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orglist Digest    Thu, 01 Mar 2001 00:03:46 +0000   V01 #145

Today's topics:
     'Re: ORGLIST:  IR Problem'
     'Hai'

----------------------------------------------------------------------

Date: Wed, 28 Feb 2001 11:59:50 +0200
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  IR Problem

Hello Ashutosh,

The assignment you made leaves as only possibility CH2=CH-CH2-OH. This is
because placing the hydroxyl group on the double bond gives an unstable
enol that rearranges to either acetone or propanal, depending on the
position of the OH. However, it is doubtful that the stretching band of the
OH and the broadening effect of hydrogen bond wouldn.t be mentioned as an
important feature of the spectrum.

You are left therefore with an alternative assignment for a double bond,
namely, a carbonyl group, corresponding to either a ketone (acetone) or an
aldehyde (propanal). The high frequency bands you mentioned are in the
stretching and bending frequencies of the carbonyl group, while the lower
frquency band may correspond to a bending mode of a parafinic group. Please
chech, these statements with a table of assignments.

All the best,

Jacob

 ------------------------------

Date: Wed, 28 Feb 2001 17:33:11 -0500 (GMT)
From: "Dr. D.Basavaiah-(RS)" <dbscrs@uohyd.ernet.in>
Subject: Hai

could you please tell me how to dry mercuric acetate [(Hg(OAc)2)]

jayapal

**************************************************************************
Research Scholar
School of chemistry                   Telephone: 3010500 extn:4807
University Of Hyderabad
Hyderabad- 500 046
India

e-mail: dbscrs@uohyd.ernet.in

**************************************************************************
------------------------------
End of orglist Digest V01 #145
******************************

orglist Digest    Fri, 02 Mar 2001 00:03:30 +0000   V01 #146

Today's topics:
     'Synthesis of p-aminobezoic acid and benzocaine'
     'Book info'
     'Re: ORGLIST:  IR Problem'

----------------------------------------------------------------------

Date: Wed, 28 Feb 2001 18:42:53 -0500 (EST)
From: Andy vu <andy_vu@scientist.com>
Subject: Synthesis of p-aminobezoic acid and benzocaine

Dear friends!
I was assign to do a lab report on synthesis "p-aminobenzoic acid and
benzocaine"( human anesthetic). There are several step i need to do:
1. preparaton of N-acetyl-P-toluidine
2. Oxidation to P-acetamidobenzoic.
3. Removal of the Prtective group -(P-aminobenzoic acid).
4. Preparation of benzocaine.

I did this lab quite long time ago, but i forgot all the procedure..and how
the reaction work..please tell me where i can find these procedure..thanx a
lot.

Andy Vu

------------------------------

Date: Thu, 1 Mar 2001 10:59:44 +0530
From: "Ashutosh" <ashujo@yahoo.com>
Subject: Book info

Hello
Can anyone suggest a good introductory book on Bioorganic Chemistry?
Thanks
Ashutosh

------------------------------

Date: Wed, 28 Feb 2001 21:03:54 -0600
From: Kaspar <dko@ou.edu>
Subject: Re: ORGLIST:  IR Problem

Ashutosh,

How do you know what the molecular formula is?  Got NMR?  Did it come
from a bottle with a label on it? Never really known anyone to be
puzzled by a three-carbon structure,  not too many choices really.  Do
your own homework.

K.

 ------------------------------
End of orglist Digest V01 #146
******************************

orglist Digest    Thu, 08 Mar 2001 00:02:48 +0000   V01 #147

Today's topics:
     'Preparation of formamidinesulfinic acid - Orglist Synthetic Letters'
     'Re: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters'

----------------------------------------------------------------------

Date: Wed, 7 Mar 2001 19:51:17 +0100
From: "Jiri Janovsky" <jiri.janovsky@vscht.cz>
Subject: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters

Dear colleagues :

I kindly suggest to establish The Orglist Synthetic Letters, where 
simple and facile preparations of the important organic or inorganic 
compounds would be presented. The following synthesis is the first 
contribution into the forum. This is the original translation from the 
czech hanbook published in 1972. The full citation is mentioned 
below. Your comments are cordially welcomed.

Preparation of formamidinesulfinic acid

116 g of 30 % hydrogen peroxide weight out in a beaker on 
accurate technical balance. Pour the hydrogen peroxide into a 
1000 ml beaker and dilute it with 600 ml of distilled water. Place 
the beaker into a large vessel (e.g. enameled pot) and encase it 
with a mixture of gently grinded ice and sodium chloride. Place the 
glass stirrer powered with electric motor into the liquid and under 
continuing mixing allow the solution to cool down to 5 =B0C. Then, 
during two hours, under the continuing intensive mixing, add with 
spoon small doses of 38 g gently pulverized thiourea. The 
temperature during this process should be between 5 and 20 =B0C. 
Refresh the coolant if necessary. When all amount of thiourea is 
added continue with cooling of the mixture with ice and sodium 
chloride for next 1 hour. Then cool down all mixture close to 
freezing point. Filter the separated formamidinesulfinic acid 
preferably with small glass frit. Wash obtained product with small 
quantity of icy water and then with small portion of methanol. 
Washed acid is dried up in vacuum desiccator upon anhydrous 
calcium chloride.


Characteristics:

Formamidinesulfinic acid forms the colorless fine needles with 
melting point 144 =B0C. Formamidinesulfinic acid is slightly soluble in 
water. Saturated solution contains about 3 % of the acid and pH is 
about 5. It is soluble in acetic acid without decomposition. For its 
reducing properties the acid is useful in industry. Its ammoniacal 
solution rapidly absorbs the oxygen.

Reference:

Klikorka J., Klazar J., Votinsky J., Horak J.:  Introduction into 
Preparative Inorganic Chemistry, SNTL Publishers, Prague 1972, 
page 188 (in Czech).<color><param>0100,0100,0100</param>


Next: Chemical properties of thiourea-dioxide.


With love,

J.Janovsky

Institute of Chemical Technology

Department of Physical Chemistry

5 Technical Street

Prague, CZ 16628

Czech Republic

------------------------------

Date: Wed, 07 Mar 2001 21:40:33 +0100
From: Eugene.Leitl@lrz.uni-muenchen.de
Subject: Re: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters


Jiri Janovsky wrote:
> 
> Dear colleagues :
> I kindly suggest to establish The Orglist Synthetic Letters, where 
> simple and facile preparations of the important organic or inorganic 
> compounds would be presented. The following synthesis is the first 
> contribution into the forum. This is the original translation from 
> the czech hanbook published in 1972. The full citation is mentioned 
> below. Your comments are cordially welcomed.

Dear Jiri, I think it's an excellent idea. I would consider doing it
as an informal collection of recipes in a public database. The 
submission of new entries could involve mailing them to (equally 
informal) peer review, or unreviewed insertion into a webform.
The search interface would be another webform. Simultaneously,
the entire web tree should also be indexed by a popular search
engine such as Google.

Regards,
-- Eugene

------------------------------
End of orglist Digest V01 #147
******************************

orglist Digest    Fri, 09 Mar 2001 00:01:51 +0000   V01 #148

Today's topics:
     'Re: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters'
     'RE:  Preparation of formamidinesulfinic acid - Orglist Synthetic Letters'

----------------------------------------------------------------------

Date: Thu, 08 Mar 2001 07:41:12 -0500
From: Derek McPhee <djmcphee@sympatico.ca>
Subject: Re: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters

Such a website already exists. MolBank (http://www.mdpi.org/molbank/)
publishes such experimental descriptions in one page-per-molecule
format, searchable at http://www.molbank.org by 2D structure,
substructure, author , compound name, etc.

Derek

 ------------------------------

Date: Thu, 8 Mar 2001 07:59:36 -0300
From: "Cesar Barbero" <cbarbero@exa.unrc.edu.ar>
Subject: RE:  Preparation of formamidinesulfinic acid - Orglist Synthetic Letters

Great Idea.
By the way. If you have other procedures for preparation of aliphatic =
and/or aromatic sulphinic acids, they would be most appreciated.
Best Regards
------------------------------
End of orglist Digest V01 #148
******************************

orglist Digest    Sat, 10 Mar 2001 00:00:03 +0000   V01 #149

Today's topics:
     'Re: Preparation of formamidinesulfinic acid - Orglist SyntheticLetters'
     'MESP Data'

----------------------------------------------------------------------

Date: Thu, 8 Mar 2001 15:51:47 +0100 (MET)
From: Eugene Leitl <Eugene.Leitl@lrz.uni-muenchen.de>
Subject: Re: Preparation of formamidinesulfinic acid - Orglist SyntheticLetters


On Thu, 8 Mar 2001, Derek McPhee wrote:

> Such a website already exists. MolBank (http://www.mdpi.org/molbank/)
> publishes such experimental descriptions in one page-per-molecule
> format, searchable at http://www.molbank.org by 2D structure,
> substructure, author , compound name, etc.

I'm missing a mirror, also, it would be nice to have something
informal, such as a WikiWiki: http://www.c2.com/cgi/wiki?WikiWikiSandBox

I've added the Preparation of formamidinesulfinic acid there
as an illustration for an ad hoc recipe depository.

------------------------------

Date: Thu, 08 Mar 2001 22:46:13 +0530
From: "Ashutosh Jogalekar" <quantumashu@hotmail.com>
Subject: MESP Data

Hello everyone
Does anyone know an online database or site where I can view MESP (Molecular 
Electrostatic Potential) diagrams and data for organic molecules?
Thanks

Ashutosh S. Jogalekar
University of Pune

------------------------------
End of orglist Digest V01 #149
******************************

orglist Digest    Tue, 13 Mar 2001 00:04:54 +0000   V01 #150

Today's topics:
     'Ethylene Oxide Generator'
     'None'
     'melt point'

----------------------------------------------------------------------

Date: Sat, 10 Mar 2001 06:56:32 -0800 (PST)
From: antonio regla <areglac@yahoo.com>
Subject: Ethylene Oxide Generator

Dear List Members:

I am interested in generating ethylene oxide in the laboratory. I understand this is a readily available compound in industrialized countries, but it is not so in third world countries such as Mexico, even though we are partners in NAFTA. It is very difficult to get a hold of gaseous reagents, and I was wondering if it was possible to make it in situ in order to be used right away in typical epoxide ring opening reactions with nucleophiles. I would appreciate any help I may get.

Best regards,

Antonio Regla

------------------------------

Date: Mon, 12 Mar 2001 08:58:11 +0200 (EET)
From: Viesturs Lusis <lusis@osi.lv>
Subject: None

Dear colleques,

I would be very appriciated receiving any information of acids
homologation (R-COX --> R-CH2-COOH) by use of dimethylsulfoxonium
methylide.

Thanking in advance.
                 Viesturs Lusis.

***************************************************
Dr. Viesturs Lusis
Latvian Institute of Organic Synthesis
21 Aizkraukles str.
Riga,  LV - 1006
LATVIA
E-mail:  lusis@osi.lv
Phone:  +371 7 551 647
Fax:    +371 7 550 338

------------------------------

Date: Mon, 12 Mar 2001 09:08:55 +0800
From: "Heng Jiang" <hjiang78@hotmail.com>
Subject: melt point

Who can tell me the melt point of 1,2-Bis (3,4-dimethylphenyl) ethane  
[34101-86-5]
Thank you.

PS: can't find this on chemfinder and CRC handbook.

------------------------------
End of orglist Digest V01 #150
******************************

orglist Digest    Wed, 14 Mar 2001 00:01:10 +0000   V01 #151

Today's topics:
     'removing PPh3'

----------------------------------------------------------------------

Date: Tue, 13 Mar 2001 10:26:53 +0300
From: Valentine Ananikov <val@cacr.ioc.ac.ru>
Subject: removing PPh3

 Dear List Members,

I need to remove PPh3 from the reaction mixture. Literature
references suggest using CuCl leading to insoluble complexes
with the phosphine ("PPh3 scavenger").
CuCl works well, however it is air sensitive and usually should
be freshly purified. That makes difficulties in some cases.

Are there any other PPh3 scavengers? Perhaps, the other way
to remove PPh3 from reaction mixture?

Thanks!

best regards, Valentine.

====================================================================
                                             ,         ,      ,   ,
Valentine P. Ananikov                        |\\\\ ////|     /////|
NMR Group                                    | \\\|/// |    ///// |
ND Zelinsky Institute of Organic Chemistry   |  |~~~|  |   |~~~|  |
Leninsky Prospect 47                         |  |===|  |   |===|  |
Moscow,  119992                              |  |   |  |   |   |  |
Russia                                       |  | A |  |   | Z |  |
                                              \ |   | /    |   | /
e-mail: val@cacr.ioc.ac.ru                     \|===|/     |===|/
http://nmr.ioc.ac.ru/Staff/AnanikovVP/          '---'      '---'
  Fax +7 (095)1355328   Phone +7 (095)9383536
====================================================================

------------------------------
End of orglist Digest V01 #151
******************************

orglist Digest    Thu, 15 Mar 2001 00:03:12 +0000   V01 #152

Today's topics:
     'ORGLIST: Chloride to Hydroxide form of Dowex'

----------------------------------------------------------------------

Date: Tue, 13 Mar 2001 20:15:43 +0200
From: Thanasis Gimisis <gimisis@area.bo.cnr.it>
Subject: ORGLIST: Chloride to Hydroxide form of Dowex

Dear Orglist members,

In J. Org. Chem. 1981, 46, 2819-2823 is mentioned in the experimental that:
...the aqueous layer was applied to a column of Dowex 1x2 (200-400 
mesh, OH form) and washed with water and developed with 2% acetic 
acid...
We need to repeat it but we find in the market only the Chloride form 
of 1x2(200-400mesh) Dowex 1 (strongly basic anion exchanger in Gel 
form)
Is it possible to exchange Cl for OH?  Is washing with 4N NaOH 
enough?  Could you give me a procedure/reference or any other input?

Thanks in Advance
-- 
Dr Thanasis Gimisis, Lecturer
Organic Chemistry Laboratory
Department of Chemistry, University of Athens
Panepistimiopolis, 15771 Athens, Greece
Tel.  301-727 4477
Fax. 301-727 4761
gimisis@chem.uoa.gr

------------------------------
End of orglist Digest V01 #152
******************************

orglist Digest    Fri, 16 Mar 2001 00:00:38 +0000   V01 #153

Today's topics:
     'Re: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters'

----------------------------------------------------------------------

Date: Thu, 15 Mar 2001 12:27:05 -0000
From: "Paul Thind" <cma@bluewin.ch>
Subject: Re: Preparation of formamidinesulfinic acid - Orglist Synthetic Letters

Dear Friends,

The idea of publishing useful recipes was discussed at our meeting in
Florida. Members of the ARKIVOC Control Board may have read the suggestions
on this list.

ARKAT Publication will shortly start a new service to receive recipes.

We can use the ARKIVOC Board of Referees to peer review random inputs.
By creating a link with the authors we hope to be able to control quality.
The ARKAT Foundation will create a Template for submissions, and we will do
technical editing and then make the recipes available for online viewing
through searching and index of content and name of authors and reaction
types etc.

The idea is to have high quality and some form of editing when this may be
necessary. Some authors need a helping hand with their english and/or
presentations.

We believe that, in particular, Recipes should come from chemists who have
made improvements to existing methods of prepartions. Ph.D students will be
encouraged to submit recipes.

We are also initiating projects in e-learning for students. If you have
projects you'd like to contribute for free or sell through the ARKAT web
site, please contact me. Development of learning material for all age groups
will be considered.

I look forward to your thoughts.


Best wishes,

Paul Thind


------------------------------
End of orglist Digest V01 #153
******************************

orglist Digest    Tue, 20 Mar 2001 00:03:50 +0000   V01 #154

Today's topics:
     'Acetonitrile pKa'
     'ORGLIST:  Acetonitrile pKa'
     'Cyanoform pKa'

----------------------------------------------------------------------

Date: Mon, 19 Mar 2001 07:55:07 -0600
From: rlarudi@mmm.com
Subject: Acetonitrile pKa

To list:

Greetings!  The pKa of acetonitrile is known to be 24; deprotonation occurs
easily with strong bases or alkali metals.  The pKa of Cyanoform was
measured back in the 50's at Dupont, to be -5 (yes, minus 5!) in either
H2SO4 or HClO4.  A pKa value of 11.2 appears to be too high for
malononitrile; it could be around 4-6.

------------------------------

Date: Mon, 19 Mar 2001 09:28:19 -0800
From: Jim Sims <jsims@ucrac1.ucr.edu>
Subject: ORGLIST:  Acetonitrile pKa

Cram's carbanion book lists the pKa of acetonitrile, malononitrile, and
cyanoform respectively as 25, 12, and 0.  Reference quoted: JACS, 75, 2439
(1953).

Professor Jim Sims
Department of Plant Pathology
University of California, Riverside
Riverside, CA  92521
Voice:  909 787 4127
FAX     909 787 4294

------------------------------

Date: Mon, 19 Mar 2001 12:16:59 -0600
From: rlarudi@mmm.com
Subject: Cyanoform pKa

There was some discussion 1-2 years ago on acetonitrile pKa and I was
curious to find out if the pKa of malononitrile and Cyanoform had been
measured recently.  The pKa for Cyanoform was measured in either H2SO4 or
HClO4, as - 5.13 (JACS, 83, 4288 (1961)),  I am still not sure about the
pKa of malononitrile.

------------------------------
End of orglist Digest V01 #154
******************************

orglist Digest    Wed, 21 Mar 2001 00:01:00 +0000   V01 #155

Today's topics:
     'None'
     'basicity of C=O vs. P=O'

----------------------------------------------------------------------

Date: Mon, 19 Mar 2001 20:05:51 -0800 (PST)
From: Amy Austin <just4aa@yahoo.com>
Subject: None

When oxo groups participate in nucleophilic attack,
the mechanism is usually written with the pi electrons
donating to the electrophile. However, I have recently
seen a mechanism in which the nonbonding electrons
were donated. Is there a preference for which
electrons donate? Perhaps electrons are defuse enough
that both sourses donate? Thanks in advance.

------------------------------

Date: Tue, 20 Mar 2001 09:22:12 +0200
From: eli breuer <breuer@cc.huji.ac.il>
Subject: basicity of C=O vs. P=O

Hello everybody,

I need pK data which could predict the site of monoprotonation in a
molecule which contains a carbonyl, C=O, and a phosphoryl P=O group (in
other words the basicities of the two groups).

Eli Breuer 

------------------------------
End of orglist Digest V01 #155
******************************

orglist Digest    Thu, 22 Mar 2001 00:01:30 +0000   V01 #156

Today's topics:
     'Re: ORGLIST:  basicity of C=O vs. P=O'

----------------------------------------------------------------------

Date: Tue, 20 Mar 2001 16:04:54 +0200
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  basicity of C=O vs. P=O

Hello Eli,

It seems to me that this is a difficult question on various accounts:

1. If you have an aqueous solution protonation of carbonyl may catalyze in
certain cases enolization or diol formation, while I'm not aware of of
similar processes taking place with phosphoryl.

2. Knowing pKa's of carbonyl and phosphoryl compounds of similar structure
may not be enough for a decision when both groups are on the same molecule.
If the groups are close enough to each other they may strongly affect the
basicities by mutual inductive or conjugative effects.

3. If the stereochemistry is favorable you may be unable to tell where was
the proton attached due to hydrogen bonding between the groups.

You may find relevant information in the carbonyl and phosphoryl volumes of
Patai's series "The chemistry of functional groups," as they usually have a
chapter on acid-base properties.

All the best,

Jacob
x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x
ATTENTION: NEW AREA CODES FOR PHONE AND FAX

Prof. Jacob Zabicky                                 Tel.
972-8-6461271/6461062/6472754
Institutes for Applied Research             Fax. 972-8-6472969
Ben-Gurion University of the Negev       Private: POB 12366, Beer-Sheva 84863
POB 653, Beer-Sheva 84105, ISRAEL                Tel. 972-8-6496792
http://profiler.bgu.ac.il/site/main.cfm
x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x-x

------------------------------
End of orglist Digest V01 #156
******************************

orglist Digest    Thu, 29 Mar 2001 00:04:57 +0100   V01 #157

Today's topics:
     'ACD/Labs Workshop to be held at the ACS Spring Conference'

----------------------------------------------------------------------

Date: Wed, 28 Mar 2001 09:40:32 -0500
From: "Robin Martin" <robin@acdlabs.com>
Subject: ACD/Labs Workshop to be held at the ACS Spring Conference

Are you planning to attend the 221st ACS National
Meeting to be held April 1-5, 2001 in San Diego, CA?
http://www.acs.org/meetings/sandiego2001/

If so, we would like to invite you to attend the
**ACD/Labs Workshop** to be held the morning of Wednesday, 
April 4, in the Pacific Room from 9 to 12 noon at the Hilton
San Diego (Gaslamp Quarter Hotel, 401 K Street).  
Each registered attendee will be provided with a free pass 
to the ACS Trade Show.

To register, or if you need more information, 
just send e-mail to info@acdlabs.com.

This informal meeting for users and prospective
users of ACD software will show how ACD can help
you do advanced chemistry training in the classroom.  
The ACD tools for educators that will be covered include:
- ACD/Interactive Lab;
- New features in ACD naming software;
- Desktop processing of spectroscopic data (NMR, MS, 
  LC-MS, GC-MS, UV, vis, Raman, and IR); and
- Desktop processing of chromatographic data.

Even if you are unable to make it on Wednesday, we hope you
will drop by booth #1313 at some point during the conference!

Posted on behalf of
Scott MacDonald
Account Manager and ACD/Labs Workshop Organizer
scott@acdlabs.com


Robin Martin, Ph.D.
Technical Support Specialist
Advanced Chemistry Development, Inc.
90 Adelaide St. W, Suite 702
Toronto, ON  M5H 3V9
Canada
Phone: 416-368-3435 ext 233
Toll Free: 1-800-304-3988 ext 233
Fax: 416-368-5596
URL: http://www.acdlabs.com
email: robin@acdlabs.com
------------------------------------
Free IUPAC Naming available through 
ACD's online prediction service, I-Lab.
Find out more about I-Lab from
http://www.acdlabs.com/ilab/
------------------------------------

------------------------------
End of orglist Digest V01 #157
******************************


