QtiSAS v. 2023-01-24

v" [1.1] PDF-Image format is added; graphs are saved like a image

v" [1.2] scaling and positioning is improved

v" [1.3] the table of datasets and parameters contains now “paste” button in the
corner header cell



QtiSAS | DAN v. 2023-01-24

AN

[2.1] SAS-detector could be ROTATED around the sample position. Detector rotation angles
around the sample position (within horizontal and vertical planes) are integrated into data
analysis algorithms.

[2.2] selection of the subfolder is implemented
[2.3] added a new button to add block of matrixes from an active table

[2.4] linear merging option is implemented; progressive merging is optimized [during a single
detector image radial averaging]

[2.5] check-boxes are re-ordered to several groups;
[2.6] implemented buttons for the absolute factor calculation within the current script table
(in the case of the direct beam absolute calibration) and transmission calculation

[2.7] second way of merging implemented in the DAN-SANS. Re-binning with pre-defined
steps in the g-space (linear or logarithmic) is possible. This is specially important by merging
of the TOF channels.



[1.1] PDF-Image format is added; graphs are saved like a image

[ SN ) 4 QTISAS - Choose default settings |

'QtiSAS

QtiSAS interfaces :: Font Size Increment ::

Font Size = application font size + this increment 0 =
QtiSAS :: Path ::

Change QtiSAS path ‘
/Jsers/pipich/qtiSAS
QtiSAS interfaces :: Resolusion Scaling Factor :: .

Widgets of QtiSAS interfaces are scaled with screen resolusion and this factor...
QtiSAS interfaces :: Default Interface :: —
... select your preferable interface shown after start of gtisas ...
QtiSAS :: Magic Template File

/Users/pipich/qtiSAS/templates/matrix-7x7.qpt

Image-+Project :: Image Format 'V PDF P
PD MA
... select your preferable image resolution...

EPS .
PS

TEX
PNG
JPG
BMP
PPM
PBM
PGM
XBM
XPM

Change Magic Template

Default options Apply - Cancel




[1.2] scaling and positioning is improved

N1

4 QIiSAS - Plot details

[ JoX ) QTISAS - Print preview of window: Graph2
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©
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w

v [ Layert

[ 20001d0: Q(X), I(Y)
[] fitCurve-RPA-aAbB-blend-global-1: x(X), y(¥)
[ 2000240: Q(X). I(Y)
[ fitCurve-RPA-aAbB-blend-global-2: x(X). y(¥)
[ 20003d0: Q(X). I(Y)
[%] fitCurve-RPA-aAbB-blend-global-3: x(X), y(Y)

i ece
'@ : ericrs I P

1 Scale layers to paper size
" Print Cropmarks

leoc e QTISAS - Print preview of window: Graph2
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[1.2] scaling and positioning is improved

‘ [ JON ] ' QTISAS - Print preview of window: Gi’ai:hz

T T T T T T TT] T T T 1T 1
- @ Share? Value #1 Error #1 Vary?From. To Value #2 Error #2 Vary?From. To Value #3 Error 43
n phi 0 0003 = 0 . 0017 = 0 0.026 =
phid 0 045 = [m] 045 = 0 045 =
B phin 0 04 = O . 04 = ] 04 =
L SLDD 0 65326410 = 0 . 6.532E+10 = 0 6532410 =
SLDhH 0 2.73E+08 = 0 . 2.73E+09 = 0 2.73E+00 =
L densitydD 0 087 = [m] 087 - 0 087 =
densityhH 0.762 = 0.762 — [m] 0.762 —
massdD 0 00479452 = 0 . 00479452 = 0 00479452 =
B ‘masshH [m] 0.042029 - O . 0.042029 - [m] 0.042029 —
Nh [m] 2500 - O . 2500 - [m] 2500 —
NH 0 4140 = O 4140 = 0 4140 =
L Nd 0 2190 = 0 - 2190 = 0 2190 =
ND 0 4170 = 0 - 4170 = 0 4170 =
N 0 1 = 0 - 1 = 0 1 =
LhHdD ] 709477625 | 10.0485648684 | || .. 700477625 | - 0 700477625 |-
bgd 082300418 | 0. 082300418 | - 0 082300418 | —
porod 0 4.23421499E-11 | +2.10208471E-11 7 11| +3.91693564E-11 2.65256784E-11 | £1. 11
10" |— porodExp 447901547 | £0.0831254065 447901547 | — 0 447901547 | —
- = scaling 0583261641 | £0.0058120012 0583261641 | — 0 0583261641 | —
£ L Sigma_Gauss_SD [} — 0 = 0 0 —
O -
= i) Checks #1 Dataset #1 Checks #2 Dataset #2 Checks #3 Datasot #3
B Data Set(s) ‘ 20001d0_| ‘ 20002d0_| ‘ 20003d0_|
- N B s 166 166
First Point [m] 1 1 1
~ Last Point 0 166 166 166
Weighting on | 20001d0_dl 20002d0_dl 20003d0_al
- Resolution | off | ..noresolutionintegration || ..o resolution integraion | ..o resolution integration
Polydispersity || off | ...nopolydispersiy integration | | off | ...no polydispersiy integration || off | .. no palydispersiy ntegration |
100 f— —
[ 1 [ A | 1 1 L1 o1l 1]

10-2 10~




[1.3] the table of datasets and parameters contains now “paste” button in the corner
header

+ QTISAS - /Users/pipich/Downloads/trrt.qti *
-yyyreye@-ay____————— 71T >
s & = Q=)

lo (=) FIT.CURVE(S)
EEEeX DAN
Save Current Fitting Session o
J -
T T — T T T T T T — T T T T T — —
C ] [ sdearuwdon ] @ @ [ corcrmeresus || BT
. L 4
- B Data  Function [JENEESl Global Limits Fit - Control
‘Ek - - ﬁ jhare?  y?From Value #1 Error #1 Vary?From..To Value #2
phi | | |0009 - |10 . 0017 |- -
o r 1 id ~ 045 — O . 045 - -
& phih 04 = . 04 = --
i r 1 SLDdD O ~ 65326410 = O . 6.532E+10 = ’ug‘
SLDhH - ~ | 2.73E+09 — [C 2.73E+09 -
T densitydD 0.87 - . 0.87 -
r 1 densityhH 0 I |oze2 = 0 . 0762 = )E‘
massdD - ~ 0.0479452 — 0 . 0.0479452 —
= —ggshH 0.042029 = . 0.042029 =
Nh ﬁno [— 0 . | 2500 -
| NH . 140 = 0 . 4140 =
—_ 10 C 7 Nd 2190 = 2190 =
s L d ND O 4170 - O . 4170 -
i E 7"‘ 1 p 1 1 1
5 L i . N —
= | i LhHdD 7.09477625 +0.0485648684 | [ | . 7.09477625 -
bgd | 0.82399418 |£0.00223953... | | 0.82399418 -
r 7 porod 4.23421499E-11 | £2.10206471.. 7. 11| £3.9169356¢
L i porodExp 4.47901547 40.0831254065 4.47901547 =
scaling 0583261641 40.0058120012 0583261641 —
L i Sigma_Gauss_SD 0 - . 0 -
B
by Auto Simulation Scale Errors [ Save Session [ Statistics Notes [after Fit]
' N ' ) Fit Simulate xidof= | 9.56751903578E-04
Q, 100 |- — Script :: Before Fit R?= [ 9.99396803587E-01
v F i
L B Script :: After Fit time= [ 129 ms - 12 iteration(s)|
i o R | L L LT
10-2 101 RPA-aAbB-blend Poly: Gauss
# A
Q[A1] | UNSE  ASCILSANS.1D
- 00 Projoct Explorer CYC)
Qurt Name Type View Created Label
EH20001d0 Table Normal 13.122210:33 QI
FH20002d0 Table Normal — 13.12.22 al
& F§20003d0 Table Normal — 13.12.22 al
EHfitCurve-RPA-aAbB-blend-global-1 Table Hidden —13.12.2210:37  Fitting Curve
FRfitCurve-RPA-aAbB-blend-global-2 Table Hidden 13.12.2210:37 Fitting Curve
v
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[1.3] the table of datasets and parameters contains now “paste” button in the corner
header

T T T T T T T T T T T T T T T

I~ E Share? Vary?From..To Value #1 Error #1 Vary?From..To Value #2 Error #2 Vary?From..To Value #3 Error #3

- phi O O . 0.009 - O . 0.017 — O . 0.026 —

| phid 0] 0 . 0.45 — 0 . 0.45 — 0 . 0.45 —
phih -~ 0 . 0.4 - 0 . 0.4 — 0 . 0.4 —

- SLDdD n 0 . 6.532E+10 - 0 . 6.532E+10 — 0 . 6.532E+10 —

SLDhH -~ d . -2.73E+09 — 0 . -2.73E+09 — 0 . -2.73E+09 —

- densitydD B 0 . 0.87 — 0 . 0.87 — 0 . 0.87 —
densityhH O O . 0.762 — O . 0.762 — O . 0.762 —
massdD 0 0 . 0.0479452 - 0 . 0.0479452 - 0 . 0.0479452 -

- masshH 0 0 . 0.042029 - 0 . 0.042029 - 0 . 0.042029 -

Nh n 0 . 2500 - 0 . 2500 - 0 . 2500 -

NH B 0 . 4140 - 0 . 4140 — 0 . 4140 —

Nd n 0 . 2190 - 0 . 2190 - 0 . 2190 -

ND n 0 . 4170 - 0 . 4170 — 0 . 4170 —

10" |- N O 0 . 1 - 0 . 1 - O . 1 -

I B LhHdD 7.00477625 40.0485648684 | [ | .. 7.00477625 — 0 . 7.00477625 —

£ i bgd 0.82399418 40.00223953986 | [ | .. 0.82399418 - 0 . 0.82399418 -
é i porod 4.23421499E-11 | £2.10206471E-11 . 7.90308638E-11 | +3.91693564E-11 . 2.65258784E-11 | +1.36107049E-11

B porodExp 4.47901547 $0.0831254065 | [ .. 4.47901547 — 0 . 4.47901547 —

- scaling 0.583261641 $0.0058120012 | [ .. 0.583261641 — 0 . 0.583261641 —
Sigma_Gauss_SD O 0 — 0 . 0 — 0 . 0 -

100 .

L1 1 1 TR R N B O | 1 1 1 TR N N B A | -




[1.3] the table of datasets and parameters contains now “paste” button in the corner

header

4 QTISAS - /L

tati *

d =

@ @ 6 T

O I A I L EE——————————

O B = & B s =2 &8 % 7 |Mu“ |
[ XoX ) [EiGraph2 [xX5) FIT.CURVE(S)
==l
Save Current Fitting Session
v
T — T T T — T T
F ' ' Saiaaucion | © Q | |
w o =) Share? Vary?From..To Value #1 Error #1
L phi 0.009 — CLEM Function  Parameters  Global Limits  Fit - Control
H: - phid 045 Checks #1 Dataset #1 Checks #2 Dataset #2 Checks #3 Dataset #3
::zdo SERie 04 - Data Set(s) 2000140_1 | 20002401 | 2000300_1
L 65326410 =
) SLDhH 0 _|C 2.73E+09 N 166 N 166 N 166
L densitydD 087 _ First Point 1 1 1
o] densityhH =0 0762 _ Last Point 0 166 0 166 0 166
massdD 0.0479452 Weighting on 20001d0_d! on 20002d0_d! on 20003d0_dl
= 3 . masshH 0 |C 0.042020 — ) ..o resolution ..o resolution
N Nn 2500 - o of i off | integration o integration
NH 4140 " P m’. . nn. . (i) .
& Polydispersity polydispersity off polydispersity off polydispersity
2190 integration integration integration
4170
10" |- 1
= r 7.00477625
i E 082399418
= 4.23421499E-11
B 4.47901 +0.0831254065
+ 0 641 | £0.0058120012
@ - -
Weighting Method
B © Weighting Method Variance = Yoa (w =1/ |Ypa ]
r 1 ~ Resolution Options Y - independent variable to be fit
& "~ Polydispersity Options || 2 2.0
| B
100 ) Fit Simulate X */dof= \ 95675190357BL—U4\
Q. 3 b Script = Befors Fit R= ( 9.99306803567E-01
& o . | L L1l | L | Ll L1 Script : After Fit time= [ 129 ms - 12 iteration(s)|
102 10!
# Q[A‘] RPA-aAbB-blend Poly: Gauss
- 00 Project Explorer LX) Resuits Log
Qtrt Name Type  View Created Label
#520001d0 Table Nomal 1312221033 QI
82000240 Table Nomal 1312221033 QI
& {520003d0 Table Nomal 1312221033 QI
EEfitCurve-RPA-aAbB-blend-global-1 Table Hidden 13.12.2210:37 Fitting Curve
EEfitCurve-RPA-aAbB-blend-alobal-2 Table Hidden ~13.12.2210:37 Fittin Curve
¥
by ® & B, B & @& = & % @& U g |Helvetica v 22 sl ® U X x a8 T | Unicods M black




[1.3] the table of datasets and parameters contains now “paste” button in the corner

header

101

I[cm]

100

ﬁ Share? Vary?From..To Value #1 Error #1 Vary?From..To Value #2 Error #2 Vary?From..To Value #3 Error #3
phi - B 0.009 = - 0.017 = - 0.026 =
phid n n 0.45 - B 0.45 - N 0.45 —
phih -~ - 0.4 - O 0.4 — - 0.4 —
SLDdD -~ a 6.532E+10 - - 6.532E+10 — - 6.532E+10 —
SLDhH - - -2.73E+09 — -~ -2.73E+09 — B -2.73E+09 —
densitydD O O 0.87 - O 0.87 - O 0.87 —
densityhH - -~ 0.762 - -~ 0.762 — - 0.762 —
massdD N -~ 0.0479452 — -~ 0.0479452 — -~ 0.0479452 —
masshH O O 0.042029 - O 0.042029 - O 0.042029 —
Nh -~ - 2500 - O 2500 — - 2500 —
NH -~ -~ 4140 - - 4140 — -~ 4140 —
Nd -~ ~ 2190 - -~ 2190 - - 2190 —
ND O O 4170 - O 4170 - O 4170 —
N -~ -~ 1 — -~ 1 — - 1 —
LhHdD 7.09477625 +0.0485648684 7.09477625 — -~ 7.09477625 -
bgd 0.82399418 +0.00223953986 0.82399418 - O 0.82399418 -
porod ~ 4.23421499E-11 | +2.10206471E-11 7.90308638E-11 | +3.91693564E-11 2.65258784E-11 | +1.36107049E-11
porodExp 4.47901547 40.0831254065 | [ 4.47901547 — -~ 4.47901547 —
scaling 0.583261641 40.0058120012 | [ 0.583261641 — 0.583261641 —
Sigma_Gauss_SD n 0 - O] 0 - - 0 -
ﬁ -] Checks #1 Dataset #1 Checks #2 Dataset #2 Checks #3 Dataset #3
Data Set(s) 20001d0_I 20002d0_| 20003d0._|
N N B 166 N B 166 N B 166
First Point (] 1 (] 1 (] 1
Last Point -~ 166 -~ 166 ] 166
Weighting on | 20001d0_dI on | 20002d0_dl on | 20003d0_dI
Resolution | off | ...no resolution integration | off | ..no resolution integration | off | ...no resolution integration
Polydispersity | off ... no polydispersity integration | | off ... no polydispersity integration off ... no polydispersity integration




[2.1] SAS-detector could be placed off-direct-beam. Detector rotation
angles around a sample position (within horizontal and vertical planes)
are integrated into data analysis algorithms

l

ent & Data-Processing-Mode
testDetRot (SM) Standard Mode (=] l

© [x] Fixed Angle: 45.00 [x] Read from Header wer &0« &Q
eeeeeeeeeeeee [yl (’ Q
© Iy Fixed Angle: .00 [v] Read from Header er e\‘@ ’-\}O
\_ Q" X
0" N2
& v{\\Qo
cunvs(s;
® p- I
sample

detector



[2.1] SAS-detector could be placed off-direct-beam. Detector rotation
angles around a sample position (within horizontal and vertical planes)

are integrated into data analysis algorithms

\ SA(N)S Instrument :: Configuration

(

Detector:: Rotation

o)

006 DAN.SANS 006 DAN. | Horizontal Plane [x]
@l O T ocecioe 0cor 0 O bReadfombeader @ inerX
e[, Rawdata Tools Mask  Sensitivity Data Processing Merge Options Rawdata Tools Mask  Sen
Vertical Plane [y]
Select [Create] SA(N)S Instrument & Data-Processing-Mode [ Select [Create] SA(N)S Instrument & Data-Processing -
[y] Fixed Angle: .00 ° 2| © [yl Read from Header invert Y

testDetRot (SM) Standard Mode [&][0]

Data :: Input and Output Folders

N)S strument - cont ) [ SA(N)S Instrument :: Configuration I
)
Detector:: Rotation Header:: Map I
J
Horizontal Plane [x]
_ [x] Read from Header Free ASCII format [standart]
| "Flexible" Header | Last Line
_ #-Line #-Pos
H
Iy] Read from Header [Monitor-1] const 1
[Monitor-2] const 1 l
[Monitor-3|Tr|ROI] const 1 l
[Comment1] const l
[C const l
[Detector-X || Beamcenter-X] | const l
: _canst u
[Detector-Angle-X] {angle} s=1 I
[Detector-Angle-Y] const 0.0 I
X
{Samp ¥ {owgie} y s
[Sample-Motor-2] const l
[Sample-Motor-3] const J
[Sample-Motor-4] const l
[Sample-Motor-5] const J
[SA-Pos-X] const [} J
[SA-Pos-Y] const 0 I
[Field-1] const J
[Field-2] const J
[Field-3] const J
[Field-4] const )
[RT-Number-Repetitions] const 1 J
[RT-Time-Factor] const 1.0 l
e e ey o
v
DAN.SANS N l DANSANS  J
Frcurves) IEZNEEN
FIT.CURVE(S)

Detector rotation angles cold be fixed

(54 Stndar ove

Data :: Input and Output Folders

/

or readdble from the headers...




[2.2] Selection of the subfolder is implemented

Q06 DAN.SANS [xX 5] DAN.SANS
a @ a @
Options Mask Sensitivity Data Processing Merge Options Mask Sensitivity Data Processing Merge
| | ta Tools |
Header(s) - to - Info-Table to - Info-Matrix Header(s) - to - Info-Tab Image(s) - to - Info-Matrix
Bao allo|+ Balol+
| Compact |+ Matrixes columns: 3 z Compact + Matrixes columns: 3 z
Detector Sum for active Mask ‘ — Mask [ | Sens || Norm [ | ROI | Ascii | Detector Sum for active Mask ‘ Mask | Sens || Norm | ROI Ascii ‘
Header(s) - Info Extractor Header(s) - Info Extractor PR, ‘
: B 81/ © | Read & PyrIETTTIIREET B
Sample | 12-47-27-1 Sample +BAdd ||| @) . B 2022-0204_1247-274 l
2-04__12-47-27-BS;0p5m Sa .
Add :: Raw Files A || Extract :: Raw-matrixes ) Add :: Raw Files Extract§ Raw-matrixes | » b FOIder
Select Files & Add from: INPUT folder Select Files & Add from: INPUT folder
Add Files in Active Table (2 steps) to OUTPUT/raw-mal Add Files in Active Table (2 steps) to OUTPUT/raw-matrix folde!
Select Files & Create Table Add Extract Select Files & Create Table Add Extract

RT :: KWS-182 :: Real Time Tools
TOF :: KWS-18&2 :: Time Of Flight Tools

RT :: KWS-182 :: Real Time Tools
TOF :: KWS-1&2 :: Time Of Flight Tools

DAN.SANS DAN.SANS

rrecurves) ISR rrrcurve) NN




[2.3] added a new button to add block of matrixes from an active table

DAN.SANS + a

Options st - CR Ll Mask  Sensitivity — Data Processing  Merge

\ Rawdata Tools

[ :: Header(s) - to - Info-Table :: [ Image(s) - to - Info-Matrix ::
info-table B |§ info-matrix @
| Compact [+ Matrixes columns: 3 :
M i ; — — — — 3 :: Image(s) - to - Info-Matrix ::
| e DS /(@ Mask [ Sens [ Norm [ | ROI [ Ascii | o
[ :: Header(s) - Info Extractor :: 'mm a info-matrix
@ Read & Plot Matrix in [Plot-Active] I 3
columns:
Sample B +8Aw 51747 E :
| # Mask || Sens [ |Norm || ROI | Ascii |
51747 p2 PP072sdna \ /
[ :: Add :: Raw Files :: [ = Extract :: Raw-matrixes :

[ Select Files & Add from: INPUT folder

Add Files in Active Table (2 steps): to OUTPUT/raw-matrix folder

[ Select Files & Create Table H Add \ \ Extract

RT : KWS-1&2 : Real Time Tools
TOF :: KWS-1&2 :: Time Of Flight Tools

DAN.SANS

FIT.CURVES) IEANENEN




[2.3]
+

) A QTISAS - untitled *
L '@|" = R I (i (Rt & » = d & 5 8 A A L8 = @ |\ &2 I ¢ > > =
DPRRRDER @ % 8@ % =56 ¢ 2 Qs

[Fcraph1 BHo-matrix - [1,1] 51846; [2,1) 51840; [3,1] 51837; [1,2] 51845; [2,2] 5... o6 DAN.SANS
" | 2 : a O
1 0.00000000E+00 0.00000000E+00 0.00000000E+00 0.00000
bl Options [t lo-gr il Mask — Sensitivity — Data Processing  Merge
2 0.00000000E+00 0.00000000E+00 0.00008550ETD " FIT
Rawdata Tools
b 3 0.00000000E+00 0.00000000E+00 0.00000000E+00 0.00000
4 0.00000000E+00 0.00000000E+00 0.00000000E+00 0.00000 |
j
3 5 0.00000000E+00 | 0.00000000E+00 | 0.00000000E+00 | 0.00000 info-table +8 |Step #3
i) 6  0.00000000E+00 0.00000000E+00 0.00000000E+00 0.00000 Compact
7 0.00000000E+00 0.00000000E+00 0.00000000E+00 0.00000 um for active Mask |
<l =
* 8  0.00000000E+00 0.00000000E+00 0.00000000E+00 Header(s) - Info Extractor
= 2 9 0.00000000E+00 0.00000000E+00 0.0000000Q, 0.00000 a alo asct
= SANE
:_‘: 2 | sample B +aAd 2]
» B /7 Table2
L i L \ / 51747 p2 PP072sdna
=) | k™ 1x] 2[v] 3[y]
== B Adggs#®®W Files Extract :: Raw-matrixes
1 51846 51840 51837 = Select Files & Add from: INPUT folder
! 2 51845 51839 51836 ) }
100 3 51844 51533 Add Files in Active Table (2 steps) to OUTPUT/raw-matrix folder
Select Files & Create Table Add Extract
Step #2
1 1
20
3 X Axis Title
' Vi

#1 creation of the empty matrix with defined number of column [“info-matrix”]
#2 manually filling of the table with run-numbers

#3 pushing of the NEW button

#4 plotting of the [“info-matrix”]



[2.4] linear merging option is implemented; progressive merging is optimized
[during a single detector image radial averaging]

LX) DAN.SANS

oo —— 0]

Options  Rawdata Tools  Mask  Sensitivity JRsEICRg Ll Merge

Table of Configurations :: Data P g
| Options :: Data Processing W
‘ () Options :: [2D] © Options :: [1D] (" Options :: Script Table ‘
mQ] :: Radial Averaging :: Method ( |
\ ) I[Q] :: Radial Averaging :: Method
© standart (Shells) [ 4-Pixel Interpolation (H.F.)
1 2| [Linear Merging Factor: 1..100] [ 3 > ° Standart (Shells) (" 4-Pixel Interpolation (H.F.)
1.000 ; [Progressive Merging Factor: 1.000..1.200] 1 2 [Linear Merging Factor: 1..100]
1.000 2| [Progressive Merging Factor: 1.000..1.200]
\_ ~

( Script-Table Tools

Bav~ (oM (6T [w)|

( Process active Script-Table
1xy] Iay] difxy] Qxy] | >>File © >>Project

Q]
1[Q.¢] 11Qx] a[xy] dQ [xy]

DAN.SANS




[2.5] check-boxes are re-ordered to several groups;

‘0 (5] DAN.SANS

Options  Rawdata Tools ~ Mask  Sensitivity JeCClg Ll Ll Merge

Table of Configurations :: Data Processing

[ Options :: Data Processing |

‘ [ Options :: [2D] (" Options :: [1D] (© Options :: Script Table

‘ Experiment Configuration is also defined by : [ Calculate in active script:
| "Beam-Center / Detector-position”
- Abs.Factors (DB
|| "Sample Position Number" s-Factors (DB)
"Polarization" Tr [DB, radius in "MaskDB"]
|| "Attenuator”
- nua Beam.Centers

| "Detector-Angle-x/y"

( Script-Table Options :
| Find center for every file [during adding to script table]

@ ission: Force copy-paste for the same samples
| Reread old files [When added to script new runs]

( Processing Options :
Auto-Generation of Merging Template
| Auto-Merging
| Output Names: SAMPLE-RUN# order
Skip Transmission Configurations
Rewrite output [No indexing]
Sort output widgets to corresponding folders

( Script-Table Tools

|53New H@Md ”ig,Tr

Process active Script-Table

1 [x,y] 1 [Qy] 15 dl [x.y] Qxyl | >>File ° >>Project
Qe 11ax] oxy] dQ [xy]

[. DAN.SANS




[2.6] implemented buttons for the absolute factor calculation
within the current script table (in the case of the direct beam
absolute calibration) and transmission calculation

DAN.SANS
ptions ~ Rawdata Tools Mask ivit Data Processing Merge

¢ ™
Table of Configurations :: Data Processing - - . R
( Optons - bota Procesrg ) Calculate in active script:
[ ) Options :: [2D] ") Options :: [1D] © Options :: Script Table ]
—
Experlmen( Configuration is a\s.o- defined by : Calculate in active script: Abs . Fac’brs (DB)
| "Beam-Center / Detector-position™
| *Sample Position Number" AbeFaciors (08)
"Polarization" Tr [DB, radius in "MaskDB"] 4:
. S N N "
0 Manir Beam Ceners Tr [DB, radius in "MaskDB"]
| "Detector-Angle-x/y" E

Script-Table Oy
[ Find center for every file [during adding to script table]

Beam.Centers

Transmission: Force copy-paste for the same samples
| Reread old files [When added to script new runs]

Processing Options :
Auto-Generation of Merging Template
|| Auto-Merging
|| Output Names: SAMPLE-RUN# order
Skip Transmission Configurations
Rewrite output [No indexing]
Sort output widgets to corresponding folders

Script-Table Tools

Bav (o (g7 g

ess active Script-Table
1xy] 11Qy] Il difxy] Qxyl | >>File © >>Project
1[Q.9] 11Qx oxyl dQ [xy]

DAN.SANS




[2.7] second way of merging implemented in the DAN-SANS. Re-binning
with pre-defined steps in the g-space (linear or logarithmic) is possible.
This is specially important by merging of the TOF channels.

06 DAN.SANS

8 cwsrao |00

Options ~ Rawdata Tools  Mask  Sensitivity ~ Data Processing

Merge
[ Merge by Re-Binning ]

.. merging buttons: save as tables or ascii files

|+ Merge by Re-Binning [project] ‘

|¢ Merge by Re-Binning [ascii] ‘ | Merge files within a row

... binning of the Q-range ...

() Full Q-range [from datasets] # Points: 300  * @ Log.Step

© Manual Q-Range: Qmin: 0.0010 '*| Qmax: 0.3000 -
Act ive Ta b I e d efi n e I iSt Of R u n S to m e rge ... skip points out of selected statistical-error range ...
0.00% (S| = Emor = 1400.00% ©
... after merging:
remove first: 0 points ; remove last: 0 points

... statistical equations behind...

q.i.di.dg. 0>>Q. 1.dl. dQ.0O

Q=3q/N dQ =V(Zdg?) /N
I=%i/N di =V(Zdi2) /N
Q = (Qrax-Qmin)/2 + V( Z02) /N
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