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Resonant Inelastic X-ray Scattering Calculations of Transition Metal Complexes Within a Simplified
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18 An Ab Initio Multiple Cloning Method for Non-Adiabatic Excited-State Molecular Dynamics in NWChem.
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34 First Principles Nonadiabatic Excited-State Molecular Dynamics in NWChem. Journal of Chemical
Theory and Computation, 2020, 16, 6418-6427. 2.3 20

35
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53 Unraveling the spectral signatures of solvent ordering in K-edge XANES of aqueous Na+. Journal of
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electronic structures of BrO2,3 and IO2â€“4 radicals. Journal of Chemical Physics, 2011, 135, 184309. 1.2 13

124 Advances in Scalable Computational Chemistry. Annual Reports in Computational Chemistry, 2011, 7,
151-177. 0.9 8

125 Application-Specific Fault Tolerance via Data Access Characterization. Lecture Notes in Computer
Science, 2011, , 340-352. 1.0 4
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139 Theoretical study of the mechanism behind the <i>para</i>-selective nitration of toluene in zeolite
H-Beta. Molecular Simulation, 2008, 34, 1025-1039. 0.9 13
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