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Talk held in HDS-LEE coffee break HDSLEE coffee break.

Latest version of slides are here.


https://www.hds-lee.de/
https://iffgit.fz-juelich.de/phd-project-wasmer/presentations/2025-02-26-how-to-research-visit

My research group

Division “Quantum Theory of Materials” » Group “Materials for Quantum Information

Technology”

Materials for

quantum

information
\ ‘ technology
Stefan Blugel Philipp
»e @ Expertise DFT, Quantum RuRmann - i
PhD advisor magnetism, Spintronics oY Expertise DFT, Superconductivity,

Co-advisor Topological materials

Code development

freur Cspirit  JuKKR ~ SAVDA

judftde NI € JuDFTteam


https://www.fz-juelich.de/profile/bluegel_s
https://orcid.org/0000-0001-9987-4733
https://scholar.google.com/citations?user=qm_TP9YAAAAJ&hl=en
https://www.linkedin.com/in/stefan-bl%C3%BCgel-4b448b177/
https://www.fz-juelich.de/profile/ruessmann_p
https://www.fz-juelich.de/profile/ruessmann_p
https://orcid.org/0000-0002-6196-2700
https://scholar.google.com/citations?user=ZoFQK6AAAAAJ&hl=en
https://github.com/PhilippRue
https://www.linkedin.com/in/philipp-ruessmann
http://judft.de
https://github.com/JuDFTteam

My PhD project

ML surrogates for all-electron electronic structure methods

go.fzj.de/wasmer
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Atomic Features First-Principles Simulator — Primary Output — Secondary Output —_ Tertiary Output
A={F,a,GS,...} JuDFT Codes n(r), V(r) Eiot, DOS, Jjs, ... Te, Sis, ...
trafnt T [ra/n‘
Repr?intation Symmetries — r Secondary Emulator Multiscale si.nj1ulator
|A; A) & S (s S>AiiDA-Spirit
Smart “initial guess” Magnetic property prediction
for fast SCF convergence for spin dynamics simulation
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https://go.fzj.de/wasmer

My research visits Host Jul-Oct 2024

Fﬁ = =y Trinity College Dublin
E Colaiste na Trionéide, Baile Atha Cliath
N u The University of Dublin
00 "
ﬁ : i

Prof. Dr. Stefano Sanvito
Computational Spintronics Group

Host Feb-May 2025

a C A
: (' 1. CASUS
Funding 2l e
~ .
HDSLEE <~ HlDA Dr. Attila Cangi
Internal (S0/50)  cost.eu STSM  Trainee Network Machine Learning for Materials Design
3 months

1 month 3 months Group


https://www.cost.eu/multimedia/short-term-scientific-missions-stsms/
https://www.helmholtz-hida.de/en/new-horizons/trainee-network/

My research visits notes

Research visits notes

| documented the whole process here

List of over a dozen of funding programs

My complete journal

= My applications

Administration, organization
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https://iffgit.fz-juelich.de/phd-project-wasmer/notes/public/-/blob/main/admin/PhD_Visits_Notes.org

My process & recommendations

Started PhD in April 2022
By end of 2022, realized that my group lacks ML expertise, need to gain experience outside

= - If you want to do a research visit, start earlier! Finding a host is easy, getting funding is
hard.

Start of 2023, selected 5 possible host groups, prepared research visit pitches

Dublin, established contact with Dublin with help of my Pl

Gorlitz, established contact independently at a conference

March 2023, submitted my DAAD application for 8-months visit to Dublin

= - From application to confirmation can take 1-5 months!

= - Ask other HDS-LEE colleagues for advice (Slack)
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https://iffgit.fz-juelich.de/phd-project-wasmer/presentations/2023-02-24-research-visit-pitches
https://iffgit.fz-juelich.de/phd-project-wasmer/presentations/2023-03-15-daad-application

My process & recommendations

March 2023, started online collaboration with Dublin

July 2023, the DAAD application was rejected (2/3 get rejected)

Summer 2023, looked for other funding sources

October 2023, submitted my HIDA Trainee Network application for 3-months visit to Gorlitz

= December 2023, invited to become member in European Daemon-COST Action network
through my social media activity (post)

February 2024

= HIDA Trainee Network application was accepted, open for one year
= Daemon call for short-term scientific mission (STSM) funding opens, applied

= Pl informs me that HDS-LEE has additional funding for research visits (50/50)
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https://iffgit.fz-juelich.de/phd-project-wasmer/presentations/2023-10-15-hida-application
https://cost-daemon.eu/
https://x.com/JohannesWasmer/status/1695966269080518718

My process & recommendations

My STSM application is accepted

= Reorganize resarch visit schedule, organize visits (housing, etc.)

July-October 2024, research visit to Dublin

Feb-May 2025, research visit to Gorlitz

HDSLEE & by 26,20 s ¥) JULICH


https://iffgit.fz-juelich.de/phd-project-wasmer/presentations/2024-04-02-daemon-application

Some impressions
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Dublin, new research colleagues &




Dublin, found my partner L 4
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Dublin, Cliffs of Moher £..



Gorlitz, Old Town i
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Gorlitz, new colleagues £
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