ORGLIST - Organic Chemistry Mailing List
Website / Archive / FAQ: http://www.dq.fct.unl.pt/orglist/
To post a message (TO EVERYBODY) send to orglist@dq.fct.unl.pt
To unsubscribe, send to listserver@dq.fct.unl.pt the message:
unsubscribe orglist
List coordinator: Joao Aires de Sousa (jas@mail.fct.unl.pt)

FEBRUARY 2001
Digest #128 to #144



orglist Digest    Thu, 01 Feb 2001 00:04:08 +0000   V01 #128

Today's topics:
     'Re: None'

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

Date: Wed, 31 Jan 2001 12:12:46 +0200
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: None

Hello Viesturs,

I found that in some case you need not worry about low solubilities. You
put everything together in the reaction vessel, care for good stirring or
agitation, and let the reaction go for a day or two. The low solubility
reagents get dissolved as they get consumed; the reaction is slower due to
low concentrations of some of the dissolved reactants.

Good luck,

Jacob

At 13:35 30/1/1, Viesturs Lusis wrote:
>Dear collegues,
>
>I need to minimize Cu(I)CN and KCN amounts used for Sandmayer's
>reaction.
>I will appreciate any data and references concerning either solubility of
>Cu(I)CN in KCN solutions or solubility of complexes K[Cu(CN)2],
>K2[Cu(CN)3], etc..
>
>Thank in advance.
>Viesturs Lusis
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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
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------------------------------
End of orglist Digest V01 #128
******************************

orglist Digest    Sat, 03 Feb 2001 00:03:25 +0000   V01 #130

Today's topics:
     'Re: nitrotoluene'
     'Normal odor level in an organic lab'

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

Date: Thu, 1 Feb 2001 19:56:08 -0800 (PST)
From: robert christian <rchrist_p@yahoo.com>
Subject: Re: nitrotoluene

--- chris brennan <chrisbrennan1@hotmail.com> wrote:
> Any ideas how to oxidise a 2.4- oxazoline to the
> corresponding  oxazole
> without using DBU or other bases as strong or the
> meyers method or NiO2????? 
>   perhaps a weaker base????
> 
> Regards
 
 i need any information about mononitrotoluene,
price, manufacturing (flowchart, process description,
market share), physical and chemical properties .. etc

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

Date: Fri, 2 Feb 2001 16:17:44 -0700 
From: "Bozell, Joe" <joe_bozell@nrel.gov>
Subject: Normal odor level in an organic lab

Dear colleagues,

This is not precisely a chemical question, but is related, and perhaps a
situation you've had to deal with also.  Any help would be greatly
appreciated.

I am currently in discussions with our local safety representative regarding
"fugitive odors" in our laboratory.  He equates it with chemical
contamination, while I equate it with the normal odors associated with
synthetic organic research.  The ventilation in our lab, both with regard to
air exchanges/hour (12) and flow at the hoods (>100 fpm at 18" sash height)
has been checked and exceeds specs for our building.  Moreover, he has
checked our laboratory with an electronic "sniffer" and has found less than
ppm levels of the chemicals to which the probe was sensitive. Almost all
chemical manipulations in our lab are done in the hood.  However, organic
chemistry is not one of the major efforts at our facility.  More engineering
is carried out, thus, our work has odors different from the engineering
research that goes on.

We are currently being encouraged to add even more, expensive, mechanical
controls to try and eliminate the odors.  However, I would like to know what
the safety literature might say about this problem. Can anyone point me to
some hard data about what is acceptable and "normal" for an organic
laboratory?  Is any odor harmful?  If the specific chemical or chemicals
cannot be identified, should one assume there is a problem and a danger?
What is a reasonable and prudent response that will make sure that the
occupants of the lab are not being exposed unnecessarily to harmful
materials?

thanks for any help,

Joe Bozell
Principal Scientist
National Renewable Energy Laboratory
Golden, CO
USA

------------------------------
End of orglist Digest V01 #130
******************************

orglist Digest    Tue, 06 Feb 2001 00:02:09 +0000   V01 #131

Today's topics:
     'ORGLIST:  Normal odor level in an organic lab'
     'Re: ORGLIST:  Normal odor level in an organic lab'
     'Re: ORGLIST:  Normal odor level in an organic lab/'
     'RE: ORGLIST:  Normal odor level in an organic lab'
     'Another chemical smells story'
     'Silica Hydride'

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

Date: Mon, 05 Feb 2001 15:25:48 +1000
From: Paul Handley <p.handley@chemistry.uq.edu.au>
Subject: ORGLIST:  Normal odor level in an organic lab


>I am currently in discussions with our local safety representative regarding
>"fugitive odors" in our laboratory.  He equates it with chemical
>contamination, while I equate it with the normal odors associated with
>synthetic organic research.

 Your nose is much more sensitive than a gas chromatograph for certain
compounds, yet for others eg chloroform, by the time you can smell it the
concentration far exceeds the safe levels.  Odour is therefore not a good
measure of exposure to hazards.
  My sympathies are with you, but unfortunately I have little to offer.  
In our lab, the acids cupboard was a big source of odours, but a simple
dish of bicarbonate inside fixed that quite nicely.  What about those
commercial odour-removing sprays like Febreeze (spelling?). How do they work?
Often in this building, a bad smell in someones office or lab can be
eliminated by pouring water down each sink and runnel, including those
behind the fridge etc.  If a sink is not used for a while, the water in the
S-bend dries out and smells come back up from the drains.
  As far as I know, if you do risk assessments on each compound used or
produced in your lab, and control the hazards for each, then you are at
least fulfilling your legal responsibility.  As chemists we understand that
noone can truly know which compounds are produced in tiny amounts in
otherwise well-understood reactions.  If you were to remove all odours with
"expensive mechanical controls" how would you know know if hazardous
compounds that you cant smell are also removed?  Some safety
representatives seem to be against the idea of people doing any chemistry
at all.
Good luck,
Paul Handley
Dept of Chemistry
University of Queensland
Brisbane, Australia

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

Date: Sun, 4 Feb 2001 16:54:34 -0600
From: "John S. Roberts" <JohnSRoberts@worldnet.att.net>
Subject: Re: ORGLIST:  Normal odor level in an organic lab

Joe:

What you didn't tell us was what kinds of chemicals you are working with.
I've spent most of my life working with organic sulfur compounds, and ppm
levels would be extremely noticeable.  We had great hoods, charcoal filters
on the hoods, but just tracking bottles back and forth to the hoods from
outside storage was enough to make the lab stinky on occasion.

So, let us know, and we may be able to give you some hints.

John Roberts
JohnSRoberts@Worldnet.att.net

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

Date: Mon, 05 Feb 2001 09:31:43 -0500
From: Gary Breton <gbreton@berry.edu>
Subject: Re: ORGLIST:  Normal odor level in an organic lab/

In response to John Robert's message, here is an amusing story:

Back in graduate school (which keeps getting further and further back
unfortunately) I once loaned a bottle of tert-butyl thiol to a friend in an
organometallic group two floors below me.  He would always visit by way of
the staircase.  Before he left, I warned him : "Do NOT open the bottle until
you have it safely in a hood".  Well, about 15 seconds after he left, the
stench of the compound descended upon the building, and he came running back
in with the bottle.  He admitted to quickly removing the top while still in
the stairwell just to see what it smelt like!  Needless to say, the faculty
were not pleased with either of us.

Best regards,

Gary W. Breton
Department of Chemistry
Berry College
PO Box 495016
Mount Berry, GA 30149

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

Date: Mon, 5 Feb 2001 07:44:36 -0700 
From: "Bozell, Joe" <joe_bozell@nrel.gov>
Subject: RE: ORGLIST:  Normal odor level in an organic lab

An important question, and we are indeed working with some organosulfur
compounds.  I do not believe that those are the source of our safety rep's
complaints, however.  I'm pretty sensitive to them, and have gone to great
lenghts to keep them neutralized and in the hood.  They are not noticeable
under most circumstances, even when visitors with "fresh" noses walk into
the lab.

Our laboratory contains two unvented chemical cabinets that set off the
electronic sniffer at the ppm level (no sulfur compounds are stored in
there).  One is a flammables cabinet, and contains a number of volatile
organic solvents: ether, hexane, ethyl acetate, methanol, tetrahydrofuran,
etc., along with other hydrocarbons.  The cabinet is closed most of the time
but could vent vapor into the room when the door is opened.  We also have a
refrigerator that releases a distinct odor when opened, but which also
dissipates quickly.  Interestingly, the sniffer did not detect anything
coming from the refrigerator.  We also generate solvent odors (mostly ether,
hexane, acetone) when emptying the rotovap traps into the waste disposal
containers. Again, this disappears quickly.  The lab also is used to store
pyrolysis oils from wood, which have a very distinctive smoky, barbeque
odor.  However, they are stored in tightly sealed containers below -20 deg
C, and are not volatile.

My impression is that the safety rep thinks the lab smells "bad" or "funny",
but cannot identify the odor.  I agree with you that the simple act of
moving chemicals from one place to another could be a source of odor.

Again, thanks for any insight.

Joe Bozell
Principal Scientist
National Renewable Energy Laboratory
Golden, CO
USA

> ----------
> From: John S. Roberts
> Sent: Sunday, February 4, 2001 3:54 PM
> To: Multiple recipients of list orglist
> Subject: Re: ORGLIST:  Normal odor level in an organic lab
> 
> Joe:
> 
> What you didn't tell us was what kinds of chemicals you are working with.
> I've spent most of my life working with organic sulfur compounds, and ppm
> levels would be extremely noticeable.  We had great hoods, charcoal
> filters
> on the hoods, but just tracking bottles back and forth to the hoods from
> outside storage was enough to make the lab stinky on occasion.
> 
> So, let us know, and we may be able to give you some hints.
> 
> John Roberts
> JohnSRoberts@Worldnet.att.net

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

Date: Tue, 06 Feb 2001 08:19:07 +1100
From: Richard Prankerd <richard.prankerd@vcp.monash.edu.au>
Subject: Another chemical smells story

In response to the remarks of John Roberts and Gary Breton:

Some 15 years ago, when I was a post-doc in the USA (no location
mentioned, to protect the guilty party), a grad student was instructed
to clean out a fume hood that had been in use for 3-4 years. It had
accumulated small amounts of chemical detritus, one of which was a 20 mL
bottle containing some isopropylmercaptan. Not knowing the correct way
to dispose of such, the grad student thought it would be quite safe to
empty it down the sink in the hood, as long as the ventilation fan was
on. I guess he was not aware of the general nature of waste plumbing in
large buildings. Within 10 minutes the 6 story building was emptied of
all personnel and the fire department was there inside another 10
minutes to attend the reported "major chemical spill". Within an hour,
the smell was coming up through sinks in other buildings on campus and
in private homes over a mile away.

When interviewed (interrogated!) next morning by the university's Vice
President for Research, the student's only justification was that he
thought it would be OK to dispose of in a hood (the ventilation fan was
running) and "the bottle was only about half-full". He got off with a
severe reprimand and had to pay the call out bill for the fire
department.

The lesson here is that correct disposal measures really must be widely
disseminated, or else the on-campus experts called in for any clean up
procedures.

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: Mon, 05 Feb 2001 18:45:17 -0500
From: nj@ix.netcom.com
Subject: Silica Hydride

I am looking for a bulk source for silica hydride

Nirmal Jhunjhunwala
Ria International llc
9 Whippany Road # C3
Whippany,NJ 07981, USA
Ph # 1-973- 581-1282 x13
Fax 1-973-581-1283
Cell # 1-973-727-1226
e mail: nj@riausa.com
Web: www.riausa.com

------------------------------
End of orglist Digest V01 #131
******************************

orglist Digest    Thu, 08 Feb 2001 00:00:12 +0000   V01 #132

Today's topics:
     'References Sought'
     'FW: ORGLIST:  attachments'

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

Date: Wed, 07 Feb 2001 22:18:14 +0000
From: Darren Rhodes <drhodes@globalnet.co.uk>
Subject: References Sought

I posted this message to sci.chem a couple of days ago but I haven't had
a response yet (the signal to noise ratio of that group is nearly less
than one at the moment).  Perhaps someone here can help; also, since the
group has been discussing pictorial representations of molecules etc the
email may be of interest with that regard.

I'm looking for references to the chemistry described below - I'm
familiar with the modern references (eg paclitaxel side chain
epimerisation) but are there any older references out there?  I'm
convinced that this chemistry is quite old; can anyone give me
references to support this conviction?

Converting the OH of [R1][C@@H](O)CNC([R2])=O to a suitable leaving
group (eg mesylate) followed by base treatment gives [R1]C1CN=C([R2])O1
(stereochem at this step omitted but this is where the inversion
occurs); hydrolysis of this compound gives [R1][C@H](O)CNC([R2])=O.

Thanks for any answers

Darren.

ps  I got the SMILES strings from www.chemaxon.com.
The site has a free download section for applets etc ...  I downloaded the
java script and used it in Netscape Navigator to generate the SMILES
strings.  I also double checked the strings by pasting them back into
the Navigator window (it will be apparent to you after downloading
and installing etc ...).

pps  This email isn't just an excuse to use SMILES - I
am interested in
the requested references.

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

Date: Thu, 8 Feb 2001 07:41:48 +0900
From: "Michael Engel" <michael-engel@ma.dic.co.jp>
Subject: FW: ORGLIST:  attachments

I am resending this message, yesterday it always came back.

Have you read the message of Darren Rhodes today ? He used SMILES and by
pasting them into ChemDraw (see method below) it is very clear about which
structures he is talking:

[R1][C@@H](O)CNC([R2])=O
[R1]C1CN=C([R2])O1
[R1][C@H](O)CNC([R2])=O

However, it seems that the DEPICT program at Imperial College refuses R (and
also X) as an input.
Just as a temporary help: exchange R1 and R2 for C - than, you can see the
basic structure.
e.g.
[C][C@@H](O)CNC([C])=O
[C]C1CN=C([C])O1
[C][C@H](O)CNC([C])=O

--------yesterday's message---------
Dear friends,
Thank you very much for all your important answers.

I understood that using SMILES is the easiest way to tell about the
structure of a molecule in text emails.
Jonas gave us a series of important links.

Additionally, a SMILES tutorial can be found at:
http://www.daylight.com/dayhtml/smiles/

I hope that from now on someone asking for help on ORGLIST will
FIRST make a SMILE string and include it in his/her message.

If you have ChemDraw you can create and paste SMILES by yourself.

Creating:
select the whole molecule, edit, copy as, SMILES
Pasting
edit, paste special, SMILES

If you use SMILES, it is easier for us to understand your query.

Thank you for your co-operation.
Michael


-----Original Message-----
From: Jonas Nilsson [mailto:jonni@ifm.liu.se]

One great way is to use Smiles. It works for most structures. For instance i
draw dibenzylamine at:
http://www.orgchem.uni-essen.de/Chemie_im_WWW/me.html
And get the string:
C(=CC=C1)C(=C1)CNCC(C=C2)=CC=C2

This could then be cut out and depicted by the reciever at:
http://www.ch.ic.ac.uk/daycgi/depict
This will get the structure back.

Or even depict is yourself and send the URL:
http://origin.ch.ic.ac.uk/daycgi/depict?43283d43433d43312943283d433129434e43
4328433d4332293d43433d4332

This is a good way of doing it.
/jN

------------------------------
End of orglist Digest V01 #132
******************************

orglist Digest    Fri, 09 Feb 2001 00:02:26 +0000   V01 #133

Today's topics:
     'Re: ORGLIST:  Normal odor level in an organic lab'
     'Sandmeyer reaction'
     'Hydrazine'
     'RE: ORGLIST:  Hydrazine'
     'Last Notice for Registration'

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

Date: Tue, 6 Feb 2001 20:13:06 -0600
From: "John S. Roberts" <JohnSRoberts@worldnet.att.net>
Subject: Re: ORGLIST:  Normal odor level in an organic lab

Is he just reacting to the normal odor of an organic chemistry lab?
Sometimes you can get people who are a little hyper about things and they
can make your life very miserable.  I've had more than my share of those
over the years.

If he's reacting to ppb levels it is not a safety concern.  Most sniffers
are looking for flammables or other toxic gases and will not react at the
ppb level.  The only way to pick it up is to put in a small pump with a
charcoal adsorbent (commercially available in sealed tubes).  Extract the
charcoal with carbon disulfide after hours (8-24 hours) of pumping and check
on a gc-mass spec.  We do these fairly regularly.

John Roberts

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

Date: Thu, 08 Feb 2001 16:09:05 +1100
From: "Paul Harris" <paul.harris@rmit.edu.au>
Subject: Sandmeyer reaction

Hi all
I am currently trying diaztisation (and subsequent reaction with CN) of =
aromatic amines containing very hydrophobic groups (trifluoromethyl etc) =
and have a lot of trouble dissolving them in acid/water.  As a result the =
yields of the benzonitriles are moderate.
Has anyone tried a such reactions in organic solvents? I know it is not =
such a common thing to do.
Thanks

Paul

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

Date: Thu, 8 Feb 2001 10:25:33 +0100
From: "Jonas Nilsson" <jonni@ifm.liu.se>
Subject: Hydrazine

A've heard so much about it. What is true or false.

Is it extraordinary dagerous due to:
a) Poisoness
b) Cancer suspect
c) Explosion hazard

Or is it just another chemical with to many stories around?
Please enlighten me!
/jN
 _____________________     _____________________
|   Jonas Nilsson     |   |                     |   
|Linkoping University |   |      Telephone      |
|       IFM           |   |      ---------      |
| Dept. of Chemistry  |   | work: +46-13-285690 |
|  581 83 Linkoping   |   | fax:  +46-13-281399 |
|      Sweden         |   | home: +46-13-130294 |
|_____________________|   |_____________________|

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

Date: Thu, 8 Feb 2001 18:44:04 +0900
From: "Michael Engel" <michael-engel@ma.dic.co.jp>
Subject: RE: ORGLIST:  Hydrazine

Dear Jonas,
to get an oppinion on the danger of hydrazine, have a look at the following
three pages.

Hydrazine MSDS (one link from http to 0)
http://hazard.com/msds/index/gw.cgi?query=hydrazine&whole=partial&start=0
NIOSH (one link from http to Score)
http://search.cdc.gov/search97cgi/s97_cgi.exe?Action=Search&Collection=NIOSH
&ResultTemplate=niosh.hts&queryText=hydrazine&SortField=Score
OSHA (one link from http to hydrazine)
http://search.osha-slc.gov/search97cgi/s97is.dll?Action=FilterSearch&Filter=
osha.hts&SortField=score&SortOrder=desc&SortField=Title&SortOrder=desc&Resul
tTemplate=power.hts&QueryText=hydrazine

Happy reading
Michael

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

Date: Thu, 8 Feb 2001 11:43:01 -0000
From: "Paul Thind" <cma@bluewin.ch>
Subject: Last Notice for Registration
 
Dear Friends,

I have tried to send this message a couple of times, but it is not going =
through. Are there problems with the mail server?

Here - 3rd attempt!!

Please register now for:

"The 2nd Florida Heterocyclic Conference & Pre-Conference Short Course =
on Heterocyclic Chemistry at The University of Florida, Gainesville from =
7th - 9th March 2001."

All details are at http://www.arkat.org/arkat

Academics can pay for the conference fees, in part or in full, by =
donating compounds to the ARKAT Foundation.

When paying by cash there is a reduced rate for students.

Compounds are accepted as long as we do not have them in our collection, =
are minimum 95% pure, in quantities of 20mg to 1 gm, with lit reference. =
Must not be commercially available.

Please contact me for details.

Yours sincerely,

Paul Thind
Arkat Foundation
Schanzeneggstrasse 1
8002 Zurich
(00) 411 201 9700
(00) 411 201 9720
arkatfoundation@hotmail.com

------------------------------
End of orglist Digest V01 #133
******************************

orglist Digest    Sat, 10 Feb 2001 00:02:17 +0000   V01 #134

Today's topics:
     'SMILES'
     'ORGLIST:  Re: nitrotoluene'
     'ORGLIST:  Normal odor level in an organic lab'
     'Re: ORGLIST:  SMILES'
     'water solubility of 1,2-cyclohexandiol'
     'Re: ORGLIST:  water solubility of 1,2-cyclohexandiol'
     'Request for Help'
     'Re: ORGLIST:  Normal odor level in an organic lab/'

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

Date: Thu, 8 Feb 2001 17:04:10 -0800
From: "Avatar" <avatar@labtrack.com>
Subject: SMILES

I was wondering if anybody has experience using SMILES strings for
substructure searches?  Is it possible? Is it efficient? Do users get the
hang of it fairly quickly?

What other mechanisms or representations would you suggest?  SLN? Others?

Richard Stember
AVATAR Consulting
Author of LABTrack - the Original Electronic Lab Notebook
Web:  www.labtrack.com
Email: avatar@labtrack.com
Tel/Fax: 949.830.7316  (USA)

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

Date: Thu, 01 Feb 2001 19:56:08 -0800 (PST)
From: "robert christian" <rchrist_p@yahoo.com>
Subject: ORGLIST:  Re: nitrotoluene

--- chris brennan <chrisbrennan1@hotmail.com> wrote:
> Any ideas how to oxidise a 2.4- oxazoline to the
> corresponding  oxazole
> without using DBU or other bases as strong or the
> meyers method or NiO2????? 
>   perhaps a weaker base????
> 
> Regards
>

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

Date: Fri, 02 Feb 2001 16:17:44 -0700
From: "Bozell, Joe" <joe_bozell@nrel.gov>
Subject: ORGLIST:  Normal odor level in an organic lab

Dear colleagues,

This is not precisely a chemical question, but is related, and perhaps a
situation you've had to deal with also.  Any help would be greatly
appreciated.

I am currently in discussions with our local safety representative regarding
"fugitive odors" in our laboratory.  He equates it with chemical
contamination, while I equate it with the normal odors associated with
synthetic organic research.  The ventilation in our lab, both with regard to
air exchanges/hour (12) and flow at the hoods (>100 fpm at 18" sash height)
has been checked and exceeds specs for our building.  Moreover, he has
checked our laboratory with an electronic "sniffer" and has found less than
ppm levels of the chemicals to which the probe was sensitive. Almost all
chemical manipulations in our lab are done in the hood.  However, organic
chemistry is not one of the major efforts at our facility.  More engineering
is carried out, thus, our work has odors different from the engineering
research that goes on.

We are currently being encouraged to add even more, expensive, mechanical
controls to try and eliminate the odors.  However, I would like to know what
the safety literature might say about this problem. Can anyone point me to
some hard data about what is acceptable and "normal" for an organic
laboratory?  Is any odor harmful?  If the specific chemical or chemicals
cannot be identified, should one assume there is a problem and a danger?
What is a reasonable and prudent response that will make sure that the
occupants of the lab are not being exposed unnecessarily to harmful
materials?

thanks for any help,

Joe Bozell
Principal Scientist
National Renewable Energy Laboratory
Golden, CO
USA

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

Date: Thu, 8 Feb 2001 20:37:17 -0500
From: Jonathan Brecher <jsb2@camsoft.com>
Subject: Re: ORGLIST:  SMILES


At 8:04 PM -0500 2/8/01, Avatar wrote:
>I was wondering if anybody has experience using SMILES strings for
>substructure searches?  Is it possible? Is it efficient? Do users get the
>hang of it fairly quickly?
>
>What other mechanisms or representations would you suggest?  SLN? Others?

If you're contemplating doing substructure searches by comparing textual
substrings of SMILES strings, don't bother: you can't do substructure
searches that way.

If you're looking at using SMILES strings simply as an input mechanism to
your existing connection table-based substructure search engine, then sure,
that would work.  But why bother restricting yourself to SMILES strings?
Take one of the existing Plugin- or Java-based chemical structure
sketchers, and let users draw their queries graphically.  See
http://www.chemfinder.com (or any of several other sites) for examples.

Is this efficient?  Depends entirely on your search engine and the size of
your database, and what sort of response time you can live with.  Any
decent structure search engine should be able to produce results in a few
seconds for databases of fewer than a million entries, which puts the
search time in the same magnitude as the general http overhead (I'm
assuming you're looking at a web-based search).

Do users get the hang of it?  Depends on what users you're talking about,
and how interested they are in doing searches.  If you have a database of
less than a thousand compounds or so, it's always going to be easier for
the user simply to scan through a list of names.  Substructure searching
doesn't really offer benefits until you're dealing with several thousand
compounds, and doesn't really come into its own until you get several tens
of thousands.

Jonathan Brecher
CambridgeSoft Corporation
jsb2@camsoft.com

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

Date: Fri, 9 Feb 2001 04:00:14 -0800 (PST)
From: Natalie Smith <natalie_lsmith@yahoo.com>
Subject: Re: ORGLIST:  water solubility of 1,2-cyclohexandiol

--- "JIANG, Heng" <hjiang@frat.fspu.edu.cn> wrote:
> Hello, everyone,
> 
> Who can tell me the water solubility of
> 1,2-cyclohexandiol.
> 
> THanks
> 
> H. Jiang
> 
> 
> The CRC lists the trans-isomer as soluble.  Does not
give info on cis.

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

Date: Fri, 9 Feb 2001 08:16:01 -0500 
From: William Loffredo <wloffredo@po-box.esu.edu>
Subject: Request for Help

Dear Colleagues:
I am teaching a general education chemistry class and have a blind
student enrolled.  He is having quite a difficult time with the periodic
table.  The Braille table he has is not laid out in columns but is more text
like.  This poses a problem whenever I mention group numbers and general
locations of elements on the table.  Does anyone out there have access to a
Braille periodic table that I could acquire for this student?  He is getting
very frustrated and is considering dropping the course because of this.
Please send your replies directly to me.

Thanks,


Dr. William M. Loffredo
Department of Chemistry
East Stroudsburg University
East Stroudsburg, PA  18301
(570) 422-3215
wloffredo@po-box.esu.edu

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

Date: Mon, 05 Feb 2001 09:31:43 -0500
From: "Gary Breton" <gbreton@berry.edu>
Subject: Re: ORGLIST:  Normal odor level in an organic lab/


In response to John Robert's message, here is an amusing story:

Back in graduate school (which keeps getting further and further back
unfortunately) I once loaned a bottle of tert-butyl thiol to a friend in an
organometallic group two floors below me.  He would always visit by way of
the staircase.  Before he left, I warned him : "Do NOT open the bottle until
you have it safely in a hood".  Well, about 15 seconds after he left, the
stench of the compound descended upon the building, and he came running back
in with the bottle.  He admitted to quickly removing the top while still in
the stairwell just to see what it smelt like!  Needless to say, the faculty
were not pleased with either of us.

Best regards,

Gary W. Breton
Department of Chemistry
Berry College
PO Box 495016
Mount Berry, GA 30149

------------------------------
End of orglist Digest V01 #134
******************************

orglist Digest    Mon, 12 Feb 2001 00:00:46 +0000   V01 #135

Today's topics:
     'Re: ORGLIST:  Hydrazine'

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

Date: Sun, 11 Feb 2001 14:14:04 +0200
From: zabicky@bgumail.bgu.ac.il (Jacob Zabicky)
Subject: Re: ORGLIST:  Hydrazine

Hello Jonas,

All three accounts are right and are well documented.  The third one
applies especially to the dry compound.

All the best,

Jacob

At 10:25 8/2/1, Jonas Nilsson wrote:
>A've heard so much about it. What is true or false.
>
>Is it extraordinary dagerous due to:
>a) Poisoness
>b) Cancer suspect
>c) Explosion hazard
>
>Or is it just another chemical with to many stories around?
>Please enlighten me!
>/jN
> _____________________     _____________________
>|   Jonas Nilsson     |   |                     |
>|Linkoping University |   |      Telephone      |
>|       IFM           |   |      ---------      |
>| Dept. of Chemistry  |   | work: +46-13-285690 |
>|  581 83 Linkoping   |   | fax:  +46-13-281399 |
>|      Sweden         |   | home: +46-13-130294 |
>|_____________________|   |_____________________|

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 #135
******************************

orglist Digest    Tue, 13 Feb 2001 00:02:40 +0000   V01 #136

Today's topics:
     'RE: Help: Periodic Table in Braille'

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

Date: Tue, 13 Feb 2001 07:47:51 +0900
From: "Michael Engel" <michael-engel@ma.dic.co.jp>
Subject: RE: Help: Periodic Table in Braille

I had forwarded the request to CHMINF, a very important mailing list for
chemists:

CHMINF-L Archives (also to join, leave, etc.)
http://listserv.indiana.edu/archives/chminf-l.html

I have got 4 answers.

Bob Buntrock asked me to send his comments about the periodic table in
Braille to ORGLIST too.
I've also added the three other answers.

-----Bob Buntrock's Original Message-----
My wife is a certified Braillist and a former president of the National
Braille Association (the other NBA).  As you know, there are many
different versions of the Periodic Table, but she has a fairly standard
version on disk.  She can emboss it and have a Braille print version in
the mail to you on Monday.  Please let us know if this will be
satisfactory.

Just out of curiosity, is your student using Braille or tape for other
chemistry class materials -- or both?

-- Bob & Gloria Buntrock
Buntrock Associates, Inc.
Princeton, MN  55371
763-389-8370
buntrock2@EARTHLINK.NET
------------------here are the other answers----------------------------
Try:
http://www.tsbvi.edu/braille/
http://www.afb.org/info_document_view.asp?documentid=178
I found these by doing a search for Braille + "periodic table" at
www.google.com
Regards
Phil McHale

Thank you Phil !
-------------------------------------------------------

On the following web page, there was a photo of a braille periodic
table that seemed to be laid out in columns:
http://www.rutnet.co.uk/customers/scienceshirts/ware.htm
Other places with downloadable Braille periodic tables (no specifics,
so I can't tell how these are laid out):
http://www.tsbvi.edu/braille/index.htm
http://www.viewplustech.com/files_17.html
This last site is a company developing three dimensional models for
chemistry, and it's quite interesting.  There was no web address but
here's a phone number:  Contour, Inc. 650-969-6263
Hope this helps.
Andrea Twiss-Brooks

Thank you Andrea !
-------------------------------------------------------
Julianne M. Braun sent an offer for some personal help.
Thank you Julianne !

------------------------------
End of orglist Digest V01 #136
******************************

orglist Digest    Fri, 16 Feb 2001 00:02:49 +0000   V01 #137

Today's topics:
     'Looking for a 350 - 300 MHz spectrometer'

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

Date: Thu, 15 Feb 2001 16:49:04 +0000
From: "J.Aires de Sousa" <jas@mail.fct.unl.pt>
Subject: Looking for a 350 - 300 MHz spectrometer

-------- Original Message --------
From: "Lab-Science" <info@lab-science.com>
Subject: Looking for a 350 - 300 MHz spectrometer

Dear Members

We are interested in buying a used 250-300 MHz spetrometer.
Please let us
know if you have any idea where to locate such an
instrument. (Europe only)


Best Regards
Sune R. Hansen
Lab-Science
Denmark

------------------------------
End of orglist Digest V01 #137
******************************

orglist Digest    Sat, 17 Feb 2001 00:04:03 +0000   V01 #138

Today's topics:
     're second hand lab apparatus'

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

Date: Thu, 15 Feb 2001 15:52:16 EST
From: Molekula@aol.com
Subject: re second hand lab apparatus

> dear sune
> i think there is a new company called labgeneration in france that is=20
dealing
> with buying and selling used lab apparatus and machines.

> i think you can contact them on www.labgeneration.fr

> hope this helps

> Paul  J. Cunningham
> Director
> Molekula Fine Chemicals
> 42 Rue Ambroise Croizat
> BP 307
> 38434 Echirolles C=E9dex
> France
> tel (+33) (0)4.38.49.94.41
> fax (+33) (0)4.38.49.94.42
> email  molekula@aol.com (direct)
> email  info@molekula.fr (corporate server)
> web site  www.molekula.com

------------------------------
End of orglist Digest V01 #138
******************************

orglist Digest    Sun, 18 Feb 2001 00:03:21 +0000   V01 #139

Today's topics:
     'Sulfur trioxide pyridine complex'

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

Date: Fri, 16 Feb 2001 21:49:05 -0500
From: Merlin <medchem@adelphia.net>
Subject: Sulfur trioxide pyridine complex

Dear colleagues:

Has anyone handled Sulfur trioxide pyridine complex CAS [26412-87-3]?

Remarks, if possible.

Thank you in advance.

Cheers!
--
George D. 'Merlin' McCallion, Chemist
Sanofi-Synthelabo
9 Great Valley Parkway
Malvern, PA 19355
United States

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

------------------------------
End of orglist Digest V01 #139
******************************

orglist Digest    Mon, 19 Feb 2001 00:04:52 +0000   V01 #140

Today's topics:
     '(-)-naproxene'

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

Date: Sat, 17 Feb 2001 16:30:50 -0500
From: "Erno M Keskeny" <Erno.M.Keskeny@usa.dupont.com>
Subject: (-)-naproxene

Dear Colleagues,
I am in need of (R)-(-)-2-(6-METHOXY-2-NAPHTHYL)PROPIONIC ACID aka.
(-)-Naproxene.
Can  anybody suggest a supplier/manufacturer or should I try to resolve
racemic naproxene myself?
Thanks,
Erno Keskeny

------------------------------
End of orglist Digest V01 #140
******************************

orglist Digest    Tue, 20 Feb 2001 00:01:05 +0000   V01 #141

Today's topics:
     '(Para)formaldehyde & polysaccharides'

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

Date: Sun, 18 Feb 2001 13:13:31 +0100
From: "Hr. Dr. S. Shapiro" <toukie@zui.unizh.ch>
Subject: (Para)formaldehyde & polysaccharides

Dear Colleagues;

I am seeking references to the chemical interaction/chemical reactivity of 
either formaldehyde or paraformaldehyde towards and kind of 
polysaccharides.  If you have citations you can share with me, kindly 
contact me _directly_ at

toukie@zui.unizh.ch

Thanks in advance to all responders,

S. Shapiro
toukie@zui.unizh.ch

------------------------------
End of orglist Digest V01 #141
******************************

orglist Digest    Wed, 21 Feb 2001 00:02:05 +0000   V01 #142

Today's topics:
     'polymmer analysis,'
     'Peroxidizable Organic Chemicals'
     'SO3-DMF v. SO3-pyridine'
     'microreactor for synthesis'

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

Date: Mon, 19 Feb 2001 22:24:38 -0300
From: Marino Tadeu Fabi <mtadeu@mpc.com.br>
Subject: polymmer analysis,

Please, friends,
I have an analytical organic problem. I have an elastormer from which I
have spectroscopic data.
IR- strong bands at 1260cm-1 and 780cm-1 other bands are very weak at 3500,
2900, 1430, 830cm-1 more or less
NMR 1H spectra at 4.5 ppm(2H,m), 3,2ppm (1H,s),  and 2,2ppm(3H,m)

Does someone know what kind of polymmer is this. I think it's a fluorinated
material ( CH2-F goes at 4.5 ppm. ). 
I'll appreciate any information or comment about this material.
Thank you very much
Marino Tadeu Fabi

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

Date: Tue, 20 Feb 2001 12:59:02 +0900
From: "Michael Engel" <michael-engel@ma.dic.co.jp>
Subject: Peroxidizable Organic Chemicals

Just for your information:

Information on Peroxidizable Organic Chemicals
http://www.stanford.edu/dept/EHS/lab/perox/perox.html

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

Date: Mon, 19 Feb 2001 17:38:25 -0500
From: Merlin <medchem@adelphia.net>
Subject: SO3-DMF v. SO3-pyridine

Dear colleagues:

 I appreciate the responses I have received concerning my last query on
SO3-pyridine complex. However, someone has sent me another complex: SO3-DMF.
My main goal is to do a transformation on an alcohol to the corresponding
sulfur analog (sulfate ester, I believe?).

Can anyone provide me with some recent leads?

Thank you in advance.

Cheers!
--
George D. 'Merlin' McCallion, Chemist
Sanofi-Synthelabo
9 Great Valley Parkway
Malvern, PA 19355
United States

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

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

Date: Tue, 20 Feb 2001 13:00:36 +0100
From: penth@t-online.de (penth)
Subject: microreactor for synthesis

Dear collegues,

on the website 

www.synthesechemie.de 

there is our new microreactor type. 

We seek cooperations for finding new applications.

Who knows similar products (commercial available microreactors)?


Thanks in advance
Bernd Penth

------------------------------
End of orglist Digest V01 #142
******************************

orglist Digest    Tue, 27 Feb 2001 00:01:12 +0000   V01 #143

Today's topics:
     'polynuclear heterocycles'

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

Date: Mon, 26 Feb 2001 14:47:53 +0200
From: Dmitry Gromov <gromov@gw.bsuir.unibel.by>
Subject: polynuclear heterocycles

Dear Sirs, 
my name is Alex. I am a PhD student of Institute of Physical and Organic
Chemistry of the National Academy of Sciences of Belarus. Now I work in
the field of synthesis of polynuclear heterocycles using formaldehyde. 
Would you be so kind to help me with any references concerned to this
theme.
Sincerely,
Alex.
__________________________________________________________
Alexey P. Kadutskiy
Institute of Physical and Organic Chemistry of the National Academy 
of Sciences of Belarus 
Belarus, 220072 Minsk, Surganov str., 13
E-mail: kadutskiy@tut.by

------------------------------
End of orglist Digest V01 #143
******************************

orglist Digest    Wed, 28 Feb 2001 00:02:31 +0000   V01 #144

Today's topics:
     'IR Problem'
     'RE: ORGLIST:  IR Problem'

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

Date: Tue, 27 Feb 2001 14:37:56 +0530
From: "Ashutosh" <ashujo@yahoo.com>
Subject: IR Problem

 Hello
there's a problem in IR spectroscopy i am finding confusing

a compound shows IR bands at 1620, 990 and 910 reciprocal cm.
its molecular formula is C3H6O
find its structure

now,
the band at 1620 refers to alkene C=3DC
the bands at 990 and 910 refer to monosubstituted ethylene.
my problem is;where does the oxygen fit in?there is no C=3DO.so the =
closest bet is an ether.
but ethers show C-O stretching frequency at 1000-1300 reciprocal cm.
so what could be the structure?

thanks
Ashutosh

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

Date: Tue, 27 Feb 2001 10:25:01 -0500
From: "Chris Borella" <cborella@ic.sunysb.edu>
Subject: RE: ORGLIST:  IR Problem

 This sounds like a homework problem to me and I advise you to do it
yourself.  If not take a proton and carbon spectra and that should give you
your answer very quickly.

-chris
----------------------------------
Christopher P. Borella
Graduate Research Assistant
State University of NY at Stony Brook
Stony Brook, NY 11794-3400
Telephone: (631)632-7824
FAX: (631)632-7942
e-mail: cborella@ic.sunysb.edu

------------------------------------
End of orglist Digest V01 #144
******************************


