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30 A Comparison of QM/MM Simulations with and without the Drude Oscillator Model Based on
Hydration Free Energies of Simple Solutes. Molecules, 2018, 23, 2695. 1.7 29
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71 Quantum mechanical study of solvent effects in a prototype S<i>N</i>2 reaction in solution: Clâˆ’
attack on CH3Cl. Journal of Chemical Physics, 2014, 140, 054109. 1.2 16

72 <i>Ab initio</i> pathâ€•integral calculations of kinetic and equilibrium isotope effects on baseâ€•catalyzed
RNA transphosphorylation models. Journal of Computational Chemistry, 2014, 35, 1302-1316. 1.5 14



6

Darrin M York

# Article IF Citations

73 Evidence for the Role of Active Site Residues in the Hairpin Ribozyme from Molecular Simulations
along the Reaction Path. Journal of the American Chemical Society, 2014, 136, 7789-7792. 6.6 31

74 Linear free energy relationships in RNA transesterification: theoretical models to aid experimental
interpretations. Physical Chemistry Chemical Physics, 2014, 16, 15846-15855. 1.3 18
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86 Bridging the Gap Between Theory and Experiment to Derive a Detailed Understanding of Hammerhead
Ribozyme Catalysis. Progress in Molecular Biology and Translational Science, 2013, 120, 25-91. 0.9 8

87
Experimental and computational analysis of the transition state for ribonuclease A-catalyzed RNA 2â€²-
<i>O</i> -transphosphorylation. Proceedings of the National Academy of Sciences of the United States
of America, 2013, 110, 13002-13007.

3.3 62

88 A framework for flexible and scalable replica-exchange on production distributed CI. , 2013, , . 3

89 Experimental and computational evidence that ribonuclease A alters the transition state for RNA
2â€²â€•Oâ€•transphosphorylation. FASEB Journal, 2013, 27, 998.6. 0.2 0

90 Exact Relation between Potential of Mean Force and Free-Energy Profile. Journal of Chemical Theory
and Computation, 2012, 8, 3998-4003. 2.3 25



7

Darrin M York

# Article IF Citations

91
InnenrÃ¼cktitelbild: Characterization of the Reaction Path and Transition States for RNA
Transphosphorylation Models from Theory and Experiment (Angew. Chem. 3/2012). Angewandte Chemie,
2012, 124, 847-847.

1.6 0

92 Extended Polarization in Third-Order SCC-DFTB from Chemical-Potential Equalization. Journal of
Physical Chemistry A, 2012, 116, 9131-9141. 1.1 42

93 Mapping L1 Ligase Ribozyme Conformational Switch. Journal of Molecular Biology, 2012, 423, 106-122. 2.0 6

94 Density-functional expansion methods: grand challenges. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 30

95 Characterization of the Reaction Path and Transition States for RNA Transphosphorylation Models
from Theory and Experiment. Angewandte Chemie - International Edition, 2012, 51, 647-651. 7.2 49

96
Inside Back Cover: Characterization of the Reaction Path and Transition States for RNA
Transphosphorylation Models from Theory and Experiment (Angew. Chem. Int. Ed. 3/2012). Angewandte
Chemie - International Edition, 2012, 51, 823-823.

7.2 0

97 Characterization of the Structure and Dynamics of the HDV Ribozyme in Different Stages Along the
Reaction Path. Journal of Physical Chemistry Letters, 2011, 2, 2538-2543. 2.1 30
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