
LIST OF PUBLICA TIONS y

1. Monographs, Bo ok Chapters, and Feature Articles yy

1. P. Piecuch, \Cartesian-Spherical Transformation Formalism and the Theoretical
Insight into Many-Body Long-RangeForcesof 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].

2. P. Piecuch, \T owards Classi�cation and Analytical Description of Molecular In-
teractions Including Quantum-Mechanical Many-Body E�ects," 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 (Klu wer,
Dordrecht, 1988),pp. 417-505[monograph,invited book chapter].

3. J. Paldus,P. Piecuch, B. Jeziorski,and L. Pylypow, \Extension of CoupledCluster
Methodology to Open Shells: State Universal Approach," in: Recent Progressin
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].

4. P. Piecuch and R.J. Bartlett, \EOMX CC: A New Coupled-Cluster Method for
Electronically Excited States," Adv. Quantum Chem. 34, 295-380(1999) [invited
book chapter].

5.� P. Piecuch and K. Kowalski, \In Search of the Relationship betweenMultiple So-
lutions Characterizing Coupled-ClusterTheories," in: Computational Chemistry:
Reviewsof Current Trends, edited by J. Leszczynski(World Scienti�c, Singapore,
2000),Vol. 5, pp. 1-104[monograph,invited book chapter].

6.� P. Piecuch, K. Kowalski, I.S.O. Pimienta, and S.A. Kucharski, \Metho d of Mo-
ments of Coupled-ClusterEquations: A New Theoretical Framework for Designing
\Black-Box" Approachesfor Molecular Potential Energy Surfaces,"in: Low-Lying
Potential Energy Surfaces, ACS Symposium Series,Vol. 828,edited by M.R. Ho�-
mann and K.G. Dyall (American Chemical Society, Washington, D.C., 2002),pp.
31-64[invited book chapter].

7.�� P. Piecuch, K. Kowalski, I.S.O. Pimienta, and M.J. McGuire, \Recent Advancesin
Electronic Structure Theory: Method of Moments of Coupled-ClusterEquations
and RenormalizedCoupled-Cluster Approaches," Int. Rev. Phys. Chem. 21,
527-655(2002) [invited advancedreview].

y Papers written at Michigan State University before submitting the tenure promotion package in
the Fall of 2001are marked by � . Papers written at Michigan State University after submitting the
tenure promotion packagein the Fall of 2001are marked by ��
yy All other invited papers are listed with the remaining original articles.
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8.�� P. Piecuch, I.S.O. Pimienta, P.-F. Fan, and K. Kowalski, \New Alternativ es 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. Br•andas(Klu wer, Dordrecht, 2003),pp. 119-206[invited
advancedreview book chapter].

9.�� P. Piecuch, K. Kowalski, I.S.O. Pimienta, P.-D. Fan, M. Lodriguito, M.J. McGuire,
S.A. Kucharski, T. Ku�s, and M. Musia l, \Metho d of Moments of Coupled-Cluster
Equations: A NewFormalismfor DesigningAccurateElectronic Structure Methods
for Ground and Excited States," Theor. Chem. Acc. 112, 349-393(2004) [invited
overview Feature Article].

10.�� P. Piecuch, M. W loch, 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 Meso-
scopic Physics: Workshop on Nuclei and Mesoscopic Physics WNMP 2004, AIP
ConferenceProceedings,Vol. 777,edited by V. Zelevinsky(AIP Press,2005),pp.
28-45[invited advancedreview book chapter].

11.�� D.J. Dean, M. Hjorth-Jensen, K. Kowalski, T. Papenbrock, M. W loch, and P.
Piecuch, \Coupled Cluster Approaches to Nuclei, Ground States and Excited
States," in: Key Topics in Nuclear Structure, Proceedings of the 8th International
Spring Seminar on Nuclear Physics, edited by A. Covello (World Scienti�c, Singa-
pore, 2005),pp. 147-157.

12.�� D.J. Dean, M. Hjorth-Jensen,K. Kowalski, P. Piecuch, and M. W loch, \Coupled-
Cluster Theory for Nuclei," in: Condensed Matter Theories, Vol. 20, edited by
J.W. Clark, R.M. Pano�, and H. Li (Nova SciencePublishers,2006),pp. XX-XXX
[invited book chapter].

13.�� P. Piecuch, M. W loch, M. Lodriguito, and J.R. Gour, \Noniterativ e Coupled-
Cluster Methods for Excited Electronic States," in: Progressin Theoretical Chem-
istry and Physics, Vol. 15, \Recent Advancesin the Theory of Chemical and
Physical Systems,"edited by J.-P. Julien, J. Maruani, D. Mayou, S. Wilson, and
G. Delgado-Barrio (Springer, Berlin, 2006), pp. 45-106[invited advancedreview
book chapter].

14.�� P.-D. Fan and P. Piecuch, \The Usefulnessof Exponential Wave Function Expan-
sions Employing One- and Two-Body Cluster Operators in Electronic Structure
Theory: The Extended and GeneralizedCoupled-ClusterMethods," Adv. Quan-
tum Chem. 51, 1-57(2006) [invited book chapter].

15.�� P. Piecuch, M. W loch, andA.J.C. Varandas,\RenormalizedCoupled-ClusterMeth-
ods: Theoretical Foundationsand Application to Potential Function of Water," in:
Progressin Theoretical Chemistry and Physics, Vol. 16, \T opics in the Theory of
Chemicaland Physical Systems,"edited by S. Lahmar, J. Maruani, S. Wilson, and
G. Delgado-Barrio(Springer, Berlin, 2007),pp. 63-121[invited book chapter].

16.�� P. Piecuch, I.S.O. Pimienta, P.-D. Fan, and K. Kowalski, \New Alternativ es for
Accurate Electronic Structure Calculations of Potential Energy SurfacesInvolving
Bond Breaking," in: Electron Correlation Methodology, ACS Symposium Series,

2



Vol. 958,edited by A.K. Wilson and K.A. Peterson(American ChemicanSociety,
Washington,D.C., 2007),pp. 37{73 [invited book chapter].

17.�� J.J. Lutz and P. Piecuch, \Extrap olating Potential Energy Surfacesby Scaling
Electron Correlation: Isomerization of Bicyclobutane to Butadiene," in: Nuclei
and Mesoscopic Physics, Workshop on Nuclei and Mesoscopic Physics, WNMP
2007, AIP ConferenceProceedings,Vol. 995,edited by P. Danielewicz,P. Piecuch,
and V. Zelevinsky(AIP Press,2008),pp. 62-71[invited book chapter in conference
proceedings].

18.�� M.D. Lodriguito and P. Piecuch, \Metho d of Moments of Coupled Cluster Equa-
tions Employing Multi-Reference Perturbation Theory Wavefunctions: General
Formalism,Diagrammatic Formulation, Implementation, and Benchmark Studies,"
in: Progressin Theoretical Chemistry and Physics, Vol. 17, \F rontiers in Quantum
Systemsin Chemistry and Physics," edited by S. Wilson, P. Grout, J. Maruani,
P. Piecuch, and G. Delgado-Barrio(Springer, Berlin, 2008), in press[invited book
chapter, 114pages].

2. Articles

19. P. Piecuch, \In varianceProperties of the Multip ole Expansion," Int. J. Quantum
Chem. 22, 293-298(1982).

20. P. Piecuch, \Spherical Tensor Theory of Long-RangeInteractions between Two
Molecules," Int. J. Quantum Chem. 25, 449-473(1984).

21. P. Piecuch, \Higher-Order Contributions to the Intermolecular Energy in the Per-
turbation Treatment of Long-RangeForcesin the Light of SphericalTensorThe-
ory," Chem. Phys. Lett. 106, 364-372(1984).

22. P. Piecuch, \Spherical Multip ole Moments and Polarizabilities of Tetrahedral and
Octahedral Molecules,"Acta Phys. Pol. A 66, 69-80(1984).

23. P. Piecuch, \The Non-Additivit y of Long-RangeInteractions in Second-OrderPer-
turbation Theory in the Light of SphericalTensorFormalism," Chem. Phys. Lett.
110, 496-503(1984).

24. M.M. Szcz�e�sniak, Z. Latajka, P. Piecuch, H. Ratajczak, W.J. Orville-Thomas, and
C.N.R. Rao,\Theoretical Studiesof Lithium Bonding in Lithium Chloride/Aliphatic
Amine Complexes,"Chem. Phys. 94, 55-63(1985).

25. P. Piecuch, \Note on the Multip ole Expansion in the SphericalTensorForm," J.
Phys. A: Math. Gen. 18, L739-L743(1985).

26. P. Piecuch, \Supplement to SphericalTensorTheory of Long-RangeInteractions
betweenTwo Molecules," Int. J. Quantum Chem. 28, 375-386(1985).

27. P. Piecuch, \Higher-Order Interaction Energies for a System of N Arbitrary
Moleculesin the Light of Spherical Tensor Theory," J. Math. Phys. 27, 2165-
2187(1986).
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28. P. Piecuch, \Spherical Tensor Theory of Long-Range Interactions in a System
of N Arbitrary MoleculesIncluding Quantum-Mechanical Many-Body E�ects. I.
Anisotropic Induction Interactions in the First Three Orders of Perturbation The-
ory," Mol. Phys. 59, 1067-1083(1986).

29. P. Piecuch, \Spherical TensorTheory of Long-RangeInteractions in a Systemof
N Arbitrary Molecules Including Quantum-Mechanical Many-Body E�ects. I I.
Anisotropic DispersionInteractions in the First Three Ordersof Perturbation The-
ory," Mol. Phys. 59, 1085-1095(1986).

30. P. Piecuch, \Spherical TensorTheory of Long-RangeInteractions in a Systemof
N Arbitrary MoleculesIncluding Quantum-Mechanical Many-Body E�ects. I I I.
Isotropic Interactions in the First Three Orders of Perturbation Theory," Mol.
Phys. 59, 1097-1111(1986).

31. P. Piecuch, \On the Addition Theoremsfor SolidSphericalHarmonics,"Rep. Math.
Phys. 24, 187-192(1986).

32. P. Piecuch, \Classi�cation of Two- and Many-Body Fourth-Order Induction Inter-
action Energiesin an Arbitrary Multimolecular System," Acta Phys. Pol. A 74,
563-572(1988).

33. P. Piecuch, \Spherical TensorTheory of Long-RangeInteractions in a Systemof N
Arbitrary MoleculesIncluding Quantum-Mechanical Many-Body E�ects. IV. The
Use of Cartesian-SphericalTransformation Formalism," Mol. Phys. 66, 805-818
(1989).

34. P. Piecuch and J. Paldus, \Orthogonally Spin-AdaptedCoupled-ClusterEquations
Involving Singly and Doubly Excited Clusters. Comparisonof Di�eren t Procedures
for Spin-Adaptation," Int. J. Quantum Chem. 36, 429-453(1989).

35. P. Piecuch, \Spherical TensorTheory of Long-RangeInteractions in a Systemof
N Arbitrary Molecules Including Quantum-Mechanical Many-Body E�ects. V.
Fourth-Order Induction Forcesand Scalar Angular Functions for Many-Body In-
teractions," Acta Phys. Pol. A 77, 453-484(1990).

36. P. Piecuch and J. Paldus, \Coupled Cluster Approacheswith 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).

37. P. Piecuch, S. Zarrabian, J. Paldus, and J. �C���zek, \Coupled Cluster Approaches
with an Approximate Account of Triexcitations and the Optimized Inner Projection
Technique. I I. Coupled Cluster Results for Cyclic PolyeneModel Systems,"Phys.
Rev. B 42, 3351-3379(1990).

38. P. Piecuch, S. Zarrabian, J. Paldus, and J. �C���zek, \Coupled Cluster Approaches
with an Approximate Account of Triexcitations and the Optimized Inner Projection
Technique. I I I. Lower Bounds to the Ground State Correlation Energy of Cyclic
PolyeneModel Systems,"Phys. Rev. A 42, 5155-5167(1990).

39. K. Jankowski, J. Paldus, and P. Piecuch, \Metho d of Moments Approach and
CoupledCluster Theory," Theor. Chim. Acta 80, 223-243(1991).

40. P. Piecuch and J. Paldus, \On the Solution of Coupled-ClusterEquations in the
Fully Correlated Limit of Cyclic PolyeneModel," Int. J. Quantum Chem.: Quan-
tum Chem. Symp. 25, 9-34(1991).
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41. J. Paldus and P. Piecuch, \Electron Correlation in One Dimension: CoupledClus-
ter Approachesto Cyclic Polyene� -Electron Models," Int. J. Quantum Chem. 42,
135-164(1992) [invited paper in a special issuedevoted to \Hartree-Fock-Based
Correlation Treatments of Extended Systems"].

42. P. Piecuch, J. �C���zek, 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 issuedevoted to \Hartree-Fock-BasedCorrelation Treatments of Extended
Systems"].

43. P. Piecuch and J. Paldus, \Orthogonally Spin-Adapted Multi-Reference Hilbert
SpaceCoupled-Cluster Formalism: Diagrammatic Formulation," Theor. Chim.
Acta 83, 69-103(1992) [invited paper in the Klaus Ruedenberg honorary issue].

44. J. Paldus, P. Piecuch, L. Pylypow, and B. Jeziorski, \Application of Hilbert-Space
Coupled-ClusterTheory to Simple (H2)2 Model Systems: Planar Models," Phys.
Rev. A 47, 2738-2782(1993).

45. P. Piecuch, \MAPLE Symbolic Computation of the Long-RangeMany-Body In-
termolecular Potentials. Three-Body Induction ForcesbetweenTwo Atoms and a
Linear Molecule," Int. J. Quantum Chem. 47, 261-305(1993).

46. P. Piecuch, R. Tobo la, and J. Paldus, \Appro ximate Account of Connected
Quadruply Excited Clusters in Multi-Reference Hilbert SpaceCoupled Cluster
Theory: Application to Planar H4 Models," Chem. Phys. Lett. 210, 243-252
(1993).

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

48. M.M. Szcz�e�sniak, G. Cha lasi�nski, and P. Piecuch, \The Non-Additiv e Interactions
in the Ar 2HF and Ar 2HCl Clusters: An Ab Initio Study," J. Chem. Phys. 99,
6732-6741(1993).

49. P. Piecuch and J. Paldus,\Application of Hilbert-SpaceCoupled-ClusterTheory to
Simple(H2)2 Model Systems.I I. Non-PlanarModels," Phys. Rev. A 49, 3479-3514
(1994).

50. P. Piecuch and L. Adamowicz, \State-Selective Multireference Coupled-Cluster
Theory Employing the Single-ReferenceFormalism: Implementation and Appli-
cation to the H8 Model System," J. Chem. Phys. 100, 5792-5809(1994).

51. P. Piecuch andL. Adamowicz, \Solving the Single-ReferenceCoupled-ClusterEqua-
tions Involving Highly Excited Clusters in QuasidegenerateSituations," J. Chem.
Phys. 100, 5857-5869(1994).

52. P. Piecuch and L. Adamowicz, \State-Selective Multi-Reference Coupled-Cluster
Theory Using Multi-Con�guration Self-Consistent-Field Orbitals. A Model Study
on H8," Chem. Phys. Lett. 221, 121-128(1994).

53. X. Li, P. Piecuch, and J. Paldus, \A Study of 1A1 � 3B1 Separation in CH2 Us-
ing Orthogonally Spin-AdaptedState-Universaland State-Speci�c Coupled-Cluster
Methods," Chem. Phys. Lett. 224, 267-274(1994).
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54. P. Piecuch and J. Paldus, \Orthogonally Spin-Adapted State-Universal Coupled-
Cluster Formalism: Implementation of the Complete Two-ReferenceTheory In-
cluding Cubic and Quartic Coupling Terms," J. Chem. Phys. 101, 5875-5890
(1994).

55. P. Piecuch, X. Li, and J. Paldus, \An Ab Initio Determination of 1A1 � 3B1 Energy
Gap in CH2 Using Orthogonally Spin-Adapted State-Universal and State-Speci�c
Coupled-ClusterMethods," Chem. Phys. Lett. 230, 377-386(1994).

56. P. Piecuch and L. Adamowicz, \Breaking Bonds with the State-Selective Multi-
ReferenceCoupled-ClusterMethod," J. Chem. Phys. 102, 898-904(1995).

57. V. Alexandrov, P. Piecuch, and L. Adamowicz, \State-Selective Multi-Reference
Coupled-ClusterTheory Employing the Single-ReferenceFormalism: Application
to an Excited State of H8," J. Chem. Phys. 102, 3301-3306(1995).

58. P. Piecuch, R. Tobo la, and J. Paldus, \Coupled-Cluster Approacheswith an Ap-
proximate Account of Triply and Quadruply Excited Clusters: Implementation of
the Orthogonally Spin-Adapted CCD+ST(CCD), CCSD+T(CCSD) and
ACPQ+ST(A CPQ) Formalisms," Int. J. Quantum Chem. 55, 133-146(1995).

59. A.E. Kondo, P. Piecuch, and J. Paldus, \Orthogonally Spin-Adapted Single-
ReferenceCoupled-ClusterFormalism: Linear ResponseCalculation of Static Prop-
erties," J. Chem. Phys. 102, 6511-6524(1995).

60. P. Piecuch and J. Paldus, \Prop erty Evaluation Using the Two-ReferenceState-
Universal Coupled-Cluster Method," J. Phys. Chem. 99, 15354-15368(1995)
[invited contribution, ZdenekHerman Festschrift].

61. K.B. Ghose,P. Piecuch, and L. Adamowicz, \Impro vedComputational Strategy for
the State-Selective Coupled-ClusterTheory with Semiinternal Triexcited Clusters:
Potential EnergySurfaceof HF Molecule," J. Chem. Phys. 103, 9331-9346(1995).

62. P. Piecuch, A.E. Kondo, V. �Spirko, and J. Paldus, \Molecular QuadrupoleMoment
Functions of HF and N2. I. Ab Initio Linear-ResponseCoupled-ClusterResults,"
J. Chem. Phys. 104, 4699-4715(1996).

63. V. �Spirko, P. Piecuch, A.E. Kondo, and J. Paldus, \Molecular QuadrupoleMoment
Functions of HF and N2. I I. Rovibrational E�ects," J. Chem. Phys. 104, 4716-
4727(1996).

64. K.B. Ghose,P. Piecuch, S.Pal, andL. Adamowicz, \State-SelectiveMulti-Reference
Coupled-Cluster Theory: In Pursuit of Property Calculation," J. Chem. Phys.
104, 6582-6589(1996).

65. A.E. Kondo, P. Piecuch, and J. Paldus, \Orthogonally Spin-Adapted Single-
ReferenceCoupled-Cluster Formalism: Linear Response Calculation of Higher-
Order Static Properties," J. Chem. Phys. 104, 8566-8585(1996).

66. P. Piecuch, R. Tobo la, andJ. Paldus,\Appro ximate Account of ConnectedQuadru-
ply Excited Clustersin Single-ReferenceCoupled-ClusterTheory via Cluster Anal-
ysis of Projected Unrestricted Hartree-Fock Wave Function," Phys. Rev. A 54,
1210-1241(1996).

67. P. Piecuch, V. �Spirko, and J. Paldus, \Molecular Quadrupole Moment Function of
Ammonia," J. Chem. Phys. 105, 11068-11074(1996).
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68. P. Piecuch and J. Paldus, \The Convergenceof EnergyExpansionsfor Moleculesin
Electrostatic Fields: A Linear ResponseCoupled-ClusterStudy," J. Math. Chem.
21, 51-70(1997).

69. P. Piecuch, \P otential Energy Curvesfor the HF � and CH3F� Anions: A Coupled
Cluster Study," J. Molec. Struct. 436-437, 503-536(1997) [invited contribution
in a special issuein honor of ProfessorHenryk Ratajczak].

70. X.Y. Chang, R. Ehlich, A.J. Hudson, P. Piecuch, and J.C. Polanyi, \Dynamics
of Harpooning Studied by Transition State Spectroscopy. I. Na � �FH," Faraday
Discuss. Chem. Soc. 108, 411-425(1997) [in responseto an invitation issuedto
J.C. Polanyi].

71. X.Y. Chang, A.J. Hudson, P. Piecuch, and J.C. Polanyi, \Communication on
REMPI Two-Photon Ionization Experiment for NaF," included in General Dis-
cussion(pp. 427-467)of Faraday Discuss. Chem. Soc., Faraday Discuss. Chem.
Soc. 108, 463(1997) [communicated by A.J. Hudsonand J.C. Polanyi].

72. P. Piecuch, V. �Spirko, A.E. Kondo, and J. Paldus, \Vibrational Dependenceof the
Dipole Moment and Radiative Transition Probabilities in the X 1� + State of HF:
A Linear-ResponseCoupled-ClusterStudy," Mol. Phys. 94, 55-64(1998) [invited
contribution; in responseto an invitation issuedto P. Piecuch].

73. L. Adamowicz, P. Piecuch, and K.B. Ghose,\The State-Selective CoupledCluster
Method for QuasidegenerateElectronic States," Mol. Phys. 94, 225-234(1998)
[invited contribution; in responseto an invitation issuedto L. Adamowicz].

74. P. Piecuch, V. �Spirko, and J. Paldus, \Dip ole Moment and Polarizability Func-
tions of Ammonia: A Linear-ResponseCoupled-Cluster Study," Pol. J. Chem.
72 (7S), 1635-1656(1998) [invited contribution in a special issuededicatedto late
W lodzimierz Ko los; in responseto an invitation issuedto P. Piecuch].

75. M.S. Topaler,D.G. Truhlar, X.Y. Chang,P. Piecuch, and J.C. Polanyi, \P otential
Energy Surfacesof NaFH," J. Chem. Phys. 108, 5349-5377(1998).

76. M.S. Topaler,D.G. Truhlar, X.Y. Chang,P. Piecuch, and J.C. Polanyi, \The Pho-
toabsorption Spectrum of the Na� � � FH van der Waals Molecule. Comparisonof
Theory and Experiment for a Harpooning Reaction Studied by Transition State
Spectroscopy," J. Chem. Phys. 108, 5378-5390(1998).

77. P. Piecuch, S.A. Kucharski, and R.J. Bartlett, \Coupled-Cluster Methods with
Internal and Semi-Internal Triply and Quadruply Excited Clusters: CCSDt and
CCSDtq Approaches," J. Chem. Phys. 110, 6103-6122(1999).

78.� M.S. Topaler, P. Piecuch, and D.G. Truhlar, \Infrared Absorption Line Strengths
of the Na� � � FH van der WaalsMolecule," J. Chem. Phys. 110, 5634-5638(1999).

79.� P. Piecuch, S.A. Kucharski, and V. �Spirko, \Coupled-Cluster Methods with Inter-
nal and Semi-Internal Triply Excited Clusters: Vibrational Spectrum of the HF
Molecule," J. Chem. Phys. 111, 6679-6692(1999).

80.� V. �Spirko, P. Piecuch, and O. Bludsky, \Bound and Quasi-Bound States of the
Na� � � FH van der WaalsMolecule," J. Chem. Phys. 112, 189-202(2000).

81.� K. Kowalski andP. Piecuch, \Complete Setof Solutionsof Multi-ReferenceCoupled-
Cluster Equations: The State-UniversalFormalism," Phys. Rev. A 61, 052506-1-
052506-8(2000).
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82.� K. Kowalski and P. Piecuch, \The Method of Moments of Coupled-ClusterEqua-
tions and the Renormalized CCSD[T], CCSD(T), CCSD(TQ), and CCSDT(Q)
Approaches," J. Chem. Phys. 113, 18-35(2000).

83.� P. Piecuch and J.I. Landman, \P arallelization of Multi-ReferenceCoupled-Cluster
Method," Parallel Comp. 26, 913-943(2000) [the Computational Chemistry issue
of Parallel Computing; invited paper; in response to an invitation issued to P.
Piecuch].

84.� K. Kowalski andP. Piecuch, \RenormalizedCCSD(T) andCCSD(TQ) Approaches:
Dissociation of the N2 Triple Bond," J. Chem. Phys. 113, 5644-5652(2000).

85.� K. Kowalski and P. Piecuch, \The Activ e-SpaceEquation-of-Motion Coupled-
Cluster Methods for Excited Electronic States: The EOMCCSDt Approach," J.
Chem. Phys. 113, 8490-8502(2000).

86.� S. �Sekusak,P. Piecuch, R.J. Bartlett, and M.G. Cory, \A GeneralReaction Path
Dual-Level Direct DynamicsCalculation of the Reactionof Hydroxyl Radical with
Dimethyl Sul�de," J. Phys. Chem. A 104, 8779-8786(2000).

87.� F. Mruga la, P. Piecuch, V. �Spirko, and O. Bludsky, \Lifetimes and Dissociation
Pathways of Quasi-Bound States of the Na� � � FH van der Waals Molecule," J.
Molec. Struct. 555, 43-60 (2000) [invited paper; in response to an invitation
issuedto P. Piecuch].

88.� K. Kowalski and P. Piecuch, \Complete Set of Solutions of the GeneralizedBloch
Equation," Int. J. Quantum Chem. 80, 757-781(2000)[Special Issue:Proceedings
of the International Symposium on Atomic, Molecular, and CondensedMatter
Theory, edited by N.Y. •Ohrn and J.R. Sabin].

89.� R. Burcl, P. Piecuch, V. �Spirko, and O. Bludsky, \Bound and Quasi-BoundStates
of the Li � � � FH van der Waals Molecule," Int. J. Quantum Chem. 80, 916-933
(2000) [Special Issue: Proceedingsof the International Symposium on Atomic,
Molecular, and CondensedMatter Theory, edited by N.Y. •Ohrn and J.R. Sabin].

90.� A.J. Hudson, H.B. Oh, J.C. Polanyi, and P. Piecuch, \Dynamics of Harpooning
Studied by Transition State Spectroscopy. I I. Li � �FH," J. Chem. Phys. 113,
9897-9900(2000).

91.� J.I. Landmanand P. Piecuch, \P arallelization of a LegacyResearch ProgramUsing
OpenMP," Fortran Forum 19, 16-23(2000).

92.� K. Kowalski andP. Piecuch, \The State-UniversalMulti-ReferenceCoupled-Cluster
Theory with Perturbative Description of Core-Virtual Excitations," Chem. Phys.
Lett. 334, 89-98(2001).

93.� A.K. F•uzery, R. Burcl, L.L. Torday, P. Cs�asz�ar, O. Farkas, A. Perczel, M.A.
Zamora, J.G. Papp, B. Penke, P. Piecuch, and I.G. Csizmadia,\Can NO2

+ Exist
in Bent or Cyclic Forms?," Chem. Phys. Lett. 334, 381-386(2001).

94.� K. Kowalski and P. Piecuch, \Extension of the Method of Moments of Coupled-
Cluster Equationsto a MultireferenceWaveOperator Formalism," J. Molec. Struct.:
THEOCHEM 547, 191-208(2001)[invited paper in a special issueof THEOCHEM
in honorof ProfessorJosefPaldus; in responseto an invitation issuedto P. Piecuch].
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95.� K. Kowalski and P. Piecuch, \The Activ e-SpaceEquation-of-Motion Coupled-
Cluster Methods for Excited Electronic States: Full EOMCCSDt," J. Chem. Phys.
115, 643-651(2001).
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