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Richard Marchese Robinson and Dominik Mertens: Use of ISA-TAB-Nano in EU projects
EU Nanosafety projects
http://www.nanosafetycluster.eu/home/european-nanosafety-cluster-compendium.html 
· Need for a common data exchange format

· Consensus within the Nanosafety Modelling Cluster (7 projects) that should use ISA-TAB-Nano for data exchange.
· MOD-ENP-TOX project (Dominik): data producer and curator.
· GDA file format: compatible with ISA-TAB-Nano
· Need guidance for data curation. Below is a list of question identified by the team and guidance from Sharon Gaheen (in blue):
· A general concern seems to be the existence of ambiguity when populating the files and it would be useful to have a SOP/guidelines from the Nano WG regarding how to approach this. (We understand a draft version of this exists?)We have the specification and example files on the wiki.
· Examples:
· What structural characterization data and data/image files should be linked to the Material file and which to Assay files? (If files are associated with the Material file, where would experimental conditions be recorded?) Images linked to the Material file are associated with the structure of the Material. Images linked to Assay files are related to the measured values in the assay.
· More generally, it is not always clear which properties should be recorded using the Characteristics[], Parameter Value[] and Factor Value[]  columns in the Material, Study, or Assay files, and which should be recorded via the Measurement Value[] column in the Assay files. The following expands upon these points: Parameter value is associated to performing a protocol (e.g. pH) factor values are independent variables that are being manipulated (concentration, temperature, particle size).
· Even where values are adjusted via the experimentalists (suggesting they should be recorded in a Parameter Value [] or Factor Value[] column), the experimental details regarding how these values were confirmed, and any uncertainties in these values, could be valuable metadata but these details could only be recorded via a Measurement Value[] column in an Assay file?
The percentage composition of different mixture components in the nanomaterial sample (or particle size distributions) might be considered appropriately recorded via a Characteristics[] column in the Material file, but – again – recording the corresponding details of how this was experimentally determined and any uncertainties in this value would suggest this should be recorded via a Measurement Value[] column in an Assay file? We came to different conclusions regarding where to store particle size distribution information
Some more (generally less important) examples: (Again, these are points which could be addressed via an SOP.)
· Working out the ontology identifier to be used and the corresponding “Term Source File” is not always obvious from Bioportal?
· Should a term corresponding to an ontology identifier always be the preferred name of that ontology term?
· If a column is not being used (e.g. “Characteristics[characteristic name {ontology:accession_number}]” or “Unit”), should it be deleted?
· When names are described as unique in the documentation, does this mean unique within a single Investigation?
· Should the “Sample name” in the Study file always be unique – i.e. when should sample differentiation end?
· Material file “Material Constituent” c.f. “Material Linkage” description in 1472-6750-13-2-s1.doc– what’s the difference? Also, although 1472-6750-13-2-s1.doc states that Material Linkage must not be empty if Material Linkage Type is populated, the examples presented in the main body of the ISA-TAB-Nano paper1 show the Material Constituent column being populated instead? Material constituent: different part included in the nanomaterial. Material linkage; how materials are linked. Linkage name. Linkage type (e.g. covalent). We need to think how to do this, maybe another measurement value?
· If there are multiple replicates, and the results provided are a statistical summary, should the Measurement Value[], Factor Value[] and Parameter Value[] column entries still be associated with a single sample? (Dominik stressed it was important to make clear whether, by replicates, we mean biological or technical replicates. Richard has decided to add the number of replicates as a Parameter Value[] in the Study file, for biological replicates, or the Assay file, for technical replicates; would further differentiation be necessary?) Need a concept of statistics: statistics column, measurement value. Need to differentiate technical replicates, multiple experiments, multiple measurements.
· Does ISA-TAB-Nano allow for the most appropriate recording of, say, different agglomeration states under different conditions or other nanomaterial structural characteristics that are expected to be context dependent? (Should non-biological Assay files always be supposed to correspond to the nanomaterial sample (from source?) in the Material file unless additional details are provided? Would it be necessary to record any biological context via Parameter Values[] in the Study file?)
