1-2 parts of oxyfluorfen
EC, 14-28 parts of butachlor, 10-12 parts of acetochlor, 15-40 parts of triethanolamine, 4-8 parts of amicarbazone and 5-10 parts of
clodinafop-propargyl, 10-20 parts of flumiclorac-pentyl EC, 12-15 parts of fomesafen, 8-15 parts of cloransulam-Me, 5-10 parts of
organosilicon, 20-35 parts of fenoxaprop-p-Et, 5-10 parts of glyphosate, 0.3-0.5 parts of gibberellin, 0.1-0.2 parts of indole acetic acid,
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method
By: Zhang, Xiaowen; Yang, Jie; Shi, Zhongjun; Liu, Rui
China, CN109287630 A 2019-02-01 | Language: Chinese, Database: CAplus

The title herbicide comprises (by weight parts): tralkoxydim 10-20, 2-amino-3-chlorobenzoic acid Me ester 15-30, bensulfuron-Me 5-
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Triblock copolymer syntheses of mesoporous silica with periodic 50 to 300 angstrom pores
By: Zhao, Dongyuan; Feng, Jianglin; Huo, Qisheng; Melosh, Nicholas; Frederickson, Glenn H.; Chmelka, Bradley F.; Stucky, Galen D.
Science (Washington, D. C.) (1998), 279(5350), 548-552 | Language: English, Database: CAplus and MEDLINE

Use of amphiphilic triblock copolymers to direct the organization of polymerizing silica species has resulted in the preparation of
well-ordered hexagonal mesoporous silica structures (SBA-15) with uniform pore sizes up to approx. 300 angstroms. The SBA-15
materials are synthesized in acidic media to produce highly ordered, two-dimensional hexagonal (space group pémm) silica-block
copolymer mesophases. Calcination at 500°C gives porous structures with unusually large interlattice d spacings of 74.5 to 320
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Nitric oxide synthases: structure, function and inhibition

By: Alderton, Wendy K.; Cooper, Chris E.; Knowles, Richard G.

Biochemical Journal (2001), 357(3), 593-615 | Language: English, Database: CAplus

A review with 230 references, concentrating on advances in nitric oxide synthase (NOS) structure, function and inhibition made in

tool ot bick si bctomtiol ol L N dain ik al " £l il Tl

A synth”, RILECE synthesis, syntheses, synthetic # synthesizing 1,

WIEE %L CAS SciFinder" #Bf, BB AR china@acs-i.org, 010-63508026/7

119




CAS '2: SciFinder”

References ~

alumin?um 2 X @ Draw n * ® 2

>

Pau
Journal (1.6M)
Patent (1.4M)
Review (53K)
Biography (22)
Book (1,839)
View All

Substance Role

Uses (1.7M)

Properties (805K)

Process (795K)

Preparation (218K)
Reactant or Reagent (169K)

View All

Language
English (1.5M)
Chinese (612K)
Japanese (444K)
Russian (155K)
German (155K)
View All

CAS Formulus®, the comprehensive formulations database and workflow solution, is now available for all SciFinder” X
é users. Use the CAS Solutions: Formulus filter to view available content. Learn more about Formulus.

51

A compilation of corrosion potentials reported for intermetallic phases in aluminum alloys
By: Buchheit, R. G.
Journal of the Electrochemical Society (1995), 142(11), 3994-6 | Language: English, Database: CAplus

Areview. A compilation of corrosion potentials reported for Al-based intermetallic compounds is presented. The range of corrosion
potentials for dilute aluminum binary alloys is also given. This compilation is intended to serve as an aid in establishing galvanic
relations among discrete microstructural elements in aluminum alloys. This compilation is based primarily on data reported in the
corrosion literature with a focus on corrosion potentials for intermetallic compound particles found in com. alloys. A review with 26
references
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Grain refinement of aluminium and its alloys by heterogeneous nucleation and alloying
By: Murty, B. S.; Kori, 5. A.; Chakraborty, M.
International Materials Reviews (2002), 47(1), 3-29 | Language: English, Database: CAplus

A review. Grain refinement of Al and its alloys is a common industrial practice. The field has been extensively investigated by many
workers over the past 50 yr, not only to develop efficient grain refiners for different Al alloys, but also to achieve an understanding
of the mechanism of grain refinement. The present review confines itself to the literature on grain refinement by heterogeneous

nucleation and alloying. Initially, the fundamentals of grain refinement by inoculants are outlined. The types of grain refiner, AI-Ti-B
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Microbial oxidation of anabolic steroids
By: Choudhary, M. Igbal; Adnan, S.; Shah, A; Atta-Ur-Rahman
Natural Product Research (2008), 22(15), 1289-1296 | Language: English, Database: CAplus and MEDLINE

Microbial transformation of two anabolic steroids, ethylestrenol (1) and nandrolone (2), were carried out. Ethylestrenol (1), when
incubated with Rhizopus stolonifer (TSY 0471), yielded two oxidative metabolites named 17a-ethyl-33,17B-dihydroxy-19-
norandrost-4-ene (3) and 17a-ethyl-17B-hydroxy-19-norandrost-4-en-3-one (4), while incubation of compound 2 with the same
fungus yielded two oxidative metabolites, 19-norandrost-4-en-3,17-dione (5) and 6a,17B-dihydroxy-19-norandrost-1,4-dien-3-one (6).
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VNIChFI-7
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Chemisches Zentralblatt (1967), 138(51/52), 162-162 | Language: German, Database: CHEMZENT
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Microbial oxidation of anabolic steroids
By: Choudhary, M. Igbal; Adnan, S.; Shah, A; Atta-Ur-Rahman
Natural Product Research (2008), 22(15), 1289-1296 | Language: English, Database: CAplus and MEDLINE

Microbial transformation of two anabolic steroids, ethylestrencl (1) and nandrolone (2), were carried out. Ethylestrenol (1), when
incubated with Rhizopus stolonifer (TSY 0471), yielded two oxidative metaholites named 17a-ethyl-3(3,173-dihydroxy-19-
norandrost-4-ene (3) and 17a-ethyl-17B-hydroxy-19-norandrost-4-en-3-one (4), while incubation of compound 2 with the same
fungus yielded two oxidative metabolites, 19-norandrost-4-en-3,17-dione (5) and 6a,17B-dihydroxy-19-norandrost-1,4-dien-3-one (6).
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A review with 93 references Cyclin-dependent kinases trigger and coordinate transitions between different phases the cell division
cycle (CDK1, 2, 3, 4, 6, 7). They also play a role in apoptosis (CDK2), in neuronal cells (CDKS) and in the control of transcription ( CDK
7. 8. 9). Intensive screening has lead to the recent identification of a series of chem. inhibitors of CDKs: clomoucine, roscovitine,
purvalanol, CVT-313, flavopiridol. y-butyrolactone, indirubins, paullones and staurosporine, Some of these compounds display

View More ~
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Cyclin dependent kinase (CDK) inhibitors as anticancer drugs
By: Sanchez-Martinez, Concepcion; Gelbert, Lawrence M.; Lallena, Maria Jose; de Dios, Alfonso
Bioorganic & Medicinal Chemistry Letters (2015), 25(17), 3420-3435 | Language: English, Database: CAplus and MEDLINE

A review. Sustained proliferative capacity is a hallmark of cancer. In mammalian cells proliferation is controlled by the cell cycle,
where cyclin-dependent kinases (CDKs) regulate critical checkpoints. CDK4 and CDKG are considered highly validated anticancer
drug targets due to their essential role regulating cell cycle progression at the G1 restriction peint. This review provides an overview
of recent advances on cyclin dependent kinase inhibitors in general with special emphasis on CDK4 and CDK6 inhibitors and
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View More
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Discovery of a Potent and Selective Inhibitor of Cyclin-Dependent Kinase 4/6

By: Toogood, Peter L.; Harvey, Patricia J.; Repine, Joseph T.; Sheehan, Derek |.; VanderWel, Scott N.; Zhou, Hairong; Keller, Paul R.;
McNamara, Dennis |.; Sherry, Debra; Zhu, Tong; et al

Journal of Medicinal Chemistry (2005), 48(7), 2388-2406 | Language: English, Database: CAplus and MEDLINE

A pharmacol. approach to inhibition of cyclin-dependent kinases 4 and & (Cdk4/6) using highly selective small

"~ mol. inhibitors has the potential to provide novel cancer therapies for clin. use. Achieving high levels of selectivity
for Cdk4/6, vs. other ATP-dependent kinases, presents a significant challenge. The pyrido[2,3-d]pyrimidin-7-one
template provides an effective platform for the inhibition of a broad cross-section of kinases, including Cdks. It is
now demonstrated that the modification of pyrida[2,3-d]pyrimidin-7-ones to include a 2-aminopyridine side chain
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Q Start Biosequence Search

D Retrosynthesis

Advanced Biosequence Search Adjust Parameters for Short Sequences | Reset All

1. ¥&#F Biosequences G NFHIOERIIE, LY, AJLOEEERTRERFohiaAL
MBS, eIl = Upload Sequence EfEX AT, FASTA &0 . TIRLL
FASTA /Ui, MBRZ A LR 100 75, PIEEWRRFEHIFRR, B
RN (IZEHRNERR), UMSHERTNNREGRNE,

2. KRB ZIE,

BEEOHEE NCBI RHF5,

=~
/_kE
4, 7t T%@/ 7k Eo

w
rﬂ%

WFEFE % CAS SciFinder #EBh, BEE& china@acs-i.org, 010-63508026/7
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Advanced Biosequence Search A Adjust Parameters for Short Sequences | Reset All

Alignment Identity % @ Match with Gaps? Gap Costs @

50 Yes @ No Existence 5 Extension 2 ~

Query Coverage % @ Word Size @ Reward for Match

Penalty for Mismatch @
50 11 v

2,-3 A

BLAST Algorithm E E-Value @ Exclude Low n

Complexity Regions @
BLASTn - 10 v
Yes @ No

S o

. BfEE, BfnEIISEEFTIN—BEES.

&M Gap Costs RS & BRI ARIFFIILES,

BfE, NERFILXS LS.

ISR R RRILECKE word size X, TLECHE™ 1%,

ULECER N, RECTI 700

MegaBLAST &HAFERIMBIFS; BLASTn ZHRBEINERIENFSINEE; BLASTn-

short AVFEREFFIAVLLSY (tbanias) 7 MEERFY) o

. EEEV), TECE™ 1,

. LCR %1 AAATAAAAAAAATAAAAAAT, £ A =SEtEXI DRSS, F5IHE LCR YA
ETRHERo
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BLAST Search Details & Blosequences (919) Sort: Alignmentidentity ~ View: Expanded -

Sequence Type: Nucleotide
Search Within: Nucleotides
BLAST Algorithm: BLASTn
NCBI Included: Yes
Alignment Identity: 50%
Query Coverage: 50%
E-Value: 10 1 Alignment Identity: 100%
Match with Gaps?: No
Gap Costs: Existence 5

Extension 2 Query @ 564
Word Size: 11

B References lil

Query Details ATGCAGATCCCACAGGCGCCCTGECCAGTCGTCTGGECEGTGCTACAACTGEGCTGECGECCAGOATGGTTCTTAGACTCCCCA.. Wiew More

Matches: 864

Mismatches: 0
Bioscape Analysis

i Subject CI 1 867 )
Wisually explore sequence

similarity with a new teaol.
Learn more about Bioscape.

View Less ~

Create Bioscape Analysis Alignment 4 References @ References

Alignment Data
BLAST Score: 1728

Filter by

~ E-Value E-Value: 0
o] -~ to 10f - Q 1 ATGCAGATCC CACAGGCGCC CTGGCCAGTC GTCTGGOGCGGE TGCTACAACT GGGCTGGCGG CCAGGATGGT 76 -
FEECEEEEEE FEREEEEET TRE e e e P e e P e e e PEE e v Feeerer e
~ Query Coverage % s 1 ATGCAGATCC CACAGGCGCC CTGGCCAGTC GTCTGGGCGE TGCTACAACT GEGCTGGCGE CCAGGATGGT 70
C o Q 71 TCTTAGACTC CCCAGACAGG CCCTGGAACC CCCCCACCTT CTCCCCAGCC CTGCTCGTGG TGACCGAAGG 144
FELEEERREE PEEPREEEEE FEEEPECEEE TEREEr e PR e e eeee e eee e Feee e
0 to 100 5 71 TCTTAGACTC CCCAGACAGGE CCCTGGAACC CCCCCACCTT CTCCCCAGCC CTGCTCGTGE TGACCGAAGG 14@
0 141 GGACAACELC ACCTTCACCT GCAGCTTCTC CAACACATCG GAGAGCTTCG TGCTAAACTG GTACCGCATG 210
~ Subject Coverage % FEECEEEEEE FEREEEEET TRE e e e P e e P e e e PEE e v Feeerer e
C o s 141 GGACAACGCC ACCTTCACCT GCAGCTTCTC CAACACATCG GAGAGCTTCG TGCTAAACTG GTACCGCATG 214 -

0 to 100

alignment Identity: 100%

P

~  Alignment Identity %

O O Query @ 864

0 to 100 Matches: 864

1. FIERAFIR A,
2. AT RS 455
3. Z5ERImE,
4. FHIXIEEIFSE,
Alignment Length 10

uery Coverage (100%) = = —
Query ge ( 0) Query Length 10

uery Sequence
Query Seq QOLLVVEEGG | R
NN | Subject Coverage (91%) = =

Subject Sequence QQLLVVEE BGS Subject Length 11

Number of Matches 9

i 0, - - —
Alignment SegieammeJdentity (36) Alignment Length 10

WIEE %L CAS SciFinder" #Bf, BB AR china@acs-i.org, 010-63508026/7
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Alignment Subject 1 ces References

CAS Registry Numbers: 2306097-89-0, 503752-44-1 2
NCBI Identifier: K)865859.1 &, AY238517.1 &0
Length: 867 nt

Sequence
1 ATGCAGATCC CACAGGCGL GTC GTCTGGGCGG TGCTACAACT GGGCTGGLGG CCAGGATGGT TCTTAGACTC
81 CCCAGACAGG CCCTGGAAC CCTT CTCCCCAGCC CTGCTCGTGE TGACCGAAGG GGACAACGCC ACCTTCACCT

161 GCAGCTTCTC CAACACATCG GAGAGCTTCG TGCTAAACTG GTACCGCATG AGCCCCAGCA ACCAGACGGA CAAGCTGGCC
241 GCCTTCCCCG AGGACCGCAG CCAGCCCGGC CAGGACTGCC GCTTCCGTGT CACACAACTG CCCAACGGGC GTGACTTCCA
321 CATGAGCGTG GTCAGGGCCC GGCGCAATGA CAGCGGCACC TACCTCTGTG GGGCCATCTC CCTGGCCCCC AAGGCGCAGA
491 TCAAAGAGAG CCTGCGGGCA GAGCTCAGGG TGACAGAGAG AAGGGCAGAA GTGCCCACAG CCCACCCCAG CCCCTCACCC
481 AGGCCAGCCG GCCAGTTCCA AACCCTGGTG GTTGGTGTCG TGGGCGGCCT GCTGGGCAGC CTGGTGCTGC TAGTCTGGGT
561 CCTGGCCGTC ATCTGCTCCC GGGCCGCACG AGGGACAATA GGAGCCAGGC GCACCGGCCA GCCCCTGAAG GAGGACCCCT
641 CAGCCGTGCC TGTGTTCTCT GTGGACTATG GGGAGCTGGA TTTCCAGTGG CGAGAGAAGA CCCCGGAGCC CCCCGTGCCC
721 TGTGTCCCTG AGCAGACGGA GTATGCCACC ATTGTCTTTC CTAGCGGAAT GGGCACCTCA TCCCCCGCCC GCAGGGGCTC -

< C (0 @& ncbinlm.nih.gov/nuccore/KJ865859.1

GenBank = Z} Send

Homo sapiens cell-line A375 programmed cell death 1 protein (PDCD1) mRNA,
complete cds

GenBank: KJ865859.1
FASTA Graphics PopSet

Go to: [¥)

LOCUS KJ865859 867 bp mRNA linear PRI 22-SEP-2015
DEFINITION Homo sapiens cell-line A375 programmed cell death 1 protein (PDCD1)
mRNA, complete cds.
ACCESSION KJ865859
VERSION KJ865859.1
KEYWORDS
SOURCE Homo sapiens (human)
ORGANISM Homo sapiens
Eukaryota; Metazoa; Chordata; Craniata; Vertebrata; Euteleostomi;
Mammalia; Eutheria; Euarchontoglires; Primates; Haplorrhini;
Catarrhini; Hominidae; Homo.
REFERENCE 1 (bases 1 to 867)
AUTHORS Kleffel,S., Posch,C., Barthel,S.R., Mueller,H., Schlapbach,C.,
Guenova,E., Elco,C.P., Lee,N., Juneja,V.R., Zhan,Q., Lian,C.G.,
Thomi,R., Hoetzenecker,W., Cozzio,A., Dummer,R., Mihm,M.C. Jr.,
Flaherty,K.T., Frank,Mm.H., Murphy,G.F., Sharpe,A.H., Kupper,T.S.
and Schatton,T.
TITLE Melanoma Cell-Intrinsic PD-1 Receptor Functions Promote Tumor
Growth
JOURNAL  Cell 162 (6), 1242-1256 (2015)

1. BiEFIMER.

2. HinFY CAS HidS.

3. BArEFIRINCBI RS, s NCBIRS, BNoJ#EEZE NCBI T,
4. NCBI lHE BRI BIFF5H

==
Bo
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. References
2 .

Alignment Subject References |

(AP D- 1 SR RIH PK S A BT A A7 A A S 1)
Assignee: RXII- ZEARAS
CN107206088 A | Seq ID No: 1

Novel pd1 isoforms, and uses thereof for potentiating immune responses

Assignee: VERSITECH LIMITED
US20140302070 A1 | Seq ID No: 24

Compositions and methods for identification, assessment, prevention, and treatment of melanoma using pd-I1
isoforms

Assignee: DANA-FARBER CANCER INSTITUTE, INC.

CA2935804 A1 | Seq ID No: 1

1. Biosequences FREREFIRIMEX T F ],
2. 7E CAS SciFinder" RIREX BAT R 5V E RIAAE L FISCHRo

Bioscape Analysis

Wisually explore sequence
similarity with a new tool.
Learn more about Bioscape.

Create Bioscape Analysis

3. s Create Bioscape Analysis f&, RERHIBILA DT TTE.,
4. EHERT,
5. WEREHINGE B MREBXEH,

WFEFE % CAS SciFinder #EBh, BEE& china@acs-i.org, 010-63508026/7
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£ Biosequences R ZRITIERE &K E NCBI BVF5

FEEHE Biosequences #{TH0ZRAT, BJA)IE Include NCBI Sequences, LURER H NCBI
527

[ Sl

o

H CAS %: scifinder W Saved @© History 8 Account
Searching for... Biosequences .
o Al Enter a protein or nucleotide string, or upload a .txt or .fasta file. Learn more about Biosequence Search.
00
——
BLAST CDR Motif Upload Sequence Clear Search
© Substances
. MSGRHRKPTTSNVSVAKTAFTGAVLGGGGIAMAAQATAATDGEWDQVARCESGGNWS INTGNGYLGGLQFTQSTWAAHGGGEFAPSAQ SHERE U
& Reactions LASREQQIAVGERVLATQGRGAWPVCGRGLSNATPREVLPASAAMDAPLDAAAVNGEPAPLAPPPADPAPPVELAANDLPAPLGEPLP Nucleotide
AAPADPAPPADLAPPAPADVAPPVELAVNDLPAPLGEPLPAAPADPAPPADLAPPAPAEL APPAPADLAPPAPADLAPPVELAVNDLP
References APLGEPLPAAPAELAPPADLAPASADLAPPAPADLAPPAPAELAPPAPADLAPPAAVNEQTAPGDQPATAPGGPVGLATDLELPEPDP Search Within:
QPADAPPPGDVTEAPAETPQVSNIAYTKKLWQATRAQDVCGNDALDSLAQPYVIG ’
; Nucleotides @ Proteins
¥ Suppliers

Include NCBI Sequences

Limit Total Sequence Results to:

|m

<> Bioseq
1000 ~
9 Retrosynthesis

Q, start Biosequence Sear

Feedback

1. WMAFRIMEERE, ik Include NCBI Sequences,

: CAS ‘9’} SciFinder" Substances v  Enter a query... @ Draw n * Q) S

Word Size: 3
Matches: 40
Mismatches: 1‘

Bioscape Analysis -

. Subject 1 [ 407\\
Visually explore sequence -/
similarity with a new tool. ,

View Less v

Learn more about Bioscape.

—
Create Bioscape Analysis Alignment Subject References B References

CAS Registry Number: 935175-75-0

Filter by . 2 2 A 7 7 7
NCBI Identifier: CCC63477.1 &, KAN93036.1 O, ALA77280.1 O, CAL70905.1 @, AET18174.1 &, ALV10075.1 7,
~ E-Value AGE66835.1 &, A0A7S8HJL9 &, A0A7U4BSUS ', AOAOH3MSZ9 &, AKO23866.1 O, WP_011799137.1 ©, AMO09483.1
]
- 6 -
0 to 10 Length: 407 aa
~ Query Coverage % Sequence
C O 1 MSGRHRKPTT SNVSVAKIAF TGAVLGGGGI AMAAQATAAT DGEWDQVARC ESGGNWSINT GNGYLGGLQF TQSTWAAHGG
81 GEFAPSAQLA SREQQIAVGE RVLATQGRGA WPVCGRGLSN ATPREVLPAS AAMDAPLDAA AVNGEPAPLA PPPADPAPPV
0 to (100 161 ELAANDLPAP LGEPLPAAPA DPAPPADLAP PAPADVAPPV ELAVNDLPAP LGEPLPAAPA DPAPPADLAP PAPAELAPPA

241 PADLAPPAPA DLAPPVELAV NDLPAPLGEP LPAAPAELAP PADLAPASAD LAPPAPADLA PPAPAELAPP APADLAPPAA
321 VNEQTAPGDQ PATAPGGPVG LATDLELPEP DPQPADAPPP GDVTEAPAET PQVSNIAYTK KLWQAIRAQD VCGNDALDSL
401 AQPYVIG

Feedback
~ Subject Coverage %

O O

2. EER&ETHE, ~if Subject, EEEIRF, WRZFIIFBI#H NCBI R, NIKE
7~ H NCBI Identifier,
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3. i NCBI Identifier 88555, MeIEEFTH NCBI FizF5ES T,

o COVID-19 Information x|
~Publc hsatth mformstion (€0 | format | sarsc: =l 7 — |

e T changeregonshown -

possible resuscitation-promoting factor rpfA [My ium tuber is variant ey O
bovis BCG str. Moreau RDJ]

GenBank: CCCB3477.1

\Geniical Proteins  FASTA  Graphics Analyze this sequence
. y Run BLAST
Locus ceceser? 07 a2 linssr  BOT O3-NOV-2008
DEFINITION possible 7 factor rpfh : Identify Conserved Domains
tuberculosis varisnt bovis BCG str. Moreaw RDJ].
ACCESSION  CCC6347T Highlight Sequence Features
VERSION  CKDEI4TT.L

DELINE BicPrajzet: PEIEATO23% Findin this Sequsnce

Btssarple: SAMEA$532327
DBSOURCE emibl accession AM412039.
EETTORDS . Related information
SOURCE Mycobacterium tuberculosis verismt bovis BCG str. Moresu RDJ BicPraject
ORCANISM Myeobscterium tuberculosis verisnt bovis BCG str. Moresu ED.
Bacteria; 1 Nuelzotide
Mycobacterium; Mycobacterium tuberculosis complex.

BEFERENCE L FubMed
ATHORS  Gemes,LE., 0o, T.D., Vasconcslles B4, Ferrse,PX, Msie M. -
Mereirs 4 S, Ferreirs,W 4, Castello-Eranco,L %, Desrave, T and
Mendoncs—Lizs, L. DD Search Results
TITLE  Genems sequencs of Mycobacterium bovis BCG Norssu, the Srarilisn
vareins strain against Tuzerenlosis Conserved Domains (Concise)
JOURNAL ;.l;mm. 193 (19), S600-5601 (2011) onservad Somains (Ful)
REFERENCE 2 (residuss 1 o 407) Related Structures (List]
AUTHORS  Mendonca-Liza,L.
TITLE  Direct Submissicn Relsted Structures (Summary)
JOURNAL  Submitced (22-NOV-2006) Mendencs-Lizs L., Eiochesistrr and
Meleculsr Biclogr, Institute Oswalde Cruz - Ficeruz, av. Brasil,
4383, 21040-300 Bfo 42 Janeive - B, ERAILL -
FEATIRES Location/Qualifiers Recent activity E
seuzce 1..407 TumOf Clear
Jersaniso="Nrcobscteriun Tubsrculosiz veriset tovis ECB B possibie rasuscitsbonpromating factor refA
str. Morseu BDI” [Mycobacterium tuberculosis variant... Protein
/strein="Worssu 30"
/izsslate="SLZ1 FP BJ Passags BES2 vaccins culmurs” @ ADATU4BSUS (0]
/42 _zret="ranon: 4139967 Protein
FPrassin L.a07
/product="possible resuscitstion—prozoting fector TpEA” See more...
Basl 4111e

/region_nems="Transglycosylas”
Jmcze="Transzlressylass—like domsin; pfam0ETsT”
[/ 42_xrs£="COD: 309604

/lecus_tag="ECCN_03BLe"

Jended_er="cempl ansnt (44412059, 2:366335. - 96T622) "
/note="In Mycobacterium bovis, a 240 bp deletion lesds to
= shorter product compared to its hemoloz in Nycobscterium
ubereulesis strain HITRv and Myoobacterium bovis BCG
sirains Festeur and Nerssu (327 ss versus 907 aal. Differs
from Rv0SGTe By lax E23ED

Jrans_seble=it

/de_srei="Easexb Genones—Gn BGN 0884c”

/de_sre="Ensenh Genones-Tr  LCEITTT

CRICIN

i
i
i

snvsvaiisf tzavlizEzi STasqEtest Szswdivarc eszmEiim
z=fapiaqla srequisvis relstigris specrTili;m
121 stsravizss samdeplise svmzesspls pppadrsppy slssmilpsp lrsplpasrs
181 dpaspsdlep papsdvaper slsvndlpsp lzsplpssps cpssradlsp pepsslarre
241 padlappsrs dlsppvelar ndlpapleep lpsapsslep pedlspesad lappspadls
301 ppapselsrp spsdlapras vneqrapzdy patepzzpvr letdlelpep dpapsdaprp
361 zdvtsepsst pavsnisytk Xlwqairsqd vezndsldsl sqprvis

%
:

==
Bo

4. NCBI 0y EirF5I3#

WIEE %L CAS SciFinder" #Bf, BB AR china@acs-i.org, 010-63508026/7
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e FAST ISV FEEYFFINRER

EYIFHIORERA T EINAEGR . S Fs FASTARSTU T

Download Biosequence Results

File Type Select Quantity

® All Results
Fasta (.txt) Range (ex. 2to 20)

to

File Name

Biosequences_20220330_1017

Only the first 100 biosequences will be downloaded.

Download Cancel Learn more about downloads.

1. = FE, %8 File Type: Fasta (txt) o B FEFFIMERLERMAET 100 %o

Download Biosequence Results

File Type Select Quantity
Excel (.xlsx) All Results

® Fasta (.txt) [ ) Range (ex. 2 t0 20)

File Name

Biosequences_20220330_1017

Only the first 100 biosequences will be downloaded.

Download Cancel Learn more about downloads.

2. BliBid Select Quantity: Range, BN TNECERE.
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WRERFAIE

8 Excel XSt SCRAIF

==
B

Download Reference Results

File Type Select Quantity

Excel (.xIsx) All Results

Citation (.ris) @ Range (ex. 2t0 20)

Excel (.xIsx) 5 . 1
o

PDF
Quoted (.txt)
Rich Text (.rtf)
Tagged (.txt)

Only the first 100 references will be downloaded.

Cancel Learn more about downloads.

1. EXEERENE, SF NEER
2. TEEHE OIS File Type Tk Excel(.xlsx), BIRIEA Excel SIHARTN R &R IF

%o

WFEFE % CAS SciFinder #EBh, BEE& china@acs-i.org, 010-63508026/7
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File Home Insert Page Layout Formulas Data View Help ChemOffice20 Acrobat
& . Einsert ~
0 Calibri 7
e § B2 Delete ~
Paste B I U Conditional Formatas Cell i
v = Formatting v Table v Styles~ | [HFormat~
Clipboard 1§ Styles Cells
Al
H !
Toaes
i) e gl (A cuerg an
i s [k 4 dna}in o pussarca o
i agen sush a5 rvgenct bk percridel
v 3 meraipartasyans evarell omgien ach 32
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e 4 ¢ arban auppensdhatium ardcr
Usssszsata Prepanon of dpharpismines Engien Hpager Paen 1850503
oG KOCHaS ard H-crovret o gve 2% 4
WOSIA4EIAT e o e g 4 Chgis Engish E2pages Paen 5008
Compends fuoshic o5 sriioes nisained
sighaic sminas, oc Juth an aza-
2ok
e presarce ol sbase e
e
amives o subred desiva:
Patent Literature | Non-Patent Literature (O] 4
Ready

3. Excel XHHEIU T EBISCEIF B,

1#2 Share 7 Comments
Sert & Find & Ideas
Filter v Select v
Editing ideas | Sensitivity A

e Roie LT

Marvsaciuael, FREP [Preparsiznl Redosescion
s Rt

Abdabydes Pele: FCT lesctars] PACT Plesctars o
Fieageri} Aromait: wmives ke SN[y
Feparsion], PAER (Prep maien) Aromatic sompeurds,
220 o SPH 5 yeshasc Prap s ionl, PREP
IPregarasont Azo

A R
(e sctart] RALT (Beactard on 0S50S, 198040, 440,

40083, WEAZ 63533
Fla

hamotnary smeneruancemgen.rus s sk yherides
Fole: SPH (Syeahenc Frepseason PREP IPraparaicet
Foducire siufaten

B m_m -

180752652, 33654310 76888
13065305, 759 . TEZ456 5
106450, DEAT 1343, 103
10001, 62631 58210

153503672 TABHHS, 1404
TESEENTE, 6TSS3053 6M T
2622475, TH4SSTIA. 1335284
1687255329735, 3424333, 1
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Combine B9 A

Combine Ihge: AIAFNE MOTRERE (BEXE. ¥IF. Markush AR AV Z4S
RE) #HTEHEAIE (BEGH. BEENHR)

Save Results and Create Alert

In CAS SciFinder™, you can save your search and any selected answers. This
allows you to easily pick up where you left off.

Name

markush case 1

Alert Frequency
No Alerts

@ As Available
Weekly
Monthly

Organize and filter your saved items by making new tags or using previously
created tags.

Add Existing Tags (Optional)
13 PATENTS
13 substructure
29 as drawn
602 as drawn Markush
{Aanc:
New Tag (Optional) Tag Color

Save Cancel

1. =i Save And Alerts, T#EBOHIES Name, s Save, REFRRERE,
2. FIFHRENRERERE, #17 Combine #1E,

WFEFE % CAS SciFinder #EBh, BEE& china@acs-i.org, 010-63508026/7
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, L ]
H CAS ‘2:2 Scifinder® Substances ~  Enter a query... 0 Edit ~ n * © 2

Filter by * Saved o

~ Result Type

Patent Markush (17)
Reactions (76)
References (192) markush case 1 #

Retrosynthesis (11) January 5, 2022, 12:28 PM
Substances (104) e

® Patent Markush

As Drawn {
~ Alerts
Unviewed (78)
Alerts Set (108)
No Alerts (292)
& Alerts ~ # AddTags ~
~ Tags
13 PATENTS (3)
@D 2 steroids and fermentation and “rhizopus stolonifer #
patent, Chinese, EOC (2) December 31, 2021, 3:08 PM
13 substructure (1) References steroids and fermentation and “rhizopus sto
29 asdrawn (1) lonifer”
View All
Combine Saved Results 3
A Alerts ~ # AddTags - -
Combine

INDOLE #

3. mi Combine, 172 MEREMNTHELIE,

Combine Saved Results

Select a Result Type:

@ R

Substances Patent Markush Reactions References

EE EE EE e

Learn More About Combine

4. FEEREEE combine WIQZRERELRAY, H90 Patent Markushs
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Combine Saved Patent Markush Results

o0

Select a Combine Option:

Add

5. EERFEHITHIEIERF

€ Return to Result Type

a ©

Intersect Subtract

Learn More About Combine

Combine Saved Patent Markush Results: Add

Select Up to 5 Saved Items:
markush case 1
TEST
MARKUSH CASE
markush W02010124385
markush-1
markush case-4.9.2021

test-1

markush structure —e.g.1

CASE 1 -MARKUSH

X-0, S, Se; Ar-Cy

View Results Cancel

o090

& Return to Combine Option
January 5, 2022 -
December 22, 2021
November 18, 2021
June 11, 2021
April 16, 2021
April 9, 2021
April 1, 2020
March 26, 2020
February 20, 2020

February 20, 2020

Learn More About Combine

6. EREZE combine ML RE,

WIEE %L CAS SciFinder" #Bf, BB AR china@acs-i.org, 010-63508026/7
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7. =i View Results, 3818 combine GRS RE,

SciFinder”

i CASZ

Substances = Enter a query.

2 - B

¢ Return to Home

Filter Behavior

Filter by Exclude

~ Patent Office
World Intellectual Property
Organization (519)
China (199)
United States (105)
Japan (69)
Korea, Republic of (49)
View All

~ CASection

Heterocyclic Compounds
(More Than One Hetero Atom)
(374)

Heterocyclic Compounds (One
Hetero Atom) (225)

Optical, Electron, and Mass
Spectroscopy and Other
Related Properties (104)
Pharmacology (77)

Benzene, Its Derivatives, and
Condensed Benzenoid
Compounds (47)

View All

® Patent Markush (1030

References ~

1

W02008152074
X
O X
8 @ o
) \\! AR
N
L6161 x
G1
2
W02010066679
X
oL e X
Sy
; o\\s//o A
o N

63 G3 63 i

Sort: Patent Number: Descending ~

i, B % SaveAndAlerts

Herbicidal compositions containing piperazinediones, other
active substances, and safeners

By: Hupe, Eike; Moberg, William Karl; Reinhard, Robert; Sievernich, Bernd; Kibler, Elmar
World Intellectual Property Organization, WO2008152074 A1 2008-12-18 | Language:
German, Database: CAplus

Assignee: Basf SE

Patent claim 15

PatentPak ~ Full Text ~

74,78: opt. substd. by (1-3) G3
99: alkyl <containing 1-4 C> (opt. substd. by 1 or more halo)

Herbicidal mixtures of cellulose biosynthesis inhibitors with VLCF
A inhibitors.

By: Parra Rapado, Liliana; Moberg, William Karl; Witschel, Matthias; Seitz, Thomas;
Simon, Anja; Newton, Trevor William

World Intellectual Property Organization, WO2010066673 A2 2010-06-17 | Language:
German, Database: CAplus

Assignee: BASF SE
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RIS R T BN p] LUREE RIS 1 B3R S
B UT =75 7A0] IR RS R T A 0] DURIE AV A EUE S

. E%E%B}‘i?%sﬁkﬁ@,ﬁfﬁ, WiHE SDFile, RILUILE S L RI4RIBRVEEIES

—IEE M RREAEIEX M, WA LR E iz Raat, a0

EE , VERRFTE T E S EE S EETU(CXF, MOL, SDF)
SEHE—ETYRNEMEUR S R EEME, WA LIFE substance detail

oft
3
JiE
T 40
Ee
!

QHD

P I

ﬁﬁﬂi. BB T RS SR S (CXF, MOL, SDR)AMB M E (EXCEL) Xt

Fk—: E}%E%)ﬁéi%’ﬁéﬁ@ﬁ,ﬁﬁi, WEHE SDFile, pILULE S H pIRAERVE IR
ED G

Download Substance Results

File Type Select Quantity
SDFile (.sdf) - All Results

@ Range (ex. 210 20)

File Name
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M END

> <cas.rn>
865-21-4

> <cas.index.name>
Vincaleukoblastine

> <molecular.formula>
C46H58N409

> <molecular.weight>
816.97

> <melting.point.experimental>
211-216 °C

> <density.predicted>
1.37+#8.1 g/cm3 Temp: 28 °C; Press: 768 Torr

> <pka.predicted>
11.36%0.60 Most Acidic Temp: 25 °C
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