
Partners in crime for ten 
years

… and counting



• PME.UCHICAGO.EDU

Davis, 
2013



Davis, 2013



Davis, 2013



Chicago, 2014 à



Young Building, 2014



Chicago, 2015



We published ~ 40 papers together
Large scale GW calculations, Marco Govoni and Giulia Galli, J. Chem. 
Theory Comput. 11, 2680 (2015) 

1st release of WEST when we submitted the first MICCoM proposal
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11. Quantum Embedding Theory for Strongly-correlated States in Materials, He Ma, Nan Sheng, Marco Govoni and Giulia Galli, J. Chem. Theory Comput. 17, 2116-2125 (2021).
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15. Quantum simulations of materials on near-term quantum computers, He Ma, Marco Govoni and Giulia Galli, npj, Comput. Mat., 6 (85), (2020). 10.1038/s41524-020-00353-z
16. PyCDFT: A Python package for constrained density functional theory, He Ma, Wennie Wang, Siyoung Kim, Man-Hin Cheng, Marco Govoni and Giulia Galli, J. Comp. Chem., 41, 1859 

(2020). 10.1002/JCC.26354
17. PyZFS: A Python package for first-principles calculations of zero-field splitting tensors, He Ma, Marco Govoni and Giulia Galli. J. Open Source Softw., 5(47), 2160 (2020). 
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18. Discovery, Design, and Dissemination, Raul Laasner, Xiaochen Du, Aditya Tanikanti, Connor Clayton, Marco Govoni, Giulia Galli, Matti Ropo and Volker Blum, J. Open Source
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19. Improving the efficiency of G0W0 calculations with approximate spectral decompositions of dielectric matrices, Han Yang, Marco Govoni and Giulia Galli, J. Chem. Phys. 
151, 224102 (2019). 10.1063/1.5126214

20. Dielectric-dependent hybrid functionals for heterogeneous materials, Huihuo Zheng, Marco Govoni and Giulia Galli, Phys. Rev. Mat. 3, 073803 (2019). 
10.1103/PhysRevMaterials.3.073803

21. Finite-field approach to solving the Bethe-Salpeter equation, Ngoc Linh Nguyen, He Ma, Marco Govoni, Francois Gygi and Giulia Galli, Phys. Rev. Lett. 122, 237402 (2019). 
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22. Qresp, A Tool for Curating, Discovering, and Exploring Reproducible Scientific Papers, Marco Govoni, Milson Munakami, Aditya Tanikanti, Jonathan H. Skone, Hakizumwami
B. Runesha, Federico Giberti, Juan de Pablo, Giulia Galli, Scientific Data, 6, 190002 (2019). 10.1038/sdata.2019.2

23. A Finite-field Approach for GW Calculations Beyond the Random Phase Approximation, He Ma, Marco Govoni, Francois Gygi and Giulia Galli, J. Chem. Theory. Comp., 15 (1), 
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24. Coupling First Principles Calculations of Electron-Electron and Electron-Phonon Scattering, and Applications to Carbon-based Nanostructures, Ryan L. McAvoy, Marco 
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25. The role of defects and excess surface charges at finite temperature for optimizing oxide photoabsorbers, Matteo Gerosa, Francois Gygi, Marco Govoni and Giulia Galli, 
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26. Dielectric Properties of Condensed Systems Composed of Fragments, Ding Pan, Marco Govoni, and Giulia Galli, J. Chem. Phys., 149, 051101 (2018). 10.1063/1.5044636
27. GW100: Comparison of methods and accuracy of results obtained with the WEST code, Marco Govoni and Giulia Galli, J. Chem. Theory. Comp., 14(4), 1895-1909 (2018). 
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28. Electron affinity of liquid water, Alex Gaiduk, T. Anh Pham, Marco Govoni, Francesco Paesani and Giulia Galli, Nature Comm., 9, 247 (2018). 10.1038/s41467-017-02673-z
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Looking forward to Zoom 
Meetings before the summer 
and to having you back this 

summer!

We wish you all the best in 
your new position



Thanks for everything!!!


