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Henry Buijs of Bomem, Inc. (center) presents the Bomem-Michelson
Award to Jack Koenig of Case Western Reserve (left), while Mrs. Koe-

nig is happy to receive the check for the award (Jack said it had to be

that way if he wanted to go home afterwards).

COBLENTZ SOCIETY PRESIDENT'S MESSAGE,
SPRING 1993

This is my last message as President of the Coblentz
Society. It has been a busy, fun and, I hope, productive
two years. The Society has been facing many changes as

the spectral reference world goes increasingly to a digi-
tized database. Our financial solvency has long been due
largely to the efforts of Clara Craver involving the Co-
blentz spectral libraries. These libraries are still being
sold and offer a valuable resource to the spectroscopic
community. However, in the past few years, income has
dropped off and the Society has had to determine how
best to support itself in the future. This issue has resulted
in a good deal of thought concerning the underlying goals
of the Society, and I think will result in healthy changes
and increased membership.

Meanwhile, the on-going activities of the Society con-
tinue. Celebration of the 40th Anniversary of the Co-
blentz Society started this year at PittCon with a terrific
symposium arranged by Larry Nafie and David Haaland.
The symposium was very successful, which was all the
more impressive since it was held on Friday morning, a

EDITOR'S COMMENTS

Humor is considered an integral part of being a well-
rounded spectroscopist (as can be seen later in this news-
letter). You are welcome to contribute articles and com-
ments to this Newsletter for those items or events that
you wish to broadcast. The next due date for Newsletter
submissions is October 1 for the February issue. Re-
gardless of the number of contributions, we will always
be printing the events and progress of the Society so you
can keep in touch with the Board members and Officers.
Newsletter requests can be mailed directly to me as ed-
itor of the Newsletter (Dr. Kathy Kalasinsky, Armed
Forces Institute of Pathology, Division of Forensic Tox-
icology, Washington, D.C. 20306-6000). Be sure to look
for the Coblentz Society Newsletter in every February
and August issue of Applied Spectroscopy.
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The Bomem-Michelson Award Symposium at the Pittsburgh Confer-
ence in Atlanta featured (left to right) Martin McKenzie (speaker,

Raychem Corp.), Bill Fateley (speaker, D.O.M' Assoc., Inc.), Jack Koe-
nig (Awardee, Case Western Reserve), Jenny Grasselli (speaker, Ohio
University), Henry Buijs (award presenter, Bomem Inc'), and Dave
Haaland (Symposium Chairman, Sandia National Labs).
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traditionally difficult time to attract attendees. The week
was started off at the Bomem-Michelson Award Sym-
posium, where Dr. Jack Koenig was honored. PittCon
also saw our new booth and 40th Anniversary T-shirts.
One of the best Society events of the recent past was this
year's Williams-Wright Symposium. This year's award
went to the Board's own Curtis Marcott, and the sym-
posium was a mixture of really good science and fun. The
traditional wine and cheese get together was somewhat
modified to accommodate a morning symposium rather
than an afternoon symposium and was found to be a fine
alternative.

The celebration of the 40th Anniversary will continue
at the international FTS meeting to be held in August
in conjunction with the receipt of this year's Lippincott
Award by John Rabolt. We also hope to publish a booklet,
about which more will be communicated later in the year.

As Dr. Laurence Nafie of Syracuse University takes
over as Society President, there are many exciting events
on the horizon. The next Coblentz activity will be in June
at the annual Molecular Spectroscopy Meeting in Co-
Iumbus, where Dr. Peter Felker of the University of Cal-
ifornia will receive this year's Coblentz Award. I know
that Larry will be an excellent president and that he will
be ably assisted by our Board members, including our
two new members, Don Kuehl of Galactic and David
Schiering of Perkin-Elmer.

I wish to thank the many people who have helped me
in the past two years. Although this list is far from com-
plete, I do wish to especially thank Bruce Chase, Arlene
Garrison, Dave Haaland, Jim de Haseth, Matt Harth-
cock, Kathy Kalasinsky, and Rod McDowell. Without all
of these hard-working, all-around good guys, the presi-
dency would be a lot more work, and a lot less fun.
Thanks again!

RecHu. L. Baneoun
President, Coblentz Society

THE SOCIETY'S ROLE IN THE
IDENTIFICATION OF UNKNOWN MATERIALS BY
INFRARED SPECTROSCOPY

The Coblentz Society has played a prominent role in
providing reference spectra for compound identification
since the 1950s. Since the early 1980s we have included
important commercial products, common environmental
pollutants, and polymers in our reference data. We have
led the way in employing the need for accurate, reliable
spectra of both samples and reference data to make pos-
itive identifications via IR chemical fingerprinting.

Thousands of the Coblentz Society Books of Reference
Spectra are used daily in solving analytical problems in
industrial and government laboratories. Our Desk Book
is a sought-after student honor award. Over twenty are
awarded annually. I now see the information "Coblentz
Society Award Winner" on the vitae of current graduates.

The Society's spectral data products have traditionally
been hardcopy charts with well-defined grids for data
readout. Our own experienced members and the other
spectroscopists we have served throughout three-plus de-
cades know the importance of comparing exact frequen-
cies, relative band intensities, and band shapes in order
to make accurate identificaticlns, and to detect the pres-
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Here are the Coblentz Board members during a hard night's work at
the last Board meeting held at the Pittsburgh Conference in Atlanta.
From left to right: Arlene Garrison, Sandy Asher, Don Kuehl, Dave
Haaiand, Paul Bourassa (FACSS representative), Curt Marcott, and
Richard Palmer.

ence of impurities or other complications with sampling
or sample preparation.

The techniques available and promoted for spectrum
identification have changed. Computer-assisted data
handling gives us marvelous new opportunities-oppor-
tunities for going further with the comparison of very
similar materials. Easy quantitation of all bands (over
variously chosen or automated baselines!), stepwise sub-
traction, deconvolution, and scale expansion all are time-
saving aids. These approaches are used in diverse ap-
plications such as polymeric and biological sciences,
forensic work, quality control, and on-line environmental
monitoring. This opportunity for more exciting and de-
finitive use of IR than ever before is producing most
satisfying results in the hands of experienced spectros-
copists.

The downside of all of this computer-eze-ease is that
there is widespread expectation among new IR users and
laboratory managers that the equipment will do the whole
job. Laboratories report, as identifications of unknowns,
the top hits from the search of commercial computer
files, even from small databases. Users are often unaware
of the possible effects that sample preparation, search

Many thanks to our two retiring board members Arlene Garrison and
Sandy Asher (left and center) for their past four years ofservice. Wel-
come to Don Kuehl (right) and Dave Schiering (not pictured), who are

our two newly elected Board members.



No Pittsburgh Conference would be complete without Bill Fateley
roaming up and down the aisles.

algorithm options, or the suuounding matrix can have
on the spectrum of a microscopic particle.

I hear horror stories of serious misidentifications from
the many short-course participants whom I meet. One
of them recently remarked that he was taking an inter-
pretation course just to help him recognize the search
answers that are impossible! Serious examples of mis-
identifications can be traced to crime labs which present
wrong results in court, and product performance prob-
lems assigned for far too long to the wrong causes.

Examples? The -OH band from wet KBr pellets can
translate into identification of an unknown as alcohols
or cellulose structures. Usually, if the answer served up
is "water," even neophytes become suspicious about the
identification of their solid sample. Deresolved spectra
in databases wipe out distinguishing features in homol-
ogous series or related polymers or copolymers. Peak
readout on small monitors draws attention away from
band shapes. The most recent example I've seen of this
problem was a mixture in which talc was identified as
rayon! Straight-line generators can wipe out cumulative
double-bond absorptions while the analyst is prettying
up the spectrum by removing CO, imbalance. I've gotten
over being dumbfounded by seeing some of the CO, bands
in a spectrum, but not all of them! Baseline control used
with enthusiasm has been known to eliminate even a
hint of TiO, from spectra by eliminating light scattering
at the high-frequency end and eliminating the slope to-
ward the main bands at the low-frequency end of most
FT-IR spectra.

Good analysts are making mistakes from the very op-
portunities now offered to them. Charlatans are having
a field day. My observation is that the reputation of IR
as a definitive analytical tool is suffering.

What is the role nour of the Coblentz Society in keeping
the effectiveness of molecular spectroscopy strong and
its reputation a respected one? I would like to offer the
following suggestions for consideration:

1. The Society is offering small, evaluated, digitized da-
tabases, but this is a minimal effort in the face of the
need for large reference databases. Can we do more?
This kind of project needs considerable support, es-
pecially in the form of controlled spectra.

2. In the past we held workshops with a "dutch uncle"
approach on how to do it right. Are they needed again?

3. Can the prestige of our Board of Managers and other
members be brought to bear on instrument companies

Incoming Coblentz President, Larry Nafie (right), presents a plaque
ofappreciation to Rachael Barbour (left), outgoing Coblentz President,
at the annual membership meeting of the Society held prior to the
Williams-Wright Symposium at the Pittsburgh Conference in Atlanta.

to minimize extravagant and unwarranted claims
about their systems? Can we encourage companies to
point out limitations?

4. The ASTM committees are developing excellent
"Recommended Practices." Should this Society help
promote these guidelines?

5. Is it possible that we are not working hard enough to
attract the materials analysts who face serious prob-
lems?

I rvould very much like to hear from you about your
use of and interest in reference spectral databases. We
need to make some decisions about future directions.
The Board of Managers welcome input on the other ques-
tions.

Please participate. Write to us or call!
Cr-eRn CnavnR
P.O. Box 265
French Village, MO 63036
Fax/?hone: (314)358-2589

RANIAN EFFECT A LOSER

Gene Crowder of Louisiana Tech University sent in
an article he found in the Shreveport paper. It stated
that "Raman Effect" ran 1Oth out of eleven horses in the
second race with a purse of $7,500 for three and four
year olds at 6 furlongs. The odds for "Raman Effect"
were 20 to 1 and placed behind "Physical Security" with
odds of 30 to 1. "Socially Explosive" won the race with
2-to-l odds followed by "Sportin' Link" and "Lashawn's
Boy." Long-shot "Will Master" came in 4th with l2-to-1
odds. Not much is expected of "Raman Effect" for the
future.

COBLENTZ STUDENT AWARDS, 1993

The Coblentz Society would again like to congratulate
its Student Award winners for their fine work in the field
of vibrational spectroscopy as students. The two names
marked with asterisks should have been included with
the 1992 awards, but their nominating letters were lost
in the mail. (Graduate and undergraduate students in-
dicated by G, U.)
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Rachael Barbour (L) presents the Williams-Wright Award to Curt
Marcott of Procter & Gamble at the Pittsburgh Conference in Atlanta
this past March.

*ABDULLAH AL-KAHTANI, Chemistry Department,
Oregon State University (Prof. J. W. Nibler), Sfruc-
tural studies by high-resolution coherent Raman
spectroscopy (G).

S. BAGSHAW, University of Auckland (Prof. R. P. Coo-
neY)'

REZA BAKHTIAR, Department of Chemistry, North
Dakota State University (Prof. Denley Jacobson),
Structure/reactiuity relationships of ions in the gas
phsse (G).

MATTHEW S. BOGYO, Department of Physics and
Astronomy, Bates College (Prof. John E. Smedley),
Fourier-transt'orm N MR spectroscopy (U).

CHARLES T. CHAFFIN, Department of Chemistry,
Kansas State University (Prof. William G. Fateley),
Open-path FT-IR monitoring of SO, in stach plumes
(c).

NELSON W. DANIEL, Department of Chemistry, Uni-
versity of Idaho (Prof. Peter R. Griffiths) , Neural net-
works f or the automated interpretation of IR spectra
(G).

SIOBHAN S. FEENEY, Department of Chemistry, Uni-
versity of California, Los Angeles (Prof. Robin L. Gar-
rell), 1R and surt'ace-enhanced Raman spectroscopy
to study cont'ormations of peptides at interfaces (G).

JULIUS FISTER, Department of Chemistry, University
of Utah (Prof. Joel M. Harris), Vibrqtional spectra of
intermediates in nanosecond photo-initiated resc-
tions (G).

DAVID A. FITZWATER, Department of Chemistry,
Tennessee Technological University (Prof. Robert J.
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Glinski), Chemiluminescence of the fluorine-dimeth-
ylsulfoxide reaction (U).

DENISE GIGANTE, Department of Chemistry, Syra-
cuse University (Prof. Laurence A. Nafie), Vibrational
circular dichroism studies of diols and taxol (G).

JANET GONGOLA, Chemistry Department, Muskin-
gum College (Prof. Raymond D. Rataiczak), IR studies
of commercial plasters and polymers (U).

VLADIMIR GUELEV, Department of Chemistry, Long
Island University (Prof. Joan E. Shields) (U).

BRIAN KENT GOODMAN, Department of Chemistry,
Rose-Hulman Institute of Technology (Prof. Frank A.
Guthrie) (U).

CAROL HILL, Department of Chemistry, Akron Uni-
versity/NASA (Dr. Kenneth W. Street, Jr.), Colori-
metric determination of copper (U).

L. MESCHELLE JACOBS, Department of Physics and
Astronomy, Mississippi State University (Prof. David
L. Monts), Chemometric analysis of multi-component
IR spectra (G).

AJIT KUMAR JILLAVENKATESA, Spectroscopy
Laboratory, New York State College of Ceramics at
Alfred University (Prof. Robert A. Condrate, Sr.),
Rapid dy'nantic in situ Raman studies of borosilicate
g/osses at high temperatures (G).

KATHIE KRUTULES, Department of Chemistry, Uni-
versity of South Carolina (Prof. Joann F. Sullivan),
Vibrational spectroscopy of acetyl isocyanate (G).

JULIE KUHR, Chemistry Department, Oregon State
University (Prof. J. W. Nibler), UV resonsnce coher-
ent Raman spectroscopy (G).

XIHUI LIANG, Department of Chemistry, University
of Georgia (Prof. James A. de Haseth), Factor analysis
of highly conuolued infrared data (G).

The Williams-Wright Award Symposium at the Pittsburgh Conference
in Atlanta featured (left to right) Larry Nafie (speaker, Syracuse Uni-
versity), Curt Marcott (awardee, Procter & Gamble), Bruce Chase
(speaier, E. I. duPont). 'John Rabolt (speaker, IBM Almaden Research
Center), Isao Noda (speaker, Procter & Gamble), and Barry Streusand
(S1'mposium Chairman, Applied Analytical, Inc.)'



TIMOTHY L. MARSHALL, Department of Chemistry,
Kansas State University (Prof. Robert M. Hammaker),
Least-squares automated interpretation of atmo-
spheric FT-IR spectra (G).

HANS-ULRICH MENZEBACH, Institute for Physical
and Theoretical Chemistry, University of Essen (Prof.
Bernhard Schrader), Deuelopment of a micropolarim-
eter for medical applications (G).

STEVEN A. ROGERS, Joint Institute for Laboratory
Astrophysics, University of Colorado (Prof. Stephen
R. Leone), Reactions of doubly charged molecular ions;
time-resolued emission spectroscopy of the methyl
radical (G).

WU TIAN, Department of Chemistry, Louisiana Tech
University (Prof. Gene A. Crowder), Conformational
and uibrational analysis of 2-methyl-1-alkenes (G).

KURT TOMPKINS, Department of Chemistry, SUNY
Farmingdale (Prof. Yeshwant K. Purandare) (U).

YEI-SHIN TUNG, College of Engineering, Rutgers Uni-
versity (Prof. Leslie J. Fina), IR spectroscopy of sol-
uble amphiphile monolayers (G).

MARY W. TUNGOL, Forensic Science Research and
Training Center, FBI Academy (Edward G. Bartick),
Forensic FT-IR analysis of fibers (G).

SUCI WIDAYATI, Department of Chemistry, Univer-
sity of Georgia (Prof. Richard A. Dluhy), IR spectros-
copy of monolayer fiIms (G).

*HANSHENG ZHANG, Department of Physics and As-
tronomy, Mississippi State University (Prof. David L.
Monts), FT-IR on-line monitoring of species concen-
trations in combustion systerns (G).

The Coblentz Society celebrated ils 4Oth Anniversary at the Pittsburgh
Conference in Atlanta due to the many efforts of Rachael Barbour,
outgoing Coblentz President (center), Larry Nafie, incoming President
(lefi), and 40th Anniversary Committee Chairman, Dave Haaland (right).
Please note that they are all sporting the new Coblentz T-shirts which
read, "Celebrating 40 years."

In celebrating 40 years of existence, the Coblentz Society held a sym-
posium reflecting on the Society and Vibrational Spectroscopy over
the past 40 years. This symposium featured (back row, left to right)
Bob Hannah (speaker, Perkin-Elmer), Dave Haaland (symposium ar-
ranger, Sandia National Labs), Bruce Chase (speaker, E.I. duPont),
(front row, left to right) Larry Nafie (Symposium Chairman, Syracuse
University), Gus Zerbi (speaker, Giulio Natta Politecnico di Milano),
and Curt Marcott (speaker, Procter & Gamble).

XIANG ZHU, Department of Chemistry, University of
South Carolina (Prof. James R. Durig), Vibrational
spectroscopy and ab initio calculations on fi.ue-nxem-
bered ring molecules (G).

SOCIETY ANNOUNCE}IENTS

Membership. Anyone wishing to join the Society may
do so by sending $10.00 to Dr. James A. de Haseth,
Coblentz Society Membership Chairman, Department of
Chemistry, University of Georgia, Athens, GA 30602.

Board Meeting. The Coblentz Society Board will hold
its semi-annual meeting the third week in August at the
International FTS Conference in Calgary. Any article of
business that you want the Board members to consider
needs to be sent in writing to Larry Nafie, Coblentz So-
ciety President, Department of Chemistry, Syracuse
University, Syracuse, NY 13244-4100, prior to the con-
ference.

Board Members. Two new board members are elected
by the Society each year. Please send nominations for
the term 1994-1998 to Coblentz Society President, Larry
Nafie (see address above) by September 1.

Honorary Members. The Society is awarding honorary
memberships in the Society to people who have made
outstanding contributions to the field of Spectroscopy.
Send your nomination for 1993 to Larry Nafie, Coblentz
Society President, (see address above) by September 1.

Coblentz Society T-Shirts. A new T-shirt design has
been introduced and is more popular than our last design.
Look for T-shirts on display at various conferences and
Coblentz functions.
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COBLETZ SOCIETY BOARD

Term
Name Expires

Dr. Matthew A. Harthcock 1994
The Dow Chemical Company
Analytical Sciences
1897D Building
Midland, MI 48667

Dr. Curtis Marcott
Procter & Gamble
P.O. Box 398707
Miami Valley Labs
Cincinnati, OH 45239-8707

Dr. Richard A. Dluhy
Department of Chemistry
University of Georgia
Athens, GA 30602

Dr. David M. Haaland
Sandia National Labs
Division 1823
Albuquerque, NM 8?185

Dr. John E. Bertie

Telephone

(5 r7)636-6332

1994 (513)62?-2806

Duke University
Durham, NC 27?08-0316

Dr. Donald Kuehl 1997
Galactic Industries Corp.
395 Main Street
Salem, NH 03079

Dr. David Schiering 1997
Perkin -Elmer C<-rrporat ion
50 Danbury Rd. M-S 2.10

Wilton, CT 06897

COBI,ENTZ SOCIETY OFFICERS

Dr. Laurence Nafie
Department of Chemistry
Syracuse University
Syracuse, NY 13244-4100

Dr. David Schiering
Perkin-Elmer Corporation
50 Danbury Rd. M-S 240
Wilton, CT 06897

Dr. Bruce Chase
cR&D 328/131A
Experimental Station
E. I. du Pont
Wilmington, DE 19898-0328

Immediate Past Rachael L. Barbour
President: BP Research

44{0 $arrensville Center
Road

Cleveland. OH 44128-2837

(603)898-7600

(203)761-2915

1995

r995

1996

(706)5{2- 1950

(505)8{.1-5292

(403)492-3560

(919)660- 1539

President:

Secretary:

Treasurer:

(315)413-4 r09

(203)761-2915

(302)695-1134

(216)581 -5562

Department of Chemistry
Universit;- of Alberta
Edmonton. Alberta'I'6C 2G2
Canada

Dr. Richard A. Palmer 1996
Department of Chemistry
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