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W Suppliers (10)

W Suppliers (3) W Suppliers (97)
LR S HOY Z=
Reaction Overview Step 1 Step 2
Steps: 2 Yield: -
Stage Reagents Catalysts Solvents Conditions

-30°C

JOURNAL

Short and efficient p

the synthesis of trans-4-
. . Al P yi=1 Et"l—" Al TZ2EE A
aminocyclohexanecarboxylic acid M EXHE oot dE = = 27

derivatives .
° txpenmertal Protocols

Synthetic Methods  Experimental Procedure @—y 20| A{ Q| A B SHOIS}T|

141- Products

Reactants
@) View Source Full Text «
Company/Organization
APIR& D Centre Reagents
Emcure Pharmaceuticals Ltd.
Pune 411057 Solvents M
ndia
Procedure 1.Di isopropyl trons-4-aminocyclohexanecarboxylate (540 mol) in methanol (B0 L) at ambient
30 *C under stirring.
40 mol) to the reaction mixture in methancl {20 25
cuum comp E:E|'_-r'
oressure at 40-4
Transformation Acylation of Nitrogen Nucleophiles by Ankhydrides or Dicarbonates
Scale milligram
Characterization Data
1-Methylethyl trans-4-[[(1, 1-dimethylethoxy)carbonylJamino]cyclohexanecarboxylate
Proton NMR 400 MHz, £t L GH), 1.36 (s, OH), 1.75-1.82 [m, 4H), 212 ( 1H),
Spectrum 4.52-4.88 (sep, TH), 6.7
g8 Zat 24 gojg —e  °F penEREER
Carbon-13 NMR 100 MHz, CDCl3 & = 21.65, 74.84.
Elemental Analysis
Mass Spectrum M5 Cl calcd for CysHzzNOy (M + H) 286.39, found (M + H): 286.39. White solid, mp: 86-87 °C.

State white solid.

CAS Method Number 3-366-

zQ l:ll_}%)\l %XI —e Transfj:rma.tlons ) } )
1. Acylation of Nitrogen Nucleophiles by Anhydrides or
Dicarbonates
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: o | ez dets BOIRl = R 2
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) ) . 0
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Email me when my plan is complete
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.
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View All v
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Scoring Options

Plan Information

vield: 21%

ice: $51.35

N
o
Ot
M su

- 4 EFZRE2 0| HE, U Ee 55 T 2EY = AS UL

- 4 T2 V= 22 ot 20| “FZYLIL.

- SEO0|HE 2R E22 0|50t oy Z2do| 7172 AFE O &
HEfO|Lt CHA| o] =20 T2 'a2 XEHA| HE L

Complexity Reduction

Reduces the complexity of a step’s reactants compared to its product.

In retrosynthesis plans, you typically want high complexity reduction.
Convergence

Determines how "branched"” the plan is; you typically want the plan to be as branched as possible (high convergence),
rather than linear.

For a given step, the more precursors there are, and the closer their relative sizes are, the more it's considered convergent.

Increasing Convergence displays steps/alternatives with more reactants.

Evidence
Ranks plan steps/alternatives based on the number of evidence examples supporting the particular reaction type.

More evidence examples for a step means that the reaction type has more applications and is more versatile in terms of
conditions and substrates, and hence predictions made based on it are probably more reliable.

Increasing Evidence displays steps/alternatives with more supporting examples.

Cost

Weighs the expenses of the reactions by ranking starting materials based on the lowest price found amongst catalogs.

Yield
Applies to the yield of each step in the plan, which contributes to the yield of the target malecule.

Increasing the Yield displays a higher yield target molecule and steps/alternatives.
Atom Efficiency
Reduces reactant parts not included in a plan step's product.

Increasing Atom Efficiency displays steps/alternatives with the least amount of reactant atoms that do not map to the
product.

Clicking the Apply button redraws the retrosynthesis plan with the revised scoring profiles; clicking Reset Scoring restares the "Medium® default.
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DE10162120 Preparation of deuterated dihydrofuranones for the treatment of
irritation symptoms of join degeneration, as well as of acute pain,
and dysmenorrhea

Substructure (119)

Filter Behavior

s E52 MM
~ Patent Office
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United States There are no notes to display for this structure.
European Patent
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PatentPak £3% PDFE E7| 93t M7tX| &4:
. = | =] [
+ PDF: 53 ME PDF;, ZM L HIAE HM It5
. = =] E & [ = [ -
. PDF+: 72 20| 0139 5 £8| M2 POF. 24 L HAE 74 Jts
« PatentPak Viewer: 2 SZX 9| 03 0| ¥ZA=l E3{ pDF. Of2ff &=
Clag2)o] =3 PDF LR 2E
. PAGE ZOOM DbWN LOAD
CAS Zz: FPatentPak SR @ O roF | porre— et =M0| =3 E PDFCOHREE
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A 5 Exemples S5 L sig 2ROl QK| FA|
Example 1
A patient with an established hiory of recurrent migraine was treated with a
daily oral dose of 25 mg, of VIOXX (rofecoxib tablets, Merck & Co, Inc., West Point,
M 1 CAS RN
PA). The patient was free of m eaor1.90.7 ®
10 noticed a reduced intensity of tl cas name
Analyst Markup Locations (6) Rofecoxib
@ Page 16 reduced frequency of migraines 0
9 Page1s o—| E3] 2E || 25 | while taking the VIOXX tablet o !
RpRaaehis Example 2 / ||
¥ Hore Locations A patient with an establi 0 o
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. Get Substance Details
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PatentPak viewer

Get Prior Art Analysis Full Text -

Patent Family 25 AN ET|0A
A

Tle ZA A
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Z

Patent Languags =< < _itPak Options Publication Date Application Number Application Date
WOZ2004011464  English A2 PDF | PDF+ | Viewer 2004-02-05 WOZ2003-FR2354 2003-07-25
FR2842809 French Al PDF 2004-01-30 FR2002-9519 2002-07-26
CA2463402 Undetermined A7 2004-02-05 CA2003-2493402 2003-07-25

B References Prior Art Analysis (154)

Search History0i| A{
View ResultsZ &

Complete

10:44 AM Novel substituted pyrazolo[1,5-al-1,3,5-triazine derivatives and their
analogs, pharmaceutical compositions containing them, their use as
drugs, particularly as neurotrophic factor production enhancers, and

methods for their preparation

Get Similar
References

Keywords: review polyester biodegradable plastics envircnment: biodegradable plastics: biodegradation: micro-organisms:
polyesters; soil microclimate
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Towards a Sustainable Future:
Advancing an Integrated
Approach for the Recycling and
Valorization of Agricultural...
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Toward a circular economy:
Investigating the effectiveness of
different plastic waste
management strategies: A...
Journal of Environmental Chemical
Engineering (2023), 11

Plastics waste management and
its sustainable approaches - an
overview
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Technology and Management (2022),
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~ Document Type

Journal (3t
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Report (1)

~ Language
English (30)

German (1)

~ Publication Year

1 .se

Towards a Sustainable Future: Advancing an Integrated Approach for the Recycling and
Valorization of Agricultural Plastics

lish, Database: CAplus and MEDLINE

Plastic pollution has become a pressing environmental issue. The agricultural sector, in particular, is a significant contributor to this
problem, given the widespread use of plastics in farming practices and a lack of and/or use of inefficient approaches for the
recycling and valorization of agricultural plastic waste. This has resulted in the accumulation of these residues in landfills andror
their improper disposal, which has exacerbated their environmental impact. leading to neg. consequences on soil, water, and

Full Text -

@ Citation Map

Toward a circular economy: Investigating the effectiveness of different plastic waste
management strateg\es A comprehensive review

tafa, Hamida Y.; Zaki, E
gineering (2023), 11(5), 11
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Mo Preference ( TCI Research Chemicals (KRW) — _\aren) Supplier: Z to A
Korea, Republic of YHEER 0|5 Ships Within
~ Supplier Last Updated: 15 Dec 2022 Purity
1
“ W TCl Research Chemicals (KRW)
vl Wako
QHeC L =
Hayashi Pure €
Catalog Preferred Supplier » ® Information
Japan web hemicals.com/KRrko & CAS Registry Number 7722-84-1
Last Updated: 2 Email cok 9 é!‘j(‘i @,2 CAS Name Hydrogen peroxide

Phone

QHPC

Hayashi Pure  Order Number
: Quantity, Price

Item Details

Chemical Name

Catalog
k Status

Japan

02-2655-2480

Hydrogen Peroxide (35% in Water)
H1222
300 mL, KRW 30600.00

Maintained in stock
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~ Substance Last Updated: 3 Shies Within 1 week
Pricing Information
(T b 12Jan 2024
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Epicatechin (173) By: Ali, Mei Musa; Eisa, Mawahib; Taha, Mohammed Idrees; Zakaria, Batawr AT EDaST, Abdalla Ahmed
Epigallocatechin gallate (163) Determination of caffeine in some Sudanese beverages by High Performance Liquid Chromatography M) Compare
Theobromine (160) Pakistan Journal of Nutrition (2012), 11 (4), 336-342. Asian Network for Scientific Information
Epicatechin gallate (150) Analyte Caffeine M7HK| 2age
View All Matrix Triethylamine; Coffea ElO|22 Hlm Mz
Other Materials Material: Shim-pack VP-ODS with internal diameter 4.6 mm and length 250 mm
~ Matrix Method Category Food Analysis
R
Green tea beverages (91) Technique HPLC
Ccamellia sinensis|(63) Equipment Used HPLC system; PDA detector
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B Analysis of Caffeine in Pharmaceutical tablets by HPLC JOURNAL
v Technique By: Wade, Nathan; Miller, Kenneth
Determination of active ingredient within pharmaceutical preparations using flow injection mass spectrometry 1] Compare
~ Year Journal of Pharmaceutical and Biomedical Analysis (2005), 37 (4), 669-678. Elsevier B.V.
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Matrix Pharmaceutical tablets
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Analysis of Caffeine in Coffee beverages by HPLC

CAS MN: 1-124-CAS-112381

Method Category:

Food Analysis

Technique: HPLC
Materials Role Image CAS RN
Caffeine analyte View Structure 58-08-2
Cola beverages matrix
Coffee beverages matrix
Chromolith SpeedRod (50 mm x 4.6 mm i.d.} material
Acetonitrile reagent View Structure 75-05-8

Source

Development and validation of a high-throughput high-performance liquid chromatographic assay for the determination of caffeine in food samples using a monolithic
column

Tzanavaras, Paraskevas D.; Themelis, Demetrius G.
Analytica Chimica Acta (2007), 581 (1), 89- 94. Elsevier B.V.

CODEN : ACACAM  ISSN : 00032670 DOI: 10.1016/j.aca.2006.07.081

View Abstract ~ Full Text ~ View in CAS SciFinder"

Equipment Used
HPLC instrument, HP 1100, Agilent Technologies, Palo Alto, CA, USA

Vacuum filtration system, Schleicher & Schuell, Dassel, Germany

Instructions

Sample Preparation

Grind the coffee samples to a fine powder.

Disperse an accurately weighed amount of ca. 100 mg in 50 mL of HPLC grade water and sonicate for 30 min until complete dissolution.
Filter an adequate volume (ca. 20 mL) of the resulting solution through 0.45 pun syringe filters.

Dilute 2 mL of the filtrate to 20.0 mL with HPLC grade water and inject without further pretreatment to the HPLC system.

Degas the beverage samples under vacuum followed by sonication until all air is removed.

Fiter an adequate volume (ca. 20 mL) of the samples through 0.45 pm syringe filters.

Inject the filtrate in the monalithic column after 1:10 dilution with HPLC grade water.

Nownewn s

Standards Preparation

1. Prepare 1000 mg/L of standard stock solutions in HPLC grade water and store under refrigeration and protect from light.
2. Prepare the working solutions in HPLC grade water by appropriate dilutions of the stock.
3. Stable the caffeine standard stock solution for at least 3 weeks.

Method or Procedure

1. Inject 20 pL of the samples and standards in the monalithic column via the autosampler of the HPLC instrument.
2. Take the mobile phase consisted of an ACN/water mixture (10:90, v/v).

3. Set the flow rate at 3.0 mL/min (P = 68 £ 1 bar) and the column temperature at 25 °C.

4. Detect caffeine at 274 nm with the samples injection rate at 60 h™".

5. Use the peak are for signals evaluation, while inject each sample or standard in triplicate.

Validation
Linearity Range 0-200 mg/L
Limit of Detection 0.10 mg/L
Limit of Quantitation 0.33 mg/L

Accuracy

Precision

Concentration

100.8, 97.6, 100.7 and 99.9%, (%recovery found by standard addition for caffeine added at 10, 25, 50 and 100 mg/L)

Beverage(cola)

100.5, 99.3, 100.5 and 100.6%, (%recovery found by standard addition for caffeine added at 10, 25, 50 and 100 mg/L) instant

coffee

0.47,0.14 and 0.08%, (RSD for concentration of 0.5, 10 and 100 mg/L)

119.5 mg/L, beverage(cola)

39.5 mg/L, inatant coffee
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compaosition

Language: English

11.60 wt. %

Bleaching agems"""

PatentEDF View in CAS SciFinder
| Component H&

rboxylic acids

_ HE 27|
Jrea Keratolytic agents ~ 250wt %
50 Gelation egsntso 421 we % CAS SciFinder L 231 A M|
- H|O|X|2 0|&
Additional group components reported
Group: developer o Xl 1
compaosition =3 BE 27|

0.1-0.3 we.

Oxidizing agents — 11.75wt. %

Additional group components reported
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Formulation Details M/XMA 0 &St Mot S2S WEAH HESHE &+ AL

. XM
. HE
. 8B N
R

I‘” = /I‘” X‘” 7|E N Purpose Target Delivery Route Physical Form Source
S = ©
Hair dyes Hair, Hair dyes - Salutions View
Formulation Ingredients Expand All Groups | Co
— Component Function Amount Reported Optionality
A Group: pulverulent hair bleaching composition bleaching agents 1 Mandatory
- 3.64 wt. % Mandatory
Urea - 2.50wt. % Mandatory
- 4.21 wt. % Mandatory
- Mandatory
- 0.95 wt. % Mandatory
- 0.05 wt. % Mandatory
- 2.00 wt. % Mandatory
7t 420l 7|5 AT -
Bases alkaline agents 11.00 wt. % Mandatory
sodium metasilicate (NazSi03) - 14.00 wt. % Mandatory
Sodium silic; - 5.86 wt. % Mandatory
Ammenium persul - 11.60 wt. % Mandatory
Thickening agents Thickening agents 1.99 Wt. % Mandatory
Surfactants surfactants 0.80 wt. % Mandatory
- 0.01 wt. % Mandatory
~ Group: developer composition - 1 Mandatory

— More Formulations like this...

ching C on: Hair

ching

AR M/

— Purpose: ha
HEZ717] Targex Homo 52,
Delivery Route: -
Prysical Form: cal Form: anhydrous
~ Process
X-” = l:cl’l- I:é'-i Amethod for preparing an agueous hair color-altering composition comprising mixing a pulverulent hair bleaching compaosition and a developer composition to form an
agueous mixture,
~ Experimental Activity
Descriptor Notes Details
AlS: ' thermal control assessment thermal as measured by conducting a bowl test in which 60 g of the 51.5°C
= %{ aA B pulverulent hair bleaching composition and 60 g of the 40V developer compasition

were mixed together in a bowl to prepare hair color-altering compositions, which
were allowed to rest in ambient conditions with a temperature probe in mixture
within 25 minutes

__ ~ Source Patent

Thermal control of hair color-altering compositions
Assignee ; L'Oreal

ol -

HE HZIF| 5 Us11324683

Language: English

Location: Example 1,2, 3, Table 1, 2, 3-1

— Patent PDF | View in CAS SciFinder
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& Formulations @ Ingredients

M22 HM/H |
Formulation Designer Advanced Search |:| xl. ol ‘o-l.j |
Design custom formulation Search Formulations u
templates based on selections

criteria like ingredients,
and ingredients

targets, and more.

Ingredient Results d& SZZ5H MZ2 ME/A A Q| Ot0|C|0E ¥E = UASLILCL.

8,421 Results

A Industry
SEZYE M 27|

Agrochemical

Cleaning & Surfactant CAS RN: 9005-65-6
Products

Cosmetics & Personal Care

Food & Related

Polyoxyethylene sorbitan monooleate @

Density (Experimental) 1.06-1.10 gfecm3 -
Inks, Paints, & Coatings

Commonly u;@ As: Surfactants; Emul. g agents; Sol zers; Wetting o %‘—EAI-%EIE 01|A|
agents; Suspending agents...

>

Regulatory Information Commonly Formulated With | Regu

mation | Experimental Properties

*

REACH (2,406)

k=13 Qe = AMe ~ AlS E M
Cosing: Cosmetic Ingredient %;}” A|-':>E| = TR o Ej| 'I:ILK‘” oE E7| =2 =3 E7'
Inventory (302)
EPA Pesticide Inactive Unspecified JHOfA
Ingredients (878)
EPA Safer Chemical & Formulations ® suppliers +# Add to Designer @ A © WS /MAl C|KFoISE
Ingredients (350) [ ) . = : 22 ®ME/AA CIXERlst7|

Drug Master File List (321) %g O| AI—%EI_I 5=
2| /A 27|

>

Experimental Properties
E B CASRN: 151-21-3 Sadium dodecyl sulfate @

Melting Point (1,160) ils

View Deta

Density (648)
Boiling Point (621) Melting Point (Experimental) 204-207 °C -
Median Lethal Dose (171) Density (Experimental) 1.00 grems i

—

Formulation Designer MEt st2 0} M 22 J7|Hto 2 gh=3 | &/N| K|S C|XFQIStL|C},

W Formulation Designer @

Industry Purpose Physical Form Add up to 5 Ingredients
Pharmaceutical Detergents Sodium hypachlorite
Cosmetics & Personal Care Cleaning compositions

Antibacterial agents
Disinfectants

Paints, & Coatings Fabric softeners + Add Ancther Ingredient
&Related Oral hygiene products Granular laundry detergents
Gels
Tablets
Cream preparations
Pouches
v re Ph Forms -
2 . )
W Formulation Designer @ ons
-y
1 Industry Purpose Physical Form Active or Featured Ingredient 1
I Cleaning & surfactant Products Bleaching agents Liquids Sogium hypochlorite :
S —— b b o ——————— -
MEHSH SR Ol ME
MEsHote S 2
=P NP S|
=285
Your Template )C\;k”E7| Unit Size mg -
Function 1\ngrediem Regulatory & Top Alternatives Amounts
Active or Featured Ingredient: m hypochlorite c Amount not available x
tory:
Inactive
stances in
=N
oid 22
HE7|
Buffers sili - Sodium hydroxide; Sodium silicate; x
Sodium bicarbonate; Carbonate; Sodium
View More Alterna DR
Solvents Dipropylen: ylene glycol x
Ethanol:
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Login Details

Feedback Button

Learn More

Contact Customer
Support

CAS Contacts

 CAS SciFinder: http://scifinder.cas.org

« CAS Analytical Methods: https://methods.cas.org

 CAS Formulus: https://formulus.cas.org

CASO| 2 mEMS MEe 5= UG LI

Feedback

» CAS SciFindere® :

https://cas-product-help.zendesk.com/hc/en-us

» CAS Analytical Methods ™ :
https://www.cas.org/support/training/analytical-methods

e CAS Formulus® :
https://www.cas.org/support/training/formulus

- CAS XN& && 8L}
https://www.cas.org/resources/events

CAS Customer Center?| Z20| ZEQ3IA|H
apachelp@cas.org & TN 2.

CAS Korea Team, korea@acs-i.org

=L EEAte| = 20| H o4 I{0= CAS Korea Team
O 2 F9| FA|Z] HEHL|C},

A divisiol
24 . Ameranc hemical Societ ¥
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