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|dentify where you best fit

[AVERAGED]

| studied atomistic
simulations
OR | used software for

MD / DFT a few times

[ADVANCED]

(I studied atomistic simulations)
| use software for MD / DFT
often

...and | use AMS
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SCM: Spin-off company

(VU Amsterdam)
ADF = first DFT code for chemists 30 peoples (15 senior PhD’s)
Study transition metal complexes ~ 15 developers
for catalysis Mitsui, Shell, Akzo, Unilever Implement new features, debug,
Training in Amsterdam to optimize ~ optimize, docs & support
catalysts + Many academic collaborators
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Continuum

Molecule % Kinetics: kMC |
® Zacros/ pyZacros i -
Settings ® Dendrite formation, interfaces i;‘@ P . v, 1
gob [ Force Fields: UFF, GAFF, Apple&P
v ReaxFF: reactive MD
Results Lé ®  Dynamics of large systems

MLPotentials: accurate MD

®  MB3GNet, AIMNet2, ANI,
nequip, SchNetPack

{}% PLAMS pﬁm

Hybrid: combined engines

®  Multi-layer, QM/MM, QM/QM’
DFTB: fast electronic structure

®  GFN-xTB,DFT-B

ParAMS, ASE

BAND: periodic DFT
® Materials, surfaces/interfaces
® QE engine and VASP interface
ADF: powerful molecular DFT
® Slater-type all electrons

® Relativity, spectroscopy
NMR, EPR, IR, Raman, UV/Vis, VCD, etc.
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Batteries

Predict, optimize and design

Li intercalation potentials
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v Energy density: intercalation potentials, voltage profiles

Cathode
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¥ Kinetics: diffusion coefficients, activation energy
v Thermodynamics & stability: free energy path, redox

potentials, viscosity
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Redox potentials vs. Li/Li+

® Ox. potentials
® Red. potentials =)
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Semiconductors

Understand materials & processes

Electronic structure & spectroscopy Compositional phase diagrams
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_g “Tw v Electronic properties: bandgaps, effective mass,

g'”‘ ; | mobility, phonons, defects, work function, etc.

by ¥ Materials optimization: phase diagrams
“Formilovel (V) | ¥ Processes: deposition, etching, sputtering




switch GUlI module define & switch queues :
reports & templates job status

|f:l$ta|| paCkageS (remoy i

Edt Job Queue Sort Filter Vie ools Help
' change default, e.g.

’

-
;

- - : . . cores, nodes, walltime
G structurse SEE files for this job
ueue

» nitroglycerine-water Sequential ()
@ » PAH-gOwOD Ivy 1 (™)
» water-graphene Sequential ()
» tryhybrid Sequential [}
ADF » pentgOwO Ivy 1
[ ADF v

FF » UFF-h2o-graphene Sequentia R
s s h h ial )
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job type
search all jobs / folder view
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switch engine jobtypes&setup search

. AMSinput 2020.102 O
SCM File Edit Select Atoms Bonds View Help

ADF  Main  Model Properties Details MultiLevel Q

Task: Single Point v 0

jobtype — ™ |
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. Total charge: 0.0
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Now.. your turn!

www.scm.com/workshops/surf2026
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