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BrukerToADF Converter 

• Work trigged by conversations and outcomes from the last 
Allotrope Connect Paris and other past meetings and strong 
collaborations between Bruker and Mestrelab and between 
Bruker/Mestrelab and the Allotrope founders 

• Based on BI/Pfizer approach, i.e. matching their requirements, 
Mestrelab has implemented a professionally-developed, 
supported, commercial application :

• Raw Data (FID’s) and Processed Data (Spectra) in the Data 
Cubes

• Proprietary-format vendor files in the Data Package

• Meta data extracted leaf nodes in the Data Description,
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BrukerToADF Converter 

• Prototype tested by BI with Pfizer involved. First feedback and bug 
fixing

• First version will be ready in command lines called by our 
automation system (Mgears) in a few weeks

• The tool will be continuously evolving based on Allotrope 
members requirements (yearly subscription) 



Screen shots of the Converter

• Java program executable by command line



Screen shots of the ADF 
Explorer

ADF Explorer of 2D data



Screen shots of the 
Tree View (ADF 

Explorer)



Screen shots of the Tree 
View ADF Explorer



Screen shots of ADF 
Explorer



Screen shots of ADF 
Explorer



Screen shots of ADF 
Explorer



Screen shots of ADF 
Explorer
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A few Additional Comments

• The BI/Pfizer implementation of the Allotrope leaf nodes 
dramatically simplified the converter. 

• It has allowed great progress quickly and the development of 
a first draft more easily

• The leaf nodes approach has allowed Mestrelab to develop a 
proof of concept which is usable and providing value right 
away then allowing time to develop the cross-vendor 
ontologies for those parts where it makes sense.

• Users already have ADF file they can store, use, mine while 
development  of ontologies are made in parallel

• Stepwise approach delivering value upfront to build on it
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POLL

• Please help us defining the most optimal next development 
steps:

• The audience can use any smartphone (Android) or iphone or 
tablet of computer to interactively participate to the poll:

• On your PollEv.com webpage or the Poll Everywhere mobile 
app

https://www.polleverywhere.com/support/articles/response-settings/web


Presenter
Presentation Notes

Poll Title: Do you believe what is covered is good enough for version 1.
https://www.polleverywhere.com/multiple_choice_polls/nu6bq0bVo2HaJEcifpzex
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Presenter
Presentation Notes

Poll Title: What is the most urgent next step?
https://www.polleverywhere.com/multiple_choice_polls/OdH547gxDZ7g6pv2X2znK
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Presenter
Presentation Notes

Poll Title: What is the next step in converting Analyzed /results data to ADF
https://www.polleverywhere.com/multiple_choice_polls/Vmi3U5Sj7tLxbP2m4hCa3



Presenter
Presentation Notes

Poll Title: If you are considering converting legacy data, what it your schedule
https://www.polleverywhere.com/multiple_choice_polls/bHAWQmdHvVo8sMgVqkrIS



Presenter
Presentation Notes

Poll Title: Are you going to place the data transferred into
https://www.polleverywhere.com/multiple_choice_polls/kLKm0H5ecgyRDqPWU8Gqv
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Presenter
Presentation Notes

Poll Title: What do you intend to do with the data stored as ADF files?
https://www.polleverywhere.com/multiple_choice_polls/HPp2cPsOgl8Rin2PqqHzU



Thank you for your help:
• Paul-James Jones (Boehringer Ingelheim) 
• Justin Van Duine (Pfizer)
• Bo Du (Pfizer)
• Nikolay Larin (Mestrelab)
• Felipe Seoane (Mestrelab)
We are available the rest of the day, this evening and tomorrow at anytime, 
please feel free to connect with us if you are interested to discuss any further 
the current capabilities and your expectations for developing the converter.
You can also send us an email to book an appointment at a specific time
Anna Codina Anna.Codina@bruker.com
Guy Desmarquets guy@mestrelab.com
Mark Dixon mark@mestrelab.com
Chen Peng  chen.peng@mestrelab.com
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