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i, Coblentz Awardee

Flash! The Newsletter has just been advised that the winner of the
1969 Coblentz award is Dr. Guiseppe Zerbi, Instituto di Chimica Industriale
del Politecnico, Milano, Italy. Further details will appear in the next
mailing.

II. Coblentz Society Symposium

The Coblentz Symposium at the 1969 Pittsburgh Conference in Cleveland
(or, if you prefer, the Cleveburgh or Pittsland Conference) will feature "Com-
puters and Spectroscopy: Partners in Progress.' The program is as follows:

Introductory Remarks -- F. F. Bentley, Wright-Patterson
Air Force Base, Dayton, Ohio

Presentation of the 1969 Coblentz Award and Paper by
Awardee

"Some Experiences with Real-Time Computer in the Lab-
oratory' -- R. O. Crisler, Procter and Gamble, Cin-
cinnati, Ohio

"Computer Languages and the Spectroscopist' -- R. S.
McDonald, General Electric Company, Schenectady,
New York

"A Computer Program Exchange Library for Analytical
Chemists'" -- J. G. Karohl, Perkin-Elmer Corporation,
Norwalk, Connecticut

III. Study Committee on Infrared Techniques

At the meeting of the Board of Management in September, a new study
committee on infrared sampling techniques and problems was established.
It was felt that a need exists for basic, descriptive material in the form of
illustrated pamphlets, handbooks, or even short movies to illustrate best
recommended procedures for preparing mulls, KBr pellets, polymer samples,
etc. These would serve, not to replace excellent texts on IR practices, but
rather to supplement them. They might be working sheets or introductory
material for the new, practicing spectroscopists. They might be expanded
to include an up-to-date inclusive bibliography on each subject. What would
you like to see included, and in what form should the material be offered?
Suggestions from the membership are earnestly solicited. The chairman of
the committee is Jeanette G. Grasselli, and anyone interested in serving on
the committee should contact her at Research Department, Standard Oil Co.
(Ohio), 4400 Warrensville Center Road, Cleveland, Ohio 44128.

IV. Computer Programs Available

Dr. R. N. Jones, Division of Pure Chemistry, National Research
Council of Canada, Ottawa, 7, Canada, has offered to make 15 of his computer



programs available to interested spectroscopists. They are described in
the following bulletins, which may also be obtained from Dr. Jones:

NCR Bulletin No. 11. "Computer Programs for Absorption -
Spectrophotometry,' R. N. Jones, T. E. Bach, H. Fuhrer,

V. B. Kartha, J. Pitha, K. S. Seshadri, R. V. Venkataraghavan,

and R. P. Young, National Research Council of Canada, Ottawa,

1968,

NCR Bulletin No. 12. "Optimization Methods for Fitting Curves
to Infrared Band Envelopes - Computer Programs, " J. Pitha and
R. N. Jones, National Research Council of Canada, Ottawa, 1968.

V. Letters to the Editor

Society members are encouraged to contribute to the Newsletter in
the form of "Letters to the Editor." The subject may be suggestions for
Society projects, ideas or discussions of interest to spectroscopists, or even
questions addressed to a specialist in the field. Those wishing to contribute
should send their letter to the Editor of the Coblentz Newsletter, A. Lee Smith,
Dow Corning Corporation, Midland, Michigan 48640.

VI. Board of Management Meeting

A Board meeting was held in Columbus, Ohio on September 4. In
addition to items covered elsewhere in this Newsletter, the Board considerec
problems in evaluation of reference spectra, and heard reports from R. N.
Jones and F. F. Bentley on the Arnoldshain Codata Conference.

VII. Alternative Dues Plans

Beginning with the 1969 dues notice (which you will receive with the
next Newsletter) it will be possible to select your choice of memberships
for one or three years. This plan, recently approved by the Board of
Managers, provides a single year membership for $2 or a three-year mem-
bership for $5.

VIII. Touring the Labs - Our host, Ron Kagel of the Dow Chemical Company.

Several groups at Dow are concerned with infrared spectroscopy. The
Analytical Services Group in the Analytical Laboratory headed by R. T.
Scheddel functions primarily in support of Production and Control. Their
principal activity consists of precise quantitative analysis and other applica-
tions of infrared on routine service basis.

There are three groups directly involved in vibrational spectroscopy
within the Chemical Physics Research Laboratory under the direction of N.
Wright, who pioneered the early use of infrared spectroscopy as an analytical
tool in industry. The Molecular Structure Group is headed by J. C. Evans.
Although John Evans is presently directing much of his efforts into the growth
and physical properties of crystals, he maintains a continuing interest in
vibration spectroscopy, particularly ion-pairing, and also in Nuclear
Quadrupole Resonance. The infrared and Raman studies of J. C. Evans and
Y. S. Lo have resulted in significant contributions to the scientific literature,
as well as basic support for the company research effort. The Infrared
Instrumentation Group under L.. W. Herscher is involved in the development
of new instrumentation and the application of infrared instruments in plant
stream processes. Leonard Herscher, who under the inspiration of N. Wright



developed the null balance double-beam infrared spectrometer, automatic
gain control, and many other innovations, is currently in the process of
modifying Beckman IR-9 to incorporate an electrical ratio-recording system
and a liquid-He cooled copper-doped germanium detector. Arnold Bartz,

H. D. Ruhl, Frank Karle, and John Prewozniak continue to custom-build
small infrared spectrometers for use as continuous plant-stream analyzers.
Since this type of analyzer is not commercially available and each application
requires special engineering, these instruments are assembled and cali-
brated in the laboratory. Currently there are several of these units operating
in the Midland plants of Dow.

The Infrared Group, led by W. J. Potts, directs its efforts towards
research and non-routine applications of infrared spectroscopy. Bill, well
known to spectroscopists and music lovers around the world, currently ad-
ministers all of the analytical spectroscopy, including infrared, NMR, mass
spec, X-ray, and atomic emission spectroscopy within the Chemical Physics
Research Laboratory. In spite of these responsibilities, he still finds time
to remain active in the general area of vibrational assignments, group frequency
correlation studies, and text book writing (through Chapter 12 of Volume II).
His group, aided by six technicians, divides its time between analytical
spectroscopy and spectroscopic research. The analytical work of the group
principally involves molecular structure determination and identification of
a wide range of unknown materials in support of the general research effort
of the company. Most laboratories in the company which are engaged in
organic synthesis work have their own small infrared spectrometers, hence
only the more difficult identification problems reach the Infrared Group.

Spectroscopic research is concentrated in several areas. Dick Nyquist
continues his interest in group frequency correlation studies and vibrational
assignments. Recently he has turned his attention to correlations in the
mid and far infrared spectra of inorganic compounds. We have just completed
a compendium of spectra covering the region 3800-45 cm -~ containing about
1000 inorganic compounds. Stan King is our matrix isolation expert. His
work has related to Cl isotope shifts in systems isolated in argon at liquid
Ho temperatures. More recently he has undertaken the task of matrix
isolating hydrogen-bonded nitrogen containing systems. Stan has also re-
activated some of the normal coordinate programs in connection with his
matrix isolation work.

As an outgrowth of work done by Duncan Erley, the Dow/ASTM in-
frared file searching program is now being made available through ASTM.
This system, employing a small IBM 1130 computer, searches the approximately
90,000 ASTM-coded standard spectra in 90 seconds. Since leaving the in-
frared lab (he finally succumbed to the blandishments of the computer world),
Duncan has set up this search program on Dow's central computer facilities,
where this lab (and several other Dow Labs) execute the program from re-
mote teletype stations on a time-sharing basis.

Virginia Carter and Dick McLachlan continue their efforts in vibra-
tional spectroscopy of single crystals. Virginia is working on inorganic
systems and is currently finishing complete assignment of sodium and potassium
nitrate (both infrared and Raman). Dick is interested in molecular crystals
and is currently working on dimethyl sulfone. He is also working on a complete
vibrational assignment of normal alcohols and normal fluorocarbons jointly
with Bill Potts. We expect to expand our single crystal efforts and also get into
the high pressure field with the arrival of a diamond-high-pressure cell. We



are also momentarily expecting the arrival of an additional Raman spectrograph,
a Spex Ramalog. With a year's supply of preprinted charts, we hope that

after the usual modification period at Dow we will be firmly entrenched in the
Raman group frequency business.

We (R. O. Kagel) are still pursuing our interest in the spectra of
alcohols adsorbed on metal oxide surfaces. Other catalytic systems including
supported metals, thin metal films, clay films, and some polymer films are
also currently under investigation. We hope to be applying infrared emission
techniques to some of these surface problems in the near future.



OUTLINE OF SOME PROJECTS AND ACCOMPLISHMENTS

A program to prepare infrared spectra meeting Class II specifications as de-
fined by the Coblentz Society has been initiated. Approaches to obtaining Class
I spectra are being considered.

A committee was formed to consider some of the basic sampling problems facing
spectroscopists and to study methods of disseminating to users knowledge on in-
frared techniques.

The Coblentz Society spectra publication program was merged with the Joint
Committee on Atomic and Molecular Physical Data and a broader base spectra col-
lection program initiated.

A formal agreement was made with the Sadtler Research Laboratories, Inc. to
print the Coblentz Spectra and perform other services in connection with their
distribution for the Society.

The Society will cooperate with the editors of Analytical Chemistry and Ap-
plied Spectroscopy in publishing infrared spectra submitted with manuscripts to
these journals in the Coblentz catalog.

The Coblentz Society was represented at the First International CODATA Con-
ference on the generation, collection, evaluation and dissemination of numerical
data for science and technology held at the Ev. Akademie, Arnoldshain, Germany,
30 June - 5 July 1968. Recommendations by the Panel on Infrared Spectra were
made to the Committee on Data for Science and Technology (CODATA).

A Coblentz Society booth was introduced at the 1968 Pittsburgh Conference in
Cleveland. A similar booth was set up for the SAS Meeting in Chicago in May.
Space has been acquired for a more elaborate booth at the Pittsburgh Conference
next March.

Coblentz Society brochures were distributed to most short-term infrared schools
this year and short talks on the goals of the Society were presented.

Various scientific journals have been contacted to obtain more publicity for
the Society.

A flyer approved by the Society describing the Coblentz Spectra was printed
on the back of the Coblentz Society brochure and included in Sadtler's mailings
to potential customers.

It is anticipated that another thousand infrared spectra will be published
this year bringing the total Coblentz Society collection to 6000.

The 1969 Coblentz Society Symposium is entitled "Computers and Spectroscopy.
Partners in Progress.'" It will be held in conjunction with the Pittsburgh Con-

ference, Thursday afternoon, March 6.

The membership now has the choice of paying the annual dues either $2.00 for
1 year or $5.00 for 3 years.

A letter column dealing with suggestions, ideas or problems will be added to
the Newsletter.




