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3 Conditions ~  Find Similar >  Reaction ID: 22871426 +gl®

<

tions

With sodium hydrogencarbonate In water; isopropyl alcohol at 20°C; for 3h;

Experimental Procedure ~

Na[aspCO<sub>2</sub>].

The preparation of the title compound was adapted from the literature [1]. In a 10 mLround-bottom flask, a H20:iPrOH 85:15 vfv solution (1.0 mL) was added dropwise, with stirring, toa mixture of aspCO2H (542
mg, 3.00 mmol) and NaHCO3 (271 mg, 3.23 mmol). The bubblingsuspension was stirred at room temperature for 3 hours in an open system. The resulting colorlesssolution (pH = 7-8) was diluted with IPrOH (8
mL), stirred for further 30° then filtered over celite.The filtrate solution was concentrated under vac)
{Na[aspCO2]2H20 [1]) were collected by filtration, washed with iPrOH (2 mL, -20 °C), Et20 then d
possibly associated to theremoval of water of crystallization [1]. The resulting colorless solid was st
proceduresled to partial or complete deacetylation of the starting material [2].

With sodium hydride In N,N-dimethyl-formamide for 0.5h;

N\

1L RIS 1R

uum (V= 1-2 mlL, opalescent mixture) then settledaside at —20 °C overnight. The colorless crystals

A Physical Data - 565

Yield | Reference 1té%®
88% Biancalana, Lorenzo; Pampaloni, Guido; Zacchini, Stefano; Marchetti, Fabio == : I E E
[Journal of Organometallic Chemistry, 2018, vol. 869, p. 201 - 211) % 4. I_ ﬁ

Full Text 7 Cited 1times 1 Details »  Abstract »

“~  Melting Point - 63
Show/Hide columns ~

Melting Solvent (Melting  Location Reference
°C Paint)

Poi

141 Lun, Huilin; Quyang, Jing; Yang, Huaming [RSC Advances, 2014, vol. 4, # 83, p. 44197 - 44202]
Full Text A Cited 3% times A Details » Abstract »
Darwish, Shaza; Zeglinski, Jacel; Krishna, Gamidi Rama; Shaikh, Rahamatullah; Khraisheh, Majeda; Walker, Gavin M.; Croker, Denise M. [Crystal

Growth and Design, 2018, vol. 18, # 12, p. 7526 - 7532]
Full Text 7  Details >  Abstract >

130.5 Dichi, Emma; Sghaier, Mehrez; Guiblin, Micolas [Journal of Thermal Analysis and Calorimetry, 2018, vol. 131, # 3, p. 2141 - 2155]
FullText 77 Cited 1times 7  Details » Abstract

133-134 Sarief, Abdulla; Haque, SK Manirul; Feroze, Syed Mudabbir; Arifuddin, Mohammed [Journal of the Chinese Chemical Society, 2018, vol. 65, # 9, p.
1104 - 1109]
FullTet 71 Details »  Abstract >

150 ethanol Singh, Navneet; Garg, Geetika [Asian Journal of Chemistry, 2018, val. 30, # 11, p. 2377 - 2382]
FullText 71  Details » Abstract »
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NEx M RIPC—H (FBE1FH)

Main /PC CO7 (without CO7H21 and CO7K)

Main /PC A61K31 with secondary IPC C07

Main IPC A61K without A61K31 and without secondary /PC C07

Main /PC C09B

Main /PC AO1N

There are other more specific IPCs that are covered in Reaxys too:

AO1N - preservation of bodies of humans, animals, plants or parts thereof, and biocides.
A61K - preparations for medical, dental, or cosmetics.

CO7B - general methods of organic chemistry, apparatus thereof.

CO7C - acyclic or carbocyclic compounds.

CO7D - heterocyclic compounds.

CO7F - acyclic or carbocyclic compounds or heterocyclic compounds containing elements other
than carbon, hydrogen, halogen, oxygen, nitrogen, sulfur, selenium, or tellurium.

CO07G - compounds of unknown constitution.

CO7H - sugars, derivatives thereof, nucleosides, nucleotides, nucleic acids (without CO7H21
nucleic acids).

CO07J - steroids.

CO7M - indexing scheme associated with subclasses C07B to CO7K, relating to specific
properties of organic compounds.

CO09B - organic dyes or closely-related compounds for producing dyes, mordants, lakes.

https://service.elsevier.com/app/answers/detail/a_id/11579/kw/ipc/supporthub/reaxys/
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Conditions

palladium/activated carbon In methanol; water at 45 - 50% =

Stage #1: (RS)-pheny -ayridin-2-yl-acetic acid methy| ester With perchlorie acd; hydrogen; asetic i §5¢-

Yield Reference

80.88%  IPCA Laboratories Limited

<t EWIEHR > b fituey
Stage #1: (RS)-phenyl-pyridin-2-yl-acetic acid methyl este Z um
carbon In methanol; acetic acid _Nj
- MIEE i
Rl R IARE., NECRE -
400FFFELL E
e ARYGRILT—AH
v  NMR, UVARYIK)L, SRRAARTKNIL _
~ thsu:a\ Data- 8
* #9500I8 H . 525000 5 &Ll EDT—4 A Meling oint 2

° I_-ﬁ E&"% $& Melting Point, °C

36

~  Identification

36-38

3(5)-aminopyrazole

3(5)-aminopyrazole
C,H.N, 83.0028 605752 1225387-53-0

Identification
Physical Data - 8

Spectra - 5

Reference

Ege; Arnold - [Angewandte Chemie, 1974, vol. 86, p. 237]
Full Text 7  Details »

BASF - CH599162, 1974, DE2400415 [Chem.Abstr., vol. 83, # 179101]
Full Text A Details >

Dorn et al. - [Angewandte Chemie, 1964, vol. 76, p. 920]
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Search Reaxys
esterification of benzoic acid
Substance Molecular Formula, e.g. P{PPh3)3
@f’}q Draw
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B

BASENEIZKY
Benzoic acid®

IATILIEDRFR ] 86
THHAEFRH

/ 1,294
LEREDERBEEDH S 76,021
BIRRIETR |

TS 70,738

Reactions

Documents

Documents

Documents

esterification of benzoic acid

Reaction Query : @ asdrawn AND  Condition : Preview Results ~ View Results
esterification

Edit in Query Builder #* Create Alert [\

Titles, Abstracts, Keywords : esterification, benzoic acid Preview Results < View Results
Edit in Query Builder 4 Create Alert [

Titles, Abstracts, Keywords : esterification Preview Results v View Results
Edit in Query Builder 4 Create Alert [

Titles, Abstracts, Keywords : benzoic acid Preview Results ~/ View Results
Edit in Query Builder & Create Alert [
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Synthesis, single crystal X-ray structure and thermal analysis of a novel polycatenar liquid crystal: Theoretical and o
experimental approaches " - 2 i
iti ~ 3 2 *al®
Bais, Abdul; Ashraf, Zaman; Tahir, Muhammad Nawaz; Perveen, Fouzia; abbas, Mujahid; Ahmed, Imtiaz - [Journal of Molecular Structure, 2019, 3 Conditions Find Similar > Reaction ID: 23669021 <3l
vol. 1177, p. 1 - 8]

Abstract »  IndexTerms A Substances (8 v Full Text 71

Yield
Abstract hit: {..The 3,5-dihydroxy benzoic acid (1) was first converted into corresponding methyi ester (2.} v -phenyl-pyridin-2-yl-acetic acid methyl ester With perchloric acid; hydrogen; acetic zcid; 5%- 89.88%  IPCA Laboratories Limited
vated carbon In methanol; water at 45 - 50°C; under 8826.87 - 11033.6 Torr; for 15 - 18h; EP1607388, 2005, A1

Index Terms & Stage #2: With sodium hydroxide In water Location in patent: Page/Page column 4
Author keyword: Polycatenar liquid crystal, Single-crystal X-ray, Structural characterization, Thermogravimetry (TG) and differential seanning calorimetry (DS ; i str:

o ey - e AN n & W(.T ) y i (= Experimental Procedure - FallTetizy (Dl AT

terms: C p approaches, Molecular electrostatic potentials, Polycatenar, Single crystal x-ray structures,

g Structural ization, Tt imetry analysi
Engineering controlled terms: Benzoic acid, Calorimeters, Computation theory, Coupling agents, Crystal structure, Differential scanning calorimetry, Energy gap, Esters, Liquid Stage #1: (RS)-phenyl-pyridin-2-yl-acetic acid methyl ester With perchloric acid; hydrogen; 5%-palladium/activated 80.88% Kumar, Ashok; Singh, Dharmendra; Patil, Swapnali Hemant; Mahale,
crystals, Molecular oxygen, Nuclear i h i, Th jimetric analysis, X ray powder diffraction

carbon In methanol; acetic acid

Rearys Index Terms: 13C NMR Spectrum, 1H NIMR spectrum, Chemical formula, DFT-B3LYP calculation, Electrostatic potential, Fourier transform infrared spectroscopy, Gibbs free

energy, Hydrogen bond, Mesophase, Steglich esterification, Vibrational frequency, X-ray diffraction, Zero-point vibrational energy, alkylation, attenuated total reflection, band gap,
basis set, bond angle, charge distribution, correlation function, crystal system, cryst

entropy, frontier orbital, heat capacity, highest occupied molecular orbital, hydrolysis,

ne texture, crystallization, density functional theory, differential scanning calorimetry, enthalpy,
ermolecular force, lowest unoccupied molecular orbital, molecular orbital, pi electron,
quantum chemical calculation method, reflection, space group, thermal analysis, thermal property, thermodynamic property, thermogravimetry, vibrational spectrum

Stage #2: With sodium hydroxide In water

Experimental Procedure

Ganesh Devidas; Sawant, Uttamrao Arjunrao
U52005/277667, 2005, AL
Location in patent: Page/Page column 3

Full Tet 74  Details )

Abstract 3

It &R

R

EE

METHYLPHENIDATE
o CF) C,HGNO, 23331 200061 113-45-1
H
. Identification

Physical Data - 20
Spectra - 12

B

\

METHYLPHENIDATE

o
al®

i AR IE

~ Identification

“  Physical Data - 20

~

Melting Point - 2

PitiEHR—=

Bioactivity - 407

Other Data - 228

EET S
AT -

3

Preparations - 13 3
Reactions - 28 >

Documents - 2,875 >

Reference—&

J I e - D e =2

2 Example 2;

Example 2:

a-Phenyl-a-pipyridyl-2-methyl acetate

In a reaction vessel, a mixture of 100 gm a-phenyl-a-pyridyl-2- methyl acetate, 100
ml af 0.1 M perchloric acid in acetic acid in presence of 10 gm Spercent Pd/C (S0pere
ent wet) and 1000 ml methanol were heated to 43-30°C under 12-15 Kgfem? hydrog
en pressure for 15 to 18 hrs.

The catalyst was removed by filtration.

Filtrate was concentrated under reduced pressure and the concentrated mass was dil
uted with water and basified with aquecus sodium hydroxide solution to get the pro
duct a-phenyl-a-pipyridyl-2-methyl acstate.

Yield of product = 92 gm (89.28percent).

Melting Point, °C

75

214-215

Reference

Schleuder; Duerrbeck; Jira - [Pharmazie, 1998, vol. 53, ¥ 6, p. 381 - 386]

Full Text A Cited 3 times A Details > Abstract >

Richter et al. - HU148659, 1959 [Chem.Abstr., 1963, vol. 58, # 10180b]
Full Tet 4  Details >

Show/Hide columns ~~
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URL: https://www.reaxys.com

Quick search

Query builder  Results  Synthesis planner

Search substances, reactions and documents

Reaxys, PubChem, eMolecules, LabNetwork SigmaAldrich

History

Pt(PPh3)3

@(’/Q Draw

O 4> 9558
URL: https://www.reaxys.com/#/login

Signin  Institution signin  Register
Your IP: 1! x
Sign in
With your Reaxys Account
Username
tisobe@elsevier.com

Password
00000000

B | Remember me on this computer
(Do not use on a shared computer!)

Mot Registered?

Sign in via your institution

Forgot your password?

Don't have access yet? Learn more >

Contact sales »
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