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Bill Harris exercising his persuasive skills.

PRESIDENT'S MESSAGE

Plans are now being finalized for the Pacific Confer-
ence on Chemistry and Spectroscopy which will be held
in Anaheim, 19-21 October. Howard Sloane (714/870-
7880) and Bob Obremski (714/833-0751) are insuring that
the Coblentz Society is introduced to the West Coast by
arranging a dinner meeting for the Board of Managers
and a wine and cheese gathering for the general Coblentz
membership. In addition, arrangements are proceeding
nicely for the computerized infrared spectroscopy course
which is being organized by Jeannette Grasselli (216/575-
6331).

A letter dated 3 March 1981 outlining the Defense
Small Business Advanced Technology Program has
been received by the Coblentz Society. Members with
interest in this program should contact Hal C. Felsher,
Small Business & Economic Utilization Policy, Under
Secretary of Defense for Research and Engineering,
Room 2A 340, Pentagon, Washington, DC 20301.

June should be a very busy month for spectroscopists
given the relatively large number of exciting conferences.
The Ohio State Meeting will be complemented by a
Gordon Research Conference on Intensities, and the
International FTIR Meeting will be held in Columbia,

__SC. At the Ohio State Meeting, of course, the Coblentz

ciety is supporting Alan G. Robiette’s lecture on “High
«Kesolution Spectra of Tetrahedral Molecules.”

Finally, 12 and 13 June will provide spectroscopists the
opportunity to participate in Foil Miller’s retirement
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activities at the University of Pittsburgh. Although Foil
is retiring formally from a distinguished academic career,
we are anticipating Foil’s contributions and leadership
will continue.

Have a pleasant and productive summer.

WiLrLiam C. HARRIS
SPECTROSCOPIC FORECASTS

T. Hirschfeld

The marketplace for infrared spectroscopy for long has
been dominated by qualitative analysis. No one can
challenge the suitability of IR for this purpose; its unique
combination of universality, extreme selectivity, sensitiv-
iy, low mimimum cost, and a huge data base (greater
than all the data bases for other techniques combined)
have given IR a commanding position.

This position, however, is threatened by, of all things,
the insufficient size of existing data collections. IR qual-
itative analysis, in fact, does not identify chemicals, but
instead recognizes them, in comparison with a data base.
Thus, it automatically fails when the unknown is not
present in the reference set.

With 5 000 000 compounds reported so far in the chem-
ical literature, whereas the largest data base in existence
contains only 120 000, the odds of such failure are ob-
viously high. In the past, we have managed to get by,
thanks to the skill of those who set up these collections
and who managed to establish priorities for the com-
pounds chosen so as to give us a hit rate of 50% in
spectral searching, whereas pure randomness would have
limited us to 2 to 3%.

However, as our work expands to include less predict-
able problems such as trace and contaminant analysis,
the value of such preselection is reduced, and recent
publications have shown hit rates as low as 9% in some
sample types.

Clearly, the task of machine (or rapid manual) iden-
tification of partial identification of samples not available
in data bases is becoming an urgently required capability
in IR spectroscopy. Research along these lines in NMR,
MS-MS, and x-ray diffraction indicates the future health
of the IR spectroscopy field will, to a significant extent,
hinge on attaining this capability.

Current lines of research on IR qualitative spectros-
copy that may in the future accomplish this task include:
work on pattern recognition methods which allow extrap-

APPLIED SPECTROSCOPY 455

F_’;'
|
g




b

H

olation from existing data bases, the use of shift reagents
for infrared qualitative analysis, and, most promising of
all, the use of automated IR macrogroup frequency meth-
ods for nearly data base-independent interpretation of
IR spectra.

Iach of these techniques is now in its infancy. Their
future development, in combination with and
strengthened by the expansion in the quality and size of
existing spectral collections, eventually will become the
salvation from this growing problem in IR qualitative
spectroscopy.

COBLENTZ SOCIETY STUDENT AWARD

The Coblentz Society is pleased to announce its Stu-
dent Awards for 1981. These awards are presented yearly
to outstanding students of molecular spectroscopy and
consist of a copy of the Deskbook of Infrared Spectra
and a year’s membership in the Society. The awardees
for 1981 are:

Patricia Brletic. Ms. Brietic is a doctoral student at
the University of South Carolina and holds a master’s
degree from Carnegie-Mellon University.

Emily Carter. Ms. Carter is a junior chemistry major
at the University of California, Berkeley, who is engaged
in undergraduate work in spectroscopy.

Indra Chakraborty. Mr. Chakraborty is currently in
the process of completing his M.S. degree at Alfred
University and plans to continue on to a Ph.D. at Alfred.

Steven Chin. Mr. Chin is currently in his second year
of graduate studies at the University of Florida.

Thomas Douglas. Mr. Douglas is a senior chemistry
major al Rose-Hulman Institute of Technology and is
planning on graduate study in the fall.

Patrick Killough. Mr. Killough has nearly completed
his work for the Ph.D. degree at Texas A&M University.

T. Kumar. Mr. Kumar holds a M.S. degree from the
Indian Institute of Technology and is currently a Ph.D.
student at Kansas State University.

Denys Leclerc. Mr. Leclerc holds a master’s degree
from Université Laval and is currently a Ph.D. student
at the University of Alabama.

Thomas Lundeen. Mr. Lundeen is currently a Ph.D.
student at Oregon State University. He received his B.S.
degree at the University of Puget Sound.

Steve Morgan., Mr. Morgan is currently a graduate
student at Fisk University and plans to complete his
studies shortly.

Joyce Myers. Ms. Myers is a senior chemistry major
at the Philadelphia College of Textiles and Science.

Steven Skolnick. Mr. Skolnick is currently a junior
chemistry major at Bucknell University.

James Sloan. Mr. Sloan is presently completing his
work for the Ph.D. degree at Polytechnice Institute of
New York.

Jeffrey Sun. Mr. Sun is presently completing research
in spectroscopy for a graduate degree at Ohio University.

Larry Wieserman. Mr. Wieserman holds M.S. de-
grees in both chemistry and Forensic chemistry and is
currently completing his Ph.D. degree at the University
of Pittsburgh.

Connie Langer. Ms. Langer is currently a senior at
Bowdoin College and is planning on pursuing a graduate
degree in the fall.
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NOMINATIONS REQUESTED

Nominations are hereby requested for the Williams
Wright-Award, given annually by the Coblentz Society
to a distinguished industrial spectroscopist. Nominations
for the 1982 Award, to be given at the Pittsburgh meeting,
should be forwarded to Bernard J. Bulkin, Polytechnic
Institute of New York, Brooklyn, NY 11201. Please re-
member the 1 September deadline.

A. Lee Smith receiving our appreciation for many years as Newsletter
editor.

Bernie Bulkin and our awardees at the Pitlsburgh conference.




A LOGO FOR THE COBLENTZ SOCIETY

The Coblentz Society could use a logo for banners,
stationery, brochures, and, last but not least, the news-
—latter. We would like to pick your brains for the design of
1e. We are therefore instituting a design contest; the
winner will receive a $50 check, a few words of recognition
in the Newsletter, and hopefully some inward satisfac-
tion.
What do you have to do? Sketch out your suggestion,
send it to Marcia Snavely, The Standard Oil Company,
4440 Warrensville Center Road, Cleveland, OH 44128.

On approval by the board the selection of the winner will
be official.

A REMINDER

The Coblentz Workshop on Computerized IR Spec-
troscopy will take place at the Pacific Conference on
Chemistry and Spectroscopy, Sheraton-Anaheim Hotel,
Anaheim, CA. To register, send a check to Jeanette G.
Grassellr, The Standard Oil Company (Ohio), 4440 War-
rensville Center Road, Cleveland, OH 44128.

If we can’t lick "em, we might as well join em.

1982 Pittsburgh Conference and Exposition on Analytical Chemistry and
Applied Spectroscopy

The 33rd Pittsburgh Conference and Exposition on
Analytical Chemistry and Applied Spectroscopy will con-
vene 1982 March 8-12, in Atlantic City, NJ, USA. Atlan-
tic City was chosen as the meeting site for the 3rd
consecutive year because of the very successful 1981
Conference and Exposition.

Symposia have been organized including: (1) Advances
in Thin Layer Chromatography, (2) Surface Analysis—
An Important Interface, (3) Industrial Hygiene Monitor-
ing of Chemical Hazards, (4) Computerized Methods in
TC-MS Analysis, (5) Process Analyzers, (6) New Devel-

ments and Applications of Energy Dispersive X-Ray
Fluorescence, (7) Electroanalytical Techniques in the
Horizon, (8) State of the Art of the Hyphenated Tech-
niques, (9) Preparation and Analysis of Derivatives in
Chromatography, (10) Analytical Chemists as Inventors
and Problem Solvers, (11) Practical Advances in Liquid
Chromatography, (12) Advanced Techniques and Stand-
ards in Environmental Measurements, (13) Dal Nogare
Award Symposium, (14) Coblentz Society Award Sym-
posium, (15) ASTM E13.06— New Directions in Molec-
ular Luminescence, (16) Spectroscopy Society of Pitts-
burgh Award, and (17) Society for Analytical Chemists
of Pittsburgh Award. A short course on Approaches to

Laboratory Computerization Part I is under study and
planned to be offered on Friday and Saturday, 12 and 13
March 1982.

General papers are not restricted to the symposia
topics. Papers may be contributed in all areas of the
disciplines of Analytical Chemistry and Applied Spec-
troscopy. Those authors wishing to present papers in the
1982 Pittsburgh Conference should submit four (4) copies
of a 300-word abstract to: Mrs. Linda Briggs, Program
Secretary, Pittsburgh Conference, Department J-123, 437
Donald Road, Pittsburgh, PA 15235 USA. The abstract
should be complete and show: (1) the title of the paper;
(2) the name of the author(s), the organization(s) in
whose laboratory the work was done, and the address(es).
Provide the COMPLETFE mailing address of each author,
including department and any other mailing code; (3) the
name of the author who will present the paper must be
underlined; and (4) sign and date the abstract page in
verification that the paper and all material therein has
not been published or previously presented. The final
date for receipt of abstracts is 1981 August 15. Abstracts
received after this date cannot be guaranteed considera-
tion for inclusion in the 1982 Technical Program.
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