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10 Dr. Natei Ermias Addis Ababa University, Ethiopia
11 Dr. Addisu Gizahegn Addis Ababa University, Ethiopia
12 Dr. Wondimagegnehu Beshah Robee Teachers' College, Ethiopia
13 Dr. Genene Shiferaw Debre Birhan University, Ethiopia
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WEEK-I

24-Nov 25-Nov 26-Nov 27-Nov 28-Nov
Wednesday Thursday Friday Saturday Sunday
Morning -Session 9:00 -12:30

9:00 — 10:10: From From Hamiltonian to Introduction to
From Hamiltonian = Hamiltonian to =~ DFT (session3) classical MD
to DFT (sessionl)  DFT (session2) (force field)
(Omololu) Omololu, Getachew
Break 10:10 -
10:30
10:30 - 11 :30 Crystals, Bloch ~ Phonons (theory) Ab initio MD
xc functionals and Theory. Dr. Anne Getachew and
pseudopotentials Structure Dr. Getachew Tamiru

relaxation, Band
(Kingsley) structure.

Dr. Kingsley
11:30-12:30
Linux, hpc Kpoint and Phonon (hand-on) Classical MD
commands, lattice parameter Phonon DOS & Band (hand-on)
Kingsley, Anne, (hand-on) St. Getachew and
and Mesfin Kingsley and Anne and Getachew Frew

Genene
Lunch - 12:30 -
13:30

Afternoon — 13:30 — 17:30

Xcrysden, vec-relaxation, >> Ab initio MD >>
Xmgrace, Jmol, DOS, PDOS, Tamiru and
vesta, Introduction ;.4 BANDS Gamachis
tEOCSt])E (hand-on Kingsley and

Wondimagegn

Anne, Kingsley
and Gamachis




WEEK-II

WEEK 2- 29-Nov 30-Nov 1-Dec 2-Dec
Monday Tuesday Wednesday Thursday

Morning- Session: 8:30 - 10:15

GPAW Introduction GPAW  tutorials Advanced functionals Machine Learning

Yedilfana and Natei (DOS, PDOS, and (DFT+U and (ML) for materials
Band structure) DFT+U+V) science applications
Gamachis Turii Mesfin and Addisu
Asnake
Natei,
Yedilfana

Break — 10:15 — 10:45.

Morning — Session 2, 10:45 — 12:30

GPAW tutorials GPAW tutorial DFT+U and DFT+U+V ML Tutorial

(optimization hands-

tutorials and hands-on

Mesfin, Addisu and

on) lurii, Kingsley and Gamachis
Gamachis and Asnake Anne
Lunch: 12:30 - 13:30
Afternoon: 13:30 — 17:30
GPAW tutorial GPAW tutorial DFT+U and DFT+U+V  Closing remarks and
continue continue certification
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