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Interview Transcript 
 
Interview reference: Biochemistry 1 
Role: Member of academic staff 
Interview length: 46 mins 
Format: Telephone 
Questionnaire respondent? Yes 
 
 
A. Identities 
 
A1. Which discipline group best describes your field of interest? 
 
Biochemistry – but with an emphasis upon Chemistry. 
 
 
A2. Briefly describe a typical research project workflow. What steps do you go through 
e.g. from generating data, then analysing it and eventually publishing? 
 
Our research is hypothesis driven. We would normally base our hypothesis upon prior work, 
so we’re not starting from scratch. We would test our hypothesis, acquiring data as necessary, 
possibly taking into account data from others, although we are working in a new area so this 
is limited.  We would typically use databases at the analysis stage e.g. Protein Data Bank. 
 
We prefer to publish a complete story rather than publishing as we go: a substantial piece of 
work is better than piecemeal publication. We usually publish around six times a year, at the 
most seven times. 
 
 

B. Source data 
 
B1. Could you confirm the types of electronic source data you produce? (7) 
 
[The interviewee had already indicated via the questionnaire that s/he produced: text-based 
files; spectra; drawings; plots; databases.] 
 
Our lab produces: protein structures; NMR data; tables of assignments (which we deposit in 
the BioMagResBank (BMRB); crystal structures (which we deposit in the Protein Data Bank 
(PDB); and isothermal titration microcalorimetry (ITC)/thermodynamic data. 
 
 
B2. In what formats are these source data held? (8) 
 
[The interviewee had already indicated via the questionnaire that data were held as: 
tables/catalogues; plain text; database files.] 
 
The crystal structures are held in PDB format. The NMR assignments are text as is the ITC 
data.  Some of this textual data are also held as pdf files. 
 
 
B3. How is this data produced? 
 
Through NMR spectroscopy, crystallography and ITC experiments. 
 
 
B4. How is this data stored?  
 
Locally on a PC, to which the whole group have access. 
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B5. Generally, how large are the files you generate? 
 
Hundreds of kilobytes rather than megabytes, as we’re mainly producing text files. 
 
 
B6. You indicated in the questionnaire that you occasionally generate a combination of 
differing data formats.  What formats might be combined? (9) 
 
We would combine NMR and crystallography datasets. 
 
 
B7. To what extent do you think the data you generate would be useful for other 
research projects? 
 
Difficult to say as we’re working in a new field. Our data would be as useful or as valuable as 
any other dataset. The ITC data as it’s so new is probably of more value to others. 
 
 
B8. Would it need any modifying before dissemination i.e. would it be easy for others 
to use in its raw state? 
 
It would be fairly easy for others to use. We do circulate PDB files before publication for 
example the co-ordinates of structures.  I suppose our pre-publication data can be used with 
a health warning. 
 
 
B9. Conversely, why might you wish to access source data generated by other 
research projects? (10) 
 
If a particular protein or molecule structure of a complex were already out there, then we 
would use that rather than re-running the work. 
 
 
B10. What kind of data?  
 
See B9 and B11. 
 
 
B11. How do you find and access it? (11) 
 
We would use the standard sources, so for NMR data we would use BMRB. We would also 
use PDB. There is a new database for ITC data, but it is incomplete so we have to trawl 
through the primary literature using Web of Science or Google Scholar.   
 
 
B12. How might the sharing of this source data be made easier? 
 
A new database for ITC data would be best but this would rely upon everyone to submit.  I 
think the community should be impelled to do this. 
 
 

C. Source repositories 
 
In the questionnaire, you indicated that you submitted data to: BMRB (Wisconsin); 
Protein Structures Database; Brookhaven National Laboratories. (12) 
 
Which Protein Structures Database in particular?  
 
PDB.  We submitted to Brookhaven through a collaboration. 
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C1. Why did you choose these repositories? 
 
BMRB and PDB are the standard.  They’re the ones we know. Our software will read PDB 
files and has a convenient interface.  We wouldn’t want to use a repository that was 
incompatible with our software. 
 
 
C2. How easy was it to submit data? 
 
NMR assignments can be tortuous. Crystallography data is easier due to the amount of data 
involved. Uploading is easier. 
 
 
C3. Anything that you particularly liked or disliked about the process? 
 
We only submit to BMRB infrequently so it’s difficult to say.  It’s a reasonably user-friendly 
process. 

 
 
C4. Do you download data from any source repositories? 
 
Very frequently from PDB, probably monthly. Less frequently from BMRB. 
 
 
C5. How frequently? 
 
See C4. 
 
 
C6. What were your experiences of this process? Eg. How easy was it to find what you 
were looking for? 
 
It’s very straightforward. If you know the accession code and keyword then PDB is very easy. 
 
Keywords alone can give fifty hits.  Accession codes on their own don’t give a proper idea of 
what you’ve found so you have to visualize each one. 
 
 
C7. How in your opinion could source repositories be improved? 
 
There’s not enough structure in BMRB and I’m not convinced that everyone is submitting.  It 
should be a requirement of journals that data is deposited within BMRB on publication. 
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D. Metadata 
 
[The interviewee had already indicated via the questionnaire that the following highlighted 
metadata fields were important to describe his/her data] (13): 
 

• Project reference numbers/identifiers 

• Author / data creator name(s) 

• Title of data set X 

• Subject keywords X 

• Funding source 

• Publisher  

• Dates of project X 

• Date (e.g. of data creation) 

• Format (e.g. PDF or HTML)  X 

• Project description X 

• Project title  X 

• Other 
 
D1. Do these fields describe the resources you deposit accurately enough to allow 
others to determine the file’s contents? i.e. are there any fields missing? 
 
The metadata required by BMRB is the ideal standard.  It uses STAR (Self-defining Text 
Archival and Retieval format).  BMRB is way ahead of PDB in this area. 
 
 
D2. At what stage are metadata assigned to your research data? (14) 
After submission of my data to the repository. 
 
[The interviewee confirmed that this was correct.]  
 
D3. Who assigns this metadata? (15) 
 
Metadata are assigned by the repository administrators. 
 
[The interviewee confirmed that this was correct.]  
 
 
D4. Does your use of metadata vary according to the type of data you submit? i.e. 
would you use other fields to describe other types of data? 
 
We’re not really using metadata to describe ITC files at the moment as the files are text-
based and we’ve only been running them a couple of years. 
 
 
D5. Do you know of any standard metadata sets that are used to describe your data? 
 
STAR.  [See D1.] 
 
 
 

E. Data access and sharing 
 
E1. What measures do you use to make your research data available? (16) 
 
[The interviewee had already indicated via the questionnaire that: data are exchanged by 
email; via a publisher; and through a source repository.] 
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We can exchange data by email as the datasets themselves are not that big.  Once we’ve 
deposited data within a database then they’re freely available to anyone.  We usually deposit 
immediately on publication, but it can be earlier. 
 
 
E2. What factors would encourage you to share your research data? (17) 
 
I think if the research is publicly-funded then it’s inappropriate for it to be kept secret.  The 
days of one person working alone are gone.  Team effort and collaboration is the norm. 
 
 
E3. What factors would discourage you from sharing your data? (18) 
 
If a direct competitor asked for my data I wouldn’t say no, but I would want to know what they 
wanted it for. 
 
 
E4. What kind of formal restrictions do you apply to the release and/or access to your 
research data? (19) 
 
In theory we would stipulate that our data should not be used for commercial purposes but in 
practice we’ve never said this.  
 
 
E5. What actual practical measures or processes do you use to control access to your 
data? (20) 
 
[The interviewee had already indicated via the questionnaire that: data are released on 

request.] 
 
If requesters have to email us then there is a manual filter. 
 
 
 

F. Output repositories 
 
F1. In the questionnaire, you indicated that you used 
 

• Institutional [eg. White Rose Consortium eprints repository] 

• Discipline X [eg. arXiv] 

• Publisher X [eg. ScienceDirect] 

• None 

• Other 
 
F1. Which output repositories do you use for information to draw on in your research? 
(21) 
 
The ACS (American Chemical Society) website, mainly the Journal of the American Chemical 
Society. It’s a very nice system, in fact a paradigm in that it’s easy to submit papers 
[manuscripts].  Obtaining papers is easy as they’ve been scanned in from the very first issue. 
 
Other publishers often make things difficult. Often the backruns aren’t complete: they list the 
contents but then you can’t get to the full text. 
 
I also use ScienceDirect. 
 
[N.B. Despite noting in the questionnaire that s/he used discipline repositories, in fact s/he 
was classing the ACS website in this category, when for our purposes it would be classed as 
a publisher’s repository.] 
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F2. And to source material for teaching you used? (22) 
 
I tend to use text books for teaching rather than journal literature. I also use bits and pieces 
off the web, but mostly I generate teaching material myself. 
 
[N.B. Despite noting in the questionnaire that s/he used institutional repositories to source 
material for teaching, this is not in fact the case.] 
 
 
F3. When making your own research papers available, how do you choose where to 
publish or deposit? 
 
The politically correct answer would be that we try to publish in journals with the highest 
impact factor.  The reality is that we try to publish were it will be read for example in the 
Journal of the American Chemical Society. 
 
 
F4. In which output repositories do you deposit your research publications? (23) 
 
See F3. 
 
 
F5. Of the output repositories you have used, what were their good or bad points? 
 
The worst thing is that repositories do not have the full catalogue for example the Journal of 
Biomolecular NMR.  Completeness is the key. Some websites go out of their way to make it 
difficult to access the full text. 
 
 
F6. How could output repositories be improved? 
 
See F5. 
 
 
F7. Would you consider depositing your research papers in an open access 
institutional repository? 
 
Yes, I would consider it. I wasn’t aware that the White Rose Repository existed.  I don’t have 
a problem with it in fact I think it’s important.  I would like to see everything freely available. 
 
 
 

G. Support 
 
G1. Please would you describe the level of support you receive when using output 
repositories.  This can be from individuals or from online links or advice. (26) 
 
I’ve never used the online help.  I’ve usually given up and gone to the library and photocopied 
the article I need. For example, sometimes I can’t print pdfs. 
 
 
G2. Do you think you are using output repositories efficiently? 
 
I’d like to think so.  I tend to download everything and I expect to see everything online:  I’m 
surprised if something is not available.  
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G3. Might there be features of output repositories that you are unfamiliar with? 
Probably. I use simple searches, author and keyword.  It’s adequate for my purposes and I 
usually find everything I need. 
 
 

H. Reprise of project aims – Source repositories 
 
H1. You indicated on the questionnaire that if it were possible to link from repositories 
of source data to the publications developed from this data, it would be of “significant 
advantage to your work”.  Why is this?  (5) 
 
If I had a paper with a crystal structure that didn’t give the accession code, then just using the 
keyword in PDB could give me forty hits.  A link would mean there is no ambiguity. If it were 
applied rigorously then I would know that I had the correct dataset. 
 
[N.B. The interviewee placed emphasis upon the output-to-source, rather than the source-to-
output direction that the question specified.] 
 
 
H2.  You indicated on the questionnaire that if it were possible to go directly from 
within an online publication (electronic journal article or other text) to the primary 
source data from which that publication was developed would be of “significant 
advantage to your work”.  Why is this? (6) 
 
A paper in for example the [print version of the] Journal of Molecular Biology assigning a 
given protein might state that there is supporting information in the JMB online.  This 
supporting information might no longer exist but if it were in BMRB then it would be available.  
Persistence is important. 
 
 
H3. Having now considered both source and output repositories, and how they might 
relate, what functionality do you consider to be missing from the source repositories 
you have used? (28) 
 
Nothing. I’m happy with them. 
 
 
H4. We are exploring ways of providing links from repositories of source data to 
repositories of published papers because we believe there is a need amongst 
researchers to identify published (and pre-published) papers that have made use of 
their source data.  In what way can you identify with this perceived need? (29) 
 
This would be good. We could then report to funders how many people have accessed our 
data.  Also if the university wanted to do silly stuff with the RAE...! 
 
 
H5. Linking to source data from output repositories will require that an adequate range 
of metadata is applied to the source data that will persist over time. What sort of 
difficulties – and solutions to them – might you anticipate when attempting this? (30) 
 
This is the $64,000 question!  Will it go outdated? The BMRB STAR format persists and as 
the format is text-based, it still makes sense.  PDB format was good in its day but as to 
formats in the future, I don’t know. Would we have to convert everything? 
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I. Reprise of project aims – Output repositories 
 
I1. What functionality is missing from the output repositories you have used? (31) 
 
Nothing. 
 
 
I2. We are considering building an interface for output repositories that would let you 
as a depositor, associate newly deposited publications with the data from which they 
are derived.  In what way might this be of benefit to you or indeed others? (32) 
 
It would be useful for us. It would save us the need to do it locally as well. It would be 
enormously useful as others wouldn’t need to come to us for data.  It would be good for 
spotting errors in our data but this would be good overall. 
 
 
I3. A number of new operations could be supported within an output repository, such 
as the automatic creation of links, the automatic embedding of source repository data 
and the presentation of relationships (i.e. showing publications and their source data 
in adjacent windows). How do you think these features could meet your needs? (33) 
 
This would be very useful as many databases are just one-dimensional.  They should really 
make the best use of modern graphical interfaces. 
 
 
I4.  What other features might you expect to be advantageous? (33) 
 
The ability to parse relationships between data.   
 
 
 

J. Reprise of project aims – Potential solutions 
 
J1. A ‘dataset knowledgebase’ is an online service which allows the creation of two-
way links between source and output repositories.  It could resolve questions placed in 
either direction and could also be enhanced through the addition of features such as 
stored user annotations, quality assessments or ratings and answers to FAQs about 
specific sets of data held in a respository.  What is your opinion of the value of such a 
concept? (34) 
 
Yes! 
 
 
J2. Are there specific issues you might want it to address? (34) 
 
The FAQs sound particularly cognate. I use the AMBER software [a protein simulation 
package - http://www.amber.ucsf.edu/amber/amber.html] which has really useful FAQ. 
 
 
J3. Some data repositories are open to all enquirers while others are password 
protected.  If we are expecting to design links that will provide access from open 
repositories to controlled repositories, we shall need to devise some level of validation 
and temporary access rights.  Could you describe the extent to which this is necessary 
in the context of your own source data? (35) 
 
It wouldn’t be necessary for my data. Data is usually only released on publication and 
although I’ve no problem with releasing it before, the university probably wouldn’t be happy as 
it would want to protect its IPR. 


