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139 Theoretical Study of Complexes and Fluoride Cation Transfer between N2F+and Electron Donors.
Journal of Physical Chemistry A, 2007, 111, 7154-7161. 2.5 49

140 Using beryllium bonds to change halogen bonds from traditional to chlorine-shared to ion-pair
bonds. Physical Chemistry Chemical Physics, 2015, 17, 2259-2267. 2.8 49

141 An experimental (NMR) and theoretical (GIAO) study of the tautomerism of benzotriazole in solution.
Tetrahedron, 2002, 58, 9089-9094. 1.9 48

142

A Systematic Comparison of Second-Order Polarization Propagator Approximation (SOPPA) and
Equation-of-Motion Coupled Cluster Singles and Doubles (EOMâˆ’CCSD) Spinâˆ’Spin Coupling Constants
for Selected Singly Bonded Molecules, and the Hydrides NH<sub>3</sub>, H<sub>2</sub>O, and HF and
Their Protonated and Deprotonated Ions and Hydrogen-Bonded Complexes. Journal of Chemical
Theory and Computation, 2008, 4, 967-973.

5.3 48

143 Complexes between Dihydrogen and Amine, Phosphine, and Arsine Derivatives. Hydrogen Bond versus
Pnictogen Interaction. Journal of Physical Chemistry A, 2013, 117, 3243-3251. 2.5 48

144 New route to 1,4-oxazepane and 1,4-diazepane derivatives: synthesis from N-propargylamines. RSC
Advances, 2016, 6, 99781-99793. 3.6 48



10

Ibon Alkorta

# Article IF Citations

145 Carbenes as Electron-Pair Donors To CO<sub>2</sub> for CÂ·Â·Â·C Tetrel Bonds and Câ€“C Covalent Bonds.
Journal of Physical Chemistry A, 2017, 121, 4039-4047. 2.5 48

146 Solvent-free incorporation of CO<sub>2</sub> into 2-oxazolidinones: a review. RSC Advances, 2019, 9,
19465-19482. 3.6 48
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149 Radicals as hydrogen bond acceptors. Zeitschrift Fur Elektrotechnik Und Elektrochemie, 1998, 102,
429-435. 0.9 46

150 3-(2-Pyridyl)-[1,2,3]triazolo[1,5-a]pyridines. An experimental and theoretical (DFT) study of the
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151 An Ab Initio Study of the Structures and Selected Properties of 1,2-Dihydro-1,2-azaborine and Related
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152 Vibrational spectra of 3,5-dimethylpyrazole and deuterated derivatives. Spectrochimica Acta - Part A:
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Immobilized TiO<sub>2</sub>nanoparticles on carbon nanotubes: an efficient heterogeneous catalyst
for the synthesis of chromeno[<i>b</i>]pyridine derivatives under ultrasonic irradiation. RSC
Advances, 2019, 9, 41868-41876.

3.6 45
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161 A DFT and AIM analysis of the spinâ€“spin couplings across the hydrogen bond in the 2â€•fluorobenzamide
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Selection, 1996, 9, 573-583. 2.1 43
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179 Dihydrogen Bond Cooperativity in Aza-borane Derivatives. Journal of Physical Chemistry A, 2010, 114,
8457-8462. 2.5 42

180
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183 Decarboxylative cross-coupling reactions for P(O)â€“C bond formation. RSC Advances, 2018, 8,
26383-26398. 3.6 42
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proton transfer and tautomerism. Beilstein Journal of Organic Chemistry, 2014, 10, 1620-1629. 2.2 41

188
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Molecules, 2018, 23, 2250.
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Tetrahedron, 2010, 66, 5071-5081. 1.9 40
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Physical Chemistry Chemical Physics, 2011, 13, 13951.

2.8 40
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27625-27639. 3.6 38
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Complexes. ChemPhysChem, 2019, 20, 1572-1580. 2.1 38
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210 Cooperativity in beryllium bonds. Physical Chemistry Chemical Physics, 2014, 16, 4305-4312. 2.8 37
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Substituent Effects on the Properties of Pnicogen-Bonded Complexes
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of Physical Chemistry A, 2015, 119, 224-233.
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212
2-Amino-3-oxohexahydroindolizino[8,7-b]indole-5-carboxylate derivatives as new scaffolds for
mimicking Î²-turn secondary structures. Molecular dynamics and stereoselective synthesis.
Tetrahedron, 1995, 51, 7841-7856.
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213
Interaction of positively and negatively charged aromatic hydrocarbons with benzene and
triphenylene: Towards a model of pure organic insulators. Chemical Physics Letters, 2008, 460,
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azapentalenes: a DFT study. Tetrahedron, 2008, 64, 3826-3836. 1.9 36
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Physics, 2012, 14, 9880. 2.8 36

216 A theoretical evidence for cooperative enhancement in aerogen-bonding interactions: Open-chain
clusters of KrOF2 and XeOF2. Chemical Physics Letters, 2016, 662, 80-85. 2.6 36
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218 Direct sulfonamidation of (hetero)aromatic Câ€“H bonds with sulfonyl azides: a novel and efficient
route to<i>N</i>-(hetero)aryl sulfonamides. RSC Advances, 2020, 10, 37299-37313. 3.6 36
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of Chemistry, 1999, 23, 1231-1237. 2.8 35

220 The structure of fluorinated indazoles: the effect of the replacement of a H by a F atom on the
supramolecular structure of NH-indazoles. New Journal of Chemistry, 2007, 31, 936-946. 2.8 35

221 Pnicogen-Bonded Complexes H<sub><i>n</i></sub>F<sub>5â€“<i>n</i></sub>P:N-Base, for <i>n</i> = 0â€“5.
Journal of Physical Chemistry A, 2014, 118, 10144-10154. 2.5 35

222 Azines as Electron-Pair Donors to CO<sub>2</sub> for NÂ·Â·Â·C Tetrel Bonds. Journal of Physical
Chemistry A, 2017, 121, 8017-8025. 2.5 35

223 Complexes of CO2 with the Azoles: Tetrel Bonds, Hydrogen Bonds and Other Secondary Interactions.
Molecules, 2018, 23, 906. 3.8 35

224 Carbon acidity and ring strain: A hybrid HF-DFT approach (Becke3LYP/6â€“311++Gâˆ—âˆ—). Tetrahedron, 1997, 53,
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226 Enhancing and modulating the intrinsic acidity of imidazole and pyrazole through beryllium bonds.
Journal of Molecular Modeling, 2013, 19, 4139-4145. 1.8 34

227 Characterizing Traditional and Chlorine-Shared Halogen Bonds in Complexes of Phosphine Derivatives
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228 The organic chemistry of poly(1H-pyrazol-1-yl)methanes. Coordination Chemistry Reviews, 2017, 339,
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229 Hydrogen Bond versus Halogen Bond in Cationâ€“Cation Complexes: Effect of the Solvent.
ChemPhysChem, 2017, 18, 3462-3468. 2.1 34

230 Theoretical studies of aza analogues of platonic hydrocarbons. Computational and Theoretical
Chemistry, 1990, 206, 67-75. 1.5 33

231 Aminopropylsilanes versus silatranes: an experimental and theoretical study. Journal of
Organometallic Chemistry, 2001, 625, 148-153. 1.8 33

232 The boronâ€“boron single bond in diborane(4) as a non-classical electron donor for hydrogen
bonding. Physical Chemistry Chemical Physics, 2011, 13, 14026. 2.8 33
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compounds. Journal of the Iranian Chemical Society, 2016, 13, 1235-1256. 2.2 33

234 Cations brought together by hydrogen bonds: the protonated pyridineâ€“boronic acid dimer explained.
Physical Chemistry Chemical Physics, 2019, 21, 5796-5802. 2.8 33
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235 Methods for the direct synthesis of thioesters from aldehydes: a focus review. Journal of Sulfur
Chemistry, 2020, 41, 96-115. 2.0 33

236 Intermolecular difunctionalization of alkenes: synthesis of Î²-hydroxy sulfides. RSC Advances, 2021, 11,
13138-13151. 3.6 33

237 A computational approach to intermolecular proton transfer in the solid state: assistance by proton
acceptor molecules. Journal of the Chemical Society Perkin Transactions II, 1998, , 2671-2676. 0.9 32

238 3hJ(15Nâˆ’31P) Spinâˆ’Spin Coupling Constants across Nâˆ’HÂ·Â·Â·Oâˆ’P Hydrogen Bonds. Journal of the American
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247 19Fâ€“19F spinâ€“spin coupling constant surfaces for (HF)2 clusters: The orientation and distance
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Letters, 2011, 511, 129-134. 2.6 31

251 Lone-Pair Hole on P: PÂ·Â·Â·N Pnicogen Bonds Assisted by Halogen Bonds. Journal of Physical Chemistry A,
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252 Methods for direct C(sp2)â€“H bonds azidation. RSC Advances, 2019, 9, 25199-25215. 3.6 31
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253 Monohydride and Monofluoride Derivatives of B, Al, N and P. Theoretical Study of Their Ability as
Hydrogen Bond Acceptors. Journal of Physical Chemistry A, 1999, 103, 8861-8869. 2.5 30

254 A computational study of dimers and trimers of hypohalous acids. Chemical Physics Letters, 2008, 454,
201-206. 2.6 30

255 The Boat Conformation in Pyrazaboles. A Theoretical and Experimental Studyâ€ . Crystal Growth and
Design, 2008, 8, 838-847. 3.0 30

256 Dihydrogen Bonding vs Metalâˆ’Ïƒ Interaction in Complexes between H<sub>2</sub> and Metal Hydride.
Journal of Physical Chemistry A, 2011, 115, 201-210. 2.5 30
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259 Spontaneous proton transfers induced by beryllium bonds. Molecular Physics, 2014, 112, 592-600. 1.7 30
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1,2,3-triazolium rings. Chemical Communications, 2014, 50, 4680-4682. 4.1 30
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Coupling Constants. Journal of Physical Chemistry A, 2009, 113, 12411-12420.
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282 The Mills-Nixon effect on enol-enol tautomerism in Î²-dicarbonyl compounds and on annular
tautomerism in NH-pyrazoles: A semi-empirical study. Tetrahedron, 1997, 53, 1403-1410. 1.9 28
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Ab initio Calculations. Heterocycles, 2001, 55, 2109. 0.7 28

284 Synthesis, experimental and theoretical NMR study of 2â€²-hydroxychalcones bearing a nitro substituent
on their B ring. Tetrahedron, 2004, 60, 6513-6521. 1.9 28
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