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Supporting Information

Chemists commonly share data... as a PDF or as a static

image in the
manuscript...
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Different Chemistry Data Types

* Vincent Scalfani, RDA CRDIG Open Meeting, ACS Spring Meeting, San Francisco, March 2017
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https://doi.org/10.6084/m9.figshare.8870144.v1

What about
Chemistry
journal data
policies?

Journal Policy

Required in Repository
Required in Manuscript
Optional in Manuscript

Not required


https://doi.org/10.6084/m9.figshare.8870144.v1

FAIR Chemical Data

Publishing Guidelines Workshop
Chemical Structures and Spectra

) y -
29-30 March 2019, Orlando FL KEY OUTCOMES

Workshop Chairs: Leah McEwen and Vincent Scalfani

Advisors: Angie Hunter, lan Bruno, Guy Jones, and Dave Martinsen  FAIR Spectra PUblIShlng Pilot
NSF OAC — Award No. 1838958 and 1838960

TOWARDS FAIRER SPECTRA DATA

* Pilot encouraging submission of FAIR spectra

WORKSHOP GOALS: data to ACS Journals https://doi.org/10.1021/acs.orglett.0c00383
1. Workflow: Develop a digital data publishing model across . .
stakeholders e IUPAC Project to define a standard
2. Guidelines: Formulate consistent guidelines for publishing FAIR metadata speC|f|cat|on for SpeCtra
chemical data for common data types * Format-agnostic https://iupac.org/project/2019-031-1-024
3. Value Proposition: Review re-use cases for chemical * Describes the contents of a spectroscopic data
characterization data collection
4.  Coalition: Initiate process for ongoing coordination and * Describes structures and analyses relating to
stakeholder engagement the data

Publishers e Databases ® Repositories ¢ Software Developers * Draft gmdellnes fOI' chemlsts to pUbIISh
Researchers o Librarians e Standards Organisations e Data Initiatives chemical structure and spectra data fi|es

Scalfani VF, McEwen L. NSF OAC 2019 Workshop: FAIR Publishing Guidelines for Spectral Original draft: https://osf.io/fqd82/
Data and Chemical Structures. Published 2019. https://osf.io/psq7k/ Modified with supporting materials: https://osf.io/vcsnp/



https://doi.org/10.1021/acs.orglett.0c00383
https://iupac.org/project/2019-031-1-024
https://osf.io/fqd82/
https://osf.io/vcsnp/

P A €  INtERNATIONAL UNION OF PURE AND APPLIED CHEMISTRY R

IUPAC standards that support

o ersictant Idantif
FAIR data activities ersistent Identitiers

InChl: IUPAC International Chemical Identifier mchitrust || JUPAC Data Standards — FAIR updates

Rich Metadata

* Small molecule organics * Thermophysical & chemical properties . .

* Reactions carys | SO0k R « ThermoML XML format (update in progress) NIST RGpOSltorles

. : . PO . - .

;e L T L e iondeta o [

* In progress: chieit o ssieey (s i s e 8 * JCAMP-DX ASCII legacy format Sta nda rd Open PrOtOCOIS

3)22(26-4)17(15)11-23(2)8-7-14-9-19-20(28-

* Organometallics St bk ol U e * Current project development: format-agnostic,
* Large molecules B FAIR minimal metadata standard

* Stereochemistry s KnOWIEdge Representation
www.inchi-trust.org
* Tautomers In progress areas

* Machine processable critically evaluated data compllatlons .
- FAIR Vocabularies

Gold Book: IUPAC Digital Chemical Terminology * Isotopic Abundances and Atomic Weights

. * Solubility

e ey ey 7 ; * Digital representations:
ENCIRNS Gold Baok [~ ] q
S Compendium of Chemical Termif e » SMILES+ (standardizing interpretation) LlnkEd Data

* Units of measure -:-::é:c)DATA
! * Physical constants oiae
Usage Licences

"M Other activities
* Cheminformatics Standards in Practice - special issue

. + Data reporting guidelines FAIR v @ Provenance
LICERBLETREEEIEAS |« |nternational symposia and workshops et

Community Standards

Committee on Publications and Cheminformatics Data Standards: iupac.org/committee/024



https://iupac.org/who-we-are/committees/committee-details/?body_code=024

Preparing data files and manuscript in parallel
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Generate and Write experimental
prepare CIF files in article
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Deposit dataset article submission 4 Submit manuscript
to repository to publisher
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