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Selected Recent Presentations

1. Non-equilibrium Phenomena, Nonadiabatic Dynamics and Spectroscopy, Modeling Electronic

Structure, Dynamics and Properties of Conducting Polymers for Optoelectronic Applications (invited
talk), Telluride, Colorado, July 12-23, 2021

2. CECAM Workshop: Path Integral Quantum Mechanics: From the Basics to the Latest Developments,
Modeling Electronic Structure, Dynamics and Properties of Conducting Polymers for Optoelectronic
Applications (poster), hosted online, June 14-18, 2021

3. 2021 Spring ACS National Meeting, Symposium on Synergy between Quantum Computing and
High-Performance Computing in Quantum Chemistry and Materials Science, Quantum Chemistry
Benchmark for Near-Term Quantum Computing (invited talk), April 12, 2021

4. Clark Atlanta University, Directing Transformations of Nanomaterials, (invited seminar), Atlanta,
GA, Nov. 5,2019
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1.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

CECAM Workshop: Thinking outside the box- beyond machine learning for quantum chemistry,
Directed Transformations of Nanomaterials (invited talk) Bremen, Germany, Oct. 7-11, 2019,

Utah Workshop on Quantum Methods in Molecular and Solid State Theory, Modeling electronic
structure, dynamics and properties of conducting polymers for optoelectronic applications
(contributed talk), Park City, Utah, Sept. 22-27, 2019

Utah Workshop on Quantum Methods in Molecular and Solid State Theory, Quantum Chemistry
Benchmark for Near Time Quantum Computing, (poster presentation), Park City, Utah, Sept 22-27,
2019

South Eastern Theoretical Chemistry Association 2019 Meeting (SETCA-2019), Quantum Chemistry

Benchmark for Near Time Quantum Computing, (poster presentation), University of Tennessee,
Knoxville, May 16-18, 2019,

APS March Meeting 2019, Simulating Electron Beam — Materials Interactions with Real-Time
Electron Dynamics (contributed talk), Boston, MA, March 6, 2019

Workshop on Higher Category Approach to Certifiably Correct Quantum Information Processing
Systems, Quantum chemistry benchmark for quantum computing, (invited talk) Beltsville, MD, Feb.
4,2019

ORNL’s CSMD/CSED Cross-Divisional Seminar Series, Polymers Attack: Electronic Structure and
Dynamics (invited talk), ORNL, Oak Ridge, Nov, 07, 2018

Quantum Algorithms and Testbeds PI Meeting, “Metrics and Benchmarks for Quantum Computing
Quantum Testbed Pathfinder”, Travis Humble, Raphael Pooser, Kathleen Hamilton, Jacek Jakowski,
Shirley Moore, Alex McCaskey, Megan Lilly, Titus Morris, Ryan Bennink, Sophia Economou,
George Barron, Ken Brown, Natalie Brown (poster presentation), PI Meeting, Sponsored by the U.S.
DOE, SciDAC Division, Oak Ridge TN, September 18 - 19, 2018

MRS meeting, Deuteration as a Means to Tune Properties of Conducting Polymers (contributed talk)
Phoenix, AZ, April 2-6, 2018

Sanibel Symposium, "7The effect of isotope substitution on stability and dynamics of polymers"
(poster), St. Simons Island, GA, Feb. 12-18, 2018

2016 South Eastern Regional Meeting of American Chemical Society (2016 SERMACS), Isotope
substitution, electronic structure and dynamics in conducting polymers, Jacek Jakowski, October 20,
2016 (invited talk).

251™ National ACS Meeting, San Diego, “Rupture of a graphene membrane under an electric field
using DFTB”, Krystle Reiss, Jacek Jakowski, James Mazzuca (poster, Reiss presented) 03/16/2016

251" National ACS Meeting, San Diego, “Density functional tight binding with ScaLAPACK for
efficient electronic structure calculations”, Jacob Blazejewski, Jacek Jakowski, James Mazzuca
(poster, Blazejewski presented), 03/16/2016

Quantum Chemistry Laboratory seminar, Crossing scales: from electron dynamics to quantum
protons in nanoscale systems (seminar), Dept. of Chemistry, University of Warsaw, Poland, October
22,2015

CECAM conference, Development of next generation accurate approximate DFT/B methods,
Bremen, Germany, Oct 10-15, 2015 (invited talk) ,Quantum Methods for Temporal and Spatial
Multiphysics of Nanomaterial”.

Wiley Seminar, Modeling multiphysics processes of nano-scale systems with tight-binding DFT
methods (seminar), PNNL, Richland, WA, Sept. 25, 2015

Beyond Exascale: Qubits for Quantum Computing Workshop, “Tight-Binding Density Functional
Theory (DFT) Methods for Understanding Dynamics in Nanostructures” (invited talk), Oak Ridge,
TN, Aug 20-21, 2015,
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30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

NWChem Workshop & Developer Meeting. New and Future Directions in Atomistic Simulation &
Modeling, Seattle, USA. Quantum dynamical simulation of nano-materials with tight-binding DFT”,
October 27-30, 2014 (invited talk)

248" National ACS Meeting, San Francisco, “Quantum reaction dynamics of nanoscale materials”,
August 14, 2014 (contributing talk)

WE-Heraeus Physics Summers School 2014, Jacobs University, Bremen, Germany, “Exploring
electron dynamics in real-time: towards the control of electron motion in materials” June 20, 2014
(invited talk)

WE-Heraeus Physics Summers School 2014, Jacobs University, Bremen, Germany, “Exploring
quantum nuclear effects with quantum trajectory electronic structure approach”, June 23, 2014
(invited talk)

APS march meeting, Solvation, Dynamics, and Reactivity in Complex Environments I'V. J. Mazucca,
S. Garashchuk, J. Jakowski, QTES-DFTB dynamics study on the effect of substrate motion on
quantum proton transfer in soybean lipoxygenase-1.

2013 Telluride Science Research Center Conference on Advances In Photoreactions: When SpinOrbit
Coupling, Optical Excitation, and Motion of Nuclei are of Equal Importance, Telluride, CO, June 22-
25,2013, “Modeling Materials at the Nanoscale” (invited lecture)

53rd Sanibel Symposium, St. Simons Island, GA, Feb. 17-22, 2013, “Modeling Materials at the
Nanoscale- Quantum Dynamical Perspective” (invited plenary lecture)

XSEDE -ECSS symposium, Development of New Quantum Chemical Molecular Dynamics for
Materials Science Modeling , 04/16/2013

Jacek Jakowski, “Computational Advanced Materials Endstation on HPC architectures”, at the
“Tennessee Cyberlnfrastructure Symposium” 04/04/2013, TSU, Nashville, (invited talk)

NCCS/ORNL seminar, Modeling Advanced Materials. EPSCoR Desktop to Petascale Ecosystem
(seminar), October 31, 2013,

"Collision of neutral and charged fullerenes as a prototype on non-equilibrium, non-adiabatic, redox
reaction- quantum dynamics simulations". at the 244th American Chemical Society National
Meeting, Philadelphia, PA, Aug 19-23, 2012 (talk)

Jacek Jakowski, Steve Stuart, Dulma Nugawela, Bilel Hadri, Sophya Garashchuk, Predrag Krstic,
Stephan Irle, Optimization of Density Functional Tight-Binding and Classical Reactive Molecular
Dynamics for High-Throughput Simulations of Carbon Materials, Xsede 2012, Chicago, July 16-20,
2012 (contributing talk)

Galen Collier, Jill Gemmill, James Von Oehsen, Bhanu Rekepalli, Jacek Jakowski, Starr Hazard,
Jerry Ebalunode and Clayton Mccauley, “Education, Outreach, and Training within the Desktop-to
Petascale Ecosystem”, Xsede 2012, Chicago, July 16-20, 2012 (poster)

"Electron Transfer and Energy Transfer in Carbon Materials" at the 14th International Congress of
Quantum Chemistry, Boulder, CO, June 25-30, 2012 (poster)

"Real time simulations of electron transfer and energy transfer in carbon materials", Clemson
University, April 8, 2012 (seminar)

"Real time simulations of electron transfer and energy transfer in carbon materials", at the 2012
meeting of the South Eastern Theoretical Chemistry Association, (SETCA 2012), University of
Georgia, Athens, GA, May 17-19, 2012 (talk)

"Electron and energy transfer in carbon materials from quantum dynamics simulations" at the 1st
International Workshop on Computer Simulations of Thermally Excited Molecules and Materials by
First Principles (IRSES), Nagoya University, Japan, March 06-08, 2012 (talk)

Jacek Jakowski and Bhanu Rekepalli. “Collaborative Research: An EPSCoR Desktop to
TeraGrid Ecosystems. Integrating Campus-Based Research with National
Cyberinfrastructure”, poster presented at 2012 Computing and Computational Sciences
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41.

42.

43.

44,

45.

46.

Directorate Advisory Committee, ORNL, Oak Ridge, TN, Feb 21-23, 2012 (poster)

"Time-dependent quantum dynamical simulations of C2 condensation under extreme conditions" at
the 7th congress of International Society of Theoretical Chemical Physics/ Tokyo, Waseda
University, Japan, Sept.2- 8, 2011 (poster)

"Electronic structure on GPU" at the "HPC in Chemistry" workshop, Knoxville, TN, Aug 8, 2011
(talk)

"Quantum Dynamical Simulations of Nanoscale Materials. Theory, implementation and simulations"
at the "Materials by design" workshop, organized by CNMS/ORNL, Oak Ridge, TN, Sept 20-22,
2011 (invited talk)

"From fullerenes to nano-devices. Modeling reactions between carbon nano-structures from quantum
chemical molecular dynamics simulations", Xsede 2011, Salt Lake City, July 19, 2011 (talk)

"Liouville von Neumann Molecular Dynamics" at the GRS/JICS workshop on Large-Scale Computer
Simulation. Aachen / Jiilich, Germany, March 9-11, 2011 (invited talk)

"Liouville von Neumann Dynamics" at the "DFTB Thai Summer School in Computational
Chemistry", Kasetsart University Kamphaeng Saen Campus, Bangkok, October 11-14, 2010 (invited
lecture)

"Liouville-von Neumann dynamics on GPU", at the 240th National Meeting of the American
Chemical Society, Boston, MA, August 22, 2010 (talk)



