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NAME
LauePlot2.1, Ip2.1 - plot histograns of crystallographic or any col um- by-
col um data

SYNOPSI S
LauePlot2.1 or Ip2.1 filel [file2 ...] [-0 [divided-by]] [-1 [binx biny]]
[-adhjrstuw] [-c i j] [-i [crystal]] [-] label] [-0 [outputl output2 ...]]

[-CDOSX size] [+a] [+p [ch ck clI]] [+u [ch ck cl]]

DESCRI PTI ON
The program LauePlot2.1 or |Ip2.1 plots 1- and 2-di nmensi onal histograns
of any columm-by-columm data file. Especially, the program plots
crystal | ographic histograns since it can calculate the resolution of
diffraction data fromthe MIler indices h, k, | colums.

OPTI ONS
filel [file2 ...]
Free format input filenane(s). Data must be organized in colums and
no characters will be accepted.

[-0 [divided-by]]
I f division happens to have a val ue divided by zero, the programwil|
set to 9999.0 by default. To change the default, choose this flag
and specify the value you want to set. |If this flag is chosen but
nothing is specified, 0 is the second default.

[-1 [binx biny]]
Pl ot 1-di mensional histograns. Binx and biny are the bin nunbers for
the horizontal and vertical axis. The default values are 30 and 20
respectively.

[ +a]
Turn on anonel ous scattering difference, which neans that the
reflections (h k1) and (-h -k -1) will be treated as different
refl ections.

Accept all data when the error code colum indicates sone rejection
This option nust work with -r option

[-c i ]
I, j are the colum # of the input file(s). The first histogramwl]|
pl ot these two columms. The horizontal axis is colum i, and the
vertical axis is colum j. |, j nust be integers.

No graphical display. This is useful when the programis started
froma non-sgi-graphical -w ndow,

[-h]

Print this manual pages.

[-i [crystal]]
Xtal _info file crystal.xtl will be loaded in fromcurrent directory



[-]]

or $CRYSTALINFO. Xtal _info is neccessary when the program cal cul ates
resolution fromh, k, | values. |If no crystal nane is supplied, the
program wi || use the environnent val ue $CRYSTALNAME.

Leave out rejected data when output. This option is always on when
no error code is witten. It nakes difference only when the program
is processing a data file with error code. And it only works when
the -o option is selected.

abel ]
Labels will be |oaded fromthe file |abel, which has the follow ng
format:

res resolution (A)

lin wavel ength (A)

log intensity

| og sigma(l)

ope 13 / 14 or opl 13 / 14

opr 1 2 3

err error code or use error code

12 13 14 11 15 8 16 17 1 27 28 21 7 6 31 30

Each record specifies a |label and a scale type of the colum. Lin,
res, log specifiy linear, reciprocal cubic, and |l ogarithm c scale
respectively; err or use indicates that this colum is a 32 bits
error code which can appear only at the last columm of the file(s).
Err and use are set and unset error code respectively. The nunbers
in the last record of the file are the bit numbers of the error code
for each colums. |In the above exanple, h, k, |, resolution,

wavel ength, intensity, sigma(l), I/sigm(l) and resolution cal cul ated
fromhkl occupy the error bit nunmber 12, 13, 14, 28, 21, 7, 6, 31 and
30 respectively. An inplied colum of arithmetic operation of 2 rea
colums (except error code colum) could be added right before the
error code colum if any. Ope indicates such a colum. The |abel of
the inplied colum should be in the format of (columl) (arithnetic
operator +, -, *, [/ and **) (colum?2). Opl indicates that the
implied colum is in logarithmc scale. Opr indicates an inplied
resolution columm (in reciprocal cubic scale). The 3 nunbers
following are the columm nunbers of h, k, |I. The -i option nust be
used at the sanme tine if opr is in the label file. Inplied colum
can al so has an error bit.

[-0 [outputl ...]]

Fil ename(s) of output data. |If -o option has no filenane foll owed,
the programwi |l ask for filenanes and the output condition. This
feature can be used to seperate an input file or to rearrange the

i nput files.

[+p [ch ck cl]]

[-r]

Prefix prinme hkl columms on each record when out put.



EXAMP

FI LES

Data rejection. The data file must have less than 32 colums with
this option on. Bit O of the error code set neans that this record
is rejected, otherwise it is accepted. Bit n (n=1,...,31) set neans
that the value in colum col, where n=bit(col), is out of selected
range. But this does not nean that this record is rejected. Bit O
could be the bit-OR of sone bits n.

[-s]
No scratch file. Wth this option on, the programwll not creat a
scratch file for tenporary data storage. This option is not
recommanded when the data file is large since it slows down the data
i 0.

The programwi |l ask for a title which will be printed on the
hi st ogr am

[+u [ch ck cl]]
Prefix LaueVi ew uni que hkl colums on each record when output. This
option is useful when one wants to sort the data file in a symetry
rel ated order using unix sort command. This option is working only

when the other options -o and -i are functioning, otherwi ze it's
i gnored and/or working incorrectly. Ch ck cl are 3 integers which
i ndi cate the colum nunbers of h, k, |I. |[If these nunbers are not

supplied, the programtakes the default values 1, 2, 3.

Ignore the first 13 characters of each record. This option wll
et the programload in a prefixed data file as same as |oading a
normal file. Then on output, it becomes nornmal.

Wi te background.

[ - CDOSX si ze]
Sel ect a synbol of a data point. Circle, dot, open square, solid
square, and cross are selected respectively. Size is the size of the
synmbol, integer, > or = 0. If size <0, it will be set to 0. The
default is X 1. \When you have a |ot of data points, X O would be
good choice. Wen you are plotting a curve, D5 is K

LES
The command | i ne,

LauePlot2.1 Iy0l.sht -1 sht.lab -c 13 14 +u -ro tnp.sht -i lyso -X O

di spl ay histograns of data set |1y0l, reject some data and output to a
temporary file tnp.sht with unique hkl prefix. The first histogramwl|

be colum 13 on the horizontal axis and 14 on the vertical. Xtal _info
like cell paraneters and space group symetry will be | oaded in from
lyso.xtl. And each data point will ploted as a 1-pixel dot.

$LAUEVI EWHOVE/ man/ | auepl ot . man, $LAUEVI EWHOVE/ | i b/ syl i b,
./ SCRYSTALNAME. xt |, ./crystal nanme. xtl, $CRYSTALI NFO' $CRYSTALNAME. xt | ,
$CRYSTALI NFQOJ cryst al nanme. xtl, ./tmp???, ???.lab



SEE ALSO
sort(1).

ENVI RONVENT
LAUEVI EWHOVE
To get man page from $LAUEVI EWHOVE/ man and get symmib from
$LAUEVI EWHOVE/ | i b require the environnent value set correctly.

CRYSTALNAME
If -i option is used but no crystal nane is followed, the program
will try to load xtal _info file $CRYSTALNAME. xt | .

CRYSTALI NFO
Wth -i option on, the programwill try to |load xtal _info file from
the current directory. |If not found, it will try again fromthe

directory $CRYSTALI NFO.

BUGS
Nurmerical data only. Any character string in the data file(s) will cause
read error, but this will not abort the program The records with
character strings are ignored. And also they are kept in the output
file(s).
The maxi mum record length of the input data file is 300 characters. The
extra part of any longer record will be ignored.
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