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Plan of the morning

Wednesday, July 19%"

Morning Session: University of Chicago, William Eckhardt Research Center, Room ERC 161

8:00am Continental Breakfast (ERC 161)
8:30am — 12:30pm Hands-on: WEST
12:30 - 1:30pm Lunch (ERC 161)
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WEST: structure of the code

Without Empty STates

~\ wstat.x

Calculation of the

B czos 18 dielectric screening

w#0 (Iterative diagonalization)
\{ r : ——) wfreq.x
ontour
WEST builds on s C)— @ ciorraiion GW calculation
QuantumEspresso
pw.x Y(w) = /dw’G(w+w’)W(w’) Westpp.x

QP-energies < | Post-processing

EQP =&; + <¢z|2(EzQP) - Vm6|¢z>

7

westpy.py
Python plotting suite

M. Govoni, G. Galli, J. Chem. Theory Comput. 11, 2680 (2015)

We are currently coupling WEST & Qbox
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WEST: ask the team!

.

Marco Govoni
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Team He Ma Han Yang
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Huihuo Zheng

Ikutaro Hamada
Peter Scherpelz Ryan McAvoy N. Linh Nguyen
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Expert

Free-style

EX000 EX001 EX002 EX003 EX004 EX005 EX006

S— GW ¢ wstat.x parallel
free-style
Jupyter LL{}» freq.x XC y
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Let’s start!

1) Connect to midway.rcc.uchicago.edu
ssh -Y midway.rcc.uchicago.edu
2) Copy the material for the Hands-on to you local directory
cp -r /project2/miccom-school/WEST .
3) Start an interactive session
sinteractive --partition=sandyb --
reservation=miccom-school --ntasks=8 --
time=4:00:00 --account=miccom-school
4) Execute the file run_me to start Jupyter notebook
Jrun_me
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http://midway.rcc.uchicago.edu
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GW-full, GW-linear

GW-full B — SEFT — <wn‘ Z(E) — Ve ‘wn>

GW-linear — 2 y = (B(E) — Vi)




Information contained in the self-energy
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EGW - DFT
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A. Gaiduk, M. Govoni, R. Seidel, J. Skone, B. Winter, G. Galli,

JACS Comm. 138, 6912 (2016)
(o] IM{Z(EZ™ )} [n)

Bhard Wt Vi, Sl g, mad Ot M Eagntey

Interacting
Electrons

Treory sexd Cormpatations Approacnes

Martin, Reining, Ceperley, Fetter, Walecka
Interacting Electrons Quantum Theory of Many-Particle Systems




www.west-code.org

[* west-code

D wwwavest-code.org
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WEST is available for download under the GP_

© 00000

Quantum Excited Nanostructures Large Scale Massively Open Source

Simulations States and Materials Farallel
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