N.B. There are 3 additional responses included here that are not in the raw data, as they
were received after the closing date of the survey. They are included here for completeness
and do not substantively effect the outcome of the analysis presented.

A Survey About Raw Data Archival and
Reuse in Chemical Crystallography

193 responses

Publish analytics

If you don't archive raw data, what are the main reasons (please tick all that

apply)? If you do archive your raw data, p...se proceed straight to the next question.
38 responses

No infrastructure

Not technically adept
Not allowed by institution
It's not necessary

No budget for this
Retired

17 (44.7%)
5 (13.2%)

12 (31.6%)
11 (28.9%)
1(2.6%)

1(2.6%)

1(2.6%)

1(2.6%)

1(2.6%)

1(2.6%)

1(2.6%)

| do archive

We probably do not think
this is necess...

Never considered doing it.



Where do you keep your raw data (please tick all that apply)?
184 responses

The computer connected to

94 (51.1%)

the diffracto... 97 (52.7%)
A computer / filestore in my 52 (28.3%) o
. (1]
laboratory 56 (30.4%)
A university/organization 46 (25%)
datastore °

13 (7.1%)
4 (2.2%)
1(0.5%)

1(0.5%)

1(0.5%)

1(0.5%)

1(0.5%)

1(0.5%)

0 25 50 75 100

Commercial online (cloud)
datastore e.g...

File Server of my Institut
Chemistrty X-ray Facility

manager keeps...

ISIS data catalogue (
university store s...

Do you manage your archive (please tick the closest option or give an alternative

approach in the 'other' section)?
183 responses

@ No - it simply accumulates

@ | use solely a 'live' archive (w...

@ I use solely a 'dark’ archive (w...
@ | use both a 'live' archive forr...

@ | periodically group raw data t...
@ | actively review whether histo...
@ | assess whether it is possible...

oK
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Is your raw data searchable (please tick the closest option and/or provide more

details)?
181 responses

@ By browsing only

@ By filename/sample identifier...
@ By high-level terms eg exami...
@ By a range of terms, including...
® No

@ CIFs are searchable by range...
s

@ see previous answer
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Is your raw data externally available?
186 responses

@ Yes (e.g. open access;
collaborators; other researchers
requesting access)

® No




If it were to become Policy to make funded research raw diffraction data

accessible after 3 years since measurement, would you endeavour to comply?
183 responses

@ Yes, | would do this for all my
raw data

@ Yes, but | would only do so in
cases where | had to

@ No

Do any of the following organisations who might have a controlling hand in your

research have a policy that mandates you manage and/or share your raw data?
175 responses

The research funder

41 (23.4%)
My employer (not a HEI) 11 (6.3%)
8 (4.6%)

A Publisher that | submit to 16 (9.1%)
109 (62.3%)

still retired

Departmental
Instrumentation committee

1(0.6%)
1(0.6%)
1(0.6%)
1(0.6%)
1(0.6%)
1(0.6%)

0 50 100 150

The university has been
working to deve...



Would you anticipate being able to pay for external archive/repository services

and facilities e.g. through research grants or institutional funding
187 responses

@® Yes
® No
@ Maybe

Y

How likely is it that you will need to revisit raw data in your own work?
187 responses

60

57 (30.5%)

4 44 (23.59
Count: 25

20 25 (13.4%) |
20 (10.7%)



How likely is it that you will need to examine raw data when reviewing someone

else’s work?
189 responses

60

49 (25.9%) 47 (24.9%) 48 (25.4%)

40

28 (14.8%)
20
17 (9%)

If you had access to a repository containing raw data, what would you want to
use it for (please tick all that apply)?

183 responses

Training datasets 94 (51.4%)

34 (18.69
To validate a result that you ( %)

are revie...

To better understand a
complicated resu...
These are potential
applications but so...
Improement of previous
data precesing

| have sufficient amount of
data of my ...

We trust CheckCIF output
and never requ...

120 (65.6%)

85 (46.4%)
106 (57.9%)

1(0.5%)
1(0.5%)
1(0.5%)
1(0.5%)
1(0.5%)
1(0.5%)
1(0.5%)

0 50 100 150



There are some cases where publishing raw data may be necessary. Please tick

all the cases that you agree would be worthwhile.
185 responses

Validation: a result provides
a contrib...

To back up modelling of
disorder, twinn...

To make available disorder,

136 (73.5%)
114 (61.6%)
134 (72.4%)
91 (49.2%)

o 129 (69.7%)
When it is o tw;:":g’t"“ 105 (56.8%)
en it is ci;arrovaeml;:re 107 (57.8%)
s P o 94 (50.8%)
upramo ecu_ ari 4 (0.5%)
Assemblies
1(0.5%)
We see the benefits of
archiving raw da 1(0.5%)
9 11 (0.5%)
something |—1 (0.5%)
0 50 100 150

The description that best fits my role is:
188 responses

@ Staff/service crystallographer...
@ Principal Investigator Faculty...
@ Research faculty (non-tenure...
@ Emeritus faculty member at a...
@ Graduate student or post-doc...
@ staff/service crystallographer...
@ Researcher at an industrial in...
@ Employee at a crystallographi...

113V



| come from
191 responses

@ North America

@ South and Central America

@ Europe (including Russia)

@ Viddle East

@ Africa

® Asia

@ Australia, New Zealand and
South Pacific territories



