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Decentralized ELN-instances and the Link publication data with research data

centrally hosted Chemotion Repositor
y P y We established an automatic process to link the data in the publication

with research data in the SI. This is done by embedding the DOIs for

samples, reactions or analytical data into the SI. The SI can be generated
Chemotion-Repository from the data that Is deposited in the repository. The downloaded

documents contain the DOIs at the end of each experimental description

at one glance to that they belong.

Data deposition in the repository chemotion complements the traditional
publication of research results in scientific journals. The provision of data
Is possible directly via the upload of data or the transfter of data from
Chemotion ELN. The repository is hosted at KIT in Karlsruhe and strongly

supported by NFDI4Chem. The repository Chemotion is dedicated to .
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chemistry data and offers discipline specific tools for data deposition and Hd pb - p. é’ o
: . - : and datapase 1or chemistry data ;
data re-use. The repository is in particular useful for data that describes y c._
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NH A ;362 Name {P1|10f}. 2,3-dichloroquinoxaline; Formula: CsH4Cl2N2; Molecular Mass:
Reactions 647 under review 199.0368; Exact Mass: 197.9752; Smiles: Clc1nc2cccee2nciCl;  InChlKey:
O 749 under SPSSDDOTEZKOOV-UHFFFAOYSA-N
Visibility and Impact _ _ ) )
= Publish your structures, attach your characterization data, and make them citable via DOI PhOSphoryl Chlonde (21 6 g, 131 mL, 141 mm0|, 200 equ'V) and 5 mL Of DMF were
" IS A ST ST s iha 10888 ounicncs added to the quinoxalinone (1.14 g, 7.0 mmol, 1.00 equiv) and heated to 100 °C for 2
Published 4 days ago by Mareen - [T Wow pusisn your Reactons Analyses TSR h. The reaction was cooled to 21 °C, poured on ice and rested overnight. The organic
Stahlberger 2087 Mass phase was separated and the aqueous phase was extracted 3x with ethyl acetate; the
combined organic layers were combined were dried over Na2SOs, filtered and the
. i _ i solvent was removed under reduced pressure. The remaining solid was purified by
httDS.//WWW.ChemOtIOﬂ reposﬁorv.net/ column chromatography (cHex/ethyl acetate 10:1). 1.32 g (6.65 mmol, 95%) of a
colorless solid were obtained.
Rr = 0.59 (cyclohexane/ethyl acetate 4:1). '"H NMR (400 MHz, CDCls, ppm) d = 8.02—
8.07 (m, 2H, CHar), 7.80-7.84 (m, 2H, CHar); 3C NMR (100 MHz, CDCl3, ppm) & =
v 145.4 (2C, C2N2CI2), 140.6 (2C, Car), 131.3 (2C, Car), 128.3 (2C, Car); El (m/z, 70 eV,

: | °C): 200/198 (66/100) [M]*, 165 (21), 163 (65), 102 (46); HRMS (EI, CsHaN2*Clz):

Research Data in led 197.9752, found 197.9752; IR (ATR, ¥) = 3104, 3063, 3041, 3002, 2944, 1955,

Repository 46, 1645, 1608, 1555, 1530, 1482, 1458, 1343, 1266, 1242, 1176, 1116, 1069,
1018, 1006, 987, 969, 885, 785, 764, 647, 596, 558, 524, 500, 492, 477, 456, 435,
377 om-'.

Additional information on the chemical synthesis is available via Chemotion repository:
https://doi.org/10.14272/reaction/SA-FUHFF-UHFFFADPSC-SPSSDDOTEZ-
UHFFFADPSC-NUHFF-NUHFF-NUHFF-ZZZ .1
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Typical examples from chemotion repo

o]
Publications Adding data collections and embargos i ‘[ o
The data publications initiated by Chemotion Repository are Chemotion supports to add an embargo on the data that is v TET Qe
registered to the databases PubChem and DataCite. deposited. This allows to collect research data prior to its ” )
~ publication. The embargo can be released to make the research data I T
The first data publication of Chemotion Repository started in 2014 and | visible to the public whenever the scientists are ready. : ”
included molecules and their analytical datasets. In 2018, the publication , e v __
of reactions, summarizing also all previously available content such as While the data is under an embargo, additional external reviewers
molecules, has been introduced. with read level can be assigned, allowing the review of the data while 3 BRTICINE
- the publication process is on hold. I —
Currently, the available publication types include reactions, samples and | «
analysis; we plan to extend the application from chemistry disciplines to Once the embargo collection is released, a DOI for the whole VerSIONng
related disciplines such as materials science, biochemistry, biology and collection is gained and can be added to the data availability The version support for data published in chemotion repository is in the
many more. ~ statement development stage. The planned features enables users to update/
| . upgrade published publications, keep all records and allow the
Publication Process / Workflow e —n m—— e .. researchers to easily cite either specific versions or all versions of a
| . record.
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Support federated single signh-on
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All submissions enter an internal reviewing process that focuses on
plausibility and formal issues of the submission. The internal review can | .
result in a request to revise the submission. After improving and |
resubmitting the data, the reviewers can either decline, accept or send
back the submission to the author for another review.
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-~ Federated login to Chemotion Repository is supported for the three
dominant open web standards for identity: OAuth, SAML and OpenID
Connect. Users can login to Chemotion Repository by using, for example,

~ ORCiD and GitHub accounts. Furthermore, Chemotion Repository uses

Shibboleth which allows users to login with their home institution
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For accepted submissions, the repository mints a Digital Object Identifier

(DOI) automatically, so the dataset can be cited and referenced.
= - credentials when their institutions participate in the DFN-AAI Federation.
| 500 - e i
The released molecule structures are checked for their presence in the | I I o OEN
database PubChem to give information on the novelty of the compounds. = 7 - w0 0
Yo Select your organisation DFN-AA h
Preparation Repository External Actions i ' until 25.09.2022 é In order to access the service Chemotion ELN please select or search = 4
| Total: cumulative number from 2014 thengamsatlon you are affiliated with. — % Shibboleth O
! ! AKarlsruhe Institute of Technology (KIT) w | [ Select N .
ELN transfer l Data Lipload l DOI reservation Internal review _ under under DRemember: Selection L thie web broweer Sessim‘q < ; G‘tl"llb
Editing of | Data selection Review | review embarso - e |
e g Ll ——3 ’ ] ‘ | Collection - 13 132 132
Efribgigo otion dackna acmt v | Reaction - 1,362 739 753 .
H g - APIs / OAI-PMH Harvestin
- 1 Sy | Sample - 3,101 7124 739 / g
S o . assign ext. Additional | i
embargo | | disclose fo—i >80 % F review | Analysis NMR 4,313 2,813 1426 - Chemotion repository provides a public APT for users to access the
Embargoed Submissi | i ' - 1k
WERRIGONE MDORFOONS | ! | Analysis IR 2 478 1.021 488 | publls‘hed data. This s currently | reworked to facilitate the search,
l Relgiase M DO [DataCite] | Analysis Macs 2 087 1380 706 grouping and download of the repository content.
Final entry In repository | nfo on novelty | ] C“eI‘:ﬁm‘:‘;““ alve NPT 33 ! 370 - The repository enables the exposure and harvesting of the published data
natysis via OAI-PMH (Open Archives Initiative Protocol for Metadata Harvesting).
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