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Complexes of thiomandelate and captopril mercaptocarboxylate inhibitors to metallo-Î²-lactamase by
polarizable molecular mechanics. Validation on model binding sites by quantum chemistry. Journal of
Computational Chemistry, 2005, 26, 1131-1147.

3.3 47

53 Quantum, classical, and hybrid QM/MM calculations in solution: General implementation of the
ddCOSMO linear scaling strategy. Journal of Chemical Physics, 2014, 141, 184108. 3.0 47

54 Accurate Biomolecular Simulations Account for Electronic Polarization. Frontiers in Molecular
Biosciences, 2019, 6, 143. 3.5 46



5

Jean-Philip Piquemal

# Article IF Citations

55 Polarizable Molecular Dynamics in a Polarizable Continuum Solvent. Journal of Chemical Theory and
Computation, 2015, 11, 623-634. 5.3 45

56 Towards large scale hybrid QM/MM dynamics of complex systems with advanced point dipole
polarizable embeddings. Chemical Science, 2019, 10, 7200-7211. 7.4 45

57
Binding of 5-phospho-D-arabinonohydroxamate and 5-phospho-D-arabinonate inhibitors to zinc
phosphomannose isomerase fromCandida albicans studied by polarizable molecular mechanics and
quantum mechanics. Journal of Computational Chemistry, 2007, 28, 938-957.

3.3 44

58 DFT-steric-based energy decomposition analysis of intermolecular interactions. Theoretical Chemistry
Accounts, 2014, 133, 1. 1.4 43

59 Implementation of Geometry-Dependent Charge Flux into the Polarizable AMOEBA+ Potential. Journal
of Physical Chemistry Letters, 2020, 11, 419-426. 4.6 43

60
Revisiting the geometry of nd10 (n+1)s0 [M(H2O)]p+ complexes using four-component relativistic DFT
calculations and scalar relativistic correlated CSOV energy decompositions (Mp+ = Cu+, Zn2+, Ag+,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 537 Td (Cd2+, Au+, Hg2+). Journal of Computational Chemistry, 2006, 27, 142-156.3.3 41

61 Ionic interactions: Comparative topological approach. Computational and Theoretical Chemistry, 2012,
998, 193-201. 2.5 41
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119 Dioxygen Activation by Mononuclear Copper Enzymes: Insights from a Tripodal Ligand Mimicking Their
CuM Coordination Sphere. Inorganic Chemistry, 2009, 48, 7003-7005. 4.0 11

120 Editorial: Special issue on quantum mechanical modeling of biological systems. Interdisciplinary
Sciences, Computational Life Sciences, 2010, 2, 1-2. 3.6 11
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122
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Importance of explicit smeared lone-pairs in anisotropic polarizable molecular mechanics. Torture
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Molecular Dynamics Using Nonvariational Polarizable Force Fields: Theory, Periodic Boundary
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A Simple Isomerization of the Purine Scaffold of a Kinase Inhibitor, Roscovitine, Affords a Four- to
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136 Progress Towards Accurate Molecular Modeling of Metal Complexes Using Polarizable Force Fields. ,
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143 Efficient and Accurate Description of Dielsâ€•Alder Reactions Using Density Functional Theory**.
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Chemical Physics, 2010, 133, 124310. 3.0 5
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