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Chemistry of Materials, 2021, 33, 1285-1292. 3.2 26

24 Phonon-Mediated Interlayer Charge Separation and Recombination in a
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Concentric Approximation for Fast and Accurate Numerical Evaluation of Nonadiabatic Coupling with
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30
Common Defects Accelerate Charge Separation and Reduce Recombination in CNT/Molecule
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97 Suppression of Electronâ€“Hole Recombination by Intrinsic Defects in 2D Monoelemental Material.
Journal of Physical Chemistry Letters, 2019, 10, 6151-6158. 2.1 62

98 Size-Programmed Synthesis of PbSe Quantum Dots via Secondary Phosphine Chalcogenides. Chemistry
of Materials, 2019, 31, 8301-8307. 3.2 9

99 Numerical tests of coherence-corrected surface hopping methods using a donor-bridge-acceptor
model system. Journal of Chemical Physics, 2019, 150, 194104. 1.2 17

100 Influence of Defects on Excited-State Dynamics in Lead Halide Perovskites: Time-Domain ab Initio
Studies. Journal of Physical Chemistry Letters, 2019, 10, 3788-3804. 2.1 66

101 Ehrenfest and classical path dynamics with decoherence and detailed balance. Journal of Chemical
Physics, 2019, 150, 204124. 1.2 40

102 Strong Influence of Oxygen Vacancy Location on Charge Carrier Losses in Reduced TiO<sub>2</sub>
Nanoparticles. Journal of Physical Chemistry Letters, 2019, 10, 2676-2683. 2.1 32

103 Thin Ti adhesion layer breaks bottleneck to hot hole relaxation in Au films. Journal of Chemical
Physics, 2019, 150, 184701. 1.2 14

104 Coexistence of Different Charge-Transfer Mechanisms in the Hot-Carrier Dynamics of Hybrid
Plasmonic Nanomaterials. Nano Letters, 2019, 19, 3187-3193. 4.5 34

105 First-principles determination of the ultrahigh electrical and thermal conductivity in free-electron
metals via pressure tuning the electron-phonon coupling factor. Physical Review B, 2019, 99, . 1.1 20

106
Superoxide/Peroxide Chemistry Extends Charge Carriersâ€™ Lifetime but Undermines Chemical Stability of
CH<sub>3</sub>NH<sub>3</sub>PbI<sub>3</sub> Exposed to Oxygen: Time-Domain <i>ab Initio</i>
Analysis. Journal of the American Chemical Society, 2019, 141, 5798-5807.

6.6 102

107 Symmetry Breaking at MAPbI<sub>3</sub> Perovskite Grain Boundaries Suppresses Charge
Recombination: Time-Domain ab Initio Analysis. Journal of Physical Chemistry Letters, 2019, 10, 1617-1623. 2.1 65

108
Catalytic Chemistry Predicted by a Charge Polarization Descriptor: Synergistic O<sub>2</sub>
Activation and CO Oxidation by Auâ€“Cu Bimetallic Clusters on TiO<sub>2</sub>(101). ACS Applied
Materials &amp; Interfaces, 2019, 11, 9629-9640.

4.0 28



8

Oleg Prezhdo

# Article IF Citations

109 Mono-Elemental Properties of 2D Black Phosphorus Ensure Extended Charge Carrier Lifetimes under
Oxidation: Time-Domain Ab Initio Analysis. Journal of Physical Chemistry Letters, 2019, 10, 1083-1091. 2.1 74

110
Dependence of electron transfer dynamics on the number of graphene layers in Ï€-stacked 2D materials:
insights from ab initio nonadiabatic molecular dynamics. Physical Chemistry Chemical Physics, 2019, 21,
23198-23208.

1.3 10

111 Strain Controls Charge Carrier Lifetimes in Monolayer WSe<sub>2</sub>: Ab Initio Time Domain
Analysis. Journal of Physical Chemistry Letters, 2019, 10, 7732-7739. 2.1 36

112 Why Silicon Doping Accelerates Electron Polaron Diffusion in Hematite. Journal of the American
Chemical Society, 2019, 141, 20222-20233. 6.6 42

113 JPCL: A Dynamic Journal with a Global Reach. Journal of Physical Chemistry Letters, 2019, 10, 113-114. 2.1 0

114 Lewis Base Passivation of Hybrid Halide Perovskites Slows Electronâ€“Hole Recombination: Time-Domain
Ab Initio Analysis. Journal of Physical Chemistry Letters, 2018, 9, 1164-1171. 2.1 90

115 Molecular Photophysics under Shock Compression: Ab Initio Nonadiabatic Molecular Dynamics of
Rhodamine Dye. Journal of Physical Chemistry C, 2018, 122, 13600-13607. 1.5 4

116
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