THE COBLENTZ SOCIETY, INC.
Mailing #34 April 20, 1967

I. Coblentz Soclety Symposium

The Coblentz Society Award for 1967 was presented to Profeccor
Peter J. Krueger, University of Calgary, Calgary, Alberta, Canada.
In his acceptance address, Professor Krueger described the status
of the Center for Molecular Spectroscopy belng established at the
new University of Calgary. He then discussed some of their work
in using infrared spectroscopy for conformational problems.

The symposium, "Where Does Infrared Spectroscopy Go from Here?",
was the best attended and the most successful symposium presented
to date. On behalf of the Soclety, we should like to expr~ss oul
thanks to W. J. Potts and A. Lee Smith for the excellent job of
organization and to the speakers for their contributilions to making
it a success. The speakers were: Jeanette Grasselll, Norman
Colthup, Robert Crisler, Robert Hannah, Gerald Keahl, Foll Miller,
John Overend, and H. D. Ruhl.

II. GCeneral Meeting - March 9, 1967, Penn-Sheraton Hotel

A, Secretary's Report

The minutes of the Board Meeting of February 23, 19606, and
the Ceneral Meeting of February 24, 1966, were approved as dils-
tributed in Mailing #31.

Most of the items from the Board of Managers Meceting of
September 7, 1966, and March 8, 1967, are included in the
following report of the meeting. Those items not discussed are:

1. Analytical Chemistry

The Board of Managers requested A. Lee Smith to
express our appreciation to the Editors of Analytical Chemlistry
for their cooperation in publishing the "Specifications for
Evaluation of Infrared Reference Spectra'" in Vol. 38, No. 9,
August 1966,

2. Revision of the By-Laws

The previous revision of the By-Laws approved on
March 6, 1963, were:

Article IV, Section 3, line 1 "Jan. 15" becoming "Nov. 15"
A

line 6 "March 1" "Jan., 1"
line 9 "March 15" " " Jarn, 157
line 14 "March 31" " "Feb., 15"

During the Board of Managers Meeting of March 8, 1967, the
following changes were instituted:



Article IITI, Section 1. "An annual meeting of the Members of Lhe

Soclety shall be held during the second calendar quarter of cach
year,..." has been revised to read, "An annual meeting of thc

mempbers of the Society shall be held during the first calendar
quarter of each year,..."

Article IV, Section 4, line 1, Concerning meetings of the Board
of Managers, "as promptly as possible after each annual meeting....
has been revised to read, "in conjunction with each annual

meeting...."

Article V, Section 1. '"There shall be a Membership Committee
consisting of the Secretary and two other members of the Socociety..
has been revised to read, "There shall be a Membership Committee
consisting of the Secretary and at least one other member of the

Society...."

Other suggestions for revision of the By-Laws should
be submitted to the President for consideration.

B. Treasurer's Reportg

The Treasurer's Report was presented and approved. A
financial audit will be conducted by the two new members of the
Board.

In order to simplify procedures and permit the Treasurer
to invest a proportion of our operating funds in an interest-
bearing savings account, the Board passed the following:

"The Treasurer shall be granted authority to relocate
funds of the Coblentz Soclety to either the Chemical Bank or
Midland National Bank of Midland, Michigan, with the discretion
of distributing funds between checking and savings accounts."

In order to clarify the tax status of the Coblentz
Soclety, the Board also passed the following resolution: "The
Treasurer shall contact the Internal Revenue Service to define
and execute the actlons necessary to formally establish the non-
profit status of the Society."



THE COBLENTZ SOCIETY
TREASURER'S REPORT
March 1, 1967

Balance on hand February 24, 1966 $ 7,682.88
Receipts:

Royalty payments from Sadtler $ 1,950.00
Sale of Coblentz reprints? 24,50
Expense reimbursement, National

Bureau of Standards?® 970.19
Dues 463,05

$ 3,407.74
Payments:

Payment to Clara Smith for editing

Coblentz Spectra $ 1,500,00
Travel expenses in preparing IR

spectra specifications?® 970.19
Microfilming Coblentz spectra 161.74
Travel expenses - Coblentz Awardee 98.15
Perkin-Elmer: secretarial expenses 250.00
Perkin-Elmer: printing 282.99
Advertising: Coblentz Society and

Coblentz spectra 272.51
Reprints: specifications on

submitted spectra? 119.49
Miscellaneous 117.10

$ 3,772.17
Balance on hand, March 1, 1967 $ 7,318.45

Respec 11y submitted,

Y ) Vutan.

Potts, Treasurer

NOTES

1 The Coblentz Society has not been billed for all the costs of
printing the reprints of Coblentz's collected works. The Coblentz
Society will ultimately be billed for approximately $900,

2 The contract between the Board of Management of the Coblentz
Soclety and the Natilonal Bureau of Standards has been fulfilled.
The specifications for contributed spectra were published in
Analytical Chemistry.



C. President's Report

1. New Members of the Board of Managers

The newly elected members of the Board of Governors
are Professor Samuel Krimm, University of Michigan, and Dr.
Ronald Kagarise, National Science Foundation.

The President, Nelson Fuson, expressed the thanks of
the Society to Professor John Overend and Dr. Robert McDonald,
retiring members of the Board. Aside from the excellent but
unpublicized work done on the Board, both John and Bob rate special
commendation for specific jobs well done. Bob McDonald has
organized the membership effort and provided for printing and dis-
tribution of literature which has significantly increased member-
ship. John Overend successfully organized our first effort to
"spread the faith" through the symposium held in conjunction with
the ACS Inorganic Section at the 1965 Fall ACS Meeting in Atlantic

City.
The present constitution of the Board of Managers is:
Elected Members:

Nelson Fuson, President (1968)
Forrest Mortimer (1968)
Freeman Bentley (1969)
William Fateley (1969)

Samuel Krimm (1970)

Ronald Kagarise (1970)

A, Lee Smith, Past President

Staff and Committees:

Willis J. Potts, Treasurer

H. B. Kessler, Secretary

R. Norman Jones, Specifications Sub-committee
Clara Smith, Coblentz Spectra

Les Kuentzel, ASTM/E-1% Lialson

N

Coblentz Society Meeting Time

The President conducted a discussion of the most
suitable time for the General Meeting of the Coblentz Society.
The three alternate times discussed were: In the late afternoon
after the Coblentz Symposium, a dinner meeting, and an evening
meeting., Comments from the discussion will be considered in the
next meeting of the Board of Managers.
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5. Coblentz Emblem

In order to stimulate greater consideration of an
appropriate emblem for the Coblentz Society, paper was passed out
to the members for "doodling" during the meeting. The papers
were collected at the end of the session. Only one contribution
had been received as the result of our previous request, and the
President repeated his request for contributions from the member-
ship.

4, United Kingdom Infrared Discussion Group

The President read an exchange of letters. The first
was a congratulatory letter from the Coblentz Society which was
delivered by R. Norman Jones on the occasion of the 50th meeting
of the Discussion Group. The second was a very cordial reply.

5. Coblentz News Letter

The Board is pleased to announce that A. Lee Smith
has been appointed Editor of the Coblentz Society News Letter.
This 1s a major step in our efforts to extend the contents of the
mailings, and to make them of greater value to the members.

6. TItems Under Discussion

The Board of Managers has been discussing several
items which are noted to keep the membership aware of the con-
siderations by the Board and to permit contributions from
interested members.

The following items were tabled for future considera-
tion since the Board does not feel that the Society has the facili-
ties, time or interest to undertake them at this time:

a) Educational Efforts

Does the Coblentz Society have a function in
providing educational information in the form of films or brochures?

b) Archives

A suggestion was received from Dr. Ron Kagel that
the Coblentz Society consider establishing Infrared Archives. The
scope of such an effort 1s not within the means of the Society,
but it was noted that there is some interest in the American
Institute of Physics.



c) NSF/NBS Bibliography

There has been some consideration for updating
and continuing the bibliography formerly maintained by C. Creitz.
No means are 1mmediately obvious, and the Soclety does not have
the resources to undertake such an effort.

d) Employment Clearinghouse

The Board concluded that the Society should not
undertake the establishment of an employment clearinghouse for
speetroscoplsts,

D. Coblentz Spectra Collection - Clara Smith

There remains a need for about 50 spectra to complete the
next set of 1000. This set has taken more than 1-1/2 years, as
compared with the previous rate where less than a year was required
to accumulate a set. In order to keep the Coblentz collection
viable, it will be necessary for greater interest on the part of
the membership to be displayed. Many of the original contributors
to the collection no longer have an operating responsibility for
the infrared work, and there is a need for greater participation
by some of the younger spectroscopists.

Spectra for or questions concerning the Coblentz Spectra
should be sent to:

Coblentz Spectra Collection
Box 584
Princeton, New Jersey

E. Joint Committee on Atomic and Molecular Physical Data -
A, Lee Smith

See appended material.

F. Subcommittee for Review of Specifications - R. N. Jones

The sub-committee assigned to review the use of "Specifi-
cations for Evaluation of Infrared Reference Spectra" consists of
R. N. Jones, Chairman; Nelson Fuson; Willis Potts; and A. C. Jones.

Norman Jones commented that the IR spectrum is potentially
one of the most valuable physical constants of a material. This
thought lies behind the concept of Class I or Standard Spectra.
Specifications for Class I spectra have not yet been written and
the Coblentz Society recommends that they be considered by an
international body. For Class II Spectra, the Board had in mind
the best that can be done practically with present state-of-the-
art. It 1s unlikely that many of the older spectra will meet these
criteria, but spectra of this quality should become readily
avallable in the near future.



Class III Spectra form the heart of the present program--
to make generally avallable more of the valuable reference spectra
residing in individual collections, An additional bonus discovered
by Norman Jones was that some schools are requiring spectra pub-
lished in theses to meet Class III standards.

Norman Jones requested that members submit any comments on
the "Specifications"” so that they can be considered by the review
committee. A question was raised from the floor concerning the
extension of specifications to the far IR, where most spectra will
not meet the basic Class III requirements, Norman Jones commented
that he felt that both ATR and far IR were changing so rapidly
that specifications cannot yet be established., He also noted that
one of the major problems facing the committee was that of veri-
fying sample validity or purity.

G. 1968 Symposium - W. J. Potts

Bill Potts led a discussion of possible topics for the
1968 Coblentz Symposium. The consensus of the members was that
the committee consider the following subjects:

The amateur versus the professional spectroscopist
Good spectra, their preparation and evaluation
Structure determination using combined techniques,
including IR

H. ASTM Index

In response to a question from the floor, Les Kuentzel
announced that a new ASTM index containing reference to 95,000
spectra will be issued in the fall,

ITI. Optimization of Operating Parameters for Infrared Spectrometers

The Board of Management would like to encourage infrared
laboratories to meet Class II spectra specifications wherever
possible, when running materials for their standards file. To
accomplish this objective, the spectrometer must be adjusted to
give optimum performance., Optimum settings of the variable
parameters (slit, response time, and scan speed) depend on detector
sensitivity and other characteristics of the individual spectrometer,
With these thoughts in mind, two of our board members have published
a paper on optimizing the operating parameters of the spectrometer.
It is found in Applied Optics 6, 257 (1967). Reprints may be
obtained from W. J. Potts, Chemical Physics Research, The Dow
Chemical Company, Midland, Michigan.

IV, Dues Reminder

Those who have not paid their 1967 dues are reminded to send
two dollars ($2) to Dr. H. B. Kessler, Secretary, The Coblentz
Society, c/o The Perkin Elmer Corporation, Norwalk, Connecticut.



V. Jolint Committee on Atomic and Molecular Physical Data

In an effort to cope with one aspect of the "information
explosion," the President's Office of Science and Technology has
assigned to the National Bureau of Standards the responsibility
for a National Standard Reference Data System. The objective of
this system is to coordinate and integrate existing data compila-
tion and evaluation activities into a systematic program; to
establish and maintain standards for the output of various groups,
and to provide mechanisms for the dissemination of output required.

The activities are organized into 7 categories, of which
Atomic and Molecular Properties 1s one high priority area. One of
the first efforts of this group is to make contributions from
private collections of infrared spectra, including those in
government laboratories, more generally available. To implement
this program, the Bureau has contracted with the American Society
for Testing and Materials to collect, evaluate, edit, and publish
these spectra. Responsibility for the technical and advisory
aspects of the program has been delegated to a newly-formed group,
the Joint Committee on Atomic and Molecular Physical Data.

Although the initial efforts of the Joint Committee are
directed toward the production of critically evaluated infrared
spectra, it is anticipated that the scope of activity will
eventually be expanded to include other types of spectral data
as well as other atomic and molecular properties. In all cases,
the sole emphasis will be on critically evaluated quantitative
information relating to a property of a definable substance or
sysTemn.

Membership of the Joint Committee and its executive council
1s drawn from the charter cooperating societies: ASTM, The
Coblentz Soclety, The Canadian Association for Applied Spectroscopy,
The Society for Applied Spectroscopy, The Manufacturing Chemists
Association, and the American Petroleum Institute.

The first meeting of the group which was to become the Joint
Committee was held at the Pittsburgh Conference in 1965. Subse-
quent meetings were devoted to clarifying the scope and function
of the committee, writing by-laws, and establishing the organiza-
tion. As of January 19, 1967, the by-laws were officially
accepted by all the cooperating societies, and the first official
meeting of the Joint Committee was held on March 7, 1967, at the
Pittsburgh Conference.

The Committee consists of 21 general members, plus an Execu-
tive Council comprised of the official representatives of the
sponsoring socleties. Subcommittees presently authorized include
infrared (W, J. Potts, Chairman), Nuclear Magnetic Resonance,
Finance, Publications, and Planning. Officers are A. Lee Smith,
Chairman; D. L. Camin, Vice Chairman; and S. F. Etres, Secretary.



Official representatives include W. J. Bennett, W. C. Kenyon,
G. V. Downing, Jr., and E. J. Rosenbaum.

It was reported at the March 7 meeting by L. E. Kuentzel that
the initial collection of approximately 5000 pharmaceutical
spectra was nearly complete, and that about 10% of these have been
evaluated, According to the present tentative timetable, the
first group of spectra should be ready for printing by September,
and ready for distribution before the end of 1967,

Coblentz Socilety members who would like to participate in the
work of the committee, or who want further details regarding the
program should contact A, Lee Smith, Dow Corning Corporation,
Midland, Michigan; or S. A. Rossmagsler, Office of Standard
Reference Data, National Bureau of Standards, Washington, D.C.

VI. Infrared Techniques Abstracts - Leopold May, Editor

Abstractors: Robert P. Baker Robert P. Hirschman
St. M. Vincent Callahan W. P. Mahoney
Russell J. Hansen James Vaden

Tssue No, 2:

66009 - Direct Determination of the Integrated Absorption
Intensity from an Infrared Transmission Curve, P,A,H.M. Hol.
Appl. Spectry., 20 (1), 52 (1966), A method is described for the
calculation of the integrated absorption intensity for an infra-
red transmission curve.

66010 - Calibration of Infrared Cells, A. M. Burrill, Appl. Spectry.,
20 (2), 116 (1966). A procedure is described for the calibration
of sealed infrared cells.

66011 - Microcell for Obtaining Normal Contrast Infrared Solution
Spectra at the Five-Microgram Level, D, Price E. C. Sunas, and

J. F. Williams, Anal, Chem. 39 (1), 138 (1967). The article
describes a microcell which is used to contain samples of about
5/ug. Methods of making the cell are described, as are those of
the necessary micro-positioning attachment.

66012 - Infrared Study of Adsorption of COs, HCl, and Other
Molecules on "Acid" Sites on Dry Silica-Alumina and a-Alumina.,
J. B. Peri, J. Phys. Chem., 70, 3168 (1966). A special cell made
entirely of glass and fused quartz is described to study reaction
of Al1Cls vapor with surface OH groups on silica,.

66013 - Infrared Spectra of Some Gaseous Molybdenum Oxides and
Oxyhalides, Terry V, Iorns and Fred E. Stafford, J. Am, Chem. Soc.,
88 (21), 4819 (1966). A special high temperature gas-diffusion
barrier cell one meter long to examine the spectra from 4000 to
400 em™ ' of some involatile molybdenum compounds was made with
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the central 24 inches of mullite. The central 18 in. of this tube
is heated by a Kanthal wound tube furnace. To each end was fuccd
a Pyrex tube with fittings so that a AgCl window could be held in
place using O-rings and a brass collar. One of the glass endg
contained a side arm for evacuation and introduction of gases.

The light from the Nernst glower was chopped at 11 cps. before 1t
entered the tube to eliminate the effects of background radiation
due to the heated tube and gases.

66014 - Stereoregularity in Poly(isopropyl acrylate). I. Chain
Dimensions by Viscometry and Osmometry, J. E. Mark, R. A. Wessling,
and R. E. Hughes, J. Phys. Chem., 70 (6) 1895 (1966). Films were
cast within a Teflon frame on mercury by evaporation of measured
volumes of the polymer in benzene. The films, approximately 10 p
thick, were transferred to AgCl plates and annealed at 90° under
vacuum for 12 hours.

66015 - The Infrared Spectra of the Anion and Weak Charge-Transfer
Complexes of Tetracyanoethylene (TCNE), J. Phys. Chem., 70 (6) 2011
(1966). The spectrum of KTTCNE was measured from clear but

highly colored thin films deposited in vacuo at room temperature
and -160° by crossing molecular beams of potassium and TCNE at an
infrared window in a modification of the standard low-temperature
infrared cell., This sampling procedure was used because of the
extreme sensitivity of the anion to moisture and oxygen. Excess
TCNE prevented dianion formation. Excess was pumped from the
window before reading the spectrum,

66016 - Specifications for Evaluation of Infrared Reference Spectra,
The Coblentz Society Board of Managers, Anal. Chem., 38 (9) 27A (13660).
Three categories were established for the evaluation of infrared
spectra to be published by the Coblentz Society. Class I 1s de-
signated for "standard spectra" which are not expected to be altered
by refinements in sample purity, techniques, or instrument perform-
ance, Classes II and III are the categories for reference spectra.
Class IT is for spectra produced on existing commerclal infrared
grating spectrophotometer. Rigid requirements are established for
sample purity and instrumental operation. Class III 1s assigned to
spectra of known materials which are sufficiently accurate to assist
in the identification of unknown materials., Criteria were presented
for spectrometer operation, presentation, sample preparation, and
spectrophotometer performance of Class II and Class ITI.

66017 - The Infrared Absorption Characteristics of Syndiotactic

Poly (methyl methacrylate) from 1050 ecm ' to 1300 cm ', S, Havriliak
Jr., and N, Roman, Polymer, 7 (8), 387 (1966). Details of Lorenz-
functional treatment of thermally variable integrated absorption
bands, with interpretation, are given.



