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carbon dioxide complex of platinum. Insights from
femtosecond mid-infrared spectroscopy
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Accurate incorporation of hyperfine coupling in
diabatic potential models using the effective
relativistic coupling by asymptotic
representation approach
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Carotenoid radical formation after multi-photon
excitation of 8'-apo-p-carotenal
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Ligand-mediated interaction in a dispersion of
lead-halide perovskite nanocubes: implications
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first-principles calculations
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Accelerating structure prediction of molecular
crystals using actively trained moment tensor
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Anisotropic initial reaction mechanism and
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structure CL-20/H,0, under shock loading
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Solid state NMR and DFT studies of azo—hydrazone
tautomerism in azo dyes and chitosan-dye films
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Temperature-stable tunneling current in serial
double quantum dots: insights from nonequilibrium
green functions and Pauli spin blockade
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Dissociation and aggregation behaviors of starch in
choline amino acid ionic liquid solvents: the anion
structure effect
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First principles assessment of solvent induced cage
effects on intramolecular hydrogen transfer in the
free radical polymerization of acrylates

Francesco Serse,* Matteo Salvalaglio and
Matteo Pelucchi*
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conformational dynamics in nucleic acids: pressure
induced melting and Maxwell relations at the single
molecule level
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Using an aromatic linker to optimize
charge-resonance states, photodimerization
and reversibility in covalent anthracene dimers

Kevin Lam, Robert J. Dillon, Abel Carreras,*
Tomohiko Nishiuchi, Takashi Kubo,* Rabih O. Al-Kaysi,
David Casanova and Christopher J. Bardeen*
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Structural effect of bipyrazole derivatives on
corrosion inhibition of carbon steel in 1 M HCl:
weight loss, electrochemical measurements, XPS/
SEM surface analysis, DFT and MC simulations
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Exploring coinage bonding interactions in
[Au(CN)4]~ assemblies with silver and zinc
complexes: a structural and theoretical study
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Correction: Effects of pressure and temperature on topological electronic materials X,Y3 (X = As, Sb,

Bi; Y = Se, Te) using first-principles

Le Fang, Chen Chen, Xionggang Lu* and Wej Ren*
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