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orglist Digest    Tue, 07 Aug 2001 00:04:12 -0700   V01 #50

Today's topics:
     'Circular dichroism problem'
     'Cocoamido'

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

Date: Mon, 06 Aug 2001 14:15:06 +0100
From: "J.Aires de Sousa" <jas@mail.fct.unl.pt>
Subject: Circular dichroism problem

-------- Original Message --------
From: A De <ocad@mahendra.iacs.res.in>
To: "Dr J.a.deSousa" <jas@mail.fct.unl.pt>

Can any one suggest?

Recently, I synthesized a water soluble 
polymeric coordination compound. X-ray
crystallography has established this molecule 
to have a single stranded helical structure
with centrosymmetric space group, P21/c 
(No. 14), Z = 4. In solution (water or 
methanol as solvent) the same compound 
shows circular dichroism (CD active).
My question is whether a molecule
with centrosymmetric space group in the
crystalline state can be CD active in solution?
It is expected that a centrosymmetric crystal
will produce the right-handed and left-handed 
helicates in identical number and the solution
of such crystal will be a recimic mixture. 
Thank you for your atention in advance.

Sincerely,
Ashis De

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

Date: Mon, 6 Aug 2001 15:26:46 +0100 (BST)
From: ALIREZA SHIRMOHAMADI <ashiry@yahoo.com>
Subject: Cocoamido

Dear sir/madams
Where can I get some cocoamidopropyldimethylamine%99
for callibration of my instrument.
Best regards

------------------------------
End of orglist Digest V01 #50
*****************************


orglist Digest    Wed, 08 Aug 2001 00:00:49 -0700   V01 #51

Today's topics:
     'Re: ORGLIST:  Circular dichroism problem'
     'physiochemical calculators'
     'properties of liquids'
     'Re: ORGLIST:  Circular dichroism problem'

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

Date: Tue, 7 Aug 2001 14:35:22 +0300
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  Circular dichroism problem

Hello Ashis

This is only tentative, and I have to confirm it with more knowledgable
colleagues who are vacationing at present. It is possible to imagine a
crystalline complex where heavy element ions form a monoclinic lattice of
the type you mention, while the organic ligands occupy more general
positions in the crystal.  Due to the lower electron density in the organic
regions, it is probably the heavy atoms that effectively determine the
space group of the crystal, despite the lack of strict symmetry of the
organic part.

All the best,

Jacob
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------------------------------

Date: Tue, 7 Aug 2001 15:33:16 +0200
From: "Witek Mozga" <mozga@trimen.pl>
Subject: physiochemical calculators

Do you want to easily calculate boiling point of your compound, 
convert fahrenheit into celsius, psi into millibars or percentage into
molarity? Try out the simple physiochemical calculators:

http://www.trimen.pl/witek/calculators/calculators.html

For better/faster access for those of you living in the UK or 
USA, it has been mirrored on the CHEMFAN pages:

http://www.termisoc.org/~andyk/chemfan/calculators/

They are simple and can be used even by an absolute beginner.

If you like it do not hesitate to help me correct language errors.
This will improve the quality of this page and your name will be placed 
on special list among others who help me.

 Thank you in advance.

Witek
http://www.trimen.pl/witek/

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

Date: Tue, 7 Aug 2001 15:33:16 +0200
From: "Witek Mozga" <mozga@trimen.pl>
Subject: properties of liquids

Have you ever been searching the web to find properties of
solvents and other liquids? You can find all the basic liquids` 
properties gathered altogether on my homepage:

http://www.trimen.pl/witek/ciecze/liquids.html

For better/faster access for those of you living in the UK or 
USA, it has been mirrored on the CHEMFAN pages:

http://www.termisoc.org/~andyk/chemfan/liquids/

Enjoy!

Witek
http://www.trimen.pl/witek/

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

Date: Tue, 7 Aug 2001 14:10:24 -0400 (EDT)
From: "G. Robert Shelton" <rshelton@chem.ufl.edu>
Subject: Re: ORGLIST:  Circular dichroism problem

Jacob,

In your letter you address problems that might have arrised from the
structure determination. If for instance you have a large metal with a
couple of small organic ligands, such as tungsten with a couple CO
ligands, or 12 or 13 heavy metals with a THF or two around the complex,
then yes your point is valid. But I would hope that whoever determined
the structure would have taken such things into account when they reported
the P21/C. 

The question that remains is the CD experiment. My limited knowledge of CD
tells me that racemic compounds absorb similarly, but a very slight
difference does exist. Its this difference in ciruclar polarized light 
that chemists use to determine the right or left hand of the compound. SO
knowing this both would show CD activity. But I am not familiar with CD
outside of carpenters' (or was it borden's??) work with it on the
pyrolysis of cyclopropane questions.

Either way what can the group tell me about CD to help answer this
question??

-Bob


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

Graduate Assistant
The Center for Xray Crystallography
Department of Chemistry
University of Floida

"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."

------------------------------
End of orglist Digest V01 #51
*****************************


orglist Digest    Fri, 10 Aug 2001 00:03:57 -0700   V01 #52

Today's topics:
     'Re: ORGLIST:  Circular dichroism problem'

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

Date: Thu, 9 Aug 2001 12:32:07 +0300
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  Circular dichroism problem

Hello Bob,

As you address the problem in quite general terms, I may suggest you look
up the term "circular dichroism" in one of the latest editions of March's
"Advanced Organic Chemistry." The book carries a good list of references to
monographs on the subject.

As for the organic ligands being small (say CO or THF) or large (your
helical polymer), the size seems to  be irrelevant to this problem, as the
electron density in the ligand regions of the crystal is low in either
case, as compared to that of the heavy elements that determined the space
group. As said before, I may be wrong in this appreciation.

All the best,

Jacob
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------------------------------
End of orglist Digest V01 #52
*****************************


orglist Digest    Sat, 11 Aug 2001 00:00:37 -0700   V01 #53

Today's topics:
     'poly vinyl alcohol/NMR proton and carbon'

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

Date: Thu, 09 Aug 2001 18:01:23 -0300
From: Marino Tadeu Fabi <mtadeu@mpc.com.br>
Subject: poly vinyl alcohol/NMR proton and carbon

Please Friends,
can someone indicate me data of NMR spectra in solution of PVA (polyvinyl
alcohol), H1 and C13?
I need these spectra for comparaison  with spectra I've obtained for an
important sample I'm analysing this moment.
Excuse if question is too simple but I looked for these spectra and did not
find them.
thank you very much,
Marino TAdeu
>From Brazil

------------------------------
End of orglist Digest V01 #53
*****************************


orglist Digest    Sun, 12 Aug 2001 00:02:34 -0700   V01 #54

Today's topics:
     'Imidate stability on HPLC'

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

Date: Fri, 10 Aug 2001 16:47:40 -0400
From: Merlin <medchem@adelphia.net>
Subject: Imidate stability on HPLC

Dear colleagues:

Recently I have submitted a query on the stability of imidates. For those
who replied, I thank you.

My new query is oft he same system, imidates, but on an HPLC level.
Knowing that water is used on a reverse phase HPLC system, what other
systems could be used that will not (at least limit) imidate degradation to
an ester?

Thank you in advance.

Sincerely,
George D. McCallion

------------------------------
End of orglist Digest V01 #54
*****************************


orglist Digest    Tue, 14 Aug 2001 00:01:18 -0700   V01 #55

Today's topics:
     'How to analyse hypobromous acid, HOBr, in water?'

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

Date: Mon, 13 Aug 2001 12:35:43 +0100
From: "J.Aires de Sousa" <jas@mail.fct.unl.pt>
Subject: How to analyse hypobromous acid, HOBr, in water?


From: "Svdergerd, Helmer"<Helmer.Sodergard@kemira.com>

__________________________

Dear colleagues!

Any ideas how to analyse hypobromous acid, HOBr, in water?
Required detection limit = 6 nanograms/liter (=0,006 micrograms/liter)
Thanks in advance!

Sincerely, 
Helmer Sodergard
Finland
_________________________

------------------------------
End of orglist Digest V01 #55
*****************************


orglist Digest    Thu, 16 Aug 2001 00:03:08 -0700   V01 #56

Today's topics:
     'Desperately seeking collaborator.'
     'Re: ORGLIST:  How to analyse hypobromous acid, HOBr, in water?'
     'Re: ORGLIST:  How to analyse hypobromous acid, HOBr, in water?'

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

Date: Wed, 15 Aug 2001 01:49:30 -0300
From: Dmitry Korkin <z17b3@unb.ca>
Subject: Desperately seeking collaborator.

(Our apologies if you received this message more than once.)

Dear colleagues,

We are seeking a chemist (or organic chemist), who would be interested
to actively collaborate with us in the development of a fundamentally new
approach to the issue of STRUCTURAL REPRESENTATION in chemistry in
general, and organic chemistry in particular.

We are a small group of mathematicians and computer scientists that have
just completed (after 2 decades of work) an outline of, what we believe to
be, the first formal model for structural object/event representation in
science, whose main features are radically new:

             http://www.cs.unb.ca/profs/goldfarb/struct.pdf  (theory)
             http://www.cs.unb.ca/profs/goldfarb/cadd.pdf    (chemistry)


We strongly feel that it should help to turn a relatively popular among
chemists slogan "Chemistry: the central science" into reality, by allowing
the chemistry to lead the science in the revolutionary transition from the
numeric representations (ubiquitous in all sciences) to structural
representations.

We have identified (very informally) several initial questions around
which the collaborative work may start:

(a) the new model emphasizes that the structural representation of a
chemical object must include (as a part of the representation) its
generalized "synthetic" history hence one needs to correlate this with the 
current knowledge of chemical synthesis.

and

(b) relying on the new model, we plan to develop inductive (based on a
small set of examples) learning and classification algorithms for small
and large molecules, which should be able to predict, for example, the
structure, chemical reactivity, biological activity, etc.


Best regards,


     Lev Goldfarb                                 Tel:      506-458-7271
     Faculty of Computer Science                  Tel(secret.): 453-4566
     University of New Brunswick                  Fax:      506-453-3566
     P.O. Box 4400                                E-mail:  goldfarb@unb.ca
     Fredericton, N.B., E3B 5A3                   Home tel: 506-455-4323
     Canada


     http://www.cs.unb.ca/profs/goldfarb/goldfarb.htm

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

Date: Tue, 14 Aug 2001 17:15:25 +0300
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  How to analyse hypobromous acid, HOBr, in water?

Hello Heimer,

A few comments about your query. The citations of old literature are from
memory and I cannot confirm them at the moment:

1. All analyses at the stipulated limits of detection (LOD) of 0.06 nM are
quite difficult to carry out and require high analytical quality to be
reliable.

2. I'm not quite sure, but probably very low concentrations of Br2 in water
are extensively hydrolyzed to HOBr + HBr, in analogy to chlorine in water.
This makes it difficult to distinguish a Br2 fron a HOBr. Other reactions
may also interfere, such as autooxidation of bromide ion in solution, aided
perhaps by illumination.

3. Some relevant analytical procedures may be mentioned in Cevidali's
"Bromine and its compounds," a classical opus on bromine.

4. Heiman? (or Haiman, or Heyman, or Hayman?) of the Hebrew University in
Jerusalem did important work on hypohalo acids in the 19-fifties. Perhaps
her analytical methods fit your demands.

5. The following reference, not exactly to the point, may lead to desired
sources: T. Watanabe et al., Anal. Chim. Acta, vol. 341, p. 257ff (1997).

6. Chloramine T can be used for determination of low concentrations of Br2.
I'm not sure about the LOD. I think somebody sells kits for such
colorimetric analyses in Great Britain.

All the best,

Jacob

>
>Any ideas how to analyse hypobromous acid, HOBr, in water?
>Required detection limit = 6 nanograms/liter (=0,006 micrograms/liter)
>Thanks in advance!
>
>Sincerely,
>Helmer Sodergard
>Finland
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------------------------------

Date: Tue, 14 Aug 2001 20:25:29 +0530
From: "Dr.s.k.adhikari" <sisir_ad@vsnl.com>
Subject: Re: ORGLIST:  How to analyse hypobromous acid, HOBr, in water?

Dear Helmer,
Though you have not mention the environment of BrO', may be simplest would
be to do enzymetically, peroxide(so many peroxidase qv are available)+BrO' =
oxygen, which could be detected/measured.Reverse of urea determination can
also be used.Urea cosumed (=Quantitative Nitrogen released)= BrO' present.
With all the best wishes,
Sisir Adhikari
------------------------------
End of orglist Digest V01 #56
*****************************


orglist Digest    Fri, 17 Aug 2001 00:04:27 -0700   V01 #57

Today's topics:
     'Re: ORGLIST:  Desperately seeking collaborator.'
     'Innocent Innovation?'

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

Date: Thu, 16 Aug 2001 17:35:45 +0300
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  Desperately seeking collaborator.

Hello Dmitry,

Just to kindle some fire in the line you've started let me put forward some
comments.

1. I'm all for new approaches to everithing. That's the basis for
scientific and social advancement.

2. I'm even for starting with any conceptual approach far removed from
chemistry.

3. When you start approaching your "customers"  (say, the chemists) with
your new product, you may find that it is difficult to sale for several
reasons:

a) A language gap

-- you do not understand each other because the same words (e.g.,
structure, bonds, properties) carry a different meaning.

-- translation and rewording are called for.

b) A wrong conception

-- did you ask yourself why does a chemist need a structural
representation?  I assume that most probably yes, at least when you started
working.

-- did you ask chemists why do they need structural representations?
Possibly, but probably not many of them.

-- did you compare your own answer  with that of the chemists?  What did
you decide about the differences?

c) Inflated package of information (an example)

-- it's possible to give quite "mathematical" names to organic chemicals.
Let's take for example
w-keto-x,y-dimethyl-tetracyclo(j.k.l.m.n)heptadecan-z-ol, where the single
letters represent certain specific numbers that I'm too lazy to sort out
now, and add some litte wiggles to make clear where exactly the bridging of
the structure occurs, and some other to express the chirality of the
asymmetric carbons.  A chemist knowledgable of the nomenclature will be
able to draw a structure or translate it to your system. However, I doubt
this strictly correct name will remind him the package of knowledge and
physiological associations that the equivalent name "testosterone" could
evoke.

-- certainly information about synthesis of testosterone need not be
included in the structural package. Access to the information on synthesis
using the structure is fine, but its inclusion in the structure may be
totally misleading.

4. Is that effort really necessary?

-- The answer may be a qualified yes. The trouble is that many structures
are not quite definitely known but certainly are of great interest. Some
examples can be the humic acids, lignins, tars, the polysaccharides of the
cell membranes, alumosilicates, inorganic complexes, etc.. The effort to
develop a mathematical system to include such representations may be
unwieldy.

-- Do you know about the linear representation of cyclic stuctures the
Chemical Society (I think) tried to introduce more than 50 years ago?

All the best,

Jacob
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------------------------------

Date: Thu, 16 Aug 2001 07:10:56 GMT
From: science999@lineone.net
Subject: Innocent Innovation?

Hi

Has anyone take up the Eli Lilly challenge to come up with a  
synthetic route and a couple of grams of the various targets 
discussed at www.innocentive.com
 
I'd be interested to hear from anyone who has got involved or 
took a look and decided not to.

tc

------------------------------
End of orglist Digest V01 #57
*****************************


orglist Digest    Tue, 21 Aug 2001 00:02:53 -0700   V01 #58

Today's topics:
     'RE: ORGLIST:  Desperately seeking collaborator.'
     'RE: ORGLIST:  Desperately seeking collaborator.'

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

Date: Mon, 20 Aug 2001 14:18:24 +0300
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: RE: ORGLIST:  Desperately seeking collaborator.


Hello Dmitry,

Your reply is too lengthy to try to answer everything in one posting, and I
hope people will start contributing to the thread. Let me begin by saying
that I agree with much of what you write and also disagree in some points.
A non-chemical argumentation will be helful to clarify my standing,
however, I'll refrain from any axiomatic approach.

While I'm writing this posting, at the head of the document I read "Dmitry
Korkin." WHAT is that?

1. A peculiar string of characters?

2. A name of certain person?

3. The name of the person who wrote "Desperately seeking collaborator" and
the posting to which I'm now replying?

Let's see what can I respond to these questions in view of the info in hand:

1. Yes.

2. Most probably yes. It can also be a false name given by a mischieveous
sender. But why should I ponder at this stage?

3. The same reply as before. From a practical point of view, at this stage
at least, the true situation is irrelevant. However, if I want to reply to
the person of question 3, as I'm doing now, the string has to be a "valid"
one from the point of view of the e-mail services. I started pondering, but
only about the possible outcome of a posting operation.

Suppose that I decide, in the future, giving it a try and cooperate with
you in your endeavors. Before I do so I'll ask  WHO is that?

4. The person with this particular ID number ....................? (fill it
in please)

5. The person with the following physical description: Eyes...........,
hair............, complexion.............., blood group................,
etc.? (fill in as many as you please and send a photograph)

6. The person with this particular set of fingerprints and skull
radiography? (please send a set of photographs or digital recordings)

7. The person with this particular DNA sequence?  (please send a micronized
digital recording as soon as you get the info)

All these items are physical descriptors of "Dmitry Korkin" in increasing
order of complexity and credibility. The last two pieces of information are
unequivocal if available. But let that not bother me, all are irrelevant to
the quality evaluation I want to make as a chemist regarding a new approach
to structural problems.

The point I want to make is that in any situation there are pieces of
information required by formalisms, that do the job even if they are not
strictly true (item 3) and true pieces of information that are irrelevant
to the solution of the extant problem (items 4-7).

You mentioned quantitative structure-activity relationships (QSAR). This
type of computational endeavor is much in vogue and may point to some
useful directions of investigation. All such calculations are based on
hypothetical models that change with time, as knowledge expands;
furthermore, the complexity of the calculations is limited by the
performance capabilities of the hardware and the financial support
available to a particular project (CPU time). IMHO QSAR was sometimes taken
to absurd extremes, ungranted by present knowledge.

More next time.

All the best,

Jacob
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------------------------------

Date: Sun, 19 Aug 2001 22:18:37 -0300
From: Dmitry Korkin <z17b3@unb.ca>
Subject: RE: ORGLIST:  Desperately seeking collaborator.


Dear Jacob,

thank you very much for your reply. The discussion of new ideas, in my 
opinion, is of extreme importance, especially at the beginning of these ideas' 
evolution.
Now, I guess it's my turn to throw in some fire wood (it might be a big fire 
though). Although, come from the non-chemical area I feel now like a Daniel in 
the Lions Den. :-)

>1. I'm all for new approaches to everithing. That's the basis for
>scientific and social advancement.

>2. I'm even for starting with any conceptual approach far removed from
>chemistry.

Let me ask you to compare which model is farther from chemistry and especially 
from organic chemistry: an approach to treat chemical objects as structural 
ones or for example approximation and interpolation methods from numerical 
analysis on which all QSAR methods are based, or Differential Equations and 
Functional Analysis Theories which are the basis for quantum mechanics, or 
mathematical statistics which was a base for Monte Carlo simulation methods 
for molecular systems (I'm talking about the basic models in chemistry and I 
can easily continue this list). So far the vast majority of the theoretical 
methods for chemistry (which is about chemical structures, I believe) were 
taken from mathematical formalisms which were developed much earlier and 
definitely not for the purpose of chemical models. All of these models are 
numerical ones (moreover they are related to continuous or "classical" 
mathematics) while in chemistry we are dealing with discrete structural 
objects. So, based on these arguments if I replaced your phrase "conceptual 
approach far removed from chemistry" by "new conceptual approach to chemistry 
different from existing ones" would it be fair?

>3. When you start approaching your "customers"  (say, the chemists) with
>your new product, you may find that it is difficult to sale for several
>reasons:
>
>a) A language gap
>
>-- you do not understand each other because the same words (e.g.,
>structure, bonds, properties) carry a different meaning.

The thing is, we needed more or less  formal definitions of those basic 
concepts. But unfortunately we couldn't find such ones. One of a few 
scientists who tried to formalize chemistry was Linus Pauling. And we used 
some of his ideas, for example the idea that a bond might be considered as a 
structural unit. Probably, You might help us with the "chemical" formal 
definition of a chemical structure. I have asked this question on several 
forums for several times but still don't have a satisfiable answer. So I would 
appreciate it greatly if you or any other ORGLIST subscribers could give me 
any ideas or sources  for these concepts.

>b) A wrong conception
>
>-- did you ask yourself why does a chemist need a structural
>representation?  I assume that most probably yes, at least when you started
>working.

We are still asking this question ;-) And it does reflect on the model we are 
developing.

>-- did you ask chemists why do they need structural representations?
>Possibly, but probably not many of them.

We do consult with the chemists (mostly with organic chemists). And I think 
you've noticed that we keep seeking for collaboration.

>-- did you compare your own answer  with that of the chemists?  What did
>you decide about the differences?

This is how the model has being modified since the time of its creation.

>c) Inflated package of information (an example)
>-- it's possible to give quite "mathematical" names to organic chemicals.
>Let's take for example
>w-keto-x,y-dimethyl-tetracyclo(j.k.l.m.n)heptadecan-z-ol, where the single
>letters represent certain specific numbers that I'm too lazy to sort out
>now, and add some litte wiggles to make clear where exactly the bridging of
>the structure occurs, and some other to express the chirality of the
>asymmetric carbons.  A chemist knowledgable of the nomenclature will be
>able to draw a structure or translate it to your system. However, I doubt
>this strictly correct name will remind him the package of knowledge and
>physiological associations that the equivalent name "testosterone" could
>evoke.

Certainly, the idea of our model is neither to come with the new formal names 
of the chemical structures nor to enumerate them (although those problems can 
be solved as special cases in our model). The idea of the model was to come 
with new formal notions of a chemical structure, chemical class description, 
and inductive learning process (learning of a class description based on a 
finite set of its representatives). Another important issue was the automation 
of the process you described above. In order for a computer to work with the 
chemical structures one has to give it a formal description of a model you're 
planning to work with. Unfortunately so far, a computer could not be taught 
that intuitive understanding of objects and their interactions most of the 
scientists have. It is important to note, that the model was based on the 
general ETS framework which has the same goals but in more abstract forms.

>-- certainly information about synthesis of testosterone need not be
>included in the structural package. Access to the information on synthesis
>using the structure is fine, but its inclusion in the structure may be
>totally misleading.

Why can it be totally misleading? (Could give me any examples?) In my opinion, 
having some extra of correct information on a structure should only improve 
our understanding of the structure. Especially when you're comparing this 
structure to another one.

>4. Is that effort really necessary?
>
>-- The answer may be a qualified yes. The trouble is that many structures
>are not quite definitely known but certainly are of great interest. Some
>examples can be the humic acids, lignins, tars, the polysaccharides of the
>cell membranes, alumosilicates, inorganic complexes, etc.. The effort to
>develop a mathematical system to include such representations may be
>unwieldy.

Why is it so important to have a structural model? First of all, let's try to 
analyze (very briefly) how organic chemists think of the chemical structures 
(I asked about that several organic chemists, but please correct me if I'm 
wrong). Well, they try to extract a structural information such as functional 
groups, their mutual positions, etc. In a class of drugs the knowledge of a 
pharmacophore is of extreme importance since it relates to the biological 
activity of this class. Functional groups, pharmacophore - these are 
substructures of  the chemical structures given. So, organic chemists work on 
defining those substructures together with their mutual structural position. 
The model, in fact, describes the same ideas. When learning a class 
description based on a given training set of chemical objects, one has to 
extract the common structural parts of these objects (building blocks) and put 
those structural parts into mutual relation via representation of the above 
chemical objects using these building blocks (here is the "synthetic" way of 
thinking).

>-- Do you know about the linear representation of cyclic stuctures the
>Chemical Society (I think) tried to introduce more than 50 years ago?

Yes I do, and as far as I know there are some recent attempts made. The 
problem in such representation is that once you put your chemical structures 
in the lower dimension space, you'll loose some of the structural information 
and thus it'll be harder to work with such representation (I could represent 
all the chemical objects as dots on a real-value axis, but it wouldn't be very 
"workable"). In order to work effectively with the structural objects, the 
encoding of a structural objects in a model should be very flexible and 
involve much more than just simple encoding.

Thank you again for your comments and I really hope to hear from you (or may 
be  from other scientists from this forum who had the patience to read till 
the end of the message) soon.

Sincerely,

Dmitry Korkin,
                               PhD candidate
                               Faculty of Computer Science
                               University of New Brunswick
Tel: (506) 451-6931 
Fax: (506) 453-3566                                 
WWW:   www.cs.unb.ca/~dima/
e-mail: z17b3@unb.ca

"...A journey of a thousand miles begins with a single step..."
                                                      Confucious
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Today's topics:
     'please, help, :, investigation, of, thin, films, properties'

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

Date: Wed, 22 Aug 2001 22:00:37 +0700
From: "david yonathan" <dyaphiet@hotmail.com>
Subject: please, help, :, investigation, of, thin, films, properties

Hi guys!
is there anybody who can help me to find some pieces of information on 
investigating the properties of organic thin film? particularly, the 
practical methode of the measurement of electron conductivity (how to make 
the circuit, how to measure, etc). or, please tell me if you have other ideas 
related to it.
thanks a million in advance!
David in Japan

------------------------------
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Today's topics:
     'cyanoacetyl cyanide'

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

Date: Tue, 21 Aug 2001 21:22:36 +0300
From: "Mahmut Kose" <mahmutkose@hotmail.com>
Subject: cyanoacetyl cyanide

Hello everybody, I wonder how to syntheses cyanoacetyl cyanide =
 (CN-CH2-CO-CN).
 Thank you in advance.
 
------------------------------
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Today's topics:
     'Query on Waters Millennium software'

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

Date: Sat, 25 Aug 2001 13:17:48 -0400
From: Merlin <medchem@adelphia.net>
Subject: Query on Waters Millennium software

Dear colleagues:

 Currently we utilize the Waters Millennium Software Package on our HPLC(s).

My question is: Does anyone know how to export the (raw) HPLC data into an
Excel spreadsheet? The manual 'says' it can be done, but I am having a hard
time with this.

Any assistance would be greatly appreciated.

And yes, I have contacted Waters.

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

Office: 610.889.6294
Fax: 610.889.6367
E: George.McCallion@sanofi-synthelabo.com
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Today's topics:
     'None'

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

Date: Sun, 26 Aug 2001 23:32:33 -0700 (PDT)
From: kalbe farma <super_visser@yahoo.com>
Subject: None

Dear members

I have a problem in analysis of doxylamin succinate in
my cold tablets which contains paracetamol
phenylpropanolamin and chloorpheniramine maleate and
phenileprin HCl.
have you experiences to analyse that substances?
please give me informations...
thanks in advances

best regards
kharir
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