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Fit2D tutorial

1. Introduction

In situ powder diffraction data are often recorded using 2-dimensional detectors like image
plates (like the widespread Mar345 detector) or CCD-cameras. Depending on the nature of
the experiment and the readout times of the detector, hundreds or thousands of 2D-powder
patterns are generated during such an experiment. In order to process the powder diffraction
data with software like Powder3D (Hinrichsen, Dinnebier & Jansen, 2004), the series of two
dimensional powder diffraction data must be converted into series of one dimensional powder
patterns (20 versus intensity). A suitable software for this purpose is the well known program
Fit2D from Andy Hammerley (Hammersley, A.P.; Svensson, S.O.; Hanfland, M.; Fitch, A.N.;
Hausermann, D. High Pressure Research 1996, 14, 235-248). The software is available free
of charge at http://www.esrf. fr/computing/scientific/FIT2D/. FIT2D is a platform-independent
multi-purpose data reduction, visualisation, and analysis program. Among other things, it
allows for detector calibration and integration of powder diffraction data from 2-D detectors
to 1-D 20 scans.

The aim of this simple tutorial is to guide the unexperienced user through this first step of data
reduction step-by-step.
2. Detector calibration

Before the start of any new experiment, it is good practice to measure a standard material like
lanthanum hexaboride for calibration of wavelength, sample-to-detector distance and tilt
angle.

2.1 Data input

After starting the Fit2D program, the [=laEEEiiEd EIBIX
screen to the right appears. The
conditions of use should be accepted by

pressing the <I ACCEPT> button f / { j 2 ﬁ

Copyright 1987-2004 Andy Hammersley / ESRF

Use of FIT2D implies acceptance of
the " Conditions of Use "
(Click on "CONDITIONS")
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Now, the dimensions of the pixel arrays ght Grap da EEEk
must be set. For the Mar345, the X- and DIMENSIONS OF PROGRAM ARRAYS
Y-dimension are either 2300 or 3450 [f——————feediahehigenonch tostore
pixels. The extension of the filename and work on data)
often contains this  information. il AR L H LR =
Confirm the information by clicking DESCRIPTIONS vALUES L CHARGE
<0.K.>. FIRST DIMENSION OF
2300 %.DmENsoN
ARRAYS
F
SECOND DIMENSION OF
2300 B
ARRAYS
F
CREATE MEMORY ARRAYS YES T
F
CREATE VARIANCE ARRAYS NO VARIANAES
I

Click on variable to change, or 'O.K.'

The main menu appears in which [=HEREEIERTN B
POWDER DIFFRACTION (2-D)
should be selected. WELCOME TO FIT2D GUI

SELECT SCIENTIFIC INTERFACE

FROM GIVEN CHOICES

(OR CLICK ON "HELP" FOR INFORMATICN)

IENTIFIC INTERFA

2

\

HELP \
3-D FITTING |
FILE SERIES \
IMAGE PROCESSING (GENERAL) \
\

\

\

\

\

KEYBOARD INTERFACE
MACROS/ LOG FILE
WFIT [MULTIPLE I-D FITTING)
ON-LINE CRYSTALLOGRAPHY
POWDER DIFFRACTION (2-D)

SAXS / DISAXS |

SET-UP \
\

\

TEST
EXIT FITiD
== e
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In the powder diffraction submenu, the

2D-powder pattern of the measured
standard material must be read in using
the <INPUT> button. WELCOME TO THE POWDER

DIFFRACTION GUI

PRESS "INPUT" TO

SELECT ADATATFILE
EXIT BEAM CENTRE FULL CUTPUT
7 CAKE INPUT TILT
HELF CORRECTION INTEGRATE Z-3CALING
PEINT EXCHANGE MASE ZOOM [N
CALIERANT DISPLAY OPTIONS TTH-ZOOM
The following menu allows for [HAEKEEEELT EEX
selection of the file containing the 2D- SELECT FILE TO INPUT OF IMAGE DATA
powder p attern Of the measured (click on "HELP" for list of formats)
standard material. In our case, the file DIRECTORY: DimaeraTi7E_hly 200438 it
name is lab6 170 922 001.mar2300 UPDIR || UPDATE [ % o sz
containing the measurement of a
lanthanum hexaboride capillary with a
Mar345 detector of 2300x2300 pixels
resolution. NO SUB-DIRECTORIES
CANCEL (Mo file selectad)
4 Mem cormands
HELP on required file
IHFO on file selection
TY¥PES =4LL PEFMITTED=
FILTER <HO FILTERING=

File Hame (Optional)

1ah6_170_522_001 mar2300_
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Soon after reading the file, a menu with
control of the detector distortion
corrections occurs. In case of modern
self-calibrating detectors like the
Mar345, no external dark current, flat
field or spatial distortion corrections
must be applied. The menu is
confirmed by pressing the <O.K.>
button.

Now, the 2D-powder pattern of the
reference material is displayed. It
usually makes sense to select <inverse
scaling> and <scaling to weak peaks>
as display options.

D AP DO ()
CONTROL OF DETECTOR
DISTORTION CORRECTIONS
O.K. CANCEL ? HELP INFO
DESCRIPTIONS VALUES CHANGE
SUETRACT DARK CURRENT NO
IMAGE DASE FURRERT
NAME OF DARK CURRENT p—
FILE N POFLE
APPLY FLAT FIELD
ORRECTION NO FATIELD
NAME OF FLAT-FIELD FILE 2 guldbin L
APPLY SCALING AFTER FLAT
NO FFSCALE
FIELD CORRECTION
FLAT F ELD MULTIPLIER TC
1000.000 FFMULTIFLIER
APPLY
APPLY sPATIAL DISTORTION
NO EPATIALDIE.
CORRECTION
WAME OF SPATIAL
spatial spling 3D FILE

DISTORTION FILE

Click on variable to change, or 'O.K.

M Light Grophics Windme

D AmaterisITE_July200\LaB6_standardlabs_170_922 001
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CALIBRANT | DISFLAY W oPTIONS I wzoom




Fit2D tutorial

To change the color and scaling, click

<OPTIONS>,
<COLOURS>.

Now, press

by

<INVERSE-GREY-
SCALE> and then <EXIT>.
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After pressing the <Z-SCALING>
button, the intensity scaling menu
appears in which the <\WEAK PEAKS>
button is pressed. Depending on the
intensity of the background and the
overall intensity of the pattern, other
scaling options might be appropriate.
To leave the menu, press the <EXIT>
button.

The next (important) step deals with the
masking of wunwanted scattering
information which should not be used
for the integration of the powder pattern
like Kossel-lines, diffraction by single
grains, beam stop etc.

To mask out the shadow of the primary
beam stop, the region of interest must
first be zoomed in using the <ZOOM
IN> button.

B F72D GRAPHICS WINDOWS

Dimaterial T

o 500
1

B_Faly2004\LaB6_standardllabé 170_522_001.mar2300
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+ MINIMUB - MINIMUL UISER. MINALAY |
USER MINIMUL USER MAKIMIM LOGSCALE |
8 Light Graphics Window 9=1]:3)
Drimatenial DT _July 2000\ LaB6_standerdyiabs_170_522_D31 mar 2300
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R
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] e ' ey Py ]
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Tnvenainy *LEd
CLEAR MASKE ZOOM N
UH-200M FULL UH-200M | MASE PEAKS (9)
MASKPEAKE(15) MASK PEAES (2T |I MASE POLYGON UH-MASK POLYCON
UFDATE DISFLAY Z-SCALING MASE ARC THERESHOLD MASK
LOAD MASE SAVE MASK
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Now, after sufficient details are visible,
the <MASK POLYGON> should be
pressed.

If ONE CLICK mode is active (check
bottom right button), the polygon points
can be set directly, in TWO CLICK
mode, an additional confirmation
and/or correction in a spy glass window
is necessary. The two different modi
should be selected according to
required accuracy.

UTB_July 20BN _170_522_001

2300
r 1600

nm [Ho 00
1208 <1 . = 100
1004 =) Ll
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R
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-
200 T T
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Columng
Fh H P paaany
L] 1080 o 30 400 00 00 oo
Irtensity
T | | T | | CLEAR MASE | | Z0OM
UR.ZO0M | | FILL UK.Z00M W sesrramsen | I
MASE PEAES(15) MASE PEARE (2T, MATE POLYOOH N-MATKE PALYGO
UPDATE DISFLAY TICALING MASE ARC THRESHOLT MASE
LOAD MATE | | SAVE MASE

B FIT2D GRAPHICS WINDOWS
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M Light Graphics Windme

The final result of a masked primary . S
beam stop should look more or less like et AL et e
the picture to the left. It might be ]
necessary to mask out additional parts
of the 2D powder pattern using other
menu options.

Before leaving the masking menu by
pressing the <EXIT> button, make sure
that the <FULL-UN-ZOOM> button
has been pressed, otherwise, the
integration will only be performed on
the 2D-data visible in the actual
window.

800 1030 120 1400 1600

Cohmng

] 1000 oo o 4M0 5080 5000 T0ce

Ieenaity
[ 7 | | CLEAR MASE. 200b 0
UH-Z00M FULL UK-200M | MASE PRAKS (9)
MASK PEARE (15) makrraan [l MaEROLYGON UH-MASK POLYGON
UPDATE DISPLAT ZSCALING MASE ARC THRESHOLT MASE

LOAD MASE SAVE MASK

If you see the full 2D-pattern with the [HEEIIERTIN

selected mask, press the Dematerial PO TE_Tuly2004 L 256 _standardlah_170_522_001 mar2300
<CALIBRANT> button. In the : i i Bis
calibration menu select the reference o

material used (LANTHANUM ]
HEXABORIDE in our case).
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Fill in the approximate values of the
wavelength and the sample —to-detector
distance. The refinement flags for the
sample-to-detector distance, the
wavelength, the non-orthogonality, and
the X/Y-beam centre are usually
switched on. After pressing the <OK>
button, the program asks for at least
three coordinates of the inner ring of
the reference material.

To define the inner ring, TWO CLICK
mode should be active and some 10
points equally distributed over the inner
ring should be selected to ensure proper
statistics.

. | ight Graphics Window

CALIBRANT PATTERN REFINEMENT

OF DISTANCE WAVELENGTH ETC.

INFO

DESCRIFTIONS VALUES CHANGE
SAMFLE TO DETECTOR
DISTANCE (MM} (STARTIHG) 1 70'0000 G
WAVELERGTH (ANGETROME)
STARTING) 0.922354 WAVELEOTH
SIZE OF BORIZONTAL
PIXELS (MICRORS) ] sn'nnnn e
SIZE OF VERTICAL PIXELS
i 150.0000 Toom s
BER OF AZIMUTHAL
R 90 ABOULARSEETIONS
BERECT OUT-LYING
FOGITIONS AND RE-REFINE YES i
RERECT LIMIT FROM IDEAL
(STANDARD DEVIATIONS) 400 0000 —
OUTPUT FULL INFORMATION YES FOLL B
RlJ.F[N'E N BEAM CENTRE YES RE LN R
BEFINE SAMPLE TO
DETECTOR DISTANCE YES e
RERINE X-EAY WAVELENGTH YES RETIE WAV ETH
BEFINE DETECTOR
KO CETHOGORALITT .&..ES FREIE LT
—
AT INTERMEDIATE NUMDER
P NO TR TN
Click on variable to change, or '0.K."
—
D atarial 7B _Tuly2000LABG_ctandardiabs_170_$22_00] mar 2100
[} 0 1000 1590 2000
ol Ltiias s Laiaaaiias Laiiaa
10 = —n = 1000

1500

1000

[~ 500

“I0E4

SECOND CLICK WITHIN "5PY-GLASS™

-10 -
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After confirmation of the last point, the
program automatically searches for all
rings of the standard material.

Now, it is time to perform the
integration of the 2D-powder data of
the reference material to check the
correctness of the previous actions.
Press the <INTEGRATE> button.

The first of two parameter windows
contains all important parameters
necessary for this and the following
integrations. This is a good moment to
check for unrealistic parameters.

If the Fit2D program is exited regularly,
it will keep the values but is always a
wise idea to note them down manually
on an extra sheet of paper.

Press the <O.K.> button to continue to
the second parameter window.

an ¥} [} 13 ﬂN- -ll'l - 12
Tntensity *10E4
EXIT | BEAM CENTRE FUILL | | OUTPUT
7 | | CAKE INPUT | | TILT
HELP || corrECTION INTEGRATE || Z-SCALING
PRINT EXCHANGE MASK N zoomm
CALIBRANT DISPLAY OPTIONS N un-zoom
EXPERIMENTAL GEOMETRY
CONTROL FORM
I O.K. [I CANCEL I 2 [I HELP N
DESCRIPTIONS VALUES CH
SIZE OF HORIZONTAL 150.0000
50. X-PIREL SIZE
PIXELS (MICRONS)
SIZE OF VERTICAL PIXELS
150.0000 Y-PIREL SIZE
(MICRONS)
SAMPLE TO DETECTOR
1499701 DISTANCE
DISTANCE (MM)
WAVELENGTH (ANGSTROMS) 0.922064 WAVELENGTH
X-PIXEL COORDINATE OF
1169.947 M-BEAM CENTRE
DIRECT BEAM
Y-PIXEL COORDINATE OF
1146.340 -BEAM CENTRE
DIRECT BEAM
ROTATION ANGLE OF
17.73329 TILT ROTATION
TILTING PLANE (DEGREES)
ANGLE OF DETECTOR TILT
. -0.191528 ANGLE OF TILT
IN PLANE (DEGREES)

Click on variable to change, or "O.K.'

-11 -
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The second parameter window contains
the re-binning parameters. It makes
sense to set the number of bins in the
output scan to the resolution in pixel of
the image plate (2300 or 3450 in case of
Mar345). Further, make sure that the
polarization factor is set correctly and
that the geometrical correction to the
intensities is applied to the data.
Confirm the parameters by pressing the
<0.K.> button.

Now Fit2D performs the integration of
the 2D-pattern of the standard material.
Depending on the computing power,
this might take a few seconds. The final
result should look like this. To save the
result for reference and further checks
(like Rietveld refinement), press the
<OUTPUT> button.

CONTROL OF RADIAL, 2-THETA, OR ()
SCAN RE-BINNING PARAMETERS
0K CANCEL ? HELP INFO
DESCRIPTIONS VALUES CHANGE
SCAN TYPE (D, RADIAL, \ A
2-THET SCAR[TYPE
2-THETA, Q-SPACE)
INTENSITY CONSERVATION NO CONSERVE INT.
AFPPLY POLARISATION
YES POLARIZATION
CORRECTION
POLARISATION FACTOR 0.990000 FACTOR
GEOMETRICAL CORRECTION
YES GEOMETRY COR
TO INTENSITIES
MANIMUM 2-THETA ANGLE OF
58.66725 MAX ANGLE
SCAN (DEGREES)
NUMBER OF BINS IN OUTPUT
2300 SCAN|BINS
SCAN
MANIMUM FOR D-SPACTINGS
20.00000 MAX D-EPACING
SCANS (ANGSTROMS)
Click on variable to change, or 'O.K."

M | ipht Graphics Window

Dgmaterial HTE_July2000LaBS_starderdabs_LT0_922 001 mar2300:

theta Scan.

2Tt Angle (Degrees)

EXIT | BEaM CENTRE [} FULL | ouTtrPUT

? | | CAKE | | INPUT | | TILT
HELP | corrEcTioN [ W™WTEGRATE [[  Z-SCALING
PRINT | Excmance (R MASE N 7oomMm
CALIBRANT [ Dispray [ opTions [ ITN-ZooM|

-12 -
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M Light Graphice Window

A Common format is the plain ASCII DAmatennal 7B _July200nLaB6_standard\labé_ 178 922 001 mee 2300 24heta Scen
CHIPLOT format - S

+Thate Anghe (Degrens)

FILE FORMAT

CANCEL BINARY N esuoToeo "BF |
1 cHPLOT | DENZO MaR FIT2D{FORMAT ||
HELP GSAS | | KLORA PoyderCIF |

SPREAD SHEET TIFF & BIT |I TIFF 16 BIT

Several parameters allow for
compatibility with your favourite data OUTPUT FILE NAME AND

reduction/ viewing program. ROW OR COLUMN TO OUTPUT

I OK. [ICANCELII 2 || mme ﬁ INFO

DESCRIPTIONS VALUES CHANGEH
SELECT FILE TO CONTATN \ahfi_170_%i2_0d
FILE NAME
DATA 1.chi

OUTPUT ROWS (YES) OR

YES OUTPUT ROWS
COLUMNS (NO)Y
NUMBEE OF ROW TO OUTFUT 1 RUOW NUMBER
NUMBER OF COLUMN TO
1 COLUMN HUMBER.

OUTPUT

Click on variable to change, or 'O.K."

3. File series

Once the detector is calibrated, all 2D powder patterns of your in situ experiment can be
integrated at once. This option is only useful, if the masks necessary to mask out the primary
beam stop, single crystal reflections (e.g. from sapphire capillary or diamond), Kossel lines
etc. do not change significantly within the series of 2D powder recordings.

-13 -
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After starting the Fit2D program, the [|elilalalERig CB)x
button <FILE SERIES> should be
pressed. WELCOME TO FIT2D GUI

SELECT SCIENTIFIC INTERFACE

FROM GIVEN CHOICES

(OR CLICK ON "HELP" FOR INFORMATION)

TIFIC INTER

i |
HELP \
3D FITTING \

FILE SERIES

|

IMAGE PROCESSING (GENERAL) \
EEYEOARD INTERFACE \
MACROS / LOG FILE \

MEIT [MULTIFLE I-D FITTING) \
ON-LINE CRYSTALLOGRAFHY \
|

\

|

|

\

POWDER DIFFRACTION [3-IY)

SRS [ GISAXS
SET-UP
TEST
ExXIT FITZD
Within the file series menu, the button |eliEdEllENINY FEX
<INTEGRATE> should be pressed.
WELCOME TO THE FILE
SERIES PROCESSING GUJ

"AVERAGE" afile series

or create a "COMPOSITE"

N everace | comrosiTe DISFLAY
INPUT (1D INTEGRATE FXCHANGE |

[ onenos | ormow | oo |
| |

HELP

-14 -
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The program now asks for location and
name of the first raw file in the series
which in our case is
[J65h1h INDEX 001.mar2300. It is
the first set of our data measured at
high temperature in a sapphire tube.

After confirmation of the filename, the
2D powder pattern is displayed. The
Bragg reflections of the sapphire single
crystal in reflection condition are
clearly visible. If this is the correct file,
confirm it by pressing the <YES>
button.

B F[T2D GRAPHICS WINDOW

SELECT FIRST FILE IN SERIES

(click on "HELP" for list of formats)

DIRECTORY: DiymaterialPe<7B_Tuly2004\sofinaly ave

UP DIR

UPDATE

76 5hlh_THDEX 1 html
[J65hlh INDEX 001 mar2300

NO SUB-DIRECTORIES

[J&5hlh_INDEX 072 mar2300

[J65hlh_IHDEZ 1066 max2300
[J&5hlh_IHDEZ 1137 max2300
76 5hlh_THDEX 1208 mar2300
T8 5hlh_THDEX 1275 mar2300
[J65h1lh INDEX 1350 mar2300
[J&5hlh_IHDEZ 1421 max2300
[J&5hlh_IHDEZ 143 mar2300

76 5hlh_THDEX 1492 mar2300
[J65hlh INDEX 1563 mar2300
[J65hlh_INDEX 1634 mar2300
[J65h1lh INDEX 1705 mar2300
[J&5hlh_IHDEZ 1776 max2300
[J&5hlh_IHDEZ 1247 max2300

[

176 51 h_TNDES_1918 marZ300
CANCEL (Ho fle selected) Li65klk INDEX. 1989 mar2300
¢ Merm commands L6 Sh1k THDEY 2060 marZ300
L6 5k1b_INDES_2131 mar2300
Ty on required file [765h1h_HDEX_214 mar2300
P om file selectinn L6 5kl b _INDES_2202 mar2300
176 51 b_TNDES_2273 marZz3o0
TYPES <ALL PERMITTED>
FILTER <0 FILTERING= [ & ] u«l - I > "}}I [ 2 ]

File Nams (Optional)

* msr2300_

Dimaterdal "E7E_July2004\sofinaraerll65h1h_INDEX 001 mar2300

B FIT2D GRAPHICS WINDOW Q@IE|

o 500 1000 1500 2000
1 I 1 I
2000 | 000
.
1500~ . [ 500
o
1000 = w000
500 [ sa0
¢ T T T T
o 500 1000 1500 2000
Colurunz
o 000 2000 3000 4000 5000
Intenaity
CANCEL HELP
YES NO

-15-
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Secondly, the last file of the 2D pattern

series is requested. In our case it is
1J65h1h_INDEX 4261.mar2300.

The program finally asks for the
increment between the file identifiers,
assuming that the last part of the
filename contains an ordered number.
In our case, the increment between two
consecutive filenames is 71.

B FIT2D GRAPHICS WINDOW

Select LAST Input file in series

(click on "INFO" for details of file types)

DIRECTORY: Diymaterial 27 B_July 20044 ofinalr aw

UP DIR

UPDATE

[T55h1h_THDEX_358 mar2300
[1765h1h_INDEX_3622 mar2300

NO SUB-DIRECTORIES

[T55h1h_THDEX_ 3633 mar2300
[J65hlh INDEX 3764 mar2300
[[T65h1h_INDEX_ 3335 may2300
[J65hlh INDEX 3906 mar2300
[J65h1h_INDEX 3977 mar2300
[[T65h1h_THDEX_4048 mar2300
[1765h1h_INDEZX_4119 max2300
[1765h1h_INDEZX_4190 max2300
1J65hlh IHDEX 4261 mar2300

3 |

o3

[T65h1h_THDEX_427 mar2300
[T55h1h_THDEX_498 mar2300
[J65h1h_INDEX 562 mar2300
[T55h1h_THDEX_#£40 mar2300
[T65hlh INDEX 711.mar2300

CANCEL (Ho file selected)
2 Merm commands
HELP on required file
I¥F0 on file selection
TYPES =ALL PERMITTED=
FILTEE =H0O FILTERING=

J&5h1h_INDEX_732 mar2300
[J65hlh INDEX 853 mar2300
[J65hlh_INDEX 924 mard300
[T55h1h_THDEX_995 mar2300
1765111 html
[1765h1t_001.max2300
1I75h1h2 INDEX 1 hirml

k[« < | > [p|p1

File Hame {COptional)

B FIT2D GRAPHICS WINDOW

EBX

FILE INCREMENT (Range: 1 to 4261) CANCEL
HELP
0K

71

-16 -
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After checking the file names, a menu
with control of the detector distortion
corrections appears. In case of modern
self-calibrating detectors like the
Mar345, no external dark current, flat
filed and spatial distortion corrections
must be applied. The menu is
confirmed by pressing the <O.K.>
button.

After a short message window, telling
the user that the masking window is
about to show, the masking window
displaying the first data set of the series
appears.

B FIT2D GRAPHICS WINDOW

CONTROL OF DETECTOR
DISTORTION CORRECTIONS
0.K. CANCEL ? HELP
DESCRIPTIONS VALUES
SUBTRACT DARK CURRENT
IMAGE NO
NAME OF DARE CURRENT ke _cumrent bi
FILE u
APPLY FLAT FIELD
CORRECTION NO
MAME OF FLAT-FIELD FILE flatfield bt
APPLY SCALING AFTER FLAT
NO
FIELD COREECTION
FLAT FIELD MULTIPLIER TO
1000.000
APPLY
APPLY SPATIAL DISTORTION
NO
COFRECTION
NAME OF SPATIAL
spatinl spline
DISTORTION FILE
Click on variable to change, or 'O.K.'

H=1077
F=1337

teral P 7E_haly2004\sofinarawllJ65hlh_IMDEX_001.mar2300

B FIT2D GRAPHICS WINDOW g@gl

1= 4065000
d= 5001828 SDID

1000
1

1500 2000
1 I

ann0 —

1500 — .

100 —

500 —

- 150

M ———
o 1000 2000 3000 1000 su00
j—
mar || B | | CLEAT MASK | | Zo0M
UN-200M || FULL UN200K | ) | R
weskrnaxars) N wesxwnaxapn N wescaweny [ owsssxeomes
woaz ey N 2 SCAIING 13X &30 THRESHOLD M&ss
10D HA3K | | SAVEMATE
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It is recommended to set the masking
area with some tolerance to allow for
shifts of the aberrations at non-ambient
conditions. If the entire frame is subject
to integration (which is usually the
case), the <FULL UN-ZOOM> button
should be pressed before exiting the
masking menu by pressing the <EXIT>
button.

All parameters in the experimental
geometry  control  form  should
correspond to  the  appropriate
calibration (see above) and should be
carefully checked/corrected. Press the
<0.K.> button to continue.
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UFDATE DISFLAY |I Z-SCALING MAZX ARC THREZHOLD MASK|
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B FIT2D GRAPHICS WINDOW
EXPERIMENTAL GEOMETEY
CONTROL FORM
O.K. CANCEL ? HELP (0]
DESCRIPTIONS VALUES CHANGE
$1ZE OF HORIZONTAL 150.0000
PIKELS [MICRONS) : PGSR
SIZE OF VERTICAL PIXELS 150.0000
[MICRONS) : RS
SAMPLE TO DETECTOR 170.0000
DISTANCE [MM) : DIETHCE
WAVELENGTH [ANGSTROMS] 0.922063 WAVELENOTH
¥-PIXEL COORDINATE OF
1169.947 H-BEAN CENTRE
DIRECT BEAM
Y-PIXEL COORDINATE OF
1146.340 V-BEAN CENTRE
DIRECT BEAM
ROTATION AHGLE OF
67.73329 TILTROTATION
TILTING PLANE [DEGREES)
ANGLE OF DETECTOR TILT
-0.191528 AHBLE DFTILT
IN PLANE [DEGREES)
Click on variable to change, or "O.K.'
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Fit2D tutorial

The re-binning parameters must be set
to the appropriate values of the
experiment (see chapter on calibration).
It is recommended to “over-bin”
according to the image-plate. Press the
<0.K.> button to continue.

Press the <YES> button to
automatically save all integrated scans
to data files.

B FIT2D GRAPHICS WINDOW

CONTROL OF RADIAL, 2-THETA, OR Q

SCAN RE-BINNING PARAMETERS

0K CANCEL ? HELP (0]
DESCRIPTIONS VALUES CHANGE
SCAN TYPE (D, RADIAL,

2-THETA 2CAN TVEE
I-THETA, Q-SPACE]
INTENSITY CONSERVATION NO P
APPLY POLARISATION
CORRECTION YES PR
POLARISATION FACTOR 0.990000 FACTOR
GEOMETRICAL CORRECTION
TO INTENSITIES YES i
MAZIMUM 2-THET A ANGLE OF
55.39196 MaX, AHALE
SCAN (DEGREES)
NUMEER COF BINZ IN QUTPUT
2300 30aN BN
SCAN
MAXIMUM FOR D-SPACINGS
20.00000 MAX. B-SRAHG
SCANS (ANGSTROMS)

Click on variable to change, or 'O.E."
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Fit2D tutorial

Select the file format you want (usually
the CHIPLOT format).

Type in an appropriate extension
(usually XY or CHI) for the integrated
pattern files. The main part of the name
will be taken from the 2D raw files.
Then press the <O.K.> button.

B FIT2D GRAPHICS WINDOW

CANCEL EINARY

BSLIOTOED

2 | | CHIPLOT W DENZO MAR
HELE' | | Gsas || KLORA
SPREAD SHEET N TIFF8EIT W TirFsET
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Fit2D tutorial

Now, all selected 2D powder patterns [eliEXsidIERTT

will be converted to 1D powder il en 7ETD 000 ISSKIN IDES L 2300
patterns. Depending on the resolution of e
the recording device, the computing
power and the number of files, this can
take several minutes or more.
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written by R. E. Dinnebier (last change October 8, 2004)
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