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Meeting Notes
Announcements:

· Nanoinformatics 2012 workshop: full briefing next Thursday August 9

· NIEHS grantees meeting: Discussion on Chemical Effects in Biological Systems (CEBS) database http://www.niehs.nih.gov/research/resources/databases/cebs/
Jennifer Fostel is the POC. If CEBS would be compliant with ISA-TAB-Nano we could exchange data.

· Upcoming meetings: Oct 25-26 – US-EU Community of Research Nanotechnology meeting (Helsinki, Finland).  This is the official annual meeting for the US-EU Communities of Research/Practice. Nathan Baker will be attending.

caNanoLab Presentation by Sue Pan (SAIC) and Juli Klemm (NCI):

· caNanoLab 1.5.3 released in May 2012 https://cananolab.nci.nih.gov/caNanoLab/ 
· caNanoLab 1.5.4 planned  for mid August: defect  fixes, tech stack upgrade, data updates.
· Implemented a grid client for Thomson Reuters: linking publications with datasets
· Starting with small amount of metadata, proof of concept.
· C: Need to be able to submit supplemental information, files.
· Q: Can we import a folder or do we need to submit individual files? A: Looking into it, likely package individual files.
· Public data is available without login.
· Does ISA-TAB-Nano support synthesis? Yes, there is a field for synthesis.
· Nearly all materials in caNanoLab are linked to publications.
· Is it enough to link to the publication, or do we need some searchable parameters?
· Some structure is necessary, e.g. add a field to capture contaminants.
· Should we provide a cross reference to Nano Registry?
· Q: Are there any required fields? A: ISA-TAB-Nano has no required fields, different applications using ISA-TAB-Nano may want to make some fields required to provide functionality that is needed.
· Data submission to caNanoLab: Initial focus on NCI Nano Alliance publications, goal is to include broader nano community.
· Status: Three publications submitted, five in the pipeline.

Additional comments sent to the mailing list by Fred Klaessig:

Here is some elaboration on comments made during yesterday’s teleconference, but with a caveat that I may be the physical chemist trampling on informatics.

We spoke of three datasets that have different user groups (audiences) and some details fit one or two, but not all three together.  The details involved themes that themselves are vague (or overlap or are in tension with each other).

1).  Synthesis is a tough topic.  It is in tension with the NPO in the sense that a well described nanoparticle, meaning components and their arrangement, should be synthesis or process independent. 

2).  One person’s impurities are another person’s substance, literally.  The REACh definition of a substance includes all impurities and residual catalysts.  In the future, the U.S. regulatory definition of a substance will differ from Europe’s.

3).  On the other hand, some materials are described in monographs, which generate designators.  European food grade TiO2 is termed E171.  Surprising to many, there are four versions, including TiO2 that is: undoped; doped; doped with an alumina coating and doped with a silica coating.  Hence, for me, TiO2 chemistry starts with trade names.

TAB-nano is a vehicle for communications across federated databases, and we are reliant on the investigator (1) to be adept enough with an ontology to provide a full particle description and (2) to provide traceable designator should there be future questions from other users.  Adding more questions (data fields) than is necessary for communications may overwhelm the less expert users and pose a hurdle for full participation.

Traceability becomes a core issue.  For TAB-nano purposes, a commercial product can be traced through its trade name and lot number, as Marty reminded us.  A firm’s internal products, such as from a pharmaceutical firm, probably have designations such as a notebook number.  I’m uncertain on university practices.  I understand the caNanoLab method in the publicly available entries.  What is less visible to me is tracing a third party assigned name back to the ultimate source.

Curation was mentioned, too, a term that leads me to museums (authenticate, preserve, collect). It seems that curation has different meanings depending on the database, and I don’t fully understand its role with TAB-nano.

1. Is it that entries properly used an ontology when filling out TAB-nano ?
1. Is it assurance of a minimum description  ?
1. Is it management of change for different versions ?

These points came to mind when reviewing the three silicon dioxide entries in the Nanomaterial Registry.  NR41 had a citation that did not apply; NR44 had no citation in the Registry, but did in the NIL source (but the size quoted does not match the article’s photograph); and NR81 had a literature citation, but, once again, the size quoted did not align with the article’s photograph.  There were no transcription errors between the Registry and the NIL.

In that case, curation “worked” in terms of the data being correctly transcribed between two databases.  However, my assumption was that the Nanomaterial Registry would have citations validating the entries, i.e. literature articles, as a core criterion for curation.  While TAB-nano encourages the citing of literature, it does provides the space, it is not a core criterion for TAB-nano’s purpose is to convey information among a group that already addressed access and need-to-know when agreeing to “federate” their databases.

