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the TOSCA team (ISIS, RAL,
UK) kindly provided me with a

picture
taken in the their cabin: the PC

screen shows the MANTID

software which is

used for the data reduction
from

time-of-flight raw histograms to
energy transfer spectra.
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1:2 h-ChCl:h-Urea + 1% d-SDS_SANS
1:2 h-ChCl:d-Urea + 0.1% h-SDS_SANS
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12015-10-10T22:06:51|{00:30:15 [[20.0051 Edler,Amold,Jackson,Femandez,Heenan UNS]ﬂ
2015-10-10T22:37:32//00:30:16 [{20.0110 Edler,Amold,Jackson,Femandez,I—EQlan UN48P_1
2015-10-10T23:08:15((01:00:21 40.0024 Edler,Amold,Jackson,Femandez,Heenmﬂ UNSPI
2015-10-11T00:09:03/01:00:22 |[40.0062 Edler,Amold,Jackson,Femandez,HecnanIUN_SPI
2015-10-11T01:09:52{(01:00:21 |[40.00 1 3_1|Edler,Amold,J ackson,Fernandez,Heenan rUN_SP_I
2015-10-11T02:10:42/|01:00:26 |{40.0045 @er,Amold,Jackson,Femandez,Heenan [UNSPI
2015-10-11T03:11:34/|01:00:23 40.0079 Edler,Arnold,Jackson,Femandez,Heenan UNSPI
2015-10-11T04:12:27/101:00:23 40.0081 Edler,Amold,Jackson,Femandez,Heenan UNSPI
2015-10-11T05:13:18(/01:00:23 40.0048 Edler,Amold,Jackson,Femandez,Heenan UNSP1
2015-10-11T06:14:09]/01:00:22 [[40.0101 |[Edler, Amnold,Jackson, Fernandez. Heenan OS]
2015-10-11T07:15:00[{01:00:28 [[40.0037 Edler,Amold,Jackson,Femandez,Heenan UNSPI
2015-10-11T08:15:55/[01:05:49 |(40.0067 Edler,ArnoId,Jackson,Femandez,Heenan UNSPI
2015-10-11T09:22:13]|01:00:27 40.0094 Edler,Amold,Jackson,Femandez,Heenan UNSPI
2015-10-11T10:23:09][01:00:27 [@.0081 Edler,Arnold,Jackson,Femandcz,Heenan UNSPI
2015-10-11T11:24:04/100:30:12 [20.0079 Edler,Amold,Jackson,Fernandez,Heenan UNSPI
2015-10-11T11:54:44[(00:30:14 20.0078 Edlcr,Arnold,Jackson,Fernaudez,Heenan UNSPI

2015-10-11T12:25:32[]00:12:04 |[8.0014 Edlcr,AmoId,Jackson,Femandez,Heenan HN_SEI
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in the case of SANS and Reflectometry, we use whatever software/

routines are used at the facility in question. "
There is not a general "reduction of science data" approach.

For example for me for small angle scattering (just thinking
recently):

At NIST, | use Igor Pro - | have a screenshot of that somewhere from

a recent experiment that I'll dig out.
At ISIS, | use the ISIS Mantid interface
At SNS, | use the SNS Mantid interface

At ILL, | use GRASP (or historically LAMP) with the specific interface

for the beamline I'm using
At Diamond, | use DAWN

At PSI | believe they use the BERSANS routines, which are also
used at HZB (I think).
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Some examples of
*The output from an ISIS automatic logbook
*A typical written logbook
A spreadsheet with my summary of an
experiment

A written "logbook" from IN10 (when it was still

running) ... instruments used to keep written
logbooks of every experiment and some still do.

Sometimes these are actually book, other times

they're just run lists In a file

Some of these are quite old but the methodology
hasn't really changed
During data reduction | would just refer to these
and enter the relevant runs into the software.

O gs logbook[2].pdf
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SAXS 122 23rd January 2015

Run # Sample #| Code|Description Temp
197353 1 100(1:2 ChCl:Urea 30
197389 2 101|1.6e-4 SDS in 1:2 ChCl:Urea 30
197352 3 102(9.8e-4 SDS in 1:2 ChCl:Urea 30
197351 4 103|1.2e-3SDS in 1:2 ChCl:Urea 30
197388 5 104|1.7e-3 SDS in 1:2 ChCl:Urea 30
197387 6 105(3.8e-3 SDS in 1:2 ChCl:Urea 30
197386 7 106|6.1e-3 SDS in 1:2 ChCl:Urea 30
197385 8 107(1.5e-2 SDS in 1:2 ChCl:Urea 30
197384 9 108|3.2e-2 SDS in 1:2 ChCl:Urea 30
197383 10 119(2.4e-2 SDS in 1:2 ChCl:Urea 30
197382 11 109(3.6e-4 SDS in 1:2 ChCl:Urea 30
197381 12 W100(1:2 ChCl:Urea+5wt% water 30
197380 13 W101(1.6e-4 SDS in 1:2 ChCl:Urea+5wt% water 30
197379 14 W102(9.8e-4 SDS in 1:2 ChCl:Urea+5wt% water 30
197378 15 W103(1.2e-4 SDS in 1:2 ChCl:Urea+5wt% water 30
197377 16 W104(1.7e-3 SDS in 1:2 ChCl:Urea+5wt% water 30
197376 17 W105(3.8e-3 SDS in 1:2 ChCl:Urea+5wt% water 30
197375 18 W106(6.1e-3 SDS in 1:2 ChCl:Urea+5wt% water 30
197374 19 W107(1.5e-2 SDS in 1:2 ChCl:Urea+5wt% water 30
197373 20 W108(3.2e-2 SDS in 1:2 ChCl:Urea+5wt% water 30
197372 21 W119(2.4e-2 SDS in 1:2 ChCl:Urea+5wt% water 30
197371 22 W109(3.6e-4 SDS in 1:2 ChCl:Urea+5wt% water 30
197412 23 100(1:2 ChCl:Urea 50
197411 24 101|1.5e-4 SDS in 1:2 ChCl:Urea 50
197410 25 102(9.8e-4 SDS in 1:2 ChCl:Urea 50
197409 26 103|1.2e-4 SDS in 1:2 ChCl:Urea 50
197408 27 104|1.7e-3 SDS in 1:2 ChCl:Urea 50
197407 28 105(3.8e-3 SDS in 1:2 ChCl:Urea 50
197406 29 106(6.1e-3 SDS in 1:2 ChCl:Urea 50
197405 30 107|1.5e-2 SDS in 1:2 ChCl:Urea 50
197404 31 108|3.2e-2 SDS in 1:2 ChCl:Urea 50
197403 32 119(2.4e-2 SDS in 1:2 ChCl:Urea 50
197402 33 109(3.6e-4 SDS in 1:2 ChCl:Urea 50
197203 34 500(1:2 ChCl:Glycerol 30
197271 35 501|1.5e-4 SDS in 1:2 ChCl:Glycerol 30
197272 36 502|3.7e-4 SDS in 1:2 ChCl:Glycerol 30
197273 37 503|8.0e-4 SDS in 1:2 ChCl:Glycerol 30
197274 38 504|1.9e-3 SDS in 1:2 ChCl:Glycerol 30
197275 39 505|3.7e-3 SDS in 1:2 ChCl:Glycerol 30
197276 40 506(7.6e-3 SDS in 1:2 ChCl:Glycerol 30
197277 41 507(1.9e-2 SDS in 1:2 ChCl:Glycerol 30
197278 42 508(4.0e-2 SDS in 1:2 ChCl:Glycerol 30
197279 43 519(3.0e-2 SDS in 1:2 ChCl:Glycerol 30
197202 44 541(1.5e-4 C12TAB in 1:2 ChCl:Glycerol 30
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3 41788 41789 transmission 10,9 B
4 41790 41791 transmission 25 1
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6 3 Runnumber Sample
7 | Run number Sample | ! 4 start end water tail head deuteration head type surface pressure comments
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3 41794 41795 D20 d d pro 5,5 ) 5 261883 gly 18 15C
10 41796 41797 D20 10,9 6 261889 gly 18 15C 30A
11 41798 41799 D20 25 a 7 261895 gly 25 15C
12 41800 41801 D20 d h pro 5,5 |
13 41802 41803 D20 10,9 j Syl 261901 gly o ot
14 41804 41805 D20 25 y 9 261908 gly 9 25C 40A
15 41806 41807 D20 35 |10 261919 gly 25C 30A
16 41808 41808 D20 d h gln 5,5 wrong pressure 1
17 41810 41811 D20 25 3 3N 261925 gly 25[25C
18 41812 41813 D20 35 12 261331 gly 35 25C
19 41814 41815 ACMW d d pro 5,5 13 261942 pro
20 41816 41817 ACMW 10,9 14 261947
21 41818 41819 ACMW 25
22 41820 41821 ACMW 35 |
23 41822 41823 ACMW d h pro 5,5
24 41824 41825 ACMW 10,9 M Ed o~ 7 ] logbook(1).xIsx [Read-Only] @ .
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Where do we go from here?

* Are there any problems with the current system(s)?
e Can we extend web solutions to include all scientists’ metadata needs?

* Would scientists use such an interface or previous way is still preferable®



