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A. PROFESSIONAL PREPARATION
(see PAPPG Chapter I1.C.2.f.(i)(a))

INSTITUTION LOCATION

Laval University Quebec City,
Canada

U. of Sherbrooke Sherbrooke,
Canada

U. of Montreal Montreal,
Canada

U. of Pennsylvania Philadelphia,
PA

B. APPOINTMENTS

(see PAPPG Chapter I1.C.2.£.(i)(b))

From - To

9/2018-current

6/2013-8/2019

10/2014-5/2015

8/2007-5/2013
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MAJOR/AREA OF STUDY

Physics

Physics

Physics

Computational Chemistry

DEGREE
(if applicable)

B. Sc.

M. Sc.

Ph. D.

(postdoc)

Position Title, Organization and Location

Associate Professor, Department of Chemistry, Rutgers University, Camden, NJ

YEAR
(YYYY)

1995

1997

2005

2004-2007
(2.75 years)

Associate Professor, Department of Chemistry and Biochemistry, Concordia University,
Montreal, Canada (on leave from 9/2018 to 8/2019)

Visiting Associate Professor, Department of Systems Biology, Columbia University, New

York, NY

Assistant Professor, Department of Chemistry and Biochemistry, Concordia University,
Montreal, Canada (cross-appointed to the Department of Physics from 5/2012 to 8/2018)


https://www.nsf.gov/pubs/policydocs/pappg20_1/pappg_2.jsp#IIC2fia
https://www.nsf.gov/pubs/policydocs/pappg20_1/pappg_2.jsp#IIC2fib

C. PRODUCTS
(see PAPPG Chapter I1.C.2.1.(i)(¢))
Products Most Closely Related to the Proposed Project

(* = corresponding, * = trainee)

* G. Derevyanko* and G. Lamoureux”. Protein-protein docking using learned three-dimensional representations.
bioRxiv 738690 (2019). [https://doi.org/10.1101/738690]

* G. Derevyanko™* and G. Lamoureux”. TorchProteinLibrary: A computationally efficient, differentiable
representation of protein structure. arXiv 1812.01108 (2018). [https://arxiv.org/abs/1812.01108]

* G. Derevyanko*, S. Grudinin, Y. Bengio, and G. Lamoureux”. Deep convolutional networks for quality
assessment of protein folds. Bioinformatics 34, 4046—4053 (2018). [https://doi.org/10.1093/bioinformatics/bty494]
* E. A. Orabi* and G. Lamoureux”. Cation-n Interactions between Quaternary Ammonium Ions and Amino Acid
Aromatic Groups in Aqueous Solution. Journal of Physical Chemistry B 122, 2251-2260 (2018).
[https://doi.org/10.1021/acs.jpcb.7b11983]

* M. C. C.J. C. Ebert, J. G. Espinola, G. Lamoureux, J. N. Pelletier”. Substrate-Specific Screening for Mutational
Hotspots Using Biased Molecular Dynamics Simulations. ACS Catalysis 7, 6786-6797 (2017).
[https://doi.org/10.1021/acscatal.7b02634]

Other Significant Products, Whether or Not Related to the Proposed Project

* L. A. Carabet*, M. Guertin, P. Lagiie, G. Lamoureux”. Mechanism of the Nitric Oxide Dioxygenase Reaction of
Mycobacterium tuberculosis Truncated Hemoglobin N. Journal of Physical Chemistry B 121, 87068718 (2017).
[https://dx.doi.org/10.1021/acs.jpcb.7b06494]

* G. Lamoureux” and E. A. Orabi*. Molecular modeling of cation—n interactions. Molecular Simulation 38, 704—
722 (2012). [https://dx.doi.org/10.1080/08927022.2012.696640]

* S. Wang*, E. A. Orabi*, S. Baday, S. Bernéche”, and G. Lamoureux”. Ammonium Transporters Achieve Charge
Transfer by Fragmenting Their Substrate. Journal of the American Chemical Society 134, 10419-10427 (2012).
[https://dx.doi.org/10.1021/ja300129x]

D. SYNERGISTIC ACTIVITIES
(see PAPPG Chapter I1.C.2.1.>i)(d))

* Scientific Council of Compute Quebec (from 01/2013 to 08/2018). Compute Quebec is the consortium in charge
of the HPC infrastructure of all Quebec universities, supporting the computational needs of about 360 research
groups in Quebec and across Canada.

* Board of Directors of PROTEO (from 07/2008 to 08/2018). PROTEO is a research network on protein science
bringing together more than 40 laboratories from academia, government, and industry.

* Lecturer at the "CERMM Summer School in Modeling and Simulations" (July 2019; I gave two 3-hour lectures +
tutorials on proteins and nucleic acids, and on MD simulations of biological systems).

* Co-organizer of the "Artificial Intelligence for Molecular Design" Symposium of the joint IUPAC / CCCE2021
Conference (August 2021; 2 half-day sessions)
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