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orglist Digest Sat, 04 May 2002 00:01:01 +0100 V01 #149

Today's topics:
'cicutoxin'
'Diastereotopic shifts'
'BCl3'
'RE: ORGLIST: Diastereotopic shifts'
'Re: ORGLIST: Diastereotopic shifts'

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

Date: Wed, 01 May 2002 12:30:24 +0300
From: Uno Maeorg <uno@chem.ut.ee>
Subject: cicutoxin

Dear colleagues,

I'm looking for the method of determination of cicutoxin (toxin from Cicuta
virosa) and for conhydrine, pseudoconhydrine and coniine (toxins from
Conine maculatum L.). Can anybody give me source for this? Are somewhere
available the pure standards for determination of these compounds?

Regards
Dr. Uno Maeorg

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

Date: Fri, 3 May 2002 11:49:23 +0300 (EEST)
From: "Plamen Angelov" <angelov@argon.acad.bg>
Subject: Diastereotopic shifts

Dear all,
It is well known that diastereotopic protons give differently shifted
signals in the 1H-NMR spectrum, but what about difference as great as 1 -
1.5 ppm? Do you think it is possible and has anyone ever observed such a
fenomenon?

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

Date: Fri, 03 May 2002 02:44:14 -0400
From: Merlin <medchem@worldnet.att.net>
Subject: BCl3


Currently I am using BCl3 to perform a Me-O cleavage.

Has anyone used this rgt?

Thank you in advance.

Cheers!
--
George D. 'Merlin' McCallion
Associate Research Scientist
Chemical Development
Sanofi-Synthelabo Research
25 Great Valley Parkway
Malvern, PA 19355
United States

Office: 610.889.6294
Fax: 610.889.6367
E: George.McCallion@sanofi-synthelabo.com

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

Date: Fri, 03 May 2002 09:05:45 -0400
From: "Roux, Stephane" <RouxS@corning.com>
Subject: RE: ORGLIST: Diastereotopic shifts

Yes, I saw that in C60 derivatives between a hydrogen just above the surface
and the other one in a C60-retinol A adduct.

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

Date: Fri, 3 May 2002 14:23:27 +0100
From: "Rzepa, Henry" <h.rzepa@ic.ac.uk>
Subject: Re: ORGLIST: Diastereotopic shifts


>Dear all,
>It is well known that diastereotopic protons give differently shifted
>signals in the 1H-NMR spectrum, but what about difference as great as 1 -
>1.5 ppm? Do you think it is possible and has anyone ever observed such a
>fenomenon?

I have certainly seen 2ppm in my time. The anisochronicity
is determined by a 1/r6 dependence, and since it can persist out
across quite a few bonds, I suppose it must be very strong at
shorter distances.

-- 

Henry Rzepa.
+44 (0870) 132 3747 (eFax) +44 0778 6268 220 (Mobile)
http://www.ch.ic.ac.uk/rzepa/ Dept. Chemistry, Imperial College, London, SW7 2AY, UK.

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

orglist Digest Tue, 07 May 2002 00:04:37 +0100 V01 #150

Today's topics:
'looking for a suitable journal'
'Re: ORGLIST: BCl3'
'chiral quinazolinones'
'4-nitrophenylisothiocyanat'

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

Date: Mon, 06 May 2002 15:51:34 +0200
From: Ivo Ivanov <i.ivanov@pharmfac.acad.bg>
Subject: looking for a suitable journal


Dear Orglist Members,

Recently, I have read several articles, even in good journals (e.g. Tetr. 
Lett.), that were totally wrong and/or contained many chemical faults. For 
instance, I have read two papers in 'Il Farmaco' and 'Eur. J. Med. Chem.', 
respectively, which tried to convince me that hymecromone (Mendiaxon) could 
build metal complexes with the ions of La, Ce, Zn, Fe, etc. But actually, 
the authors isolated merely the starting material, i.e. hymecromone itself 
mixed with some metal hydroxide. Proofs for that are given in the spectral 
sections of the same papers but the authors didn't notice them. Of course, 
publications like this become useless or misleading.

Hence my question:

Are there good chemical journals where papers are accepted which criticize 
such kind of papers -- containing obvious nonsense and/or absence of 
chemical common sense.

I would greatly appreciate any suggestion.

Best regards,
Ivo Ivanov
________________________________________________

Dr. Ivo C. Ivanov
Department of Organic Chemistry
Faculty of Pharmacy, Medical University of Sofia
________________________________________________

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

Date: Mon, 06 May 2002 08:49:23 +0200
From: Sharon Stone-Elander <sharon.stone@ks.se>
Subject: Re: ORGLIST: BCl3


Hi!
We used BCl3 to perform a Me-O-Ph cleavage previously and were not 
impressed, though it was the best of the reagents we tested at the 
time.
We recently revisted the problem and have found that CH3SO3H, with 
microwave or conventional heating is both faster and, with the 
compounds we tested, appears to be cleaner.
The paper is available on line in J. Labelled Cpd Radiopharm. The reference is
Fredriksson A. and Stone-Elander S. (2002) Rapid microwave-assisted 
cleavage of methyl phenyl ethers: New method for synthesizing 
desmethyl precursors and for removing protecting groups. J- Labelled 
Cpd. Radiopharm. 45, 529-538.

With greetings,
Sharon Stone-Elander
++++++++++++++++++++++++++++++++++++++++
Sharon Stone-Elander, Ph.D.
Professor of Medicinal Radiochemistry, Karolinska Institute
Department of Clinical Neuroscience, Positron Emission Tomography
Mailing address:
Karolinska Pharmacy, Karolinska Hospital, S-171 76 Stockholm, Sweden
Email: sharon.stone@ks.se; Tel. +46 8 5177 53 31; Fax. +46 8 30 73 46
++++++++++++++++++++++++++++++++++++++++
 
------------------------------

Date: Fri, 03 May 2002 15:13:13 +0000
From: "MOHAMMAD ARFAN" <arfanmohammad@hotmail.com>
Subject: chiral quinazolinones


I am interested in 4(1 H)-Quinazolinones synthesis and need information about any synthesis reported on the synthesis of chiral 4(1 H) -Quinazolinones. Anybody having published in this area?

Mohammad Arfan, Ph.D
Associate Professor
Department of Chemistry
University of Peshawar
Peshawar, Pakistan

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

Date: Sat, 4 May 2002 06:42:08 +0700
From: "Truong Phuong" <phuongnq@hcm.fpt.vn>
Subject: 4-nitrophenylisothiocyanat

Dear colleagues,
I'm looking for the method of synthesis of 4-nitrophenylisothiocyanat. 
Can anybody give me source for this?
Regards
PhD. TRUONG PHUONG

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


orglist Digest Wed, 08 May 2002 00:02:01 +0100 V01 #151

Today's topics:
'Re: ORGLIST: looking for a suitable journal'
'Oxydation of sec-allilic alcohols..'

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

Date: Tue, 07 May 2002 09:13:35 +1100
From: Richard Prankerd <richard.prankerd@vcp.monash.edu.au>
Subject: Re: ORGLIST: looking for a suitable journal

Ivo:

You touch on a sore point. Over the years I have written several letters to
journal editors to correct faults in published papers - faults that have
escaped the authors, the reviewers and the editor. If I had time, I could have
written quite a few more similar letters. One of the things which also annoys
me is that authors have missed important references in the field, even from
recent volumes in the same journal.

It appears to me that there is too much pressure to publish quickly, not enough
competent people to review manuscripts, and perhaps editors who are held to
unrealistic deadlines by their publishers. Thus, careful review of all the
evidence presented is not done in many cases.

I would suggest that if you are irritated by papers which do not correctly
interpret the data presented, then write a letter to the editor of the journal
which published the paper, and requesting that your letter be published. Set
out your arguments accurately and dispassionately. If the editor is doing
his/her job, then your letter should be forwarded first to the original authors
for any possible comment or rebuttal. After a short interval, the editor should
then simultaneously publish your letter and the rebuttal, if there is any. So
far, none of the letters that I have written have received any rebuttal. You
should only write such letters for which there is concrete evidence in the
original paper that supports your position.

Regards
Richard
 
--
Richard J. Prankerd, PhD
Senior Lecturer
Victorian College of Pharmacy, Monash University
381 Royal Pde., Parkville VIC 3052

Phone: INT+613-9903-9003
Phax: INT+613-9903-9583

Drugs need to be designed with delivery components in mind - Takeru Higuchi

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

Date: Tue, 07 May 2002 07:49:47 +1100
From: "Dmitry Kuklev" <dvkuk@hotmail.com>
Subject: Oxydation of sec-allilic alcohols.


Dear Collegues,
I am looking for a soft technique for secondary allilic alcohols oxydation 
towards the corresponding conjugated ketons. Does anybody know any recipy? 
Thank you in advance, Dima.

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


orglist Digest Thu, 09 May 2002 00:00:49 +0100 V01 #152

Today's topics:
'RE: ORGLIST: looking for a suitable journal'

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

Date: Wed, 8 May 2002 20:03:41 +0200
From: "Paul Thind" <cma@bluewin.ch>
Subject: RE: ORGLIST: looking for a suitable journal

Dear Sir,

Perhaps you should consider publishing in ARKIVOC, your free online journal
of organic chemistry. Please visit http://www.arkat.org . The beauty about
the internet medium is that faults can be corrected at anytime and missing
references can be added. The review process does not have to end with the
one or two traditional referees, who are often busy and sometimes careless,
in reviewing manuscripts and giving timely feedback. In fact, readers can be
encouraged to comment on mistakes, which can either be simply corrected (if
these are minor and obvious) or sent back to the authors for their comments.
The medium allows for real interaction between the publishing authors and
the readers as we provide online e-mail address of each corresponding
author(s).

The internet allows for rapid publication and thus satisfies the wishes of
authors who want to create a record.

Arkat, Zurich is interested in publishing educational content for students
and teachers. However, to date we have found that scientists are far less
willing to provide content than one might imagine. The established
scientists have relationships with their publishers, and the young ones are
probably too timid.

The Arkat Foundation, Zurich does not have influence of any interest group.

Regards,

Arkat Foundation
Zurich

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

orglist Digest Fri, 10 May 2002 00:00:27 +0100 V01 #153

Today's topics:
'RE: ORGLIST: looking for a suitable journal'
'Re: ORGLIST: looking for a suitable journal'

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

Date: Thu, 9 May 2002 10:51:58 +0100
From: "Rzepa, Henry" <h.rzepa@ic.ac.uk>
Subject: RE: ORGLIST: looking for a suitable journal

List members might also be interested in

http://www.arkat-usa.org/ for another free online formal journal
named ARKIVOC (ISSN 1424-6369 ).

There is also the preprint forum at http://www.chemweb.com/ where
the chemistry preprint server encourages comments. The latter of
course, as a preprint, is expected to be more formally published
in another journal if it survives its public exposure as the preprint.

The issue of whether the "organic" community wishes to
have "quality control" via preprints or formal but discussable
publications is an interesting one.

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

Date: Thu, 9 May 2002 11:10:41 +0100
From: "Darren Rhodes" <drhodes@globalnet.co.uk>
Subject: Re: ORGLIST: looking for a suitable journal
Dear Paul Thind
Could you tell myself and the orglist members the who owns the copyright to
the papers that are published in Arkivoc?

Darren Rhodes.

ps Forgive me if this is obvious from your website.

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


orglist Digest Sat, 11 May 2002 00:01:31 +0100 V01 #154

Today's topics:
'Re: ORGLIST: looking for a suitable journal'

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

Date: Fri, 10 May 2002 08:07:22 +0100
From: "Rzepa, Henry" <h.rzepa@ic.ac.uk>
Subject: Re: ORGLIST: looking for a suitable journal


>Dear Paul Thind
>Could you tell myself and the orglist members the who owns the copyright to
>the papers that are published in Arkivoc?
>
>Darren Rhodes.
>
>ps Forgive me if this is obvious from your website.


This of course is the topic of major debate, particularly in the
"Openarchives" initiative. The consensus is that the community
is moving from publishers owning "all rights forever" to
authors granting "rights to publish" to authors "self archiving" .

We have promoted the concept of a datument", a document which
includes "machine processable" information (such as molecule
connection tables,spectral data, physical data, units, etc) seamlessly
combined within the document. The ownership of such a semantically
rich object is even more important to establish. Most publishers we
ask about this refuse to comment (they are very very afraid of the
implications).

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


orglist Digest Sun, 12 May 2002 00:03:21 +0100 V01 #155

Today's topics:
'RE: ORGLIST: looking for a suitable journal'

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

Date: Thu, 9 May 2002 18:04:42 +0200
From: "Paul Thind" <cma@bluewin.ch>
Subject: RE: ORGLIST: looking for a suitable journal


Dear Darren Rhodes,

The copyright are jointly owned by the publishing authors (or their
institutions) and the Arkat Foundation, Zurich. Authors can publish the same
manuscripts from their own web site or that of their institution. The Arkat
Foundation will not charge for access to the manuscripts. Furthermore, the
Arkat Foundation will publish submitted educational material and charge for
access only if the author(s) wish to sell it online. The Arkat Foundation
encourages authors to submit content for free viewing as our primary
objective is to help the less well off. Also, selling content and collection
is a costly process which we do not wish to undertake.

There are absolutely no preconditions for publishing in ARKIVOC. The Arkat
Foundation will not build up the content and then come to an arrangement
with a commercial publisher or an established society.

Kind regards,


Paul Thind
Arkat Foundation, Zurich

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


orglist Digest Tue, 14 May 2002 00:01:44 +0100 V01 #156

Today's topics:
'RE: ORGLIST: looking for a suitable journal'
'HOMO energies of zinc ketone and ester enolates'

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

Date: Sat, 11 May 2002 17:51:22 +0200
From: "Paul Thind" <cma@bluewin.ch>
Subject: RE: ORGLIST: looking for a suitable journal


From: The Arkat Foundation, Zurich - "Share what you know".

Dear Henry Rzepa,

I think I have responded to the question of Copyright. The Arkat Foundation
fully supports the "Openarchives" initiative and we would consider adopting
any constructive changes to Copyright as long as we can prevent abuse and
duplication of content by unauthorised third parties.

Arkat Foundation, encourages the publication of "datment". Datment, in the
future, may lead to unforeseen problems associated with multiple server side
maintenance, whereby imbedded links break or due to new developments if
content has to be migrated.

Ownership is far more important if content is to be sold, which the Arkat
Foundation does not intend.

In addition to data, technology will soon permit, "voice links" in
documents!

I think these are important and far reaching issues. This forum is ideal to
discuss and implement changes.

Kind regards,

Paul Thind
Arkat Foundation, Zurich

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

Date: Mon, 13 May 2002 12:33:46 +0200
From: Sorin Filip <sorin.filip@uni-bielefeld.de>
Subject: HOMO energies of zinc ketone and ester enolates

Dear list members,

Could you suggest which is the best computational method for the estimation of HOMO energies of some zinc ketone and ester enolates ?

Thank you,
Sorin

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


orglist Digest Wed, 15 May 2002 00:01:42 +0100 V01 #157

Today's topics:
'Re: RE: ORGLIST: looking for a suitable journal'
'Chemistry Education'

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

Date: Mon, 13 May 2002 11:28:56 -0400 (EDT)
From: "G. Robert Shelton" <rshelton@chem.ufl.edu>
Subject: Re: HOMO energies of zinc ketone and ester enolates

Sorin,

I would use b3lyp/lanl2dz. If you need something even more accurate, you
will still need to use the lanl2dz basis set for the metal, but the
smaller atoms (carbon) you could use a larger more diffuse basis set than
the default for lanl2dz (which is something like D95).

-Bob

G. Robert Shelton
Graduate Student
Department of Chemistry
University of Florida

"While stuck on this planet, take nothing but photographs, leave nothing
but footprints, kill nothing but time."

"The world isn't run by weapons anymore, or energy, or money. It's run by
little ones and zeroes, little bits of data. It's all just electrons."


------------------------------
Date: Tue, 14 May 2002 09:59:38 -0400
From: "Rahim Kaba" <rahim@acdlabs.com>
Subject: Chemistry Education

Hello ORGLIST,

ACD invites you to visit our newly designed and improved Educators web page.
Dedicated to the needs of educators and academics, the information-rich page
now includes even more links and resources to enhance learning and teaching
in chemistry. Visit: http://www.acdlabs.com/educators/

Best Regards,

Rahim Kaba
Advanced Chemistry Development Inc.

E: rahim@acdlabs.com
W: www.acdlabs.com

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

orglist Digest Sat, 18 May 2002 00:00:20 +0100 V01 #158

Today's topics:
'Star Pick Award'

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

Date: Thu, 16 May 2002 15:15:47 -0400
From: "Rahim Kaba" <rahim@acdlabs.com>
Subject: Star Pick Award

Do you know of a really cool chemistry-related website? Let us know!

Nominate it for an ACD Star Pick Award at:
http://www.acdlabs.com/educators/spwinners.html#form. We recognize the hard
work of all those that deliver innovative and useful web-based chemistry
information to the world-at-large. We invite you to nominate your favorite
site!

Best of luck,

Rahim Kaba
Advanced Chemistry Development, Inc.

E: rahim@acdlabs.com
W: www.acdlabs.com

------------------------------
End of orglist Digest V01 #158
******************************


Today's Topics:

   1. First message from the new domain ORGLIST.NET (J.Aires de Sousa)
   2. Napster Library for Science (Darren Rhodes)

--__--__--

Message: 1
Date: Mon, 20 May 2002 14:20:30 +0100
From: "J.Aires de Sousa" <jas@mail.fct.unl.pt>
To: everybody@orglist.net
Subject: ORGLIST:First message from the new domain ORGLIST.NET

Dear ORGLIST members,

as planned, ORGLIST started operating today under its own domain
orglist.net.

The web site ( http://www.orglist.net ) took a new layout and added new
functionality. I must thank Dr Yuri Binev for his help in the design and
configuration of the new system.

FROM NOW ON, TO POST A MESSAGE TO THE WHOLE LIST YOU SHOULD SEND IT TO
everybody@orglist.net

Subscription options can be changed at the web site. As before, the
archive of the list can be browsed and searched on the web site.

If you know of web links to orglist, please inform the webmasters about
the changes in the url and email addresses for subscribing,
unsubscribing and posting.

In response to my last email, only two people accepted to share with me
the costs of orglist. It costed US$ 225 (1 year of web hosting and
mailing list service, and 2years of domain name). Those willing to contribute please contact me.
They will be publicly acknowledged and will win an email account under
the domain orglist.net for one year! 

Joao Aires de Sousa
ORGLIST coordinator
coordinator@orglist.net

--__--__--

Message: 2
From: "Darren Rhodes" <drhodes@globalnet.co.uk>
To: <everybody@orglist.net>
Date: Mon, 20 May 2002 15:05:01 +0100
Subject: ORGLIST:Napster Library for Science

Does anyone know what happened to the Napster library for science???

Darren.

--__--__--

Today's Topics:

   1. (no subject) (Yuehui Zhou)
   2. crystallization (Kees Bakker)
   3. Re: crystallization (Jacob Zabicky)
   4. crystallization (Soren R. Jensen)

--__--__--

Message: 1
From: "Yuehui Zhou" <yuehuizhou@hotmail.com>
To: everybody@orglist.net
Date: Mon, 20 May 2002 17:16:52 +0000
Subject: ORGLIST:(no subject)

There are only very few examples (In March's Advanced Organic Chemistry) for 
the reduction from alkyl carboxylic acid esters to methyl group. Anyone 
knows more recent examples? Thanks!

Y. Zhou
--__--__--

Message: 2
From: "Kees Bakker" <kees_bakker@planet.nl>
To: <everybody@orglist.net>
Date: Mon, 20 May 2002 21:30:32 +0200
Subject: ORGLIST:crystallization

Dear all,

one of the biggest problems that I face in organic chemistry is: how to
crystallize a new organic compound. Especially when you expect the compound
to be crystalline.
So I am looking for all kinds of tips and tricks on crystallization.

Thanks for help.

Kees

--__--__--

Message: 3
Date: Tue, 21 May 2002 16:08:09 +0300 (IDT)
To: "Kees Bakker" <kees_bakker@planet.nl>, <everybody@orglist.net>
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:crystallization

Hello Kees,

Some suggestions not in order of incresing or decreasing importance, but
all stemming from self experience. You make your own decisions about the
safety measures that fit the case.

1. SCRATCHING
Organic chemists strongly believe that placing a solution in a test tube or
Erlenmayer flask and scratching the vessel with a glass rod will cause
nucleation.  Possible disadvatages: a) you scatched the vessel until it
became opaque and useless, and ended up with a suspension of fine glass
instead of fine crystals; b) involuntarily you hit the bottom of the vessel
with the rod and break it.

2. SEEDING
Supersaturated solutions will crystalize when a few grains of the same material
is thrown in. I understand there's a catch to that, because the compound is
new and this is the first time since the creation of the universe anybody
will have a glimpse at such crystals if you succeed. Well, no worry . . .
sometimes  crystals of a similar compound, or any crystals at that, will do
the trick.  It is said that old organic chemists carry sufficient seeds in
the sleeves of their lab-robes to make crystallyze anything. So, a good
practice is never send the robe to the laundry to start collecting the
valuable seeds. Possible disadvantages: Old lab-robes tend to smell if you
dont wash them.

3.  COOLING
Perhaps your solution has not yet reached saturation and the impuries add
to that, lowering the mp of the stuff you are looking for. Gradually cool
the stuff, possibly with some scratching. Possible disadvantages: an oily
goo separates and never crystallizes.

4. SLIGHTLY CLEANING UP
Perhaps the impuries don't let the stuff crystallize. You can clean up the
solution with a bit of active charcoal, active alumina or  silica. Possible
disadvantages: your stuff clings stronger to the solid agent than the
impurities.

5. DRY COLUMN CHROMATOGRAPHY
Run your solution through a dry column until it reaches the bottom,  cut out
the various sections (UV lamp detection, discoloration or some simple
reactions on little samples taken from it), extract the compound and try
again. Possible disadvantages: nobody knows how to make a good dry column.

6.  FORGETTING ABOUT IT
Place the solution uncovered in a dark cupboard and forget about it. After
a few days you open the cupboard looking for something else, and lo and
behold! the most beautiful crystals formed. Possible disadvantages: a) the
think doesn’t work because you cannot forget about it and keep opening the
cupboard every few hours, disturbing the delicate mechanism; b) you really
forgot about it for a long time and the thing dried up and grew moulds that
ate the stuff.

7. FORCING SYNTHESIS
If possible, place the reagents in a solvent that dissolves them only
slightly, and shake the suspension overnight (overday is no good). If the
reagents can't help it, they'll react in solution and the product
precipitates. Possible disadvantages: the thing doesn't work and you
spoiled good reagents and wasted long nights.

8. MISCELLANEOUS
All these worked on one occasion or other: Adding bad solvents  to promote
precipitation, salting out,  slightly heating, praying, buying it from
Aldrich (somebody prepared it but didn't publish it, just sold it), etc.
Possible disadvantages: none, because by now you've hopelessly given up,
and, if there's the slightest hope, welcome!

All the best,

Jacob

--__--__--

Message: 4
Date: Tue, 21 May 2002 16:00:04 +0200
To: everybody@orglist.net
From: "Soren R. Jensen" <srj@kemi.dtu.dk>
Subject: ORGLIST:crystallization

Dear Kees,

I can agree to most of what Jacob wrote. But I will expand a little on point 6:

In my experience the best thing is to find a solvent in which the compound 
is not too soluble - e.g. 1g in 25-50 ml at r.t. (it will probably be much 
more soluble at higher temperatures and less at 0 C).

You also need another solvent with the following 2 properties: 1) the 
compound must be very soluble in it, and 2) the boiling point must be lower 
than that of the first.

Place 1g of your compound in a flask and add 10 ml of solvent 1. Add also 
1-10 ml of solvent 2 and see to it that all the compound goes into solution 
by swirling or stirring. Now leave the solution without a stopper 
(overnight? - some laboratory dust is probably good) until you can see some 
precipitation of the compound. If you get crystals - fine. If it is oily - 
you failed, and you can try again. You can also use other solvents and 
change proportions.

This does not always work. I still have an oily substance which I started 
to work on in 1985. It is a sugar-benzoate, and I feel certain that it 
should be crystalline. I look to it almost every year when I remember and 
re-dissolve it in a little EtOH, and leave it to evaporate.

Good luck - Soren
<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>-<>
Soren Rosendal Jensen
Department of Chemistry 
Kemitorvet, Build. 201 
Techn. University of Denmark
DK-2800 Lyngby, Denmark
tel:  +45 4525 2103; fax: +45 4593 3968
http://organisk.kemi.dtu.dk/staff/vip/srj/srjpage.htm

--__--__--


Today's Topics:

   1. First message from the new domain ORGLIST.NET (J.Aires de Sousa)
   2. Napster Library for Science (Darren Rhodes)

--__--__--

Message: 1
Date: Mon, 20 May 2002 14:20:30 +0100
From: "J.Aires de Sousa" <jas@mail.fct.unl.pt>
To: everybody@orglist.net
Subject: ORGLIST:First message from the new domain ORGLIST.NET

Dear ORGLIST members,

as planned, ORGLIST started operating today under its own domain
orglist.net.

The web site ( http://www.orglist.net ) took a new layout and added new
functionality. I must thank Dr Yuri Binev for his help in the design and
configuration of the new system.

FROM NOW ON, TO POST A MESSAGE TO THE WHOLE LIST YOU SHOULD SEND IT TO
everybody@orglist.net

Subscription options can be changed at the web site. As before, the
archive of the list can be browsed and searched on the web site.

If you know of web links to orglist, please inform the webmasters about
the changes in the url and email addresses for subscribing,
unsubscribing and posting.

In response to my last email, only two people accepted to share with me
the costs of orglist. It costed US$ 225 (1 year of web hosting and
mailing list service, and 2 years of domain name). Those willing to contribute please contact me.
They will be publicly acknowledged and will win an email account under
the domain orglist.net for one year! 

Joao Aires de Sousa
ORGLIST coordinator
coordinator@orglist.net

--__--__--

Message: 2
From: "Darren Rhodes" <drhodes@globalnet.co.uk>
To: <everybody@orglist.net>
Date: Mon, 20 May 2002 15:05:01 +0100
Subject: ORGLIST:Napster Library for Science

Does anyone know what happened to the Napster library for science???

Darren.

--__--__--


Today's Topics:

   1. re: crystallization (Jacobo Cruces)

--__--__--

Message: 1
Date: Tue, 21 May 2002 17:56:35 +0200
To: everybody@orglist.net
From: Jacobo Cruces <jacobo.cruces@galchimia.com>
Subject: ORGLIST:re: crystallization

Dear all:

During my Ph.D. I have surely employed all the methods Jacob has commented.
However I remember a small tip which maybe deserves special attention. Some
lab mates trying to isolate crystals for X-ray used exclusively material
recently purchased. I mean, completely new. They told me crystallizations
carried out with new, untouched material are better and easier.

greetings


Dr. Jacobo Cruces
Research Manager
GalChimia, S.L.
Cebreiro, s/n O Pino
15823 A Coru=F1a
SPAIN

Phone: +34 981 814 506
Fax: +34 981 814 507
Home: www.galchimia.com

--__--__--

Today's Topics:

   1. Re: crystallization (Yuehui Zhou)
   2. Re:   Spectra similarity indexing (mohamad mukharir)
   3. Re:   Spectra similarity indexing (Jacob Zabicky)
   4. Re:   Spectra similarity indexing (Plamen Angelov)

--__--__--

Message: 1
From: "Yuehui Zhou" <yuehuizhou@hotmail.com>
To: kees_bakker@planet.nl
Cc: everybody@orglist.net
Subject: Re: ORGLIST:crystallization
Date: Thu, 23 May 2002 04:14:19 +0000

Hi, Kees!

Jocob seems to have mentioned everything about the re-crystalization. 
Especially the patience is very important as Jacob said, cover the glass 
with the solution by a piece of polyolefin and forget it for a while. You 
will be often surprized.

Also the suitable solvent is important. You can start with n-hexan, ether, 
ethylacetate, ethanol, methlenechloride. For compounds with low melting 
point (40-60C, they are mostly also very soluble) solvents with low poining 
point such as ether may be good solvent. For compounds of high melting point 
such as disperse dyestuffs you may need solvent with high boiling point such 
as buthanol or DMF. Methlenechloride seems to be good for many compounds if 
you have patience, especially if you want a big crystal for x-ray analysis 
(put the covered glass away for a while).
  Good luck!

Yuehui ZHou

--__--__--

Message: 2
Date: Thu, 23 May 2002 05:14:16 -0700 (PDT)
From: mohamad mukharir <mohamad_mukharir@yahoo.co.uk>
Subject: Re: ORGLIST:  Spectra similarity indexing
To: mohsen fouad <fouad_m_m@yahoo.com>
Cc: everybody@orglist.net

Dear Mohsen,
Thank You very much for your kind attention, 
I need a help for my problem in spectrum comparation (or matching). when I scan a sample using IR spectro, I have difficulty to decide whether the spectrum I got is what I want. I try to solve it by scanning some references, but I found that there are some difference between the sample's and the reference's spectra. so I search through internet for the problem and I found a simple equation 
P=A/n     
where P is matching factor  A  is agreements for some selected peak ( strongest peak ) between sample's and standard's spectra, and n is the number of selected strongest peak. This equation was  used in MS spectral guessing for some instruments. but i'm not so satisfied with this answer. because there are some differences between IR and MS spectral properties. IR spectrum have tendency to vary in it's wave number, not like MS spectrum did. and IR spectrum not that narrow as MS spectrum. so I think the equation need to be specified for IR spectrum matching. but How....?
thanks a lot for any sugestion.
salam,
 
kharir
  mohsen fouad <fouad_m_m@yahoo.com> wrote: 
Dear Sir, 
I have experience in Industrial and Systems Engg science. If you need any help related with these sciences, tell me. 
thanks 
Dr. Engg. Mohsen Fouad 
  mohamad mukharir <mohamad_mukharir@yahoo.co.uk> wrote: 
Dear all....

I want to know how to find similarity index which shows the similarity between two IR or UV-Vis spectra. I ever search over internet, but I only find similarity indexing for mass spectra, as used in library searching in integrated GC-MS station. can you help me to solve this problem.

 

best regards,
kharir

--__--__--

Message: 3
To: mohamad mukharir <mohamad_mukharir@yahoo.co.uk>,
mohsen fouad <fouad_m_m@yahoo.com>
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  Spectra similarity indexing
Cc: everybody@orglist.net
Date: Thu, 23 May 2002 17:54:28 +0300

When trying to match IR spectra it much depends on the type of spectrum you
run, say, solution, mull, KBr tablet. The first one should be the most
reliable when run under cotrolled conditions on a good instrument.
Discrepancies between a specimen and a standard ne not necessarily mean a
different compound, but may point to the presence of impurities.
Quantitative analysis can be developed for solutions.

The other two methods are quite good for identification tasks. Look for
medium to strong peaks in the "fingerprint" range, absence of such peaks or
their presence at wrong frequencies is good indication for the wrong
identity. The peak intensity when using solid dispersions may be quite
uncertain, because in some regions the fraction of scattered light may be
significant when the crystallite size diminishes.

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
Prof. Jacob Zabicky
Institutes for Applied Research
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
Tel. +972-8-6461271/6461062/6472754
Fax. +972-8-6472969
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

--__--__--

Message: 4
Date: Thu, 23 May 2002 18:38:33 +0300 (EEST)
Subject: Re: ORGLIST:  Spectra similarity indexing
From: "Plamen Angelov" <angelov@argon.acad.bg>
To: <mohamad_mukharir@yahoo.co.uk>
Cc: <everybody@orglist.net>
Reply-To: angelov@argon.acad.bg

Coleagues of mine have developed a program that deals with such type of
problems. You might find something helpful at this URL:http://www.argon.acad.bg/nick/software.htm

Regards,

Plamen





mohamad mukharir <mohamad_mukharir@yahoo.co.uk> wrote:

> I want to know how to find similarity index which shows the similarity
> between two IR or UV-Vis spectra. I ever search over internet, but I
> only find similarity indexing for mass spectra, as used in library
> searching in integrated GC-MS station. can you help me to solve this
> problem.

--__--__--


Today's Topics:

   1. FTIR software (Dr. Jose I. Borrell)
   2. methallyl dichloride (Filip Stefaniak)
   3. RE: FTIR software (Rahim Kaba)
   4. 1,2,3,4-Butanetetracarboxylic Acid (Jiang Heng)
   5. Receipe of One Shot Size Mixes (ajay i kachhi)

--__--__--

Message: 1
From: "Dr. Jose I. Borrell" <jibor@iqs.url.edu>
To: <everybody@orglist.net>
Date: Thu, 23 May 2002 18:06:52 +0200
Subject: ORGLIST:FTIR software

Dear Colleagues,

Do you know about the existence of a freeware software for the treatment of
IR spectra (peak finding, resize, zoom, etc) capable of reading files coming
from different FTIR spectrofotomers (or use JCAMP-DX format) similar to the
NMR software called MestreC?

Thanks in advance.

I. Borrell
============================
Dr. Jose I. Borrell
Grup d'Enginyeria Molecular (GEM)
Institut Quimic de Sarria
Universitat Ramon Llull
Via Augusta 390
08017 Barcelona (Spain)
tel: 34-93.267.20.00 ext 259
fax: 34-93.205.62.66
e-mail: jibor@iqs.url.edu
http://gem.iqs.url.edu
============================

--__--__--

Message: 2
Date: Thu, 23 May 2002 18:54:46 +0200
To: everybody@orglist.net
From: Filip Stefaniak <filips@irc.pl>
Subject: ORGLIST:methallyl dichloride

Hello!
I have some problems with preparing methallyl dichloride 
(3-Chloro-2-chloromethyl-1-propene), H2C=C(CH2Cl)2 according to the 
recepture from J. Org. Chem 2000 /by Dailey/.

I'm able to achive yield 12% instead of 50% given in the article. This 
yield is independent of the scale of the reaction.

If someone has any experiences with this method please mail me - filips@irc.pl

Than in advance,
Regards,
filips

--__--__--

Message: 3
Reply-To: <rahim@acdlabs.com>
From: "Rahim Kaba" <rahim@acdlabs.com>
To: <everybody@orglist.net>
Subject: RE: ORGLIST:FTIR software
Date: Thu, 23 May 2002 13:37:46 -0400

Hello,

ACD/SpecViewer is available for free. This program allows you to view NMR,
MS, UV, Visible, IR, NIR, and Raman spectra.

The list of available options include:

1) Import of ASCII, JCAMP and Galactic SPC formats and reading ACD ESP
files.
2) Printing spectra.
3) Creating reports (via ACD/ChemSketch with reporting tools).
4) Attaching structures.
5) Peak peaking and Annotation of peaks and spectrum regions (with tables).
6) Integration, measure distance, reference (for NMR).
7) Peaking Mode (for MS).
8) Zoom.

If this is sufficient for your purposes, visit:
http://www.acdlabs.com/download/specview.html to download this freeware
program from Advanced Chemistry Development.

Best Regards,

Rahim Kaba
Product Marketing
Advanced Chemistry Development Inc.

E:  rahim@acdlabs.com
W:  www.acdlabs.com

Upcoming Seminars:

ASMS, June 2nd, MS Manager
http://www.acdlabs.com/um/asms2002/training.html

SMASH, Sept 15th, NMR Manager and Predictors
http://www.acdlabs.com/um/smash2002/

Visit http://www.acdlabs.com/training for detailed course offerings or
contact training@acdlabs.com for pricing information.

--__--__--
Message: 4
From: "Jiang Heng" <hjiang78@hotmail.com>
To: Everybody@orglist.net
Date: Fri, 24 May 2002 12:09:53 +0800
Subject: ORGLIST:1,2,3,4-Butanetetracarboxylic Acid

Dear All,

I am trying to synthesize 1,2,3,4-Butanetetracarboxylic Acid (CAS NO. 
1703-58-8) by Na2WO4 catalyzed oxidation of tetrahydrophthalic anhydride 
with 30% hydorgen peoxide as oxidant. However, it is very difficult to 
recrystallize the target product from water althouth the solubility of 
target product in water is 10 g/100 mL at 19 C.

Any advice and suggestion is appreciated.

thanks

H. jiang

--__--__--

Message: 5
Date: 24 May 2002 12:27:54 -0000
From: "ajay i kachhi" <ajay_kachhi@rediffmail.com>
Reply-To: "ajay i kachhi" <ajay_kachhi@rediffmail.com>
To: everybody@orglist.net
Subject: ORGLIST:Receipe of One Shot Size Mixes

Hello,

I would like to know receipe of One Shot Size Mixes used for 
sizing of cotton and blends in textile industry containing starch 
etc.

Regards,

A.kachhi

 --__--__--


Today's Topics:

   1. looking for hydrogen persulfate (Yantao Chen)
   2. Stability of Aminonitrile (Mitsuhiko FUJIWHARA)

--__--__--

Message: 1
From: Yantao Chen <yantao@thinfilm.se>
To: "'everybody@orglist.net'" <everybody@orglist.net>
Date: Wed, 29 May 2002 14:03:35 +0200
Subject: ORGLIST:looking for hydrogen persulfate

Dear All:
 
I am looking for any commercial information of Hydrogen Persulfate (H2S2O8),
or potassium hydrogen persulfate (KHS2O8). Any information?

With my best regards,

Yantao

--__--__--

Message: 2
Date: Wed, 29 May 2002 23:44:38 +0900
From: Mitsuhiko FUJIWHARA <pxk12345@nifty.com>
To: everybody@orglist.net
Subject: ORGLIST:Stability of Aminonitrile

Hi all, 
Does anybody please instruct me any info regarding the stability of
alpha-aminonitrile? (It is well known as the intermediate of Streker
synthesis.)

Thanx in adv.

____________________________________________________________________
Mitsuhiko FUJIWHARA, Ph.D.
PGP-key             http://www.asahi-net.or.jp/~bj9m-fjwr/index.html
PGP FingerPrint [6087 4106 3402 2D84 489B  1A83 582B 7B82 F8EB 3590]

--__--__--


Today's Topics:

   1. Announcement - Pressure vessels for organic synthesis (Basil Fowler)

--__--__--

Message: 1
From: Basil Fowler <bjfowler@ewginfo.co.uk>
To: everybody@orglist.net
Date: Wed, 29 May 2002 19:54:30 +0000
Organization: EWG Information Services
Subject: ORGLIST:Announcement - Pressure vessels for organic synthesis

Announcement:

The new Juchheim pressure reaction vessels catalogue is now available. The 
vessels are intended for organic synthesis on the 1 to 50 litre scale, at 
pressures from vacuum up to 50 Bar.

Details of the range can be seen on:
http://www.ewginfo.co.uk/juvo/vessels.htm

and the catalogue can be ordered through 
http://www.ewginfo.co.uk/juvo/cat-req.htm

Contact: Basil Fowler, bjfowler@ewginfo.co.uk

--__--__--


Today's Topics:

   1. stabilizer for aromatic amines (ganesh narayan)

--__--__--

Message: 1
From: "ganesh narayan" <gksfly_@hotmail.com>
To: <everybody@orglist.net>
Date: Fri, 31 May 2002 10:41:52 +0530
Subject: ORGLIST:stabilizre for aromatic amines

Hi, chemists,
I am having problem in stabilizing aromatic triamine.
can anyone help.
                                    K.Ganesh narayan

