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Publications in Refereed Journals 
79 Daniels, R.; Yassin, O. A; Toribio, J. M.; Gascón, J. A.; Sotzing, G. Re-examining 
Cannabidiol: Conversion to Tetrahydrocannabinol Using Only Heat. Cannabis and Cannabinoid 
Research. 2022, ASAP.  
78 Nisansala, H.; Guberman-Pfeffer, M. J.; Chaudhri, N.; Zeller, M.; Gascón, J. A.; Brückner, 
C. Syntheses and Aromaticity Parameters of Hexahydroxypyrrocorphin, Porphotrilactones, and 
Their Oxidation State Intermediates. J. Org. Chem. 2022, 87, 12096-12108.  
77 Wijesiri, K.; Gascón, J. A. Microsolvation Effects in the Spectral Tuning of Heliorhodopsin. 
J. Phys. Chem. B 2022, 126:5803-5809.  
76 Wolf, M.; Ortiz-Garcia, J.J.; MJ Guberman-Pfeffer; Gascón, J. A.; Quardokus, R. C. 
Electronic energy levels of porphyrins are influenced by the local chemical environment. RSC 
Advances 2022, 12, 1361-1365.  
75 Sharawy, M.; Pigni, N.B.; May, E.R.; Gascón, J. A. A favorable path to domain separation 
in the orange carotenoid protein. Prot. Sci. 2022, 31, 850-863.  
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74 Karunaratne, E; Hill, D.W.; Pracht, P; Gascón, J.A.; Grimme, S.; Grant, D. F. High-
Throughput Non-targeted Chemical Structure Identification Using Gas-Phase Infrared Spectra. 
Anal. Chem. 2021, 93, 10688-10696  
73 Gelpí-Domínguez, S.; Rossi, A. R.; Gascón, J. A. Insights into Diastereotopic Effects in 
Thiolated Gold Nanoclusters. Chem. Phys. Lett. 2021, 770, 138448 
72 Clark, K.; Pigni, N. B.; Wijesiri, K.; Gascón, J. A. Spectral Features of Canthaxanthin in 
HCP2. A QM/MM Approach. Molecules 2021, 26, 2441. 
71 Tilluck, R. W.; Ghosh, S.; Guberman-Pfeffer, M. J.; Roscioli, J. D.; Gurchiek, J. K.; 
LaFountain, A. M.; Frank, H. A.; Gascón, J. A.; Beck, W. F. Interexciton nonradiative relaxation 
pathways in the peridinin-chlorophyll protein. Cell Rep. Phys. Sci. 2021, 2, 100380. 
70 An, J.; Intano, J.; Richard, A.; Kim, T.; Gascón, J. A.; Howell, A. R. Easily accessible non-
aromatic heterocycles with handles: 4-bromo-2, 3-dihydrofurans from 1, 2-dibromohomoallylic 
alcohols. Chem. Sci. 2021, 12, 10347-10353 
69 Saavedra-Avila, N. A.; Keshipeddy, S.; Guberman-Pfeffer, M. J.; Pérez-Gallegos, A.; 
Saini, N. K.; Schäfer, C.; Carreño, L. J.; Gascón, J. A.; Porcelli, S. A.; Howell, A. R. Amide-Linked 
C4″-Saccharide Modification of KRN7000 Provides Potent Stimulation of Human Invariant NKT 
Cells and Anti-Tumor Immunity in a Humanized Mouse Model. ACS Biology 2020, 15, 3176-3186 
68 Pigni, N. B.; Clark, K. L.; Beck, W. F.; Gascón, J. A. Spectral Signatures of Canthaxanthin 
Translocation in the Orange Carotenoid Protein. J. Phys. Chem. B. 2020, 124,11387-11395. 
67 Gurchiek, J. K.; Rose, J. B.; Guberman-Pfeffer, M. J.; Tilluck, R. W.; Ghosh, S.; Gascón, 
J. A.; Beck, W. F. Fluorescence Anisotropy Detection of Barrier Crossing and Ultrafast 
Conformational Dynamics in the S2 State of β-Carotene. J. Phys. Chem. B. 2020, 124, 9029-9046  
66 Jolin, W. C.; Richard, A.; Vasudevan, D.; Gascón, J. A.; MacKay, A. A. Aluminosilicate 
Mineralogy and the Sorption of Organic Cations: Interplay between Electrostatic Barriers and 
Compound Structural Features. Environ. Sci. Technol. 2020, 54, 1623-1633. 
65 Richard, M. A.; Gascón, J. A. Protein polarization efects in the thermodynamic 
computation of vibrational Stark shifts. Theor. Chem. Acc. 2020, 139, 1-9. 
64 Guberman-Pfeffer, M. J.; Lalisse, R. M.; Hewage, N.; Brückner, C.; Gascón, J. A. Origins 
of the Electronic Modulations of Bacterio- and Isobacteriodilactone Regioisomers. J. Phys. Chem. 
A 2019, 123, 7470-7485. 
63 Dainese, T.; Agrachev, M.; Antonello, S.; Badocco, D.; Black, D. M.; Fortunelli, A.; 
Gascón, J. A.; Stener, M.; Venzo, A.; Whetten, R. L.; Maran, F. Atomically precise Au144(SR)60 
nanoclusters (R = Et, Pr) are capped by 12 distinct ligand types of 5-fold equivalence and display 
gigantic diastereotopic effects. Chem. Sci. 2018, 9, 8796-8805. 
62 Guberman-Pfeffer, M. J.; Gascón, J. A. Carotenoid-Chlorophyll Interactions in a 
Photosynthetic Antenna Protein: A Supramolecular QM/MM Approach. Molecules 2018, 23, 
2589-2600 
61 Yang, B.; Hewage, N.; Guberman-Pfeffer, M. J.; Wax, T.; Gascón, J. A.; Zhao, J.; Agrios, 
A. G.; Brückner, C. The limited extend of the electronic modulation of chlorins and bacteriochlorins 
through chromene-annulation. Phys. Chem. Chem. Phys. 2018, 20, 18233-18240 
60 Pote, A.; Vannam, R.; Richard, A.; Gascón, J. A.; Peczuh, M. W.: Formation of and 
glycosylation with per-O-acetyl septanosyl halides: Rationalizing complex reactivity en route to p-
nitrophenyl septanosides. Eur. J. Org. Chem. 2018, 2018, 1709–1719. 
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59 Chennamadhavuni, D.; Saavedra-Avila, N. A.; Carreño, L. J.; Guberman-Pfeffer, M. J.; 
Arora, P.; Yongqing, T.; Koay, H.; Godfrey, D.; Keshipeddy, S.; Richardson, S. K.; Sundararaj, 
S.; Lo, J. H.; Wen, X.; Gascón, J. A.; Yuan, W.; Rossjohn, J.; Le Nours, J.; Porcelli, S. A.; Amy R 
Howell.:  Dual Modifications of α-Galactosylceramide Synergize to Promote Activation of Human 
Invariant Natural Killer T Cells and Stimulate Anti-tumor Immunity. Cell Chem. Biol. 2018, 25, 1-
14. 
58 Guberman-Pfeffer, M. J; Greco,  J. A.; Birge, R. R.; Frank, H. A.; Gascón, J. A.: Light 
Harvesting by Equally Contributing Mechanisms in a Photosynthetic Antenna Protein. J. Phys. 
Chem. Letters 2018, 82, 563-568. 
57 Bobbitt, J. M.; Eddy, N. A.; Cady, C. X; Jin, J.; Gascon, J. A.; Gelpí-Dominguez, S.; 
Zakrzewski, J.; Morton, M. D.: Preparation of Some Homologous TEMPO Nitroxides and 
Oxoammonium Salts; Notes on the NMR Spectroscopy of Nitroxide Free Radicals; Observed 
Radical Nature of Oxoammonium Salt Solutions Containing Trace Amounts of Corresponding 
Nitroxides in an Equilibrium Relationship. J. Org. Chem. 2017, 82, 9279–9290. 
56 Guberman-Pfeffer, M. J.; Greco, J. A.; Samankumara, L. P.; Zeller, M.; Birge, R. R.; 
Gascón, J. A.; Brückner, C.: Bacteriochlorins with a Twist: Discovery of a Unique Mechanism to 
Red-Shift the Optical Spectra of Bacteriochlorins. J. Am. Chem. Soc. 2017, 139, 548-560. 
55 Varnholt, B.; Guberman-Pfeffer, M. J.; Oulevey, P.; Antonello, S.; Dainese, T.; Gascón, J. 
A.; Bürgi, T.; Maran, F.: Vibrational Coupling Modulation in n-Alkanethiolate Protected Au25 (SR) 
180 Clusters. J. Phys. Chem. C 2016, 120, 25378-25386. 
54 Mollahosseini, M.; Karunaratne, E.; Gibson, G. N.; Gascón, J. A.; Papadimitrakopoulos, 
F.: Fullerene-Assisted Photoinduced Charge Transfer of Single-Walled Carbon Nanotubes 
through a Flavin Helix. J. Am. Chem. Soc. 2016, 138, 5904-5915. 
53 Hyland, M. A.; Hewage, N.; Panther, K.; Nimthong-Roldán, A.; Zeller, M.; Samaraweera, 
M.; Gascón, J. A.; Brückner, C.: Chromene-Annulated Bacteriochlorins. J. Org. Chem. 2016, 81, 
3603-3618. 
52 Askerka, M.; Ho, J.; Batista, E.; Gascón, J.; Batista, V.: The MOD-QM/MM Method: 
Applications to Studies of Photosystem II and DNA G-Quadruplexes. Methods Enzymol. 2016, 
577, 443-481. 
51 Agrachev, M.; Antonello, S.; Dainese, T.; Gascón, J. A.; Pan, F.; Rissanen, K.; Ruzzi, M.; 
Venzo, A.; Zoleo, A.; Maran, F.: A Magnetic Look into the Protecting Layer of Au25 Clusters. Chem. 
Sci. 2016, 7, 6910-6918. 
50 Magpusao, A. N.; Omolloh, G.; Johnson, J.; Gascón, J.; Peczuh, M. W.; Fenteany, G.: 
Cardiac Glycoside Activities Link Na+/K+ ATPase Ion-Transport to Breast Cancer Cell Migration 
via Correlative SAR. ACS Chem. Biol. 2015, 10, 561-569. 
49 Guberman-Pfeffer, M. J.; Ulcickas, J.; Gascón, J. A.: Connectivity-Based Biocompatible 
Force Field for Thiolated Gold Nanoclusters. J. Phys. Chem. C 2015, 119, 27804-27812. 
48 Sharifi, R.; Samaraweera, M.; Gascón, J. A.; Papadimitrakopoulos, F.: Thermodynamics 
of the Quasi-Epitaxial Flavin Assembly around Various-Chirality Carbon Nanotubes. J. Am. 
Chem. Soc. 2014, 136, 7452-7463. 
47 Samaraweera, M.; Jolin, W.; Vasudevan, D.; MacKay, A. A.; Gascón, J. A.: Atomistic 
prediction of sorption free energies of cationic aromatic amines on montmorillonite: a linear 
interaction energy method. Environ. Sci. Technol. Lett. 2014, 1, 284-289. 
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46 Pahalagedara, M. N.; Samaraweera, M.; Dharmarathna, S.; Kuo, C.-H.; Pahalagedara, L. 
R.; Gascón, J. A.; Suib, S. L.: Removal of azo dyes: intercalation into sonochemically synthesized 
NiAl layered double hydroxide. J. Phys. Chem. C 2014, 118, 17801-17809. 
45 Ho, J.; Newcomer, M. B.; Ragain, C. M.; Gascón, J. A.; Batista, E. R.; Loria, J. P.; Batista, 
V. S.: MoD-QM/MM Structural Refinement Method: Characterization of Hydrogen Bonding in the 
Oxytricha Nova G-quadruplex. J. Chem. Theor. Comput. 2014, 10, 5125-5135. 
44 Dainese, T.; Antonello, S.; Gascón, J. A.; Pan, F.; Perera, N. V.; Ruzzi, M.; Venzo, A.; 
Zoleo, A.; Rissanen, K.; Maran, F.: Au25(SEt)18, a Nearly Naked Thiolate-Protected Au25 Cluster: 
Structural Analysis by Single Crystal X-Ray Crystallography and Electron Nuclear Double 
Resonance. ACS Nano 2014, 8, 3904-3912. 
43 Garbuio, L.; Li, Y.; Antonello, S.; Gascón, J. A.; Lawler, R. G.; Lei, X.; Murata, Y.; Turro, 
N. J.; Maran, F.: Interaction of H2@C60 and Nitroxide through Conformationally Constrained 
Peptide Bridges. Photochem. Photobio. 2013, 90, 439-447. 
42 Farber, E.; Rudnitskaya, A.; Keshipeddy, S.; Lao, K. S.; Gascón, J. A.; Howell, A. R.: 
Silicon Acceleration of a Tandem Alkene Isomerization/Electrocyclic Ring-opening of 2-
Methyleneoxetanes to α, β-Unsaturated Methylketones. J. Org. Chem. 2013, 78, 11213-11220. 
41 Antonello, S.; Perera, N. V.; Ruzzi, M.; Gascón, J. A.; Maran, F.: Interplay of Charge State, 
Lability, and Magnetism in the Molecule-like Au25(SR)18 cluster. J. Am. Chem. Soc. 2013, 135, 
15585-15594. 
40 Sandberg, D. J.; Rudnitskaya, A. N.; Gascón, J. A.: QM/MM Prediction of the Stark Shift 
in the Active Site of a Protein. J. Chem. Theor. Comput. 2012, 8, 2817-2823. 
39 Rudnitskaya, A. N.; Eddy, N. A.; Fenteany, G.; Gascón, J. A.: Recognition and Reactivity 
in the Binding between Raf Kinase Inhibitor Protein and its Small-Molecule Inhibitor Locostatin. J. 
Phys. Chem. B 012, 116, 10176-10181. 
38 Ju, S.-Y.; Abanulo, D. C.; Badalucco, C. A.; Gascón, J. A.; Papadimitrakopoulos, F.: 
Handedness Enantioselection of Carbon Nanotubes Using Helical Assemblies of Flavin 
Mononucleotide. J. Am. Chem. Soc. 2012, 134, 13196-13199. 
37 Das, R. S.; Samaraweera, M.; Morton, M.; Gascón, J. A.; Basu, A. K.: Stability of N-
Glycosidic Bond of (5′ S)-8, 5′-cyclo-2′-Deoxyguanosine. Chem. Res. Toxicol. 2012, 25, 2451-
2461. 
36 Banerjee, S.; Montgomery, J. A.; Gascón, J. A.: A QM/MM Approach for the Study of 
Monolayer-Protected Gold Clusters. J. Mater. Sci. 2012, 47, 7686-7692. 
35 Venzo, A.; Antonello, S.; Gascón, J. A.; Guryanov, I.; Leapman, R. D.; Perera, N. V.; 
Sousa, A.; Zamuner, M.; Zanella, A.; Maran, F.: Effect of the Charge State (z = −1, 0,+ 1) on the 
Nuclear Magnetic Resonance of Monodisperse Au25[S(CH2)2Ph]18z clusters. Anal. Chem. 2011, 
83, 6355-6362. 
34 Menikarachchi, L. C.; Gascón, J. A.: An Extrapolation Method for Computing Protein 
Solvation Energies Based on Density Fragmentation of a Graphical Surface Tessellation. J. Mol. 
Graph. Model. 2011, 30, 38-45. 
33 Duff Jr, M. R.; Fyvie, W. S.; Markad, S. D.; Frankel, A. E.; Kumar, C. V.; Gascón, J. A.; 
Peczuh, M. W.: Computational and Experimental Investigations of Mono-Septanoside Binding by 
Concanavalin A: Correlation of Ligand Stereochemistry to Enthalpies of Binding. Org. Biomol. 
Chem. 2011, 9, 154-164. 
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32 Beshir, A. B.; Argueta, C. E.; Menikarachchi, L. C.; Gascón, J. A.; Fenteany, G.: Locostatin 
Disrupts Association of Raf Kinase Inhibitor Protein with Binding Proteins by Modifying a 
Conserved Histidine Residue in the Ligand-Binding Pocket. Forum on immunopathological 
diseases and therapeutics; Begel House Inc., 2011; Vol. 2. 
31 Bandara, H.; Cawley, S.; Gascón, J. A.; Burdette, S. C.: Short-Circuiting Azobenzene 
Photoisomerization with Electron-Donating Substituents and Reactivating the Photochemistry 
with Chemical Modification. Eur. J. Org. Chem. 2011, 2011, 2916-2919. 
30 Perera, N. V.; Isley, W.; Maran, F.; Gascón, J. A.: Molecular Modeling Characterization of 
a Conformationally Constrained Monolayer-Protected Gold Cluster. J. Phys. Chem. C 2010, 114, 
16043-16050. 
29 Menikarachchi, L. C.; Gascón, J. A.: QM/MM Approaches in Medicinal Chemistry 
Research. Curr. Top. Med. Chem. 2010, 10, 46-54. 
28 Farber, E.; Herget, J.; Gascón, J. A.; Howell, A. R.: Unexpected Cleavage of 2-azido-2-
(hydroxymethyl) Oxetanes: Conformation Determines Reaction Pathway? J. Org. Chem. 2010, 
75, 7565-7572. 
27 Diego, P. A. C.; Bajrami, B.; Jiang, H.; Shi, Y.; Gascón, J. A.; Yao, X.: Site-Preferential 
Dissociation of Peptides with Active Chemical Modification for Improving Fragment Ion Detection. 
Anal. Chem. 2010, 82, 23-27. 
26 Bandara, H. D.; Friss, T. R.; Enriquez, M. M.; Isley, W.; Incarvito, C.; Frank, H. A.; Gascón, 
J.; Burdette, S. C.: Proof for the Concerted Inversion Mechanism in the trans→ cis Isomerization 
of Azobenzene using Hydrogen Bonding to Induce Isomer Locking. J. Org. Chem. 2010, 75, 4817-
4827. 
25 Zhang, Y.; Gascón, J. A.: QM/MM Investigation of Structure and Spectroscopic Properties 
of a Vanadium-Containing Peroxidase. J. Inorg. Biochem. 2008, 102, 1684-1690. 
24 Menikarachchi, L. C.; Gascón, J. A.: Optimization of Cutting Schemes for the Evaluation 
of Molecular Electrostatic Potentials in Proteins via Moving-Domain QM/MM. J. Mol. Model. 2008, 
14, 1-9. 
23 Beshir, A. B.; Guchhait, S. K.; Gascón, J. A.; Fenteany, G.: Synthesis and Structure–
Activity Relationships of Metal–Ligand Complexes that Potently Inhibit Cell Migration. Bioorg. 
Med. Chem. Lett. 2008, 18, 498-504. 
22 Sproviero, E. M.; Newcomer, M. B.; Gascón, J. A.; Batista, E. R.; Brudvig, G. W.; Batista, 
V. S.: The MoD-QM/MM Methodology for Structural Refinement of Photosystem II and other 
Biological Macromolecules. Photosynth. Res. 2009, 102, 455-470. 
21 Sproviero, E. M.; Shinopoulos, K.; Gascón, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, 
V. S.: QM/MM Computational Studies of Substrate Water Binding to the Oxygen-Evolving Centre 
of Photosystem II. Philos. Trans. R. Soc. Lond., B, Biol. Sci. 2008, 363, 1149-1156. 
20 Sproviero, E. M.; McEvoy, J. P.; Gascón, J. A.; Brudvig, G. W.; Batista, V. S.: 
Computational Insights into the O2-Evolving Complex of Photosystem II. Photosynth. Res. 2008, 
97, 91-114. 
19 Sproviero, E. M.; Gascón, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: A model of 
the Oxygen-Evolving Center of Photosystem II Predicted by Structural Refinement Based on 
EXAFS Simulations. J. Am. Chem. Soc. 2008, 130, 6728-6730. 
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18 Sproviero, E. M.; Gascón, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: 
Computational Studies of the O2-Evolving Complex of Photosystem II and Biomimetic 
Oxomanganese Complexes. Coord. Chem. Rev. 2008, 252, 395-415. 
17 Sproviero, E. M.; Gascón, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: Quantum 
Mechanics/Molecular Mechanics Study of the Catalytic cycle of Water Splitting in Photosystem II. 
J. Am. Chem. Soc. 2008, 130, 3428-3442. 
16 Gascón, J. A.; Sproviero, E. M.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: Ligation of 
the C-terminus of the D1 Polypeptide of Photosystem II to the Oxygen Evolving Complex: A DFT-
QM/MM Study. Photosynthesis. Energy from the Sun 2008, 363-368. 
15 Sproviero, E. M.; Gascón, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: Quantum 
Mechanics/Molecular Mechanics Structural Models of the Oxygen-Evolving Complex of 
Photosystem II. Curr. Opin. Struct. Biol. 2007, 17, 173-180. 
14 Sproviero, E. M.; Gascón, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: QM/MM 
Models of the O2-Evolving Complex of Photosystem II. J. Chem. Theor. Comput. 2006, 2, 1119-
1134. 
13 Sproviero, E. M.; Gascon, J. A.; McEvoy, J. P.; Brudvig, G. W.; Batista, V. S.: 
Characterization of Synthetic Oxomanganese Complexes and the Inorganic Core of the O2-
Evolving Complex in Photosystem II: Evaluation of the DFT/B3LYP Level of Theory. J. Inorg. 
Biochem. 2006, 100, 786-800. 
12 Gascón, J. A.; Sproviero, E. M.; Batista, V. S.: Computational Studies of the Primary 
Phototransduction Event in Visual Rhodopsin. Acc. Chem. Res. 2006, 39, 184-193. 
11 Gascón, J. A.; Leung, S. S.; Batista, E. R.; Batista, V. S.: A Self-Consistent Space-Domain 
Decomposition Method for QM/MM Computations of Protein Electrostatic Potentials. J. Chem. 
Theor. Comput. 2006, 2, 175-186. 
10 McEvoy, J. P.; Gascón, J. A.; Sproviero, E.; Batista, V.; Brudvig, G.: Computational 
Structural Model of the Oxygen Evolving Complex in Photosystem II: Complete Ligation by Protein, 
Water and Chloride. Photosynthesis: Fundamental Aspects to Global Perspectives 2005, 1, 278-
280. 
9 McEvoy, J. P.; Gascón, J. A.; Batista, V. S.; Brudvig, G. W.: The mechanism of 
photosynthetic water splitting. Photochem. & Photobio. Sci. 2005, 4, 940-949. 
8 Gascón, J. A.; Sproviero, E. M.; Batista, V. S.: QM/MM study of the NMR spectroscopy of 
the retinyl chromophore in visual rhodopsin. J. Chem. Theor. Comput. 2005, 1, 674-685. 
7 Gascón, J. A.; Pastawski, H. M.: Surface Effects on the Statistics of the Local Density of 
States in Metallic Nanoparticles: Manifestation on the NMR Spectra. Mod. Phys. Lett. B 2005, 19, 
1285-1294. 
6 Gascón, J. A.; Batista, V. S.: QM/MM Study of Energy Storage and Molecular 
Rearrangements due to the Primary Event in Vision. Biophys. J. 2004, 87, 2931-2941. 
5 Gascón, J. A.; Hall, R. W.; Ludewigt, C.; Haberland, H.: Structure of XeN+ Clusters (N= 3–
30): Simulation and Experiment. J. Chem. Phys. 2002, 117, 8391-8403. 
4 Gascón, J. A.; Hall, R. W.: Absorption Spectra and Geometries of ArN+(N= 30− 60). J. 
Phys. Chem. B 2001, 105, 6579-6582. 
3 Gascón, J. A.; Hall, R. W.: Photoabsorption Spectra of Argon Cation Clusters: Monte Carlo 
Simulations Using Many-Body Polarization. J. Chem. Phys. 2000, 113, 7204-7210. 
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2 Pastawski, H. M.; Gascón, J. A.: NMR Line Shape in Metallic Nanoparticles: A Matrix 
Continued Fractions Evaluation. Phys. Rev. B 1997, 56, 4887- 4902. 
1 Pastawski, H.; Gascón, J.; Medina, E.: NMR Characterization of Metallic Nanoparticles: A 
Manifestation of Mesoscopic Phenomena. In Anal. Asoc. Quím. Arg. 1996, 84, 397-401.  
 
External Grants 
 
1 NSF. Collaborative Research: Combining Theory and Experiment to Understand the First 
Photophysical Events in the Photoactivation of the Orange Carotenoid Protein (PI: José Gascón, 
co-PI: Warren Beck) 9/2022-8/2025 ($277,074). 
2 NSF. Harnessing NKT Cell Activation by Glycolipids. (PI: Amy Howell, Co-PIs: José 
Gascón, Steven Porcelli) (PI: Amy Howell, Co-PIs: José Gascón, Steven Porcelli) 09/2019 – 
08/2023 ($2,097,577). 
3 Collaborative Research: Combining Theory and Experiment to Understand Carotenoid 
Photophysics in Photosynthetic Light-Harvesting (PI: José Gascón, co-PI: Warren Beck) 9/2019-
8/2022 ($327,496). 
4 NIH. Harnessing NKT Cell Activation by Glycolipids. (PI: Amy Howell, Co-PIs: José 
Gascón, Steven Porcelli) 09/2014 – 08/2018 ($2,520,787). 
5 NSF. REU Site: Research Experience for Undergraduates in Chemistry at the University 
of Connecticut. (PI: José Gascón, co-PI: Alfredo Angeles-Boza). 9/2018-8/2022 ($297,000). 
6 NSF-XSEDE. Investigation of the Tuning Mechanism by Means of Protein Environment 
and Excitonic Coupling in the PCP Complex. (PI: José Gascón). Competitive grant for 
supercomputing time. (100,000 SUs). 
7 NSF-ECS. Collaborative Research: Organic Cation Interactions with Soil Aluminosilicates: 
Structure-Sorption relationships. (PI: José Gascón, co-PI: Allison MacKay) 10/2014-9/2018 
($410,000) 
8 NIH. Harnessing NKT Cell Activation by Glycolipids. (PI: Amy Howell, Co-PIs: José 
Gascón, Steven Porcelli, Weiming Yuan) 09/2014 – 08/2018 ($1,946,721). 
9 NSF. REU Site: Research Experience for Undergraduates in Chemistry at the University 
of Connecticut. PI: Mark Peczuh, Co-PI José Gascón. 6/2014-5/2017 ($277,526). 
10 NSF Career Award. Scalable Moving-Domain QM/MM Methods for the Computation of 
Protein Electrostatics. (PI: José Gascón) 9/1/2009-8/30/2014 ($600,000) 
11 Camille & Henry Dreyfus Foundation. First Principles determination of structure and 
activity in biomacromolecules. (PI: José Gascón) 8/23/2006-8/23/2011 ($50,000) 
 
Internal Grants 
1 Office of the Vice President for Research. Connectivity-based Force Fields to Model 
Thiolated Gold Molecular Clusters. (PI: José Gascón) 7/1/2016-6/30/2017 ($24,954) 
2 UConn Research Foundation. Towards a First Principles Description of Monolayer-
Protected Gold Clusters. (PI: José Gascón) 1/1/2011-31/12/2011 ($23,300) 
3 UConn Research Foundation. Quantum Mechanical Refinement of Structure and 
Electrostatic Properties of Proteins. (PI: José Gascón) 8/1/2007-8/1/2008 ($19,000) 
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Invited and Contributed Presentations (* = invited) 
 

1* QM/MM simulations enable structure spectral relationships in photosynthetic proteins. 
ACS San Diego. March 21st, 2022.  

2* Structure-Spectrum Relationships in a Light Harvesting Antenna: A Supramolecular 
QM/MM approach. Universidad de Puerto Rico, Rio Piedras, January 16th 2019. 

3* Structure-Spectrum Relationships in a Light Harvesting Antenna: A Supramolecular 
QM/MM approach, Wesleyan University, Middletown, CT. November 16th 2018. 

4* Spectral and Structural Relationships in Gold Nanoclusters. Mechanical and 
Quantum Models. University of Colorado, Denver, CO. February 23rd, 2018. 

5* Biocompatible Force Field for Thiolated Gold Nanoclusters in Macromolecular 
Environments. Department of Chemistry. Brown University, RI. November 2, 2017. 

6 Biocompatible Force Field for Thiolated Gold Nanoclusters in Macromolecular 
Environments. American Chemical Society National Meeting. San Francisco, CA. April 
5th, 2017. 

7* Biocompatible Force Field for Thiolated Gold Nanoclusters in Macromolecular 
Environments. El Colegio Nacional. Mexico City, Mexico. March 17th, 2017. 

8* QM/MM Prediction of Electric Fields in the Active site of Proteins: Aiding the Analysis of 
Stark Shift Measurements. Department of Chemistry, University of New Haven, CT. 
January 25th, 2016. 

9* QM/MM Prediction of Electric Fields in the Active site of Proteins: Aiding the Analysis of 
Stark Shift Measurements. Department of Chemistry, University of Padova, Italy. May 8th, 
2014. 

10 QM/MM Prediction of Electric Fields in the Active site of Proteins: Aiding the Analysis of 
Stark Shift Measurements. American Chemical Society National Meeting. Indianapolis, 
IN. September 2013. 

11 Scalable Quantum Chemical Approaches for the Study of Protected Gold 
Clusters. Gordon Research Conference (poster). Holyoke, MA, June 18 2012. 

12* Moving Domain QM/MM Methods for the Treatment of Polarization Effects in Proteins. 
Department of Chemistry. Emory University. Atlanta, GA. September 17th 2011. 

13* Quantum Chemical Detail of Structural Changes and Spectral Tuning in the First Vision 
Event of Squid Rhodopsin. School of Chemistry & Biochemistry. Georgia Tech. Atlanta, 
GA. September 18th 2011. 

14* Quantum Chemical Detail of Structural Changes and Spectral Tuning in the First Vision 
Event of Squid Rhodopsin. Department of Chemistry. Georgia State University. Atlanta, 
GA. September 2nd 2011. 

15* Molecular Simulations of Protein-Ligand Binding. UConn Early College Experience 
Workshop. Storrs, CT. May 12th 2011. 

16 Moving domain methods for treatment of polarization effects in proteins. XVII Argentinean 
Congress of Physical and Inorganic Chemistry. May 3rd 2011, Cordoba, Argentina. 

17* Quantum Chemical Detail of Structural Changes and Spectral Tuning in the First Vision 
Event of Squid Rhodopsin. 1st Argentinean Workshop of Biophysical Chemistry of 
Proteins. Cordoba, Argentina. May 2nd 2011. 
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18* Atomistic Simulations of Proteins and Enzymes. ISIS (Institute for Science Instruction and 
Study), UConn. July 7th 2010. 

19* Local and global refinement of protein electrostatics using a Moving-Domain QM/MM 
approach. American Physical Society National Meeting. Denver, CO. March 2007. 

20* Quantum Mechanics of Protein Active Sites. Seminar at Connecticut College. New 
London, CT. December 2007. 

21* Moving Domain QM/MM method to model the electrostatic potential in bio-
macromolecules. 50th Anniversary of FAMAF, Universidad Nacional de Cordoba, 
Argentina. December 2006. 

22* Moving Domain QM/MM method to model the electrostatic potential in bio-
macromolecules. Conn. Valley Quantum Chemistry group. Storrs, CT. December 2006. 

 
Educational Outreach and Initiatives 

- Summer 2019-2022. Coordinator of the NSF-REU program in the Chemistry Department. 
- Summer 2008-2016. Organized the high school summer program SECRET (School for 

Exploratory Chemical Research and Training). Designed a website for the promotion of 
SECRET. http://chemistry.uconn.edu/secret.htm 

- Lead the effort for the University-wide acquisition of the Molecular Modeling Software 
Schrodinger with a 6-year license agreement (2016-2022). 

- Summer 2014-2017. Co-Coordinator of the NSF-REU program the Chemistry Department. 
- Academic Year 2015. Advanced Research Mentorship. Mentored High School from 

Glastonbury High School on a computational research project. 
- Summer 2015. Participated in the ACS-SEED program. Designed and supervised a high 

school minority student who carried out research on Computational Chemistry. 
- Summer 2007, 2009-10. Participated in the UConn Mentor Connection for the gifted and 

talented. Designed and supervised high school students who carried out research on 
Computational Chemistry. 

-  Spring 2010. Organized a mini workshop to teach middle school teachers at Windham 
middle school how to use a molecular modeling software, which I acquired from NSF funds, 
originally allocated for this purpose as part of the educational component of the CAREER 
Award. 

- University of Connecticut, summer 2007. Co-founded along with the Junior faculty in the 
Chemistry Department the outreach program SECRET. 

 
Supervising Activities 

- Raian Mahjoob (Ph.D), 2022-present 
- Natalia Pigni (postdoc), 2019-2022 
- Kithmini Wijesiri (Ph.D), 2019-present 
- Kevin Clark (M.S),  2019-2022 
- Mansi Malhotra (Ph.D), 2016-present, co-advisor with Prof. Challa Kumar 
- Alissa Richard (Ph.D), 2015-2020 
- Svetlana Gelpi (Ph.D), 2015-2021 
- Matthew Guberman-Pfeffer (Ph.D), 2014-2019 
- Jennifer Pardus (M.S), 2008-2016  
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- George Omolloh (Ph.D), 2011-2013 
- Milinda Samaraweera (Ph.D), 2010-2016 
- Neranjan Perera (Ph.D), 2008-2015 
- Daniel Sandberg (Ph. D), 2010-2012 
- Lochana Menikarachchi (Ph.D), 2006-2011 
- Alexandra Rudnitskaya (postdoc), 2010-2012 
- Yuang Zhang (postdoc), 2006-2008 

 


