EXPGUI Tricks

10. Miscellaneous tips & “cute EXPGUI tricks/tools”

B Tip & “cute EXPGUI tool”: use “print summary of shifts”
B Trick: “Change Profile Type” window shows profile defaults

B Trick: Detachable menus
B Tool: COMPOSITION utility

B Tool: EXCLEDT excluded region/data limits tool.

10.1 Tip: always turn on “Print Summary of Shifts”

10.2 Tool: Working with Summary of Shifts Data in

LSTVIEW

B LSTVIEW can jump to the summary of shifts at

the end of each run

B LSTVIEW can plot shift/s.u.
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Why? Because it makes it easy to
determine what parameters are
“blowing up” in a refinement
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Below, note 1 5PF 3 (phase 1,
histogram 5, profile term #3 has

shifts that are getting larger each

cycle -- not a good sign.
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Ei [~ Print the linear constraint matrices (16)
[~ Print the applied shifts and shift factors (32)
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1 976F 2 0.46 0.62 0.45
1 280F 2 0.12 0.4 0.62
1 298F 2 -0.54 -0.52 0.00
1 30pF 2 0.00 0.00 0.00
1 31PF 2 0.00 -0.01 0.00
1 3F 3 0.00 0.70 0.00
1 4pF 3 0.65 0.87 066
1 EpF 3 -0.50 -L10 123
1 EeF 3 0.09 0.07 0.05
1 TEF 3 0.2 0.33 0.23
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10.3 Trick: Detachable Menus Make Repetitive Menu
Access Easy

B Anywhere in EXPGUI where a menu contains a dashed line, clicking on
that line creates a separate window providing the contents of that menu
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convert
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| x17beny

" p3radata
3 sxtldata
gsaszpdb
ref2asc
refzbin

~ gsaszeif
coerds-only CIF
export to DRAWKTL (.str) file
export SHELX (ins) format

export SPF (PLATON) format
FOX xml format
MSI xtl format

quardt Damping
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"0 O 0 X Coord Export
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coords-only CIF
export to DRAWXTL (.str) file
export SHELX (.ins) format
export SPF (PLATON) format
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10.4 Trick: The Profile Panel’s Change Profile Type Menu
is Good For More Than Changing Profiles Types

Note that the
submenu lists both
current and default
(from instrument
parameter file)
allowing selected
values to be reset.
(Use of “Current
value overrides”
aids with this.)

10.5 Tool: Compute Unit Cell Contents With COMPOSITION

‘o000 X EXPGUI /private/tmp/PMMMFMMM EXP
File Options Powder Xtal Graphs Results Cal¢ ImportiExport Help
expnam | expedt | genles | powpref | powplot | Istview | liveplot
LS Controls | Phase | Histogram | Scaling Proflle | Constraints | MD Pref Orient | SH Pref Orient |
Select a histogram -~ Hist 1—Phase 1 (type 1) &

ht type bank ang/vave 8§
1 N6 1 1.53910 ybfod |

Damping 0 —| Peak cutoff|0.00500 Change Type |
GU |~ 0.368345E+03 GV~ -0.30756BE+"s GW [~ |0.184054E+03
asym | [0SOD0COE+DT F1 ./ |0.000000+00 F2 i |Q.0DO00DE+00

~Hist 1 —Phase 2 (type 1)

Damping 0 —| Peak cutrf|0.00500 Change Type

GU | |0.368345E+03 GV |-0.307568E+03 GW ™ |0.184054E+03
asym _| |0500000E+01 71 _f |0.000000E+00 F2 _{ |0.000000E+00

D00

X Change Profile Function

[Current funetion is type 1.
Set function to type 1
Ibl ref nextvalue default

GU 178.00
GV -301.00
GW 181.00

asym _| [5.00000

Set | Gt |

Change profile function for Histogram #1 Phase #1

Default value overridec
current  Ibl  ref next value

178.00 368.35 F1 0.0

-301.00 -30757 F2 0.0

w100 | 140 | PO nooson
_I_Icmo«

5.00000 5.00000

Current valug override-
default current

00 00
00 00
0.00500 | 5.000e-03

Helg

10.6A Tool: Change Data Set Range & Set Excluded
Regions With EXCLEDT

B Computes the number of atoms in the unit cell & asymmetric unit (Z

determination is a bit weird)

— Assumes listed multiplicities are correct (if coordinates are edited in
phase panel, use “Reset Multiplicities” in “Xform Atoms” window)

X EXPGUI /private/tmp/PMMA

15 Results | Cale ImportfE

bijealc
disagl
fist reflist
geometry
hstdmp

3U ramafit 3 GV [

wrma s ImEAAAARE A1 E1

‘o000 X| Composition g
Phase 1
Unit cell contents
BA 2.000 FE 3.000 0 7.8l4 Y 1.000
Asymetric Unit contents (2=2)
BA 1.000 FE 1.500 0 3.907 Y 0.500
Phase 2
Unit cell cantents
FE+3 24.000
Asymmetric Unit contents (2-8)
FE+3  3.000
Close | Save to PMMMFIMMMLST file Helr:/l

There are two
equivalent ways to
invoke EXCLEDT

X EXPGUI

Powder | Xtal Graphs Resul

o owpref | powpl
i powpref | powp
powpref

genles

powplot | 5506476 | b
rawplot | lg50000 | B

ram | Scaling | Pri

fitspec

o fractional
jj L 0500000
1 bkgedit 0.500000
) 0.000000
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X EXPGUI [private/tmp/PMMMFMMM.EXP

10.6B Using EXCLEDT to Add an Excluded Region

File Options Powder Xtal Graphs Results Calc Import/Export Help

expnam | expedt | genles | powpref | powplot | Istview | liveplot

LS Controls | Phase Histogram | Scaling | Proflle | Constraints | MD Pref Orient | SH Pref Orient |

Select a histogram
hit type bank angfuave title

Phase Flag:

1 N 1 1.53910 ybfod YBa2Fed07.76 ,| rirz

~Backgr

Function type 1 (6 terms) Edit Background

Refine background |~ Damping 0 —

- Diffractometer Constant:

Refine wave _| wave 15381001
Refine zero |~ Zero|-3.54728

Damping 0 —

—Absorpti ivity Correcti

Refine Abs/Refl. _| Damping 0 — Edit Abs./Refl.

H Add New | SetDatalimtss | SetHistogram

Histogram | Excluded Regions | Use Flags

1. Set mode to “zoom”

2. Zoom in on region to exclude

"m00

X| Excluded Region/Data Range Edit

| Eile_Gptions

PMMMFMMI.EXP cycle 22 Hist 1

- : Excl
Zejerin i
Zooin ] —en
6000 | X Obs
4000 o
2000 -
T T T T T T
50 100 150
A 2-Theta
Excluded Region Editing Help
Mouse click Add Delete Save &
action | Z90M region | region Finish
Excluded .5 000| ~152.000
el

3/31/06



EXPGUI Tricks

10.6C Using EXCLEDT to Add an Excluded Region

Set mode to “zoom”
Zoom in on region to exclude ,_

laXola)

X| Excluded Region/Data Range Edit

Set mode to “Add Region”

| Eile_Gptions

hal i

Click with mouse at beginning

PMMMEMMILEXP cycle 22 Hist 1

of region to be ignored

600 -

400

Note that arrow keys can be 200
used to move zoom region
around

2
>Theta  4)

Excl
— calc
X Ohbs

Excluded Region Editing

Help

Mouse click Add | Delete Save &

action | 290 region | region Finish
Excluded .5 000| ~152.000
el

10.6E Using EXCLEDT to Add an Excluded Region

Set mode to “zoom”
Zoom in on region to exclude ,

laXola)

X| Excluded Region/Data Range Edit

Set mode to “Add Region”

| Eile_Gptions

hal i

PMMMEMMILEXP cycle 22 Hist 1

Click with mouse at beginning

of region to be ignored

o

Click again at end of region 00+

o

Confirm the exclusion (see
below) 400
B Note change in appearance
of excluded points and
addition of orange line

200 o

You should not attempt to publish prs T T
a result unless you &Theta

Excl
— calc
X Ohbs

Excluded Region Editing

Mouse click
‘ action %M

understand why a region is
being excluded

Add  Delete
region  region

Save &
Finish

Excluded 20,900
Reglons 5200 to 22 150 *152.000

Help

10.6D Using EXCLEDT to Add an Excluded Region

1. Set mode to “zoom”
2. Zoom in on region to exclude . _ v
X| Excluded Region/Data Range Edit
3. Set mode to “Add Region”  [Eile gptions
4. Click with mouse at beginning PMMMPMMMLEXP cycle 22 Hist 1
of region to be ignored adding el
Region — Calc
5. Click again at end of region 0+ X ohs
6. Confirm the exclusion (see
below) 400
200+ gx
‘o000 X| Exclude? g B
= 1‘5 ' ZI[I ~ ZIS '
i Exclude data from 20.90000 to 22.15000 (26 points)? _Help P
R Excluded Region Editing Help
= V. .
Mouse click Add Delete Save &
‘ action  °™ || region region Finish
Excluded >
Hx:gli‘n:s 6.000] >152.000
10.6F Using EXCLEDT to Delete an Excluded Region
1. Set mode to “Delete Region”
2. Note: mouse cursor changes ,_ '
. X| Excluded Region/Data Range Edit
to a circle TEile_Options
3. Click the mouse anywhere PMMMEMMIMEXP cycle 22 Hist 1
inside, above or below the Excl
. — Calc
region to be deleted w004 « one
4. Confirm deletion
400+
200 ¢
= - )
o
'm00 X| Delete region ] T T T
15 20 25
i Delete excluded region from 20.900 to 22.1507 _Help e-Theta. 4
Excluded Region Editing 1 Help
OK Cancel — =
Vi Mouse click Add Delete Save &
action  2°°™ | region ‘ region Finish
Sretnded pom| 2200, 15200
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10.6G Using EXCLEDT to change data range

B To change upper or lower data limits, click on boxes at lower line. (Can
do the same with excluded regions). Edit window will open, as below.
‘m00 | Excluded Region/Data Range Edit
| Eile_Gptions
O 0 O (X Edit excluded regior PMMMFMIIM EXP cycle 22 Hist 1
Editing Data Limits (deg) Excl
minimum 2theta 50000 — Calc
K Cancel v 6000 o X Ohs
4000 o
POWPREF must be run after
changes to the data limits and | |
excluded regions. EXPGUI will
“encourage” you to do this.
T T T T T
50 100 150
2-Theta
Excluded Region Editing Help
Mouse click Add Delete Save &
action | Z°0M region | region Finish
\
Excludid 3
Hx:gli‘nr’\i 6.000 _152 000




