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Electronic densities and valence bond wave functions. Journal of Chemical Physics, 2022, 156, 204310.
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Resonant lonic, Covalent Bond, and Steric Characteristics Present in 1i£u+ States of Li2. Molecules, 2.8 o
2022, 27,3514. '

Multidimensional Isotropic Magnetic Shielding Contour Maps for the Visualization of Aromaticity in
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Science, 2021, 12, 13092-13100. )

Calculating Hermitian Forms: The Importance of Considering Singular Points. Bulletin of the Korean
Chemical Society, 2020, 41, 254-260.

Stereoselective Syntheses, Structures, and Properties of Extremely Distorted Chiral Nanographenes

Embedding Hextuple Helicenes. Angewandte Chemie - International Edition, 2020, 59, 3264-3271. 13.8 67

Stereoselective Syntheses, Structures, and Properties of Extremely Distorted Chiral Nanographenes
Embedding Hextuple Helicenes. Angewandte Chemie, 2020, 132, 3290-3297.

Using Constraint Programming to Generate Benzenoid Structures in Theoretical Chemistry. Lecture 13 3
Notes in Computer Science, 2020, , 690-706. :

Computing the Local Aromaticity ofABenzenoids Thanks to Constraint Programming. Lecture Notes in
Computer Science, 2020, , 673-689.

Theoretical chemical ionization rate constants of the concurrent reactions of hydronium ions
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Spectrometry, 2019, 54, 422-428.

Radical-assisted polymerization in interstellar ice analogues: formyl radical and polyoxymethylene.
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Full-Dimensional Ab Initio Potential Energy Surface and Vibrational Energy Levels of Li2H. Molecules,
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Study on chemical kinetics of HTO&€ +4€ H2a€"41"a€’ H20a€ +a€HT for design of tritium breeding blanket. Fusion o
Engineering and Design, 2018, 136, 438-441. :

A generalized Brillouin theorem (GBT)-like implementation to optimize Valence Bond wave function

for excited states. Computational and Theoretical Chemistry, 2017, 1116, 184-189. 2:5 2

HuLiS, a program to teach mesomerism and more. Journal of Physics: Conference Series, 2016, 738,

012015.

Potential energy surfaces of the electronic states of Li2F and Li2F&”. Journal of Chemical Physics, 2016, 3.0 5
145, 034306. ’
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Localized Structures at the HAV4ckel Level, a HAV4ckel-Derived Valence Bond Method. Challenges and

Advances in Computational Chemistry and Physics, 2016, , 337-360.

Recasting wave functions into valence bond structures: A simple projection method to describe

excited states. Journal of Computational Chemistry, 2016, 37, 771-779. 33 5

Formation mechanism of glycolaldehyde and ethylene glycol in astrophysical ices from
HCO«<sup>a€¢<[sup>and<sup>d€t</sup>CH<sub>2<[sub>OH recombination: an experimental study. Monthly
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Magnetic exchange coupling in bis-nitroxides: a theoretical analysis of the solvent effects. Physical 0.8 9
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Analysis of the physical contributions to magnetic couplings in broken symmetry density functional
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Experimental studies of collisions of excited Li(4p) atoms with C2H4, C2H6, C3H8 and theoretical
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HAV4ckel-Lewis Projection Method: A 4€ceWeights Watchera€sfor Mesomeric Structures. Journal of Physical 05 36
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atoms. Journal of Chemical Physics, 2007, 126, 244313.

HAV4ckel theory for Lewis structures: HAV4ckela€“Lewis Configuration Interaction (HL-Cl). Computational
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First-order correction for bond energy applied to polar molecules: Alkali halides, alkali cyanides,

LiCH3, and CH3F. Chemical Physics, 2006, 327, 406-414.

Experimental and theoretical studies of the quenching of Li(3p,4p) by N2. Journal of Chemical Physics,
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