
COMPUTER PROGRAMS 501 

lg_readldm. Read  an L D M  pa rame te r  file. 
lg_writeldm. Write an L D M  pa rame te r  file. 

The command- l ine  processing options may be used in any of 
the p rogram modes  (interactive, terminal  or  batch) and 
provide facilities for a more  au toma ted  approach to Laue  data  
processing. They  are designed to be used with the min imum 
number  of addit ional  pa ramete rs  in the c o m m a n d  line. If the 
p rogram is being run interactively or in terminal  mode  then  the 
program will prompt ,  if requested,  for the addit ional  para- 
meters  which are available. 

Most of  these commands  will normal ly  run in a satisfactory 
manne r  but  the or ientat ion ref inement  opt ion has a ra ther  
l imited convergence  range. No fully automat ic  p rocedure  is 
available for de termining  the crystal or ientat ion for the first 
pack and this needs to be pe r fo rmed  using LAUEGEN in its 
normal  interactive mode.  The auto- indexing solution is of ten  
not  sufficiently accurate  as a starting point for the automat ic  
or ientat ion ref inement .  Similarly, applying the spindle angle 
change to a subsequent  Laue  image somet imes  gives an 
or ientat ion which is not  quite accurate  enough for automat ic  

ref inement .  In such cases, improved orientat ions need  to be 
obta ined using the interactive Match Spots and Refine option 
before  invoking the automat ic  ref inement  procedure .  

15. Avai labi l i ty ,  l a n g u a g e  a n d  d o c u m e n t a t i o n  

The programs are distr ibuted as part  of the Daresbury 
Laboratory Laue Software Suite (Helliwell et al., 1989) or as 
part  of  the CCP4 Suite (Collaborat ive Computa t iona l  Project  
No. 4, 1994) and are current ly  l icensed free to academic users. 
Fur the r  informat ion may  be obta ined on the World Wide Web 
(WWW) at http://www.dl.ac.uk/SRS/PX/jwc_laue/lauetop. 
html or f rom one of the authors  (emaih j.w.campbell@dl. 
ac.uk). 

A recent  set of  case studies in prote in  crystal lography based 
on the Daresbury  Labora tory  software can be seen in Brad- 
brook et al. (1995). 

The LA UEGEN program is writ ten in s tandard Fortran77 
with the except ion that long names  are used for both variable 
and subrout ine  names  and underscore  characters  may be used 

IDI 
0 ]l~ax ISO0 Cursor position 

O v e r l a y  [ ]  on Bg [] inc .  C.mltrast [~ 

Spot -23 -6 -4 at × = 858 9, y - 219 O (pack 1, plate 1) 

Intensity = 22874.8, sig(I) = 2297.3 

BO plane: a = 0. 330E+01, b = O. 386E+01, c = 0. 535E+03 

. . . . .  -I . . . . .  

• . O 0 -i 0 -i O i . . 

. -1 O 8 0 * 8 1 1 0 . 

• 8 0 + * II * * 0 -i . 

• O 0 * 3 8  5 4  2 9  .k 3 0 . 

-1 0 * 7 59 89 45 13 * 1 0 

• 0 O * 21 37 24 * 2 0 . 

• 0 0 * * 5, * ", 0 - 2  . 
I 

• 1 0 O O * 0 0 0-I . 

• 1 0 0 0 0 0 0 . . 

. . . . .  0 . o • o o 

B8 subtracted pixel values (scaled as for pixel values plot) 

Fig. 5. An example of a background-subtracted pixels plot for the integration of a single spot overlaid on a plot of the image from which the spot 
was selected. In the centre of the window, the integration box shows the background-subtracted values of the pixels within the areas associated 
with the spot (red) and background (blue or green) regions. In the background region, the green values indicate the rejected pixels. The pixels 
are on the same scale as for a scaled pixels plot. The border pixels are shown as '*' characters (in black) and separate the spot from the 
background region. Pixels outside these areas are represented by '.' characters (black). 


