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COBLENTZ AWARDEE NAMED

Professor Lester Andrews of the Department of
Chemistry, University of Virginia, has been
selected as the 1978 Coblentz awardee in recog-
nition of his work on matrix isolation of tran-
sient species. Prof. Andrews, a native of
Mississippi, earned a B.S. in Chemical Engi-
neering from Mississippi State University in
1963. He received his Ph.D. in Physical Chem-
istry from the University of California at
Berkeley in 1966 under Dr. George Pimentel.

His thesis topic was "Spectroscopic Studies of
the Lithium Atoms in Inert Gas Matrices." He
was an Alfred P. Sloane Fellow from 1973 to
1975. His current research interests include
spectroscopic studies of matrix isolated tran-
sient species and molecular ions produced
during sample condensation by matrix reactions,
by proton radiolysis, and by argon resonance
photo-ionization. Prof. Andrews' Coblentz
award address is entitled, "Spectroscopy of
Transient Species and Molecular Ions in Matri-
ces." His principal outside interests are his
two boys, aged 5 and 3, and classical music.

NOMINATIONS FOR BOARD OF MANAGERS

Your help is needed in nominating candidates
for the Board of Managers. Two positions will
be open with the 1978 retirement of Jim

Elliott and Peter Griffiths. Nominees should
know about and agree to the nomination; they
should have a strong interest in furthering the
development of molecular spectroscopy, and they
should be willing and able to attend board
meetings and do some homework. There is no pay
but there are rewards, including close associa-
tion with some of the finest molecular spec-
troscopists in the world. Please send your
nominations to Dr. R. W. Hannah, c/o The
Perkin-Elmer Corp., Main Ave., MS-94, Norwalk,
CT 06856 before November 1.

FACSS IV MEETING

November 7-11, 1977, marks the fourth annual
meeting of the Federation of Analytical Chem-
istry and Spectroscopy Societies. The con-
ference will be held in Detroit, Michigan, at
the new Renaissance Center and vast Cobo Hall
convention facility. An excellent program has
been planned; the molecular spectroscopy
section is listed below.

SEPARATIONS AND VIBRATIONAL SPECTROSCOPY —
SPONSORED JOINTLY BY THE COBLENTZ SOCIETY AND
FOURIER TRANSFORM SPECTROSCOPY GROUP

Monday Morning, Nov. 7 J. Brasch, Presiding
Coherent Anti-Stokes Raman Spectroscopy (CARS)-
A New Liquid Chromatographic Detection System,
T. A. Canneina, Department of Chemistry,

University of Georgia, Athens, Georgia 30602.

An Automated System for On-line LC-IR with
Solvent Elimination, Donald Kuehl and Pefern R.
Grniffiths, Department of Chemistry, Ohio
University, Athens.

Infrared Detectors for Liquid Chromatography,
W. L. Thuett and P. A. Wilks, Wilks Scientific
Corporation, South Norwalk, Connecticut 06856.

Selective Infrared Detectors for Chromatography,
Hanny H. Hausdonff, 270 Westport Road, Wilton,
Connecticut 06897.

Monday Afternoon P. Griffiths, Presiding
Application of GC-FT-IR to Identification of
Organic Components in Envirconmental and Energy-
related Samples, M. D. Eaickson and E. D.
PelZizzar{, Research Triangle Institute, P. O.
Box 12194, Research Triangle Park, North
Carolina 27709.

Recent Developments in GC/IR Automated Analy-
sis, D. Wall, W. H. Chan, and A. U. Mantz,
Digilab Inc., 237 Putnam Ave., Cambridge,
Massachusetts 02139.

A Programmable Specific GC Detector - A GC
FT-IR System Capable of On-the-fly Functional
Group Differentiation, Paftrick Coffey and
David R. Maftfson, Nicolet Instrument Corpora-
tion, Madison, Wisconsin.

FT-IR Characterization of Ethylene-Propylene
Copolymer, E. G. Brame, Jr. and F. J. Toy,
DuPont Exp. Station, Wilmington, Deleware
19898.

Infrared Spectra of Aluminum Hydroxide
Chlorides, Diane RLesghaf and Mary May,
Gillette Research Institute, Rockville,
Maryland 20850.




Absorbance Difference Technique in Studying
Physicochemical Behavior of Proteins, A SL
Manocha, Carnegie-Mellon Institute of Research
Pittsburgh, Pennsylvania 15213.

High Pressure Studies of Intermolecular
Interactions, L. Nitromethane and Nitro-
methane Solutions, J. W. Brasch, Naval Surface
Weapons Center, White Oak Laboratory, Silver
Spring, Maryland 20910, and R. J. Jakobsen,
Battelle Columbus Laboratories, Columbus, Ohio
43201.

LIPPINCOTT MEDAL AWARD AND SYMPOSIUM

Tuesday morning

Presentation of the Award
by Da. Peter R. Griffiths to

Dr. Lionel J. Bellamy
University of East Anglia
Norwich, England

Some Different Uses for Infra-
red Group Frequencies
Dn. Bellamy

Award Address:

ELLIS R. LIPPINCOTT MEMORIAL SYMPOSIUM

R. J. Jakobsen, Presiding

How Bellamy XKilled Raman Group Frequencies,
W. G. Fateley, Kansas State University,
Manhattan

Group Frequency Studies Using Molecular Orbi-
tals, N. Colfhup, American Cyanamid, Stamford,

cT

Spectroscopic Studies of Hydrogen-Bonded
Structures of Crystalline Carboxylic Acids,
Jack Katon, Miami University, Oxford, OH

MOLECULAR SPECTROSCOPY (IR, NMR, Raman)

Poster Sessions
2500 toe 3:30

Tuesday Afternoon L. E. WoLfram and J. R.
Mooney, Poster Assistants

Vibrational Spectra of Alkali Hydrogen Sele-
hites and Their Deuterated Analogs, Chanles A.
Cody, NL Industries, Inc., ICD, P.O. Box 700,
Highstown, NJ 08520, Phifip J. Millen and
Paul T. Kundnick, Department of Chemistry,
University of Detroit, Detroit, MI 48221

Raman Spectral Studies of Glass Transition
Phenomena in Alkali Ion Meta-Phosphate Glass
Polymers, Philip J. Wilfex and David J. Zilka,
Department of Chemistry, University of Detroit,
Detroit, MI 48221

Computer Search and Identification of Infrared
Spectra by Correlation Techniques, Linda A.

Powell and G. M. Hie4tje, Department of Chemis-—
try, Indiana University, Bloomington, IN 47401

Infrared Techniques Applied to Peptides
Chemically Synthesized by Solid Phase Syn-
Thetic Techniques, A. W. Mantz, Digilab Inc.,
337 putnam Ave., Cambridge, MA 02139, J.
Bunton, The Massachusetts General Hospital,
Boston, MA 02114

300 MHz 1H NMR Analysis of Poly-1,3-Penta-
diene, David H. Beebe, The Goodyear Tire and
Rubber Co., 142 Goodyear Blvd., Akron, OH 44316

NMR Investigation of Ortho-dihydroxybenzoic
Acid Interactions With Selected Metal Ions,
Richard Bearden and Donald C. Young, Department
of Chemistry, Oakland University, Rochester,

MI 48063

An Infrared Study of the Sulfhydryl Group in
Cow Hemoglobin (beta-93 Cys-SH), Patrick P.
WOH and James 0. Afben, Ohio State University,
Columbus, OH, U.S.A.

The Sequence Distribution of Acrylonitrile/
Styrene Copolymers, J. R. Mooney, Lynn E.

Wol fram, and Swuzanne E. Mocadlo, The Standard
0il Company (Ohio) 4440 Warrensville Center
Road, Cleveland, OH 44128

GC/IR/13C NMR: Microsampling Techniques for
the Characterization of Mixtures, K. L.
Gatlahern and J. G. Grasselli, The Standard 0il
Company (Ohio), 4400 Warrensville Center Road,
Cleveland, OH 44128

Transannular Effect Evaluated by the Combined
Theoretical UV and IR Treatments, L.
Czuchajowskd{ and W. PLefrzyck{, Department of
Org. Chemistry, Silesian University, Katowice,
Poland

Poster Sessions
3:30 o 5:00

Getting Rid of the 100% Transmission Signal,
Tomas Hirnschfefd, Block Engineering, Inc.,
Cambridge, MA 02139

Identification of a Charging Mechanism Using
Infrared Spectroscopy, B. Fifzhenry, Philips
Laboratories, Briarcliff Manor, NY 10510

A Discussion of the Torsional Vibration in the
Franck-Condon Raman Spectra of Some Ferricenium
Compounds, L. V. Hafey and J. A. Kondigstedn,
Carleton University, Ottawa, Canada

Influence of Spiro Geometry on Infrared Group
Frequencies, J. W. Rusself and C. M. Phillips,
Chemistry Department, Oakland University,
Rochester, MI

The Analysis of a Shale 0il Naptha by Fourier
Transform Infrared, R. G. KoflLar, L. E. Wolfram,
The Standard 0il Company (Ohio), 4440 Warrens-
ville Center Road, Cleveland, OH 44128

Spectroscopic Investigation of Structure and
Bonding in Dioxaroledichloroplatinum (TI),

M. Mehdicic, F. A. Pesa, J. G. Grasselli, The
Standard 0il Company (Ohio), 4440 Warrensville
Center Road, Cleveland, OH 44128

13c NMR and H NMR Characterization of Hydro-
treated Coker Feeds, P. A. Budinger and J. R.
Mooney, The Standard Oil Company (Ohio), 4440
Warrensville Center Road, Cleveland, OH 44128

Progress in Chain Length Distribution Deter-
mination of Polyphosphate Glasses by Means of
P-31 NMR Spectroscopy, lhomas M. Carn and
Witfiam M. Rifchey, Case Western Reserve
University, Cleveland, OH 44281

Computer-Aided Studies in Electron Spin
Resonance Spectroscopy, M. D. Sevilla, J. B.
D"Arcy, and C. CLark, Department of Chemistry,
Oakland University, Rochester, MI

Resonance Raman Spectroscopy: A Promising
Analytical Technique?, W. F. Maddams and
Donafd L. Gerrand, The British Petroleum
Company, Ltd. BP Research Centre, Chertsey
Road, Sunbury-on-Thames, Middlesex TW 16 7LN,
England




MOLECULAR SPECTROSCOPY

Wednesday Morning J. G. Grasselli, Presiding
Analytical NIR Spectroscopy by FT-IR, Tomas
Hinschfeld, Block Engineering, Inc., Cambridge,
MA 02139

Raman Spectroscopy as an Analytical Technique,
Results and Comments, Bernard J. Bulkin, Poly-
technic Institute of New York, 333 Jay Street,
Brooklyn, NY 11201

Applications of Absorbance Subtraction in
Infrared Spectroscopy, Hugh E. D{iem, The B. F.
Goodrich Research and Development Center, 9921
Brecksville Road, Brecksville, OH 44141

High Pressure Studies of Intermolecular Inter-
actions. II. Acids and Acid-Hydrocarbon Solu
tions, R. J. Jakobsen and E. J. Drauglis,
Battelle Columbus Laboratories, Columbus, OH
43201, J. W. Brasch, Naval Surface Weapons
Center, White Oak Laboratory, Silver Spring,
MD 20910

Discriminating Monostereoisomers by FT-IR,
Tomas Hinschfeld, Peten Griffiths®, David
Grieblfe*, Block Engineering, Inc., Cambridge,
MA 02139; *Ohio University, Athens, OH 45701

POSTER SESSIONS TO BE USED AT FACSS

A new method of interaction between scientists
at scientific meetings -- poster sessions --
will be used at FACSS IV in Detroit during
Tuesday afternocn's session on molecular
spectroscopy. The concept of a poster session
is simple. Authors set up booths or bulletin
boards containing graphs, diagrams, data,
pictures, and perhaps a small amount of text
to illustrate the essence of their papers.
During the session, the authors explain their
work to interested parties who travel from
booth to booth, exchanging views based on
their own work. This face-to-face interaction
leads to more detailed questioning, informal
but intense exchanges between specialists, and
a level of communication which is difficult to
reach in short oral papers before a larger
audience. Senior, very experienced investiga-
tors have been as positive about these benefits
as younger scientists.

Ira Levin

Tomas Hirschfeld looks on in amazement
as Peter Griffiths contemplates his
"man-sized" martini.

SPECIAL COLLECTIONS SCHEDULED FOR SHIPPING

Three special collections of high-quality
Coblentz Society grating spectra are now in
final stages of preparation and will be shipped

soon. CSC-2, Halogenated Hydrocarbons, and
CSC-3, Plasticizers and Other Additives, are
scheduled for delivery early in Octcber. CSC-1,

The Coblentz Society Deskbook of Infrared Spec-
tra, will be available in November. Books may
be ordered from The Coblentz Society, P. 0. Box
9952, Kirkwood, MO 63122. Prices are: CSC-1
(800 spectra), $90; CSC-2 (200 spectra), $40;
CsC-3 (250 spectra), $60. CSC-2 and -3 are
available as hard-bound books or in looseleaf;
CS8C-1 is hard-bound only.

Our hard-working secretary, Bob Hannah,
during a recent Board meeting




SPECTROSCOPIC VIBRATIONS

Infrared spectrometers are used today primarily
by analytical, organic, and inorganic chemists
as one of a battery of instruments available
for the identification of samples. Many sam-
ples are, of course, not pure compounds, and
the on-line identification of the components
of mixtures separated by chromatographic tech-
niques using a rapid-scanning spectrometer is
becoming increasingly important.

Bearing this in mind, the Coblentz Society is
cosponsoring (with the FT-IR Technical Group)

a full-day symposium on Vibrational Spectros-
copy and Chromatography at the upcoming FACSS
meeting, to be held in Detroit in early Novem-
ber. Topics to be covered include the on-line
identification of fractions separated by gas
chromatography (GC) and high performance liquid
chromatography (HPLC). The symposium will also
include papers on the application of infrared
detectors for GC and HPLC, and several papers
will also describe "spectroscopic separations”
made without the use of a chromatograph at all.
In view of the importance of this topic, it
seems appropriate to use this column to edi-
torialize on the potential of these different
applications of vibrational spectrometry.

Most analytical chemists are still awaiting

the final "decision" as to whether GC-IR will
prove to be a viable alternative to GC-MS. In
the opinion of this author, GC-IR will rarely,
if ever, prove to be superior in sensitivity

to GC-MS, but GC-IR can often be used to obtain
valuable data in cases where the interpretation
of mass spectra is ambiguous. I believe that
the use of a rapid-scanning infrared spectrome-
ter and a mass spectrometer in tandem will
yield an exceedingly powerful analytical tech-
nigque, especially for the analysis of mixtures
of completely unknown composition such as

those feund in water pollution studies. Now
that the detection limits of GC-IR systems
based on FT-IR spectrometers have been reduced
to less than 100 ng for most compounds, identi-
fication of water pollutants at levels con-

siderably below 1 ppb should now become routine.

LC-IR (ligquid chromatography-infrared) and
LC-MS are at a much earlier and relatively
closer stage of development than GC-IR and GC-
MS. Finnigan Instruments has recently intro-
duced a device for interfacing their quadrupole
mass spectrometer with a high performance
liguid chromatograph, which is the first such
device in the field. Even though preliminary
results suggest that the sensitivity of this
technique will be limited by interferences
rather than the inherent sensitivity of the
mass spectrometer, it is probable that many of
the bugs involved with the LC-MS technique will
be removed as more people start using these
systems. The status of LC-IR is even less
definite, since workers developing this device
have a choice of so many differert sampling
techniques to look into that it will probably
be several months before a consensus is reached
as to the optimum technique. In the end, sub-
microgram detection limits will almost certain-
ly be achieved and the test of time will decide
whether LC-IR or LC-MS will predominate.

Also on the horizon (although even more distant
than LC-IR) is the use of coherent anti-Stokes
Raman spectrometry (CARS) for the identifica-
tion of HPLC peaks. CARS has the advantage of
being able to be applied to the observation of
very dilute (<10-7 M) solutions of materials
which have electronic absorption bands at a

frequency which enhances the resonance Raman
effect. However since most compounds do not
have such bands, and since CARS spectra cannot
yet be obtained rapidly, the ultimate applica-
tion of CARS to HPLC is doubtful.

Infrared absorption can be used not only for
the identification of compounds eluting from a
chromatograph, but also for their quantitation.
At the FACSS symposium, infrared detectors for
GC and HPLC (particularly steric exclusion
chromatography) will be described. In addi-
tion, the application of interferometers as
detectors rather than identifiers will Dbe
discussed. In the same way that chromatograms

measured using element-specific detectors (such
as the flame photometric detector) are now used
for GC, chromatograms measured using functional-
group-specific detectors could prove equally
important for both GC and HPLC.

It is quite apparent that vibrational spectros-
copy is going to play an increasing role in the
identification and detection of the components
of mixtures reported by GC and HPLC. Time
alone will tell just how useful the various
techniques to be described at the Coblentz FT-
IR Group Symposium at FACSS will prove.
Peten Grniffiths

FOURIER TRANSFORM SHORT COURSE

Fourier Transform Spectroscopy: IR and NMR,
is the title of an SAS short course to be
given by Dr. P. R. Griffiths and J. W. Cooper
prior to the FACSS meeting. The course is
scheduled for Saturday (7:30 p.m.-9:30 p.m.)
and Sunday (9:00 a.m.-5:00 p.m.), November 5
and 6, at the Detroit Plaza Hotel. It will
cover introductions to theory, instrumentation,
data handling, special techniques, and appli-
cations. Written lecture notes, and complemen-
tary information will be provided to each
registrant.

Topics Include:

Introduction to Multiplex Methods in Spectros-
copy
The Fourier Transform
Data Handling in Fourier Transform Spectroscopy
Simultaneous Sessions:
A. Theory and Instrumentation for FT-IR
Theory and Instrumentation for FT-NMR
B. Applications of FT-IR
Applications of FT-NMR

Registration fees are as follows:
Before Nov. 1 After Nov. 1

SAS Members S60 s 75
Non-SAS Members 85 100

Registration and remittance should be sent to:

Mrs. Jeanette G. Grasselli

The Standard 0il Company (Ohio)
4440 Warrensville Center Road
Cleveland, Ohio 44128

Q AND A

If you have a guestion having to do with
infrared spectroscopy--techniques, interpreta-
tion, or whatever--send it to

Q & A

The Coblentz Society, Inc.
P.0. Box 9952

Kirkwood, MO 63122



