indexing & | \
>‘ - geometry refinemen t

?

findspot.mtf

spoverlap rdb.mtf

same sp_rad

profile fitting

g ( Selectsam.mtf

sampling.mtf

Y

rejectsam.mtf

| same sp_rad, *
sp_rad = typical spat size

Notes

function: copies ref.def to all other
*def files
input: manually well refined

reference default (ref.def)
output:  *.def (for those on the image
name list)

function:
refinement
input:  *.def

output:  *.spt(slot #11)

in findspot.log check # of spots
actually found (search for "spots")

finds spots for geometry

function : geometry refinement
input : *.def

output : *.def (overwrites the old
*.def)

in refine.log search for "matched
spots”

function : generates a $.set file

assigning a patern # to each image
input : *.def files
output : $.set ($=data set name)

function :predicts spatially
overlapped spots

input : *.def,
$.set,X-ray—spectrum.lam
output :*.Ink

in spoverlap_rdb.log
“reflections checked"

search for

function :selects non—spatially
overlaped spots (<1000) for profile
fitting

input :*.def,*.img,*.spt,$.set,*.Ink
output :*.spt(slot #12)

in selectsam.log search for "spots
selected"

function
samples
input :*.def,*.img,*.Ink,*.spt,$.set
output :*.sam

:profile fitting for selected

function :interactive rejection of
samples by LauePlot

make note on half-axis—a and
half-axis—b for typical spots



Notes

re—do spoverlap if sp_rad for integration
is different from the one used in selectsam

function : integration(rdb:resolution
dependent bandpass)

input :*.def,*.img,*.Ink,*.sam, $.set
output :*.sht(integrated intesities)

integration_rdb.mtf

function : automatic rejection filter
before interactive rejection

- input :*.sht

O . output :$.sht

I rejectsht_bg.mtf note:sigmacut=0.01;i-min=1

> in rejectsht_bg.log check rejection

= precentage
command: rejectsht_1x1.mtf $ tmp
function :interactive $.sht rejection

_ input :$.sht
rejectsht_1x1.mtf output _tmp.sht
then fmv tmp.sht $.sht" |
change crystal nam function : scale Laue images together

input :*.sht(for the 1st cycle),
* fct(for following cycles,
ref.def,$.set,$.sca
output :$.fct
note :this motif should be run many
cycles; options are: iso F & B,

o aniso F & B; Chebishev terms, etc;

-c_‘=; in scale.log search for "R-";

(&)

(%2]

function :interactive rejection

. between scale.mtf
rejectfct.mtf input -$.fct

output :$.fct

hange crystal name _ _
function : applying scale factors to

integrated intesities(keep or not
keep redundancy=1);

input :$ref.def,$.set,$.sht,$.sca
output :$.fct

function : interactive rejection
before merging

input :$.fct
rejectfct.mtf output :$.fct o
should really re—scale before merging if
rejecting very differently than for
* scaling !

function : merging
input :$.fct or $.min;$.set,$.sca
output :$.sin.hkl or $.min

* in apply.log search for "R—-factor"

applying
‘ - scaling



scaling sigmas and

nd

combining singles a

multiples

deconvolution.mtf

Y

rejecthkl.mtf

y

$dat aset . hkl

Notes

function :deconvoluting energy
overlaps;

input :*.def,*.sht,$.set,$ .sca
output :$dataset.har.hkl

Note : use same sigmacut and i—-min
criteria as for singles in
rejectsht_1x1.mtf or rejectsht

bgall. mtf

command: final.mtf $

function :calculating true error
estimates for singles, scaling
multiples’ sigmas against singles’
and combining singles and
multiples

input :$.sin.hkl,$.har.hkl
output :modified $.sin.hkl,
$.har.hkl and $.hkl (merged
singles and multiples)

command: rejecthkl.mtf $.sin $.har
function: rejecting data based on
F/ o(F) if necessary

input:  $.sin.hkl, $.har.hkl
output: modified  $.sin.hkl,
$.har.hkl

hkIF  op



