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A RAEPBITRIAKZFF 2 —Y v e (ETH Ziirich)

. TH3FF3: Caterina Barillari X (Scientific IT Services) 5444

« AETF—2EIE> X5 A OpenBIS DR - EECEH T 2[RI

B L URIRREEIEE T HROMYR— M EFEICEHT B 1FRR
i

A ZEFHIEAFD—H 2 XX (EPFL)

. TH3F: Giovanni Pizzi EX (Laboratory of theory and simulation of

materials) 5 3%

. AR T — 2T R T A AiDA OFR - BEICEHT 5 HIHRIIE
TFAWNY « PTOITRNKEF YT 424> (GWDG)

. TB3F75: Ramin Yahyapour #{#% (Managing Director) 5 3%

. BIRENEZE L TLWSIMREZIEICTYH —EXRICET 5 [FERA I
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Data life Cyﬂ& suppnrt @ ETHZ Active data management

' Annotate, store, backup
Dutn data while it is produced
£ resaiRorn

. L | i S
Diarta ro-usn pm;n-ﬂﬂng

Scientific IT Services

EMEMNIEY i viE 5
XEEMNIBS T HEH AN3E 4 2 EHE
Long term data management
Annotafe, share/publish, {}
preserve data at the end of a =
project / publication OpenBIS (‘: LYo

H— E R &R

Library ESISHAREI T, B TR I 7 AL X
«  RDM Summer School ( 5SHBIO&EFR I —XICK Y BHIEETE)

. RDM Workshop
BRIDY—I, PRAFADOFBREICOVWTSH, SIS, LibraryBNEFNZENht =+ — % FIRICEE
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MAZTOMREHTIBHREEZXRIRT H1OIC
LUT oBge 21 (2019FIRE )

c ARV ENY (T7AN, RFa A M) H—I)\—
c IREEDQOAVYN—FTOTF—4HTF

. BFFMR ./ — b (Electronic Laboratory Note, ELN )
« AVRYNYFTIVI FADY) VI IBOIAHE,
SHRDY YV —R L EFREREICER
e FTVxHMITSOHICKY, TV MEOUKFRER.
J—s70—%8 Rk

. Jupyter NotebookZE., # > H 4 MEEIFTIRIE & D EHE
CHNERD - oa—xT oIy EDiEE
« HEBOKIRIEF — A R b L —IADSIBHERE
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LT al—33 /1’E¥E§§Mt (automate) - #8411
(organize) 5 & EBIC, T—E2DFREZEZRFELBIRA
BEEEZRIET =00V —IL (O EEEH)

. BEMbES =7 -4 70— CRZEOMEEIBHIAD

. T—ADREEEHERIICIEN - RET S

. FARRR|ICH L DEHIREMRIESNEYZalL—2arvE
HE5T5

. AiiDAIZ, EPFLTHRL =Lz Y R—FrT 5V —I)LEE

Materials Cloud
EEBURINY

a—4 AiiDA Plugin Registry

T304 EEm HPC

AiiDA Lab
Jupyter SaaS
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iDATZDE FEITA[RERA TR (2018/2~ )

materialscloud:2017.0008 """

Two-dimensional materials from high-throughput computational
exfoliation of experimentally known compounds

Authors: Nicalas Mounet™, Marco Gibertinit, Philippe Schwallert, Davide Campi®, Andrius Merkys™=, Antimo Marrazza®, Thibault Sahier, vana E. EB]_B_S_h_aﬂD_g‘D_r_g_

Castelll', Andrea Cepalloti?, Giovanni Pizz?, Micola Marzari

1 Theory and Simulation of Materials (THECS), and Mati onal Centre for Computational Design and Discovery of Novel Materials (MARVEL), Ecale r_e_:?'_d_ﬂ_t_ﬂ_&r_g
pl:-ijlt'!':hl'liqlh" Féddrale de Lausan ne, CH-1005 Lausanne, Switzerland

2 Vilnius Liniversity Irstitule af Biotechndlogy, Sauletekio al. T, LT-10257 Vilnius, Lithuania _|_
DDIS * Cormesponding suthors emails: nicolas.mouncti@aph.ch, nicola.mar@ngepll.ch
. 10, Fa4 % makmrialacinud: 00 T 00K {vorsion v, submitted oo 31 March 2018] REC ommen dEd
assigned R

rtini, Philippe Schwaller, Davide: Campi, Andrius Merkys, Antimo Marrazaa, Thibawlt Sabier, lvano E. Castelli, Andrea d d ta re pOS ItD r y
computational exfoliation of experimentally known b}' Nature's

G journal
Description Scientific Data

Two-dirmensional (200 materials have emerged as promising candidates. for next-generation electronic and optoelectronic applications. Yet, only a
few dozens of 20 materials have been tuccesshully synthesized or exfoliated. Here, we ssareh for novel 20 materiale that can be aasily exfolizted
fram their parent compounds. Starting from 108423 unique, experimentally knaown three-dirmensional compouwnds we idertify a subset of 5619 that
appear layered according to rabust geometric and bonding criteria, High-throughput calculations using van-der-Waals density-functional theary,
validated agalnst experimental structural data and calculated random-phase-approsd mation binding energles, allow to Identify 1625 compounds
that are either easily of patentially exfoliable. In particular, the subset of 1036 easily edfoliable cases provides novel structurel prototynes and simple
ternary compounds as well as a large portiolio of materdals: to seanch from for optimal properties. For asubset of 258 compounds we cxplare
vibrational, electranic, magnetic, and topological properties, identifying 56 ferromagnetic and antiferromagnetic systems, Including half-metals and
half-semiconductors. This archive antry contzins the datats-ase of 20 materizls (structural parameebers, band strectunes, bbindi g ENErgies, elc.!

Micodas Mounet,
Cepellott, Giowanni Pizzi, N
compouwnds, Materials Cloud Archiee

materalscloud: 2017,

Di = l:t l inkS together with the provenance af all data and calculations as stored by AiDa,

to Discover & Materials Cloud sections using this data

Exp]gre A e e e e o
plora [nterfaoe proveding access to the full database
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. Gessellshaft flie Datenverarbeitung mbH Goéttingen (GWDG) I,
FyFIoHEUREFERYIR-TIVIMBMICTL, ITH—EX
it =R HNPO

. B —-EXIE BEF A, FBEAIPARAT A, BiE
RRAFA4 VI —ER, Ry T —=IH—ER, HPCOARL—2 3V
Fzlx

. ROMICET 3 Y —IIEBfE., COY—ERD—IRL L TIEH
. JLFRDME 2
« T—ARRXIAYMOEZHMTZE TAccess(A—HF—A>E42—T . —R)

1 "Service(T—#IE), "Data(R bL =), DFEEICHIT. KRR
mwm?ﬁ&t‘éﬂ&@@ﬁﬁ RUCTURE

ON THE POLITICAL AGEMDA

Fa. for &  accesminik 8 &la -.r\.-.."l:l waith U "_'J-."u stabas we will fund a Couril fies Paon e T C
R~ ,-..,\._: St il Py St i e [F i reral S S vabae i E Mol § Cilabersbe & al I
Cosbvion agreement COLL C5U and 5F0 iR
Ll paricd, Decerniber 2073 S c Sta r
Fahwad B
Semver San, v GWDNG common
Jats storage architecture
TO FACILITATE AMND ACCELERATE DIGITAL TRAMSFORMATION IN ! Tra Common [ata Sjorags ARohrechss (COETAH a0
THE SCIEMCES OMN A MATHOMAL LEVEL 1 u n
will meonivor transitlons in the German sclence sysuem at lerge amd give '
d Govermment. i owiil specificaiy = [
o
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GWDG : Gottingen eReserch Alliance ( eRA )

/”‘EIJ
X7
. GWDG & SUB ( Gottingen State and University Library ) O EF93 & it
[C. RDM%Z Z L eResearch ZRZICEHH 5 b — A2 ILYR— b & BB = XEE

. 1%
. KB OT o MEREERFICIE. Research OfficeE 371 L. DMP{ERL 1B
L. eScience 1 V7 SBRICETHa>VHILT 1> T % FEie
« RDMVY U 2 =2 3> QO IFGERRETR IR METFIVERET
5709 MEENE
. FL—=27F
. T—AYA T AHBTIL,

kll”.l.lllHL'll_'

= Staff Pooling
= Spftware Dav.

2017ﬂEJ: (’) 2@&5 4 EFTSGD ;;::[:.:aﬁlliegv o _:g:géf_' * Data Curation
Y -2 — L% e = i

analysis

* Publication
strategy TN
- LTIV mE

+ Standard &

tailored h
+  Curricular & .+ 10 resources
i = T services
E :g:‘:"":“!d i wimbenanasmetic g U E = Publication
' SEervices

* Experts
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1. The University of Queensland (UQ)
. THFJ7: Joe ShapterF{#%(Pro Vice Chancellor Research Infrastructure) 5 4%
. ART—2EEL R T A UQRDMDBIHK - EEICAHT 515k
2. University of New South Wales (UNSW)
« TB3F A: Maude FrancesE(Associate Director, Scholarly Communications and
Repositories) 5 4%
« BIRZICEFBIMAT—E2RY— MART—2EIE
AT A, RDM b L — = THER DELY A ICEAT 5 (FIR IR
3. University of Sydney (USYD)
« THFFH: Andrew JankeEX(Associate Director, Research Technology) 5 443
. BIRENIEMTE2T—EY M TVRD ML —=> 5T A5 S A Sydney
Informatics Hub DEE ICEH T 5 [FER R



UQ : UQ Research Data Manager

... Data Management Record
Research Data Manager (RDM)

WMROEHICIGCTE

L]
Research iy
arc Sz
1
Data Hj-"' .
Manager J

DMPH /] A ML —RER R/

« ROMT7 S Y NI —ADHT, BRTBT I FOREBH LT
FTO—EDRAT—42R%E120O "La—Fk, LLTIEMR - B3R
. HADBEFZETREICIS L TEHRZEFIER

« HRB : FALDTYF >S5, DMPDH ]
.m%¢:1bu—9®ﬁﬁ MRT—2DAET—R{ER
. ARR  HREZFORE. T—2FE. VRIMIADT—4

N
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« Research Data Management Best Practice with UQ RDM 1)

. UQRDMZEALRDM L —=> Fa—2 %2 HI(C1[ERE
. fL=—=24D—-023vTD Eht

. BYSRK/—bOFA

« Data Science with R and Rstudio 2)
« UQRDM Pop-Up Sessions (UQ Hacky Hour)

. BERE--BREICHEESNDIEYYaY

1) https://staffdevelopment. hr.ug.edu.au/course/RRPRDM
2) https://gitlab.com/stragu/DSH/blob/master/R/rstudio_intro/rstudio_intro.md
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https://staffdevelopment.hr.uq.edu.au/course/RRPRDM
https://gitlab.com/stragu/DSH/blob/master/R/rstudio_intro/rstudio_intro.md
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UNSW . ResData

B b 0 g = otk e e

. FIBIZR “Storing your Research Data” ZFHWTCTHIREZBEN N T — 4214
BxBTH

 TADIEECLICEITRA ML —TE D RT AL IR

e T—RAFP—HATIRAT AL EEELEDMPY R T AZIRIBIATE
DT — A2 T —hA JT5EEO ERER

« ResData T{ERL L 7=DMPIZERICE D LN TUNSWIE
DA ML —< TDataArchive; &Y 4 T X MNEJRE

« FICHRBOMAT — 2EREHIFBICITONDS K S%E
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UNSW : RDMoT

Research Data Management online 1raining O,
iffni Professional Staff

« RDOMF > 5 A > 4 #1214

« IMSEEBALTHMBICH Y S A »E M Z1ER

« ROMO—RHEHEHBETERAY —ILDA A5 a2t EhE
. FERERBOMI : BRFOEZORNZEST - FTHRIE

. Hacky Hour : RDM%Z & & 1= 3%
V=ILDLIFry—LT—02avT

. ResBaz : EpEHY7SHacky HourE L TDH> T 7L Y R ( BRE. K
FHREDIYFUOITAALCFUIDEE LT H D)
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USYD : DashR

e ™

. DashR:DMP{ERL & R kL — T BEIER
. UQRDMEEENL =7 —*F T F %
. HPCLE¥EZHENMETE %
e WA ML =B —ERFEREDERN (SEBILKFE)
. IREEEED EE
. EOFEfORITaATIARL—=arhdsdm?
. EOFENEDIEER ML -V EFRALTLSEM?
. ERICEREENMERA (R ML= FEDRRALRE)
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USYD : Sydney Informatics Hub

DashR
(RDM system) — .*'“
_ HOHE I AT 4 TP =
Artemis D—43 3wy 701&55U—C\
(HPC) BNt — R ERENAVATE £ 1RiE
1o aryiLa >y b s 2T 42
« T—AYALITVARADINL—=YFT—4H2 3y T
o Artemis(USYDODHPC)EFIAAL I=RAROA > A S92 a >
DEF DT — 2R FE (6Bl : 5/ L)
. Python ¥RIC & 5 ¥tH '+
e DashRE{FRHLIEHRET —2BEBOA VAN I3y
« Hacky Hour

o R EZPHDRA TERICIFIRAIE PRI TE B2y a v EFEL
T— AEREN AR DRI 2 =5 1« 2B
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