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2025 Member, International Academy of Quantum Molecular Science (IAQMS)

2023 Robert S. Mulliken Award, University of Georgia, Georgia
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Scholarship

Publications

All journal articles are published in peer-reviewed journals. Articles [1]-[25] were authored prior to inde-

pendent career.

(102]

[101]

[100]

[99]

S.Li, H.Zhai, F. A. Evangelista, and T. C. Berkelbach, Reaching the thermodynamic limit of periodic
CCSD cohesive energies and band gaps with denser Brillouin zone sampling, npj Comput. Mater. (accepted).

Z.Zhao and F. A. Evangelista, One-Step Relativistic Driven Similarity Renormalization Group Multirefer-
ence Perturbation Theory, |. Chem. Theory Comput. 22,7230 (2026).

K. Marin and F. A. Evangelista, Discerning Mode-Controlled Relaxation Pathways in Photoionized Methane
via X-Ray Transient Absorption Spectroscopy, J. Am. Chem. Soc. 148, 35626 (2026).

Q. Sun, M. R. Hermes, X. Wu, H. Zhai, X.Zhang, A. M. Ahmed, J.]J. Aucar, O. J. Backhouse,
S. Banerjee, P. Bao, N. A. Bogdanov, K. Bystrom, F. Chapoton, N.-Y. Chen, L. Y. Chernyshov,
H. S. Clifford, S. Cohen-Janes, Z.-H. Cui, Y. D. Damour, N. Dattani, L. B. Dittmer, S. Ehlert, ].].
Eriksen, F. A. Evangelista, S. A. Ewing, A.Farahvash, K. Focke, Y. Gao, K. E. Gasperich, N. Gillispie,
J. Greiner, M. R. Hennefarth, J. Hermann, C. Hillenbrand, ]. Huhtasalo, B. Ibrahim, B. Jangid, A.N.
Javaremi, A.]J.Jenkins, Y. Jin, D.S. King, D. P. Kooi, J. S. Kurian, H. R. Larsson, B. T. G. Lau,
S. Lee, S. Lehtola, C.Li, H.Li, J.Li, R.Li, S.Li, A.O. Lykhin, A. Mahajan, N. Mauger, P.D.
Mazo-Sevillano, J. Moussa, K. Nakano, V. A. Neufeld, L. Peng, H. Q. Pham, P. Pinski, P. Pokhilko,
Z.Pu, Y. Qian, S.]J. Quiton, W.T. Schulze, T.R. Scott, A. Seal, J. D. Serna, J. E. T. Smith, K. E.
Smyser, T. Stahl, C. Sun, K. ]J. Sung, E. Trushin, S. Upadhyay, E. A. Vo, T. Vogels, S. Wang,
T. Wang, X. Wang, X. Wang, Y. Wang, M. Williamson, J. Yang, H.-Z. Ye, C.-N. Yeh, H. Yu, J. Yu,
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V.W.-z. Yu, C.Zhang, D.Zhang, Y. Zhang, Z.Zhao, Z.Zhou, A.].Zhu, T.Zhu, T. C. Berkelbach,
L. Gagliardi, S.Sharma, A.Y. Sokolov, and G. Kin-Lic Chan, The Python Simulations of Chemistry
Framework: 10 Years of an Open-Source Quantum Chemistry Project, ]. Chem. Phys. 165, 102502 (2026).
Z.Shen, S.Ding, Z.Zhao, F. A. Evangelista, and Y. Wang, Witnessing Spin-Orbital Entanglement Using
Resonant Inelastic X-Ray Scattering, Phys. Rev. Lett. 136, 116504 (2026).

[. Magoulas, M. Zhang, and F. A. Evangelista, Symmetry Dilemmas in Quantum Computing for Chemistry:
A Comprehensive Analysis, |. Chem. Phys. 164, 144113 (2026).

I. Magoulas and F. A. Evangelista, Spin-Adapted Fermionic Unitaries: From Lie Algebras to Compact Quan-
tum Circuits, (under review).

I. Magoulas and F. A. Evangelista, Clifford Transformations for Fermionic Quantum Systems: From Pauli
and Majorana Operators to Dirac Fermions, Phys. Rev. A 113, 022455 (2026).

S.Li, Z.Zhao, and F. A. Evangelista, Multireference Equation-of-Motion-Driven Similarity Renormaliza-
tion Group for X-Ray Photoelectron Spectra, J. Chem. Theory Comput. 21, 12094 (2025).

E. Mityus and F. A. Evangelista, Editorial: 100 Years of Quantum Mechanics - All About Molecules, |. Chem.
Theory Comput. 21, 6241 (2025).

H. R. Grimsley and F. A. Evangelista, Thermal Weight Determination and Interstate Coupling in State-
Averaged ADAPT-VQE, |. Chem. Theory Comput. 21,12557 (2025).

Z.Zhao, S.Li,and F. A. Evangelista, Multireference Equation-of-Motion Driven Similarity Renormalization
Group: Theoretical Foundations and Applications to Ionized States, . Chem. Theory Comput. 21,7903 (2025).
F. A. Evangelista, Mutual Correlation, ]. Chem. Theory Comput. 21, 7471 (2025).

M. Huang and F. A. Evangelista, An Improved Virtual Orbital Driven Similarity Renormalization Group
Approach for Core-lonized and Core-Excited States, J. Chem. Theory Comput. 21, 6834 (2025).

I. Magoulas and F. A. Evangelista, Closed-Form Expressions for Unitaries of Spin-Adapted Fermionic Oper-
ators, Mol. Phys. 123, 2534672 (2025).

F. A. Evangelista and 1. Magoulas, Exact Closed-Form Unitary Transformations of Fermionic Operators,
Phys. Rev. A 111, 042825 (2025).

S. Li, Z.Zhao, and F. A. Evangelista, Equation-of-Motion Internally Contracted Multireference Unitary
Coupled-Cluster Theory, |. Chem. Phys. 162, 154112 (2025).

A.Rodriguez, S.Vadachkoria, F. A. Evangelista, and M. C. Heaven, Electronic Structure and Spectroscopy
of CuBe, J. Phys. Chem. A 129, 2041 (2025).

H. R. Grimsley and F. A. Evangelista, Challenging Excited States from Adaptive Quantum Eigensolvers:
Subspace Expansions vs. State-Averaged Strategies, Quantum Sci. Technol. 10, 025003 (2025).

T. M. Henderson, B. Harrison, I. Magoulas, J. Necaise, A. M. Projansky, F. A. Evangelista, J. D.
Whitfield, and G. E. Scuseria, Fermionic Mean-Field Theory as a Tool for Studying Spin Hamiltonians, ].
Chem. Phys. 161, 234112 (2024).

F. A. Evangelista, Concluding Remarks, Faraday Discuss. 254, 708 (2024).

M. Huang and F. A. Evangelista, Benchmark Study of Core-Ionization Energies with the Generalized Active
Space-Driven Similarity Renormalization Group, ]. Chem. Theory Comput. , acs.jctc.4c00835 (2024).

Z. Zhao and F. A. Evangelista, Toward Accurate Spin—Orbit Splittings from Relativistic Multireference
Electronic Structure Theory, J. Phys. Chem. Lett. 15, 7103 (2024).

F. A. Evangelista, C. Li, P. Verma, K. P. Hannon, J. B. Schriber, T. Zhang, C. Cai, S. Wang, N. He,
N. H. Stair, M. Huang, R. Huang, J. P. Misiewicz, S.Li, K. Marin, Z.Zhao, and L. A. Burns, Forte
: A Suite of Advanced Multireference Quantum Chemistry Methods, ]. Chem. Phys. 161, 062502 (2024).
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[78]

[77]

[76]

[75]

(74]

[73]

C.Li, S. Mao, R. Huang, and F. A. Evangelista, Frozen Natural Orbitals for the State-Averaged Driven
Similarity Renormalization Group, |. Chem. Theory Comput. 20, 4170 (2024).

J. P. Misiewicz and F. A. Evangelista, Implementation of the Projective Quantum Eigensolver on a Quantum
Computer, ]. Phys. Chem. A 128, 2220 (2024).

S.Li, J. P. Misiewicz, and F. A. Evangelista, Intruder-Free Cumulant-Truncated Driven Similarity Renor-
malization Group Second-Order Multireference Perturbation Theory, J. Chem. Phys. 159, 114106 (2023).

I. Magoulas and F. A. Evangelista, Unitary Coupled Cluster: Seizing the Quantum Moment, J. Phys. Chem.
A 127, 6567 (2023).

I. Magoulas and F. A. Evangelista, Linear-Scaling Quantum Circuits for Computational Chemistry, J. Chem.
Theory Comput. 19, 4815 (2023).

A. Nandi, G. Laude, S.S. Khire, N. D. Gurav, C. Qu, R. Conte, Q. Yu, S.Li, P. L. Houston, S.R.
Gadre, J. O. Richardson, F. A.Evangelista, and J. M. Bowman, Ring-Polymer Instanton Tunneling Split-

tings of Tropolone and Isotopomers Using a A-Machine Learned CCSD(T) Potential: Theory and Experiment
Shake Hands, . Am. Chem. Soc. 145, 9655 (2023).

K. Marin, M. Huang, and F. A. Evangelista, Signatures of Diradicals in X-Ray Absorption Spectroscopy, J.
Chem. Phys. 158, 151101 (2023).

M. Huang and F. A. Evangelista, A Study of Core-Excited States of Organic Molecules Computed with the
Generalized Active Space Driven Similarity Renormalization Group, J. Chem. Phys. 158, 124112 (2023).

R. Huang, C.Lj, and F. A. Evangelista, Leveraging Small-Scale Quantum Computers with Unitarily Down-
folded Hamiltonians, PRX Quantum 4, 020313 (2023).

N. He, M. Huang, and F. A. Evangelista, CO Inversion on a NaCI(100) Surface: A Multireference Quantum
Embedding Study, . Phys. Chem. A 127,1975 (2023).

I. Magoulas and F. A. Evangelista, CNOT-Efficient Circuits for Arbitrary Rank Many-Body Fermionic and
Qubit Excitations, |. Chem. Theory Comput. 19, 822 (2023).

A. Khamoshi, G.P. Chen, F. A. Evangelista, and G. E. Scuseria, AGP-Based Unitary Coupled Cluster
Theory for Quantum Computers, Quantum Sci. Technol. 8, 015006 (2023).

F. A. Evangelista, Automatic Derivation of Many-Body Theories Based on General Fermi Vacua, ]. Chem.
Phys. 157, 064111 (2022).

N. H. Stair and F. A. Evangelista, QForte : An Efficient State-Vector Emulator and Quantum Algorithms
Library for Molecular Electronic Structure, J. Chem. Theory Comput. 18, 1555 (2022).

M. Huang, C.Li, and F. A. Evangelista, Theoretical Calculation of Core-Excited States along Dissociative
Pathways beyond Second-Order Perturbation Theory, ]. Chem. Theory Comput. 18, 219 (2022).

S. Wang, C.Li, and F. A. Evangelista, Analytic Energy Gradients for the Driven Similarity Renormalization
Group Multireference Second-Order Perturbation Theory, J. Chem. Theory Comput. 17, 7666 (2021).

N. H. Stair and F. A. Evangelista, Simulating Many-Body Systems with a Projective Quantum Eigensolver,
PRX Quantum 2, 030301 (2021).

C.Liand F. A. Evangelista, Spin-Free Formulation of the Multireference Driven Similarity Renormalization
Group: A Benchmark Study of First-Row Diatomic Molecules and Spin-Crossover Energetics, . Chem. Phys.
155, 114111 (2021).

A. Khamoshi, F. A. Evangelista, and G. E. Scuseria, Correlating AGP on a quantum computer, Quantum
Sci. Technol. 6, 014004 (2021).

N. H. Stair and F. A. Evangelista, Exploring Hilbert space on a budget: Novel benchmark set and performance
metric for testing electronic structure methods in the regime of strong correlation, J. Chem. Phys. 153, 104108
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[55]

[54]

[53]

(2020).

Z.Xu, Z.Huang, C.Li, T. Huang, F. A. Evangelista, M. L. Tang, and T. Lian, Tuning the Quantum Dot
(QD)/Mediator Interface for Optimal Efficiency of QD-Sensitized Near-Infrared-to-Visible Photon Upconversion
Systems, ACS Appl. Mater. Interfaces 12, 36558 (2020).

C. Li and F. A. Evangelista, Connected three-body terms in single-reference unitary many-body theories:
Iterative and perturbative approximations, J. Chem. Phys. 152, 234116 (2020).

D. G. A. Smith, L. A. Burns, A. C. Simmonett, R. M. Parrish, M. C. Schieber, R. Galvelis, P. Kraus,
H. Kruse, R. Di Remigio, A. Alenaizan, A. M. James, S. Lehtola, J. P. Misiewicz, M. Scheurer, R. A.
Shaw, J. B. Schriber, Y. Xie, Z. L. Glick, D. A. Sirianni, J.S. O'Brien, J. M. Waldrop, A. Kumar,
E. G. Hohenstein, B. P. Pritchard, B. R. Brooks, H. F. Schaefer III, A.Y. Sokolov, K. Patkowski, A.E.
DePrince III, U. Bozkaya, R. A. King, F. A. Evangelista, J. M. Turney, T. D. Crawford, and C. D.
Sherrill, Psi4 1.4: Open-source software for high-throughput quantum chemistry, J. Chem. Phys. 152, 184108
(2020).

N. He and F. A. Evangelista, A zeroth-order active-space frozen-orbital embedding scheme for multireference
calculations, J. Chem. Phys. 152, 094107 (2020).

N. H. Stair, R. Huang, and F. A. Evangelista, A Multireference Quantum Krylov Algorithm for Strongly
Correlated Electrons., ]. Chem. Theory Comput. 16, 2236 (2020).

F. A. Evangelista, G. K.-L. Chan, and G. E. Scuseria, Exact parameterization of fermionic wave functions
via unitary coupled cluster theory, J. Chem. Phys. 151, 244112 (2019).

[52] J.B.Schriber and F. A. Evangelista, Time dependent adaptive configuration interaction applied to attosecond

(51]

charge migration, J. Chem. Phys. 151, 171102 (2019).

T. Zhang, C. Li, and F. A. Evangelista, Improving the Efficiency of the Multireference Driven Similarity
Renormalization Group via Sequential Transformation, Density Fitting, and the Noninteracting Virtual Orbital
Approximation, J. Chem. Theory Comput. 15, 4399 (2019).

S. Wang, C.Li, and F. A. Evangelista, Analytic gradients for the single-reference driven similarity renor-
malization group second-order perturbation theory, J. Chem. Phys. 151, 044118 (2019).

Z.Xu, T.]Jin, Y. Huang, K. Mulla, F. A. Evangelista, E. Egap, and T. Lian, Direct triplet sensitization
of oligothiophene by quantum dots, Chem. Sci. 10, 6120 (2019).

C.Li, R.Lindh, and F. A. Evangelista, Dynamically weighted multireference perturbation theory: Com-
bining the advantages of multi-state and state-averaged methods, J. Chem. Phys. 150, 144107 (2019).

C.Liand F. A. Evangelista, Multireference Theories of Electron Correlation Based on the Driven Similarity
Renormalization Group, Annu. Rev. Phys. Chem. 70, 245 (2019).

J. B. Schriber, K. P. Hannon, C.Li, and F. A. Evangelista, A Combined Selected Configuration Interaction
and Many-Body Treatment of Static and Dynamical Correlation in Oligoacenes, J. Chem. Theory Comput. 14,
6295 (2018).

Y. Huang, Z. Xu, S.Jin, C.Li, K. Warncke, F. A. Evangelista, T. Lian, and E. Egap, Conjugated
Oligomers with Stable Radical Substituents: Synthesis, Single Crystal Structures, Electronic Structure, and Ex-
cited State Dynamics, Chem. Mater. 30, 7840 (2018).

F. A. Evangelista, Perspective: Multireference coupled cluster theories of dynamical electron correlation, J.
Chem. Phys. 149, 030901 (2018).

D. G. A. Smith, L. A. Burns, D. A. Sirianni, D. R. Nascimento, A. Kumar, A. M. James, ]. B.
Schriber, T.Zhang, B. Zhang, A.S. Abbott, E. J. Berquist, M. H. Lechner, L. A. Cunha, A. G. Heide,
J. M. Waldrop, T.Y. Takeshita, A. Alenaizan, D. Neuhauser, R. A. King, A. C. Simmonett, ]J. M.
Turney, H. F. Schaefer, F. A. Evangelista, A. E. DePrince III, T. D. Crawford, K. Patkowski, and
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[42]

(41]

[40]

[39]

[38]

[37]

[36]

[35]

[34]

[33]

[32]

[31]

[30]

[29]

(28]

[27]

C. D. Sherrill, Psi4NumPy: An Interactive Quantum Chemistry Programming Environment for Reference
Implementations and Rapid Development, ]. Chem. Theory Comput. 14,3504 (2018).

C. Li and F. A. Evangelista, Driven similarity renormalization group for excited states: A state-averaged
perturbation theory, ]. Chem. Phys. 148, 124106 (2018).

W. D. Derricotte and F. A. Evangelista, Localized Intrinsic Valence Virtual Orbitals as a Tool for the
Automatic Classification of Core Excited States., J. Chem. Theory Comput. 13, 5984 (2017).

J. M. Brockman, A. T. Blanchard, V. Pui-Yan, W. D. Derricotte, Y. Zhang, M. E. Fay, W. A. Lam,
F. A. Evangelista, A. L. Mattheyses, and K. Salaita, Mapping the 3D orientation of piconewton integrin
traction forces, Nat. Methods 70, 2008 (2017).

J. B. Schriber and F. A. Evangelista, Adaptive Configuration Interaction for Computing Challenging Elec-
tronic Excited States with Tunable Accuracy., ]. Chem. Theory Comput. 13, 5354 (2017).

C.Li, P. Verma, K. P. Hannon, and F. A. Evangelista, A low-cost approach to electronic excitation energies
based on the driven similarity renormalization group, J. Chem. Phys. 147, 074107 (2017).

R. M. Parrish, L. A. Burns, D. G. A. Smith, A. C. Simmonett, A. E. DePrince III, E. G. Hohen-
stein, U. Bozkaya, A. Y. Sokolov, R. Di Remigio, R. M. Richard, ]. F. Gonthier, A. M. James,
H. R. McAlexander, A. Kumar, M. Saitow, X. Wang, B. P. Pritchard, P. Verma, H. F. Schaefer III,
K. Patkowski, R. A. King, E. F. Valeev, F. A. Evangelista, J. M. Turney, T. D. Crawford, and C. D.
Sherrill, Psi41.1: An Open-Source Electronic Structure Program Emphasizing Automation, Advanced Libraries,
and Interoperability, J. Chem. Theory Comput. 13, 3185 (2017).

C.Liand F. A. Evangelista, Driven similarity renormalization group: Third-order multireference perturba-
tion theory, J. Chem. Phys. 146, 124132 (2017).

T.Zhangand F. A. Evangelista, A Deterministic Projector Configuration Interaction Approach for the Ground
State of Quantum Many-Body Systems., ]. Chem. Theory Comput. 12, 4326 (2016).

K. P. Hannon, C.Lj, and F. A. Evangelista, An integral-factorized implementation of the driven similarity
renormalization group second-order multireference perturbation theory, |. Chem. Phys. 144, 204111 (2016).

J. B. Schriber and F. A. Evangelista, Communication: An adaptive configuration interaction approach for
strongly correlated electrons with tunable accuracy, J. Chem. Phys. 144, 161106 (2016).

C. Li and F. A. Evangelista, Towards numerically robust multireference theories: The driven similarity
renormalization group truncated to one- and two-body operators, J. Chem. Phys. 144, 164114 (2016).

P. Verma, W. D. Derricotte, and F. A. Evangelista, Predicting Near Edge X-ray Absorption Spectra with
the Spin-Free Exact-Two-Component Hamiltonian and Orthogonality Constrained Density Functional Theory.,
J. Chem. Theory Comput. 12, 144 (2016).

C. Li and F. A. Evangelista, Multireference Driven Similarity Renormalization Group: A Second-Order
Perturbative Analysis, J. Chem. Theory Comput. 11, 2097 (2015).

W. D. Derricotte and F. A. Evangelista, Simulation of X-ray absorption spectra with orthogonality con-
strained density functional theory, Phys. Chem. Chem. Phys. 17, 14360 (2015).

F. A. Evangelista, A driven similarity renormalization group approach to quantum many-body problems, J.
Chem. Phys. 141, 054109 (2014).

Z.Homayoon, J. M. Bowman, and F. A. Evangelista, Calculations of Mode-Specific Tunneling of Double-
Hydrogen Transfer in Porphycene Agree with and Illuminate Experiment, J. Phys. Chem. Lett. 5, 2723 (2014).

F. A. Evangelista, Adaptive multiconfigurational wave functions, . Chem. Phys. 140, 124114 (2014).

F. A. Evangelista, P. Shushkov, and J. C. Tully, Orthogonality Constrained Density Functional Theory for
Electronic Excited States, J. Phys. Chem. A 117, 7378 (2013).
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[24]

F. A. Evangelista and J. Gauss, On the approximation of the similarity-transformed Hamiltonian in single-
reference and multireference coupled cluster theory, Chem. Phys. 401, 27 (2012).

[23] J.I. Wu, Y. Mo, F. A. Evangelista, and P. v. R. Schleyer, Is cyclobutadiene really highly destabilized by

[22]

antiaromaticity?, Chem. Commun. 48, 8437 (2012).

F. A. Evangelista, M. Hanauer, A. Ko6hn, and J. Gauss, A sequential transformation approach to the
internally contracted multireference coupled cluster method, |. Chem. Phys. 136, 204108 (2012).

[21] J. M. Turney, A. C. Simmonett, R. M. Parrish, E. G. Hohenstein, F. A. Evangelista, J. T. Fermann,

[20]

(19]

B.]J. Mintz, L. A. Burns, J. J. Wilke, M. L. Abrams, N.J. Russ, M. L. Leininger, C. L. Janssen, E. T.
Seidl, W.D. Allen, H.F. Schaefer, R. A. King, E. F. Valeev, C.D. Sherrill, and T.D. Crawford, Psi4:
an open-source ab initio electronic structure program, WIREs Comput. Mol. Sci. 2, 556 (2011).

F. A. Evangelista and ]. Gauss, An orbital-invariant internally contracted multireference coupled cluster
approach, J. Chem. Phys. 134, 114102 (2011).

F. A. Evangelista, Alternative single-reference coupled cluster approaches for multireference problems: The
simpler, the better, ]. Chem. Phys. 134, 224102 (2011).

(18] J.1. Wu, F. A. Evangelista, and P.v. R. Schleyer, Why Are Perfluorocyclobutadiene and Some Other (CF);

[17]

[16]

Rings Non-Planar?, Org. Lett. 12, 768 (2010).
T.Lu, Q. Hao, A.C. Simmonett, F. A. Evangelista, Y. Yamaguchi, D.-C. Fang, and H. F. Schaefer,
Low-Lying Triplet States of Diphosphene and Diphosphinylidene, J. Phys. Chem. A 114, 10850 (2010).

T.-C. Jagau, E. Prochnow, F. A. Evangelista, and ]. Gauss, Analytic gradients for Mukherjee’s multirefer-
ence coupled-cluster method using two-configurational self-consistent-field orbitals, J. Chem. Phys. 132, 144110
(2010).

F. A. Evangelista, E. Prochnow, ]. Gauss, and H. F. Schaefer, Perturbative triples corrections in state-
specific multireference coupled cluster theory, . Chem. Phys. 132, 074107 (2010).

F. A. Evangelista and J. Gauss, Insights into the orbital invariance problem in state-specific multireference
coupled cluster theory, J. Chem. Phys. 133, 044101 (2010).

Q. Cheng, A.C. Simmonett, F. A. Evangelista, Y. Yamaguchi, and H. F. Schaefer, Characterization of
the BNNO Radical, |. Chem. Theory Comput. 6,1915 (2010).

E. Prochnow, F. A. Evangelista, H. F. Schaefer, W. D. Allen, and J. Gauss, Analytic gradients for the
state-specific multireference coupled cluster singles and doubles model, ]. Chem. Phys. 131, 064109 (2009).

T. Lu, A.C. Simmonett, F. A. Evangelista, Y. Yamaguchi, and H. F. Schaefer, Diphosphene and
Diphosphinylidene, J. Phys. Chem. A 113,13227 (2009).

F. A. Evangelista, A. C. Simmonett, H. F. Schaefer, D. Mukherjee, and W. D. Allen, A companion
perturbation theory for state-specific multireference coupled cluster methods, Phys. Chem. Chem. Phys. 11, 4728
(2009).

Q. Cheng, F. A. Evangelista, A. C. Simmonett, Y. Yamaguchi, and H. F. Schaefer, Water Dimer Radical
Cation: Structures, Vibrational Frequencies, and Energetics, J. Phys. Chem. A 113, 13779 (2009).

[8] J. C. Hargis, F. A. Evangelista, J. B. Ingels, and H. F. Schaefer, Short Intramolecular Hydrogen Bonds:

[7]

Derivatives of Malonaldehyde with Symmetrical Substituents, J. Am. Chem. Soc. 130, 17471 (2008).

F. A.Evangelista, A. C. Simmonett, W.D. Allen, H. F. Schaefer, and J. Gauss, Triple excitations in state-
specific multireference coupled cluster theory: Application of Mk-MRCCSDT and Mk-MRCCSDT-n methods to
model systems, . Chem. Phys. 128, 124104 (2008).

F. A. Evangelista, W.D. Allen, and H. F. Schaefer, Coupling term derivation and general implementation
of state-specific multireference coupled cluster theories, |. Chem. Phys. 127, 024102 (2007).
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[5] A.C.Simmonett, F. A. Evangelista,and W.D. Allen, In search of definitive signatures of the elusive NCCO

radical, J. Chem. Phys. 127,014306 (2007).

[4] F. A. Evangelista, W. D. Allen, and H. F. Schaefer, High-order excitations in state-universal and state-

specific multireference coupled cluster theories: Model systems, J. Chem. Phys. 125, 154113 (2006).

[3] F. A. Evangelista and H. F. Schaefer, Hydrogen atom and hydride anion addition to adenine: Structures and

energetics, ChemPhysChem 7, 1471 (2006).

[2] F. A. Evangelista and H. F. Schaefer, Structures and energetics of adenosine radicals: (2 ~dAdo-H), ]. Phys.

Chem. A 108, 10258 (2004).

[1] F. A. Evangelista, A.Paul, and H. F. Schaefer, Radicals derived from adenine: Prediction of large electron

affinities with a considerable spread, J. Phys. Chem. A 108, 3565 (2004).

Conference Talks

Aug. 2026

Jun. 2025
Jun. 2025

May 2025
May 2025
Feb. 2025
Nov. 2024
Aug. 2024
Jun. 2024

Feb. 2024
Aug. 2023
Jun. 2023
Mar. 2023
Sep. 2022

Aug. 2022

Aug. 2022
Jul. 2022
Jun. 2022

Apr. 2022

Mar. 2022
Feb. 2022

Many-Body Theory: Nuclear Physics Meets Quantum Chemistry, Mainz,
Germany.

WATOC 2025, Oslo, Norway.

Current Trends in Electronic-Structure Theory (CTEST) 2025, Copenhagen,
Denmark.

Molecular Quantum Mechanics 2025, Kyoto, Japan.
SETCA 2025, University of Memphis, Tennessee.
2025 Sanibel Symposium, St. Augustine, Florida.
SERMACS Fall 2024, Atlanta, Georgia (2 talks).
ACS Fall 2024, Denver, Colorado.

Advances in Electronic Structure Theory: A Symposium in Honor of Joe Paldus,
Winnipeg, Canada.

2024 Sanibel Symposium, St. Augustine, Florida.
ACS Fall 2023, San Francisco, California.

ICQC 2023, Bratislava, Slovakia.

ACS Spring 2023, Indianapolis, Indiana.

MLQC4Dyn: machine learning and quantum computing in quantum molecular
dynamics, Institut Pascal, Orsay, France.

OPERA2020: a conference in honor of Jiirgen Gauss’ 60th birthday, Ingelheim,
Germany.

ACS Fall 2022, Chicago, lllinois.
WATOC 2020, Vancouver, Canada.

Quantum Computing Meets Quantum Chemistry Symposium, Munich Quantum
Valley, Munich, Germany.

Model Reduction in Quantum Mechanics, Institute for Pure & Applied Mathe-
matics, Los Angeles, California.

ACS Spring 2022, San Diego, California.
2022 Sanibel Symposium, Saint Simon Island, Georgia.



Francesco Evangelista, Curriculum Vitae

Jan. 2022

Dec. 2021

Dec. 2021
Apr. 2021

Jun. 2020

Apr. 2019
Aug. 2019
Jun. 2019
Jun. 2019
May 2019
Apr. 2019
Jan. 2019

Nov. 2018
Aug. 2018
Jul. 2018

Jun. 2018

Feb. 2018
Aug. 2017
Aug. 2017
Jul. 2017

Jun. 2017
May 2017
Apr. 2017
Feb. 2017
Oct. 2016
Jul. 2016

Jun. 2016

May 2016
May 2016

Mar. 2016

Kavli Institute for Theoretical Physics, symposium on “Towards Classically
Intractable Quantum Simulations of Physics and Chemistry,” Santa Barbara,
California.

Pacifichem 2021, (virtual), symposium “Computational Quantum Chemistry: Syn-
ergism Between Theory and Experiment.”

ICT-HPCC21, (virtual), China.

ACS Spring 2021, (virtual), symposium “Synergy Between Quantum Comput-
ing and High-Performance Computing in Quantum Chemistry and Materials
Science.”

TSRC: Low-scaling and Unconventional Electronic Structure Techniques, Tel-
luride, Colorado (virtual symposium).

257th ACS, Orlando, Florida.

258th ACS, San Diego, California.

Molecular Quantum Mechanics, Heidelberg, Germany.

TSRC: New Frontiers in Electron Correlation, Telluride, Colorado.

Chemical Theory and Computation, Department of Energy, Washington, D.C.
257th ACS, Orlando, Florida.

Enabling Quantum Leap: Quantum algorithms for quantum chemistry and mate-
rials, National Science Foundation, Washington, D.C.

Mainz-Kobe joint workshop on Solving the FCI Problem, Kobe, Japan.
256th ACS, Boston, Massachusetts.

ICQC 2018, Satellite Symposium on Strong correlation in electronic structure the-
ory, Strasbourg, France.

TSRC: Low-scaling and Unconventional Electronic Structure Techniques, Tel-
luride, Colorado.

2018 Sanibel Symposium, Saint Simon Island, Georgia.

WATOC 2017, Munich, Germany.

254th ACS, Washington D.C.

ACTC 2017, Boston, Massachusetts.

TSRC: New Frontiers in Electron Correlation, Telluride, Colorado.
SETCA 2017, University of Mississippi, Oxford, Mississippi.

253rd ACS, San Francisco, California.

Society of Industrial and Applied Mathematics 2017, Atlanta, Georgia.
ICT-HPCCI16, Southwest University, Chongqing, China.

ISTCP-VI, Grand Forks, North Dakota.

TSRC: Low-scaling and Unconventional Electronic Structure Techniques, Tel-
luride, Colorado.

SETCA 2016, University of Tallahassee, Tallahassee, Florida.

2nd Computational and Theoretical Chemistry Research PI Meeting, Gaithers-
burg, Maryland, USA.

251st ACS, San Diego, California.
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Jul. 2015
Jun. 2015
Mar. 2015
Aug. 2014
Jul. 2014

Nov. 2013
Sep. 2013
Jul. 2013

Jul. 2011
Jun. 2011

Sep. 2010
May 2010
Feb. 2010
Sep. 2008

Jul. 2008

Jan. 2008

TSRC: New Frontiers in Electron Correlation, Telluride, Colorado.
ICQC 2015, Satellite Symposium, Kobe University, Kobe, Japan.
249th ACS, Denver, Colorado.

248th ACS, San Francisco, California.

TSRC: Spectroscopy and Dynamics on Multiple Potential Energy Surfaces, Tel-
luride, Colorado.

SERMACS 2013, Atlanta, Georgia.
246th ACS, Indianapolis, Indiana.

ICQC Workshop: Coupled-Cluster theory and related techniques, Boulder, Col-
orado, USA.

World Association of Theoretical and Computational Chemists, Santiago de Com-
postela, Spain.

European Seminar on Computational Methods in Quantum Chemistry (ES-
CMQC11), Oscarsborg Fortress, Drobak, Norway.

46th Symposium on Theoretical Chemistry (STC 2010), Miinster, Germany.
Institute for Theoretical Chemistry, Universitit zu K6ln, Germany.
Sanibel Symposium, St. Simons Island, Georgia, USA.

World Association of Theoretical and Computational Chemists (WATOC 2008),
Sydney, Australia.

Sixth Congress of the International Society for Theoretical Chemical Physics
(ISTCP-VI 2008), Vancouver, Canada.

Symposium on Atomic, Molecular and Optical Sciences & High-Performance
Computing: A Seamless Frontier, Kolkata, India.

Invited Lectures and Colloquia

Sept. 2026
Nov. 2025
Nov. 2024
May 2024
Apr. 2024
Apr. 2024
Sep. 2023

May 2023
Apr. 2023

Dec. 2022
Aug. 2022
Nov. 2021
Apr. 2021

Departmental Seminar, Johns Hopikns University, Mariland.
Departmental Seminar, University of North Dakota, North Dakota .
Departmental Seminar, Indiana University Bloomington, Indiana.
Departmental Seminar, Virginia Tech, Virginia.

Dirac Quantum Discussions, Florida State University, Florida.
Departmental Seminar, Florida State University, Florida.

Theoretical Chemistry Institute Hirschfelder Distinguished Visitor Seminar, Uni-
versity of Wisconsin-Madison, Wisconsin.

Robert S. Mulliken Lecture, University of Georgia, Georgia.

Silliman Lecture in Theoretical Chemistry, Yale University, New Haven,
Connecticut.

Stuttgart University, Stuttgart, Germany (online).
Oak Ridge National Laboratory, Oak Ridge, Tennessee (online).
Departmental Seminar, University of Florida, Gainesville, Florida (online).

Departmental Seminar, University of Minnesota, Minneapolis, Minnesota
(online).
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Apr. 2021
Apr. 2020

Jan. 2020

Oct. 2019
Sept. 2019
Oct. 2018
Apr. 2018
Apr. 2018
Mar. 2018

Oct. 2016
Sept. 2016
Apr. 2016
Feb. 2016
Apr. 2015
Dec. 2013

Quantum Seminar Series, Rice University, Houston, TX (online).

Quantum Initiative Seminar, University of Tennessee, Knoxville, TN (Canceled
due to COVID-19).

Winter School on Quantum Computing at Emory, Physics Department, Emory,
Atlanta, Georgia.

Departmental Seminar, Washington State University, Seattle, Washington.
THEOCHEM Seminar, Harvard/MIT/BU, Boston, Massachusetts.
Departmental Seminar, Ohio State University, Columbus, Ohio.
Departmental Seminar, Michigan State University, East Lansing, Michigan.
Chemical Physics Seminar, Caltech, Pasadena, California.

Physical Chemistry Seminar, University of California San Diego, San Diego,
California.

Physical Chemistry Seminar, University of California Irvine, Irvine, California.
Department Seminar, Auburn University, Auburn, Alabama.

Mathematics & Computer Science, Emory University, Atlanta, Georgia, USA.
Physical Chemistry Seminar, Rice University, Houston, Texas, USA.

Nuclear Physics, Michigan State University, East Lansing, Michigan.

ETH Zurich and IBM Zurich, Zurich, Switzerland.
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Teaching

Undergraduate courses

Fall 2014-2017
Summer 2016

Fall 2018
Fall 2020
Fall 2021-2022

CHEM331: Physical Chemistry I (quantum), Emory University

CHEM-468W: Perspectives in Chemistry, Emory University (course for Emory’s
Siena Program, co-taught with Dr. Tracy McGill)

CHEM-150: Structure and Properties, Emory University
CHEM-371LW: Quantum Chemistry Lab, Emory University
CHEM-335LW: Quantum Chemistry Lab, Emory University

Graduate courses

Spring 2014-2017, CHEMS532: Modern Techniques in Computational and Theoretical Chemistry

2019-2022

(electronic structure theory), Emory University

Awards related to teaching/education

2018
2016

Service

Camille Dreyfus Teacher-Scholar

National Science Foundation CAREER Award (awarded but later withdrawn due to
a conflict with the DOE Early Career Award)

Conference organization

2014

2018

2019

2019

2020

2020

2021

2022

Organizer, 2014 Meeting of the Southeastern Theoretical Chemistry Association
(SETCA2014), Atlanta, Georgia. This low cost regional meeting emphasized stu-
dent participation trough contributed talks and poster presentations.

Founder and Organizer, Atlanta Symposium on Theoretical and Computational
Chemistry. Created a new meeting for computational and theoretical chemists in
the Atlanta area and organized the first meeting at Emory.

Kickoff meeting: Quantum Chemistry for Quantum Computer, Department of
Chemistry, Emory, Atlanta, Georgia.

Psi4 Annual Developer Workshop, Department of Chemistry, Emory, Atlanta,
Georgia.

Organizer, Winter School on Quantum Computing at Emory, Physics Depart-
ment, Emory, Atlanta, Georgia.

Organizer, 2020 Telluride Science Research Center: Symposium on Low-scaling
and Unconventional Electronic Structure Techniques, Telluride, Colorado.
Scientific advisor, 2021 Kavli Institute for Theoretical Physics, Workshop, Uni-
versity of California Santa Barbara, California.

Organizer, 2022 ACS Chicago symposium on Quantum Chemistry: Current and
Future Frontiers.
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Editorial
2023- Associate Editor, Journal of Chemical Theory and Computation
2020-2022 Editorial Advisory Board, The Journal of Chemical Physics
2020-2022 Editorial Advisory Board, Journal of Chemical Theory and Computation
2014- Reviewer for the National Science Foundation, Department of Energy, and the
American Chemical Society.
Reviewer for Chemical Science, JACS, Physical Review X, Physical Review X Quantum,
Journal of Chemical Theory and Computation, The Journal of Chemical Physics, Quan-
tum,Chemical Physics, Chemical Physics Letters, Journal of Physical Chemistry, Journal
of Physical Chemistry Letters, Molecular Physics, Physical Chemistry Chemical Physics,
Theoretical Chemistry Accounts, International Journal of Quantum Chemistry.
Other
2019- Scuola Normale Superiore di Pisa, Affiliate member of the teaching board
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