EXPGUI Tricks

Problem 1: Starting a refinement with bad profile
coefficients & only an approximate structure is quite hard

® Solution #1:

— Collect data using a standard with a known structure
— Fit the standard (easier since structure & cell can be fixed)

— Create an instrument parameter file in INSTEDIT specific to the
instrument type/conditions (CW only)

B Solution #2:
— Fit peak widths for selected peaks (in CMPR or RAWPLOT)

— Fit profile coefficients to peak widths (in CMPR) (CW only)

— Edit profile terms in refinement or create/edit instrument parameter
file in INSTEDIT

Will make use of CMPR program

1.1 Peak fitting in CMPR. Step 1: Read in data

1.0 Peak fitting in CMPR. Step 1: Read in data

1. Select format
2. Select directory/file(s)
3. Push read button

-
000 X| main.tcl

| Eile Display Compute Options

Help

Read | Write | Plot | Rescale | Combine | HKLGEN | EditCell | Fit | PeaksSmooth | Index | Interp )|

1.
2. Select directory/file(s)
3. Push read button

Select format

Data then appear
in plot window
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e Filter|" {gsas,GSAS raw RAW}

- IUCr pdCIF data <Parent> B

- COM-CATPscanFile | |-

- Siroquant CP (SIETRONICS) ‘2'9335 . 2
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1.2a Peak fitting in CMPR. Step 2: Select range to fit

1. Select data set (if more than one present)
2. Select peak list (if one is present)

.
000 X| main.tel

| Eile Display Compute Options

Help

Read | Write | Plot | Rescale | Combine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp M|

Seloctn Awertto fitle | Variable  Value ref.
0 | 1 Lo Bkg
Selecrancak list || _HghBka [

peaklisti — 2 FWHM 1 =

— eta 5 =]
St e 1 Enable Asymmetry
No range set Diameter |500.

Max cycles| 5 Sample Ht |5 =]
Damping factor| 0.8 Detector Ht[s o

Unabile to refine:
invalid data range]

# Use position ref. area ref.
o[ [ g set
o a T [t
o [T a [y [ set
o[ AT et
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1.2b Peak fitting in CMPR. Step 2: Select range to fit

1.2c Peak fitting in CMPR. Step 2: Select range to fit

000 X| plot .
1. Select data set (if more than one present)
2. Select peak list (if one is present)
o 200
3. Set a data range to fit 5
0 Zoom in plot window z
@ 1000
WaYeXe)
File Display Compute Qptions ‘ ‘ | J | I ” IHelp
Read | Write | Plot | Rescale | Com! i AT e A erp M
Variabl ) ) © 7
I LowB Ztheta
ow
Select a neak list || . Hah Bkg 4 - - =
peaklistl — FWHM |1 af = o O set |
= = . rt__ €ta 5 - o o o set
et range tofi I Enable Asymmetry e
Mo range set Diameter ,—m & 2L = S_E(I
Max cycles| 5 Sample MU || 4 i o set
Damping factor| 0.8 Detector Ht|s o = (= o set
r =} o oset
= o 1 set
Unabile to refine:
invalid data range|
1.2d Peak fitting in CMPR. Step 2: Select range to fit
000 X| plot (—
Select a data range to fit
1. Select data set (if more than one present) 2000
2. Select peak list (if one is present)
3. Set a data range to fit t
O Zoom in plot window R
|
WaYeXe) °
File Display Compute Options Help
Read | Write | Plot | Rescale | Comi 0= erp ¥
| 77— [
Selecta Axt2<et to fit] I Variab| v z‘im i
10 — Low B
Select a neak list || H9h Bkg 4 - - =
peaklistl — 2 FWHM |1 a A - 4 set
— eta 5 o a [ A [ set
St e 1 Enable Asymmetry B e i [=
No range set Diameter |500.
Max cycles| 5 Sample e[ || A - a4 st
Damping factor| 08 | petector Hifs af o o a et
r =} o oset
= o 1 set

Unabile to refine:
invalid data range]

1. Select data set (if more than one present)

2. Select peak list (if one is present)
3. Set a data range to fit
O Zoom in plot window

000

X| plot

Select a data range 1o fit

Zo

scaled counts

1000

o

WaYeXe)
File Display Compute Options Help
Read | Write | Plot | Rescale | Com| 2 erp M
Varial T T T T
I A 2theta
o
— o =) o t
Seleet a neak list High Bkg E =
peaklistl — FWHM |1 a4 - 4 set
= — eta |5 - = = o set
St e 1 Enable Asymmetry i .
Mo range set Diameter ,—m o = = il
Max cycles| S Sample HE[F 1 || = o set
Damping factor| 0.8 Detector Ht[5 o =l (= o set
= = o oset
r B o set
Unabile to refine:
invalid data rangc]
1.2e Peak fitting in CMPR. Step 2: Select range to fit
000 X] plot —
1. Select data set (if more than one present) Select a data range fo fit
2000
2. Select peak list (if one is present)
3. Set a data range to fit .
0 Zoom in plot window 2 o0 |
O Press S key 2
4. Limits are sh r,—” 00
- LImits are shown File Display Compute Qptions IHelp
Read | Write | Plot | Rescale | Comi 0= erp ¥
—— ; 71— |
Selecta Axt2<et to fit] Variab| v z‘im i
10 Low BKg—
Selecta neak list ||, HighBkg [154 4 - - =
peaklistt - | 2 FWHM |1 af = o O set |
T eta 5 =] o = 1 set
St g W I Enable Asymmetry e n
4 | limits 6.68 to 11.47 || Dlameter [For— o = B
(s Sample Ht [5 af A e ) s
Max cycles| 5
N Detector Ht|s. = o =) o set
Damping factor| 0.8
= = o oset
r B o set

Unabile to refine:
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1.2f Peak fitting in CMPR. Step 2: Select range to fit

000 X plot

Select a data range 1o fit

1. Select data set (if more than one present)
2. Select peak list (if one is present)
3. Set a data range to fit

O Zoom in plot window

O Press S key
4. Limits are shown

2000 o

1000

scaled counts

lHelp
Read | Write | Plot | Rescale | Comi 0= erp ¥
Note: step 3 can also be [selecta 4zr=<etto fity  Variab 7 8 s 10 w7
. 0 Low Bkg— e
done using “Set Range” ——— | = g B o set
Seleet a neak list High Bkg =
button peaklistl — J‘ 2 FWHM |1 a A - 4 set
__—-_I || eta 5 o o a [ a s
000 X] Set Fit Limit cLIAnge LW I Enable Asymmet
= ,;lL s ts 6,68 t0 11.47 || Diameter ,—my S = Tl
it range: |6.67685 11.46699 et ||c798 p0|ni3) _A Sample Ht ,_5 - r l— o |— 1 set
Setfromzoom | Resetzoom | I:;“:cst!’rfn_a Detector HE[S N = o et
Increment: [5.0 Add increment to limits || - - ) s
— af = o set
[@==] Bisle to refine:

1.3b Peak fitting in CMPR. Step 3: Enter Peak Positions

1. Move mouse to peak location

2. Press P key
a) line appears at peak location
b) Peak entry appears in table

Repeat for all peaks in section e
| Eile Display Compute Options Help
o X plot “rite | Plot | Rescale | Combine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp M|
Auu1eaks press P at maximum @ datasettofit)  Variable Value ref.| s yge position ref. area ref.
10 — LowBkg 232 o
2000 10 .
t a peak list HighBkg [fag ¢ || [ 7Tzt I freenozr 4 zq
g aklist1 — | FWHM |1 o 4 ] o set
£ - = H A A = o set
g [LeNgEIOY _1 Enable Asymmetry
5 1000 a o o set
g ”éeﬂo‘i‘;t‘s‘)-‘" Diameter [500 =
g % Sample Ht [ 1 el [l o oset
]lza ;lactorlﬁ Detector Hefs o o a T aset
‘ o (= o set
o [ o set
hapLsFT |

1.3a Peak fitting in CMPR. Step 3: Enter Peak Positions

1. Move mouse to peak location
2. Press P key

.
000 X| main.tel

| Eile Display Compute Options Help
iite | Plot | Rescale | Combine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp M|

000 X plot

1e\ectadatarangetuﬁt datasettofit)  Variable Value ref|y yse position ref. area ref.

o LowBkg [z32 .1 e |
2000 o el High Bkgg 194 Hd - __‘ ,—J =
pllistt FWHM 1 - . iy
eta 3 | - = ISt
ange to fit 1 Enable Asymmetry: [ a4 et
6810 11.47 Diameter [500

scaled counts
I

cles| 5
i Detector Ht[5 4

|

lg factor| 0.5

[ a [y set
N

o
A
o

8 points

bl Sample Ht [5 af A e ) s
=}
o
o

1.4a Peak fitting in CMPR. Step 4A: Start fitting peaks

1. Select peaks areas to be refined
2. Press run GPLS button to perform fit

.
000 X| main.tcl

| Eile Display Compute Options Help
Read | Write | Plot | Rescale | Gombine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp M

000 X] plot

Select a dataset to fit Variable  Value ref.| u yge position ref. area ref.
T — 10 — LowBkg 232 o /
2000 | [7aiazet | [198006.7
Select a peak list HighBkg Ji34 1 R mgmir -fjJs
| peaklistl —| FWHM a 86727451 i [1230281 7 s

eta o =) -1 set

SEEl AR D iE 1 Enable Asymmery Cr .

sef

limits 6.68 to 11.47 Diameter [pio

=
)
)
(798 points) Sample N = [ =t et |
i
o
)

Add peaks: press P at maximurr

scaled counts
I

| Max cycles| 5
t
Damping factor 0.8 Detector Htl> - ,_ - ,_ P
r o set
m o set

e e e e e
7 8

0
e Run GPLSFT | 2
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1.4b Peak fitting in CMPR. Step 4A: Start fitting peaks

1. Select peaks areas to be refined
2. Press run GPLS button to perform fit
3. Plot now shows [crummy] fit

‘o000 X main.tcl
| Eile Display Compute Options Help
— Write | Plot | Rescale | Combine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp
500 X ot L
Add peaks: press P at maximum adatasettofit)  Variable Value ref.| s yge position ref. area ref.
10 — LowBkg 232 o 4
) [ (79114221 4 [186006.7 [ s
SO Lrapent | MohBha 4 a1
1000 FUHM = 0100600 et = 0.500000  baklistl ~ | FWHM o [~ [a6727451 L [1230284 7 s
Widths: rentz = 0.08227 Ghussian = 0.07117
B ak 1 @ 7.911422, area = T506(415) eta il ol o [ 1 set
E a2 @ 3 5727@2“3, sz56(363) | range tofit e oy m—— —
i a = o set
5 ¢ ;fsﬂ‘i‘;t‘s‘)-‘” Diameter [0, | —
b [98 points) |
ﬁ . ,5— Sample Ht |5 ) - - | s
cycles
e ;lactorlw Detector Hifs o o r 1 set
J o = o set
———————— I = o set
7 8 a 10 i
2thet: 2
— —ddnepseT |

1.4d Peak fitting in CMPR. Step 4B: Continue fitting peaks

5. Select peaks positions & backgrounds to be refined in addition
6. Press run GPLS button to perform fit
7. Plot now shows reasonable fit

‘o000 X main.tcl
| Eile Display Compute Options Help
— = ot rite | Plot | Rescale | Combine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp M|
Add peaks: press P at maximum dataset to fit| Variable  Value :if ||,‘ Use position ref. area ref.
110 | Low Bkg 23200001 [~ o [

1078

File = 10; GOF = 3.017 (Converged) = - T 1 |5 79114
Background - 17.6(5) 1 15.64) |t & peak list (il (el [ERTER o '" EEET #_
FWHM = 0.0401(8) efa = 0.522)  Lpfisty — | FWHM ln 03834 I (& T [967275 T seedazse T set

Widths: Loreptz = 0.0341(17) Gawssian = 0.0279(8)

Phak 1 @ 7.8993(2)-area = 14995(176) eta 0591130 | = a 1 set
ek 2 @ 9.6057 (B area - 3475(143)  [range to fit I il Ay
a o set

1000

scaled counts

=]
| YED D 14T Diameter [500
% Sample Ht |5 ) e - Fi ) a8
0 | ;lactorlw Detector Hifs a a | o set
Ar ‘\r ' o = o set
=]

|

1.4c Peak fitting in CMPR. Step 4A: Start fitting peaks

1. Select peaks areas to be refined
2. Press run GPLS button to perform fit
3. Plot now shows [crummy] fit
4. Refine peak width & shape (Gaussian: eta = 0; Lorentz: eta = 1)
‘o000 X main.tcl
| Eile Display Compute Options Help
Lyl ! cell Ft W
806 ST ite | Plot | Rescale | Combine | HKLGEN | EditCell | PeaksSmooth | Index | Interp M
Add peaks: press P at maximum @ datasettofit)  Variable Value ref.| s yge position ref. area ref.
10 — Low Bkg 23200001 _f £
File = 10; GOF = 16.731 (Converged) - High Bkg |—194nnnnr e 1 7811422 [ |75077857 7 s
Hackground = 23200001 o 13.400000 Pt @ peak list =
Fil = D0334(17) o2 = 0536)  |aklistt — | FWHM  [0fio000) ]~ '24' soreres i [ezsei | st |
Widths: L itz = 0.037(6) G = 0.025(Z; P
o " O e @ 911407 s 2 o755 050 eta  Jos000cd 77|y = o set
s Heak 2 @ 9672745} area = 6636(233) | range to fit 1 Enable Asymme:ns
E ssotorar | g o | = e [l
B " :;Z;"tss) sampleht & 4| 4 Hl o set
l ;mmm Detector HEfs o - o o set
-1000 1 =} = I set
)

Ztheta

I
hePLSFT | 4

|

1.4e Peak fitting in CMPR. Step 4C: Treat Low-Angle
Asymmetry (optional)

;
7 3 3 I
— —thariseT | 6

7. Turn on “Enable Asymmetry” & Refine
a) Don't refine sample & detector heights -- use measured value
b) If you have to refine heights; turn off other vars first and/or decrease

damping

¢) Also note “undo” button which appears after each refinement

O

| Eile Display Compute Options

Help

D00 X] plot

Read | Write | Plot | Rescale | Gombine | HKLGEN | EditCell Fit | PeaksSmooth | Index | Interp M

scaled counts

1500

1000

Add peaks: press P at maxdmur

Background = 18.3(3)

Hiz = 5.00000

Pgak 2 @ 3.63656(13), area =

e e e e e

7 8 10

3
atheta

File = 10; GOF = 1.332 (Cor

FWHM = 0.0246(5) ofa =
Widths: Lorefitz = 0.0250(14) Gaussian =
g R =5 %

Peall | @ 7.91127(16) jarea = 157

Select a dataset to fit| Variable  Value ref.
10 —~ Low Bkg [18.315082 |

T | Selectapeak list High Bkg [16.08853¢ [~
M peaklisti ~ 7 FWHM 0024827 [
eta 0623608 |

Set range to fi

limits 6.68 to 11.47
(798 points)

Damping i ier| 0.8

i” Enable Asymmetry
Giameter 500
Sample Ht 5.0000000 |

Max cycles| 5
) I DEleclorI'tlﬂnnnnnn[,‘

C. -

Undo last cycle |

Run GRLSFT | | POStScriptout | Store it |

# Use position ref. area ref.

10 [7eniz7s [ [1sasiesc T set
2" [9pses7e |7 [s577418217  set

= o 4 set

= S
a.J Fi o et |

) ) - set
= o 4 set
= o 4 set
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1.4f Peak fitting in CMPR. Step 4D: Continue fitting peaks
across pattern

8. Press “Set range to fit” button
a) Press Reset zoom
b) Zoom in on a new region to select a small number of peaks
c) Press “set from zoom” or the “S” key

9. Enter peaks & fit as before in steps 2-4

b
000 X| main.tcl

| Eile Display Compute Options Help

Fit peaks in >6 regions  gead | wrte | Piot | Rescale | Combine | HKLGEN | EdiCell Fit | PeaksSmooth | Index | Interp M

across pattern (>10 is Select a dataset to fit| Variable Value ref.

o | LowBkg [18.315082 |
better) STk High Bkg ,m,_ 1 (7911273 | [1533183C [ set

peaklisti ~ FWHM [Dozasz7 [ |(2 7 (3696576 [ [85771162 7 set
000 X Set Fit Limits. — 8 eta ,m I = . B -

_ Setrange tofit | i~ Enable Asymmetry

" i
Fit range: 667685 11.46699 Get ;
limi 011.47 i
b Diameter 500
Set fr Reset ) (S i) S '3mle :t 5.0000000 |
et from zoom | Resetzoom ample
— Max cycles| 5 B

Increment: 5.0 Add increment to limits: || Damping factor| 0.8

Close

# Use position ref. area ref.

[ T et |
l—_l l—_l Set
[ a4 set
o | = | = =T
[ o[ o st

| SUR SR S S S

Undo last cycle

Run GPLSFT | | _PestScriptout | store Fir |

1.5b Fit Profile Coefficients to Peak Widths in CMPR:
Use FitWidths

1. Select peak list
2. Press “Fit Profile” button to fit UVW'’s

‘o000 X main.tcl
| Eile Display Compute Options Help
Plot | Rescale | Combine | HKLGEN | EditCell | Fit | PeaksSmooth | Index | Interp ~ FitWidths
Select reak list Peak list Profile Function
peaklisti — Gauss Cauchy . |GSAS—Function2 or3
# Pos i Ewing Omit 2
Pl 1 5582718 001645 |0.024 a5 Gaussian
ot range oo
g_ 2 7911298 |001406 |0.02582 1 ujoo I=}
2theta min
[558 3 [12531071/001479 |002786 I Voo o
R T 4 |15864467|0.01551 |00z608 o w ELD i o
orenztian
[a3g0 5 [iBE274zE[001542 [0.08107 avct)
6 Z1.03715E/0.01433 003132 1 I |00 =1
7 |zszosdszjonize [0.03837 vioo I
8 2583821100122 |0.03337 1
L Update Plot |
9 28237577 001228 |0.04547 |
n ZRANAZAFINN177A NN4547 1
Fitbrofle | @ | _Add

1.5a Fit Profile Coefficients to Peak Widths in CMPR:
Use FitWidths

1.

Select peak list

.
000 X| main.tcl

| Eile Display Compute Options Help

Plot | Rescale | Combine | HKLGEN | EditCell | Fit | PeaksSmooth | Index | Interp ~ FitWidths

Select neak list

= 1

Plot range
2theta min

2theta max

Fit Profile

1.5c¢ Fit Profile Coefficients to Peak Widths in CMPR:
Use FitWidths

1. Select peak list
2. Press “Fit Profile” button to fit UVW’s
3. Values from fitting appear in boxes; Plot shows fit
4. Write down U,V,W,X & Y values
‘o000 X main.tcl
| Eile Display Compute Options Help
4Plot | Rescale | Combine | HKLGEN | EditCell | Fit | PeaksSmooth | Index | Interp FitWidths
D00 X] plot Selec;“”k list 1 Féaklisl Caueh GSAPSroﬁ::e Fu:l.ctiozn ]
peaklistl — auss Cauchy . — Function 2 or
w05 H 9 [eo FWHM  FwhM Ot Fit
Pl 1 5582718 001645 |0.024 a5 Gaussian
Zt:;:::: 2 7911288 |001406 002582 1 J 52523148 )7
004 [558 3 [12531071/001479 |002786 I V|-2243126 [~
R T 4 |15864467|0.01551 |00z608 o w ELEEEDZZ;‘E o
orenztian
o0 [aaz0 5 [iBE274zE[001542 [0.08107 Cavct]
6 Z1.03715E/0.01433 003132 1 =
|- X|z.0792167 |
7 |zszosdszjonize [0.03837 v (6897954 I
063 8 |z5838211/001Z2 (003937 I
L Update Plot |
9 28237577 001228 |0.04547 |
i

i [rranazaFinnizza Innagaz

Fit Profie | 2 Add

3
Ztheta
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1.6 Fitted Profile Coefficients in CMPR:

Understanding the FitWidths Plot

X| main.tel

To label data on the plot

= = h | In
Display options
Screen font .
Setworking directory Omit
Save WD as starting directory - A
Install ICDD database - {
~ B L

X] plot

PostSeript file name: resolutio|

1. Use Display options in Options menu
2. Select “Plot Legend” in plot options
3. Plot now has legend
500
005
000 X options 0.04
Sel(:c?(ﬂt options Edit
[~ Plot Legend Ma_xchelll
1 Wrte FostScripe fies CE'I:‘:‘,EQ 083

Cell ang]

| —Fit-Couchy

I~ Print PostScriptfles g
resolutio| o ., |
Command to print files: ipr -h HKL labe
Peak fit options :;‘ET [tl;
I Report it results n plot window 2x :
I Plot fit results in separate window Hi 10

2theta

~ Help
Save Options

“* Help in help window
e | e

1.7b Start INSTEDIT from EXPGUI to modify an Instrument

Parameter file

1.7a Start INSTEDIT from EXPGUI to modify an Instrument

Parameter file

15

=18

-

= &

There are two ways to start INSTEDIT:

1) from entry in Powder menu bar or

Powder | Xtal Grapl

expedt

powpref
genles e
powplot
rawplot
fitspec
tofnorm |'|
bkgedit 1
excledt
instedit

1

p—
2 Sle

= &

s

= expedt

There are two ways to start INSTEDIT:
1) from entry in Powder menu bar or

2) Add New Histogram window

File Options Powder Xtal Graphs Results Cale ImportiExport Help

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

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

Select a histogram
hi type bank ang/vave title

Powder | Xtal Grapl

|—Fhase Flag;

powpref
genles e
powplot
rawplot
fitspec
tofnorm |'|
bkgedit 1
excledt
instedit

1w 1 1.53910 ybfod YBa2Fe307.76

II_TI_Z |

Function type 1 (& terms) _Edit Background

Refine background [~ Damping 0 —

—Dil Constant:

Refine wave | wave 15391001
Damping 0 —
Refine zero [~ Zero -354728 ping o |

Correcti

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

AddNew | SetDataLimits &
Histogram | Fxcluded Regions

Set Histogram
Use Flags

1.7c Start INSTEDIT from EXPGUI to modify an Instrument

Parameter file

There are two ways to start INSTEDIT:

1) from entry in Powder menu bar or

2) Add New Histogram window

3) Select instrument parameter file to start from

4) Press Edit file to open INSTEDIT

000 X add new histogram
Adding a new histogram I Dummy Histogram
Datafile: | | Select Fle | 4
Select bank
Instrument oo
Parameter file: Select File | Edit file |
Select set
CW X-ray
- D-min
for Q-max Run
Usable data limit: 7
TOF-min RAWPLOT

' 2-Theta Max

Add | cancel |

Help
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1.8 Use INSTEDIT to modify Instrument Parameter file
contents

1) SetU,V&Was GU, GV & GW and X & Y as LX & LY; set GP =0
2) While you are at it, set wavelength, S/L & H/L etc... to default values
3) Save under a new name

"0 © O X Editing instrument parameter file /Users/toby/Applications/.pkgs/gsas/example inst_xry.orm

1.9 WIDPLT Tool in EXPGUI Can Be Used to Plot Peak
Widths vs 20 and Compare to Instrumental Resolution

Selectbank: <> 1 Addbank |Datatype: CWXray —

Bank #1

Save | Saveas _@l

iati IMonachroratic Prima Secondary ratio
Radiation ¢ ~ . ry ry
type: 4 Dual 154056 [154438 |
Zero
Correction: "’

Polarization . Polarization 5 -
Cortactiont - Difracted Beam ~- Incident Beam - None Eration 08

Select profile: ~ 1 Addprofile | Import profie
Profile Peak oo
tvoe & “leutoff 1271

GU |2000000E+00 GV |-2000000E+00  GW S.000000E+00  GP |0.000000E+00

LX [0.000000E+00 LY [0.000000E+00 S/ [0.000000E+00  HIL |0.000000E+00

trns |0.000000E+00 shft |0.150000E-07 stec 0.0 ptec(0.0
sfec |00 L1 |oo Lzz 0.0 L33 o0
Lz |00 L13 |00 L23 0.0

B WIDPLT is EXPGUI Graphs menu

Reference widths are saved
in files named widplt_...

Define a few items in this file
for each reference:

set UVWP(Culb) {239.7 -298.2 180.8 0}
set wave(Culb) 1.54

set XY(CulB) {00}

set Iblarr(Cul5) "BT-1 Cu(311) 15"

set ttrange(Culb) "5 165"

lappend datalist Culs

(see file example_widplt_BT1)

laXala)

X main.tcl #2

Hle ot Contents | options

Help

I BT-1 Ge(311) 15'
I BT Ge7(311) 7'
W BT-1 Qu(311) 15
[ BT U3y 7
" BT-1 Ge(733) 15'
I BT-1 Ge(733) 7'
I~ BT-1 Si(531) 7"

W Histogram Z Phase 1

FWHM

2Theta,

@ BT-1 Cut31 1) 15

- Histogram 2 Phase | G

@ Histogram 2 Phase 1 L
Histogram 2 Phase 1
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