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145
Electronic absorption spectra of pyridine and nicotine in aqueous solution with a combined
molecular dynamics and polarizable QM/MM approach. Journal of Computational Chemistry, 2017, 38,
319-335.

3.3 38

146 Assessment of Electron Propagator Methods for the Simulation of Vibrationally Resolved Valence
and Core Photoionization Spectra. Journal of Chemical Theory and Computation, 2017, 13, 3120-3135. 5.3 10

147
On the competition between weak O Hâ‹¯F and C Hâ‹¯F hydrogen bonds, in cooperation with C Hâ‹¯O contacts,
in the difluoromethane â€“ tert-butyl alcohol cluster. Journal of Molecular Spectroscopy, 2017, 337,
90-95.

1.2 26

148 Magnetic gaps in organic tri-radicals: From a simple model to accurate estimates. Journal of Chemical
Physics, 2017, 146, 104103. 3.0 5

149 On the relation between carbonyl stretching frequencies and the donor power of chelating
diphosphines in nickel dicarbonyl complexes. Physical Chemistry Chemical Physics, 2017, 19, 9028-9038. 2.8 25

150 Models of Aged Magnesiumâ€“Silicateâ€“Hydrate Cements Based on the Lizardite and Talc Crystals: A
Periodic DFT-GIPAW Investigation. Journal of Physical Chemistry C, 2017, 121, 7319-7330. 3.1 21

151
Computational study of the DPAP molecular rotor in various environments: from force field
development to molecular dynamics simulations and spectroscopic calculations. Physical Chemistry
Chemical Physics, 2017, 19, 30590-30602.

2.8 12

152 Encapsulating Iodine and Copper into Copper(I) Clusters Stabilized by Dichalcogenolate Ligands:
Stability, Structure, and Optical Properties. Inorganic Chemistry, 2017, 56, 14135-14146. 4.0 12

153
General Approach to Coupled Reactive Smoluchowski Equations: Integration and Application of
Discrete Variable Representation and Generalized Coordinate Methods to Diffusive Problems. Journal
of Chemical Theory and Computation, 2017, 13, 5900-5910.

5.3 3

154 Correct Modeling of Cisplatin: a Paradigmatic Case. Angewandte Chemie, 2017, 129, 14026-14029. 2.0 0

155 Correct Modeling of Cisplatin: a Paradigmatic Case. Angewandte Chemie - International Edition, 2017,
56, 13838-13841. 13.8 24

156 Flexible and Comprehensive Implementation of MD-PMM Approach in a General and Robust Code.
Journal of Chemical Theory and Computation, 2017, 13, 5506-5514. 5.3 15

157 The Sivers asymmetry in Drellâ€“Yan production at the J /Î¨ peak at COMPASS. Physics Letters, Section B:
Nuclear, Elementary Particle and High-Energy Physics, 2017, 770, 302-306. 4.1 5

158 VMS-ROT: A New Module of the Virtual Multifrequency Spectrometer for Simulation, Interpretation,
and Fitting of Rotational Spectra. Journal of Chemical Theory and Computation, 2017, 13, 4382-4396. 5.3 34

159 Spectroscopic Characterization of Key Aromatic and Heterocyclic Molecules: A Route toward the
Origin of Life. Astronomical Journal, 2017, 154, 82. 4.7 12

160 New quantum chemical computations of formamide deuteration support gas-phase formation of this
prebiotic molecule. Monthly Notices of the Royal Astronomical Society: Letters, 2017, 468, L1-L5. 3.3 45

161 Vibrational Density Matrix Renormalization Group. Journal of Chemical Theory and Computation, 2017,
13, 3764-3777. 5.3 46

162 Direct extraction of the Sivers distributions from spin asymmetries in pion and kaon leptoproduction.
Physical Review D, 2017, 95, . 4.7 15
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163 Seeds of Life in Space (SOLIS). Astronomy and Astrophysics, 2017, 605, L3. 5.1 98

164 Noncovalent Interactions in the Catechol Dimer. Biomimetics, 2017, 2, 18. 3.3 17

165 Definition of an On-Board Comfort Index (Rail) for the Railway Transport. Journal of Advanced
Transportation, 2017, 2017, 1-11. 1.7 7

166 A Diabatic Electronic State System to Describe the Internal Conversion of Azulene. Lecture Notes in
Computer Science, 2017, 10408, 328-337. 1.3 0

167 Vibrational Comfort on Board the Vehicle: Influence of Speed Bumps and Comparison between
Different Categories of Vehicle. Advances in Acoustics and Vibration, 2016, 2016, 1-6. 0.5 10

168
Toward a General Yet Effective Computational Approach for Diffusive Problems: Variable Diffusion
Tensor and DVR Solution of the Smoluchowski Equation along a General One-Dimensional
Coordinate. Journal of Chemical Theory and Computation, 2016, 12, 3482-3490.

5.3 5

169 Chain length, temperature and solvent effects on the structural properties of Î±-aminoisobutyric acid
homooligopeptides. Physical Chemistry Chemical Physics, 2016, 18, 20389-20398. 2.8 4

170 The virtual multifrequency spectrometer: a new paradigm for spectroscopy. Wiley Interdisciplinary
Reviews: Computational Molecular Science, 2016, 6, 86-110. 14.6 82

171 Vapochromic behavior of polycarbonate films doped with a luminescent molecular rotor. Polymers
for Advanced Technologies, 2016, 27, 429-435. 3.2 10

172 Colourless p -phenylene-spaced bis-azoles for luminescent concentrators. Dyes and Pigments, 2016, 134,
118-128. 3.7 23

173 General formulation of vibronic spectroscopy in internal coordinates. Journal of Chemical Physics,
2016, 144, 084114. 3.0 62

174
Correction to Semi-Experimental Equilibrium Structure Determinations by Employing B3LYP/SNSD
Anharmonic Force Fields: Validation and Application to Semirigid Organic Molecules. Journal of
Physical Chemistry A, 2016, 120, 3754-3754.

2.5 17

175 Vibronic Effects on Rates of Excitation Energy Transfer and Their Temperature Dependence. Journal of
Chemical Theory and Computation, 2016, 12, 2357-2365. 5.3 9

176 Efficient Excitedâ€•State Symmetry Breaking in a Cationic Quadrupolar System Bearing Diphenylamino
Donors. ChemPhysChem, 2016, 17, 136-146. 2.1 42

177 Simulation of Vacuum UV Absorption and Electronic Circular Dichroism Spectra of Methyl Oxirane:
The Role of Vibrational Effects. Journal of Chemical Theory and Computation, 2016, 12, 2820-2833. 5.3 38

178 Vitamin C: an experimental and theoretical study on the gasâ€•phase structure and ion energetics of
protonated ascorbic acid. Journal of Mass Spectrometry, 2016, 51, 1146-1151. 1.6 4

179 Photoexcitation and relaxation kinetics of molecular systems in solution: towards a complete in
silico model. Physical Chemistry Chemical Physics, 2016, 18, 28919-28931. 2.8 19

180
State-of-the-Art Thermochemical and Kinetic Computations for Astrochemical Complex Organic
Molecules: Formamide Formation in Cold Interstellar Clouds as a Case Study. Journal of Chemical
Theory and Computation, 2016, 12, 5385-5397.

5.3 56
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181 EXPLORING A CHEMICAL ROUTE FOR THE FORMATION OF STABLE ANIONS OF POLYYNES
[C<sub>n</sub>H<sup>âˆ’</sup> (nÂ =Â 2, 4)] IN MOLECULAR CLOUDS. Astrophysical Journal, 2016, 830, 2. 4.5 21

182 Structural features of the carbonâ€“sulfur chemical bond: a semi-experimental perspective. Canadian
Journal of Chemistry, 2016, 94, 1065-1076. 1.1 40

183 Accurate prediction of bulk properties in hydrogen bonded liquids: amides as case studies. Physical
Chemistry Chemical Physics, 2016, 18, 25342-25354. 2.8 36

184 Theoretical and computational chemistry in Italy. International Journal of Quantum Chemistry, 2016,
116, 1499-1500. 2.0 0

185 Immersive virtual reality in computational chemistry: Applications to the analysis of QM and MM data.
International Journal of Quantum Chemistry, 2016, 116, 1731-1746. 2.0 52

186 Low-lying electronic excitations of a water-soluble BODIPY: from the gas phase to the solvated
molecule. Theoretical Chemistry Accounts, 2016, 135, 1. 1.4 4

187 Temperature Dependence of Radiative and Nonradiative Rates from Time-Dependent Correlation
Function Methods. Journal of Chemical Theory and Computation, 2016, 12, 774-786. 5.3 37

188 New insights into the vibrational and optical signatures of trans-stilbene via integrated experimental
and quantum mechanical approaches. Physical Chemistry Chemical Physics, 2016, 18, 19378-19385. 2.8 9

189 Methods for Calculating Partition Functions of Molecules Involving Large Amplitude and/or
Anharmonic Motions. Journal of Chemical Theory and Computation, 2016, 12, 1011-1018. 5.3 29

190 Reliable vibrational wavenumbers for Cî€•O and Nâ€“H stretchings of isolated and hydrogen-bonded
nucleic acid bases. Physical Chemistry Chemical Physics, 2016, 18, 8479-8490. 2.8 47

191 Anharmonic Computations Meet Experiments (IR, Raman, Neutron Diffraction) for Explaining the
Behavior of 1,3,5-Tribromo-2,4,6-trimethylbenzene. Journal of Physical Chemistry A, 2016, 120, 1127-1132. 2.5 3

192 Neutral copper(<scp>i</scp>) complexes featuring phosphinesulfonate chelates. Dalton Transactions,
2016, 45, 6566-6573. 3.3 5

193 Tuning of dye optical properties by environmental effects: a QM/MM and experimental study. Physical
Chemistry Chemical Physics, 2016, 18, 9724-9733. 2.8 11

194 Insights into structural and dynamical features of water at halloysite interfaces probed by DFT and
classical molecular dynamics simulations. Physical Chemistry Chemical Physics, 2016, 18, 2164-2174. 2.8 37

195 Status and perspectives of a virtual multifrequency spectrometer for ESR. Electron Paramagnetic
Resonance, 2016, , 98-156. 0.2 0

196
Analytical gradients for <scp>MP</scp>2, double hybrid functionals, and
<scp>TD</scp>â€•<scp>DFT</scp> with polarizable embedding described by fluctuating charges. Journal
of Computational Chemistry, 2015, 36, 2271-2290.

3.3 43

197 Phenomenological analysis of azimuthal asymmetries in unpolarized semi-inclusive deep inelastic
scattering. Physical Review D, 2015, 91, . 4.7 13

198
Vibrationally resolved NEXAFS at C and N K-edges of pyridine, 2-fluoropyridine and
2,6-difluoropyridine: A combined experimental and theoretical assessment. Journal of Chemical
Physics, 2015, 143, 204102.

3.0 17
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199 Breaking the Hydrophobicity of the MscL Pore: Insights into a Charge-Induced Gating Mechanism. PLoS
ONE, 2015, 10, e0120196. 2.5 7

200 Vibronic Coupling Investigation to Compute Phosphorescence Spectra of Pt(II) Complexes. Inorganic
Chemistry, 2015, 54, 5588-5595. 4.0 34

201
Presence of Two Emissive Minima in the Lowest Excited State of a Pushâ€“Pull Cationic Dye
Unequivocally Proved by Femtosecond Up-Conversion Spectroscopy and Vibronic
Quantum-Mechanical Computations. Journal of Physical Chemistry B, 2015, 119, 6035-6040.

2.6 37

202 Origin invariance in vibrational resonance Raman optical activity. Journal of Chemical Physics, 2015,
142, 174101. 3.0 25

203 Trichocyanines: a Red-Hair-Inspired Modular Platform for Dye-Based One-Time-Pad Molecular
Cryptography. ChemistryOpen, 2015, 4, 370-377. 1.9 6

204 Anharmonic Effects on Vibrational Spectra Intensities: Infrared, Raman, Vibrational Circular
Dichroism, and Raman Optical Activity. Journal of Physical Chemistry A, 2015, 119, 11862-11874. 2.5 101

205 Virtual eyes for technology and cultural heritage: towards computational strategy for new and old
indigo-based dyes. Theoretical Chemistry Accounts, 2015, 134, 1. 1.4 5

206 CYANOMETHANIMINE ISOMERS IN COLD INTERSTELLAR CLOUDS: INSIGHTS FROM ELECTRONIC STRUCTURE
AND KINETIC CALCULATIONS. Astrophysical Journal, 2015, 810, 111. 4.5 53

207
Identification of Serine Conformers by Matrix-Isolation IR Spectroscopy Aided by Near-Infrared
Laser-Induced Conformational Change, 2D Correlation Analysis, and Quantum Mechanical
Anharmonic Computations. Journal of Physical Chemistry B, 2015, 119, 10496-10510.

2.6 38

208 Discrete variable representation of the Smoluchowski equation using a sinc basis set. Physical
Chemistry Chemical Physics, 2015, 17, 17362-17374. 2.8 2

209
Semi-Experimental Equilibrium Structure Determinations by Employing B3LYP/SNSD Anharmonic Force
Fields: Validation and Application to Semirigid Organic Molecules. Journal of Physical Chemistry A,
2015, 119, 2058-2082.

2.5 155

210 General Strategy for Computing Nonlinear Optical Properties of Large Neutral and Cationic Organic
Chromophores in Solution. Journal of Physical Chemistry B, 2015, 119, 3155-3173. 2.6 50

211
Reassessment of the Thermodynamic, Kinetic, and Spectroscopic Features of Cyanomethanimine
Derivatives: A Full Anharmonic Perturbative Treatment. Journal of Chemical Theory and Computation,
2015, 11, 1165-1171.

5.3 19

212 Acidâ€“Base Strength and Acidochromism of Some Dimethylaminoâ€“Azinium Iodides. An Integrated
Experimental and Theoretical Study. Journal of Physical Chemistry A, 2015, 119, 323-333. 2.5 23

213
Effect of the Ï€ Bridge and Acceptor on Intramolecular Charge Transfer in Pushâ€“Pull Cationic
Chromophores: An Ultrafast Spectroscopic and TDâ€•DFT Computational Study. ChemPhysChem, 2015, 16,
1440-1450.

2.1 40

214 Nonadiabatic photodynamics of phenol on a realistic potential energy surface by a novel multilayer
Gaussian MCTDH program. Chemical Physics Letters, 2015, 636, 15-21. 2.6 3

215
An ultrafast spectroscopic and quantum mechanical investigation of multiple emissions in pushâ€“pull
pyridinium derivatives bearing different electron donors. Physical Chemistry Chemical Physics, 2015,
17, 20981-20989.

2.8 30

216
Accurate Infrared (IR) Spectra for Molecules Containing the Câ‰¡N Moiety by Anharmonic Computations
with the Double Hybrid B2PLYP Density Functional. Journal of Chemical Theory and Computation, 2015,
11, 4364-4369.

5.3 17
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217 Tribute to Jacopo Tomasi. Journal of Physical Chemistry A, 2015, 119, 5039-5040. 2.5 0

218 Accurate Simulation of Resonance-Raman Spectra of Flexible Molecules: An Internal Coordinates
Approach. Journal of Chemical Theory and Computation, 2015, 11, 3267-3280. 5.3 50

219 TD-DFT Benchmark on Inorganic Pt(II) and Ir(III) Complexes. Journal of Chemical Theory and
Computation, 2015, 11, 3281-3289. 5.3 104

220 Extracting the transversity distributions from single-hadron and dihadron production. Physical
Review D, 2015, 91, . 4.7 26

221
Generalized vibrational perturbation theory for rotovibrational energies of linear, symmetric and
asymmetric tops: Theory, approximations, and automated approaches to deal with mediumâ€•toâ€•large
molecular systems. International Journal of Quantum Chemistry, 2015, 115, 948-982.

2.0 95

222 Quantum Chemistry Meets Spectroscopy for Astrochemistry: Increasing Complexity toward Prebiotic
Molecules. Accounts of Chemical Research, 2015, 48, 1413-1422. 15.6 83

223 Hydrogen-Bonding Effects on Infrared Spectra from Anharmonic Computations: Uracilâ€“Water
Complexes and Uracil Dimers. Journal of Physical Chemistry A, 2015, 119, 4224-4236. 2.5 142

224 Organic solvent simulations under non-periodic boundary conditions: A library of effective
potentials for the GLOB model. Chemical Physics Letters, 2015, 625, 186-192. 2.6 13

225 Dual Fluorescence through Kashaâ€™s Rule Breaking: An Unconventional Photomechanism for
Intracellular Probe Design. Journal of Physical Chemistry B, 2015, 119, 6144-6154. 2.6 76

226 Melaninâ€•Inspired Organic Electronics: Electroluminescence in Asymmetric Triazatruxenes.
ChemPlusChem, 2015, 80, 919-927. 2.8 11

227 BALOO: A Fast and Versatile Code for Accurate Multireference Variational/Perturbative Calculations.
Journal of Chemical Theory and Computation, 2015, 11, 2024-2035. 5.3 10

228
Anharmonicity Effects in IR Spectra of [Re(X)(CO)<sub>3</sub>(Î±-diimine)] (Î±-diimine = 2,2â€²-bipyridine or) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 307 Td (pyridylimidazo[1,5-<i>a</i>]pyridine; X = Cl or NCS) Complexes in Ground and Excited Electronic States.

Journal of Physical Chemistry A, 2015, 119, 10137-10146.
2.5 19

229 A â€œTwistâ€• on the Interpretation of the Multifluorescence Patterns of DASPMI. Journal of Chemical
Theory and Computation, 2015, 11, 4803-4813. 5.3 10

230 Gas-phase formation of the prebiotic molecule formamide: insights from new quantum computations.
Monthly Notices of the Royal Astronomical Society: Letters, 2015, 453, L31-L35. 3.3 131

231 Computational Spectroscopy in Solution: Methods and Models for Investigating Complex Systems.
Challenges and Advances in Computational Chemistry and Physics, 2015, , 447-517. 0.6 1

232 Benchmarking TD-DFT against Vibrationally Resolved Absorption Spectra at Room Temperature:
7-Aminocoumarins as Test Cases. Journal of Chemical Theory and Computation, 2015, 11, 5371-5384. 5.3 68

233 Semiexperimental Equilibrium Structures for Building Blocks of Organic and Biological Molecules:
The B2PLYP Route. Journal of Chemical Theory and Computation, 2015, 11, 4689-4707. 5.3 95

234
CC/DFT Route toward Accurate Structures and Spectroscopic Features for Observed and Elusive
Conformers of Flexible Molecules: Pyruvic Acid as a Case Study. Journal of Chemical Theory and
Computation, 2015, 11, 4342-4363.

5.3 75
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235
Toward the design of alkynylimidazole fluorophores: computational and experimental
characterization of spectroscopic features in solution and in poly(methyl methacrylate). Physical
Chemistry Chemical Physics, 2015, 17, 26710-26723.

2.8 13

236
Virtual Eyes Designed for Quantitative Spectroscopy of Inorganic Complexes: Vibronic Signatures in
the Phosphorescence Spectra of Terpyridine Derivatives. Journal of Physical Chemistry B, 2015, 119,
7253-7257.

2.6 17

237 Implementation of a graphical user interface for the virtual multifrequency spectrometer: The
VMSâ€•Draw tool. Journal of Computational Chemistry, 2015, 36, 321-334. 3.3 84

238 Theoretical evidence of metal-induced structural distortions in a series of bipyrimidine-based ligands.
Dalton Transactions, 2015, 44, 506-510. 3.3 6

239 A benchmark study of electronic excitation energies, transition moments, and excited-state energy
gradients on the nicotine molecule. Journal of Chemical Physics, 2014, 141, 224114. 3.0 23

240 A general time-dependent route to Resonance-Raman spectroscopy including Franck-Condon,
Herzberg-Teller and Duschinsky effects. Journal of Chemical Physics, 2014, 141, 114108. 3.0 52

241 Reversible vapochromic response of polymer films doped with a highly emissive molecular rotor.
Journal of Materials Chemistry C, 2014, 2, 9224-9232. 5.5 48

242 Accurate molecular structures and infrared spectra of trans-2,3-dideuterooxirane, methyloxirane,
and trans-2,3-dimethyloxirane. Journal of Chemical Physics, 2014, 141, 034107. 3.0 57

243 Excited States Behavior of Nucleobases in Solution: Insights from Computational Studies. Topics in
Current Chemistry, 2014, 355, 329-357. 4.0 39

244 A Multifrequency Virtual Spectrometer for Complex Bioâ€•Organic Systems: Vibronic and Environmental
Effects on the UV/Vis Spectrum of Chlorophyll <i>a</i>. ChemPhysChem, 2014, 15, 3355-3364. 2.1 31

245
Ultrasound-induced transformation of fluorescent organic nanoparticles from a molecular rotor
into rhomboidal nanocrystals with enhanced emission. Chemical Communications, 2014, 50,
12955-12958.

4.1 27

246
ACCURATE SPECTROSCOPIC CHARACTERIZATION OF OXIRANE: A VALUABLE ROUTE TO ITS IDENTIFICATION IN
TITAN'S ATMOSPHERE AND THE ASSIGNMENT OF UNIDENTIFIED INFRARED BANDS. Astrophysical Journal,
2014, 785, 107.

4.5 47

247 Evidences of long lived cages in functionalized polymers: Effects on chromophore dynamic and
spectroscopic properties. Chemical Physics Letters, 2014, 601, 134-138. 2.6 7

248 Synthesis and Optical Properties of Imidazoleâ€•Based Fluorophores having High Quantum Yields.
ChemPlusChem, 2014, 79, 366-370. 2.8 13

249
Stereoelectronic, Vibrational, and Environmental Contributions to Polarizabilities of Large
Molecular Systems: A Feasible Anharmonic Protocol. Journal of Chemical Theory and Computation,
2014, 10, 2456-2464.

5.3 35

250
Environmental and complexation effects on the structures and spectroscopic signatures of organic
pigments relevant to cultural heritage: the case of alizarin and alizarinâ€“Mg(ii)/Al(iii) complexes.
Physical Chemistry Chemical Physics, 2014, 16, 2897.

2.8 32

251

A Robust and Effective Time-Independent Route to the Calculation of Resonance Raman Spectra of
Large Molecules in Condensed Phases with the Inclusion of Duschinsky, Herzbergâ€“Teller,
Anharmonic, and Environmental Effects. Journal of Chemical Theory and Computation, 2014, 10,
346-363.

5.3 71

252 Unraveling the interplay of different contributions to the stability of the quinhydrone dimer. RSC
Advances, 2014, 4, 876-885. 3.6 26
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253 Computational Investigation on the Spectroscopic Properties of Thiophene Based Europium
Î²-Diketonate Complexes. Journal of Chemical Theory and Computation, 2014, 10, 767-777. 5.3 20

254 Fully anharmonic IR and Raman spectra of medium-size molecular systems: accuracy and
interpretation. Physical Chemistry Chemical Physics, 2014, 16, 1759-1787. 2.8 363

255
An integrated computational tool to model the broadening of the absorption bands of flexible dyes in
solution: cationic chromophores as test cases. Physical Chemistry Chemical Physics, 2014, 16,
26963-26973.

2.8 17

256
Computational Chemistry Meets Experiments for Explaining the Behavior of Bibenzyl: A
Thermochemical and Spectroscopic (Infrared, Raman, and NMR) Investigation. Journal of Chemical
Theory and Computation, 2014, 10, 5586-5592.

5.3 22

257 New Developments of a Multifrequency Virtual Spectrometer: Stereoâ€•Electronic, Dynamical, and
Environmental Effects on Chiroptical Spectra. Chirality, 2014, 26, 588-600. 2.6 35

258
Proton and Electron Transfer Mechanisms in the Formation of Neutral and Charged Quinhydrone-Like
Complexes: A Multilayered Computational Study. Journal of Chemical Theory and Computation, 2014,
10, 4883-4895.

5.3 8

259 Dispersion corrected DFT approaches for anharmonic vibrational frequency calculations:
nucleobases and their dimers. Physical Chemistry Chemical Physics, 2014, 16, 10112-10128. 2.8 92

260 ACCURATE SPECTROSCOPIC CHARACTERIZATION OF PROTONATED OXIRANE: A POTENTIAL PREBIOTIC
SPECIES IN TITAN'S ATMOSPHERE. Astrophysical Journal, 2014, 792, 118. 4.5 15

261 Photoinduced symmetry-breaking intramolecular charge transfer in a quadrupolar pyridinium
derivative. Physical Chemistry Chemical Physics, 2014, 16, 13984-13994. 2.8 62

262 Electron Transport Properties of Diarylethene Photoswitches by a Simplified NEGF-DFT Approach.
Journal of Physical Chemistry B, 2014, 118, 4976-4981. 2.6 5

263 Combining the Fluctuating Charge Method, Non-periodic Boundary Conditions and Meta-dynamics:
Aqua Ions as Case Studies. Journal of Chemical Theory and Computation, 2014, 10, 1150-1163. 5.3 27

264
High-Accuracy Vibrational Computations for Transition-Metal Complexes Including Anharmonic
Corrections: Ferrocene, Ruthenocene, and Osmocene as Test Cases. Journal of Chemical Theory and
Computation, 2014, 10, 4565-4573.

5.3 46

265 Accurate yet feasible computations of resonance Raman spectra for metal complexes in solution:
[Ru(bpy)<sub>3</sub>]<sup>2+</sup> as a case study. Dalton Transactions, 2014, 43, 17610-17614. 3.3 18

266 Structural, dynamic and photophysical properties of a fluorescent dye incorporated in an amorphous
hydrophobic polymer bundle. Physical Chemistry Chemical Physics, 2014, 16, 16573-16587. 2.8 10

267
Accurate Characterization of the Peptide Linkage in the Gas Phase: A Joint Quantum-Chemical and
Rotational Spectroscopy Study of the Glycine Dipeptide Analogue. Journal of Physical Chemistry
Letters, 2014, 5, 534-540.

4.6 87

268 A new Gaussian MCTDH program: Implementation and validation on the levels of the water and glycine
molecules. Journal of Chemical Physics, 2014, 140, 244104. 3.0 9

269
Environmental and dynamical effects on the optical properties of molecular systems by
time-independent and time-dependent approaches: Coumarin derivatives as test cases. Computational
and Theoretical Chemistry, 2014, 1037, 35-48.

2.5 21

270 Molecular Structure and Spectroscopic Signatures of Acrolein: Theory Meets Experiment. Journal of
Physical Chemistry A, 2014, 118, 6648-6656. 2.5 37
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271
Reprint of â€œEnvironmental and dynamical effects on the optical properties of molecular systems by
time-independent and time-dependent approaches: Coumarin derivatives as test casesâ€•. Computational
and Theoretical Chemistry, 2014, 1040-1041, 144-157.

2.5 1

272 Moka: Designing a Simple Scene Graph Library for Cluster-Based Virtual Reality Systems. Lecture Notes
in Computer Science, 2014, , 333-350. 1.3 4

273 Graphical Interfaces and Virtual Reality for Molecular Sciences. , 2014, , . 0

274
General Time Dependent Approach to Vibronic Spectroscopy Including Franckâ€“Condon,
Herzbergâ€“Teller, and Duschinsky Effects. Journal of Chemical Theory and Computation, 2013, 9,
4097-4115.

5.3 314

275 Vibronic Coupling Dominates the Electronic Circular Dichroism of the Benzene Chromophore
<sup>1</sup>L<sub>b</sub> band. Journal of Organic Chemistry, 2013, 78, 7398-7405. 3.2 35

276 Development of a Virtual Spectrometer for Chiroptical Spectroscopies: The Case of Nicotine.
Chirality, 2013, 25, 701-708. 2.6 22

277
Accurate molecular structure and spectroscopic properties of nucleobases: a combined
computationalâ€“microwave investigation of 2-thiouracil as a case study. Physical Chemistry Chemical
Physics, 2013, 15, 16965.

2.8 74

278 Anharmonic theoretical simulations of infrared spectra of halogenated organic compounds. Journal
of Chemical Physics, 2013, 139, 074310. 3.0 72

279 The effects of ferulic acid on Î²-amyloid fibrillar structures investigated through experimental and
computational techniques. Biochimica Et Biophysica Acta - General Subjects, 2013, 1830, 2924-2937. 2.4 23

280 Anharmonicity Effects in the Vibrational CD Spectra of Propylene Oxide. Journal of Physical Chemistry
Letters, 2013, 4, 3424-3428. 4.6 46

281 Exploring the conformational and reactive dynamics of biomolecules in solution using an extended
version of the glycine reactive force field. Physical Chemistry Chemical Physics, 2013, 15, 15062. 2.8 111

282 An improved AMBER force field for Î±,Î±-dialkylated peptides: intrinsic and solvent-induced
conformational preferences of model systems. Physical Chemistry Chemical Physics, 2013, 15, 17395. 2.8 15

283 Absorption and Emission Spectra of a Flexible Dye in Solution: A Computational Time-Dependent
Approach. Journal of Chemical Theory and Computation, 2013, 9, 4507-4516. 5.3 78

284 Red-Hair-Inspired Chromogenic System Based on a Proton-Switched Dehydrogenative Free-Radical
Coupling. Organic Letters, 2013, 15, 4944-4947. 4.6 14

285
Interaction of collagen with chlorosulphonated paraffin tanning agents: Fourier transform infrared
spectroscopic analysis and molecular dynamics simulations. Physical Chemistry Chemical Physics,
2013, 15, 14736.

2.8 15

286 Computational tools for the interpretation of electron spin resonance spectra in solution.
Molecular Physics, 2013, 111, 2746-2756. 1.7 18

287 Computational Design, Synthesis, and Mechanochromic Properties of New Thiopheneâ€•Based
Ï€â€•Conjugated Chromophores. Chemistry - A European Journal, 2013, 19, 1996-2004. 3.3 43

288 Glycine conformers: a never-ending story?. Physical Chemistry Chemical Physics, 2013, 15, 1358-1363. 2.8 81
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289
Characterization of the Elusive Conformers of Glycine from State-of-the-Art Structural,
Thermodynamic, and Spectroscopic Computations: Theory Complements Experiment. Journal of
Chemical Theory and Computation, 2013, 9, 1533-1547.

5.3 72

290 The Optical Rotation of Methyloxirane in Aqueous Solution: A Never Ending Story?. Journal of
Chemical Theory and Computation, 2013, 9, 1880-1884. 5.3 76

291 Joyce and Ulysses: integrated and user-friendly tools for the parameterization of intramolecular
force fields from quantum mechanical data. Physical Chemistry Chemical Physics, 2013, 15, 3736. 2.8 89

292 Computational Spectroscopy of Large Systems in Solution: The DFTB/PCM and TD-DFTB/PCM Approach.
Journal of Chemical Theory and Computation, 2013, 9, 2052-2071. 5.3 43

293 Unraveling the peculiar modus operandi of a new class of solvatochromic fluorescent molecular
rotors by spectroscopic and quantum mechanical methods. Chemical Science, 2013, 4, 2502. 7.4 36

294 Transport properties of binuclear metal complexes of the VIII group using a simplified NEGF-DFT
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