Leo Radom Festschrift

Virtual Special Issue

Theoretical Methods

Toward a Quantum-Chemical
Benchmark Set for Enzymatically
Catalyzed Reactions: Important
Steps and Insights

The CUAGAU Set of Coupled-
Cluster Reference Data for Small
Copper, Silver, and Gold
Compounds and Assessment of
DFT Methods

State-Interaction Pair-Density
Functional Theory Can
Accurately Describe a Spiro
Mixed Valence Compound

Pragmatic Many-Body Approach
for Economic MP2 Energy
Estimation of Molecular Clusters

One-Dimensional Adiabatic
Model Approach for Calculating
Progressions in Vibrational
Spectra of lon—-Water Complexes

Molecular Vertical Excitation
Energies Studied with First-Order
RASSCF (RAS]1,1]): Balancing
Covalent and lonic Excited States

Minimally Empirical Double-
Hybrid Functionals Trained
against the GMTKN55 Database:
revDSD-PBEP86-D4, revDOD-
PBE-D4, and DOD-SCAN-D4

Importance of van der Waals
Descriptions on Accurate
Isomerization Energy
Calculations of Thiourea
Compounds: LCgau-BOP+LRD
Method

Dominique A. Wappett, Lars
Goerigk

Bun Chan

Sijia S. Dong, Kevin Benchen
Huang, Laura Gagliardi, Donald
G. Truhlar

Subodh S. Khire, Shridhar R.
Gadre

Bryan V. Henderson, Kenneth D.
Jordan

Thierry Tran, Javier Segarra-
Marti, Michael J. Bearpark,
Michael A. Robb

Golokesh Santra, Nitai
Sylvetsky, Jan M. L. Martin

Dae-Hwan Ahn, Takeshi Sato,
Jong-Won Song, Kimihiko Hirao

10.1021/acs.jpca.9b05088

10.1021/acs.jpca.9b03976

10.1021/acs.jpca.9p01301

10.1021/acs.jpca.9p03481

10.1021/acs.jpca.9b04157

10.1021/acs.jpca.9b03715

10.1021/acs.jpca.9b03157

10.1021/acs.jpca.9b04149



http://dx.doi.org/10.1021/acs.jpca.9b05088
http://dx.doi.org/10.1021/acs.jpca.9b03976
http://dx.doi.org/10.1021/acs.jpca.9b01301
http://dx.doi.org/10.1021/acs.jpca.9b03481
http://dx.doi.org/10.1021/acs.jpca.9b04157
http://dx.doi.org/10.1021/acs.jpca.9b03715
http://dx.doi.org/10.1021/acs.jpca.9b03157
http://dx.doi.org/10.1021/acs.jpca.9b04149

Highly Accurate CCSDT(Q)/CBS

Reaction Barrier Heights for a

Diverse Set of Transition

Structures: Basis Set Amir Karton 10.1021/acs.jpca.9b04611
Convergence and Cost-Effective

Approaches for Estimating Post-

CCSD(T) Contributions

Evaluating Transition Metal
Barrier Heights with the Latest
Density Functional Theory
Exchange—Correlation
Functionals: The MOBH35
Benchmark Database

Mark A. Iron, Trevor Janes 10.1021/acs.jpca.9b01546

Correction to “Evaluating
Transition Metal Barrier Heights
with the Latest Density
Functional Theory Exchange—
Correlation Functionals: The
MOBH35 Benchmark Database”

Density Functional Calculations
of Electron Paramagnetic
Resonance g- and Hyperfine-
Coupling Tensors Using the
Exact Two-Component (X2C)
Transformation and Efficient
Approximations to the Two-
Electron Spin—Orbit Terms

Bond Energy Density Analysis
Combined with Informatics
Technique

Basis Set Superposition Errors in
the Many-Body Expansion of
Molecular Properties

Are Explicit Solvent Models

More Accurate than Implicit Junbo Chen, Yihan Shao,
Solvent Models? A Case Study  |Junming Ho

on the Menschutkin Reaction

An Accurate Quantum-Based

Approach to Explicit Solvent

Effects: Interfacing the General | Tosaporn Sattasathuchana, Peng
Effective Fragment Potential Xu, Mark S. Gordon

Method with Ab Initio Electronic

Structure Theory

Mark A. Iron, Trevor Janes 10.1021/acs.jpca.9b06135

Artur Wodynski, Martin Kaupp |10.1021/acs.jpca.9b03979

Hiromi Nakai, Junji Seino, Kairi

Nakamura 10.1021/acs.jpca.9p04030

Benjamin G. Peyton, T. Daniel

Crawford 10.1021/acs.jpca.9b03864

10.1021/acs.jpca.9b03995

10.1021/acs.jpca.9b05801



http://dx.doi.org/10.1021/acs.jpca.9b04611
http://dx.doi.org/10.1021/acs.jpca.9b01546
http://dx.doi.org/10.1021/acs.jpca.9b06135
http://dx.doi.org/10.1021/acs.jpca.9b03979
http://dx.doi.org/10.1021/acs.jpca.9b04030
http://dx.doi.org/10.1021/acs.jpca.9b03864
http://dx.doi.org/10.1021/acs.jpca.9b03995
http://dx.doi.org/10.1021/acs.jpca.9b05801

Automatic Conformational
Search of Transition States for
Catalytic Reactions Using
Genetic Algorithm

Chemical Applications

Why Do Large lonized Polycyclic

Aromatic Hydrocarbons Not Lose
CoH2?

Theoretical Study of Methane
Storage in Cu24(m-BDC)24

Solid Oganesson via a Many-
Body Interaction Expansion
Based on Relativistic Coupled-
Cluster Theory and from Plane-
Wave Relativistic Density
Functional Theory

Simulated Electronic Absorption
Spectra of Sulfur-Containing
Molecules Present in Earth’s
Atmosphere

Room Temperature Gibbs
Energies of Hydrogen-Bonded
Alcohol Dimethylselenide
Complexes

Reaction Behavior of the NO
Molecule on the Surface of an M,
Particle (M = Ru, Rh, Pd, and Ag;
n = 13 and 55): Theoretical Study
of Its Dependence on Transition-
Metal Element

Quantum Monte Carlo Study of
the Water Dimer Binding Energy
and Halogen—n Interactions

QM/MM Calculations for the CI~
+ CH3Cl Sn2 Reaction in Water
Using CM5 Charges and Density
Functional Theory

Optical Properties of Isolated and
Covalent Organic Framework-

Embedded Ruthenium Complexes

Hui Yang, Ming Wah Wong

Brandi J. West, Lukas Lesniak,
Paul M. Mayer

Michael L. McKee

Paul Jerabek, Odile R. Smits,
Jan-Michael Mewes, Kirk A.
Peterson, Peter Schwerdtfeger

Sara Farahani, Benjamin N.
Frandsen, Henrik G. Kjaergaard,
Joseph R. Lane

Alexander Kjaersgaard, Joseph
R. Lane, Henrik G. Kjaergaard

Nozomi Takagi, Kazuya
Ishimura, Ryoichi Fukuda,
Masahiro Ehara, Shigeyoshi
Sakaki

D. ChangMo Yang, Dong Yeon
Kim, Kwang S. Kim

Julian Tirado-Rives, William L.
Jorgensen

Francesco Muniz-Miranda,
Liesbeth De Bruecker, Arthur De
Vos, Flore Vanden Bussche,
Christian V. Stevens, Pascal Van
Der Voort, Kurt Lejaeghere,
Veronique Van Speybroeck

10.1021/acs.jpca.9b09543

10.1021/acs.jpca.9b01879

10.1021/acs.jpca.9b04013

10.1021/acs.jpca.9b01947

10.1021/acs.jpca.9b04668

10.1021/acs.jpca.9b06855

10.1021/acs.jpca.9b04069

10.1021/acs.jpca.9b04072

10.1021/acs.jpca.9b04121

10.1021/acs.jpca.9b05216



http://dx.doi.org/10.1021/acs.jpca.9b09543
http://dx.doi.org/10.1021/acs.jpca.9b01879
http://dx.doi.org/10.1021/acs.jpca.9b04013
http://dx.doi.org/10.1021/acs.jpca.9b01947
http://dx.doi.org/10.1021/acs.jpca.9b04668
http://dx.doi.org/10.1021/acs.jpca.9b06855
http://dx.doi.org/10.1021/acs.jpca.9b04069
http://dx.doi.org/10.1021/acs.jpca.9b04072
http://dx.doi.org/10.1021/acs.jpca.9b04121
http://dx.doi.org/10.1021/acs.jpca.9b05216

Mo Insertion into the H> Bond in
MoxSy~ + Hz Reactions

Mechanism and Origin of
Enantioselectivity in Nickel-
Catalyzed Alkyl-Alkyl Suzuki
Coupling Reaction

Lewis Strength Determines
Specific-lon Effects in Aqueous
and Nonaqueous Solvents

Formation of the M2B1g¢
Teetotum Boron Clusters with 4d
and 5d Transition Metals M = Rh,
Pd, Ir, and Pt

Ferrocene Acidity and C—H Bond
Dissociation Energy via
Experiment and Theory

Experimental and DFT Studies on

the Identity Exchange Reactions
between Phenyl Chalcogen
Iranium lons and Alkenes

Electrostatic Switching between
Sn1 and Sn2 Pathways

Electronic Spectra of Diacetylene
Cations (HCsH") Tagged with Ar
and N2

Electronic Predissociation in the
Dichloromethane Cation CH.Cl,*
Electronic State 2A;

Contribution of Binary Organic
Layers to Soil Water Repellency:
A Molecular Level Perspective

Cana Cl-H---F Hydrogen Bond
Replace a Cl---F Halogen Bond?
HoXP:CIY:ZH versus
HoXP:CIY:HZ forY,Z=F, Cl

Insights into the Trends in the
Acidity Strength of Organic and

Ankur K. Gupta, Josey E.
Topolski, Kathleen A. Nickson,
Caroline Chick Jarrold, Krishnan
Raghavachari

Sukriti Singh, Raghavan B.
Sunoj

Kasimir P. Gregory, Grant B.
Webber, Erica J. Wanless,
Alister J. Page

Hung Tan Pham, Minh Tho
Nguyen

Brent Speetzen, Steven R. Kass

Samuel C. Brydon, Zhonghua
Ren, Gabriel da Silva, S. Fern
Lim, George N. Khairallah,
Michael J. Rathjen, Jonathan M.
White, Richard A. J. O’Hair

Li-Juan Yu, Michelle L. Coote

Giel Muller, Katherine J. Catani,
Michael S. Scholz, Ugo
Jacovella, Nastasia I. Bartlett,
Evan J. Bieske

Allan Christian Petersen, Mads
Koerstz, Kurt V. Mikkelsen,
Theis I. Sglling

S. M. Mijan Uddin, Richard J.
Harper, David J. Henry

Janet E. Del Bene, Ibon Alkorta,
José Elguero

Thijs Stuyver, David Danovich,
Sason Shaik

10.1021/acs.jpca.9b04079

10.1021/acs.jpca.9b04284

10.1021/acs.jpca.9b04004

10.1021/acs.jpca.9p04078

10.1021/acs.jpca.9p04382

10.1021/acs.jpca.9b06004

10.1021/acs.jpca.8b11579

10.1021/acs.jpca.9b05996

10.1021/acs.jpca.9p02022

10.1021/acs.jpca.9b04033

10.1021/acs.jpca.9b00553

10.1021/acs.jpca.9p01095



http://dx.doi.org/10.1021/acs.jpca.9b04079
http://dx.doi.org/10.1021/acs.jpca.9b04284
http://dx.doi.org/10.1021/acs.jpca.9b04004
http://dx.doi.org/10.1021/acs.jpca.9b04078
http://dx.doi.org/10.1021/acs.jpca.9b04382
http://dx.doi.org/10.1021/acs.jpca.9b06004
http://dx.doi.org/10.1021/acs.jpca.8b11579
http://dx.doi.org/10.1021/acs.jpca.9b05996
http://dx.doi.org/10.1021/acs.jpca.9b02022
http://dx.doi.org/10.1021/acs.jpca.9b04033
http://dx.doi.org/10.1021/acs.jpca.9b00553
http://dx.doi.org/10.1021/acs.jpca.9b01095

Inorganic Compounds: A
Valence-Bond Perspective

Calculation of Free-Energy
Barriers with TD-DFT: A Case
Study on Excited-State Proton
Transfer in Indigo

In Situ Formed IrsLi
Nanoparticles as Active Cathode
Material in Li-Oxygen Batteries

Biochemistry

Pseudopeptide Designed to
Inhibit Oligomerization and
Redox Chemistry in Alzheimer’s
Disease

Multiscale Computational Study
on the Catalytic Mechanism of
the Nonmetallo Amidase
Maleamate Amidohydrolase
(NicF)

Interplay of Ring Puckering and
Hydrogen Bonding in
Deoxyribonucleosides

Exploring Reactive
Conformations of Coenzyme A
during Binding and Unbinding to
Pyruvate Formate—Lyase

Exploring Amyloid-f Dimer
Structure Using Molecular
Dynamics Simulations

DFT and MD Studies of
Formaldehyde-Derived DNA
Adducts: Molecular-Level
Insights into the Differential
Mispairing Potentials of the

Changfeng Fang, Bo Durbeegj

Avik Halder, Anh T. Ngo,
Xiangyi Luo, Hsien-Hau Wang,
J. G. Wen, Pedram Abbasi,
Mohammad Asadi, Chengji
Zhang, Dean Miller, Dongzhou
Zhang, Jun Lu, Paul C. Redfern,
Kah Chun Lau, Rachid Amine,
Rajeev S. Assary, Yun Jung Lee,
Amin Salehi-Khojin, Stefan
Vajda, Khalil Amine, Larry A.
Curtiss

Stanley K. A. Opare, Arvi Rauk

Bogdan F. lon, Paul J. Meister,
James W. Gauld

Siying Lyu, Nassim Beiranvand,
Marek Freindorf, Elfi Kraka

Marko Hanzevacki, Radha Dilip
Banhatti, Karmen Condié-Jurkié,
Ana-Sunc¢ana Smith, David M.
Smith

Banafsheh Mehrazma, Arvi
Rauk

Katie A. Wilson, Josh L. Garden,
Natasha T. Wetmore, Lindey R.
Felske, Stacey D. Wetmore

10.1021/acs.jpca.9b05163

10.1021/acs.jpca.9b06875

10.1021/acs.jpcb.9b01665

10.1021/acs.jpca.9b05914

10.1021/acs.jpca.9b05452

10.1021/acs.jpca.9b06913

10.1021/acs.jpca.8b11251

10.1021/acs.jpca.9b03899



http://dx.doi.org/10.1021/acs.jpca.9b05163
http://dx.doi.org/10.1021/acs.jpca.9b06875
http://dx.doi.org/10.1021/acs.jpcb.9b01665
http://dx.doi.org/10.1021/acs.jpca.9b05914
http://dx.doi.org/10.1021/acs.jpca.9b05452
http://dx.doi.org/10.1021/acs.jpca.9b06913
http://dx.doi.org/10.1021/acs.jpca.8b11251
http://dx.doi.org/10.1021/acs.jpca.9b03899

Adenine, Cytosine, and Guanine
Lesions

Computational Study of Glycerol
Binding within the Active Site of
Coenzyme Bi2-Dependent Diol
Dehydratase

Combined Experimental and
Theoretical Survey of the Gas-
Phase Reactions of Serine—Ca?*
Adducts

Radical Chemistry

Quantum-Induced Symmetry
Breaking in the Deuterated
Dihydroanthracenyl Radical

Molecular Weight Growth in the
Gas-Phase Reactions of
Dehydroanilinium Radical
Cations with Propene

Interaction of Radicals with
c-Holes

Generation and Spectroscopic
Identification of the Thiuram
Radical (CH3)2NCS;

Computational Study of the
Formation of C8, C5, and C4
Guanine:Lysine Adducts via
Oxidation of Guanine by Sulfate
Radical Anion

Structural Effects on the Norrish
Type I a-Bond Cleavage of
Tropospherically Important
Carbonyls

Luka Bili¢, Danijela Baric,
Radha Dilip Banhatti, David M.
Smith, Borislav Kovacevi¢

Al Mokhtar Lamsabhi, Otilia
Mo, Manuel Yafez, Jean-Yves
Salpin

Olha Krechkivska, Callan M.
Wilcox, Klaas Nauta, Scott H.
Kable, Timothy W. Schmidt

Patrick D. Kelly, Cameron C.
Bright, Stephen J. Blankshy,
Gabriel da Silva, Adam J. Trevitt

Timothy Clark

Artur Mardyukov, Felix Keul,
Peter R. Schreiner

Bishnu Thapa, Sebastien P.
Hebert, Barbara H. Munk,
Cynthia J. Burrows, H. Bernhard
Schlegel

Keiran Rowell, Scott Kable,
Meredith Jordan

10.1021/acs.jpch.9bh04071

10.1021/acs.jpca.9b03977

10.1021/acs.jpca.9b04561

10.1021/acs.jpca.9b04088

10.1021/acs.jpca.9p01133

10.1021/acs.jpca.9b03307

10.1021/acs.jpca.9b03598

10.1021/acs.jpca.9b05534



http://dx.doi.org/10.1021/acs.jpcb.9b04071
http://dx.doi.org/10.1021/acs.jpca.9b03977
http://dx.doi.org/10.1021/acs.jpca.9b04561
http://dx.doi.org/10.1021/acs.jpca.9b04088
http://dx.doi.org/10.1021/acs.jpca.9b01133
http://dx.doi.org/10.1021/acs.jpca.9b03307
http://dx.doi.org/10.1021/acs.jpca.9b03598
http://dx.doi.org/10.1021/acs.jpca.9b05534

