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Chem. 135, e202214855 (2023) (DOI: 10.1002/anie.202214855). 

66. J. L. Bowleg, C. G. Mikek, and S. R. Gwaltney, “Computed interactions of Berenil with 
restricted foldamers of c-MYC DNA G-quadruplexes,” J. Biomol. Struct. Dyn. 42, 2162-
2169 (2024) (DOI: 10.1080/07391102.2023.2217913). 

67. R. P. Somarathne, D. L. Amarasekara, C. S. Kariyawasam, H. A. Robertson, R. Mayatt, S. R. 
Gwaltney, and N. C. Fitzkee, “Protein Binding Leads to Reduced Stability and Solvated 
Disorder in the Polystyrene Nanoparticle Corona,” Small (in press) (DOI: 
10.1002/smll.202305684). 

68. S. D. Liyanage, J. L. Bowleg, and S. R. Gwaltney, “Computational modeling to understand 
the Interaction of TMPyP4 with a G- Quadruplex,” J. Biomol. Struct. Dyn. (submitted). 

 
Book Chapters 

1. M. Head-Gordon, M. Lee, P. Maslen, T. Van Voorhis, and S. Gwaltney, “Tensors in 
Electronic Structure Theory: Basic Concepts and Applications to Electron Correlation 
Models,” in Modern Methods and Algorithms of Quantum Chemistry Proceedings, Second 
Edition, NIC Series Vol. 3, edited by J. Grotendorst (John von Neumann Institute for 
Computing, Jülich, 2000), pp. 593-638. 

2. M. Head-Gordon, T. Van Voorhis, S. R. Gwaltney, and E. F. C. Byrd, “Coupled Cluster 
Methods for Bond-Breaking,” in Low-Lying Potential Energy Surfaces, ACS Symposium 
Series No. 828, edited by M. R. Hoffmann and K. G. Dyall (American Chemical Society, 
Washington DC, 2002), pp. 93-108. 

3. S. R. Gwaltney, G. J. O. Beran, and M. Head-Gordon, “Partitioning Techniques in Coupled-
Cluster Theory,” in Fundamental World of Quantum Chemistry: A Tribute to the Memory of 
Per-Olav Löwdin, Vol. 1, edited by E. J. Brändas and E. S. Kryachko (Kluwer Academic 
Publishers, Dordrecht, 2003), pp. 433-457. 

4. T. E. Lacy, S. Gwaltney, C. U. Pittman, Jr., H. Toghiani, C. Jang, S. Nouranian, and J. Yu, 
“Some Key Issues in Multi-Scale Modeling of Thermoset Nanocomposites/Composites,” in 
Tools, Models, Databases, and Simulation Tools Developed and Needed to Realize the Vision 
of Integrated Computational Materials Engineering, edited by S.M. Arnold and T. Wong 
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(ASM International, Materials Park, OH, 2011) pp. 128-140. 
5. H. U. Rehman and S. R. Gwaltney, “Structure and Energetics of Polyhedral Oligomeric 

Silsesquioxane (T8, T10, T12–POSS) cages with Atomic and Ionic Lithium Species,” in 
Practical Aspects of Computational Chemistry III, edited by J. Leszczynski and M. Shukla 
(Springer, New York, 2014), pp. 151-165 (DOI: 10.1007/978-1-4899-7445-7_5). 

6. D. Dickel, S. Mun, M. Baskes, S. Gwaltney, R. K. Prabhu, and M. F. Horstemeyer, “Density 
functional theory and bridging to classical interatomic force fields,” in Multiscale 
Biomechanical Modeling of the Brain, edited by R. K. Prabhu and M. F. Horstemeyer 
(Academic Press, London, 2022), pp. 39-52 (DOI: 10.1016/B978-0-12-818144-7.00007-4). 

 
 

Invited Talks 
1. “Quantum Chemistry for the Hard Problems,” Indiana University, Bloomington, IN, October 

5, 2000. 
2. “Inner Sphere Electron Transfer Complexes,” National Institute of Standards and 

Technology, Gaithersburg, MD, November 27, 2001. 
3. “Inner Sphere Electron Transfer Complexes,” University of Southern California, Los 

Angeles, CA, June 25, 2002. 
4. “The Role of Electron Transfer in Nitration and Nitrosation,” University of Mississippi, 

Oxford, MS, November 7, 2002. 
5. “Breaking Bonds Perturbatively,” American Chemical Society National Meeting, New York, 

NY, September 9, 2003. 
6. “A Powerful Perturbation Procedure for a Perfect Pairing Parameterization,” The Systematic 

Treatment of Electronic Correlation.  A Celebration of the Science of Rodney J. Bartlett, St. 
Simons Island, GA, April 24, 2004. 

7. “The Mechanism of Aromatic Nitration,” Southeastern Theoretical Chemistry Association 
(SETCA) 04, Oxford, MS, May 21, 2004. 

8. “The Mechanism of Aromatic Nitration,” Jackson State University, Jackson, MS, October 
22, 2004. 

9. “Multi-Step Model for the Molecular Mechanism of Organophosphates Binding with 
Acetylcholinesterase,” American Chemical Society National Meeting, Washington, DC, 
August 29, 2005. 

10. “Molecular Modeling to Understand Pesticide Toxicity,” Waterways Experiment Station, 
Vicksburg, MS, October 18, 2006. 

11. “Molecular Modeling to Understand Pesticide Toxicity,” University of Alabama Huntsville, 
Huntsville, AL, November 17, 2006. 

12. “A Molecular Mechanism for Decreased Activity in Mutant pnb CE Enzymes,” Southeastern 
Theoretical Chemistry Association (SETCA) 08, Tuscaloosa, AL, May 23, 2008. 

13. “An Overview of Computational Chemistry,” Bioscience Review 2008 breakout session, 
Hunt Valley, MD, June 5, 2008. 

14. “Implicit Solvation Models for Coupled-Cluster Theory,” The Sixth Congress of the 
International Society for Theoretical Chemical Physics (ISTCP-VI), Vancouver, BC, July 21, 
2008. 

15. “Substrate Specificity in Carboxylesterate Binding,” Theory and Application of 
Computational Chemistry (TACC), Shanghai, China, September 27, 2008. 

16. “Capturing External Correlation in Reduced Orbital Space Approaches,” Southeastern 
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Theoretical Chemistry Association (SETCA) 2010, Columbia, SC, May 22, 2010. 
17. “Computational Chemistry for Designing Better Reactivators”, Mississippi Biophysical 

Consortium, Jackson, MS, June 3, 2010. 
18. “Understanding Differences in Activities of Oxime Reactivators through Molecular 

Dynamics,” Southeastern Regional Meeting of the American Chemical Society 
(SERMACS), New Orleans, LA, December 2, 2010. 

19. “Better Ways to Counter Nerve Gases through Computational Chemistry,” Auburn 
University, Auburn, AL, October 6, 2011. 

20. “Molecular Dynamics Simulations of Vinyl Ester Resin Monomers Interacting with Vapor-
Grown Carbon Nanofibers,” Mississippi Academy of Sciences, Hattiesburg, MS, February 
24, 2012. 

21. “Better Ways to Counter Nerve Gases through Computational Chemistry,” Jackson State 
University, Jackson, MS, May 4, 2012. 

22.  “Why Does Entropy Have to be so Hard?” Southeastern Theoretical Chemistry Association 
(SETCA) 2012, Athens, GA, May 19, 2012. 

23. “Why Does Entropy Have to be so Hard?” Mississippi College, Clinton, MS, October 15, 
2012. 

24. “Why Does Entropy Have to be so Hard?” Current Trends in Computational Chemistry 
(CCTCC), Jackson, MS, November 9, 2012. 

25. “The Character of the Interphase Region between a Vinyl Ester and Graphene,” Polymer 
Composites and High Performance Materials, Santa Rosa, CA, July 23, 2013. 

26. “The Character of the Interphase Region between a Vinyl Ester and Graphene,” ACS 
Southwest Regional Meeting, Waco, TX, November 17, 2013. 

27. “Novel Nucleophiles to Negate Nerve Agents,” Sanibel Symposium, St. Simons Island, GA, 
February 16, 2016. 

28. “Novel Nucleophiles to Negate Nerve Gases,” Southeastern Theoretical Chemistry 
Association (SETCA) 2016, Tallahassee, FL, May 14, 2016. 

29. “Novel Nucleophiles to Negate Nerve Gases,” Southern School on Computational Chemistry 
and Materials Science, Jackson, MS, July 28, 2016. 

30. “Novel Nucleophiles to Negate Nerve Gases,” Mississippi College, Clinton, MS, December 
1, 2016. 

31. “Reduced Active Spaces and External Correlation,” Sanibel Symposium, St. Simon’s Island, 
GA, February 24, 2017. 

32. “Novel Nucleophiles to Negate Nerve Agents,” US Army Engineer Research and 
Development Center (ERDC), Computational Chemistry/Computational Modeling Meeting, 
Vicksburg, MS, September 12, 2017. 

33. “Using Computer Modeling to Understand how Drugs Bind to DNA,” Tougaloo College, 
Jackson, MS, January 28, 2019. 

34. “The Structure of Diminazene Binding to G-Quadruplex DNA,” 35th Southern Biomedical 
Engineering Conference, Hattiesburg, MS, February 23, 2019. 


