
Responses to a survey published 
at:

https://www.iucr.org/news
/newsletter/volume-

28/number-1/raw-data-
availability-the-small-

molecule-crystallography-
perspective

https://www.iucr.org/news/newsletter/volume-28/number-1/raw-data-availability-the-small-molecule-crystallography-perspective


Mainly ’Do It Yourself’ with 
resources readily to hand in the 
lab

Around 20% use more ‘modern’ 
(ie networked) approaches
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38/193 people DON’T archive 
raw data

Half of these probably would if 
there was support available
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Largest response is no

Majority perform some sort of 
activity

Very little active review over time
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Very few ‘advanced’ 
approaches

Mostly tools provided 
already by operating 
system

Requires prior knowledge 
to search
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Over half unaware of any 
governing policy

Funding agencies are the most 
prevalent, with institutions also 
featuring
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This behaviour reflects general data management practice 

‘Archival’ can imply keeping data safely out of sight, but some current data management practice 
could easily be converted to more ‘open’

Only a modest amount of culture change required

‘Lab finances’ are not a significantly influencing factor for local archive, but are for publishing

Some infrastructure and guidance development is necessary… 
 Index/Search system (not reliant on operating system/single lab ID)

 Persistent IDs

 Standard archive approach (metadata + packaging format)

 Mechanism to clearly link raw data with ‘results’ data

 System to establish if an image is ‘clean’

 System to establish if all Bragg diffraction in raw data accounted for in the model

 Ability to have control over when/if to publish

A start: IUCrData to publish "Raw" Data Letters…



Day 2: Thursday 12 August
Session 2: What would a ‘standard’ look like? – best practice

14:00-14:10

(08:00-08:10)

Simon Coles (Southampton) Current practices in raw data archival (home laboratories)

14:10-14:35

(08:10-08:35)

Graeme Winter (Diamond) Future outlook for a curated raw data archive

14:35-15:00

(08:35-09:00)

Loes Kroon-Batenburg

(Utrecht)

How to make structures better in the future and the use of published raw data in crystallographic 

software development

15:00-15:20

(09:00-09:20)

Coffee

15:20-15:45

(09:20-09:45)

Teodor Ivănoaica (Extreme Light 

Infrastructure)

Data Policy at Large Research Infrastructure. Data Retention challenge

15:45-16:10

(09:45-10:10)

Natalie Johnson (CCDC) The value of integration of raw data with publishing procedures and results databases

16:35 (10:35) Panel discussion 16:35 (10:35)

17:00 (11:00) Close of Day 2


