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PRESIDENTIS MESSAGE

This is an exciting time for vibrational spectroscopy:
The combined impact of rnj.niconputers and Fourier trans-
form techniques have greatly increased the range of
problems that can be solved by infrared spectroscopy.
New developnents in non-linear Raman spectroscopic
methods may have a major impact on the use of Raman.
These developments pose a challenge to the Coblentz
Society - and implicitly to all of us as members of
the Society.

we have been moderately successful in our activities to
date - in education, in spectral publication, in spon-
soring of symposia and awards. These activities have
served. a valuable function in defining, improving, and
maintaininq the art and practice of vibratj-onal spec-
troscopy.

It is now j-ncumbent upon us to move on to new endeavors
which will be responsive to the changing nature of
vibrational spectroscopy and the community which uses
the techniques. Some of these, in the context of our
ongoing program, have already begun. Specifications
for Vapor Phase Spectra Above Ambient Temperatures
have been developed. These are crucial in J-ight of
the current activity in GC-IR. Our short Fourier
Transform courses with SAS have been popular. New
programs - student membership, archives - are just

^rreginning, and are clearly important. r am convinceal
.hat there is more than we can and should do. I urge

all members to put forth their ideas for new programs
j-n which the Society might engage.

You can do this by contacting me or any of the other
Board mehbers, and by participating in our Society open
meeting in Cleveland each year. Please participate in
selectlon of our awardees as wel1, by sending nominations
for the coblentz Awaril to Ira Levin at NIH and for the
Will-iams-Wright Award to Abe Davis at llooker.

Bennatd J . BqLlzin

COBLENTZ SOCIETY AIIARD NO}4INATIO}IS

Your help is needed in fi.nding worthy nominees for the
L980 Coblentz Ah'ard- Please remember that the nominee
must be under 36 at the time of the presentation in
March 1980. Letters of nomination and any supporting
documents must be sent by June 1, f979 to Dr. I. W.
Levin, Buildinq 2, Room BI-27, NIH, Bethesda, MD 20205-
The Coblentz Award is established to recognize out-
standing work in molecular spectroscopy by youngr
spectroscopists .

Nominations for the Williams-Wright Award, which
honors outstandj.ng industrial spectroscopy, are also
needed. Letters of nomination should be sent to Abe
Davis, Hooker Chemical Corporation, P.O. Box 344,
Niagara Fa1ls, NY 14302.

II{EMBERSHTP DI,IES

Our sincere thanks to aIl those who paid their dues
promptly in response to the recent mailing request. If

^'ou were billed and have not yet paid, please take care
- this matter as soon as possible by sending your check

Lo Dr. R. W. Hannah, Secretary.

Cobl-entz Prexy Ira Levj-n with Award winners Lionel
Carreira and Nornan Colthup at the Award luncheon

SEMTANNUAL BOARD OF MANAGEI4ENT I\4EETING, MARCH 1979

The semiannual meeting of the Coblentz Board of Manage-
ment was held on March 6, 1979, during the Pittsburgh
conference in Cleveland, ohio. As to the current state
of the Society, a survey of both the financial record
and progress of the various committees suggests a con-
dition of extra-ordinarily good heal-th. with the finan-
ciaf resources at hand, coupled with the contributions
of a large number of talented individuals, the Society
shoul-d have no difficulty in maintaining its present
momentum whil-e initiating new and constructive activi-
ties during the coming years.

The Treasurer's Statement of Income and Equity appeared
in the February 12, 1979 Newsletter. Elsewhere in this
issue, we present the 1979 budget for the society.

The By-Laws of the Society were amended to enable the
President to serve for two years, rather than the usual
one year. It was clear that despite prior service on
the Boarcl, it takes nearly a year for the President to
obtain a firm hold on the cletails and activities of the
Society. With an additional yearrs tenure, the Presi-
dent is a strong position to assess olil programs and to
propose new ones. This change in the By-Laws becomes
effective with the new President, Bernie Bu1kin.

As a consequence of the two year term for Presialent'
the By-Laws were further arnended to allow a one year
term for the President-E1ect' to coincide with the
second year of the President's term. fn the event that
the President is unable to fulfill- his obligations clur-
ing the first year of his term, the Treasurer would
assume these duties.

Bob Hannah of Perkin-Elmer and Howard Sloan of SAVANT
were re-elected by the Board to the offices of Secretary
and Treasurer, respectively. These qtentlemen deserve
special thanks from the society for their efforts in
preserving a continuity and balance to the organization.

The Student Affairs coruni-ttee under Jack Katon will
begin a concerted effort toward acquainting students
with the Society. Al-l academic rnembers of the Soclety
will- be asked to nominate one student for a complimen-
tary membership- In addition, letters wil-1 be circula-
ted among students in order to introduce them to the
various activities initiated by the societY.

The Computer Assisted Spectroscopy CoNnittee under Chris
Brown has begun to study problems conmon to both the
dispersive aid Fourier transform spectroscopic techniquds.
Each issue of the Newsletter will carry a colunn that



will keep readers abreast of, events and techniques appro-
prj-ate to spectroscopists involved with computerized
dispersive procedures. Symposia, workshops and discus-
sion groups concerning a variety of topics will be
organized for the near future.

The Archives Corilnittee, chaired presently by Dana Mayo,
is continuing its efforts to add material to the Docu-
mentatj-on Center for the History of Vibrational Spec-
troscopy. The Center will be l-ocated initially at Bow-
doin College. A number of pledges for financial support
for the Center have been received from sources external
to the Society.

The Spectral Evaluation ConEnittee, under Norman Jones
and Peter Griffiths, cornpleted proposals for the "Speci-
fications for fnfrared Reference Spectra of Materials in
the Vapor Phase above Ambient Temperature." These recom-
mendations will be published in applied Spectroscopy.

Clara craver, Chairlady of the Spectra Publication Pro-
gram, reported that the first half of Vofume 11 of the
Coblentz Vol,umes of spectra is scheduled for shipping
this spring. The new publication Gases and Vapors has
been delayed, although an issue da-te :for-ear-\ sunrner
has been projected.

During the General Meeting of the Society on March 8,
1979, Bill- Harris of the National Science Foundation
presented an informative talk on activities of the
NSF which are relevant to vibrational spectroscopists.
Bill Fately followed Later in the meeting with an
extremely illuminating and entertaining di.scussion
concerning trends in vibrational spectroscopy as per-
ceived by a member of the acad.emic conmunity. (Eilitor's
note: The word "entertaining" d.oesn't tell half the
storyr this was the best scheduled meetinq of the r./eek:)

Finally, I should like to thank both the members of the
Board and the various menbers of the Society who so
willingly gave of their time this past year to the many
activities of the Society.

'Lnd" W. Levin

CADS I{EET TN CTEVELAND

The CADS Userrs Group met on Tuesday afternoon of the
Pittsburgh Conference to discuss mutual problems and
interests in the use of computers with dispersive
spectrometers. About 35 attended the informal meeting,
which was hosted by Bitl Harris in his J-ast iluty as
chairman of the group. The attendees enjoyed wine and
cheese while discussing their interests and Listening
to short talks by John Coates, Bob Obremski, Walter
Edgel1, Hugh Diem, Don Woo1f and Chris Brown.

Plans were formul-ated for another meeting of the User's
Group at FACSS-79 in Philadelphia. The meeting will be
scheduled for Tuesday, September 18 from 4 to 5 PM in
a location to be announced.. The format will be
similar to the Cleveland meeting rrith participants pre-.
senting short talks on their current research problems.

A challenge was presented by Bob Jakobsen (in absentia)
to the User's Group to participate in a ',round-robin"
study with FTIR users. Final plans for this study wiLl
be formulated this sunmer and presented at the FACSS
meeting in September.

The good attendance at this meeting, the keen interest
in the userrs group, and the number of formal papers
presented by CADS users at the Pittsburgh Conference are
indicative of the radical change in spectroscopy during
the last three years. Very few, if any, papers were
presented on computer analysis of spectroscopic data
obtained on dispersive spectrometers at the 1975 pitts-
burgh Conference. The luxuries of subtracting, adding,
signal averaging, etc. were confined to FTfR users. llow
dispersive spectroscopists are in ',on the action" and
are working together through the user's group to improve
their capabilities. The userrs group has proven to be
very beneficiaf to all of us, and we are indebted to
our founding fathers (and mothers), such as Bitl Harris,
the first chairman, and cinger Dunning, the first
secretary,

COMPUTERIZED IR WORKSHOP

The coblentz society, in cooperation with the Com-
puterized Dispersive Spectroscopy Group and the
Fourier Transform Spectroscopy Group' will present
a workshop on Computerized Infrared Spectroscopy at
the 1979 FACSS meeting.

This workshop is for those new or experienced
spectroscopists who would like to better understand
what the conputer does for them, and how to nake best
use of it in IR spectroscopy.

Date: Tuesday, September L8, L979

Place:

Time: 8:30 AM - 4 PM

FACSS Meeting
Sheraton Hotel
Philadelphia I Pennsylvania

Fee: 510.00

Staff: Ave Savitsky, Perkin-Elmer
-discussing the computer and how it works

Jack Koenig, Case western Reserve University
Mike Coleman, Penn State University
Bob Obremski, Beckman Instruments
Herb Hoover, Corning Glass
Chris Brown, University of Rhode Island

-discussing applications of IR
spectroscopy with a tlata sYstem

Dana Mayo, Bowdoin College
-discussing computer systems for IR
spectral interpretations and data
retrieval

To register, or for information, contact:

Jeanette G. Grasselli, Course Director
The standard oil Company (ohio)
4440 Warrensville center Road
Cleveland, Ohio 44L28
(216) 57s-5331

R. N. JONES TO JAPAN

Dr. Norman Jones, recently retired frorn the National
Research Council of Canada, is now at the Tokyo
Institute of Technology for a 2-year apPointment as
a visiting professor. He will be vrorking with Prof.
Ikuzo Tanaka, doing both research and teaching. He
also expects to spend some time with Prof. T.
Shimanouchi, (University of Tokyo). We wilf miss
Norman's contributions to the Board of Management,
and wish him well in his new und.ertaking.

PROPOSED EXPENSE BUDGET FOR 1979

Officers Expense

President 300
Secretary 250
Treasurer, Accountant f,400

Awards, Meetings Expense

PittsburghConference 1,000
Lippincott Medal 200
Board Meetings 650

Committees and Misc, !:<!err:se

Newsletter 1,300
Spectral Presentation Stds. 450
Publicity,/Membership 500
Educati.on 100
Government Regulatory 200
Archives 500
Student Affairs 150

Spectral Publication

Continuity budget for spec-
tral collections maintenance

2,400



COMPUTER DATA BASES FOR INFRARED SPECTRA

A meeting h'as held in Cfeveland on Friday, March 9,
1979. sponsored by the Joint Cotnmittee on Atomic and
Molecular Physical Data (JCAMP) to discuss computer
Data Bases for Indexing, Storage and Retrieval of
Infrared Spectra. The 24 attendees included users
of IR spectral data, compllers of computer data
bases, and generators of fR data in digital form.
fnterest in IR data bases is particularly high at this
time because of several independent endeavors occurr-
ing in this general area:

1. A task force of JCAI,IP, chaired by Clara Craver, is
currently exploring the feasibility of preparing
a computer-based index of IR spectra obtained
since 1972, when the ASTM IR index became inactive;

2. Considerable practical experience has been gained
by users of retrieval systems based on the ASTM
index (e.9., rRGo, sPrR, rRrs);

3. New cotnputer data bases that include more nearly
complete spectra than the ASTM band index have
been developed in several countriesi

4. The NIH-EPA Chernical Information System is con-
sidering an expansion of its mass spectra and NMR
data bases into the IR area; and

5. Instrument manufacturers are interested i-n the
integration of IR spectral data bases with the
on-line computers that now form a part of many
spectrometers. In a more general context, the
National Academy of Sciences has just released a
report on Information Storage and Retrieval in
chemistry.

The meeting was held so that the participants could
exchange views concerning (a) the types of data bases
that are needed, (b) the optimal means of assembling
these data in computer readable form.

A preliminary account of this meeting follows. A more
conplete report will be issued later to the partici-
pants.

A definite need for improved IR data bases was express-
ed. The only ones currently available are the ASTM
data base of 150,000 compounds (spectra are coded by
the Kuentzel-Wyandotte punched card methods developed
in the 1950's) and a few thousand digitized Sadtfer
vapor phase and quantitative spectra. Since the ASTM
coding project stopped in L974 there have been thousands
of spectra published that need to be put into a data
base.

Regarding additional data bases' it is apparent that
there are actually two different problems facing the
IR conmunity. The first i.nvolves the undigitized
spectra avaifable from laboratories or the literature
since 1974. If all possible information is taken
from these spectra -- ordinate, abscissa, band shape'
half band width, -- they will not have to be recoded
or redigitized in the future. This is a lesson
Iearned from the experience with the ASTM data base.
Because of their varying quality, these spectra can-
not all be digitized with a standard number of points
(i.e., I point/cm-r) but ideally they should be coded
or digitized to the highest level possible. Then, in
a data base, a method of flagging or weighing the in-
formation could indicate lower resolution or poorer
quality spectra.

However, costs of this coding have to be examined.
There is littIe or no information available on the ex-
pense of preparing spectra for data bases. There is
a JCAI"IP project currently und.erway under the manage-
ment of Dr. Cfara Craver to examine alternative
methods of coding or partially digitizi.ng IR literature
spectra to be added to the ASTM data base. Target
for conpletion is mid-sunmer, I979, and cost esti.mates
of this type of coding should be awailable then.

Actually, two different kinds of costs must be taken
int'o account -- the price charged the user and the
actual expense incurred in developing the data base-
There i-s a possibility that the NIE/EPA crs system

will expand to include the IR area' If this occurs'
lrre aenLfopment of an rR data base may be underwritten'
i"-p"it at-least, by government agencies' Then the
price to the user couid be low enough to make the
!v"i.^-itiiu.iirr" (tS5/search) and practicar'

The second problem facing IR users iirvolves digitized,
spectr. curiently being iun on.FTIR's.and computerized
dispersive instruments using different formats' With-
i"-!-"f't"tt time' this second problem may become the
ru:"t-pt"Ui"* oi th. IR spectioscopist-interested in
a"i" Ul". generation. In the distant future all

=p""t."-tfii .o*. frorn digitized-instruments' There-
iir", it was stated that it would be extremely de-

"iiiUr" 
to develop a standard format concerning doc-

umentation, number of digital points' and normalized
intensity measurenent so that lnformation being taken
now will not be lost or becorne obsolete because it
fr65 incorrectly obtained.

A strong view was expressed that the digitization
should 6e as complete as possible (at least 1 pt,/cn-I)
so that searching involving soPhisticated pattern
recognition, cross correlation, or unknown future
rnethods can use the same data bases generated today.
All iiata should be entered into data bases in computer
reaclable form that is transferrable among labora-
tories -

The questions involved with standardization of digi-
tized data formats present an excellent opportunity
for organizations such as JCAMP or Coblentz to take
a leadership position in solving problems of the
future now.

fn relation to the documentation of compounds in any
data bases, it was suggested the CAS registry numbers
of the compounds should definitely be coded for inter-
action with other spectral data such as mass and NMR.

The value of wiswesier Line Notation is more question-
able and should be discussed further.

Several needs of IR data base users were perceivecl:

1. The need for a program for laboratories to code or
digitize their own spectraL collections.

2. The need for spectral images on video display as
part of search systems. The ASTI'1 data base, for
6xample, only provides serial numbers of compounds,
and it is time-consuming and expensive to retrieve
names and. references of compounds.

3. The need for a central coordinating agency such
as JCAMP or Coblentz to collect spectra now in
diqital form for later entry into data bEE6s.

In conclusion, some of the problems facing those
interested in developing or adding to IR data banks
have been defined. It r,tas thought desirable that
future meetings be held soon to make inportant de-
c is ions conceining these-!-robJ-ems .

Dana Mayo, Jack
Savitsky in the

Katon, and BitI Harris, with Abe
background



LOST MEMBERS

Every year a number of members move but neglect to
tell- us their new address. Since the Post Office often
does not forward even first-c1ass rnail, we have no way
of reaching these people. The following j.s a list of
members for v/hom we have no current address. If you
can heJ-p us find any of these people, please do.

Walter R. Averett (Drums, PA)
George H. Bare (Columbus, OH)
H. H. Bl-ume (Brooklyn, NY)
William E. Bucy (columbia, sc)
Roger W. Crecely (Claymont, DE)
Arno1d H. Fainberg (King of Prussia, PA)
N. Wayne cowdy (Merrj"mack, NH)
Turf D. Martin (Kansas City, Mo)
Don R. Munn (columbus, IN)
Braham Norwick (New York, NY)
L. A. Peacock (Houston' Tx)
John A. Raffo (Simi, cA)
Jonathon S. Smith III (St. Louis, MO)

Dr. W. J. Verzino (Las Angeles' CA)

Send current address to Dr. R. W. Hannah, Secretary'
The Cobfentz Society, c/o The Perkin-Elmer Corporation,
?51 Main Avenue, Norwafk, CT 05851.

DOCUMENTATION CENTER FOR THE HISTORY OI' SPECTROSCOPY

The Coblentz Society has reconstituted its Archives
Comnittee. The Chairman is Prof. Dana Mayo and the
Members are Dr. J. J. El-liott, Dr. R. N. Jones, Dr. R,
O. Kagel and Mr. A. Monke.

Motivating this action is the Society's concern about
the need to preserve a representative selectj.on of the
laboratory notes and record books, spectral charts,
personal- correspondance and other laboratory documents
of peopJ.e active in chemical spectroscopy. The Society
believes it is important to assure that examples of
such records are not lost or ilestroyed through negli-
gence or a failure to appreciate their potential value
to future historians of science.

The Board of Management of the Coblentz Society has
approved a recommend.ation from the Archives Committee
that the Society establish a Documentation Center for
theHistor]/of chemica1SpectiSF66-pf l---riliti-al1ytEis
fr iTf -6-e-f o-caFd-EE-Eowd-of n-eaf f eg'e-Brunswick,Maine,
where the President, Dr. Williarn Enteman and the Libra-
rian, Mr. Arthur Monke have offered to support the
Center by providing storage facilities in the library
for a minimum period of five years.

Where there are other provisions for storing the
material, the Coblentz Society will only maintain at
Bowdoin College a regi-ster of the nature, focation and
avai]abiLity of the documents, but storage will be pro-
vided at Bowdoin for those wishing to take advantage
of it. Possibly the Documentation Center might also
hold at Bowdoin microfilm or microfiche copies of
selected material to central-ize its accessibility. At
a later stage a more professional archival service
might be set up, comparable with that provided by the
Contemporary Scientific Archives Centre in the U. K.
However, our Archives Cormittee believes that a
stronger case for this coulcl be made at a fater date
after a nucleus of material has been coffected.

The first objective is to communicate as widely as
possible with spectroscopists who have recently retired
or who are approaching retirement age. The need i.s to
alert them to the importance of preserving a selection
of their correspondence and laboratory records that
have had a significant j-nfluence on the progress of
chemical spectroscopy. It is necessary to act promptl-y
since a nurnber of eminent spectroscopists are now in
this stage of their careers. Our Archives Committee
knows of several cases where records and correspondence
of considerable historical value have already been lost
or disposed of. Unfortunately, scientists are much
less conscious of the historical value of their pro-
fessional and personal records than peopte in the arts
and the humanities-

In accord with the Cobl-entz Societyrs involvement j-n
all aspects of chenical spectroscopy -- industrial,
governnental anil academic -- the effort wifl- be direc-
ted also to col-lecting documents related to j-nstrullen-
tal developments and the applications of spectroscopic
techniques in industry, as well as to basic research.
There would appear to be a considerable amount of
materiaL of this kind that could be obtained from
industriaL Laboratories without intruding into areas
sensitive to patent and copyright considerations.

The Coblentz Society does not have adequate money of
its own to activate this project. There is an imme-
diate need for funds to cover secretarial expenses for
soliciting inquiries and, where necessary, to follow
this up with financial help in organizing and shipping
material to Bowdoin Colfege or to provide such other
assistance as may be needed to convert an expression
of intent into appropriate action. The Archives
Committee has been authorized by the Society to seek
outside financial support. The extent of the program
is flexible and must be adjusted to the response to
this appeal. An approach is being made to severaf
industriaf companies and individuals whom we hope will
recognize the desirability of supporting this activity.
Fu1ly to implement the program a few thousand doflars
per annum would be needed with reasonab.Ie assurance of
continuity over a five year period. We wish to propose
a unit contribution of $500 with reasonable prospect
that the donations will be continued for four addi-
tional years, subject to the Cobfentz Society providing
satisfactory evidence of the progress of the program.
Responsibility for the control of the funds woulil rest
with the Treasurer of the Society. We understand that
it wouLd be feasibfe to set up the fund so that contri-
butions would be tax deductible.

As an initial step to the project, Norman Jones has
provided the Conmittee with a selected collection of
his personal scientific records covering the period
l-938 - l-978. These are already deposited at Bowdoint
they include spectral charts, note-books and photogra-
phic plates illustrating measurements made on instru-
ments representative of all phases of the developing
technigues in ultraviolet, infrared and Raman spectros-
copy over the forty year period. I{e has aLso supplied
the Documentation Center with information concernj-ng
his personal scientific correspondence which he retains
at his home in ottawa and on the location and accessi-
bility of his laboratory work at Ottawa which are filed
in the records of the National Research Council of
Canada.

A List of the names and addresses of the Members of the
Archives Corunittee is given below. Any of these people
may be contacted. in regard to further information.

Coblentz Societ Archives conmittee

Chairman Prof. Dana Mayo

Members

Department of Chemistry
Boerdoin College
Brunswick, Maine 04011

Dr. J. J. Elliott
Esso Research and Englneering Co.
P.O. Box 121
Linden, New Jersey 07037

Dr. R. O. Kagel
Analytical Laboratory
574 Building
Dow chemical- company
Midland, Michigan 48640

Dr. R. N. Jones
Ann Manor, Apt. 601
71 Somerset Street, West
Ottawa, Ontario KzP 2G2
CANADA

Mr. Arthur Monke
Librarian
Bowdoin College
Brunsr4'ick, Maine 0401,1-


