COMPUTER PROGRAM ABSTRACTS

Computer Program Abstracts

The category Computer Program Abstracts provides
a rapid means of communicating up-to-date informa-
tion concerning both new programs or systems and
significant updates to existing ones. Following nor-
mal submission, a Computer Program Abstract will
be reviewed by one or two members of the IUCr
Commission on Crystaliographic Computing. It should
not exceed 500 words in length and should follow
the standard format given on page 189 of the June
1985 issue of the Journal [J. Appl. Cryst. (1985). 18,
189-190].
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The crystallographic problem: The
use of computer programs has con-
siderably simplified the determination
of unknown crystal orientation, avoiding
the classical method using stereographic
projection and Wulff nets. Simulations
may also be useful for teaching pur-
poses.

Since the first simulation of a Laue
pattern by Krahl-Urban, Butz & Preuss
(1973), many programs have been writ-
ten for the simulation and/or indexation
of Laue diagrams. Some of them are
referenced by Marin, Cintas & Diéguez
(1994).

Up to now, it seems that no modern
general program dedicated to the
processing of diffraction data has
been available on UNIX workstations,
except the LAUEGEN package of
Campbell (1995). However, LAUEGEN
is a large program, requiring a lot of
disk space, involved in a suite whose
aim is the computation of integrated
intensities with a view to structure
resolution, while LAUEX is only a
small simulation/indexation program for
everyday work.

Method of solution: LAUEX is a user-
friendly program, with an X Window
graphical interface. The user enters data
in the menus and chooses options by
clicking on buttons or moving sliders
with the mouse. The data may be saved
for later use.

LAUEX performs the following tasks:

(i) Simulation of a Laue diagram, from
knowledge of the orientation of the crys-
tal, the cell parameters and the position
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of the detector. Note that LAUEX is not
limited to the transmission and reflec-
tion cases, but that the position of the
detector may be located anywhere on
a sphere centred on the crystal. This
feature has been introduced especially
for work carried out at a synchrotron. If
the structure of the crystal is known, the
program may evaluate the intensities of
the Laue spots and draws them as spots
whose size is proportional to their inten-
sity. The parameters taken into account
for this computation are those described
by Preuss (1979) (except for the crystal
shape), plus the response curve of the
detector.

(i) Indexation of an experimental Laue
diagram, by the knowledge of the cell
parameters and the position of a number
of spots of low index. The indexation pro-
cedure has been suggested by Riquet
& Bonnet (1979) and has already been
used by Laugier & Filhol (1983).

(iii) Alignment of a crystallographic di-
rection along an axis of the apparatus
(usually the one pointing towards the
X-ray source), or rotation of the crystal.

(iv) Storing of the simulated diagram
as a PostScript file, or printing directly to
a laser printer.

On-line help is available if a World
Wide Web (WWW) browser is installed
on the machine.

Software environment: LAUEX is de-
signed for small UNIX workstations. It
has been developed under AlX but may
run with other UNIX operating systems.
It is written in the C language. An X
Window system (Xlib and Xt libraries)
and OSF-Motif widgets (Xm library) are
required for the graphical user interface.

Hardware environment: The program
is used on an IBM RS 6000 workstation.
It runs on other UNIX computers: it
has been successfully compiled on an
HP 9000/735 and a Silicon Graphics
Indigo2. An X Windows display is
mandatory, but colour is not necessary.

The memory requirements of LAUEX
depend on the maximum number of
spots for the simulation; with 3000 spots,
a memory size of about 2 Mbytes is
needed. The disk space required for
the installation of the software is about
6 Mbytes.

For paper output, a PostScript printer
must be available.

Program specification: Typical run
times for normal utilization are of the
order of a few seconds of CPU time on
an IBM RS 6000/560. The source code
consists of approximately 22 000 lines.

Documentation: Documentation  of
about 1300 lines describes the program
use, two examples and the installation
procedure. It is available in French
as well as in English, as HTML files.
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It may also be accessed via the
WWW from the software section of
the Serveur d’Information National en
Cristallographie (SINCRIS) at http:/
www.Imcp.jussieu.fr/sincris/logiciel/.

Availability: This program is available of
the Internet via anonymous ftp at the ad-
dress ftp.Imcp.jussieu.fr in the directory
pub/sincris/software/general/laueX. The
distribution includes all source code and
documentation and is free of charge.

Keywords: Laue diagrams, simulation,
indexation.

The author thanks Y. Epelboin for the
English version of the documentation.
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Crystallographers

This section is intended to be a series of short para-
graphs dealing with the activities of crystallographers,
such as their changes of position, promotions, as-
sumption of significant new duties, honours etc. Items
for inclusion, subject to the approval of the Co-editors,
should be sent to The Executive Secretary, 2 Abbey
Square, Chester CH1 2HU, England.
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Reginald C. G. Killean 1934-1995

Dr R. C. G. Killean, Senior Lecturer in
Physics at the University of St Andrews,
died in Edinburgh on 26 September 1995
after a short illness. Apart from one
year in school teaching, Reg spent his
entire post-school life at the University
of St Andrews, as an undergraduate,
an assistant lecturer at Queens College,
Dundee (then a college of St Andrews,
now Dundee University) and, from 1963,
as ICl research feliow, lecturer and
senior lecturer.

His first work on X-ray diffraction was
with small organic molecules. In the late
sixties, he was responsible for setting up
in St Andrews one of the first computer-
controlled diffractometers and the accu-
racy obtained from this instrument en-
abled him to develop accuracy studies
and useful weighting schemes for diffrac-
tometer data. These studies were based
on his formidable mathematical abilities.
Further interests were developed in po-
larization studies, anharmonic studies in
metals and instrumentation.
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Latterly, his interests moved to digital
electronics and he built up at St Andrews
a small but active unit engaged in the
design of digital communication devices.
He also worked with advanced electron-
ics companies in Glenrothes and set up
his own small company. At the same
time, he was more than willing to share
his electronic and computing expertise
with his colleagues at St Andrews.

Reg was a man of independent
thought and action. He committed
himself completely to the task at
hand, whether at work or in his varied
pastimes, of which climbing Munros was
the one that gave him most pleasure.
Many students have reason to be
grateful for the high standards he set
himself as a teacher and the staff and
students, past and present, have been
much saddened by his untimely death.

J. L. LAWRENCE

New Commercial Products

Announcements of new commercial products are pub-
lished by the Journal of Applied Crystallography free
of charge. The descriptions, up to 300 words or the
equivalent if a figure is included, should give the price
and the manufacturer’s full address. Full or partial
inclusion is subject to the Editor's approval and to the
space available. All correspondence should be sent to
the Editor, Dr A. M. Glazer, Editor Journal of Applied
Crystallography, Clarendon Laboratory, University of
Oxford, Parks Road, Oxford OX1 3PU, England.

The International Union of Crystallography can as-
sume no responsibility for the accuracy of the claims
made. A copy of the version sent to the printer is sent
to the company concerned.
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DSPec Digital Gamma-Ray
Spectrometer

With the arrival of the DSPec™ Digital
Gamma-Ray Spectrometer from EG&G
ORTEC, analog gamma spectrometers
could become passé. DSPec, with
infinitely variable peak-shape selection,
achieves the optimum resolution pos-
sible from your germanium detector.
DSPec corrects for ballistic deficit
effects associated with ultra-large Ge
detectors, and achieves superior stability
of resolution and peak shape over a
wide range of count rates and operating
conditions. Vital system functions can
be continuously observed via the
new Insight™ virtual oscilloscope.
With DSPec, no screwdrivers, no
oscilloscopes, no aggravation.

EG&G ORTEC is a subsidiary of
EG&G, based in Wellesley, Massa-
chusetts, which specializes in high

NEW COMMERCIAL PRODUCTS

technology and instrumentation for com-
mercial, industrical and governmental
customers. Presently in its 36th year
of operation in Oak Ridge, Tennessee,
the G&G ORTEC division manufactures
radiation detectros and associated
electronic modules, plus instruments
and systems for radiation detection,
measurement and analysis.

EG&G ORTEC, 100 Midland Road, Oak
Ridge, Tennessee 37830, USA (e-mail:
709-6992 @ mcimail.com).
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Picosecond Time Analyzer

EG&G ORTEC's Picosecond Time
Analyzer uses a clever ‘vernier’ digital-
delay technique to measure time periods
ranging from nanoseconds to mi-
croseconds with a resolution of 1
picosecond. This makes possible a
range of new applications in LIDAR,
time-of-flight mass spectrometry and
fluorescence/phosphorescence lifetime
measurements.

Each Start input triggers a pss through
the selected time span, and the instru-
ment can record multiple Stop inputs
during each pass. Burst rates of up to
20 MHz can be accommodated.

EG&G ORTEC is a subsidiary of
EG&G, based in Wellesley, Massa-
chusetts, which specializes in high
technology and instrumentation for com-
mercial, industrical and governmental
customers. Presently in its 36th year
of operation in Oak Ridge, Tennessee,
the G&G ORTEC division manufactures
radiation detectros and associated
electronic modules, plus instruments
and systems for radiation detection,
measurement and analysis.

EG&G ORTEC, 100 Midland Road, Oak
Ridge, Tennessee 37830, USA (e-mail:
709-6992 @mcimail.com).
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Micropositioners Brochure

A brocure describing a lind of compact
micropositioners that can be manually
adjusted and locked for the final set-up
of laboratory, laser, optoelectronic and
fiberoptic equipment is being offered by
Charles Supper Company, Inc., of Nat-
ick, Massachusetts.

The Precision Micropositioners
Brochure features descriptions, tech-
nical drawings and specifications for
15 standard products that can adjust
and fine-tune position a wide variety
of devices. Included are X-Y slides,
'Z-axis  attachments, unidirectional
slides, microgoniometric arcs and 360°
microrotation stages.

Consisting of eight panels, the Preci-
sion Micropositioners Brochure includes
precise dimensions and mounting hole
locations. These devices are construc-
terd of aluminium with permanently lubri-
cated hardened steel drive screws and
include a 1/16 spline drive key. A pho-
tograph and description of the custom
designs are also included.

Precision

The Precision
Micropositioners Brochure

The Precision Micropositioners
Brochure is available free from the
address below.

Charles Supper Company, Inc., Donald
E. Gooawin, VP Marketing, 15 Tech Cir-
cle, Natick, MA 01760, USA.



