XRD Analysis Options
Fast overview
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Autoprocessing

1D
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Graph per pixel — no orientation information

Also option to sum all frames:
Produces _summed.nxs files
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Detector image per pixel — easier to see what is on
the same ring, and orientations.
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How to look at the data in Dawn — 1D

Load data using File>Open file

.|/ Data Files
Filename

E [ & i14-440515-xrd2d.nxs

[] || i14-440515-xrd2d_processed_260316_103428.nxs

|®m P i14-440516-xrd1d.nxs

v

Check the box to select the 1D data
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/processed/result/SampleX_value_set[:]

Adjust the blue boxes to select a
particular peak or a particular area —
be patient!

.|/ Datasets |_ No tool = 5
Default -
Q, Filter Datasets

dataset Nz Shape
] fentry/excalibur_addetector/SampleX_valu [54]
[ Jentry/excalibur_addetector/SampleY_valul [18]

[} /entry/excalibur_addetector/data [18, 54, 1793, 20t
/processed/process/pyFAl/arquments/azim [2]
Iprocessed/process/pyFAlfarquments/flat ~ [1793, 2069]

O
[m]
[] /processed/process/pyFAl/farguments/masl  [1793, 2069]
O
[m]

Select result/data

Iprocessed/process/pyFAl/arquments/radia [2]

/processed/result/SampleX_value_set [54]
] /processediresult/SampleY_value_set [18]
[ /processediresult/q [2048]
[ Jprocessed/sum/SampleX _value_set [54]
[1 /processed/sum/SampleY_value_set [18]
L] /processed/sum/data [18, 54]

Select Hyper3D

Plot Type: | Hyper3d -
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How to look at the data in Dawn 2D

Click on the Start:Stop value

Load data using File>Open file to scan through the pixels

|l Data Files = (g 02y _ 5 .
o To peruse Pt Tpe: | Image - using the scroll bar
Filename _
[ |al i14-440515-xrd2d_processed_260316_103428.nxs . o S e s e .
[ (4 i14-440516-xrd1d.nxs per plxel 1[54] 0 fprocessedfresuLUSalmpleX_val
2[1024] Y ! Iprocessed/result/azimuthal anc 8
3[1024] X : /processed/result/q -
Check the box to select the 2D data

To look at

Open your data in the Processing perspective

Il pixel
a plxe S il Data Slice View X% B §E = O EProcessn g BLOE Hx & § =8
1 114-440515-xrd2d.nxs Name
together m
A
v Wk - 6 BB B § =0 Datasets 3 Histogran
378307,-0.4165571485916373,:1024,:1024]
L Profile
- Qutput =
Qutput
» |l | 5 -179.8%
Curreritslice of deta: 10 0,102, 1024) _

Sum all the frames .
\ Save in your processing folder diamond

Open in data vis and adjust using the histogram



The autoprocessing didn’t run:

Log in to NoMachine Run: Copy and paste the web address
module load il4webapp/ that appears into a browser
Then: (don’t use CTRL+C)

./setup_web_app_il4.sh

Select workflow

@® Single Scan () Multiple Scans () Baich processing

Choose XRD1D or2D 7, Launch the 114 Process

Single scan, or batch B Submitter

Fill in your parameters s 114 FastAPI Data Analysis Portal
auto < —MNon-Interactive Processing

Upload your config file -

. . Seleciad e pyial live cr40631-2 conkrs.yami JupyterHub
(the .yaml file in your _—~ |
verride calibration file parameters
Ca I i b rat i O n fo I d e r) /dls/i14/datar2025/cm40631-2/processing/xrd_calibrations/centre/18kev_xrdcalibration_centre_351389.nxs
:-ﬂ\.s i14/data/2025/cm40631-2/processing/xrd_calibrations/centre/mask.nxs
B a C kg ro u n d Ca n be I eft ‘-d\SZTA"‘(‘ﬁéla2025-cn|5053|—2 processing/xrd_calibrations/centre/ficoeffs_Zr_fixed.hat

empty unless you need T s -
remova .- Submit diamond



Other processing in DAWN

Select a sector - masking

1 Plot Ed v v BB L R A

mask:mask_side.nxs

o]
o ........
b ........
600
Eoc ........
h .......I i
1200
B -..
) ...

0 1000 1500 - . 2000

- b K8

B

-

o

3
=

03

0.1

0.0

[ FppIY e 1 UwuG Cauouon s 1 oee sy

B [JDatasets (/ Masking {Fast) x § =0
Draw Regions
10
Sector - Draw Remo
Apply Line Thickness | 1 + || NoDf
0.9
Centre (xy) 2,020.731* 959.047
Radii (inner, outer) 71.235 502.027
Angles (°) 165.947 270.201
08 | symmetry None
Round =)

Mask Pixel on Click

Threshold

Lower

Upper

Undo | Clear | Save || Load

.

Select a sector — via Processing

O E e &

El Processing

|~ Import Mask From File  [Masking]
|+ Invalidate Masked Data

) Import Detector Calibration [XRD2 Image Processing]

(i Azimuthal Integration

| -!|!-'i'll':i

, Mask file path must be set
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