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COBLENTZ SOCIETY AWARD AND SYMPOSIUM

Thursday Afternoon, March 2
Little Theater, Cleveland Convention Center

1:30 Presentation of the 1978 Coblentz Award
to
Professor Lester Andrews
University of Virginia
by
Peter R. Griffiths, President
The Coblentz Society

1:45 Award Address: "Spectroscopy of
Species and Molecular Ions in Matrices"
P‘?L';gL’S§L"L Andrews

Symposium on Applications of Fourier Transform
Spectroscopy

2:50 "Polarized Infrared Emission Spectra
from Operating Bearings"
J. L. Lauex

3:25 "Fourier Transform Infrared Studies of

Coal and Its Derived Products"
P. P. Painten and M. M. Coleman

ANNUAL MEMBERSHIP MEETING

An open meeting for all Coblentz Society
members and interested visitors will be held on
Thursday, March 2, immediately following the
Coblentz Society Symposium (4 p.m.). An impor-
tant item for discussion is "Where do we go from
here?" The Society now hds a comfortable bal-
ance in its treasury and is in a good position
to undertake one or more projects which will be
of service to the membership. It is important
to define needs carefully however, and to make
sure that our dollars and our hours are spent
wisely. Your suggestions and comments are
needed.

Dr. L. J. Bellamy receives the
Lippincott Medal from Dr. P. R.
Griffiths at the 1977 FACSS
meeting in Detroit.

ELLIS R. LIPPINCOTT MEDAL

The purpose of the Ellis R. Lippincott Medal is
to honor his memory by the recognition of sig-
nificant contributions and notable achievements
in the field of vibrational spectroscopy. The
medal is sponsored jointly by the Coblentz
Society, the Optical Society of America, and
the Society for Applied Spectroscopy. It is
awarded annually, with the next presentation to
be made at the National Meeting of the Optical
Society of America. This will be held in San
Francisco, California, from October 30 to
November 3, 1978.

Conditions of the Award

A recipient of the medal must have made
significant contributions to vibrational spec-
troscopy as judged by their influence on other
scientists. Because innovation was a hallmark
of the work of Ellis R. Lippincott, this
quality in the contributions of candidates will
be carefully appraised. The contributions may
be theoretical or experimental or both, and may
have been made in the course of applied as well
as basic research.

No restriction is placed on the citizenship
or national origin of candidates. A candidate
need not be a member of any of the sponsoring
societies. Previous recipients are Drs. R. C.
Lord and L. J. Bellamy.

Nominations

From time to time the Ellis R. Lippincott
Committee will publish requests for nominations
for the award. The nominations should include
the name and affiliation of the nominee and
sufficient background information to justify
the nomination. A nominator is expected to
believe strongly enough in the quality of the
work of his or her candidate to provide evi-
dence for that belief. No restriction is
placed on who may nominate a candidate, and all
nominations should be received by the chairman
of the committee before March 1, 1978, to be
considered for the 1978 award.

Nominations, in duplicate, should be sent to:
Dr. J. B: Griffiths
Bell Laboratories
Murray Hill, NJ 07974

MEMBERSHIP FEES

If your address says "CR77" in the upper right
corner, your membership is due for renewal at
this time, and a dues card should be enclosed.
Your prompt response will be appreciated. The
fee is nominal and does not even cover mailing
costs; it is important that you respond if you
wish to continue your membership. If you find
it necessary to resign, please notify the
secretary. Your cooperation is much appre-
ciated.



ON THE RETURN OF QUANTITATIVE INFRARED ANALYSIS
by Paut A. Wilks, Jr.

One of the early tasks I was given, in my
education in infrared spectroscopy, was to per-
form a 4-component analysis using a single-beam
spectrometer. The procedure, as I recall, was
something like this: setting I, at reference
wavelength; setting to 4 analytical wavelengths
in succession and reading transmission at each:
correcting each reading for background; taking
the log to get absorbance; plugging the absorb-
ance values into a calculation matrix; and then
carrying out a rather laborious computation
using a desk-top calculator. With much effort,
I managed to get my average time down to about
40 minutes for the whole procedure. My accura-
cy suffered with my tendency to be careless in
handling numbers. I, along with a thousand
other infrared spectroscopists, breathed a sigh
of relief with the introduction of gas chroma-
tography, which took the quantitative burden
off infrared and let us all get around to what
we liked doing best -- applying infrared as a
qualitative tool!

But while GC has been doing all those quantita-
tive analyses, look at what has happened to
infrared instrumentation: First came the FT-IR
spectrometer with its built-in computer; then
the mini-computer, attached to the conventional
double-beam instrument; then the single-beam IR
analyzer with microprocessor -- insert a sample
and a single key stroke is all that is required
to cause the instrument to measure absorbances
at selected wavelengths, make necessary correc-
tions, insert the values in the computation
matrix and print out the multicomponent analy-
sis with a high degree of accuracy -- average
elapsed time 2 minutes!

The speed, accuracy, and versatility of comput-
er-assisted infrared analysis make the tech-
nique extremely valuable as government regula-
tions impose ever-increasing burdens on control
laboratories for quantitative product analysis
and as the demand for ever increasing process-
ing efficiency requires continuous on-stream
analysis for precise process control.

Infrared analysis has come the full circle and
perhaps it is time for the infrared spectros-
copist to take a fresh look at his technology.
After all, infrared is far more versatile than
chromatography -- it can provide analytical
information directly on solids, liquids or
gases usually without any separation steps.
Sample handling is greatly simplified and the
results are practically instantaneous.

There is a whole new world opening up for the
infrared spectroscopist in which he can ply
his trade with greatly enhanced value to his
company and, of course, to his own ultimate
benefit. I am convinced that quantitative IR
will play as important a role in the immediate
future as qualitative IR has in the past.

ELECTION TO THE BOARD OF MANAGERS

Two managers are to be elected to replace Jim
Elliott and Peter Griffiths. Again we are
fortunate in being able to choose from among
four outstanding nominees. Please vote and
return your ballot to the Secretary by March
10. The nominees are:

Chris Brown, University of Rhode Island

Jack Katon, Miami University of Ohio

Elizabeth McCall-USDA, Southern Regional
Laboratory

Lynn Wolfram, Sohio Research

Mary Warga, Optical Society of America,
confers with Ed Dunlop, DuPont.

NEW REFERENCE SPECTRA COLLECTIONS

Three new hardcover editions of Coblentz
reference spectra are now available. These new
books are desiqned to meet special needs. They
are: Halogenated Hydrocarbons, Plasticizers
and Other Additives, and the Coblentz Society
Desk Book of Infrared Spectra, which includes
some helpful text such as the long-promised
"Spectroscopists' Survival Kit," with an IR and
Raman bibliography.

A collection of gas and vapor spectra is now
being prepared. One hundred thirty-four
grating spectra are ready to publish and will
be supplemented with additional useful spectra
to give a well-rounded collection of most
common gases and vapors.

In addition, several other categories of
spectra are being considered for special
collections. Their publication schedule will
depend upon decisions by the committee, which
would welcome an expression of your particular
interests.

Under tentative consideration are:

1. Regulated chemicals - compounds of
importance to OSHA and EPA
2. Pesticides
3. Forensic compounds
4. Ubiquitous biological chemicals
5. Pharmaceuticals
6. Hydrocarbons not already in API files
7. Textile additives, especially fire retard-
ants
8. Flavors and fragrances
9. Food additives
10. Metallo-organics
11. Phosphorus compounds
12. Structurally characterized polymers
13. Carcinogens

Please take time to consider which categories
would be useful to you, then let us know.
Also, let us know if you can make a contribu-
tion of spectra of chemicals in the above
categories.

Spectra processed for the special collections
are predominantly grating curves and will be
published numerically as a continuation of
Volume 11. ©Now is the time to enter your
standing order for these spectra. The cost for
the 1978 edition containing 500 spectra is
$180. Our mailing address is P.O. Box 9952,
Kirkwood, MO 63122.



SPECIFICATIONS FOR VAPOR PHASE REFERENCE SPEC-

TRA

Your comments are solicited on a project

currgntly under way by a Coblentz Society Sub-
committee on IR Vapor Phase Reference Spectra.

A need exists for collections of high quality
IR reference data for compounds in the vapor

phase. The more important applications include

the identification and quantification of air
pollutants in ambient air, and organic vapors
in industrial and laboratory environments.

Other applications include studies of molecules

in the stratosphere, in planetary atmospheres
agd interstellar space, and studies of selec-
tive photodissociative methods of isotope
separation.

The problem of providing reference data is not

as simple as it sounds. Resolution on users'

instruments varies from 10-15 cm~l (NaCl prism

spectrometers) to 0.001 cm~1 (tuneable diode

laser spectrometers), and of course the inten-
sities of the absorption bands as well as their
general appearance varies greatly with resolu-

tion. The committee has issued a preliminary
report, which includes their general approach
to the problem and the basic areas to be
included in the final specifications. The
report is available from Dr. Peter Griffiths,
Department of Chemistry, Clippinger Building,

Ohio University, Athens, OH 45701, and you are

invited to send for a copy.

Members of the committee are Peter R. Griffiths

(chairman), Philip L. Hanst, R. Norman Jones,

Walter J. Lafferty, Robert J. Obremski, John H.

Shaw, and Mary V. Zeller.

Q AND A

Q: We have two IR spectra on an unknown
component; one collected from a gas chro-
matograph with a polar column and the

other from a nonpolar column. The spectra

are practically identical. Will you
kindly identify it, if possible. We do

not have any reference spectrum similar to

it.
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A. While knowledgable members of the Society

are willing to help those having questions,
the Society does not wish to place un-
reasonable demands on its experts, nor to
compete with commercial establishments.

In this case, commercial spectrum search
services are available from Sadtler
Laboratories (3316 Spring Garden Street,
Philadelphia, PA 19104); Chemir Labora-
tories (761 West Kirkham, Glendale, MO
63122); and probably others. Also, a quick
"eyeballing" of the unknown spectrum sug-
gests that the structure is probably some-
what complex and additional data, such as
information about the origin, chemical and
physical properties, and mass and NMR spec-
tra of the material may be needed to char-
acterize it.

Norman Colthup and Ed Brame

COMPUTER PROGRAMS FOR IR SPECTROPHOTOMETRY

A collection of 50 FORTRAN programs generated

in the course of research in the Organic Spec-

trochemistry Section, Chemistry Division,

National Research Council of Canada is now

available. This seven-volume series deals

with reduction of digitized experimental data

for infrared spectrophotometry by transmission

and by attenuated total reflectance, and for
calculation of vibrational frequencies by
normal coordinate analysis. Operations such
as smoothing and finding first and second
derivatives; convolution of a spectrum with a

slit function; correction for finite slit dis-

tortion; band shape analysis; band area inte-
gration; wavenumber corrections; dispersion

curves of optical materials; normal coordinate

analysis; and calculation of optical constant
are covered. Programs are available in bulle
tin form ($35) or on magnetic tape ($50).
Further information can be obtained from Dr.
R. Norman Jones, Division of Chemistry,
National Research Council of Canada, Ottawa,
Ontario, Canada KI1A ORG6.

Abe Savitsky, Clara Craver, and Norman
Jones commute at the 1977 FACSS meeting.

]



INERARED sPECTRA IN SPECIAL COLLECTIONS

can be ordered NOW directly from The Coblentz Society
‘ P O, BOX 9952 ¢ KIRKWOOD, MO. 63122

These are grating spectra from our popular dependable volumes 1-10 which have been carefully selected,
and rounded out with special spectra suggested by a dedicated committee of applied spectroscopists
under a grant from the National Standard Reference Data System of the National Bureau of Standards.

Coblentz spectra are unique in being run under carefully controlled instrument conditions

and evaluated by a panel of experts for compound purity and spectral quality. These new
Special Collections Books are therefore ideal for education purposes and as basic references

for research, industrial, and quality control laboratories. They provide spectra based on use,
for spectroscopists interested in a particular category of compounds, rather than random spectra.

CSC-1 THE COBLENTZ SOCIETY DESK BOOK OF INFRARED SPECTRA $ 90
More than 800 high quality grating spectra specially chosen to serve the needs of the practic-
ing spectroscopist, the teacher and the student. A special compound class grouping permits
ready use of the book for teaching group frequencies and band shifts. Discussion includes
recommended standards for spectra, key points on sample preparation, guidelines for optimiz-
ing spectrometer performance, and a valuable, comprehensive Spectroscopist's Survival Kit of
Bibliographic References. Spectra are easy to read (two per page) and thoroughly cross-indexed.

CSC-2 HALOGENATED HYDROCARBONS $ 40
238 grating spectra, including many of the most currently important compounds in environ-
mental studies. Most are determined at known concentrations in solvents which will permit
order-of-magnitude quantitative analyses without the necessity of running your own standards.
Important gases, including Freons, comprise an added section. Completely indexed.

CSC-3 PLASTICIZERS AND OTHER ADDITIVES $ 60
An updated and expanded grating version of the famed Dow Booklet, including key inorganic
additives, fire retardants, and new, widely used plasticizers. Many of the 280-plus spectra
are determined in solution for valid band intensity comparisons for order-of-magnitude analyses.
Trade names and chemical names as well as molecular formulae are included in the indexes.

VOLUME 11 - GENERAL COLLECTION
The next 500 spectra of the regular Coblentz series will be issued in 1978, for $180. Your
advance orders or standing orders for subsequent issues will be appreciated at any time.
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The Coblentz Soc. DESK BOOK OF INFRARED SPECTRA  CSC-1  Hard bound () copies @ $90

Infrared Spectra of HALOGENATED HYDROCARBONS CSC-2  Hard bound ) copies @ $40

SHIP BOOKS TO: Atin:

(
Loose-leaf () copies @ $40
Infrared Spectra of PLASTICIZERS & OTHER ADDITIVES CSC-3 Hard bound ( ) copies @ $60
Loose-leaf () copies @ $60

TOTAL $

If order is prepaid, we will pay shipping
and handling charges.

MAIL ORDER TO: THE COBLENTZ SOCIETY, Inc. CHECK ENCLOSED or P.O.#
P. O. BOX 9952
KIRKWOOD, MO 63122 Send me information on Volumes 1-10 also.
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