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Definition of Minimal Information is
common for different disciplines
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Drug Discovery
=/ Online submission e A
PR Bioactive molecules such as drugs, pesticides and food additives are produced
Guidelines for referees
in large numbers by many commercial and academic groups around the world.

About the journal
Enormous quantities of data are generated on the biological properties and

Subscribe quality of these molecules. Access to such data — both on licensed and

B2:Feedback for editors commercially available compounds, and also on those that fail during
development — is crucial for understanding how improved molecules could be

NPG services developed. For example, computational analysis of aggregated data on

Help molecules that are investigated in drug discovery programmes has led to a

Aithors snd Raleraas greater understanding of the properties of successful drugs. However, the

: : information required to perform these analyses is rarely published, and when

Librarian gateway
3 _ it is made available it is often missing crucial data or is in a format that is

Advertising information
inappropriate for efficient data-mining. Here, we propose a solution: the
work@npg i i L : i it i
. definition of reporting guidelines for bioactive entities — the Minimum
Reprints and permissions Information About a Bioactive Entity (MIABE) — which has been developed by

representatives of pharmaceutical companies, data resource providers and

NPG resources .
academic groups.
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MAIN PCC DATA FRTI1

INTERNATIONAL

Minimal Information About Nanomaterials for Physico-Chemical Characteristics
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Minimal Information = PCC data + Metadata
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DATA CURATION WORKFLOW FRTI

INTERNATIONAL

Curation Tool Curation Responsibilities
Workflow

Data are entered as records into

Curation the NR system.

Q A ‘ Data records are reviewed for

clerical/transcription errors.

QC . Data records are reviewed for
proper scientific interpretation.

Publish NAN®
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Data curation Is critical to achieve high quality
databases and enahle moaodelina studies
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ChemBark —

Mews, Anzlysis, and Commentary for the World of Chemistry & Chemical Research 66
« Hacks for Septa Organometallics Responds to the Dorta Situation » .
A Disturbing Note in a Recent Sl File as

August 6th, 2013

A recently published ASAP article in the journal Organometallics is sure
to raise some eyebrows in the chemical community. While the paper
itself is a straightforward study of palladium and platinum bis-sulfoxide
complexes, page 12 of the corresponding Supporting Information file
contains what appears to be an editorial note that was inadvertently left
in the published document:

Emma, please insert NMR. data here! where are they? and for this

compound, just make up an elemental analysis... Chem Ba rk
ted

This statement goes beyond a simple embarrassing failure to properly

edit the manuscript, as it appears the first author is being instructed to Investigates
fabricate data. Elemental analyses would be very easy to fabricate, and

long-time readers of this blog will recall how fake elemental analyses were pivotal to Bengu Sezen's
campaign of fraud in the work she published from 2002 to 2005 out of Dalibor Sames’ lab at Columbia.

The compound labeled 14 (an acac complex) in the main paper does not appear to correspond to

compound 14 in the SI. In fact, the bridged-dichloride compound appears to be listed an as unlabeled re is
intermediate in Scheme 5, which should raise more eyebrows. Did the authors unlist the compound in

order to aveid having to provide robust characterization for it?

se
ChemBark is contacting the corresponding author for comment, and his response will be posted in full

when we receive it. 3

In the last decade numerous attempts have been made to
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DATA CURATION
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A DATA CURATION TOOL facilitates the progression of nanomaterial entries through the

curation process to the Nanomaterial Registry website

Nanomaterial Curation

MNanomaterial Curation 2 . "
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Curation tool workflow starts
with the creation of a
nanomaterial record

DATA ENTRY

v identifies,
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enters data

QUALITY ASSURANCE

v' check for
transcription
errors

QUALITY CONTROL

v’ correct any errors
or inconsistencies
in the scientific
interpretation
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A TOOL FOR THE NANOMATERIAL COMMUNITY

The large quantity of nanomaterial-focused research and production has
created a vast and growing body of nanomaterial-centric data. Yet, critical
knowledge gaps in nanotechnology need to be addressed so that the use of
nanomaterials is not outpacing the understanding of their implications. The
Nanomaterial Registry is a data-driven tool aimed at enabling researchers to
close this knowledge gap. As researchers interact with the information in
this central data repository. knowledge will be extracted and used to guide
new research and, ultimately, the safe use of nanomaterials.

The Registry is set up to provide researchers with a convenient data
management and sharing plan. Both NIH and NSF require grant recipients
to have a data management plan. Our curation team is ready to accept your
public-ready data, archive them, integrate them with the larger data
repository, and share them publicly for you. Visit our Data Management
Plan page to download boilerplate text for your proposal or contact us for
customized text!

To access the data in the Nanomaterial Registry. search or browse the
database using the buttons on this Home page. From a gquery results table,
you can request detailed information on specific nanomaterial records.
compare multiple nanomaterials in side-by-side view, and export data to
your desktop in an easy-to-analyze Excel spreadsheet.

For additional guidance, please refer to our top-menu pages, including the
User Guide. To ask questions or provide feedback, please refer to our
Contact Us page.

Thank you for using the Nanomaterial Registry!

LATEST NEWS

October 2013 - A new
principal investigator and co-
principal investigator have
joined the Nanomaterial
Registry team! Please join
us ... Read more

October 2013
Nanoinformatics 2013:
Informatics for
Nanomanufacturing will be
held October 15 in
Philadelphia, PA. This
year's workshop ... Read
more

SEE ALL NEWS »
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AGGREGATION / AGGLOMERATION STATE 168 70 88

COMPOSITION 1175 945 230
PARTICLE SIZE 834 330 322 174 8
PURTY 38 6 33
SHAPE 389 343 3 23
SIZE DISTRIBUTION 118 112 3 4
SOLUBLITY 187 36 149
STABLITY 101 17 28 58
SURFACE AREA 99 S0 9
SURFACE CHARGE 328 296 2 30
SURFACE CHEMISTRY 163 162 1
SURFACE REACTIVITY 6 6
Environmental Studies (14 tota) Biological Studies (508 total)

B A%
B Soil 7%

. Water 86%

Il ! Vitro 82%
Bl InVivo 18%
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The DATA and data analytics interplay:
bioinformatics example
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The DATA and data analytics interplay :
cheminformatics example
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The DATA and data analytics interplay:
nanoinformatics example
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Major challenge: speed up and
streamline data collection to grow NR

Current data publication Current data entry into the
workflow Registry

 Primary data collection

e Electronic laboratory data e Manual data extraction and
record (maybe, ELNs?) conversion to electronic

e Data formatting for format
publication e Data curation

e Submission, review, e Manual data entry into
publication Nanomaterial Registry

e Data made available
through NR portal



Primary data generation is funded
by federal grants
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Important public repositories rely

on data uploading by users
SPD pp—p——

] An Information Portal to Biological Macromolecular Struct
PROTEIN DATA BANK

PDB | Contact Us 5]

Validation and Deposition Services Home

i wthary
wtharv

ADIT deposition tool | deposit your structures to the PDB

A D Auto De
Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo IT ' Input ?Ogl
NOTICE FOR REFMAC USERS - details for generating total B factors when TLS used -

Coming
Soon!!!

Learn about the new wwPDB Common Deposition and Annotation system at
http://iwww.wwpdb.org/system_info.html.

For structures solved by Electron Microscopy, first deposit the 3D map at EMDE and then follow the link provided to deposit the coordinates.

Note: Experimental data release policy clarification
Effective February 6, 2013, coordinates and experimental data deposited in the PDB will follow the same release status

I jE ADIT depositors can submit their sequences to serve as puzzle challenges for the Foidit community. For more information, see here

i

If you are depositing a protein-protein, protein-DNA, protein-RNA or protein-peptide complex, you may consider submitting your structure as a target to CAPRI
(Critical Assessment of Predicted Interactions) after depositing your entry to the PDB.

{
a2

To start a new ADIT session, select the experimental method and the molecular structure type. Then press the BEGIN button.




Major challenge: speed up and
streamline data collection to grow NR

Current data publication Current data entry into the
workflow Registry

 Primary data collection

e Electronic laboratory data
record (maybe, ELNs?) electronic
format

e Data curation

e Manual data entry into
Nanoregistry

e data made available
through Nanoregistry portal



Enabling mechanisms (COR effort!)

 Funding agencies: require that that funded
projects upload their data on PCCs and other
tested properties of ENMs to Nanomaterial
Registry as part of data sharing plan

e Journals: require data upload as a condition
for publications

e Nanomaterial Registry: provide user-friendly
tools facilitating data upload/curation (cf.
PDB).
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www.nanomaterialregistry.org

nanoregistry@rti.org
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