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e TeraChem protocol buffers (TCPB): Accelerating QM and QM/MM simulationswith a client—server model THE JOURNAL OF CHEMICAL PHYSICS
Cruzeiro, V. D., Wang, Y ., Pieri, E., Hohenstein, E. G., Martinez, T. J.
2023; 158 (044801)

e TeraChem: A graphical processing unit-acceleratedelectronic structure package forlar ge-scaleab initio molecular dynamics WILEY INTERDISCIPLINARY
REVIEWS-COMPUTATIONAL MOLECULAR SCIENCE

Seritan, S., Bannwarth, C., Fales, B. S, Hohenstein, E. G., Isborn, C. M., Kokkila-Schumacher, S. L., Li, X., Liu, F., Luehr, N., Snyder, J. W., Song, C., Titov, A.,
Ufimtsev, et a

2020

o Strong, Nonresonant Radiation Enhances Cis-Trans Photoisomerization of Stilbenein Solution. The journal of physical chemistry. A
van den Berg, J. L., Neumann, K. |., Harrison, J. A., Weir, H., Hohenstein, E. G., Martinez, T. J., Zare, R. N.
2020

o Performance of Coupled-Cluster Singlesand Doubles on Modern Stream Processing Ar chitectures. Journal of chemical theory and computation
Fales, B. S, Curtis, E. R., Johnson, K. G., Lahana, D., Seritan, S., Wang, Y., Weir, H., Martinez, T. J., Hohenstein, E. G.
2020

e Psi4 1.4: Open-sour ce softwarefor high-throughput quantum chemistry. The Journal of chemical physics

Smith, D. G., Burns, L. A., Simmonett, A. C., Parrish, R. M., Schieber, M. C., Galvelis, R., Kraus, P., Kruse, H., Di Remigio, R., Alenaizan, A., James, A. M.,
Lehtola, S, Misiewicz, et a

2020; 152 (18): 184108

o Hole-hole Tamm-Dancoff-approximated density functional theory: A highly efficient electronic structure method incor porating dynamic and static
correlation. The Journal of chemical physics

Bannwarth, C. n., Yu, J. K., Hohenstein, E. G., Martinez, T. J.
2020; 153 (2): 024110

e TeraChem: Accelerating electronic structure and ab initio molecular dynamicswith graphical processing units. The Journal of chemical physics

Seritan, S. n., Bannwarth, C. n,, Fales, B. S., Hohenstein, E. G., Kokkila-Schumacher, S. I., Luehr, N. n., Snyder, J. W., Song, C. n., Titov, A. V., Ufimtsev, I. S.,
Martinez, T. J.

2020; 152 (22): 224110

o Nonadiabatic Dynamics of Photoexcited cis-Stilbene Using Ab Initio Multiple Spawning. The journal of physical chemistry. B
Weir, H. n., Williams, M. n., Parrish, R. M., Hohenstein, E. G., Martinez, T. J.
2020

e Rank reduced coupled cluster theory. |1. Equation-of-motion coupled-cluster singles and doubles. The Journal of chemical physics
Hohenstein, E. G., Zhao, Y., Parrish, R. M., Martinez, T. J.
2019; 151 (16): 164121

Quantum Computation of Electronic Transitions Using a Variational Quantum Eigensolver. Physical review letters
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Parrish, R. M., Hohenstein, E. G., McMahon, P. L., Martinez, T. J.
2019; 122 (23): 230401

Stereoisomer specific reaction of hexabromocyclododecane with reduced sulfur speciesin aqueous solutions. Chemosphere
Zhang, X., Wilson, J. H., Lawson, A. J., Hohenstein, E. G., Jans, U.
2019; 226: 238-245

Rank reduced coupled cluster theory. |. Ground state energies and wavefunctions. The Journal of chemical physics
Parrish, R. M., Zhao, Y. n., Hohenstein, E. G., Martinez, T. J.
2019; 150 (16): 164118

Effect of Nonplanarity on Excited-State Proton Transfer and Internal Conversion in Salicylideneaniline JOURNAL OF PHYSICAL CHEMISTRY A
Pijeau, S., Foster, D., Hohenstein, E. G.
2018; 122 (25): 555562

Nonadiabatic Ab Initio Molecular Dynamics with the Floating Occupation Molecular Orbital-Complete Active Space Configuration Interaction
Method JOURNAL OF CHEMICAL THEORY AND COMPUTATION

Hollas, D., Sistik, L., Hohenstein, E. G., Martinez, T. J., Slavicek, P.
2018; 14 (1): 339-50

Complete active space configuration interaction from state-averaged configuration interaction singles natural orbitals: Analytic first derivatives and
derivative coupling vectors JOURNAL OF CHEMICAL PHYSICS

Fales, B., Shu, Y., Leving, B. G., Hohenstein, E. G.
2017; 147 (9): 094104

Robust and Efficient Spin Purification for Determinantal Configuration Interaction JOURNAL OF CHEMICAL THEORY AND COMPUTATION
Fales, B., Hohenstein, E. G., Levine, B. G.
2017; 13 (9): 4162-72

Excited-State Dynamics of a Benzotriazole Photostabilizer: 2-(2'Hydroxy-5'-methylphenyl)benzotriazole JOURNAL OF PHYSICAL CHEMISTRY A
Pijeau, S., Foster, D., Hohenstein, E. G.
2017; 121 (34): 6377-87

PSI4 1.1: An Open-Sour ce Electronic Structure Program Emphasizing Automation, Advanced Libraries, and I nter operability JOURNAL OF CHEMICAL
THEORY AND COMPUTATION

Parrish, R. M., Burns, L. A., Smith, D. A., Smmonett, A. C., DePrince, A., Hohenstein, E. G., Bozkaya, U., Sokolov, A., Di Remigio, R., Richard, R. M., Gonthier,
J. F., James, A. M., McAlexander, et a

2017; 13 (7): 3185-97

Excited-State Dynamics of 2-(2 '-Hydr oxyphenyl)benzothiazole: Ultrafast Proton Transfer and Internal Conversion JOURNAL OF PHYSICAL
CHEMISTRY A

Pijeau, S., Foster, D., Hohenstein, E. G.
2017; 121 (24): 45954605

A direct-compatible for mulation of the coupled perturbed complete active space self-consistent field equations on graphical processing units JOURNAL OF
CHEMICAL PHYSICS

Snyder, J. W., Fales, B. S., Hohenstein, E. G., Levine, B. G., Martinez, T. J.
2017; 146 (17)

Atomistic non-adiabatic dynamics of the LH2 complex with a GPU-accelerated ab initio exciton model. Physical chemistry chemical physics: PCCP
Sisto, A., Stross, C., van der Kamp, M. W., O'Connor, M., Mclntosh-Smith, S., Johnson, G. T., Hohenstein, E. G., Manby, F. R., Glowacki, D. R., Martinez, T. J.
2017

Improved Complete Active Space Configuration I nteraction Energieswith a Simple Correction from Density Functional Theory JOURNAL OF
CHEMICAL THEORY AND COMPUTATION

Pijeau, S., Hohenstein, E. G.
2017; 13 (3): 113046

Analytic formulation of derivative coupling vectorsfor complete active space configuration interaction wavefunctionswith floating occupation molecular
orbitals JOURNAL OF CHEMICAL PHYSCS

Hohenstein, E. G.
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2016; 145 (17): 174110

Comment on " Positive semidefinite tensor factorizations of the two-electron integral matrix for low-scaling ab initio electronic structure" [J. Chem. Phys.
143, 064103 (2015)]. journal of chemical physics

Parrish, R. M., Hohenstein, E. G., Martinez, T. J.
2016; 145 (2): 027101-?

"Balancing" the Block Davidson-Liu Algorithm JOURNAL OF CHEMICAL THEORY AND COMPUTATION
Parrish, R. M., Hohenstein, E. G., Martinez, T. J.
2016; 12 (7): 3003-3007

Mechanism for the Enhanced Excited-State L ewis Acidity of Methyl Viologen JOURNAL OF THE AMERICAN CHEMICAL SOCIETY
Hohenstein, E. G.
2016; 138 (6): 1868—76

Competition Between pi-pi and C-H/pi Interactions: A Comparison of the Structural and Electronic Properties of Alkoxy-Substituted 1,8
Bis((propyloxyphenyl)ethynyl)naphthalenes CHEMISTRY-A EUROPEAN JOURNAL

Carson, B. E., Parker, T. M., Hohenstein, E. G., Brizius, G. L., Komorner, W., King, R. A., Callard, D. M., Sherrill, C.
2015; 21 (52): 19168-75

An atomic or bital-based formulation of analytical gradients and nonadiabatic coupling vector elementsfor the state-averaged complete active space self-
consistent field method on graphical processing units JOURNAL OF CHEMICAL PHYSCS

Snyder, J. W., Hohenstein, E. G., Luehr, N., Martinez, T. J.
2015; 143 (15)

Tensor Hyper contraction Second-Order Mdiler-Plesset Perturbation Theory: Grid Optimization and Reaction Energies. Journal of chemical theory and
computation

Schumacher, S. |., Hohenstein, E. G., Parrish, R. M., Wang, L. P., Martinez, T. J.
2015; 11 (7): 3042-52

Analytic first derivatives of floating occupation molecular orbital-complete active space configuration interaction on graphical processing units. journal of
chemical physics

Hohenstein, E. G., Bouduban, M. E., Song, C., Luehr, N., Ufimtsev, I. S., Martinez, T. J.

2015; 143 (1): 014111-?

Analytic first derivatives of floating occupation molecular orbital-complete active space configuration interaction on graphical processing units. journal of
chemical physics

Hohenstein, E. G., Bouduban, M. E., Song, C., Luehr, N., Ufimtsev, |. S., Martinez, T. J.

2015; 143 (1): 014111-?

Tensor Hyper contraction Second-Order Moller-Plesset Perturbation Theory: Grid Optimization and Reaction Energies JOURNAL OF CHEMICAL
THEORY AND COMPUTATION

Schumacher, S. I., Hohenstein, E. G., Parrish, R. M., Wang, L., Martinez, T. J.
2015; 11 (7): 3042-3052

An atomic orbital-based for mulation of the complete active space self-consistent field method on graphical processing units. journal of chemical physics
Hohenstein, E. G., Luehr, N., Ufimtsev, |. S,, Martinez, T. J.
2015; 142 (22): 224103-?

An atomic orbital-based formulation of the complete active space self-consistent field method on graphical processing units JOURNAL OF CHEMICAL
PHYSCS

Hohenstein, E. G., Luehr, N., Ufimtsev, |. S., Martinez, T. J.
2015; 142 (22)

Determination of Hydrogen Bond Structurein Water versus Aprotic Environments To Test the Relationship Between Length and Stability JOURNAL OF
THE AMERICAN CHEMICAL SOCIETY

Sigada, P. A., Ruben, E. A, Liu, C. W, Piccoli, P. M., Hohenstein, E. G., Martinez, T. J., Schultz, A. J., Herschlag, D.
2015; 137 (17): 5730-5740

Advancesin molecular quantum chemistry contained in the Q-Chem 4 program package MOLECULAR PHYSICS
Shao, Y., Gan, Z., Epifanovsky, E., Gilbert, A. T., Wormit, M., Kussmann, J., Lange, A. W., Behn, A., Deng, J., Feng, X., Ghosh, D., Goldey, M., Horn, et a
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2015; 113 (2): 184-215

Configuration interaction singles natural orbitals: An orbital basisfor an efficient and size intensive multir efer ence description of electronic excited
states JOURNAL OF CHEMICAL PHYSICS

Shu, Y., Hohenstein, E. G, Levine, B. G.
2015; 142 (2): 024102

Rotational state analysis of AIH(+) by two-photon dissociation JOURNAL OF MOLECULAR SPECTROSCOPY
Seck, C. M., Hohenstein, E. G., Lien, C., Stollenwerk, P. R., Odom, B. C.
2014; 300: 108-111

Communication: Acceleration of coupled cluster singles and doubles via orbital-weighted least-squarestensor hypercontraction. journal of chemical
physics

Parrish, R. M., Sherrill, C. D., Hohenstein, E. G., Kokkila, S. I., Martinez, T. J.

2014; 140 (18): 181102-?

Tractability gainsin symmetry-adapted perturbation theory including coupled double excitations: CCD plus ST(CCD) dispersion with natural orbital
truncations JOURNAL OF CHEMICAL PHYSICS

Parrish, R. M., Hohenstein, E. G., Sherrill, C. D.
2013; 139 (17)

Tensor Hyper contraction Equation-of-M otion Second-Order Approximate Coupled Cluster: Electronic Excitation Energiesin O(N-4) Time JOURNAL OF
PHYS CAL CHEMISTRY B

Hohenstein, E. G., Kokkila, S. I., Parrish, R. M., Martinez, T. J.
2013; 117 (42): 12972-12978

Exact tensor hyper contraction: a universal technique for the resolution of matrix elements of local finite-range N-body potentialsin many-body quantum
problems. Physical review letters

Parrish, R. M., Hohenstein, E. G., Schunck, N. F., Sherrill, C. D., Martinez, T. J.
2013; 111 (13): 132505-?

Discrete variable representation in electronic structuretheory: Quadrature gridsfor least-squarestensor hypercontraction JOURNAL OF CHEMICAL
PHYSCS

Parrish, R. M., Hohenstein, E. G., Martinez, T. J., Sherrill, C. D.
2013; 138 (19)

Quartic scaling second-order approximate coupled cluster singles and doublesvia tensor hyper contraction: THC-CC2 JOURNAL OF CHEMICAL
PHYSCS

Hohenstein, E. G., Kokkila, S. I., Parrish, R. M., Martinez, T. J.
2013; 138 (12)

Quantum-Mechanical Analysis of the Energetic Contributionsto pi Stackingin Nucleic Acids versus Rise, Twist, and Slide JOURNAL OF THE AMERICAN
CHEMICAL SOCIETY

Parker, T. M., Hohenstein, E. G., Parrish, R. M., Hud, N. V., Sherrill, C. D.
2013; 135 (4): 1306-1316

Communication: Tensor hypercontraction. |11. Least-squarestensor hyper contraction for the determination of correlated wavefunctions JOURNAL OF
CHEMICAL PHYSICS

Hohenstein, E. G., Parrish, R. M., Sherrill, C. D., Martinez, T. J.
2012; 137 (22)

Tensor hypercontraction. I1. Least-squaresrenor malization JOURNAL OF CHEMICAL PHYSICS
Parrish, R. M., Hohenstein, E. G., Martinez, T. J.,, Sherrill, C. D.
2012; 137 (22)

Accurate Prediction of Noncovalent I nteraction Energies with the Effective Fragment Potential Method: Comparison of Energy Componentsto
Symmetry-Adapted Perturbation Theory for the S22 Test Set JOURNAL OF CHEMICAL THEORY AND COMPUTATION

Flick, J. C., Kosenkov, D., Hohenstein, E. G., Sherrill, C., Slipchenko, L. V.
2012; 8 (8): 283543

Tensor hypercontraction density fitting. |. Quartic scaling second- and third-order Moller-Plesset perturbation theory JOURNAL OF CHEMICAL
PHYSCS
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Hohenstein, E. G., Parrish, R. M., Martinez, T. J.
2012; 137 (4)

PSl4: an open-sour ce ab initio electronic structure program WILEY INTERDISCIPLINARY REVIEWS-COMPUTATIONAL MOLECULAR SCIENCE

Turney, J. M., Simmonett, A. C., Parrish, R. M., Hohenstein, E. G., Evangelista, F. A., Fermann, J. T., Mintz, B. J,, Burns, L. A., Wilke, J. J., Abrams, M. L., Russ,
N. J, Leininger, M. L., Janssen, et a

2012; 2 (4): 556-65

Wavefunction methods for noncovalent interactions WILEY INTERDISCIPLINARY REVIEWS-COMPUTATIONAL MOLECULAR SCIENCE
Hohenstein, E. G., Sherrill, C. D.
2012; 2 (2): 304-326

Role of Long-Range I ntermolecular Forcesin the Formation of | norganic Nanoparticle Clusters JOURNAL OF PHYSICAL CHEMISTRY A
Gibbs, G. V., Crawford, T. D., Wallace, A. F., Cox, D. F., PARRISH, R. M., Hohenstein, E. G., Sherrill, C. D.
2011; 115 (45): 12933-12940

L arge-scale symmetry-adapted perturbation theory computations via density fitting and L aplace transfor mation techniques: I nvestigating the
fundamental for ces of DNA-intercalator interactions JOURNAL OF CHEMICAL PHYSICS

Hohenstein, E. G., Parrish, R. M., Sherrill, C. D., Turney, J. M., Schaefer, H. F.
2011; 135 (17)

Structures of protonated benzene dimer and intermolecular interaction decomposition via symmetry-adapted perturbation theory COMPUTATIONAL
AND THEORETICAL CHEMISTRY

Jaeger, H. M., Schaefer, H. F., Hohenstein, E. G., Sherrill, C.
2011; 973 (1-3): 47-52

Accurate Interaction Energiesfor Problematic Dispersion-Bound Complexes. Homogeneous Dimers of NCCN, P-2, and PCCP JOURNAL OF CHEMICAL
THEORY AND COMPUTATION

Hohenstein, E. G., Jaeger, H. M., Carrell, E. J., Tschumper, G. S., Sherrill, C.
2011; 7 (9): 2842-51

Origin of the Surprising Enhancement of Electrostatic Energies by Electron-Donating Substituentsin Substituted Sandwich Benzene Dimers JOURNAL
OF THE AMERICAN CHEMICAL SOCIETY

Hohenstein, E. G., Duan, J., Sherrill, C. D.
2011; 133 (34): 13244-13247

Challenges of laser-cooling molecular ions NEW JOURNAL OF PHYSICS
Nguyen, J. V., Viteri, C., Hohenstein, E. G., Sherrill, C., Brown, K. R., Odom, B.
2011; 13

Assessment of the Performance of DFT and DFT-D Methods for Describing Distance Dependence of Hydrogen-Bonded I nter actions JOURNAL OF
CHEMICAL THEORY AND COMPUTATION

Thanthiriwatte, K. S., Hohenstein, E. G., Burns, L. A., Sherrill, C.
2011; 7 (1): 88-96

Efficient evaluation of triple excitationsin symmetry-adapted perturbation theory via second-order Moller-Plesset perturbation theory natural
orbitals JOURNAL OF CHEMICAL PHYSICS

Hohenstein, E. G., Sherrill, C. D.
2010; 133 (10)

Density fitting of intramonomer correlation effectsin symmetry-adapted perturbation theory JOURNAL OF CHEMICAL PHYSICS
Hohenstein, E. G., Sherrill, C. D.
2010; 133 (1)

Density fitting and Cholesky decomposition approximationsin symmetry-adapted perturbation theory: | mplementation and application to probethe
nature of pi-pi interactionsin linear acenes JOURNAL OF CHEMICAL PHYSICS

Hohenstein, E. G., Sherrill, C. D.
2010; 132 (18)

Basis set consistent revision of the S22 test set of noncovalent interaction energies JOURNAL OF CHEMICAL PHYSICS
Takatani, T., Hohenstein, E. G., Malagoli, M., Marshall, M. S., Sherrill, C. D.
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2010; 132 (14)

Accurately Characterizing the pi-pi Interaction Energies of | ndole-Benzene Complexes JOURNAL OF PHYSICAL CHEMISTRY A
Geng, Y., Takatani, T., Hohenstein, E. G., Sherrill, C. D.
2010; 114 (10): 3576-3582

Assessment of Standard Force Field Models Against High-Quality Ab Initio Potential Curvesfor Prototypes of pi-pi, CH/pi, and SH/pi
Interactions JOURNAL OF COMPUTATIONAL CHEMISTRY

Sherrill, C. D., Sumpter, B. G., Sinnokrot, M. O., Marshall, M. S., Hohenstein, E. G., Walker, R. C., Gould, |. R.
2009; 30 (14): 2187-2193

An Assessment of Theoretical M ethods for Nonbonded I nteractions: Comparison to Complete Basis Set Limit Coupled-Cluster Potential Energy Curves
for the Benzene Dimer, the M ethane Dimer, Benzene-M ethane, and Benzene-H2S JOURNAL OF PHYSICAL CHEMISTRY A

Sherrill, C. D., Takatani, T., Hohenstein, E. G.
2009; 113 (38): 10146-10159

Reactive desor ption electrospray ionization mass spectrometry (DESI-MS) of natural products of a marine alga ANALYTICAL AND BIOANALYTICAL
CHEMISTRY

Nyadong, L., Hohenstein, E. G., Galhena, A., Lane, A. L., Kubanek, J., Sherrill, C. D., Fernandez, F. M.
2009; 394 (1): 245-254

Effects of Heter oatoms on Aromatic pi-pi I nteractions: Benzene-Pyridine and Pyridine Dimer JOURNAL OF PHYSI CAL CHEMISTRY A
Hohenstein, E. G., Sherrill, C. D.
2009; 113 (5): 878-886

Assessment of the Performance of the M05-2X and M 06-2X Exchange-Correlation Functionalsfor Noncovalent | nteractionsin Biomolecules JOURNAL
OF CHEMICAL THEORY AND COMPUTATION

Hohenstein, E. G., Chill, S. T., Sherrill, C.
2008; 4 (12): 1996-2000

Improvement of the coupled-cluster singles and doubles method via scaling same- and opposite-spin components of the double excitation correlation
energy JOURNAL OF CHEMICAL PHYSCS

Takatani, T., Hohenstein, E. G., Sherrill, C. D.
2008; 128 (12)

Desor ption electrospray ionization reactions between host crown ethers and the influenza neuraminidase inhibitor oseltamivir for the rapid screening of
Tamiflu (R) ANALYST

Nyadong, L., Hohenstein, E. G., Johnson, K., Sherrill, C. D., Green, M. D., Fernandez, F. M.
2008; 133 (11): 1513-1522
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