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The NFDI in General (“J

Federal Government and the States decided to fund a National
Research Data Infrastructure for Germany

= Nationale Forschungsdateninfrastruktur (NFDI)

= Funding Horizon 5y + 5y + X

= 90 Mio Euro funding in total, €70 Mio direct costs/5 years n '
= Eventually, 30 consortia in all areas of science funded Nationala

= €5 Mio max per consortium per year Forschungsdaten
= De-facto €2.3 Mio per year on average per consortium Infrastruktur

= Process not competitive within each area of science!

N F DI @ %;%% NEDI j

NFDI for Catalysis-Related Sciences Nrul4ing BIODIVERSITY



https://www.dfg.de/foerderung/programme/nfdi/
https://www.dfg.de/foerderung/programme/nfdi/

The NFDI in General

Aus dem Koalitionsvertrag: "Das ungenutzte Potential, das in zahlreichen
Forschungsdaten liegt, wollen wir effektiver fur innovative lIdeen nutzen. Den
Zugang zu Forschungsdaten fiir 6ffentliche und private Forschung wollen wir mit
einem Forschungsdatengesetz umfassend verbessern sowie vereinfachen und
fuhren Forschungsklauseln ein. Open Access wollen wir als gemeinsamen Standard
etablieren. Wir setzen uns fur ein wissenschaftsfreundlicheres Urheberrecht ein. Die

Nationale Forschungsdateninfrastruktur wollen wir weiterentwickeln und einen

Europaischen Forschungsdatenraum vorantreiben. Datenteilung von vollstandig

anonymisierten und nicht personenbezogenen Daten fiur Forschung im o6ffentlichen

Interesse wollen wir ermoglichen."


https://www.dfg.de/foerderung/programme/nfdi/
https://www.dfg.de/foerderung/programme/nfdi/

Embedding within the NFDI
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MaRDI

Source: Analysis of Letter of Intents from July 2019 by Dorothea Strecker, Humboldt University, Berlin

Molecule data as linking element
between consortia

Cooperations on chemistry
related cross-cutting topics

Collaboration on generic cross-
cutting topics defined in Berlin
Declaration



International Network (“lj

NFDI4Chem is embedded in an international context




Composition of the consortium

= Learned Societies
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Composition of the consortium

= Learned Societies
= Research Data Infrastructure
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Composition of the consortium
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Composition of the consortium 9
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Status Quo

Why? What is our mission?
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Speed of Evolution

Cray-2, 1985
1.9 GFlops 2017

244 MHz CPU Speed

IPhone 8
325.0 GFlops
2.39 GHz CPU Speed
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Molecules and related meta(data) fl‘lj

Properties

Reactions

Experimental Description Nucleus
Educts / Reagents Pulse sequence
Conditions Solvent ...

Assignment
eJjoadg

Name Ethylbenzene
EEEEEEE Formula CsH1o
I CAS 100-41-4
. InChl Key YNQLUTRBYVCPMQ-
. UHFFFAOYSA-N

s L ;
Organism lonisation method
Conditions Voltage ...

Biological activity

Activity

14



Status Quo

Analogue / Digital

Findable ?:fg:i;?s |

Accessible

Interoperable =

Reusable Not machine-readable - B
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Worst Case

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  5/13/2020 10:10:28 PM
Analysis Name  D:\Data\SHUJVFENXI\yubiaogroup\2015110-7-76_RBS_01_20328.d

Meathod 20150915.m Operator BDAL@DE

Sample Name  2016110-7-76 Instrument / Ser® maxXis 4G 21240
Comment

Acquisition Paramater

Source Type ESI lon Polarity Poshive Set Nebulizer 1.0 Bar
Facus Active Sol Capillary 4500 v Set Dry Heater 220°C
Sean Begin 300 miz Sel End Plate Offsst =500 Set Dry Gas 60 lmin
Scan End 2900 miz Selt Collision Cell RF 20000 Vpp Set Divert Valve Waste
Intens. { +IS, 2.3min #137)
50004
40004
2152 8355
3000
2163 8408
2000
= 2151,8265 2153.3362
1000 2154.8415
2149 3416 2150 8438 J J " | 21558378 2456 ga7s
Fo P SPRIPI T Wardad Pl BT IR AR [T N NS W N | L1 TETI TS sl T
2148 2148 2150 2151 2152 2153 2154 2166 2156 2167 miz

Meas. m/z # Formula Score miz err[ppm] Mean err [ppm] mSigma rdb e Conf N-Rule

-

CiraHinsUn 7 MiNa] . AL £2572

252 . £3145/

2150, §3H.

X. Shao, X. Wang, K. Zhu, Y. Dang, B. Yu,
J. Org. Chem. 2020, 85, 12080-12096
DOI: 10.1021/acs.joc.0c01191

16



Looking Neater, Still Worst Case f“lj

0
M
\}3\: e
IS,
MeO 1
& Assigned
1-Methoxy-4-(S-methylsulfonimidoyl)benzene (1b). Isolated in 95% yield (907.1 mg, 4.90 mmol) x
as a faint yellow soild. 'H NMR (600 MHz, DMSO-ds) 6 7.85 (d, J = 8.8 Hz, 2H), 7.11 (d, J= 8.8 MaCh | ne readable
Hz, 2H), 4.05 (s, 1H), 3.84 (s, 3H), 3.02 (s, 3H). *C NMR (151 MHz, DMSO-ds) & 162.3, 135.7,
129.4, 114.1, 55.6, 46.3. X
o]
M
\‘:‘:‘{: e
bR
HsC
1c

1-Methyl-4-(S-methylsulfonimidoyl)benzene (1c). Isolated in 72% yield (608.4 mg, 3.60 mmol) S. Li, L. Liu, R. Wang, Y. Yang, J. Li, and J.

as a faint yellow oil. 'H NMR (600 MHz, DMSO-ds) & 7.81 (d, J= 8.0 Hz, 2H), 7.40 (d, /= 7.6 Hz, Wie,
2H), 4.12 (s, 1H), 3.03 (s, 3H), 2.39 (s, 3H). ’C NMR (151 MHz, DMSO-ds) 5 143.2, 141.7, 129.9, Org. Lett. 2020, 22, 7470-7474
127.8,46.3, 21.4. DOI: 10.1021/acs.orglett.0c02615

17



Slightly Better

Journal of Natural Products

®

Table 1. 'H, "*C, and HMBC NMR Spectroscopic Data for 1
(800 MHz, Methanol-d,)

position ¢, type iy, m (J in Hz) HMBC, H—C
1 619, CH 278, dd (68, 1.9) C-1,C-2, C-3, C4, -5,
C-10
2 799, C—-0
3 496, CH, 242, dd (14.6, 9.6) C-2, C4, C-5 C-11
1.72, ddd (14,6, 2.5, C-1, C-2, C-4, C-§
1.9)
4 767, HC—OH 4.4u,J.:‘|dd (9.6, 73, C-2,C-3C5C6
25
5 502, CH 270,ddd (11.4,7.3, C-1,C-3, C4, C6, C7,
6.8) C-8
& 51.0, CH zm.}ddﬂ (11.4,8.2, C-1,C-4, C-5, C-7, C-8
4.9
7 639, H,C-OH 399, dd (11.2, 49) C-5 C-6, C-8
385, dd (11.2, 82) C-5 C6 C-&
8 1759, OC=0
9 51.9, OCH, 3.69, s C-8
10 175.8, COOH
11 25.5, CH, 1.29, s C-1,C2 C3

Assigned
v

Machine-readable
X

L. Zandi, M. Makungu, J. J. E. Munissi,
S. Duffy, R. Puttreddy, D. von der
Heiden, K. Rissanen, V. M. Avery, S. S.
Nyandoro, M. Erdélyi,

J. Nat. Prod. 2020, 83, 2641-2646.
DOI: 10.1021/acs.jnatprod.0c00447
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First Steps in a Good Direction @

= 1030 1 0 0 0 O
Classics in Spectroscopy/Chloroform- =S R R ]
Adition B = M END
Spectral DatajAdditionatiDat —— > <NMREDATA VERSION>
3 e 8 @ F 0 N

Type:d3C150.0 Mult.{coupling const.) ASSlgned /

10 > <NMREDATE SOLVENT>

Unreported\ 21.6

== Machine-readable v

> <MNMREDATA ASSIGNMENT>

D
T
/1\\ £0, 18.2, 10\ T 23.2
2 6 =5 G, & D 502
23, 21.1, 8 D 1.5 F' I /
S - s indable
3 5, 27.6, 4 B BEH
\‘\ /5\\ 53, E'J-E; 3\ .
4 0 =7, 40.2, 5\ 0 21.0
? 58, 49.7, 1\
: =9, &8.1, &\ Q 16.1 H
: o = Accessible v
/ \9 > <NMREDATA LEVEL>
8 1\
5h cti in full si WMREDATA ID:
_"..owspe mn ut slee ;3i1D=13326311§ Interoperable v
B § > <NMREDATA_1D 13C>
Z 7 Spectrum Location=molecule/10026411\
Larmor=0.0%
1e2, Tes0) Reusable v
19.6, L=s1\
20.0, L=s2\
21.1, L=s3\
26.1, L=s4\
27.6, L=s5\ f—
30.8, :=:6\ - FAIR
40.2, L=sT\
49.7, L=sB\
68.1, L=s=0\
https://www.nmrshiftdb.org
’ g ” n | Entry 10026411
C] “® £ (]
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https://www.nmrshiftdb.org/

Our Vision
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Our Vision

|I Digitisation

|I Standards

|I Community

Science

Experiment
Design

Rouse

o pr -
O [,

o
= —
. P, B ] ] B =
—

+ | ] -] ] B RS
@ e e — 0
- B e B =

FAIR Data

Disclosure/ Electronic Lab Notebooks Experimen.t/
Publication Repositories Data Collection
Common Standards Vi
% 1
§

@

Analysis

Processing
~ 21




What is our Strategy?
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Strategy

Helpdesk / Support Knowledge Base Teaching / Training

SmartLab

- Software Tools Data Repositories
Devices/API

Standards Legal / Policies Terminology

‘o
&

N



Smart Lab

SmartLab

Software Tools
Devices/API

Data

Repositories

24



Smart Lab - Seamless Data Flows fl‘lj

Electronic Lab Notebook (ELN)

Federated
Repositories

25



Smart Lab - Seamless Data Flows fl‘lj

Devices Electronic Lab Notebook (ELN)

Vlew Subdomain-Specific

Modules
Convert \

Federated
Repositories

Industry

Academia

26



Standards f"lj




Standards

(«
(
(«
(«

WEE)
Data

Process & Spectroscopy  Subdomain- Multi-disciplinary /
Analytics specific Generic

Studies

Minimum Information Standards

Quality

FAIRness Publication

International Community Processes supported by NFDI4Chem

28




The Overall Picture f“lj

Spokespersons Advisory National
and Project Research
Management Community

International
Advisory Board

Advisory Board Advisory Board
Industry Publishers

Steering Committee

Razum (FIZ),
Bach (KIT)
Task Area 3
Repositories

Steinbeck (FSU) Jung (KIT)
Task Area 1 Task Area 2
Management SmartLab

Neumann (IPB), Herres-Pawlis (RWTH),
Steinbeck (FSU) Liermann (JGU)
Task Area 4 Task Area 5
Standards Community

Koepler, (TIB)
Task Area 6
Synergies
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General Assembly

National and International Research Community, Institutions and Stakeholders o9




Synergies - Cross Cutting Topics

Ve

NFDI4BioDiversiiy NFDI4Crime NFDI4Earth NFDI4MobilTech
NFDI4Health NFDI4MSE NFDI4Ing

FairMat

NFDI e Inter-Consortia Working Groups L

Search Service Cross-Cutting Topics Terminology Service

International Ml Working Groups
NFDI4Chem

- f Integration into existing international landscape

[ =
Pub@hem {3 Chemspider  CompTox PubPharm ;

Text+

‘o
&

w



Involvement of the Community

Community requirements

Fostering cultural change

Raising RDM awareness

RDM
Infrastructure

31



Involvement of the Community

Local
Helpdesks

Newsletters
- Requirement
: S I
oy
e 7 e

G ,A‘

\ \\“‘« -_—

<

Workshops

¢ ] ‘
\ 4 ‘ Trainin Tutorials
RDM \ (l‘ Y N -
‘\ d ‘
Ambassadors ~ —y h,‘ 4

< \
Best Flagship o= ’
Practice Labs / ”
@ | J
@ .

Embedding
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Working with publishers and funding bodies f“lj

= (Close collaboration with IUPAC on Publications and

[ 1

Chemoinformatics Data Standards iy
= CRDIG Chemistry Research Data Interest Group,

Research Data Alliance (RDA) I
= Chemistry GO FAIR Implementation Network ChIN @ 3

(IUPAC, CRDIG) RESEARCH DATA ALLIANCE

= Editors4Chem — working with publishers to set FAIR
requirements for publications

= Working with funding bodies (such as DFG) to determine
FAIR requirements to fund research

UFG

Deutsche
Forschungsgemeinschaft




What do we offer?
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ELNs & Repositories

SmartLab

Software Tools
Devices/API

Data

Repositories
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Advantages of an ELN

Avoid Data Loss Knowledge Management

« Data are findable
F . Data are accessible
indable - Data are available, even

after change of personnel!

* Linking experimental
descriptions to collected
data (analog and digital)

« Secure data storage

Standardised Documentation R Interoperable Publication

a / \ccessible

o

e Structured and
standardised collection of
metadata
Generation of interoperable
(meta)data

8" R Data provision for
. eusable publication of research

results
Simple transfer of data to
repositories

N~




A plethora of available ELNs f“lj

. sciformation @
% labfolder eLabFTW

[
What are the costs?
Where is the data hosted (cloud, local server)? otion
How is it accessed (web-based, local)?
@ Rgpace How are the data secured? o
Who is the technical maintainer of the ELN? 3%
openBIS

Does the ELN cover all my (sub)disciplines requirements?

SCiNOte‘ any many more g
... any y <epa|‘|‘|>

37



A plethora of available ELNs (“J




Chemotion — ELN & Repository

Experiment
Re-use @ Design

-~ 7" Disclosure/ Experiment/
Publication Data Collection

d b r & <
f N L @5\@

’ T T
Analysis g Data i

 —1 Processing s e

B poam

111 -
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The challenge: Digitalization f“lj

Documentatio Publicatio
n n

select data & transfer otion

repository Izl

Electronic Lab Notebook Open Access

A few clicks to Open Data

Gif-Source: https://gifer.com/en/PsKr

40



Chemotion — an Open Source ELN f“lj

m Developed by Karlsruhe Institute for Technology in collaboration with NFDI4Chem partners
m ELN for Chemistry (and related disciplines)

m Advantages:

m Browser-based (Chrome)

m Drawing of chemical structures

m Creation, description and documentation of reactions
m Analysis of spectra & characterisation of samples

m User management: access rights, sharing & syncing

m Link to Chemotion repository




Basic view

= Chemotion - AN+ | IUPAC. InChI, SMILES | z2- n o - o0 Nicode Jung = G
B Cobachons u A128(00 O175UD) & 30) & 1140 = & NFRISH
B3 chemoton-repository nat 27 =
[ NSR1591 T
Test Calbection Data + @ A SR
—
Lameila Example
MOF Test collection Sy
SurMaF Tast Collection + ipRidiasd N N, Br
@ = =
MOF examples N |
CIELE HN 0
Polymors +
%
Linker NJ-R1590
™ =
Metal-Precursor Scheme  Propehies  Lieratwe  Analyses
Cal s - m.0g
e R L s 2 Starting materials Ref LISTIRAmount Cone Equiv o
NJ-2940
MOF collection NIR15TS & E-wmoxalm-zw L] " 1000 m 0.00 mi | 06hs2 | mmol || 6042 mmold | 1.000 n
Info_Exchange IFG_IBCS_IOC - e
3 Resctants Reagents -
Extracted data -
+  [evanutyiazaniumbro o] " 08 a0 m | ostsz | mmol | 6ssz | mmold 1000 n
Calculaton OLED = ' o
MNJ-R1585 + u 010P4 . 'n 15943 m 000 m | 06842 mmol | 6842 mimo 1.000 n
Calculation TADF - f =)
Ed Products LISTIRAmaunt Conc Yield
Lamella Test Collection Bl 2243 mar591.
L AN T o mmol mmod
* 2 beomogunoxaiine 'I phis - .00 m | 08262 5.262 ™ n
HNow Collection
NJ-R1577 ¥ Sovents
Data
My 3 * Comtions
Joachsm
Fabian + Name Status Temperature
2 My shared collectons MNJ-R1530 Mt Suecesshil - - 00 B
e
= Shared with me Start Stop
& Synchronized with me DOMMAYYYY hiv e ss O | DOMMYYYY hivmmss (=] " 3 25 m
o -
Q =box DS < Type (Name Reaction Ontology) Role -
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Key Elements of the ELN f“lj

O114(0)  A16(00 =300 €300 [31(0)

- Samples - Screens

. * Samples : . ® Overview of (biological)

- *  Properties of chemical : Experiments
compounds - *  Multiple wellplates

Reactions

- *  Documentation
* ®  (Calculation freeee el :
. *  Assigning of Samples : . Research Plan :

. ®* Generic and flexible

e UUTY IR - ¢ Text, Tables, Pictures,
Wellplates Reactions, ... :
- ®* 96 Well-plate : e :

- * Design and description
- ®* Assigning of Samples



ELN — module for SEM-measurements

Chemotion(Testing) ~ All~ | 1UPAC, InChl, SMILES, RI - [
aa ko B NJ-W1 New Workflow-Test

(Testing Instance) Nicole Jung ~

G

ENJ-W1
Start Properties ~ Analyses  Aftachments
Basi e ©
sic sample
(bsample) New Workflow-Test
Basic sample (bsample i) +
Sample Material Dimensions details Next
(&) E Cutting(cutting) -
. Cutting (cutting &%) +
ishi ° e 3 Characterization of
Polishing P: Poli detail i i idi
{ ol "::IS::"““”S ‘ ‘ : :,T.s;:fg ety } sesialng Samble aes input_sample output_sample instrument temperature humidity
- (characterization) Q E O a
. cutting_wheel cutting_velocity cooling_agent feed Next
Embedding(embe  x ~
Mounting
(mounting)

Embedding (embedding %)

Next

Polishing Parameters(polishing)

Step 1 Polishing Parameters (polishing &)

(step_one)

temperature humidity

Step2 -
+ (step_two)

Step 3 P
R — S =

instrument
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ELN — generic modules

Chemotion -

Collections a

u chemotion-repository.net +
Test Collection Data +
Lamella Example

MOF Test collection oy
SurMoF Test Collection ar
MOF examples

Polymers +
Linker

Metall-Precursor

Calculation Doptants =

MOF collection

Info_Exchange IFG_IBCS_IOC <
Extracted data +
Calculation OLED <
Calculation TADF <+

Lamella Test Collection
New Collection

My Data

Joachim

Fabian Q-
< My shared collections

< Shared with me

<& Synchronized with me

a

Inbox @< &

All ~ | IUPAC, InChl, SMILES, Rint m

a 128(0) O 1751(0) * 3(0) B 10y

O  New Research Plan

4| From

(] Flexible ELN solution for other disciplines

(J  Design - construction

O Cookbook

O  Functions of Chemotion ELN

Show

15

Nicole Jung ~ G

[} OLED Project  [E) New ResearchPlan  [3 Flexible ELN solution for other disciplines | [E] Design - construction [ Cookbook

[@ Flexible ELN solution

other disciplines B =

Research plan Literature Metadata Attachments E

Analyses

Flexible ELN solution for other disciplines Export -
Here you may enter any text you like

Text-Text-Text- Text-Text-Text- Text-Text- Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text

Text-Text- Text- Text-Text-Text- Text-Text- Text-Text-Text- Text-Text-Text- Text-Text- Text- Text-Text-Text
Text-Text-Text-Text-Text-Text- Text-Text- Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text

Text-Text-Text- Text-Text-Text- Text-Text- Text-Text- Text- Text-Text-Text- Text-Text- Text- Text-Text-Text
Text-Text-Text-Text-Text-Text- Text-Text- Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text
Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text- Text-Text- Text-Text- Text-Text
Text-Text-Text-Text-Text-Text-Text-Text- Text-Text-Text-Text- Text-Text- Text- Text- Text- Text-Text-Text
Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text-Text- Text-Text- Text- Text- Text-Text

Entry compound Value 1 successful collaborator literature
1 X1234 0.1123 no -
2 X2234 2 4567 no x

3 X1234567 33555 yes x

Wenn Samples fir eine Beschreibung verwendet werden sollen dann konnen sie direkt hier eingefugt und veriinkt werden
NH2
o

Cl v
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Data transfer from

devices to the ELN

ELN-UI
John Doe

Electronic Lab
Notebook (ELN)
Server

Server data [ree. Example

Device data [ Example
. NMR

Example

Other data X-ray

External data Exa;;ple

journal homepage: www.jou

P R —

Analytica Chimica Acta: X

sevier.com/anatytica-chimica-acta-x

Procedures for capture and of analytical data | m) |

in academia =

Jan Potthoff *, Pierre !rrmnuxlhx" Patrick Hodapp ”, Bernhard Neumair *,

Stefan Brase ", Nicole Jung *

P P L

it f ok o, Kt i of Tt s Wt € T, b, o o

ARTICLE INFO AwsTRACT

o et rm——
e 3 g 208 of devicen and st 1 cavbination with bmted b, Newerthelns. i pactcular the anhtical
......;“.m..h._ i 4l T

e T ey 2082

opions devices ke NMIR instruments, GC (M) or 1C (M5, IR and Raman, of muss.

Cpectrometers 1o 3 conteal eever and the s ghzsuon o e i an elctronic 1sh

Betnanh a2 noacbisok (LN The £ i rameats were chen sccording 16 the meed of Sywhetc cheemusts,

o s i i orgaric x smd potyer ey wher s G 0 e

al megabytes per data e v pecdced. Aliogecher thrve different d3 trancir sysiems

e e cibmcied 0 v 3 e g of dfflen deices g wih &fkee, ey
ax st procedure allows data captue via the use i

= dota
Ot e eeore. e e ey i e o e kit e s

Sa——
sl o e S s

that

e descrbed step by sep o bt the sdaption of procedures i other us
s accerdicgly i desioed.

2019 The Authors. Published

oy S BY. T 2 apen s e wder e CC Y e
S ————

1. lntroduction

Systematic data collection and management is of high impor
tance i research insitutions, i particular due to the increasing
requirements w develop and meet research data management
plans. Systems that support fesearchers in this aim ConTbutE

keep the overview of analytical files. Additionally, management
systems for analytical data allow the systematic siorage of digital

ey s o

&t which is of high mporance eg. for o
research data in comphance with the FAIR data [1] [lwl-xphs n
OO I ths need. the Syt Cipte dnd Stocage of

et arrie o o 2 hligiog e evem o e b dia

evices for their acquistion. Therefore. Larger companies usually

which allow 6 control the data workflows, data tracking, and data
transfer. Same of the well-known systems. are STARLIMS (Abboct
BRI e Y Vi A Siogt i e
(Accelrys) 4], SampleMansger (Thermo Fisher Scientific) (S|
—i Loty ] o LabmchNS(CompetingScotions) 7] A
s that are

work efficiency. in particular with 3 high theoughpu of data. The
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ELN — connection to other databases

=== SCIFINDER
v A CAS SOLUTION

0]
A CsHoNO, 20 v
2-azaniumyl-2-phenylacetate

N-1302 B D)

PubQhem

J 2. 2835-06-5 &

~1652 o ‘ mlsob

NH,
OH
m

.
CoH,NO, _
Benzeneacetic amd, a-amino-

+ Key Physical Properties
Regulatory Information

Spectra

Experimental Properties

ZGUNAGUHMKGQNY-UHFFFAOYSA-N

L)

PubChem CID:

Molecular Formula:

Molecular Weight:
InChi Key:

2-Pherylglycine is

P (&) (N

25200329

CgHgND,

151165 g/mal
ZGUNAGUHMEGONY-UHFFFADYSA-N

a metabodite deseribed in normal human urine [PMID: 144735497) and plasma (PMID: SERSA01).
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Simulation and calculation

Chemotion -

&= Collections

Al

B3 chemotion net
Exiraktion for repo
Tietze compounds.
Linker

MetallPrecursor
Substrate

Reagents

Text Import Beilstein
Test Sonja Gruppe
Fabian Hundemer Diss
Swetlana_Vock

Daniel Knoll Daten
Calculation Doptants
Compounds Andy_Mununganti
MOF collection
Dissertationen_Molekule
Info_Exchange IFG_IBCS_I0C
alte Collections

test extract

Rudiger Reingruber
Enmilie Gerard
Calculation OLED

New Collection
Calculation TADF

ETL

id example:

A weac e, swes, v ||

®0(0) &00) [Bo©) w0  ©022(15) & Graph
= (R e o v [
B
T 5 o CarHaeNs (Shg . — Data <
= 4,6-bis(3,5-dipyridin-4-ylphenyl)-2-methylpyrimidine 2 Hilbrence
. 160
NJ-2649 (=% -
o
+ = ) ]
CagHoBr =0 v g
(10bR,10cS)-4,9-dibromo-2, 7-ditert-butyl-10b,10c-dimethylpyrene ;% b =
= g .
NJ-2648 (=104 60
O~ “© o o
10
100 N .
o O
= -
E @ L] N
= -
m 70 @
1 N
80
@
50 ® N
40 ° . Br
® -
30
20
10
0 Br

45 -0 05
LUMO (eV)

Nicole Jung ~

[
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How do | get Chemotion? How can | learn to

use it?
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Chemotion - first steps f“lj

= You can try out chemotion without any local \‘(IT
installation via test-instances hosted at KIT

= Two options to run chemotion:

= Local installation

= NFDIin future: Chemotion as a service

=  4Chem provides technical support and
training
» Interested? Contact helpdesk@nfdi4chem.de
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about:blank

Chemotion-ELN Handbook

Comprehensive online manual

Introductory videos

In depth videos

(©) chemotion  Documentation +

Contiguration
Manual
About
Intro
Introduction videos
Browser and access

Structure of the
Chemotion ELN

Adjusting views
First steps
Collections
Lists in Chemotion ELN
Elements

Samples

Reactions

Wellplates
Details modal
Toolbar functions
Molecule
editors/sketchers

Barcodes and QR-codes

>

Newsroom

in this way are available to the user in the target collection. Details on the import of samples and data or requirements of the files
to be loaded are described in the page Toolbar functions

Samples in the element bar

In the element bar, samples are listed first as the most important common unit of this Chemotion ELN. The tab of the samples has

the benzene ring ‘O a5 2 symbol. The user wil noticethe number next to the sample symbol and the rumberin parentheses.
The number right next to the sample symbol indicates the number of samples within the selected collection. The number in
parentheses shows the number of selected samples within the collection. The element bar shown in the figure above appears
when the Chemotion ELN is opened if no detail level has been selected. When selecting the level of detail by selecting a sample,
the element bar is reduced and the details modal appears.

The element bar provides an overview of a lot of information. It should be noted that the areas with a gray background within the
sample list represent the molecules whose structures are used by samples. These fields do not represent certain samples with
properties, but only the general chemical structure. All associated samples of the same structure are then listed below the.

(: ) Chemoti D

Docker installation

Development
Configuration
Manual

About

Intro

Introduction videos

Browser and access

Structure of the
Chemotion ELN

Adjusting views

First steps

Collections

Lists in Chemotion ELN
Elements

Details modal

Toolbar functions

Molecule
editors/sketchers

Barcodes and QR-codes
Inventory
Analytical data

Generic seament

Introduction videos

This list is a summary of videos that were created to support the repository users as well as to establish necessary standards in the

reporting and structuring of data. Please use the information to improve your data handling whenever you use the chemotion

systems. An adaption to the shown standards is necessary to allow the re-use of the data and to facilitate the reviewing process of

the repository.

Part 1 Add collections

Part 2 Add reagents

() pait2Addreagen

Part 3 Plan a reaction 1

Part 4 Plan a reaction 2

@) part4piana

https://chemotion.net/chemotionsaurus/docs/eln/intro
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Chemotion-ELN Q&A Session 0 @

Every second Thursday Chemotion Q&A
Ask any questions or get help regarding Chemotion ELN

General introductions to the ELN

Next date: @ .
otion
m Thursday, 27.01.2022, 15:00-16:00

Registration: via https://www.nfdi4chem.de/

A
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https://www.nfdi4chem.de/

Infrastructure for the chemistry community f“lj

(®) NFDI.Chem

ENHANCE
YOUR
DATA.

i eoe@
o 2 2 32
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Repositories in NFDI4Chem
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®

Federation of repositories

Core Repositories
Processes & Analytics Spectroscopy Subdomain-specific Generic/Multi-disciplinary

MassBank EU bwDataArchive

VibSpecDB STRENDA DB

Associated Repositories
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The repository Chemotion

Published 3 days ago by Nicole Jung

Publications ~ Newsroom®!  How-To @

CH3 CHs
HsC N CH3
SN

N
bl NH;

Repository for
otion molecules, reactions and
research data

Visibility and Impact

« Publish your structures, attach your characterization data, and make them citable via DOI

« Automated registration at various scientific data providers
« Long-term archival - from scientists for scientists

£ Storage

Hosted by an experienced data center, Chemotion
repository can store your research data reliably and
securely.

@ Licenses

Choose which license is suitable for your research data to
allow others to re-use your data

« [[EM Now, publish your Reactions

Features

Metadata
Keep your research data findable and accessible and

collect descriptions about the data. Based on DataCite
Metadata Scheme 4.0.

€ Data Quality

Release your research data and pass an internal review
that ensures data quality.

nicole jung@kit edu

O

Samples

published

2531

556 under review
507 under embargo

A

Reactions

published

829

682 under review
493 under embargo

Analyses

7822

Top 3: 3181 NMR
2101 IR
1580 Mass

DOI

Tie Digital Object Identifier (DOI) to your research data
This registers your data in DataCite and makes it
identifiable, searchable and citable.

@ Embargo

Put an embargo on your data. This allows you to delay the
publication of your research data. You can release to make
your research data visible to the public whenever you are
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Workflow in chemotion repository @

ELN: Repository: DOl reservation
transfer to repo = data upload

T No
embargo

data selection & —> internal reviewing

editing of data —— o
submission

Jembargo l

review
selection of I
embargo bundle v v L
revision

revise accept

Preparation of Data Repository embargo External
no embargo l l

disclose <« assign reviewer

I

]
v

L DOI minting - DataCite
release

l
PubChem check
Info on novelty <—J b}

final entry in repository < PubChem listing

v
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Reactions in chemotion repository

Chemotion-Repository My DB Publications Review Embargoed Publications Newsroom ¥ How-To @

m Reactions Samples
NH; N, Cl - f "
/N Cl s B IS ¥ e
x, J —_— P e Lo = 5
N cl 80°C, 3 hr N NHz P

pyrolidin-2-one

39%

ID Embargo Author Analyses X-Vial ID Embargo Author Analyses
CRR-20478 Laura Holzhauer 4 &) CRR-19983 Jéréme Klein 8
Hic_CH )
. : e + wodom o =
5 7
N o 0 100°C 74 oS Ao
12 “ Acetorrie ) Ng
s
ID Embargo Author Analyses X-Vial ID Embargo Author Analyses
CRR-19765 Simone Gralle 8 - CRR-18920 Christoph Zippel 4
g Now SFew:= A
X A Nz Nz
g : O@ 60°C 3nr 2 %
h THE [inater N
3%
ID Embargo Author Analyses X-Vial ID Embargo Author Analyses
CRR-19926 Christoph Zippel 4 CRR-17667 Christoph Zippel 4

ffli\ 7.

i

ID Embargo Author Analyses X-Vial ID Embargo Author Analyses
CRR-19873 Victor Larignon 3 B CRR-17106 Vietor Larignon 6

Chemotion Initiative ~

[

Scheme-only reactions

X-Vial

X-Vial
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Reaction details in chemotion repository

Chemotion-Repository  MyDB  Publications ~ Review  Embargoed Publications P

N._ _ClI NHs
©j I
S J—
N” “al 80°C, 3hr
pyrolidin-2-one

NH2
39%
ID Embargo

Author Anal
CRR-20478 Laura Holzhauer ¢

Hic_CH Hic._CHs

a a
\/‘\c,‘ 2 M
o
s

ID Embargo Author Anal
CRR-19765 Simone Gralle H
ID Embargo Author Anal
CRR-19926 Christoph Zippel <

i

ID Embargo
CRR-19873

Author
Victor Larignon €

1H nuclear magnetic resonance spectroscopy (1H NMR)

DOI:  10.14272/BMIMNRPAEPIYDN-UHFFFAOYSA-N/CHMOO0000593 | Ity | [&

TH NMR (400 MHz, DMSO-ds, ppm) & = 2.40 (s, 3H, CH3), 7.23-7.28 (m, 2H, CgHa), 7.44-7.48 (m, 1H, CeHa), 7.67—7.69 (m, 1H, CgHa), 12.29 (s, 1H, NH).

Datasets.
R53A_1H ﬂ E
13C nuclear magnetic resonance spectroscopy (13C NMR)
DOL:  10.14272/BMIMNRPAEPIYDN-UHFFFAQYSA-N/CHMO0000595 | Iy | &
13C NMR (400 MHz, DMSO-ds, ppm) 8 = 20.5 (1C, CH3), 115.2 (1C, CsHa), 123.0 (1C, CgHa), 127.8 (1C, CgHa), 129.2 (1C, CgHa), 131.6 (1C, CgHa), 131.9 (1C,
CeHy), 154.9 (1C,CNCHy/CONH), 159.1 (1C, CNCH3/CONH).
Datasets
R53A_13C ﬂ E
mass spectrometry (MS)
DOI:  10.14272/BMIMNRPAEPIYDN-UHFFFAOYSA-N/CHMO0000470 (I | [&
El (m/z, 70 eV, 100 °C): 181 (11) [M+H]*, 160 (94) [M]*, 132 (100), 131 (70)
Datasets
R53A_EI-MS ﬂ a
infrared absorption spectroscopy (IR)
DOI:  10.14272/BMIMNRPAEPIYDN-UHFFFAOYSA-N/CHMO0000630 |4 | [&
IR (ATR, ¥) = 418, 453, 469, 476, 561, 584, 509, 691, 725, 751, 779, 853, 888, 928, 945, 1007, 1122, 1156, 1188, 1208, 1276, 1285, 1344, 1380, 1422, 1432, 1485,
1502, 1567, 1601, 1659, 2707, 2769, 2836, 2881, 2958, 3003, 3098 cm™".
Datasets
R53_IR
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Generation of Supplemental Information

Synthesis of new pyrazolo[1,2,3]triazines by cyclative
cleavage of pyrazolo-triazenes, Nicolai Wippert, Martin
Nieger, Claudine Herlan, Nicole Jung and Stefan Brase.
Beilstein Journal of Organic Chemistry, preprint 2021.

T — "
o amesemesss 7
i 21 Discoropriomine. K0, N
B - - K
r i
15, 5-{(~ (E] 1~ {H)-pyrazole-4-carbonitrile, Formula: CyoFHygNe; Exact Mass

Po 1436, Smxln CC(\(C(C)C)"I-\I(ln(n!ﬂmI #N)C; IaChiKey: UCPMQTTXXMXIFF-CCEZHUSRSA-

To a mixture of 5-amino-1H-pyrazole-4-carbonitile (2.00 g, 19 mmol, 1.0 equiv) in 6 mL. of water, conc
‘Bydrochleric acid (6.17 L., 74 mmol. 4.00 equiv) was added. The mivure was cooled 1o 0 “C and a solution of
soduum;nitrte (1.91 g, 28 mamol, 1.50 equiv) in 20 ml of water was added. Additional 10 mL of water were added
30minat0°C, 43,337 mL, 24 manol,
130 equiv) 0d dipotassiom earboaate (5.1 2,37 mmed, .00 equi) i SO L of water were added Them:mon
‘mixture was stirred at 21 C until TLC shawed that all diazonium salt had dis The reaction mixture
tracted wih 3 % 150 . of DCM. Soux precipitie was formed between the Lyers which had t b fileed off
(clogged the fii). The combined organic phases were washed with 3 * 60 mL. of water, dried over sodium sulfare
the solvent was evaporated under reduced pressure 1o give the desired product. The obtained crude product
was purified via flash-chromatography on silica gel using cyclohexane ethyl acetate 4:1 1o 2:1 to give the target
compound in 45% yield (1.85 g, 8.4 mmol).

Rr=0.08 (cyclohexane’ethyl acetate 4:1). 'H NMR (400 MHz, CDC. ppm) = 9.04 (bs, 1H). 776 (s. 1H), 527

(hept, 7= 680 He, 1H), 403 (hept, J= 6.7 Hz, 1H), 1.44 (d, J= 6.6 Hz, 6H), 128 (d, J= 68 Hz, 6H); UCNMR
\lODMHzCDCh ppm) 5= 1584, 1413, 1154 (3. CH). 197, 508 (3. CH). 4756 (+. CH, 23 4 (+, 2C. CHy),
102 (+, 2C, CH;), EI (w2, 70 €V, 80 °C): 220 (100) [M]", 135 (23), 134 (11), 120 (35), 109 (16), 108 (37), 100
G 88 B 8 58 70 (15) 65 12), 65 3. 58 74 52 1, HRMS (Culao: Cald 2201436, Found
2201438, IR (ATR. T) = 13,722, 751, 771, 816, 839, 861, 8, 948, 1031, 1067, 1077,
1096, 1130, 1163, 1104, nn mn pe.\ 1295, 1306, mo 1339, 1364, lm 1302, 1412, 1451, 1366, 1402,
1543, 1572, 1720,1792, 2183, 2227, 2873, 2934, 2073, 3053, 3095, 3143, 3231 car!

o

Additional information on the chemical synthesis is available via Chemotion repository”
org/10.14272 seaction A FUHFF-UHFFFADPSC-UCP! | UHFFFADPSC NUHFF-

¥
nformation on the aralysis of the target compound is
.idosora/10.14272 UCPMQTTXXMXIFF-CCEZHUSRSA-N.|

1 bennt s (33 yheiaz 1. on- Loty 1L pyrazele-d (12a), )1 benzyl 5.
o e oI e s
AN s
)\:Ju\ — ./\O - N“:J/’" * Foy
o2175. owgo " "
e o g‘,ﬁ”"
b}
5 (. -
©303 f.en1.y4-carbonitile 1H.pyrazole (15, 765 mg, 347 pmol, 100 equis) was

dissolved in 10 mL of DMSO, Cestum carbonate (133 mg. 409 umol, 1.18 equiv) was added and the solution was
cooled to 0 °C. Bromomethylbenzene (117 mg, 80.9 uL., 681 ymol, 1.96 equis) was added and the vial was closed
and slowly warmed to 21 °C. The reaction mixture was stired at 21 °C for 48 hours. The reaction was quenched
by addition of ice and was extracted with EtOAC (3 15 mL). The obtained organic layers were co-evaporated

with Celite(R) to give the Cels bilized crude product product was purified via flash-

on silica gel using vl acetate 10:1 w0 41, giving (E)- vau(n
1-y1)-1H-pyrazole+-carbonstrile (12a, 58.2 m, 1 ., $4% yield) as a li

solid and (E)-1-benzyl.5-(33 e 13D 1 pyraze-catbomile (L3, 381 mg. 125 e,

36% yield) as 3 light-orange solid

12a (E)-1-benzy3-(3,3-diisopropyltriaz-1-en-1-y1)-1H-pyrazole 4 carbanitrile; Fommula: C:-Ho:N, Exact Mass:
310.1906; Smiles: *NaCelen(nc| N=NN(C(CIOC(CICICelcecec;  InChIKey: AONLLYWWGOIMLR-
XUTLUUPISA-N

Re= 023 (cyclonexane/ethyl acetate 4:1). 'H NMR (400 MHz, CDCh, ppm) & = 7.53 (s, 1H), 7.30-7.15 (m, SH),
s:*mu-unmm.:\us.lﬂ).wsml 6.6Hz, 1H), 135 (d, J 6 (d,J S8z,
6H); C NMR (100 MHz, CDCls, ppm) 6 - 1629, 135.7 (+, CH), 1348, 129.1 (+, 2C. CH). 1. GH), 1283
C, CH), 1153, 81 5, 559(— "I, 49 (=, CHD, 465 (-, CFD, 133 (=, 2C, CF), 181, C, cm) E!(nu.
80 °C): 310 (39) [M]~, 210 (60), 181 (13), 131 (17), 100 (48), 92 (11, 91 (100), 86 (10), 84 (14), 77 (22
(12), 70 (10), 8 (35), 58 (54), 57 (23), 55 (15). HRMS (C:/HN: Caled 310.1906, Found 310.1905: IR
(ATR, ©) = 3122 (w), 3058 (vw), 3031 (1), 2079 (w), 2934 (w), 2868 (v), 2223 (m), 1816 (vw), 1700 (vw),
1604 (), 1537 (5), 1497 (w), 1456 (m), 1412 (¥3), 1368 (vs), 1353 (3), 1326 (w), 1313 (w), 1261 (v3), 1239 (m),
1227 (ss), 1184 (), 1149 (ss), 1132 (m), 1095 (m), 1081 (w), 1028 (s), 1001 (m), 970 (w), ooo (v\), 881 (w), 851
(m), 843 (au), B9 (W), 799 (W), 752 (W), 741 (3), 721 (m), 711 (¥3). 094 (5). 649 (m), 632 (W

132: (E)-1-benzy)-5-(3,3. 1-en-1y1)-1H.pyrazole 4-carbonitrile; Formula: Cy:HasN; Exact Mass:
JQIzl)ngw Smln CCW(C(C)C)"'NHﬂ(n:thl'V)C:l:cz:cl)C m.ll(z) AQYSAXXLCHFEGV-

Rr= 030 (cvelohexaneiethyl acetate 4:1). 'H NMR. (400 Mz, CDCh, ppm) § = 7650, [E)735-7.21 (. SED.
536 (s, 2H), 516 (hept, J = 6.9 Hz, 1H), 4.08 (hept, /= 6.6 Hz, 1H), 144 d, Hz, 6H), 126 (d, /= 6.8 Hz,
GED). C NMR. (100 MEz, CDCL, ppen) § = 154.5, 1025 ¢, CE 1305, 183 6 zc CH) 1280 ¢+, CH), 1279
(+,2C, CH), 160,779, 523 (-, CHyy, 514 481 (+, CH), 233 (+, 2C, CHy), 1.0 (+, 2C, CHi); E (miz,
70.eV. 70 °C): 311 (10) [M+HT". 310 655) [M]-, 210 26). 181 @0). 131 (30). 119 (12), 100 (42). 91 (75). 69
(100), 58 (21). HRMS (Cy7HzNe): Caled 310.1906, Found 310.1905; IR (ATR, ©) = 3111 (w), 3089 (vw), 3067
(w), 3031 (w), 2087 (w), 2975 (w), 2935 (w), 2871 (w), 2220 (5), 1761 (vw), 1606 (vw), 1533 (mn), 1494 (w),
1466 (W), 1455 (), 1441 (w), 1419 (v8), 1391 (s), 1375 (vs), 1363 (vs), 1313 (aw), 1272 (5), 1238 (vs), 1211 (vs),
1164 (s), 1132 (3), 1103 (vs), 1078 (m), 1026 (vs), 946 (w), 536 (), 909 (m), 884 (s), 850 (w), 815 (w), 785 (m),
722 (v5), 710 (5), 691 (v%), 666 (). 630 (), 615 (w) carl.

Additional information on the chemical synthesis is available via Chemotion repository™
.//doi

10.14272 seaction'SA-FUHFF-UHFFFADPSC-KRKANRSFKB UHFFFADPSC-NUHFF-
NVGOA-NUHFF-22Z
itional information on the amalysis of the target
/10 Nﬂ’ s\ON'LL\'\\ \IGOIMLR XLTLUL'PISA N1
0142

®10s Lew DL 1B pyrazeled ), ®-
Sos A T prrcsie t 3y
Al coto, ¥ A A
& )}/s»« 0%0°c.oME0 ";.ﬁ’ﬂ Z)j,,y‘
oo Al Y, ]
" [P, =
In 2 vial, 5-(E)-[di 1~{H] (15, 563 mg, 2.55 mmol, 1.00

zqun)m:dmlmiummx.ommso ‘The solution was cooled to 0 °C. Cesium carbanate (1.0 g, 3.07 mumol,
1.20 equiv) and 1-(bromomethyl)-4-methyfoenzens (700 mg. 3.78 mmol, 1.48 equiv) were added. The mixture
was stirved first at 21 °C for 2 hours, then at 50 “C for 12 hours. The reaction was quenched with ice and extracted
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Generation of Supplemental Information

Synthesis of new pyrazolo[1,2,3]triazines by cyclative
cleavage of pyrazolo-triazenes, Nicolai Wippert, Martin
Nieger, Claudine Herlan, Nicole Jung and Stefan Brase.
Beilstein Journal of Organic Chemistry, preprint 2021.

[12a] (E)-1-benzyl-3-(3,3-d ¥ 1-en-1-yl)-1H-py
carbonitrile

(CHMO:0000553 | 1H nuclear magnetic resonance spectroscopy (LH NMR)

¥ ARBTRARY)

CHMO:0000595 | 13C nuclear magnetic resonance spectroscopy (13C NMR)

CHMO:0000470 | mass spactrometry (MS)

CHMO:0000630 | infrared absorption spectroscopy (TR)
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Further Services of NFDI4Chem
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Helpdesk

Helpdesk / Support
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NFDI4Chem Helpdesk

®

@ NFDI4Che' I | Home Consortium Waork v Community v Events v

Helpdesk

Looking for information or help on research data management, data repositories or electronic lab
notebooks (ELN) for chemistry?

Please check our FAQ page first. If you cannot find the information you are looking for, read on.

How to get in touch?

Contact our consortium-wide Helpdesk to get advise and support on most topics related to
research data management, data repositories or electronic lab notebooks (ELN) for chemistry.

Either send an emall to helpdesk@nfdi4chem.de or use the Helpdesk contact form below

Contact Helpdesk

What happens next?

Your request goes out to all members of the NFDI4Chem Helpdesk and will be picked up by the
person with the greatest expertise on the particular topic.

Single point of entry to support you with all questions
you may have regarding Research Data Management.

For example:

m Electronic Lab Notebooks (ELNs)
m Data Management Plans (DMPs)
m FAIR Data

helpdesk@nfdi4chem.de
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Knowledge Base

Knowledge Base
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NFDI4Chem Knowledge Base

®

f‘.‘j Home  Knowledge Base FAQ®

NFDI4Chem Knowledge Base

A place for all knowledge regarding Research Data Management (RDM) in

Chemistry

Get started

Community More

TRT

Problems Topics & Concepts

About
LinkedIn (% NFDI4Chem Website Legal Notice C

Twitter (7 NFDI4Chem Helpdesk (3 Privacy &8

GitHub (2

Copyright © 2021 NFDI4Chem. Built with Docusaurus.

Launch in December — watch this space

Launch in December!
Linked to a Github repository
— everyone can contribute

Access to Research Data
Management (RDM) knowledge via
various points of entry

Particular focus on chemistry-
relevant topics such as data formats
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Teaching & Training

Teaching / Training
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NFDI4Chem Youtube chanel @

You([T)
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" Introductory videos e = R
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Joint Webinar
Ontologies in Science and Technology

pipeline for 2022 —
stay tuned!

i1 Lbb caiem wnarring

FDM (1) - Grundlagen NFDI4Chem Web Seminars - NFDI4Chem Web Seminars -
13 vicws s B rnitis 60 Joint Webinar Ontologies in... 01. General Concepts and...
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Roadshows / Webinars f“lj

. * NFDI4Chem to give general talks about the
consortium and RDM throughout the country

*" NFDI4Chem Stammtisch last Friday every Month
® Chemotion introduction session every 2 weeks

&&& ® Hands on workshops coming soon:

— Workshop: FAIR Research Data Management:
Basics for Chemists

— Chemotion ELN
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Workshop: FAIR RDM: Basics for Chemists

Costs: Free

Venue: Online
Duration: 2 days, 4-6 hours each

Participants: ~ 20 per Workshop

Registration: via https://www.nfdi4dchem.de/

#

(I 16.2.2022 18.2.2022
72 20.4.2022 22.4.2022
<IN 22.6.2022 24.6.2022
Za 17.8.2022 19.8.2022
S 19.10.2022 21.10.2022
S 07.12.2022 09.12.2022



https://www.nfdi4chem.de/

Follow us — keep in touch!
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Follow us | subscribe | stay up to date

twitter.com/Nfdi4Chem

Linkedm linkedin.com/company/nfdi4chem

Homepage: nfdi4dchem.de

() NFDI.Chem

ENHANCE
YOUR

DATA.

Edit profile

NFDI4Chem
@Nfdi4Chem

NFDI4Chem is an initiative to build an open and FAIR infrastructure for research
data management in chemistry.

®© Germany & nf “hem.de Joined October 2019

NFDI4Chem

chemistry.

@

NFDI4Chem @Nfdi4Chem - Oct 20
Last week we had our annual consortium meeting. Big thanks to all
members of our advisory boards for attending & sharing their valuable
insights & to all speakers for their contributions. It was amazing to see such
passionate talks about solutions for #RDM in #Chemist

o

(®) NFDI.Chem
oo

oATA

NFDI4Chem is an initiative to build an open and FAIR infrastructure for research data management in

Welcome

Dearreader,

Just in time for Christmas, we are delighted to present our first NFDI4Chem newsletter. With the
official start of the NFDI4Chem project on 1 October 2020, the consortium is gaining momentum
and gefling on rack. In this first issue we report on the virtual kick-off meefing in October, our first
Data Pledge, best practises for using data repositories, latest publications from the consortium,
the upcoming joint webinar on ontologies and we announce our *Stammtisch” on Electronic Lab
Noteboaks

With the next issue, we will start to infroduce the six task areas of NFDI4Chem and the people
behind them in more detail. Look forward to comprenensive reports of key topics af NFDI4Chem
and NFDI. We will continue to inform you atiout upcaming events and report an past ones in detail
We will De excited to welcome you at one of our community workshops. Of course, we also keep
vou informed about whatis happening in the NFDI and our cooperation with other consortia. Let us
know ifyou are interested in further topics we should cover.

Enjoy the read!

Merry Christmas and a good

<
startinto the year 2021, /%ﬁ“m-—i

el

Your NFDI4Chem Team

Get to know the consortium!

Subscribe to our newsletter which is released every 3 months via our website! 79



Thank you for Listening! — Any Questions?
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