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“The Surprising Photochemistry of Aqueous Methyl Viologen,” E. G. Hohenstein, Department of
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“Multiconfigurational Quantum Chemistry on GPUs: Simulating Photoacids in the Condensed
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“Approximations to the Complete Active Space Self-Consistent Field Method for Excited State
Molecular Dynamics,” E. G. Hohenstein, Association of Theoretical and Computational Chemistry
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“Reduced Scaling in Electronic Structure Theory via Tensor Hypercontraction,” E. G. Hohenstein,
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“Reduced Scaling in Coupled-Cluster Theory via Tensor Hypercontraction,” E. G. Hohenstein, S. I. L.
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“The Origins of Noncovalent Forces in Biological Macromolecules,” E. G. Hohenstein and C. D.
Sherrill, Chemistry and Biochemistry Graduate Research Symposium, Georgia Tech, (2010)

CONTRIBUTED TALKS
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CURRENT FUNDING
(co-PI) 9/1/19 - 8/31/22
DOE (FWP #100541)
“Hybrid Quantum/Classical Algorithms for Photochemistry and Nonadiabatic Dynamics”

(co-PI) 9/30/17 - 9/30/21
DOE (FWP #100384)
“SciDAC: Designing Photocatalysts Through Scalable Quantum Mechanics and Dynamics”



PAST FUNDING

68875-00 46 (PT) 7/1/15 - 12/31/16
PSC-CUNY $12,000
“Probing Photoacidity in Cyanonaphthols with ab initio Molecular Dynamics”

69805-00 47 (PI) 7/1/16 - 12/31/17
PSC-CUNY $5,998.58

“Nonadiabatic Dynamics via Complete Active Space Configuration Interaction Methods Accelerated
with Graphical Processing Units”

D01-W911SR-14-2-0001-0008 (co-PT) 3/8/16 - 3/8/17
US Army, Defense Threat Reduction Agency

Minority Serving Institutions Science, Technology, Engineering and $101.764
Mathematics Research and Development Consortium (MSRDC) ’
“Using the Hard and Soft, Acids and Bases (HSAB) Theory to Predict Organophosphate Target

Interactions”
60719-00 48 (PI) 7/1/17 - 6/30/18
PSC-CUNY $5,998.58

“Excited-state dynamics of hydroxyphenyl-benzotriazole photostabilizers”

D01-W911SR-14-2-0001-0020 (co-PI) 8/17/17 - 8/16/18
US Army, Defense Threat Reduction Agency

Minority Serving Institutions Science, Technology, Engineering and $120.815
Mathematics Research and Development Consortium (MSRDC) ’
“Using the Hard and Soft, Acids and Bases (HSAB) Theory to Predict Organophosphate Target
Interactions”



