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1. Monographs, Book Chapters, and Feature Articles'
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P. Piecuch, “Cartesian-Spherical Transformation Formalism and the Theoretical
Insight into Many-Body Long-Range Forces of the Electrostatic Origin in Multi-
molecular Systems,” in: Interactions of Water in Ionic and Nonionic Hydrates,
edited by H. Kleeberg (Springer, Berlin, 1987), pp. 299-302 [invited book chapter].

P. Piecuch, “Towards Classification and Analytical Description of Molecular In-
teractions Including Quantum-Mechanical Many-Body Effects,” in: Molecules in
Physics, Chemistry and Biology, Topics in Molecular Organization and Engineer-
ing, Vol. 2, Physical Aspects of Molecular Systems, edited by J. Maruani (Kluwer,
Dordrecht, 1988), pp. 417-505 [monograph, invited book chapter].

J. Paldus, P. Piecuch, B. Jeziorski, and L. Pylypow, “Extension of Coupled Cluster
Methodology to Open Shells: State Universal Approach,” in: Recent Progress in
Many-Body Theories, Vol. 3, edited by T. L. Ainsworthy, C. E. Campbell, B. E.
Clements, and E. Krotschek (Plenum Press, New York, 1992), pp. 287-303 [invited
book chapter].

P. Piecuch and R.J. Bartlett, “EOMXCC: A New Coupled-Cluster Method for
Electronic Excited States,” Adv. Quantum Chem. 34, 295-380 (1999) [invited
book chapter].

P. Piecuch and K. Kowalski, “In Search of the Relationship between Multiple So-
lutions Characterizing Coupled-Cluster Theories,” in: Computational Chemistry:
Reviews of Current Trends, Vol. 5, edited by J. Leszczynski (World Scientific,
Singapore, 2000), pp. 1-104 [monograph, invited book chapter].

P. Piecuch, K. Kowalski, I.S.0. Pimienta, and S.A. Kucharski, “Method of Mo-
ments of Coupled-Cluster Equations: A New Theoretical Framework for Designing
“Black-Box” Approaches for Molecular Potential Energy Surfaces,” in: Low-Lying
Potential Energy Surfaces, ACS Symposium Series, Vol. 828, edited by M.R. Hoff-
mann and K.G. Dyall (American Chemical Society, Washington, D.C., 2002), pp.
31-64 [invited book chapter].

P. Piecuch, K. Kowalski, I.S.0. Pimienta, and M.J. McGuire, “Recent Advances in
Electronic Structure Theory: Method of Moments of Coupled-Cluster Equations
and Renormalized Coupled-Cluster Approaches,” Int. Rev. Phys. Chem. 21,
527-655 (2002) [invited advanced review].
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P. Piecuch, K. Kowalski, P.-D. Fan, and [.S.0. Pimienta, “New Alternatives for
Electronic Structure Calculations: Renormalized, Extended, and Generalized
Coupled-Cluster Theories,” in: Progress in Theoretical Chemistry and Physics,
Vol. 12, Advanced Topics in Theoretical Chemical Physics, edited by J. Maru-
ani, R. Lefebvre, and E. Briandas (Kluwer, Dordrecht, 2003), pp. 119-206 [invited
advanced review book chapter].

P. Piecuch, K. Kowalski, 1.S.0O. Pimienta, P.-D. Fan, M. Lodriguito, M.J. McGuire,
S.A. Kucharski, T. Kus, and M. Musial, “Method of Moments of Coupled-Cluster
Equations: A New Formalism for Designing Accurate Electronic Structure Methods
for Ground and Excited States,” Theor. Chem. Acc. 112, 349-393 (2004) [invited
overview Feature Article].

P. Piecuch, M. Wioch, J.R. Gour, D.J. Dean, M. Hjorth-Jensen, and T. Papen-
brock, “Bridging Quantum Chemistry and Nuclear Structure Theory: Coupled-
Cluster Calculations for Closed- and Open-Shell Nuclei,” in: Nuclei and Mesoscopic
Physics: Workshop on Nuclei and Mesoscopic Physics WNMP 2004, AIP Confer-
ence Proceedings, Vol. 777, edited by V. Zelevinsky (American Institute of Physics,
Melville, NY, 2005), pp. 28-45 [invited book chapter in conference proceedings].

D.J. Dean, M. Hjorth-Jensen, K. Kowalski, T. Papenbrock, M. Wtoch, and P.
Piecuch, “Coupled Cluster Approaches to Nuclei, Ground States and Excited
States,” in: Key Topics in Nuclear Structure, Proceedings of the Sth International
Spring Seminar on Nuclear Physics, edited by A. Covello (World Scientific, Singa-
pore, 2005), pp. 147-157.

D.J. Dean, M. Hjorth-Jensen, K. Kowalski, P. Piecuch, and M. Wioch, “Coupled-
Cluster Theory for Nuclei,” in: Condensed Matter Theories, Vol. 20, edited by
J.W. Clark, R.M. Panoff, and H. Li (Nova Science Publishers, 2006), pp. 89-97
[invited book chapter].

T. Papenbrock, D.J. Dean, J.R. Gour, G. Hagen, M. Hjorth-Jensen, P. Piecuch,
and M. Wioch, “Coupled-Cluster Theory for Nuclei,” in: Recent Progress in Many-
Body Theories, Vol. 10, edited by S. Herndndez and H. Cataldo (World Scientific,
Singapore, 2006), pp. 385-392 [invited book chapter].

P. Piecuch, M. Wioch, M. Lodriguito, and J.R. Gour, “Noniterative Coupled-
Cluster Methods for Excited Electronic States,” in: Progress in Theoretical Chem-
istry and Physics, Vol. 15, “Recent Advances in the Theory of Chemical and Phys-
ical Systems,” edited by J.-P. Julien, J. Maruani, D. Mayou, S. Wilson, and G.
Delgado-Barrio (Springer, Dordrecht, 2006), pp. 45-106 [invited advanced review
book chapter].

P.-D. Fan and P. Piecuch, “The Usefulness of Exponential Wave Function Expan-
sions Employing One- and Two-Body Cluster Operators in Electronic Structure
Theory: The Extended and Generalized Coupled-Cluster Methods,” Adv. Quan-
tum Chem. 51, 1-57 (2006) [invited book chapter].

P. Piecuch, M. Wioch, and A.J.C. Varandas, “Renormalized Coupled-Cluster Meth-
ods: Theoretical Foundations and Application to Potential Function of Water,” in:
Progress in Theoretical Chemistry and Physics, Vol. 16, “Topics in the Theory of
Chemical and Physical Systems,” edited by S. Lahmar, J. Maruani, S. Wilson, and
G. Delgado-Barrio (Springer, Dordrecht, 2007), pp. 63-121 [invited book chapter].
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P. Piecuch, 1.S.0. Pimienta, P.-D. Fan, and K. Kowalski, “New Alternatives for
Accurate Electronic Structure Calculations of Potential Energy Surfaces Involving
Bond Breaking,” in: FElectron Correlation Methodology, ACS Symposium Series,
Vol. 958, edited by A.K. Wilson and K.A. Peterson (American Chemican Society,
Washington, D.C., 2007), pp. 3773 [invited book chapter].

J.J. Lutz and P. Piecuch, “Extrapolating Potential Energy Surfaces by Scaling
Electron Correlation: Isomerization of Bicyclobutane to Butadiene,” in: Nucle:
and Mesoscopic Physics, Workshop on Nuclei and Mesoscopic Physics, WNMP
2007, AIP Conference Proceedings, Vol. 995, edited by P. Danielewicz, P. Piecuch,
and V. Zelevinsky (American Institute of Physics, Melville, NY, 2008), pp. 62-71
[invited book chapter in conference proceedings].

M.D. Lodriguito and P. Piecuch, “Method of Moments of Coupled Cluster Equa-
tions Employing Multi-Reference Perturbation Theory Wavefunctions: General
Formalism, Diagrammatic Formulation, Implementation, and Benchmark Studies,”
in: Progress in Theoretical Chemistry and Physics, Vol. 18, “Frontiers in Quantum
Systems in Chemistry and Physics,” edited by S. Wilson, P. Grout, J. Maruani, G.
Delgado-Barrio, and P. Piecuch (Springer, Dordrecht, 2008), pp. 67-174 [invited
book chapter].

W. Li, P. Piecuch, and J.R. Gour, “Local Correlation Calculations Using Stan-
dard and Renormalized Coupled-Cluster Methods,” in: Theory and Applications
of Computational Chemistry - 2008, AIP Conference Proceedings, Vol. 1102, edited
by D.-Q. Wei and X.-J. Wang (American Institute of Physics, Melville, NY, 2009),
pp. 68-113 [invited book chapter in conference proceedings].

W. Li, P. Piecuch, and J.R. Gour, “Linear Scaling Local Correlation Extensions of
the Standard and Renormalized Coupled-Cluster Methods,” in: Progress in The-
oretical Chemistry and Physics, Vol. 19, “Advances in the Theory of Atomic
and Molecular Systems: Conceptual and Computational Advances in Quantum
Chemistry,” edited by P. Piecuch, J. Maruani, G. Delgado-Barrio, and S. Wilson
(Springer, Dordrecht, 2009), pp. 131-195 [invited book chapter].

G. Fradelos, J.J. Lutz, T.A. Wesolowski, P. Piecuch, and M. Wloch “Shifts in
Excitation Energies Induced by Hydrogen Bonding: A Comparison of the Embed-
ding and Supermolecular Time-Dependent Density Functional Theory Calculations
with the Equation-of-Motion Coupled-Cluster Results,” in: Progress in Theoretical
Chemistry and Physics, Vol. 22, “Advances in the Theory of Quantum Systems
in Chemistry and Physics,” edited by P.E. Hoggan, E. Bréndas, J. Maruani, P.
Piecuch, and G. Delgado-Barrio (Springer, Dordrecht, 2012), pp. 219-248 [invited
book chapter].

P. Piecuch, M. Wioch, J.R. Gour, W. Li, and J.J. Lutz, “Dealing with Chemical
Reaction Pathways and Electronic Excitations in Molecular Systems via Renor-
malized and Active-Space Coupled-Cluster Methods,” in: Proceedings of the Inter-
national Conference on Computational Methods in Science and Engineering 2010
(ICCMSE-2010), ATP Conference Proceedings, Vol. 1642, edited by T.E. Simos
and G. Maroulis (AIP Publishing, Melville, NY, 2015), pp. 172-175 [invited article
in conference proceedings].
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P. Piecuch, “Invariance Properties of the Multipole Expansion,” Int. J. Quantum
Chem. 22, 293-298 (1982).

P. Piecuch, “Spherical Tensor Theory of Long-Range Interactions between Two
Molecules,” Int. J. Quantum Chem. 25, 449-473 (1984).

P. Piecuch, “Higher-Order Contributions to the Intermolecular Energy in the Per-
turbation Treatment of Long-Range Forces in the Light of Spherical Tensor The-
ory,” Chem. Phys. Lett. 106, 364-372 (1984).

P. Piecuch, “Spherical Multipole Moments and Polarizabilities of Tetrahedral and
Octahedral Molecules,” Acta Phys. Pol. A 66, 69-80 (1984).

P. Piecuch, “The Non-Additivity of Long-Range Interactions in Second-Order Per-
turbation Theory in the Light of Spherical Tensor Formalism,” Chem. Phys. Lett.
110, 496-503 (1984).

M.M. Szcze$niak, Z. Latajka, P. Piecuch, H. Ratajczak, W.J. Orville-Thomas, and
C.N.R. Rao, “Theoretical Studies of Lithium Bonding in Lithium Chloride/Aliphatic
Amine Complexes,” Chem. Phys. 94, 55-63 (1985).

P. Piecuch, “Note on the Multipole Expansion in the Spherical Tensor Form,” J.
Phys. A: Math. Gen. 18, 1.739-1.743 (1985).

P. Piecuch, “Supplement to Spherical Tensor Theory of Long-Range Interactions
between Two Molecules,” Int. J. Quantum Chem. 28, 375-386 (1985).

P. Piecuch, “Higher-Order Interaction Energies for a System of N Arbitrary
Molecules in the Light of Spherical Tensor Theory,” J. Math. Phys. 27, 2165-
2187 (1986).

P. Piecuch, “Spherical Tensor Theory of Long-Range Interactions in a System
of N Arbitrary Molecules Including Quantum-Mechanical Many-Body Effects. 1.
Anisotropic Induction Interactions in the First Three Orders of Perturbation The-
ory,” Mol. Phys. 59, 1067-1083 (1986).

P. Piecuch, “Spherical Tensor Theory of Long-Range Interactions in a System of
N Arbitrary Molecules Including Quantum-Mechanical Many-Body FEffects. II.
Anisotropic Dispersion Interactions in the First Three Orders of Perturbation The-
ory,” Mol. Phys. 59, 1085-1095 (1986).

P. Piecuch, “Spherical Tensor Theory of Long-Range Interactions in a System of
N Arbitrary Molecules Including Quantum-Mechanical Many-Body Effects. III.
Isotropic Interactions in the First Three Orders of Perturbation Theory,” Mol.
Phys. 59, 1097-1111 (1986).

P. Piecuch, “On the Addition Theorems for Solid Spherical Harmonics,” Rep. Math.
Phys. 24, 187-192 (1986).

P. Piecuch, “Classification of Two- and Many-Body Fourth-Order Induction Inter-
action Energies in an Arbitrary Multimolecular System,” Acta Phys. Pol. A 74,
563-572 (1988).
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P. Piecuch, “Spherical Tensor Theory of Long-Range Interactions in a System of N
Arbitrary Molecules Including Quantum-Mechanical Many-Body Effects. IV. The
Use of Cartesian-Spherical Transformation Formalism,” Mol. Phys. 66, 805-818
(1989).

P. Piecuch and J. Paldus, “Orthogonally Spin-Adapted Coupled-Cluster Equations
Involving Singly and Doubly Excited Clusters. Comparison of Different Procedures
for Spin-Adaptation,” Int. J. Quantum Chem. 36, 429-453 (1989).

P. Piecuch, “Spherical Tensor Theory of Long-Range Interactions in a System of
N Arbitrary Molecules Including Quantum-Mechanical Many-Body FEffects. V.
Fourth-Order Induction Forces and Scalar Angular Functions for Many-Body In-
teractions,” Acta Phys. Pol. A 77, 453-484 (1990).

P. Piecuch and J. Paldus, “Coupled Cluster Approaches with an Approximate Ac-
count of Triexcitations and the Optimized Inner Projection Technique. I. General
Orthogonally Spin-Adapted Formalism,” Theor. Chim. Acta 78, 65-128 (1990).

P. Piecuch, S. Zarrabian, J. Paldus, and J. Cizek, “Coupled-Cluster Approaches
with an Approximate Account of Triexcitations and the Optimized-Inner-Projection

Technique. II. Coupled-Cluster Results for Cyclic-Polyene Model Systems,” Phys.
Rev. B 42, 3351-3379 (1990).

P. Piecuch, S. Zarrabian, J. Paldus, and J. Cizek, “Coupled-Cluster Approaches
with an Approximate Account of Triexcitations and the Optimized-Inner-Projection
Technique. III. Lower Bounds to the Ground-State Correlation Energy of Cyclic-
Polyene Model Systems,” Phys. Rev. A 42, 5155-5167 (1990).

K. Jankowski, J. Paldus, and P. Piecuch, “Method of Moments Approach and
Coupled Cluster Theory,” Theor. Chim. Acta 80, 223-243 (1991).

P. Piecuch and J. Paldus, “On the Solution of Coupled-Cluster Equations in the
Fully Correlated Limit of Cyclic Polyene Model,” Int. J. Quantum Chem.: Quan-
tum Chem. Symp. 25, 9-34 (1991) or Int. J. Quantum Chem. 40, Issue Supple-
ment S25, 9-34 (1991).

J. Paldus and P. Piecuch, “Electron Correlation in One Dimension: Coupled Clus-
ter Approaches to Cyclic Polyene w-Electron Models,” Int. J. Quantum Chem. 42,
135-164 (1992) [invited paper in a special issue devoted to “Hartree-Fock-Based
Correlation Treatments of Extended Systems”].

P. Piecuch, J. Cizek, and J. Paldus, “Behavior of Coupled Cluster Energy in the
Strongly Correlated Limit of the Cyclic Polyene Model. Comparison with the
Exact Results,” Int. J. Quantum Chem. 42, 165-191 (1992) [invited paper in a
special issue devoted to “Hartree-Fock-Based Correlation Treatments of Extended
Systems”].

P. Piecuch and J. Paldus, “Orthogonally Spin-Adapted Multi-Reference Hilbert

Space Coupled-Cluster Formalism: Diagrammatic Formulation,” Theor. Chim.
Acta 83, 69-103 (1992) [invited paper in the Klaus Ruedenberg honorary issue].

J. Paldus, P. Piecuch, L. Pylypow, and B. Jeziorski, “Application of Hilbert-Space
Coupled-Cluster Theory to Simple (H;), Model Systems: Planar Models,” Phys.
Rev. A 47, 2738-2782 (1993).
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P. Piecuch, “MAPLE Symbolic Computation of the Long-Range Many-Body In-
termolecular Potentials. Three-Body Induction Forces between Two Atoms and a

Linear Molecule,” Int. J. Quantum Chem. 47, 261-305 (1993).

P. Piecuch, R. Tobota, and J. Paldus, “Approximate Account of Connected
Quadruply Excited Clusters in Multi-Reference Hilbert Space Coupled-Cluster
Theory. Application to Planar Hy Models,” Chem. Phys. Lett. 210, 243-252
(1993).

P. Piecuch, N. Oliphant, and L. Adamowicz, “A State-Selective Multi-Reference
Coupled-Cluster Theory Employing the Single-Reference Formalism,” J. Chem.
Phys. 99, 1875-1900 (1993).

M.M. Szczesniak, G. Chalasinski, and P. Piecuch, “The Nonadditive Interactions
in the AroHF and AroHCI Clusters: An Ab Initio Study,” J. Chem. Phys. 99,
6732-6741 (1993).

P. Piecuch and J. Paldus, “Application of Hilbert-Space Coupled-Cluster Theory to
Simple (Hs), Model Systems. II. Non-Planar Models,” Phys. Rev. A 49, 3479-3514
(1994).

P. Piecuch and L. Adamowicz, “State-Selective Multireference Coupled-Cluster
Theory Employing the Single-Reference Formalism: Implementation and Appli-
cation to the Hg Model System,” J. Chem. Phys. 100, 5792-5809 (1994).

P. Piecuch and L. Adamowicz, “Solving the Single-Reference Coupled-Cluster Equa-
tions Involving Highly Excited Clusters in Quasidegenerate Situations,” J. Chem.
Phys. 100, 5857-5869 (1994).

P. Piecuch and L. Adamowicz, “State-Selective Multi-Reference Coupled-Cluster
Theory Using Multi-Configuration Self-Consistent-Field Orbitals. A Model Study
on Hg,” Chem. Phys. Lett. 221, 121-128 (1994).

X. Li, P. Piecuch, and J. Paldus, “A Study of 'A; — 3B; Separation in CHy Us-
ing Orthogonally Spin-Adapted State-Universal and State-Specific Coupled-Cluster
Methods,” Chem. Phys. Lett. 224, 267-274 (1994).

P. Piecuch and J. Paldus, “Orthogonally Spin-Adapted State-Universal Coupled-
Cluster Formalism: Implementation of the Complete Two-Reference Theory In-
cluding Cubic and Quartic Coupling Terms,” J. Chem. Phys. 101, 5875-5890
(1994).

P. Piecuch, X. Li, and J. Paldus, “An Ab Initio Determination of ' A; —3B; Energy
Gap in CH, Using Orthogonally Spin-Adapted State-Universal and State-Specific
Coupled-Cluster Methods,” Chem. Phys. Lett. 230, 377-386 (1994).

P. Piecuch and L. Adamowicz, “Breaking Bonds with the State-Selective Multiref-
erence Coupled-Cluster Method Employing the Single-Reference Formalism,” J.
Chem. Phys. 102, 898-904 (1995).

V. Alexandrov, P. Piecuch, and L. Adamowicz, “State-Selective Multi-Reference
Coupled-Cluster Theory Employing the Single-Reference Formalism: Application
to an Excited State of Hg,” J. Chem. Phys. 102, 3301-3306 (1995).

P. Piecuch, R. Tobota, and J. Paldus, “Coupled-Cluster Approaches with an Ap-
proximate Account of Triply and Quadruply Excited Clusters: Implementation of
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the Orthogonally Spin-Adapted CCD+ST(CCD), CCSD+T(CCSD), and
ACPQ+ST(ACPQ) Formalisms,” Int. J. Quantum Chem. 55, 133-146 (1995).

A.E. Kondo, P. Piecuch, and J. Paldus, “Orthogonally Spin-Adapted Single-
Reference Coupled-Cluster Formalism: Linear Response Calculation of Static Prop-
erties,” J. Chem. Phys. 102, 6511-6524 (1995).

P. Piecuch and J. Paldus, “Property Evaluation Using the Two-Reference State-
Universal Coupled-Cluster Method,” J. Phys. Chem. 99, 15354-15368 (1995)
[invited contribution; Zdenek Herman Festschrift].

K.B. Ghose, P. Piecuch, and L. Adamowicz, “Improved Computational Strategy for
the State-Selective Coupled-Cluster Theory with Semi-internal Triexcited Clusters:
Potential Energy Surface of the HF Molecule,” J. Chem. Phys. 103, 9331-9346
(1995).

P. Piecuch, A.E. Kondo, V. Spirko, and J. Paldus, “Molecular Quadrupole Moment
Functions of HF and Ny. 1. Ab Initio Linear-Response Coupled-Cluster Results,”
J. Chem. Phys. 104, 4699-4715 (1996).
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