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PRESIDENT'S COLUMN - Bernard J. Bukhin

The past decade of infrared spectroscopy has been domi-
nated by the emergence of automated instruments of
superior performance - both dispersive and interfero-
metric. These instruments are capable of very high
signal/noise ratios in their spectra, leading to many
new analytical applications. The Coblentz Society,
particularly during the past six to eight years, has
undertaken many activities in respomse to this
expansion in analytical infrared spectroscopy. Most of
this work has been at relatively 1low resolution
(greater than 1 em~ 1), We expect to continue such
activities.

But I feel we must also look at some new challenges in
the infrared spectroscopy of the 1980's. Diode lasers,
F-center lasers, and related advances are bringing high
resolution techniques back to the forefront. Coupling
high resolution with the promise (and it is still only
a promise) of convenience, low cost, and high signal/
noise, high resolution technology is likely to lead to
many new uses for infrared spectroscopy. There are as
many questions relating to standards, practices, and
techniques to be addressed here as there were in lower
resolution spectroscopy. We may need to reevaluate our
standards for the spectral data publication program,
for example.

I hope that the membership will respond with ideas for
programs or statements of needs relating to the
advances in high resolution spectroscopy.

CADS AT FACSS

The CADS (Computer Assisted Dispersive Spectroscopy)
User's Group will meet at the 6th Annual FACSS meeting
in Philadelphia on Tuesday afternoon, September 18 from
4-6 p.m. in Rooms 548 and 554 of the Philadelphia
Sheraton. Future needs for hardware and software, and
future applications of present instrumentation will be
discussed over wine and cheese. All present and pros-—
pective members are welcome to attend the meeting.

Dr. S. A. Rossmassler

We regret to announce that Dr. Steve Rossmassler, of
the Office of Standard Reference Data (NBS), died of a
heart attack on Tuesday, August l4. Steve was instru-
mental in initiating and promoting the standards for
evaluation of infrared spectra formulated by the
Coblentz Society Board of Management in 1965, and pub—
lished in 1966. He also sponsored several subsequent
Coblentz spectral data projects through OSRD. He was
a long time friend of the Coblentz Society, and was
keenly interested in improving the quality of infrared
reference data.

NOMINATIONS TO BOARD OF MANAGERS

One of the important ways that YOU can participate in
Society affairs is to nominate capable people to the
Board of Management. Nominees are needed from the
government, academic, and industrial sectors. They
should have a strong interest in vibrational spectros-
copy, be able and willing to attend Board meetings and
occasionally do some homework. Please send nominations

to Dr. R. W. Hannah, Secretary, c/o The Perkin Elmer
Corp., Main Ave., M.S.-94, Norwalk, CT 06856 before
October 1.

discussing

Norman Jones,

Dana Mayo, and Dick Lord,
spectroscopy (no doubt).

FACSS WORKSHOPS

Recent Developments in GC/IR and GC/LC/FTIR. Workshop
director, K. Krishnan. Fee, $10. Sept. 19, Wednesday,
full day. For additional information, contact: Dr.
S.A.Liebman,Research & Development Center, Armstrong

Cork Co., 2500 Columbia Ave., 17604

(717-397-0611, ext. 7625).

Lancaster, PA.

Computerized Infrared Spectroscopy. Sponsored by
Coblentz Society in cooperation with the Computerized
Dispersive IR Group and Fourier Transform IR Group.
Workshop director, Jeanette Grasselli. Sept. 17,

Monday, full day. This workshop is for those new or
experienced IR spectroscopists who would like to
understand what the computer does for them. For fur-

ther information, please contact Jeanette Grasselli,
216-575-6331. Fee, $10.



FACSS PROGRAM

A full week of vibrational spectroscopy is on tap at
the 6th meeting of the Federation of Analytical
Chemistry and Spectroscopic Societies, to be held at
the Philadelphia Sheraton Hotel 16-21 September 1979.
Sessions of interest to infraredders are listed below.

Monday Morning, Sept. 17

Ellis R. Lippincott Medal Symposium: New Developments

in Vibrational Spectroscopy

New Principles in Infrared Spectroscopy

Measurements of Stratospheric
Laser Heterodyne Spectroscopy.

Trace Constituents by
F. Allario, NASA.

Overview of Needed Spectral Parameters for Infrared
Laser Monitoring of the Atmosphere. R. Toth, NASA.

High—-Sensitivity Photodiode Heterodyne Receivers. D.
Spears, MIT.

Use of Diode Lasers to
Reactive Chlorine Monoxide.
Propulsion Lab.

Measure Trace Amounts of
J.S. Margolis, Jet

Infrared Lidar Absorption Measvrements of the Atmos-—
phere. R. Byer, Stanford U.

Measurement of
Diode Lasers. D.

Carbon Isotope Ratios
Sweger, J. DeVoe, NBS.

Using Tunable

Precision High-Resolution Molecular Spectroscopy Using
a Tunable Difference Frequency Laser Spectrometer. A.
Pine, MIT.

Monday Agternoon

New Principles in Infrared Spectroscopy

Far-Infrared Laser Radiation and the Molecular Struc-
ture of Methyl Alcohol. M. Feld, MIT.

Selective Detection of Organic Compounds
Level Using Laser Moding. J.W. Robinson,
Louisiana State U.

at the ppb
K. Attar,

Quantitative Diode

Spectroscopy.

Analysis Utilizing Tunable Laser

R. Moore, General Electric.

Tunable Diocde Laser Measurements of Combustion Gases.
R. Hanson, Stanford U.

Combustion Diagnosis
Spectroscopy. A,
Research Center.

by Coherent Anti-Stokes Raman
Eckbreth, United Technologies

Analysis of Highly Excited C-H Vibrational States of
Molecules by Thermal Lensing Spectroscopy and the Local
Mode Model. R.L. Swofford, Standard 0il Co.

C.K.N.

Optoacoustic Spectroscopy of Liquids. Patel,

A.C. Tam, Bell Telephone Labs.
Quantitative Analysis Utilizing Tunable Infrared Diode

Laser Spectroscopy. R.D. Moore, General Electric; A.W.
Mantz, D.L. Wall, Laser Analytics.

Tuesday Mornding, Sept. 18

Ellis R. Lippincott Medal Presentation

Presentation of Ellis R. Medal to E.B.

Wilson, Harvard, U.

Lippincott

Award Address. E.B. Wilson, Harvard U.

P. Griffiths, Presiding, Ohio U

Advances in Raman Instrumentation: The Molecular Micro—
probe and Raman Spectrograph. F. Adar, D.O. Landon,
ISA.

Recent Developments in Vibrational Circular Dichroism
Spectrometry. L.A. Nafie, Syracuse U.

Characterization of Pyrolysis and Combustion of Complex
Systems Using FT-IR Spectroscopy. J.0. Lephardt, R.A.
Fenner, Philip Morris.

Near Infrared Reflectance Analysis

Infrared Reflectance Spectrometry for Composi-

K.H. Norris, USDA.

Near
tional Analysis.

Forage Analysis by Near Infrared Reflectance Spectros-

copy. J. Shenk, Pennsylvania State U.

Near Infrared Reflectance Analysis. T. Hirschfeld,
Lawrence Livermore Lab.

Rapid Scanning Spectrophotometer for Near Infrared

Reflectance Spectroscopy. L. Landa, Neotec Instruments.

Instrument Requirements for Near Infrared Compositional
Analysis. E. Stark, Technicon Industrial Systems.

Tuesday Afternoon

Resonance Raman Spectroscopy

Applications of Resonance-Enhanced CARS. L.A. Carreira,
U of Georgia.

Analysis of Environmental Pollutants by Resonance Raman
Spectroscopy. C.W. Brown, J. Keiser, U of Rhode Island.

Resonance Raman Selectivity in Metal-Indicator Dyes and
One-Dimensional Organic Conductors. P.Jd., 'Trottex,
Eastman Kodak.

Frequency-Doubled, Synchronously Pumped Dye Laser as a
Source for Resonance Raman Spectroscopy. F.F. Lytle,
T.Bushaw, T. Gustafson, R.S. Tobias, Purdue U.

Time Resolved Resonance Raman Spectroscopy of the
Electron Excited State and Other Transients. W.H,
Woodruff, U of Texas.

Resonance-Enhanced Inverse Raman Spectroscopy. M.D.

Morris, U of Michigan.

Forensic Sciences

Identification of Drugs by GC/IR. R. Saferstein, J.J.
Manura, T.A. Brettell, New Jersey State Police Labj A.
Varano, Sadtler Research Labs.

Use of Diamond Cells in Analysis of Paints. L. Brenner,
K. Krishnan, Philadelphia Police Department.

Application of Analytical Pyrolysis to Automotive

Paint. E.J. Levy, Chemical Data Systems.

Forensic Applications of Diamond High-Pressure Cell
with FT/IR Spectrometers. R.J. Jakobsen, Batelle
Memorial Labs; J.W. Brasch, Naval Surface Weapons
Center.



Quantum Chemical and Physicochemical Studies of Central
Nervous System Drugs. J. Kaufman, Johns Hopkins U.

LEAA'S Forensic Science Research
Sullivan, U.S. Department of Justice.

Program. J. 0.

Near Infrared Reflectance Analysis

Least-Squares Curve Fitting of Near Infrared Spectra
for Predicting Protein and Moisture of Wheat. We
Hruschka, R. Norris, USDA.

Use of Infrared Reflectance in Analysis of Dairy Pro-—
ducts. R. Marsili, Dean Foods.

NIRA: Applications Technology.
Technicon Industrial Systems.

H. Mark, P. Rotolo,

FT-IR Near Infrared Spectra of Individual
Seeds. W. Hruschka, K. Norris, USDA.

Soybean
UV-VIS-NIR Measurements on Solid and Turbid Samples
with Integrating Sheres. J. Cahill, Perkin-Elmer Corp.

Lysine Determination in Wheat by Near IR Methods. G.
Rubenthaler, Washington State U.

Nondestructive Determination of Nitrogen in Plant Tis-

sues Using NIRA Spectroscopy. R. Issac, W.C. Johnson,
U of Georgia.

Wednesday Morning, Sept. 19

Quantitative Infrared Spectroscopy

Fast and Accurate: The New Look in Quantitative IR.
J.G. Grasseli, R. G. Kollar, B.L. Wancheck, H.S.
Fochler, L.E. Wolfram, G.R. Mooney, Standard 0il Co.

Analysis of Masked Chemical
Enhanced Infrared Spectroscopy.
Instruments.

Species by Computer-
R.J. Obremski, Beckman

Quantitative Infrared in an Industrial Laboratory. J.
Elliott, J.M. Brown, D.L. Hagar, H.T. White, Exxon.

Quantitative Aspects of Diffuse Reflectance Infrared
Spectroscopy. P. Griffiths, Ohio U.

Subtraction of Infrared Spectra Predicting the
Required Abscissa Reproducibility. P.F. Lynch, U of
Rhode Island.

Subtraction of Infrared Spectra—Applications of

Frequency Reproducibility on Actual Spectra. R.J.
Obremski, Beckman Instruments.

Wednesday Afternoon

Automated Infrared Spectral Comparison for Pharmaceuti-
cal Quality Control: Status. A.M. Richter, R.S. Chao,
D.A. Hatzenbuhler, A.G. Vanderwielen, Upjohn Co.

Computerized Spectroscopy with Signal Averager. R.C.
Williams, 3M; D. Huppler, Nicolet Instrument Corp.

FTIR Diffuse Reflectance Spectroscopy.
Hirschfeld, Lawrence Livermore Lab.

K. Krishnan, T.

Quantitative IR Analysis of Impurities in Silicon
Tetrachloride. T.Y. Kometani, D.L. Wood, J.P. Longo,
Bell Labs.

How Much —— IR or GC?
Island.

C. Brown, P.F. Lynch, U of Rhode

Hybrid Methods Using GC-LC-IR

GC/FT-IR and HPLC/FT-IR: Are They Useful or Just an
Alphabet Soup? P.R. Griffith, D. Kuehl, Ohio U.

The Hyphenated Techniques. T. Hirschfeld, Lawrence
Livermore.

Analysis of Real World Samples by GC-IR. K. Shafer,
R.J. Jakobsen, Batelle—-Columbus Labs.

What to Do with a GC-IR Peak After You've Caught It.
T. Hirschfeld, Lawrence Livermore Lab.

Fourier Transform Infrared Spectra of Pyrolysis-Gas
Chromatographic Fraction. K. Krishnan, Digilab.

Subtraction Techniques in LC-IR.
Instrument Corp.

D.W. Vidrine, Nicolet

Thursday Moaning, Sept. 20

Environmental

Plenary Lecture

P. D. LaFleur, Presiding, Eastman Kodak

Present State of Diagnostic Molecular Spectroscopy. B.
Crawford, U of Minnesota.

~ Quantitative Infrared Spectroscopy

Automated Infrared Spectral Comparison for Pharmaceuti-
cal Quality Control: General Approach. R.S. Chao,
AM. Richter, D.A. Hatzenbuehler, A.G. Vanderwielen,
Upjohn Co.

GC/FTIR Analysis of Coal Gasification Effluent Sam-—
ples. M.D. Erickson, S.D. Cooper, S.E. Frazier, C.M.
Sparacino, R.A. Zewidinger, Research Triangle Inst.

High-Resolution FTIR Analysis of Coal Gas. M.D.
Erickson, S.E. Frazier, C.M. Sparacino, Research
Triangle Institute.

Fourier Transform Infrared Spectroscopy

Fourier Transform Infrared Studies of Coal I: Varia-
tions on a Seam. P. Painter, R.W. Snyder, Pennsylvania
State U.

Fourier Transform Infrared Studies of Coal II: Analysis
of Mineral Matter in Lignites. P.C. Painter, J.
Youtcheff, P.H. Gibien, Pennsylvania State U.

Fringe Illumination Techniques in FTIR Spectroscopy.
K. Krishnan, Digilab.

Determination of Some III-V Impurity Concentrations in
Single Crystal Silicon Using a Fourier Transform
Spectrometer, D.G. Mead, D.W. Vidrin, Nicolet
Instrument Corp.

Determination of Oxygen in Silicon Slices by FTIR
Spectroscopy. S.C. Baber, Texas Instruments.
Nonstandard Absorption Cell Shapes in FTIR. T.
Hirschfeld, Lawrence Livermore Lab.

Optical Properties of Mixed Valence Semiconductors in
the Far IR. D.G. Mead, Nicolet Instrument Corp.



Rare of Abe necktie!

Savitsky in a regular
(Abe's clothes were stolen from his Cleveland hotel
room, and this borrowed tie provides Abe's only such
appearance within memory.)

photo

FTIR Analysis of Multicomponent Epoxy Composites. M.K.
Antoon, B.Zehner, J. L. Koenig, Case Western Reserve U.

Influence of Compositions and Sequence Distribution on
Vibrational Spectrum of Acrylonitrile-Styrene Copoly-

mers. S,E. Mocalo, L.E. Wolfram, J.M. Mooney, J.G.
Grasselli, Standard 0il Co.
Thursday Afternoon
Fourier Transform Infrared Spectroscopy
Beer's Law in the Service of the Polymer Chemist. B.J.

Bulkin, Polytechnic Institute of New York.

Multiple Spectrometers in a Time-Shared Computer Sys-—
tem. J. Rophman, D. Turner, S. Siminoff, Digilab.

Immersion Microsampling. K. Krishnan,
Hirshfeld, Lawrence Livermore Lab.

Digilab; T.
Fourier Transform Infrared Studies of Polymer Blends.
T.F. Varnell, M.M. Coleman, Pennsylvania State U.

Fourier Transform Infrared Studies of Dying Polymers.
R.J. Petchpich, M.M. Coleman, Pennsylvania State U.

Fourier Transform Infrared Spectroscopy of Polymer
Blends. J.M. O'Reilly, R.A. Mosher, Webster Research
Center.

Quantitative FTIR Applications. J. Strassburger, E.
Cottington, I.T. Smith, Gillette Research Institute.

Quantitative Analysis of Complex Mixtures in Aqueous
Solution by Fourier Transform Infrared Spectroscopy.
R.P. Kemmerer, Celanese Research Co.

FT-IR as a Probe of Blood-
R.M. Gendreau, R.J. Jakobsen,

Biological Spectroscopy:
Materials Interactions.
Batelle Columbus Labs.

Friday Morning, Sept. 21

Applications -— IR - Raman - NMR

Quantitative Determination of Asj03 PbO, Sbj03 (Valen-
tinite) and Sby04 in Sby03 (Senarmontite) via Raman
Spectroscopy. C.A. Cody, M.T. Hatcher, R.K.Darlington,
NL Industries.

Low-Frequency Vibrational Spectra of Quasilinear Mole-
cules. J.F. Sullivan, J.R. Durig, U of South Carolina.

Vibrational Spectra and Conformational Properties of
Pyruvoyl Chloride. J.E. Katon, W.J. Ray, D.A.T.
Covington, Miami U.

Some Industrial Applications of Combined Raman Spec—
troscopic and Thermogravimetric Analysis. C.A. Cody,
L. DiCarlo, R.K. Darlington, NL Industries.

Optical Properties of a Mixed Valence Semiconductor in
the Far Infrared Spectrum. D.G. Mead, Nicolet Instru-
ment Corp.

Modern NMR Methods Based on Coherent Averaging. J.S.
Waugh, MIT.
High-Resolution 13¢ MR Spectroscopy of Nitrogen

Compounds. B.W. Harris, U of California.

Carbon-13 NMR Studies of Polycyclic Aromatic Compounds.
D.J. Wilbur, W.B. Manning, G.M. Muschik, Frederick
Cancer Research Center.

Investigation of Thermal Isomerization of Calcitriol
Using Pulsed Fourier Transform Nuclear Magnetic Reson-—
ance Spectroscopy. A. Grant, P.K. Bhattacharyya,
Hoffmann-LaRouch.

Infrared Spectrum Indentification

Strategies for Infrared Indentifications for Computer-
ized Band Matching in Real World Samples. C.D. Craver,
Chemir Labs.

On-Line Class Specific Reconstruction from Interfero-
metric Data Using Pattern Recognition. B. Hohne, G.
Hagnac, G. Small, T. Isenhour, U of North Carolina.

Potential Uses of Digitized Infrared Spectrometry Data.
M.N. Ennis, Marion, Pa.

Implementation, Consideration, and Evaluation Criteria
of Spectral Condensation Techniques as Applied to FI-IK
Spectral Searches. D. Parker, D. Mattson, Nicolet
Instrument Corp.

Serious
D.A.

Removal of Overlapping Peaks in Homologous
Peaks from Reconstructed GC-IR Chromatograms.
Hanna, L.V. Azzaraga, EPA.

Artificial Intelligence Approach for Interpreting
Spectra of Complex Molecules. H. Woodruff, G.M. Smith,
Merck Sharp and Dohme.

Jack Koenig and Marcia Snavely pretend they don't know
each other.



