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Results for drawn structure

2o All Substances Reactions Refarences Suppliers

120443-82-5

Absolute sterecchemistry shown, Rotation (+)

Cy1H1sNOSI
Benzeneacetonitrile, a-[{trimethylsilyljoxyl- (aR)-

a7 A 249 w4 L View Spectra

Key Physical Properties

Molecular Weight Boiling Point Density (Predicted)
205.33 68 °C 0.987£0.06 g/cm?
Press: 0.08 Torr Temp: 20 °C; Press: 760 Torr

More Substances for drawn structure

view All (9)

A Reactions for drawn structure

Wiew All (1,583)

31-614-CAS-36849237
Steps: 1 Yield: 100%
| 0]
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B References for drawn structure
View All (143)

First structurally defined catalyst for the asymmetric addition of
trimethylsilyl cyanide to benzaldehyde

By: Tararov, Vitali I.; Hibbs, David E.: Hursthouse, Michael B.: Ikonnikov, Nicolai 5.; Abdul Malik, K. M.
Naorth, Michael; Orizu, Charles; Belokon, Yuri N.

Chemical Communications (Cambridge) (1998), (2), 387-388 | Language: English, Database: CAplus
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Authors

Publication Name
Organization

Title Search CAS Lexicon Search CAS Sequences

i Abstract/Keywords Build powerful searches using Query BLAST, CDR, and Motif
CAS concepts, chemical algorithms for nucleotide and
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Substances

Bioactivity Data © NEW

Publication Year
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B References search for "G21F" IPC Code ~ IPC Data
® Substances ~ A Reactions ~ &b Citing ~ 28 Knowledge Graph @ ¥ = A SaveandAlert Patent Class Patent Family Classification Codes
US6566574 IPCI  A62D 0003/00 A; BOTF 0017/18 B; BO1F 0017/38 B; C11D 0001/62 B; C11D 0003/39 B
Filter Behavior 705 Results Sort: Times Cited ~  View: Partial Abstract +
] W02002002192 IPCI  A62D 0003/00 A; BOTF 0017/18 B; BO1F 0017/38 B; C11D 0001/62 B; C11D 0003/39 B
E lati f tralizati f chemical and biological toxi t ] AU2001056947 IPCI  A62D 0003/00; AOTN 0025/02; AOTN 0025/10; AOTN 0031/02; AOTN 0033/12; AOTN 0043/40; AOTN
v Search Within Results %%‘:‘r e O O OB N 0059/00; A62D 0003/30; A62D 0003/36; A62D 0003/38; A62D 0101/02; A62D 0101/22; A62D 0101/26;
United States, US6566574 B1 2003-05-20 | Language: English, Database: CAplus A62D 0101/28; BOTF 0017/18; BO1F 0017/38; C11D 0001/62; C11D 0003/39; A62D 0003/00 B; BO1F
~ Document Type 0017/18 B; BOT1F0017/38 B; C11D 0001/62 B; C11D 0003/39 B
A formulation and method of making that neutralizes the adverse health effects of both chem. and biol. compounds, especially
Patent (705) chem. warfare (CW) and biol. warfare (BW) agents. The formulation of the present invention non-toxic and non-corrosive and can be BR2000017275 IPCI  A62D 0003/00 A; BOTFO017/18 B; BO1F0017/38 B; C11D 0001/62 B; C11D 0003/39B
delivered by a variety of means and in different phases. The formulation provides solubilizing compounds that serve to effectively
~ Language render the chem. and biol. (ompounds particularly CW and BW compounds, susceptible to attack and at least one reactive
e imd Phat coan tr atbarl fand Aatrvifis ar N the rammarmd Tha of leack Aane raartive -
English (238) View More v -
French (194)
German (194) - I
PatentPak - Full Text - ® Substances (71) &b Citing (29) @ Citation Map
Japanese (20)
Italian (14) WO2005055963 IPCI  AG1K 0007/00 A
2 e
ewal W02005057588 IPClI G21F
Manufacture of pumpable/injectable phosphate-bonded ceramics
~ Publication Year By: Singh, Dileep; Wagh, Arun 5.; Perry, Lamar; Jeong, Seung-Young WO02005055963 IPCI ABTK 0007/00 A
United States, US6204214 B1 2001-03-20 | Language: English, Database: CAplus
The pumpable ceramic compositions comprise inorganic oxide (especially MgQ), acidic potassium phosphate, and an oxide coating W02005057588  IPCI G21F
material containing polymer component. A method for preparing pumpable ceramic-based waste forms comprising selecting
ol | |||| lIlI“Il"“' 'I"“ | "||I'Ir inorganic oxides is based on solubility, surface area and morphoal. criteria and includes (a) mixing the selected oxides with WO02005083100 IPCI ABTK
¥ . THE, phosphate solution and waste to form a first mixture; (b) combining an additive to the first mixture to create a second mixture; (c)
e e e e WO02005089100 IPCI  A62D 0003/00 A; BOTF0017/18 B; BO1F 0017/38 B; C11D 0001/62 B; C11D 0003/395 B
NoMin  to No Max View More v
View Larger US7750199 IPCI  A62D 0003/38
®
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Search Within Results

Substance Role

Biological Study (2)
Uses (2)

Probenecid Increases the Concentration of 7-Chlorokynurenic Acid Derived from the Prodrug
4-Chlorokynurenine within the Prefrontal Cortex

By: Patel, Waseema; Rimmer, Lara; Smith, Martin; Moss, Lucie; Smith, Mark A.; Snodgrass, H. Ralph; Pirmohamed, Munir; Alfirevic,
Ana; Dickens, David @
Malarular DV marcantice (N21Y 12013 113-123 | Language: English, Database: CAplus and MEDLINE

Dickens, David Recent advances in the understanding of depression have led to increasing interest in

View All ® https://orcid.org/0000-0001-8295-0752 tetamine and the role that N-methyl-D-aspartate (NMDA) receptor inhibition plays in
. . lepression. L-4-Chlorokynurenine (4-CI-KYN, AV-101), a prodrug, has shown promise as
v Concept Get References for this ORCID iD 1N antidepressant in preclin. studies, but this promise has not been realized in recent clin.
rials. We sought to determine if transporters in the CNS could be playing a role in this clin.
v CA Section - response. We used radiolabeled uptake assays and microdialysis studies to determine how 4-
1771 .. Cl-KYN and its active metabolite, 7-chlorokynurenic acid (7-CI-KY...
~ Document Type View More v
Journal (1)
Patent (1) Full Text = ® Substances (7) &b Citing (7) @ Citation Map
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@ Citation Map for Formulations for neutralization of chemical and biological toxicants

By: Tadros, Maher E.; Tucker, Mark D.
United States, US6566574 B1 2003-05-20 | Language: English, Database: CAplus

Filter By Cited By Citing

Filter Behavior <

PatentPak ~ Full Text ~
Filter by Exclude

~ Document Type

Journal (14)

Patent (27)

[«

Review (2)

~ Author

Tucker, Mark D. (9)
Betty, Rita G. (5)
Brockmann, John E. (3)
Lucero, Daniel A. (3)

Boucher, Raymond M. (2)
View All

+ View 4 More

~ Concept ~ Citation Map Key

Chemical warfare agents (16) @ Cited by Root Document —  Reset +
@ References Citing Root Document Py
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References cited by AN 2003:390868

® Substances ~ A Reactions ~ 66 Citing ~ % Knowledge Graph A J, ¥ A saveandAlert

Filter Behavior 12 Results Sort: Times Cited ~ View: Partial Abstract ~

Filter by Exclude 1 ses

Synthesis of hybrid inorganic-organic mesoporous silica by co-condensation of siloxane and

organosiloxane precursors
By: Burkett, Sandra L.; Sims, Stephen D.; Mann, Stephen

Search Within Results

<

~ Document Type . e i .
Chemical Communications (Cambridge) (1996), (11), 1367-1368 | Language: English, Database: CAplus

ournal (8 . . . - . .
: ® Organically functionalized mesoporous silicas are prepared at room temperature by the ca-condensation of tetraethoxysilane and
Patent (4) organosiloxanes in the presence of surfactant templates; the resulting materials are the first examples of covalently linked, ardered,
Review (2) hybrid inorganic-organic networks.

~ Language Full Text = ® Substances (4) &b Citing (729) @ Citation Map
English (12)

2 [T T ]

Publication Year

>

Bacterial spores and chemical sporicidal agents.
By: Russell, AD
I I II I II I I I Clinical microbiology reviews (1990), 3(2), 99-119 | Language: English, Database: MEDLINE

Bacterial spores are among the most resistant of all living cells to biocides, although the response depends on the stage of
1969 2001 sporulation. The development of resistance to some agents such as chlorhexidine occurs much earlier in sporulation than does
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@ Sequences search for your query

@ References ~ Y =

BLAST Search Details Query Details  AGAGAGAGAGAGAGAG  View More

References from your sequence
® Substances ~ &b Citing ~ &8 Knowledge Graph A 4 M RNsae
Filter Behavior 148 Results Sort: Publication Date: Newest ~  View: Partial Abstract «
Exclude 1 sse

4

Search Within Results

v~ Concept

<

CA Section

<

CAS Solutions

(A Document Type

Journal (33)
Patent (115)

~ Language
English (145)
Chinese (2)

Portuguese (1)

Wheat plants with reduced cytokinin oxidase 3 expression having an increased yield
By: Scheirlinck, Marie-Therese; Coen, Frank; Jacobs, Jonny; Schmidt, Ralf-Christian
World Intellectual Property Organization, WO2023052562 A1 2023-04-06 | Language: English, Database: CAplus

The present invention relates to what plants having an increased yield. More specifically, the invention relates to wheat plants in
which expression of cytokinin oxidase 3 is functionally reduced. Provided are wheat plants comprising mutant CKX3 alleles as well as
methods and means to produced wheat plants with an increased yield.

PatentPak ~ Full Text « ® Substances(15) @ Citation Map

2 ese

Methods and compositions relating to maintainer plant lines for male sterility
By: Milner, Matthew John; Keeling, Anthony Gordon
World Intellectual Property Organization, WO2023009993 A1 2023-02-02 | Language: English, Database: CAplus

The methods and compositions described herein relate to maintainer lines (e.g, male-fertile lines) for fertilizing male-sterile plants
and, due to their pollen not containing any expressed male-fertility gene, permitting the production or propogation of plants with a
maintained male-sterile phenotype.
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& Comparative analysis of syntenic genes in grass genomes reveals accelerated rates of gene structure and
coding sequence evolution in polyploid wheat

® Substances (19)

JOURNAL

Source

Plant Physiclogy

Volume: 161

Issue: 1

Pages: 252-265

Journal; Comparative Study;
Article; Research Support, Non-

U.S. Gov't; Research Support, U.S.

Gov't, Non-P.H.5.

2013

DOl
10.1104/pp.112.205161

CODEN: PLPHAY
E-ISSN: 1532-2548
ISSN-L: 0032-0889

Database Information

AN: 2013:7045699
CAM: 160:481281
PubMed ID: 23124323
CAplus and MEDLINE

Company/QOrganization

Department of Plant Pathology
Kansas State University
Manhattan, Kansas 66506
United States

&b Citing(90) @ @ Citation Map & = Msae~

By: Akhunov, Eduard D.; Sehgal, Sunish; Liang, Hangquan; Wang, Shichen; Akhunova, Alina R.; Kaur, Gaganpreet; Li, Wanlong Forrest,
Kerrie L.; See, Deven; Simkova, Hana; et al
View Allw

Cycles of whole-genome duplication (WGD) and diploidization are hallmarks of eukaryotic genome evolution and speciation. Polyploid
wheat (Triticum aestivum) has had a massive increase in genome size largely due to recent WGDs. How these processes may impact the
dynamics of gene evolution was studied by comparing the patterns of gene structure changes, alternative splicing (AS), and codon
substitution rates among wheat and model grass genomes. In orthologous gene sets, significantly more acquired and lost exonic
sequences were detected in wheat than in model grasses. In wheat, 35% of these gene structure rearrangements resulted in frame-shift
mutations and premature termination codons. An increased codon mutation rate in the wheat lineage compared with Brachypodium
distachyon was found for 17% of orthclogs. The discovery of premature termination codons in 38% of expressed genes was consistent
with ongoing pseudogenization of the wheat genome. The rates of AS within the individual wheat subgenomes (21%-25%) were similar
to diploid plants. However, we uncovered a high level of AS pattern divergence between the duplicated homeologous copies of genes.
Our results are consistent with the accelerated accumulation of AS isoforms, nonsynonymous mutations, and gene structure
rearrangements in the wheat lineage, likely due to genetic redundancy created by WGDs. Whereas these processes mostly contribute to
the degeneration of a duplicated genome and its diploidization, they have the potential to facilitate the origin of new functional
variations, which, upon selection in the evolutionary lineage, may play an important role in the origin of novel traits.

Keywords: genome synteny sequence evolution polyploidy Triticum

(®) Open Access Full Text =

Similar References |« MEW Get Similar References

Evolution of the glutamine
synthetase gene in plants

Plant Science (Shanmnon, Ireland) (1997),

128(1), 51-58 | Language: English,
Database: CAplus

The effects of gene duplication
modes on the evolution of
regulatory divergence in wild and
cultivated soybean

Frontiers in Genetics (2020), 11, 801003
| Language: English, Database: CAplus

Megabase level sequencing
reveals contrasted organization
and evolution patterns of the
wheat gene and transposable...
Plant Cell (2010), 22(6), 1686-1701 |
Language: English, Database: CAplus
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As Drawn (17) Filtering: similarity: 4 Selected ~ X Mumber of Components: 1 X LogP:6.8t0 9.6 X Clear All Filters
7,484 Results Sort: Relevance = View: Partial -
Substructure (34) 1 100 eee 2 100 eee 3 100 eee 68 Results sort: Relevance - View: Partial -
Similarity (103K) 1190307-88-0 K, 1064684-44-1 k. 1190308-01-0 N 1 92 ees 2 91 eee 3 o1 eee
b3 o 2377915-18-7 3 o 2377915-17-6 3 o
Chemscape Analysis ; )
Visually explore structure T L » pac e 1
similarity with a powerful new . b '
tool. Absolute s(‘e_réacherﬂis:r;,' shown Absolute stereochemistry shown Abzolute sl:ve—r.ec:r'emiscry shown
Learn more about Chemscape. o HFN.OGP CoHAFNO.P CoHoFNLOLP Absalute stereachemistry shown Ahzalute staraochamistry shawn Lbzolute steraachemistry shawn
22M29FN3Ug 22H29FN3Uqg 2229 N304
Create Chemscape Analysis Sofosbuvir N-[(2'R)-2'-Deoxy-2-flucro-2'-methyl-p- N-[[P(R),2'R]-2"-Deoxy-2"-flucro-2"-methyl- C34H57FN304,PSi; C35HgaFN3040F C35HgaFN304P
phenyl-5"-uridylyl]-L-alanine 1-methylet... P-phenyl-5"-uridylyl]-L-alanine 1-met... N-IP(3).2'R]-2-Deoxy-2"-fluoro-3-0-[3-
hydroxy-1,1,3.3-tetrakis(1-methylethyl}...
Filter Behavior
& 4319 A 725 ™ 50 ® 77 & 150 wm 20 W =4 A 197 m 28 g L 3 K R
Filter by Exclude References Reactions Suppliers References Reactions Suppliers References Reactions Suppliers Refarences  Reactions Reference Referance
~ Search Within Results 4 100 eee 5 100 eee 6 100 eee
~ Predicted Properties
~ Similarity 1496552-28-3 03 1496552-16-9 03 1064684-71-4 03 ) - §
N Y] N Biological Cnemical Density Lipinsid Structure Related
~ Reaction Role "
_L.."‘ ) Property Value Condition Source
« Reference Role ‘. Freely Rotatable Bonds 19 - {1)ACD
T ' ' H Acceptors 14 - (1) ACD
v Bioactivity Data E s H Donars 3 . (1) ACD
Abzolute sterecchemiztry shown Absolute stereochemistry shown Abzolute stereochemiztry shown -
H Donor/Acceptor Sum 17 - (1)ACD
v Commercial Availability CaoHagFN; OGP C3H25FN3OgP CazHz5FN305P
N-[[P(S),2'R1-2-Deoxy-2'-fluoro-2-methyl- | N-[[P(R),Z'R]-2-Deoxy-2"-fluoro-2-mathyl-  N-[(2'R)}-2"-Deoxy-2'-fluoro-2-methyl-p- I o= 78040817 I Temp: 25 5¢ (hace
v Number of Components P-phenyl-5-uridylyl]-D-alanine 1-met... P-phenyl-5"-uridylyl]-D-alanine 1-met... phenyl-5"-uridylyll-0-alanine 1- Molecular Weight 789.97
methylet...
v Molecular Weight sources
(1) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11,02 (@ 1994-2023 ACD/Labs)
-1l B 13 w17 -1l B 16 w 18 (-1l Rs w7
~ LogP References | Reactions Suppliers References  Reactions Suppliers References Reactions Suppliers
L
6.8 to 9.6 "'o
Available Range: -2.042 to 10.34 7 100 oo 8 100 wse 9 100 wes /’:
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View All

4 100 eee

1496552-28-3 b

Absolute stereochemistry shown
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Absolute stereochemistry shown
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Absolute stereochemistry shown

C22H20FN30oP
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Absolute stereochemistry shown

CooHa5DsFN300P
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H373: May cause damage to
organs; through prolonged or
repeated exposure (1)

H372: Causes damage to
organs through prolonged or

r

Absolute stereachemistry shown

Cy2H27D2FNzO0P

N-[[P(5).2'R]-2'-Deoxy-2'-fluoro-2'-methyl-

P-phenyl-5'-uridylyl-5,6-d5]-L-alanin...

Absolute stereochemistry shown

Cz2H29FN3OgP
N-[(2'S)-2-Deoxy-2'-fluoro-2'-methyl-P-

phenyl-5"-uridylyl]-L-alanine 1-methylet...

Absolute stereochemistry shown

Co3H20FN3 0P
N-[(2'S)-2-Deoxy-2'-fluoro-2'-methyl-P-

Visually explore structure similarity
with a powerful new tool.
Learn more about Chemscape.

Create Chemscape Analysis
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Absolute stereochemistry shown
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fertility (1) ~ GHS Hazard Statements
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damaging the unborn child (1) Ny S S Code Hazard Statement Source
View All g ,_ﬂ;z‘/ Ve H373 May cause damage to organs; through prolonged  European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and labelling -
. v, ® ?\ > - =T D} § or repeated exposure most caommon notifications, European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified
. ol s p Al >—<:7,... [P . . -
+ Bioactivity Indicator ;Ii“ f u?’\r:§ﬁ ‘ /L DTA\ A Fa classification and labelling according to CLP criteria
o s >; <>' ‘9 : ¥ H372 Causes damage to organs through prolonged or  European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and labelling -
—

v Target Indicator repeated exposure most common notifications, European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified|
classification and labelling - most serious notifications, European Chemical Agency (ECHA)

Classification&Labelling Inventory - Notified classification and labelling according to CLP criteria

- ]
Absolute stereachemistry shown Absolute stereochemistry shown Absolute stereochemistry shown

C22H25D4FN2OgP

N-[[P(5),2'R]-2'-Deoxy-2'-fluoro-2'-methyl-
P-phenyl-5'-uridylyl-5,6-d>-5',5'-C-d...

C23H31FN3OgP
N-[(2'R)-2'-Deoxy-2"-fluoro-2'-methyl-P-
phenyl-5"-uridylyl]-L-alanine 1-

Ca2H1gD11FN300P
N-[[P(5),2'R]-2'-Deoxy-2'-fluoro-2'-methyl-
P-(phenyl-2,3,4,5,6-d5)-5"-uridylyl]-...

. Regulatory Data by

Country/Region

H335 May cause respiratory irritation Fisher Scientific

H319 Causes serious eye irritation Fisher Scientific

H315 Causes skin irritation Fisher Scientific

H302 Harmful if swallowed European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified classification and labelling -
most cammon notifications, European Chemical Agency (ECHA) Classification&Labelling Inventory - Notified
classification and labelling - most serious notifications, European Chemical Agency (ECHA)

Classification&Labelling Inventory - Notified classification and labelling according to CLP criteria

PEFET ER T GHS FRR BRI AR /& 15 B CAS Z:

A division of the
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v Functional Group

~ Aromatic Rings

No aromaticity (155)
1(5,849)

2(1,387)

3(89)

4(4)

v Substance Class

v |sotopes

v Metals

v Experimental Property
v Experimental Spectrum
v GHS Hazard Statements
v Bioactivity Indicator

v Target Indicator

Regulatory Data by
Country/Region

1868134-97-7 b .

Absolute stereochemistry shown
C22H24D5FN3 0P

N-[[P(S).2'R]-2"-Deoxy-2'-fluoro-2'-methyl-
P-{phenyl-2,3,4,5,6-ds)-5-uridylyl]-...

6 A 15
References Reactions

10 100 wee
1631159-27-7 K

Absolute stereochemistry shown
Ca2Hz7D2FN30OgP

N-[[P(S).2'R]-2"-Deoxy-2'-fluoro-2'-methyl-
P-phenyl-5"-uridylyl-5,6-d;]-L-alanin...

1631159-29-9 R
SR
(A
'\’ ‘:'. = * il z§]
e AA

AY

\
Absolute stereochemistry shown

Co2H27D2FN300P
N-[[P(5),2'R]-2'-Deoxy-2'-fluoro-2'-methyl-
P-phenyl-5-uridylyl-5",5"-C-d5]-L-al...

[~ 1] A 27

References Reactions

11 100 seee

1987957-28-7 b

Absclute st;eocheml's:r}r shown
C22H29FN30gP

N-[(2'5)-2"-Deoxy-2"-fluoro-2"-methyl-P-
phenyl-5"-uridylyl]-L-alanine 1-methylet...

1256490-44-4 b

Abseclute stereochz;_mi.str}r shown
CyoH26D3FN3 0GP
N-[(2'R)-2"-Deoxy-2"-fluoro-2'-(methyl-'3C-
ds)-P-phenyl-5"-uridylyl]-L-alanine 1...

[~ 1 A 38 L

References Reactions  Suppliers
12 100 wee

1987953-85-4 L o

Abseclute st.;éochemistr}r shown
Ca2H29FN30gP
N-[(2'S)-2"-Deoxy-2"-fluoro-2"-methyl-P-
phenyl-5"-uridylyl]-D-alanine 1-

Filtering: Similarity: 4 Selected ~ X
4 Results
1 3g wee
1621166-85-5 3
R
T

Absolute stereochemistry shawn

C37H35D;FN3O4P

L-Phenylalanine, N-[hydraxy(1-naphthal
enyloxy)phosphinyll-, phenylmethyl
ester, ...

W2 iz

References = Reactions

4 35 e

2140231-70-3 3

Absolute stereochemistry shawn

Ca1HazFNz04P5

1 a6

Reference Reactions

Number of Components: 1 X

2 25 eee

1621155-90-5 03

e

5

N

Absolute stereachemistry shown

C35H33D:FN;04P
N-[{2'R)-2"-Deoxy-2-fluoro-2-methyl-P-1-
naphthalenyl-5-uridylyl-5,6-d2]-L-phe...

W2 a:

References Reactions

Aromatic Rings: 4 X

Sort: Relevance - View: Partial -

3 26 wee

2140231-76-9 03

Absolute stereachemistry shown
C4yHasFN30PS
N-[[P(5),2'R]-2"-Deaxy-2-fluoro-2"-methyl-
P-phenyl-5'-uridylyl]-5-{triphenylmet...

- A

Reference | Reaction

methylet...
~ Reference Availability 4 A 16 3 B 34 w3 [~ 1! A 23 -
Available (7,452) References Reactions References Reactions  Suppliers References Reactions  Supplier
Not Available (32)
19 © 2023 American Chemical Society. All rights reserved.
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Filter Behavior

Filter by Exclude

~ Preferred Suppliers

No Preference (164)

~ Supplier
Atomax Chemicals Product
List (10)
KANTO CHEMICAL (6)
Alfa Chemistry Product List (5)

AURUM Pharmatech Product
List (5)

A2B Chem Product List (4)
View All

W Suppliers from Substances

164 Results

Supplier

1

(Extrne

Enamine Stock Building Blocks
United States
Last Updated: 20 Oct 2023

Aaron Chem

Aaron Chemicals Product List
United States
Last Updated; 22 Nov 2023

®®

®®

Substance

102-54-5
1-ferra-1,1'-spirohi[pentacyclo
[2.2.0.0{1,3}.0{1,5}.0{2,6}]
hexane]-2,2',4,4-tetraene

1282-37-7
Ferrocenium, tetrafluoroborate

(1-)(1:1)

Purity

95-98%

95-98%

Purchasing Del

oy

Sort: Relevance

Relevance

A

e

Price: Low to High
Price: High to Low

Order From Suj
100 mg, USD 1¢
250 mg, USD 1¢
500 mg, USD 1¢
1 g, USD 24.00
2.5g, USD 25.00
View all

Order From Supplier &

1g USD 44.00
5g UsSD 124.00

Supplier: Ato Z
Supplier: Zto A
Ships Within
Purity

stack

Maintained in

Ships within 1

week

20 © 2023 American Chemical Society. All rights reserved.
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acoustic | Biological  Chemicol  Density  Elecikal  Blectronk Dot o
Froperiy Valee

Viscorsity {Dynamic) 61045 MPa-s [dynamic)
Wiscorsity (Dynamic) 5,189 mPa-s (dynamic)
Wiscosity {Dymamic) 0817 mPa-s (dynamich
WHcerity {Dpmarmic) 0LESEE riPard {dymadmich
WHic ety {Dnmarmic) QL6 FPA-S (shTidemid)
Wiscosity (Dymarmic) 0.6 miPa-5 (dynamic)
Wiscosity {Cymamic) Q.60 mP-s [dymamic)
Wiscosity (Dynamic) 0.5944 mPa-s {dynaemi)
Wiscorsity {Dynamic) 0.5944 mPa-5 {dynamic)
Wiscorsity (Dynamic) 0.594 mPa-s (dynamic)

T, niEEMN. MEEE. BIRELEE UEAANNFSEF

Optical and  Strudiure

Interface Lipinski  Mechanical Scattering  Related
Condition Source
Tempc 293 K Press Alm pressure (11 CAS
Temps 333,15 K (2} CAS
Temp: 203 K (HCAS
. (4) CAS
Tefmps 290K (5] CAS
Tempe 298 K g CAS

L CAS:
- (f) CAS
Temps 293,15 K (B CAS
Temp: 293,15 K (9} CAS

SN g i

Thermal

21 © 2023 American Chemical Society. All rights reserved.
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[A Experimental Spectra
"H NMR 13C NMR Hetero NMR IR Mass Raman

Solvent Source

View Proton NMR Spectrum Chloroform-d (1) WSA

View Proton NMR Spectrum Chloroform-d (2) CAS

View Proton NMR Spectrum Chloroform-d (3) AIST

View Proton NMR Spectrum Chloroform-d (4) ACD-A

View Proton NMR Spectrum - (5) ACD

View Proton NMR Spectrum Acetonitrile-ds (6) ACD

Proton NMR Spectrum - 11 Sources - (7-17) CAS, IC

Sources

(1) Sigma-Aldrich Co. LLC. (Spectral Data were obtained from John Wiley & Sons, Inc.)

(2) de Boer, Bert; Langmuir, (2003), 19(10), 4272-4284, CAplus o?‘os

A

CAS
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CAS Draw ~ X
Iﬁ 3 o ﬂ =0 ET ﬂ] S ? Enter a CAS Registry Number, SMILES, or InChl..
C H

tit

& Iw
sz 0 o S
lmnl Et P
0 .
X R Cl, si
J g
Fn [C] N N NN,
® > N, E2
[]1_4 N ctant product O @
G % O 0
X ¢ O O
AB|) )
Molecular Formula: CzH7NO (121.14) . C3HgN (107.16) 4
" —
@

Zoom: 100%
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Structure Match

As Drawn (10&)

Substructure (777K)

Similarity (108K)

Filter Behavior

Filter by

~ Search Within Results

Exclude

Non-Participating Functional
Groups

<

~ Experimental Protocols

B IRFXERD

~ Catalyst

1& M .

~ Number of Steps
1(93)
2(13)

~ Reaction Type

v Yield

~ Reaction Mapping

Filtering: Reaction Mapping: Mapping Data Available X

106 Results Group:

Scheme 1 (39 Reactions)

HzN

0]

w suppliers (109)

View Reaction Detail

1.1 Catalysts: Phosphorus pentoxide; 0.3 h, =< 500 mbar,
150 °C

2.1 Reagents: Hydrogen
Catalysts: Nickel
Solvents: Ethanol; 0.5 h, 7 MPa, 100 °C

View Reaction Detail

1.1 Reagents: Methyldiethoxysilane

Catalysts:

Ferrate(1-), p-carbonyldecacarbonyl-py-hydrotri-,
triangulo, hydrogen, compd. wit...

Solvents: Toluene; 24 h, 100 °C

Reagents: Methyldiethoxysilane

Catalysts: 3,4,7,8-Tetramethyl-1,10-phenanthroline,

2.

iy

By Scheme ~

Steps:

Steps:

sort: Number of Steps: Descending ~

Steps:

NH,

W Suppliers (83)

A manufacture method of nitrile and corresponding amine

thereof

By: Sun, Hailong; et al
China, CN104557357 A 2015-04-29

PatentPak~ Full Text =

Two Iron Catalysts are Better than One: A General and
Convenient Reduction of Aromatic and Aliphatic Primary

Amides

By: Das, Shoubhik; et al

Angewandte Chemie, International Edition (2012), 51(7).

1662-1666, 51662/1-51662/4

Full Text «

1-2 Yield:

Clear All Filters

View: Expanded -

100% wes

© 2023 American Chemical Society. All rights reserved.

Mapping Data Available (106) Ferrous acetate
Solvents: Toluene; 24 h, 100 °C 0‘0‘
X
/‘o
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CAS Draw ~ @ .
O & = ® B & ¢ & 7  EnteraCAS Registry Number, SMILES, or Inchl,

e N HT
a o sl AHALABFTELHEREAL, BRAETRETHEAN
X R Cl, si o L \ \ \
5E NAY - jBH CAS SciFinder" [5, BXifia L BiAE A R EIEE
® = =
1 00
1= 0 C
S R, CAS Draw ~
KB Nolecuar Formula: y O @ P B | o | & |5 || 7 ||enters crs Regisiry wumber, SMILES,or tnch
'\‘ . | | ]
! ‘ - Zoon:;:)woo% i Cancel (=R ) H‘
£ 0 s
Iznl Et -
—+ Cl, si
Fn [© —
® G S
o= 00
oTe Q0
e o0
e 5-% Molecular Formula: ) @
= ¢ = O +

\
X

Zoom: 100% .
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CAS Draw ~ ' ooX
D B 03 ﬂ O N 9 2 = ? Enter a CAS Registry Number, SMILES, or InChl.
¢ I © R-groups must consist of at least 2 and at most 20 items. Show this error X
R4 e’ A chiral node must have either three or four attachments
=Bl Et R1
X R 0
Fn Q]
0 h
[l
1-4
X ¢
A
— o |
A B i )
Molecular Formula: Formula is not available 4

Zoom: 100%

z°
CAS ™=
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f2i5 1k KA (Transformation) 24Hf5, TJRIBELEE BN HEHEF

Structure Match

Az Drawn (28)

Substructure (109)

Filter Behavior

Filter by Exclude

v Search Within Results
~ Yield
~ Number of Steps

Non-Participating Functional
Groups

v Reaction Mapping

~ Reaction Scale
Milligram (4]

No Scale Provided (103)

~ Experimental Protocols

109 Results Group: By Transformation ~ Sort: Reaction Count: Descending ~

1

Formation of Nitrogen Heterocycles

View & Related Reactions

O

H HN-N

HR' R
(2
NUO

Z = Electron withdrawing group

o
=

Hydrolysis or Hydrogenolysis of Amides/ Imides/ Carbamates

View & Related Reactions

<

Sorm [ Reaction Count: Descending ‘-]

Reaction Count: Descending

Reaction Count: Ascending

Gr-::up:[ By Transformation -]

By Scheme

By Document

ycles D

Transformation Mame: Ato £

Transformation Mame: £ o A

kNIE (Reaction Role) &%
A[E) =R N AR Y = Y 45

. o]
~ Reaction Type H-0
2 R1/IJ\OH + R_NHz
~ Stereochemistry 0
R-. [—

v Reagent N).kl:l1

; H
~ Catalyst R—NH; O""

@
v Solvent CAS /"‘
28 © 2023 American Chemical Society. All rights reserved.
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REFO—E, BEBRFIEANEFTEEAEIN RN

A Reactions search for drawn structure

References ~

Structure Match 4 Results

As Drawn (4) Scheme 1 (1 Reaction)

Substructure (14K)

Filter Behavior

Search Within Results

Exclude

'm Suppliers (65) W Suppliers (84)

<

31-354-CAS-20403992 Steps: 1 Yield: 93% |"' Light-Stabilize

~ Number of Steps
1(4) 1.1 Reagents: Triethylamine Get Similar Reactions ¢, Hannes A. @; et al
Solvents: Dichloromethane; 0 °C; overnigs= === i the American Chemical Society (2019), 141(31),
S ReaGtioniivDe 1.2 Reagents: Hydrochloric acid 12329-12337
P Solvents: Dichloromethane, Water; rt
~ Yield Full Text ~

90-100% (1)
Collapse Scheme ~

Group: By Scheme ~

@ 4 =

Sort: Relevance -

Steps: 1 Yield: 93%

I I o \j(u . ‘GDAOT,

W Supplier (1

amic Materials

A Save and Alert

View: Expanded ~

Get Similar Reactions

Set Reaction Similarity

0]

0]

/O

® Broad (176,834)
Reaction centers only

Get Reactions Cancel

X
o]
_) N
=0
Medium (40,847) Narrow (15,607)

Reaction centers Reaction centers plus
plus adjacent atoms extended atoms and
and bonds bonds

29 © 2023 American Chemical Society. All rights reserved.
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ﬂ CAS Reaction Number: 31-316-CAS-23145310

Get Similar Reactions o M M osave

: + ~
Absolute stereochemistry shown Absolute stereochemistry shown
10%

Reaction Overview Step 1
Steps: 1 Yield: 10%

Stage Reagents Catalysts Solvents Conditions

1 Triethylamine - Dimethyl sulfoxide overnight, rt
PATENT A ; 8

Preparation of purine derivatives
as immune agonists

30
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i CASZ:

SciFinder®

Reactions -

Enter a query..

@ Draw Q

= Retrosynthesis Plan for drawn structure

Plan Information
Estimated Yield: 42%

Overall Price: $6,855.79
(USD per 100 grams)

Scoring Profiles
Complexity Reduction @

Convergence @

Evidence @

Cost@

Yield®@

O O O 0O

<

Key (Experlmenmlsmpsﬁ\; redictedSteps.:] Edit Plan Options

-~

Avg. Yield 67%

HO.

---nnlllE

Avg Yield T6%

Powered by ChemPlanner®

N M Mosae

?7/1 —

o [ ]

Max Yield 75%

Feedback

=G}

Step

AA=B
Average Yield: 92%
Evidence (206,649)
Alternative Steps (3)

AB=C+D

Average Yield: 79%
Evidence (1,097.444)

AC=E
Average Yield: 90%
Evidencs (5.016)
Alternative Steps (2)
|

\/gi::u:'F—c-

Evidence

1.1 Reagents: Hydrogen
Catalysts: Palladium dihydroxide
Solvents: Tetrahydrofuran. Water:
2.5h, 50 psi. rt
View All v

1.1 Reagents: Sodium bicarbonate,
Hydrochloric acid,
Methanamine, 1-chloro-n,N-
dimethyl-

Solvents: Acetone, Water

1.1 Reagents: Trifluoroacetic acid
Solvents: Dichloromethane; 2-3h,
rt

View All ~
Feedback

1.1 Reagents: Sodium hydroxide

31
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Download Reaction Results

File Type Select Quantity
All Results

[ Rich Text (.rtf)

Display @ Range (ex. 2 to 20)

@ Result Summary
. 1 to 30
Result Details

File Name

Reactions

Only the first 500 reaction summaries will be downloaded.

Include
Task History

Download Cancel Learn more about downloads.

© 2023 American Chemical Society. All rights reserved.

View in SciFindern

Reactions (30)

1. Scheme 1 (14 Reactions)

HzN NH;

Ultrasound mediated functional group reduction and chemoselective studies by DMAB
By: layakumar, Venkatesan; et al

Chemical Science Transactions (2019), 8(3), 418-424.

10.7598/cst2019.1581

View All Sources in SciFinder»

Steps: 1-2, Yield: 29-96%

CAS Reaction Number: 31-541-CAS-20665946

1.1 Reagents: (7-4)-(N,N-Dimethylbenzenamine)trihydroboron
Solvents: Tetrahydrofuran; 5 min; 21 min

1.2 Reagents: Potassium carbonate
Solvents: Water

A Convenient and General Reduction of Amides to Amines with Low-Valent Titanium
By: Zhang, Tongxin; et al
Advanced Synthesis & Catalysis (2013), 355(14-15), 2775-2780.
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Manually Apply Filters: F&/]

6 1%

Alert Preferences:; & X2 BEHRFE

34

M Saved & DexinDu

What's New?
Help and Support

My CAS Profile

Log Out

& CAS Profile

Personal Information

First Name Last Name
Dexin Du

+1 field to complete profile

Contact Information

Institutional Email

DDu@acs-i.org

© 2023 American Chemical Society. All rights reserved.

MR
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= Settings

Manually Apply Filters

Turning on manual filters will disable
automnatically applying selected filters.

Customize Result Filter Order
Substances  Edit
Reactions Edit
References  Edit

Suppliers Edit

Structure Preferences

Display CAS Index Name

Show the index name for a structure instead of
the CAS preferrad name.

Show Structures on Reference Detail

Display structure images in a grid view on a
reference detail.

Alert Preferences

Receive e-mail notification for newly published
Alert results.

Update E-mail Address

<

OFF

@

a

v Search Within Results

~ Document Type

Journal (100)

Patent (96)
Review (14)
Commentary (2)
Editorial (1)
Letter (1)

v Language

v Publication Year

v Available at My Institution

v Author

v Organization

v Publication Name

v Concept

v CA Section

v CAS Solutions

v Formulation Purpose

v Database

Apply Filters

CAS

A division of the
American Chemical Society
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= Settings

Manually Apply Filters

Turning on manual filters will disable
automatically applying selected filters.

Customize Result Filter Order
Substances  Edit
Reactions Edit

References  Edit

Suppliers Edit

Structure Preferences

Display CAS Index Name

Show the index name for a structure instead of
the CAS preferred name.

Show Structures on Reference Detail

Display structure images in a grid view on a
reference detail.

Alert Preferences

Receive e-mail notification fer newly published
Alert results.

Update E-mail Address

- @

0

a

Customize Substance Filters %

Drag and drop filter options to add, remove, or customize your preference
on a Substance result set. You can also reset substances filter order.

Included Filters Unused and Available Filters

(L
e
nE
e

Reaction Role Commercial Price

Commercial
Availability

Reference Role

Bioactivity Data

sz Number of S
** Components

Drag
i Molecular Weight €
i LogP

Stereochemistry

(1)
e

Element

35 © 2023 American Chemical Society. All rights reserved.
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7= CAS Index Name

Structure Preferences

Display CAS Index Name

Show the index name for a soructure instead of
the CAS preferred name.

1 ee

1868134-97-7 o3

< o
e
XX

w
Absolute stereochemistry shown

L-Alanine, N-[[P(5),2'R]-2'-deoxy-2'-fluoro-
2-methyl-P{phenyl-2,3,4,5,6-ds)-5"...

[~ A 15

References Reactions

2 (LT

1868135-17-4 o3
(Y h!“‘ J !

Absolute stereochemistry shown

C22H18D11FN309P

L-Alanine, N-[[P(S).2'R]-2'-deoxy-2"-fluoro-

2'-methyl-P-{phenyl-2,3,4,5,6-ds)-5"...

[~ 1] A 4

References Reactions

3 e

1868135-82-3 53

Absolute sterecchemistry shown

C22H14D15FN309P
L-Alanine, N-[[F(S),.2'R1-2'-deoxy-2"-fluoro-
2'-methyl-P-(phenyl-2,3.4.5.6-ds)-5"...

(-1}l a1

Reference  Reaction

Structure Preferences

Display CAS Index Name

Show the index name for a structure instead of OFF
the CAS preferred name.
36 © 2023 American Chemical Society. All rights reserved.
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1868134-97-7 53

L o
A~
XX

]
Absolute stereschermistry shown

CooHo4D=FN=04P

N-[[P(5).2'R]-2'-Deoxy-2'-fluoro-2"-methyl-
P-(phenyl-2,3.4.5,6-ds)-5-uridylyl]-...

2 (L1}

1868135-17-4 s

Absolute stereachemistny shown

Cz2H1gD11FN304P

N-[[P(5).2'R]-2'-Deoxy-2"-fluoro-2-methyl-

P-(phenyl-2,3,4,5,6-ds)-5-uridylyl]-...

3 (L] ]

1868135-82-3 -3

Absolute stereachemistry shown
C32H14D15FN304P

N-[[P(5).2'R]-2"-Deoxy-2"-fluoro-2'-methyl-
P-(phenyl-2,3.4.5,6-ds)-5"-uridylyl-5...

®e B s @2 a4 & B
References Reactions References Reactions Reference Reaction PY
o _@
2%
/‘o

CAS

A division of the
American Chemical Society



SCHRFTR T

RS Y

Show Structures on Reference Detail

Display structure images in a grid view on a
reference detail.

> @

73\

~ Substances

® substances (59)

1868134-97-7

o
o
Absolute stereochemistry shown

C32H34DsFN306P
N-[[P(5).2'R]-2'-Deoxy-2'-fluoro-2'-
methyl-P-(phenyl-2.3.4,5,6-d5)-5-
uridylyl]-...

Role: Pharmacological Activity, Synthetic
Preparation, Therapeutic Use, Biological
Study, Preparation, Uses

A G A B9 R4

2330911-13-0

C4H3D;N0.CIH

Role: Reactant, Synthetic Preparation,
Reactant or Reagent, Preparation

2330911-11-8

3
LN \ﬂ: K \)/ s
"/NT/ ‘0"" \E‘ o\
' ;o Ca
<)
Y f

Absolute stereochemistry shown

CygH4gD7FsNOsP

Role: Reactant, Synthetic Preparation,
Resctant or Reagent, Preparation

Show Structures on Reference Detail

C22H24D5FN309P
N-[[P(S),2'R]-2'-Deoxy-2"-fluoro-
2'-methyl-P-(phenyl-2,3,4,5,6-ds,
)-5"-uridylyl]-...

Display structure images in a grid view on a OFF
reference detail.
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