No. 4

Conten

W 0 N OO0 nn & W N -~

pb b et s b et
i & W N = O

CRYSTALLOGRAPHY
NEWS

BRITISH
CRYSTALLOGRAPHIC
ASSOCIATION

MARCH 1983

ts:

BCA NEWS

DONATIONS to the BCA

CRYSTALLOGRAPHERS In the NEWS

ANNUAL GENERAL MEETING of the BCA

ELECTIONS to COUNCIL

PROGRAMME of the SPRING MEETING at Royal Holloway College
CONFERENCE FEE HALVED FOR STUDENTS: Booking Form
CHEMICAL CRYSTALLOGRAPHY GROUP AGM

PHYSICAL CRYSTALLOGRAPHY GROUP AGM

THE IONIZING RADIATION REGULATIONS

INTERNATIONAL TABLES for CRYSTALLOGRAPHY

41lst INTERNATIONAL PITTSBURGH DIFFRACTION CONFERENCE
SURPLUS to REQUIREMENTS

POSTDOCTORAL POSITIONS

FORTHCOMING MEETINGS and COURSES



BCA NEWS

When we gather together again at Royal Holloway College for the Spring
Meeting, a year will have passed since the foundation of the BCA. The year will
have seen the attainment of charitable status, the securing of a firm financial
base for the Association, and at the Spring Meeting a further important step
forward - the inauguration of two new subject groups. The Industrial Group and
the Biological Structure Group will increase the number of BCA subject groups
from two to four, and will give the Association a more balanced and representative _

As regards the Spring Meeting itself, the organisers,led by Dr Moreton Moore,
have put together an excellent programme with some eminent invited speakers. To cap
it all, crystallography's latest Nobel-prizewinner, Dr Aaron Klug, has agreed to .
give the Plenary Lecture which will follow our AGM. I hope to see you all there ’
( well, "all" might cause an embarrassing congestion, but nearly all would do nicely!) |

The open meeting on "Safety Regulations for X-Ray Crystallography" was held |
at Imperial College on Tuesday, 11th January. It was organised at very short notice,
and a delay in the appearance of the December issue of the newsletter meant that
some members had little, if any, warning. Nevertheless, a blitz of letter writing
and a fairly efficient bush-telegraph, resulted in almost one hundred people
attending what proved to be an interesting and useful meeting. Mr Beaver and his
colleagues from the HSE took part, and there was some lively debate. One feature
of the meeting was the attendance of a number of Health Physicists and Radiation
Safety Officers - so hopefully, not only crystallographers benefited from this
initiative.

The BCA is beginning to be recognised as a national organisation, and one to
be consulted in appropriate cases by official and quasi-official bodies. For instance,
I have recently been asked to submit evidence on behalf of the BCA to Committee I
of the Industrial Injuries Advisory Council, and with the advice of our Radiation
Safety Committee will be drafting a response.

The other permanent BCA committee is the Coordinating Committee. Its function
is to act as an informal inter-society liasing body, to help prevent clashes of
meetings etc, and generally to keep societies aware of what other kindred societies
are organising. The Committee's role is to take over one of the main functions of
the UKCC, which dissolved itself soon after the BCA was formed. The chairman of
the Coordinating Committee is Dr S.C. Wallwork of the Department of Cheaistry,
University of Nottingham, who is a co-opted member of the Council, and was the
last chairman of the UKCC.

Last call for your logos!

g e —————y

Andrzej Skapski




DONATIONS TO THE BCA

The following generous donations from Industry are
gratefully acknowledged

Beecham Group plc £500
The Rio Tinto Zinc Corporation

ple £500

Shell Research Limited £500
English Clays, Lovering, Pochin

and Co. Ltd £50

This fourth list records donations received in the
period December 1982 - February 1983.

The total number of Founder Members stands at 51.

CRYSTALLOGRAPHERS IN THE NEWS

Professor Sir David Phillips is now Chairman of
the Advisory Board for the Research Councils (ABRC):
New Scientist, 20 January 1983, p. 179.

Professor Charles Taylor has been awarded the
Bragg Medal and Prize of the Institute of Physics
for his many contributions to physics education:
Physics Bulletin, 2 February 1983, p. 74.
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4" THE ANNUAL GENERAL MEETING
OF THE
BRITISH CRYSTALLOGRAPHIC ASSOCIATION

To be held in the Main Lecture Theatre, Royal Holloway College,
Egham Hill, Egham, Surrey TW20 OEX, at 5 pm on Wednesday, 30th March, 1983.

AGENDA

1) Approval of the agenda.

2) Minutes of the Inaugural General Meeting held on Tuesday,
6th April, 1982.

3) Report of the Council.

4) Report of the Treasurer.

5) Consideration and approval of accounts.

6) Annual subscription for Ordinary Members - no change.
7) Establishment of the Industrial Group.

8) Establishment of the Biological Structure Group.

9) Election of Officers - a) Vice-President
b) Secretary.

10) Election of one other Member of Council.
11) Appointment of Auditors.
12) Any other business.

\5\ ELECTIONS TO THE COUNCIL

The terms of office of the following Officers or Members of the Council
end at the AGM to be held on 30th March, 1983:- '

Vice-President - Professor D.C. Hodgkin OM FRS
Professor Hodgkin has indicated that she will not be
seeking re-election.

Secretary - Dr A.C. Skapski ( Has been nominated by the Council, and
will seek re-election.)

Member - Mr J.W. Harding ( Will seek re-election.)

Nominations are invited for the above vacancies. They should reach the
Secretary by Friday, 25th March, 1983, at the Department of Chemistry, Imperial
College, London SW? 2AY, or on Monday, 28th March, at the BCA Spring Meeting.
The nominations should be signed by two members of the BCA, and be accompanied
by the written consent of the candidate to serve if elected.




BRITISH CRYSTALLOGRAPHIC ASSOCIATION

Spring Meeting
28-31 March 1983
ROYAL HOLLOWAY COLLEGE, UNIVERSITY OF LONDON
EGHAM, SURREY, TW20 OEX

PROGRAMME

Monday morning, 28 March REGISTRATION (10.30 - 12.30) followed by
BUFFET LUNCH (1 pm)

Monday afternoon BIOLOGICAL STRUCTURES (2 - 6 pm).

Dr U. W. Arndt: Sources and instrumentaion

Prof D. M. Blow: Heavy atom location and phasing

Dr D. S. Moss: Interpretation and refinement

Prof Sir David Phillips: Crystallographic contributions to an
understanding of enzymes.

Dr. O. Kennard: Crystallographic contributions to an understanding
of nucleic acids.

Dr Anne C. Bloomer: Crystallographic contributions to an understanding
of viruses.

Monday evening RECEPTION (6.45 pm) DINNER (7.30 pm).

Tuesday morning, 29 March PHYSICAL CRYSTALLOGRAPHY (9 am - 1 pm)

Prof Michael Hart: X-ray anomalous dispersion

Dr Paul Durham: X-ray absorption near edge structure (XANES)

Prof Jerome Karle: Direct methods

Dr Colin Windsor: Use of spallation neutron sources in diffraction.

Tuesday afternoon: POSTERS (2 - 5 pm) Biological Structures and
Physical Crystallography.

Tuesday evening: DINNER (6.30 pm) ORGAN RECITAL by Dr Lionel Pike,FROO
(7.30 pm)
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Wednesday morning, 30 March INDUSTRIAL CRYSTALLOGRAPHY
(9 am - 1 pm)

C. Baxter: Production control of single crystal castings
Mary Helliwell
& M. Lyons: X-ray topography of semiconductor crystals

using the Hirst Camera.

B. Isherwood: Crystallography of Bragg cells

W. Gutteridge: Analysis of Portland cement

P. B. McAllister
& T J Carter: Use of powder diffractometry for determination of

polymer morphology

D. G. Puxley: Faults and errors in the crystallography of
catalysts
D. Rendle: Powder diffractometry in a forensic science
laboratory
Wednesday afternoon LUNCH (1 pm)
POSTERS (2 - 5 pm): Industrial and Chemical
Crystallography.

B.C.A. AGM (5 pm)
Wednesday evening: PLENARY LECTURE (6 pm)

iy
Dr Aaron ggﬂg: Structural Analysis of Macromolecular Assemblies
CONFERENCE DINNER (7.30 pm)

Thursday morning, 31 March CHEMICAL CRYSTALLOGRAPHY (9am - 1 pm)
Practices and problems of crystal structure determination

Dr M B Hursthouse : Introduction

Dr W Clegg : Data collection procedures

Dr C J Gilmore : Problems in direct methods

Prof G M Sheldrick : Techniques in structure refinement

Discussion panel : the above speakers together with Dr M G B Drew

and Dr D J Watkin.

END OF CONFERENCE and BUFFET LUNCH (1 pm).

Throughout the Conference there will be a commercial EXHIBITION
in the Picture Gallery.




CONFERENCE FEE HALVED FOR STUDENTS

The BCA Council, at its meeting on 14 February, agreed
that students attending the Spring Meeting need pay only half
the conference fee. A new booking form is enclosed and
the registration deadline has been extended so that students
may take advantage of this opportunity.

Chemical Crystallocraphy Group

Annual General Meeting

Papers for this meeting, which will be held on 29 March 1983
at 16.30 h. in Royal Holloway College, are being circulated
to members with this newsletter.

Autumn Meeting 1983 - preliminary notice.

This meeting, to be held in conjunction with the RSC Autumn

Meeting at Swansea, will take place on Wednesday 21 September
(p.m.) and Thursday 22 September (a.m.). The topic 'Chemical
Processes in the Solid State' has been chosen to emphasize the
relation between structural crystallography and the increasingly
important study of solid state reactions. The first session will
be devoted to a poster session; for the second session, the invited
speakers are Dr. W. Jones (University of Cambridge), '

Dr. C.R.A. Catlow (University College London) and Dr. P. Day
(University of Oxford).

Contributed papers are now invited on any area of structural
crystallography; as there is only time for a limited number of
oral presentations, preference will be given to those relevant

to the topic. The remainder will be presented as posters.

Titles and a short synopsis (maximum 250 words) should be sent to
Dr. John F. Gibson, The Royal Society of Chemistry, Burlington
House, London W1lY OBN, by Monday 9 May 1983, Full details of the
whole RSC Autumn Meeting (for which part attendance is possible)
will be available later and may be obtained by sending a request
and a self-addressed label to Dr. Gibson at the above address.

R.W.H. Small
(Secretary)
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PHYSICAL CRYSTALLOGH... 1Y GROUP A.G.M.

Papers for this meeting are being circulated to members

with this newsletter. It will take place at 5 o'clock
(and not 2 o'clock) on Tuesday, 29 March at Royal Holloway College.

The Ionising Radiations Regulations 198-
(HMSO £6.50, ISBN O 11 883466 5)

This publication runs to some 130 pages, and that indicates one of our
major problems. Safety organisation for X-ray crystallography and X-ray
optics work has become integrated into the regulations for nuclear engineer-
ing, radiography and the use of radiochemicals. This document is a draft
of the Regulations and Code of Practice. I was asked to produce a synopsis
for Crystallography News, but I find this impossible. Anyone who really
needs to know the regulations must work through them to the end.

In Regulation 20 there is an exhortation that all exposure to radia-
tion should be "as low as reasonably practicable”, but elsewhere the concern
is with levels of whole-body radiation which trigger some administrative
action, far above the levels to which any crystallographer is exposed, I
hope. The very brief Part 4 of the Code of Practice is of more specific
interest. Any crystallographer who can conceivably gain access to an X-
ray beam is at "risk of overexposure", because the whole-body equivalent
of that beam would rapidly bring him above one of these trigger levels.

Part 4 describes measures to prevent access to the beam, and outlines
arrangements for defining a “"system of work" to avoid overexposure. Regula-
tion 20 with a couple of explanatory paragraphs, and the relevant section
of Part 4 of the Code are reproduced on the following pages. But these do
not give adequate information about the Regulations as a whole.

The publication also refers to eight sets of Notes for Guidance which
will amplify the Regulations and Code, of which the one most relevant for
us will be the Notes for Guidance in Research and Teaching. In addition,
not mentioned anywhere in the present publication, a set of Notes for
Guidance on X-ray crystallography and X-ray Optics, is being prepared.

Responses to and comments on the Regulations and Code are required
by April 18th, but it is evident that they cannot be fully interpreted
without the Notes for Guidance which are not yet available. The BCA has
set up a committee which will recommend what response the Association
should make, but this should not deter individuals, or groups, from sub-
mitting comments of their own.

David Blow,
February 1983.
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