1,182

papers

1204

all docs

6592

35,959 79
citations h-index
1204 1204
docs citations times ranked

130

g-index

16605

citing authors



10

12

14

16

18

ARTICLE IF CITATIONS

From weak to strong interactions: A comprehensive analysis of the topological and energetic
properties of the electron density distribution involving Xa€“Ha<Fa€"“Y systems. Journal of Chemical
Physics, 2002, 117, 5529-5542.

Behavior of Ylides Containing N, O, and C Atoms as Hydrogen Bond Acceptors. Journal of the American 6.6 1334
Chemical Society, 2000, 122, 11154-11161. : >

Non-conventional hydrogen bonds. Chemical Society Reviews, 1998, 27, 163.

Interaction of Anions with Perfluoro Aromatic Compounds. Journal of the American Chemical 6.6 496
Society, 2002, 124, 8593-8598. :

Not Only Hydrogen Bonds: Other Noncovalent Interactions. Crystals, 2020, 10, 180.

The Tautomerism of Heterocycles: Five-membered Rings with Two or More Heteroatoms. Advances in

Heterocyclic Chemistry, 2000, 76, 157-323. 0.9 268

Cooperativity in multiple unusual weak bonds. Theoretical Chemistry Accounts, 2010, 126, 1-14.

On the Reliability of Pure and Hybrid DFT Methods for the Evaluation of Halogen, Chalcogen, and
Pnicogen Bonds Involving Anionic and Neutral Electron Donors. Journal of Chemical Theory and 2.3 243
Computation, 2013, 9, 5201-5210.

Wiater Clusters: Towards an Understanding Based on First Principles of Their Static and Dynamic
Properties. Angewandte Chemie - International Edition, 2000, 39, 717-721.

Bifurcated Hydrogen Bonds:4€%o Three-Centered Interactions. Journal of Physical Chemistry A, 1998, 102,
9925-9932. 11 225

Photoinduced intramolecular proton transfer as the mechanism of ultraviolet stabilizers: a
reappraisal. Journal of the American Chemical Society, 1990, 112, 747-759.

<i>N<[i>a€polyazolylmethanes. <b>1</b>. Synthesis and nmr study of <i>N,N</i>a€24€diazolylmethanes. Journal

of Heterocyclic Chemistry, 1982, 19, 1141-1145. L4 194

Carbon-13 magnetic resonance studies of azoles. Tautomerism, shift reagent effects, and solvent
effects. Journal of Organic Chemistry, 1974, 39, 357-363.

Basicity and Acidity of Azoles. Advances in Heterocyclic Chemistry, 1987, , 187-274. 0.9 187

Charge-Transfer Complexes between Dihalogen Compounds and Electron Donors. Journal of Physical
Chemistry A, 1998, 102, 9278-9285.

Statistical analysis of <sup>13</sup>C and <sup>15</sup>N NMR chemical shifts from GIAO/B3LYP/64€311 +

+ G** calculated absolute shieldings. Magnetic Resonance in Chemistry, 2007, 45, 797-800. 1.1 186

Molecular Complexes between Silicon Derivatives and Electron-Rich Groups. Journal of Physical

Chemistry A, 2001, 105, 743-749.

Unusual Hydrogen Bonds:A HA-A-A€ Interactions. Journal of Physical Chemistry A, 1997, 101, 9457-9463. 11 180



20

22

24

26

28

30

32

34

36

JOSE ELGUERO

ARTICLE IF CITATIONS

An Attractive Interaction between the [€-Cloud of C6F6 and Electron-Donor Atoms. Journal of Organic

Chemistry, 1997, 62, 4687-4691.

Competition of Hydrogen Bonds and Halogen Bonds in Complexes of Hypohalous Acids with 11 170
Nitrogenated Bases. Journal of Physical Chemistry A, 2008, 112, 10856-10863. :

Structures, Energies, Bonding, and NMR Properties of Pnicogen Complexes
H<sub>2<[sub>XP:NXH<sub>2<[sub> (X deH, CH<sub>3<[sub>, NH<sub>2<[sub>, OH, F, Cl). Journal of
Physical Chemistry A, 2011, 115, 13724-13731.

Beryllium Bonds, Do They Exist?. Journal of Chemical Theory and Computation, 2009, 5, 2763-2771. 2.3 158

Effect ofN-substituents on thel3C NMR parameters of azoles. Magnetic Resonance in Chemistry, 1988,
26, 134-151.

Theoretical Study of Strong Hydrogen Bonds between Neutral Molecules:4€%o The Case of Amine Oxides

and Phosphine Oxides as Hydrogen Bond Acceptors. Journal of Physical Chemistry A, 1999, 103, 272-279. 11 154

Prototropic Tautomerism of Heterocycles: Heteroaromatic Tautomerisma€”General Overview and
Methodology. Advances in Heterocyclic Chemistry, 2000, 76, 1-84.

IMPROVED SYNTHESIS OF POLYAZOLYLMETHANES UNDER SOLID-LIQUID PHASE-TRANSFER CATALYSIS.

Organic Preparations and Procedures International, 1984, 16, 299-307. 0.6 146

Bond Lengtha€“Electron Density Relationships: From Covalent Bonds to Hydrogen Bond Interactions.
Structural Chemistry, 1998, 9, 243-247.

Resonance-Assisted Hydrogen Bonds:A A Critical Examination. Structure and Stability of the Enols of

12-Diketones and 12-Enaminones. Journal of Physical Chemistry A, 2007, 111, 3585-3591. 1.1 142

New ultraviolet stabilizers: 3- and 5-(2'-hydroxyphenyl)pyrazoles. Journal of the American Chemical
Society, 1992, 114, 5039-5048.

Spodium Bonds: Noncovalent Interactions Involving Group3é€...12 Elements. Angewandte Chemie - 79 136
International Edition, 2020, 59, 17482-17487. ’

Pyrazoles. , 1996, , 1-75.

31Pa€“31P spina€“spin coupling constants for pnicogen homodimers. Chemical Physics Letters, 2011, 512,
184-187. 1.2 132

Pnicogen Bonded Complexes of PO<sub>2<[sub>X (X = F, Cl) with Nitrogen Bases. Journal of Physical
Chemistry A, 2013, 117, 10497-10503.

Basicity and acidity of azoles: the annelation effect in azoles. Journal of the American Chemical 6.6 127
Society, 1988, 110, 4105-4111. :

Intramolecular Hydrogen Bonds inortho-Substituted Hydroxybenzenes and in 8-Susbtituted
1-Hydroxynaphthalenes:A Can a Methyl Group Be an Acceptor of Hydrogen Bonds?. Journal of Physical

Chemistry A, 2001, 105, 10462-10467.

Do coupling constants and chemical shifts provide evidence for the existence of resonance-assisted 0.8 196
hydrogen bonds?. Molecular Physics, 2004, 102, 2563-2574. :



38

40

42

44

46

48

50

52

54

JOSE ELGUERO

ARTICLE IF CITATIONS

Intermolecular triple proton and deuteron transfer in crystalline 3,5-dimethylpyrazole studied by

NMR, NQR, and x-ray methods. Journal of the American Chemical Society, 1989, 111, 7304-7312.

13C NMR of pyrazoles. Magnetic Resonance in Chemistry, 1993, 31, 107-168. 11 123

Basicity of N-H- and N-Methyl-1,2,3-triazoles in the Gas Phase, in Solution, and in the Solid State &~ An
Experimental and Theoretical Study. European Journal of Organic Chemistry, 2001, 2001, 3013.

Electrostatic proximity effects in the relative basicities and acidities of pyrazole, imidazole, pyridazine,

and pyrimidine. Journal of the American Chemical Society, 1986, 108, 3237-3239. 6.6 120

Tautomerism and aromaticity in 1,2,3-triazoles: the case of benzotriazole. Journal of the American
Chemical Society, 1989, 111, 7348-7353.

Theoretical Study of the Influence of Electric Fields on Hydrogen-Bonded Acida”Base Complexes.

Journal of Physical Chemistry A, 1997, 101, 9791-9800. 11 114

Experimental measurements and theoretical calculations of the chemical shifts and coupling
constants of three azines (benzalazine, acetophenoneazine and cinnamaldazine). Magnetic Resonance
in Chemistry, 2008, 46, 859-864.

Observation of a series of degenerate cyclic double, triple, and quadruple proton transfers in solid

pyrazoles. Journal of the American Chemical Society, 1992, 114, 9657-9659. 6.6 107

Are resonance-assisted hydrogen bonds 4€ resonance assistedd€™? A theoretical NMR study. Chemical
Physics Letters, 2005, 411, 411-415.

Influence of Hydrogen Bonds on the PA-A-A-P Pnicogen Bond. Journal of Chemical Theory and 9.3 106
Computation, 2012, 8, 2320-2327. :

Fluorescence of fullerenes (C60 and C70). Journal of the American Chemical Society, 1993, 115,
9249-9252.

Fluorined€“Fluorine Interactions: NMR and AIM Analysis. Structural Chemistry, 2004, 15, 117-120. 1.0 103

Cooperativity in Tetrel Bonds. Journal of Physical Chemistry A, 2016, 120, 648-656.

Intermolecular Weak Interactions in HTeXH Dimers (X=0, S, Se, Te): Hydrogen Bonds,

Chalcogena€“Chalcogen Contacts and Chiral Discrimination. ChemPhysChem, 2012, 13, 496-503. Lo 101

Very strong hydrogen bonds in neutral molecules: The phosphinic acid dimers. Journal of Chemical
Physics, 1998, 109, 2685-2693.

Current TrAqger's Base Chemistry. Advances in Heterocyclic Chemistry, 2007, 93, 1-56. 0.9 98

Substituent effects on thel5N NMR Parameters of Azoles. , 1997, 35, 35-75.

Inverse Hydrogen-Bonded Complexes. Journal of Physical Chemistry A, 1997, 101, 4236-4244. 11 95



56

58

60

62

64

66

68

70

72

JOSE ELGUERO

ARTICLE IF CITATIONS

Dynamic NMR Study of the Mechanisms of Double, Triple, and Quadruple Proton and Deuteron

Transfer in Cyclic Hydrogen Bonded Solids of Pyrazole Derivatives. Journal of the American Chemical
Society, 2004, 126, 11718-11732.

Dihydrogen bonds (A4€“Ha<H&€“B). Chemical Communications, 1996, , 1633-1634. 2.2 94

Pnicogen-Bonded Cyclic Trimers (PH<sub>2</[sub>X)<sub>3</sub> with X = F, Cl, OH, NC, CN,
CH<sub>3</[sub>, H, and BH<sub>2</[sub>. Journal of Physical Chemistry A, 2013, 117, 4981-4987.

Supramolecular structure of 1H-pyrazoles in the solid state: a crystallographic and ab initio study.

Acta Crystallographica Section B: Structural Science, 2000, 56, 1018-1028. 1.8 93

Synthesis, Characterization, Molecular Structure and Theoretical Studies of Axially
Fluoro&€substituted Subazaporphyrins. Chemistry - A European Journal, 2008, 14, 1342-1350.

Ab Initio Study of the Structural, Energetic, Bonding, and IR Spectroscopic Properties of Complexes

with Dihydrogen Bonds. Journal of Physical Chemistry A, 2002, 106, 9325-9330. 11 90

Interplay of F&€“H<sup><b>...<[b><[sup>F Hydrogen Bonds and P<sup><b>...</b><[sup>N Pnicogen Bonds.
Journal of Physical Chemistry A, 2012, 116, 9205-9213.

The geometry of pyrazole: A test forab initiocalculations. Journal of Computational Chemistry, 1995, 15 89
16, 263-272. :

Title is missing!. Structural Chemistry, 1998, 9, 187-202.

Dynamic intermolecular tautomerism of 3,5-dimethylpyrazole in the solid state by carbon-13 CP/MAS
NMR spectroscopy and x-ray crystallography. Journal of the American Chemical Society, 1985, 107, 6.6 87
5290-5291.

Self-Discrimination of Enantiomers in Hydrogen-Bonded Dimers. Journal of the American Chemical
Society, 2002, 124, 1488-1493.

Competition and Interplay between [f-Hole and 1€-Hole Interactions: A Computational Study of 1:1 and 1:2
Complexes of Nitryl Halides (O<sub>2</sub>NX) with Ammonia. Journal of Physical Chemistry A, 2012, 11 86
116, 5199-5206.

Theoretical study of the azido-tetrazole isomerization. Journal of the American Chemical Society,
1976, 98, 1685-1690.

Theoretical Study of Dihydrogen Bonds between (XH)2, X = Li, Na, BeH, and MgH, and Weak Hydrogen 11 85
Bond Donors (HCN, HNC, and HCCH). Journal of Physical Chemistry A, 2006, 110, 10279-10286. :

Carbenes and Silylenes as Hydrogen Bond Acceptors. The Journal of Physical Chemistry, 1996, 100,
19367-19370.

Atropisomerism and Axial Chirality in Heteroaromatic Compounds. Advances in Heterocyclic 0.9 84
Chemistry, 2012, , 1-188. :

Single Electron Pnicogen Bonded Complexes. Journal of Physical Chemistry A, 2014, 118, 947-953.

A Solid-State NMR, X-ray Diffraction, and ab Initio Computational Study of Hydrogen-Bond Structure
and Dynamics of Pyrazole-4-Carboxylic Acid Chains. Journal of the American Chemical Society, 2001, 6.6 83
123,7898-7906.



74

76

78

80

82

84

86

88

90

JOSE ELGUERO

ARTICLE IF CITATIONS

New Chiral Molecular Tweezers with a Bis-TrAqger's Base Skeleton&€. Journal of Organic Chemistry,

2001, 66, 1607-1611.

Substituent and solvent effects on the proton transfer equilibrium in anils and azo derivatives of
naphthol. Multinuclear NMR study and theoretical calculations. Journal of Molecular Structure, 1.8 82
2004, 705, 1-9.

Non&€Resonanced€Assisted Hydrogen Bonding in Hydroxymethylene and Aminomethylene Cyclobutanones
and Cyclobutenones and Their Nitrogen Counterparts.. ChemPhysChem, 2007, 8, 1950-1958.

A 13C NMR spectroscopy study of the structure of N-H pyrazoles and indazoles. Canadian Journal of 0.6 81
Chemistry, 1993, 71, 678-684. ’

Do Traditional, Chlorine-shared, and lon-pair Halogen Bonds Exist? An ab Initio Investigation of
FCI:CNX Complexes. Journal of Physical Chemistry A, 2010, 114, 12958-12962.

Modulating the Strength of Hydrogen Bonds through Beryllium Bonds. Journal of Chemical Theory

and Computation, 2012, 8, 2293-2300. 2.3 81

Exploring (NH<sub>2<[sub>F)<sub>2<[sub>, H<sub>2<[sub>FP:NFH<sub>2</sub>, and
(PH<sub>2<[sub>F)<sub>2<[sub> Potential Surfaces: Hydrogen Bonds or Pnicogen Bonds?. Journal of
Physical Chemistry A, 2013, 117, 183-191.

Effects of Nitrogen Substitution in Poly(Pyrazolyl)Borato Ligands: From Orbital Energy Levels to C4€“H af> 17 80
O Hydrogen Bonding. Chemistry - A European Journal, 1996, 2, 992-1000. :

Bonding in Tropolone, 2a€Aminotropone, and Aminotroponimine: No Evidence of Resonancea€Assisted
Hydrogena€Bond Effects. Chemistry - A European Journal, 2008, 14, 4225-4232.

Theoretical study of the HXYH dimers (X,4€%0Ya€%0=4€%00, S, Se). Hydrogen bonding and chalcogené€“chalcoge8 8

interactions. Molecular Physics, 2011, 109, 2543-2552. 80

Open Bis(triazolium) Structural Motifs as a Benchmark To Study Combined Hydrogen- and
Halogen-Bonding Interactions in Oxoanion Recognition Processes. Journal of Organic Chemistry,
2014, 79, 6959-6969.

Structures, Binding Energies, and Spina€“Spin Coupling Constants of Geometric Isomers of Pnicogen
Homodimers (PHFX)<sub>2</sub>, X = F, Cl, CN, CH<sub>3</sub>, NC. Journal of Physical Chemistry A, 1.1 79
2012, 116, 3056-3060.

Title is missing!. Helvetica Chimica Acta, 2002, 85, 2763-2776.

Review on DFT and ab initio Calculations of Scalar Coupling Constants. International Journal of 18 78
Molecular Sciences, 2003, 4, 64-92. :

A review with comprehensive data on experimental indirect scalar NMR spina€“spin coupling constants
across hydrogen bonds. Magnetic Resonance in Chemistry, 2008, 46, 599-624.

The reaction between hydrazines and 12-dicarbonyl compounds: proposal for a mechanism. Canadian 0.6 -
Journal of Chemistry, 2000, 78, 1109-1120. :

How To Determine Whether Intramolecular HA-A-A-H Interactions Can Be Classified as Dihydrogen Bonds.

Journal of Physical Chemistry A, 2008, 112, 2721-2727.

Pnicogen Bonds between Xa«PH<sub>3<[sub> (X = O, S, NH, CH<sub>2</sub>) and Phosphorus and

Nitrogen Bases. Journal of Physical Chemistry A, 2014, 118, 1527-1537. 11 77



92

94

96

98

100

102

104

106

108

JOSE ELGUERO

ARTICLE IF CITATIONS

Study of the reaction of chalcone analogs of dehydroacetic acid and o-aminothiophenol: synthesis

and structure of 1,5-benzothiazepines and 1,4-benzothiazines. Tetrahedron, 2005, 61, 6642-6651.

Orthogonal interactions between nitryl derivatives and electron donors: pnictogen bonds. Physical 13 75
Chemistry Chemical Physics, 2013, 15, 14310. :

Influence of Substituent Effects on the Formation of PA-A:A-Cl Pnicogen Bonds or Halogen Bonds. Journal
of Physical Chemistry A, 2014, 118, 2360-2366.

Azolides. Part 12. Carbon-13 nuclear magnetic resonance study of N-methyl and N-acetyl derivatives of

azoles and benzazoles. Journal of the Chemical Society Perkin Transactions I, 1978, , 99. 0.9 74

GIAO Calculations of Chemical Shifts in Heterocyclic Compounds. Structural Chemistry, 2003, 14,
377-389.

Pnicogen and hydrogen bonds: complexes between PH3X+ and PH2X systems. Physical Chemistry 13 74
Chemical Physics, 2015, 17, 3261-3272. )

Effects of fluorine substitution on hydrogen bond interactions. Journal of Fluorine Chemistry, 2000,
101, 233-238.

CarbonA-A-A-Carbon Weak Interactions. Journal of Physical Chemistry A, 2009, 113, 8387-8393. 1.1 73

A computational study of the cooperativity in clusters of interhalogen derivatives. Structural
Chemistry, 2009, 20, 63-71.

Influence of Lone Pair Repulsion vs Resonance Energy on the Relative Stabilities of Molecular
Structures: A Theoretical Approach to the Equilibrium between 1H- and 2H-Benzotriazole Tautomers. 1.7 69
Journal of Organic Chemistry, 1994, 59, 2799-2802.

Polymorphism and Desmotropy in Heterocyclic Crystal Structures. Crystal Growth and Design, 2011,
11, 4731-4738.

Acidity and Basicity of Indazole and its N-Methyl Derivatives in the Ground and in the Excited State. The 9.9 68
Journal of Physical Chemistry, 1994, 98, 10606-10612. :

Field effects on dihydrogen bonded systems. Chemical Physics Letters, 1997, 275, 423-428.

Pnicogen-Bonded Anionic Complexes. Journal of Physical Chemistry A, 2014, 118, 3386-3392. 11 68

Large Chiral Recognition in Hydrogen-Bonded Comﬁlexes and Proton Transfer in Pyrrolo[2,3-b]pyrrole
Dimers as Model Compounds. Journal of Organic Chemistry, 2003, 68, 7485-7489.

Periodic Trends in Bond Dissociation Energies. A Theoretical Study. Journal of Physical Chemistry A, 11 7
2005, 109, 4359-4365. ’

Properties of Complexes H<sub>2<[sub>Ca«{X)P:PXH<sub>2<[sub>, for X = F, Cl, OH, CN, NC, CCH, H,
CH<sub>3<[sub>, and BH<sub>2</sub>: PA-A-A-P Pnicogen Bonding at |f-Holes and I€-Holes. Journal of Physical

Chemistry A, 2013, 117, 11592-11604.

Phosphorus As a Simultaneous Electron-Pair Acceptor in Intermolecular PA-A-A:N Pnicogen Bonds and

Electron-Pair Donor to Lewis Acids. Journal of Physical Chemistry A, 2013, 117, 3133-3141. 11 66



110

112

114

116

118

120

122

124

126

JOSE ELGUERO

ARTICLE IF CITATIONS

Orientation de la rA©action d'alkylation des pyrazoles dans des conditions neutres et en catalyse par

transfert de phase. Journal of Heterocyclic Chemistry, 1980, 17, 137-142.

A study of the tautomerism of 12-dicarbonyl compounds with special emphasis on curcuminoids. 1.0 65
Tetrahedron, 2008, 64, 8089-8094. :

Characterlzm%Complexes with Pnicogen Bonds Involving sp<sup>2</sup> Hybridized Phosphorus
Atoms: (H<sub>2<[sub>C&PX)<sub>2<[sub> with X = F, Cl, OH, CN, NC, CCH, H, CH<sub>3</sub>, and
BH<sub>2< sub>. Journal of Physical Chemistry A, 2013, 117 6893-6903.

Self-assembly of Ligands Designed for the Building of a New Type of [2 A— 2] Metallic Grid. Anion

Encapsulation and Diffusion NMR Spectroscopy. Inorganic Chemistry, 2008, 47, 413-428. 1.9 64

The tautomerism of 3(5)-phenylpyrazoles: an experimental (1H, 13C, 15N NMR and X-ray crystallography)
study. Journal of the Chemical Society Perkin Transactions Il, 1992, , 1737.

Enthalpies of Formation ofN-Substituted Pyrazoles and Imidazoles. Journal of Physical Chemistry A, 11 63
1999, 103, 9336-9344. )

Discrimination of hydrogen-bonded complexes with axial chirality. Journal of Chemical Physics, 2002,
117, 6463-6468.

Influence of Intermolecular Hydrogen Bonds on the Tautomerism of Pyridine Derivatives. Journal of 17 63
Organic Chemistry, 2002, 67, 1515-1519. :

A theoretical study of the tautomerism and ionization of 5-substituted NH-tetrazoles. Computational
and Theoretical Chemistry, 2004, 668, 123-132.

On the Existence of I+-Agostic Bonds:a4€%. Bonding Analyses of Titanium Alkyl Complexes. Organometallics, 11 63
2006, 25, 5638-5647. ’

Structure of bis-, tris- and tetrakispyrazolylborates in the solid state (sodium and potassium salts of) Tj ETQql 1 0.784314 rgBT |Over
1.2 60

Chimica Acta, 1990, 176, 195-204.

THE CHEMISTRY OF PYRAZOLIDINONES. A REVIEW. Organic Preparations and Procedures International, 0.6 60
1991, 23, 273-320. )

The structure of halogeno-1,2,4-triazoles in the solid state and in solution. New Journal of Chemistry,
2001, 25, 1061-1068.

New Bis(chalcones) and Their Transformation into Bis(pyrazoline) and Bis(pyrazole) Derivatives. 12 60
European Journal of Organic Chemistry, 2003, 2003, 747-755. :

Intramolecular pnico%en interactions in phosphorus and arsenic analogues of proton sponges.
Physical Chemistry Chemical Physics, 2014, 16, 15900-15909.

Atropisomerism and conformational aspects of <i>meso</i>-tetraarylporphyrins and related

compounds. Journal of Porphyrins and Phthalocyanines, 2011, 15, 1-28. 0.4 59

The Pnicogen Bond in Review: Structures, Binding Energies, Bonding Properties, and Spin-Spin CouFIing
Constants of Complexes Stabilized by Pnicogen Bonds. Challenges and Advances in Computationa

Chemistry and Physics, 2015, , 191-263.

Experimental and theoretical study of the R3P+-X- bond. Case of betaines derived from

N-iminophosphoranes and alkyl isocyanates. Journal of the American Chemical Society, 1989, 111, 355-363. 6.6 °8



128

130

132

134

136

138

140

142

144

JOSE ELGUERO

ARTICLE IF CITATIONS

Synthesis and molecular structure of 3-(2-benzyloxy-6-hydroxyphenyl)-5-styrylpyrazoles. Reaction of

2-styrylchromones and hydrazine hydrate. Tetrahedron, 1999, 55, 10187-10200.

The tautomerism of Omeprazole in solution: alH and13C NMR study. Magnetic Resonance in Chemistry, 11 58
2004, 42, 712-714. :

The Structure of Pyrazoles in the Solid State:A A Combined CPMAS, NMR, and Crystallographic Study.
Journal of Organic Chemistry, 2006, 71, 6881-6891.

Homo- and heterochiral dimers (PHFX)2, X=Cl, CN, CH3, NC: To what extent do they differ?. Chemical 12 58
Physics Letters, 2012, 538, 14-18. )

HKdrogen Bond vs Proton Transfer between Neutral Molecules in the Gas Phase. Journal of Physical
Chemistry A, 2001, 105, 7481-7485.

Green synthesis and self-association of 2,4-diamino-1,3,5-triazine derivatives. New Journal of Chemistry, 14 57
2004, 28, 952-958. )

The azido-tetrazole and diazo-1,2,3-triazole tautomerism in six-membered heteroaromatic rings and
their relationships with aromaticity: Azines and perimidine. Tetrahedron, 2010, 66, 2863-2868.

<i>N<[i>&€polylazolyimA©thanes. Ill.. SynthA'se et AOtude rmn du proton des dAOrivA©s du mAO©thylAnea€d, 15€2

diimidazole et du mA©thylA'ned€d,15€2 dibenzimidazole. Journal of Heterocyclic Chemistry, 1983, 20, 1245-1249: 56

Tautomerism and acidity in 4-quinolone-3-carboxylic acid derivatives. Tetrahedron, 1992, 48, 6135-6150.

Theoretical estimation of the annular tautomerism of indazoles. Journal of Physical Organic 0.9 56
Chemistry, 2005, 18, 719-724. :

Tris(pyrazol-1-yl)methane-rhodium(l) and -iridium(l) complexes; cyrstal structure of
[Rh(COD)(tpzm)] [RhCI2(COD)]A-3CHCI3. Journal of Organometallic Chemistry, 1988, 344, 93-108.

New synthetic approaches to condensed pyridazinones: alkylpyridazinyl carbonitriles as building

blocks for the synthesis of condensed pyridazinones. Tetrahedron, 1995, 51, 12745-12762. 1o 55

Importance of aromaticity on the relative stabilities of indazole annular tautomers: an ab initio study.
Journal of the Chemical Society Perkin Transactions Il, 1996, , 57-60.

Theoretical Study of HCN and HNC Neutral and Charged Clusters. Journal of Physical Chemistry B, 12 55
2005, 109, 18189-18194. :

Can Conventional Bases and Unsaturated Hydrocarbons Be Converted into Gas&€Phase Superacids That
Are Stronger than Most of the Known Oxyacids? The Role of Beryllium Bonds. Chemistry - A European
Journal, 2013, 19, 11637-11643.

Carbon-13 NMR studies of nitrogen compounds. 13€”substituent effects of amino, acetamido,
diacetamido, ammonium and trimethylammonium groups. Magnetic Resonance in Chemistry, 1980, 14, 0.7 54
20-24.

Interpreting2h)(F,N),1hJ(H,N) and1)(F,H) in the hydrogen-bonded FH-collidine complex. Magnetic

Resonance in Chemistry, 2002, 40, 767-771.

13C NMR chemical shifts ofN-unsubstituted- andN-methyl-pyrazole derivatives. Magnetic Resonance in o7 53
Chemistry, 1984, 22, 603-607. ’



146

148

150

152

154

156

158

160

162

10

JOSE ELGUERO

ARTICLE IF CITATIONS

Complete energy profile of a chiral propeller compound: Tris-(24€2-methylbenzimidazol-14€2-yl) Methane

(TMBM). Chromatographic resolution on triacetyl cellulose, x-ray structures of the racemic and one
enantiomer, and dynamic NMR study. Tetrahedron: Asymmetry, 1990, 1, 65-86.

1,2-Proton shifts in pyrazole and related systems: a computational study of [1, 5]-5|gmatroE
migrations of hydrogen and related phenomenaa€S4€. Journal of the Chemical Society Perkin Transactions 0.9 53
I, 1998, ,2497-2504.

On the Relationship between the Preferred Site of Hydrogen Bonding and Protonation. Journal of
Physical Chemistry A, 2005, 109, 5509-5517.

Aromatic Systems as Charge Insulators:A Their Simultaneous Interaction with Anions and Cations. 11 59
Journal of Physical Chemistry A, 2003, 107, 9428-9433. )

,mJ

Interaction Energies and NMR Indirect Nuclear Spina™Spin Coupling Constants in Linear HCN and HNC
Complexes. Journal of Physical Chemistry A, 2005, 109, 6555-6564.

Simultaneous Interaction of Tetrafluoroethene with Anions and Hydrogen-Bond Donors: A

Cooperativity Study. Journal of Chemical Theory and Computation, 2009, 5, 1186-1194. 2.3 52

Energetic vs Synergetic Stability: A Theoretical Study. Journal of Physical Chemistry A, 2009, 113,
3266-3273.

The tautomerism of 1,2,3-triazole, 3(5)-methylpyrazole and their cations. Journal of Computational 15 51
Chemistry, 1989, 10, 426-433. :

The influence of the substituent at the nitrogen atom on the molecular structure of pyrazoles: a
crystallographic statistical survey versus ab initio calculations. Journal of Molecular Structure,
1994, 319, 231-260.

Theoretical study of the structure and tautomerism of N4€S1-unsubstituted pyrazoles in the solid state.

Journal of the Chemical Society Perkin Transactions Il, 1997, , 101-110. 0.9 51

FCI:PCX Complexes: Old and New Types of Halogen Bonds. Journal of Physical Chemistry A, 2012, 116,
2300-2308.

Synthesis, X-ray structure, and nuclear magnetic resonance (1H and 13C) studies of ruthenium(ll)
complexes containing pyrazolyl ligands. Journal of the Chemical Society Dalton Transactions, 1990, , 11 50
1463.

Synthesis, Characterization and Dynamic Behavior of (i€4€Allyl)palladium Complexes with Polydentate
Nitrogen Ligands, Evidence of a Dissociative Mechanism. Chemische Berichte, 1996, 129, 589-594.

A GIAO/DFT study of1H,13C and15N shieldings in amines and its relevance in conformational analysis. 11 50
Magnetic Resonance in Chemistry, 2004, 42, 955-961. :

Cooperativity and Proton Transfer in Hydrogen-Bonded Triads. ChemPhysChem, 2005, 6, 1411-1418.

Atropisomerism in the 2-Arylimino-<i>N</[i>-(2-hydroxyphenyl)thiazoline Series:4€%o. Influence of Hydrogen

Bonding on the Racemization Process. Journal of Organic Chemistry, 2008, 73, 403-411. L7 50

Intramolecular Pnicogen Interactions in PHFi£;(CH<sub>2</[sub>)<sub><i>n<[i> <[sub>if;PHF

(<i>n<[i>=25€"6) Systems. ChemPhysChem, 2013, 14, 1656-1665.

Pd(ll) Complexes with Polydentate Nitrogen Ligands. Molecular Recognition and Dynamic Behavior

Involving Pda”N Bond Rupture. X-ray Molecular Structures of [{Pd(C6HF4)2}(bpzpm)] and 19 49
[{Pd(I-3-C4H7)}2(bpzpm)] (CF3S0O3)2[bpzpm = 4,6-Bis(pyrazol-1-yl)pyrimidine]. Inorganic Chemistry, 2000, 39,
1152-1162.



164

166

168

170

172

174

176

178

180

11

JOSE ELGUERO

ARTICLE IF CITATIONS

Scalar coupling constants across the intramolecular NHN hydrogen bond of symmetrically and

non-symmetrically substituted 6-aminofulvene-1-aldimines. Magnetic Resonance in Chemistry, 2001, 39,
S100-S108.

On the tautomerism of pyrazolones: the geminal 2)[pyrazole C-4,H-3(5)] spin coupling constant as a

diagnostic tool. Tetrahedron, 2004, 60, 6791-6805. Lo 49

An ab Initio Study of 15N47”11B Spind~Spin Coupling Constants for Borazine and Selected Derivatives.
Journal of Physical Chemistry A, 2006, 110, 9959-9966.

Theoretical Study of Complexes and Fluoride Cation Transfer between N2F+and Electron Donors. 11 49
Journal of Physical Chemistry A, 2007, 111, 7154-7161. )

Symmetrization of Cationic Hydrogen Bridges of Protonated Sponges Induced by Solvent and
Counteranion Interactions as Revealed by NMR Spectroscopy. Chemistry - A European Journal, 2010, 16,
1679-1690.

Using beryllium bonds to change haloEen bonds from traditional to chlorine-shared to ion-pair 13 49

bonds. Physical Chemistry Chemical Physics, 2015, 17, 2259-2267.

Elude de la rA©action du 124€aminocrotonitrile et du [+a€formyl phA©nylacA©tonitrile avec I'hydrazine: SynthA'se ,

d'aminoa€y pyrazolo[1,54€«i>a</i>]pyrimidines. Journal of Heterocyclic Chemistry, 1974, 11, 423-429.

Polarizability effects on the aqueous solution basicity of substituted pyridines. Journal of Organic 17 48
Chemistry, 1988, 53, 1137-1140. :

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

A'Systematic Comparison of Second-Order Polarization Propagator Approximation (SOPPA) and
Equation-of-Motion Coupled Cluster Singles and Doubles (EOM&”CCSD) Spind™Spin Coupling Constants
for Selected Singly Bonded Molecules, and the Hydrides NH<sub>3</sub>, H<sub>2</sub>0, and HF and 2.3 48
Their Protonategand Deprotonated lons and Hydrogen-Bonded Complexes. Journal of Chemical

Complexes between Dihydrogen and Amine, Phosphine, and Arsine Derivatives. Hydrogen Bond versus

Pnictogen Interaction. Journal of Physical Chemistry A, 2013, 117, 3243-3251.

Carbenes as Electron-Pair Donors To CO<sub>2</sub> for CA-A-A-C Tetrel Bonds and C4€“C Covalent Bonds.
Journal of Physical Chemistry A, 2017, 121, 4039-4047.

11 48

The Colors of C60 Solutions. Angewandte Chemie International Edition in English, 1995, 34, 105-107.

New complexes with pyrazole-containing ligands and different metallic centres. Comparative study of

their fluxional behaviour involving Ma€“N bond rupture. New Journal of Chemistry, 2001, 25, 1050-1060. L4 47

Theoretical Study of the 1:1 Complexes between Carbon Monoxide and Hypohalous Acids. Journal of
Physical Chemistry A, 2009, 113, 3237-3244.

Halogen, chalcogen and pnictogen interactions in (XNO<sub>2</sub>)<sub>2</sub>homodimers (X = F,) Tj ETQqQQ0 rgBTinerloch I

Correlation of octanol/water partition coefficients with hydrophobicity measurements obtained by

micellar chromatography. Analytical Chemistry, 1987, 59, 921-923.

N-aminoazoles. Part 2. Basicity and protonation site of N-aminoazoles: an experimental (pKa,13C and15N) Tj ETQqO O O rgBT [Overlock :
0.9 46
Transactions ll, 1993, , 1687-1699.



182

184

186

188

190

192

194

196

198

12

JOSE ELGUERO

ARTICLE IF CITATIONS

AR

13C Detected Scalar Nitrogena”Nitrogen CouEllngs Across the Intramolecular Symmetric NHN

Hydrogen Bond of Proton Sponge. Journal of the American Chemical Society, 2001, 123, 4338-4339.

3-(2-Pyridyl)-[1,2,3]triazolo[1,5-a] pyridines. An experimental and theoretical (DFT) study of the

ring&€“chain isomerization. Organic and Biomolecular Chemistry, 2005, 3, 3905. L5 46

Fluorinated indazoles as novel selective inhibitors of nitric oxide synthase (NOS): Synthesis and
biological evaluation. Bioorganic and Medicinal Chemistry, 2009, 17, 6180-6187.

An Ab Initio Study of the Structures and Selected Properties of 1,2-Dihydro-1,2-azaborine and Related 9.3 46
Molecules. Journal of Chemical Theory and Computation, 2009, 5, 2239-2247. ’

Analysis of the Effects ofN-Substituents on Some Aspects of the Aromaticity of Imidazoles and
Pyrazoles. Journal of Physical Chemistry A, 2011, 115, 8571-8577.

Experimental (13C and15N NMR spectroscopy) and theoretical (6-31C) study of the protonation

ofN-methylazoles andN-methylbenzazoles. Magnetic Resonance in Chemistry, 1993, 31, 791-800. 11 45

TRIFLUOROMETHYL AND PERFLUOROALKYL DERIVATIVES OF AZOLES. A REVIEW. Organic Preparations and
Procedures International, 1995, 27, 33-74.

Structure and tautomerism of 3(5)-amino-5(3)-arylpyrazoles in the solid state and in solution: An X-ray 1.0 45
and NMR study. Tetrahedron, 1997, 53, 10783-10802. :

Synthesis and Characterization of Palladium(ll) Complexes with New Polydentate Nitrogen Ligands.
Dynamic Behavior Involving Pda”N Bond Rupture. X-ray Molecular Structure of
[{Pd(l 3- C4H7)}2(Me BPzTO)] (4- MeC6H4SO3) [Me-BPzTO = 4,6-Bis(4-methylpyrazol-1-yl)-1,3,5-triazin-2-olate].

Vibrational spectra of 3,5-dimethylpyrazole and deuterated derivatives. Spectrochimica Acta - Part A: 20 45
Molecular and Biomolecular Spectroscopy, 2000, 56, 1469-1498. :

Solvent-free preparation of tris-pyrazolyl-1,3,5-triazines. Tetrahedron, 2001, 57, 4397-4403.

Synthesis of Pyrazolyl-2-pyrazolines by Treatment of 3-(3-Aryl-3-oxopropenyl)chromen-4-ones with
Hydrazine and Their Oxidation to Bis(pyrazoles). European Journal of Organic Chemistry, 2004, 2004, 1.2 45
4672-4679.

Cation&€“cation and anion&€“anion complexes stabilized by halogen bonds. Physical Chemistry Chemical
Physics, 2016, 18, 27939-27950.

Trapping CO<sub>2</[sub> by Adduct Formation with Nitrogen Heterocyclic Carbenes (NHCs): A 17 45
Theoretical Study. Chemistry - A European Journal, 2017, 23, 10604-10609. :

Carbon&€“Carbon Bonding between Nitrogen Heterocyclic Carbenes and CO<sub>2</sub>. Journal of
Physical Chemistry A, 2017, 121, 8136-8146.

Structure et rA©activitA© des benzoxazoles: AOtude par rA©sonance magnA®©tique nuclA®aire du carbone-13. | a4
Canadian Journal of Chemistry, 1979, 57, 937-945. :

Azinium azolate inner salts: synthesis and structural studies. Journal of Organic Chemistry, 1987, 52,

5009-5015.

Structure of benzotriazole in the gas phase: a UV experimental study. Journal of Organic Chemistry, 17 44
1993, 58, 5276-5277. )



200

202

204

206

208

210

212

214

216

13

JOSE ELGUERO

ARTICLE IF CITATIONS

Isocyanides as hydrogen bond acceptors. Theoretical Chemistry Accounts, 1998, 99, 116-123.

A DFT and AIM analysis of the spind€“spin couplings across the hydrogen bond in the 2a€fluorobenzamide

and related compounds. Magnetic Resonance in Chemistry, 2009, 47, 585-592. 11 44

A theoretical study of the interactions of NF<sub>3</sub>with neutral ambidentate electron donor
and acceptor molecules. Physical Chemistry Chemical Physics, 2011, 13, 674-683.

Synthesis and properties of acetylenic derivatives of pyrazoles. Advances in Heterocyclic Chemistry, 0.9 43
2002, 82, 1-99. ’

Structure and tautomerism of 4-bromo substituted 1H-pyrazoles. Tetrahedron, 2007, 63, 8104-8111.

Electron density shift description of non-bonding intramolecular interactions. Computational and 11 43
Theoretical Chemistry, 2012, 991, 124-133. ’

A review of recent progress (2002-2012) on the biological activities of pyrazoles. Arkivoc, 2014, 2014,
PRERER

Etude thA©orique de la structure et de la rA©activitA© de I'anion du pentazole. Canadian Journal of 0.6 49
Chemistry, 1983, 61, 1435-1439. )

Proton transfer in solid heterocycles: An Xa€ray and CPMAS NMR study. Journal of Heterocyclic
Chemistry, 1994, 31, 695-700.

A New and Efficient Preparation of Cyclic Carbodiimides from Bis(iminophosphoranes) and the System 17 42
Boc20/DMAP. Journal of Organic Chemistry, 1994, 59, 7306-7315. )

Structure and Dynamics of 3,5-Di-tert-butylpyrazole Probed by Combined X-ray Crystallography and 15N
Solid State NMR. Journal of Organic Chemistry, 1995, 60, 1965-1970.

Two-Bond 19F4™15N Spina~Spin Coupling Constants (2hJF-N) across Fa”HA-A-A:N Hydrogen Bonds. Journal of 11 42
Physical Chemistry A, 2003, 107, 3121-3125. )

Multiple hydrogen bonds and tautomerism in naphthyridine derivatives. New Journal of Chemistry,
2004, 28, 700-707.

Stabilities and properties of 03a€“HOCI complexes: A computational study. Chemical Physics Letters, 12 42
2007, 449, 23-27. :

Dihydrogen Bond Cooperativity in Aza-borane Derivatives. Journal of Physical Chemistry A, 2010, 114,
8457-8462.

Ay

Hosta€“Guest Chemistry: Oxoanion Recognition Based on Combined Chargea€Assisted C&”H or
Halogen&€Bonding Interactions and Anionéc...4«...4...Anion Interactions Mediated by Hydrogen Bonds. Chemistry -147 42
European Journal, 2016, 22, 7533-7544.

Structure of 3(5)-methyl-4-nitropyrazole in the solid state: tautomerism, crystallography and the

problem of desmotropy. Journal of the Chemical Society Chemical Communications, 1994, , 1143-1145.

Formation of Cumulenes, Triple-Bonded, and Related Compounds by Flash Vacuum Thermolysis of

Five-Membered Heterocycles. European Journal of Organic Chemistry, 2001, 2001, 2209-2220. 1.2 1



JOSE ELGUERO

# ARTICLE IF CITATIONS

The annular tautomerism of imidazoles and pyrazoles: The possible existence of nonaromatic forms.

Structural Chemistry, 2006, 17, 439-444.

218 The Effect of Perfluorination on the Aromaticity of Benzene and Heterocyclic Six-Membered Rings. 11 .
Journal of Physical Chemistry A, 2009, 113, 6789-6794. :
Systematic Comparison of Second-Order Polarization Propagator Approximation (SOPPA) and
Equation-of-Motion Coupled Cluster Singles and Doubles (EOM-CCSD) Spind~Spin Coupling Constants
for Molecules with C, N, and O Double and Triple Bonds and Selected F-Substituted Derivatives.
3 Nemica ati Q09 3-

An experimental and theoretical NMR study of NH-benzimidazoles in solution and in the solid state:

220 proton transfer and tautomerism. Beilstein Journal of Organic Chemistry, 2014, 10, 1620-1629.

1.3 41

Etudes d'hAOtA©rocycles pentagonaux polyhA©tA©roatomiques par rA@sonance magnA©tique nuclA©aire du ] 3C.
Thiazoles et thiazolo[2,3-e]tA©trazoles. Canadian Journal of Chemistry, 1978, 56, 46-55. :

99p  Synthesisand ph?/sicochemical properties of 1,2,6-thiadiazine 1,1-dioxides. A comparative study with

pyrazoles. Journal of Organic Chemistry, 1982, 47, 536-544. L7 40




236

238

240

242

244

246

248

250

252

15

JOSE ELGUERO

ARTICLE IF CITATIONS

Recherches dans la sA©rie des azoles. Journal De Chimie Physique Et De Physico-Chimie Biologique, 1966,

63, 1242-1246.

Annular tautomerism in the solid state: a high resolution n.m.r. study. Journal of the Chemical

Society Chemical Communications, 1981, , 1207. 2.0 38

15N NMR chemical shifts of NH-pyrazoles in the solid state and in solution at low temperature.
Magnetic Resonance in Chemistry, 1994, 32, 699-702.

What determines the sign of the Fermi-contact contribution to the NMR spind€“spin coupling constant?. 12 38
Chemical Physics Letters, 2003, 382, 100-105. )

P razoles. experimenta

results and GIAO calculationsElectronic supplementary information (ESI) available: absolute and

relative shieldings calculated at the B3LYP/6-311++G**|[B3LYP/6-311++G** level for compounds V to XXI as
well as pyrazole and 3,5-dimethylpyrazole dimers, trimers and tetramers (420 shieldings). See

Modeling Proteind”RNA Interactions:A An Electron-Density Study of the Formamide and Formic Acid 1o 38
Complexes with RNA Bases. Journal of Physical Chemistry B, 2004, 108, 3335-3341. :

Synthesis and spectroscopic properties of Schiff bases derived from
3-hydroxy-4-pyridinecarboxaldehyde. Tetrahedron, 2005, 61, 145-154.

Systematic ab Initio Study of 15N4” 15N and15N4™1H Spin&™Spin Cou hnF Constants Across N&”H+&”N
Hydrogen Bonds:A Predicting Na”N and N&”H Coupling Constants and Relating Them to Hydrogen Bond 11 38
Type. Journal of Physical Chemistry A, 2006, 110, 7496-7502.

A theoretical study of the hydrogen bonding properties of H2BNH2: Some considerations on the basis
set superposition error issue. Computational and Theoretical Chemistry, 2011, 967, 147-151.

Traditional and lon-Pair Halogen-Bonded Complexes Between Chlorine and Bromine Derivatives and a 11 38
Nitrogen-Heterocyclic Carbene. Journal of Physical Chemistry A, 2014, 118, 9552-9560. )

Creating [fa€Holes through the Formation of Beryllium Bonds. Chemistry - A European Journal, 2015, 21,
12676-12682.

PA-A-AN Pnicogen Bonds in Cationic Complexes of F4P+and F3HP+with Nitrogen Bases. Journal of Physical 11 38
Chemistry A, 2015, 119, 3125-3133. )

Understanding Regium Bonds and their Competition with Hydrogen Bonds in Au<sub>2</sub>:HX
Complexes. ChemPhysChem, 2019, 20, 1572-1580.

Azolyl substituted TrAqger's bases. Journal of the Chemical Society Chemical Communications, 1993, 2.0 37
1713-1714. :

Novel (E)- and (Z)-2-Styrylchromones from (E, E)-2&€2-Hydroxycinnamylideneacetophenones 4€“ Xanthones
from Daylight PhOtOOXI ative Cyclization of (E)-2-Styrylchromones. European Journal of Organic
Chemistry, 1998, 1998, 2031-2038.

Synthesis of 3-Benzoyl-4-styryl-2-pyrazolines and Their Oxidation to the Corresponding Pyrazoles. 12 37
European Journal of Organic Chemistry, 2000, 2000, 2593-2599. )

Synthesis of Pyrazoles by Treatment of 3-Benzylchromones, 3-Benzylflavones and Their 4-Thio

Analogues with Hydrazine. European Journal of Organic Chemistry, 2006, 2006, 2825-2832.

Calculation of the HOMA model parameters for the carbond€“boron bond. Structural Chemistry, 2012,
23, 595-600. 1.0 37



254

256

258

260

262

264

266

268

270

16

JOSE ELGUERO

ARTICLE IF CITATIONS

Cooperativity in beryllium bonds. Physical Chemistry Chemical Physics, 2014, 16, 4305-4312.

Substituent Effects on the Properties of Pnicogen-Bonded Complexes
H<sub>2<[sub>XP:PYH<sub>2</[sub>, for X, Y = F, Cl, OH, NC, CCH, CH<sub>3</sub>, CN, and H. Journal 1.1 37
of Physical Chemistry A, 2015, 119, 224-233.

? Values of N-substituted azoles. Journal of the Chemical Society Perkin Transactions Il, 1974, , 449.

Photophysical properties of some 2-(2'-hydroxyaryl)benzotriazoles: dramatic effect of an

ortho-located bulky tert-butyl group. Journal of the American Chemical Society, 1992, 114, 964-966. 6.6 36

SYNTHESES IN SUPERHEATED AQUEOUS MEDIA: PREPARATION OF FULLY DEUTERATED PYRAZOLES AND
QUINOXALINES. Tetrahedron Letters, 1997, 38, 6309-6312.

Interaction of positively and negatively charged aromatic hydrocarbons with benzene and
triphenylene: Towards a model of pure organic insulators. Chemical Physics Letters, 2008, 460, 1.2 36
406-410.

Application of Free-Wilson matrices to the analysis of the tautomerism and aromaticity of
azapentalenes: a DFT study. Tetrahedron, 2008, 64, 3826-3836.

Weak interactions between hypohalous acids and dimethylchalcogens. Physical Chemistry Chemical

Physics, 2012, 14, 9880. 13 36

The beryllium bond. Advances in Inorganic Chemistry, 2019, 73, 73-121.

SystA'mes aromatiques A 10 A®©lectrons € derivA©s de |'azad€3a pentalAne. XVII. TautomA ©rie aZ|doltA©trazoIf4

dans la sA©rie du pyrazole. Journal of Heterocyclic Chemistry, 1974, 11, 921-928. 35

Basicity of azoles. Part 2. Theoretical study of the basicity of methylpyrazoles and methylimidazoles.
Journal of the Chemical Society Perkin Transactions II, 1983, , 1869-1874.

Effect of the replacement of a methyl by a trifluoromethyl group on the acid-base properties of

pyrazoles. Journal of Organic Chemistry, 1991, 56, 3942-3947. L7 35

Solid state structure of NH&€pyrazoles not easily amenable to crystal structure determinations: The
case of 3(5)a€phenyld€b (3)a€methylpyrazole and 3,54€diphenyld€4a€methylpyrazole. Journal of Heterocyclic
Chemistry, 1995, 32, 451-456.

Synthesis and molecular structure of heterocyclic TrAqger's bases derived from C-amino heterocycles. 1.0 a5
Tetrahedron, 1997, 53, 2233-2240. :

The structure of 3,5-bis(trifluoromethyl)pyrazole in the gas phase and in the solid state. New Journal
of Chemistry, 1999, 23, 1231-1237.

6-Aminofulvene-1-aldimine: A Model Molecule for the Study of Intramolecular Hydrogen Bonds.

Angewandte Chemie - International Edition, 2001, 40, 420-423. 7.2 35

Long-Actln% Fentanyl Analogues Synthesis and Pharmacology of
1-Phenylpyrazolyl)-N-(1-phenylalkyl-4-piperidyl) propanamides. Bioorganic and Medicinal Chemistry,

2002 10, 817 827.

Synthesis, structural determination and dynamic behavior of

2-chloro-4,6-bis(pyrazolylamino)-1,3,5-triazines. Organic and Biomolecular Chemistry, 2003, 1, 4451-4457. 15 85



272

274

276

278

280

282

284

286

288

17

JOSE ELGUERO

ARTICLE IF CITATIONS

3(5)-(2-Hydroxyphenyl)-5(3)-styrylpyrazoles: Synthesis and Diels?Alder Transformations. European

Journal of Organic Chemistry, 2004, 2004, 4348-4356.

Synthesis and structural study of tetrahydroindazolones. Tetrahedron, 2006, 62, 11704-11713. 1.0 35

The reaction of aryl and heteroarylhydrazines with aryla€trifluoromethyl 12a€diketones. Journal of
Heterocyclic Chemistry, 2006, 43, 1003-1014.

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. L4 35

A molecular balance to measure the strength of N&€“HacT€ hydrogen bondsAbased on the tautomeric
equilibria of C-benzylphenyl substituted NH-pyrazoles. Tetrahedron, 2008, 64, 3667-3673.

NMR Studies of Ultrafast Intramolecular Proton Tautomerism in Crystalline and Amorphous
<i>N<[i>,<i>N<[i>4€2-Diphenyl-6-aminofulvene-1-aldimine: Solid-State, Kinetic Isotope, and Tunneling 6.6 35
Effects. Journal of the American Chemical Society, 2008, 130, 8620-8632.

Pnicogen-Bonded Complexes H<sub><i>n<[i> <[sub>F<sub>5a€“<i>n<[i> <[sub>P:N-Base, for <i>n<[i> = 04€“5.
Journal of Physical Chemistry A, 2014, 118, 10144-10154.

Structural Investigation of Weak Intermolecular Interactions (Hydrogen and Halogen Bonds) in 14 35
Fluorine-Substituted Benzimidazoles. Crystal Growth and Design, 2014, 14, 3499-35009. .

BrAnsted acida€“base pairs of drugs as dual ionic liquids: NMR ionicity studies. Tetrahedron, 2015, 71,
676-685.

Azines as Electron-Pair Donors to CO<sub>2</sub> for NA-A-A-C Tetrel Bonds. Journal of Physical 11 a5
Chemistry A, 2017, 121, 8017-8025. ’

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

Proton, carbon-13, and nitrogen-15 nuclear magnetic resonance studies of [15N]azoles:
l-phenylryrazole and the tautomerically mobile 3-methyl-1-phenylpyrazolin-5-one. Journal of the 0.9 34
Chemical Society Perkin Transactions Il, 1977, , 1024.

Etude en RA©sonance MagnA©tique NuclA®©aire du Carbone-13 de Quelques Aminopyrazoles. Sur le ProblA'me
de la DA©termination des Constantes d'Equilibre TautomAre. Magnetic Resonance in Chemistry, 1979, 12,
587-592.

Argentotropism in (Pentamethylcyclopentadienyl)iridium Complexes with Pyrazole Ligands:

Multinuclear DNMR Experiments. Inorganic Chemistry, 1994, 33, 2196-2203. 19 34

The X-ray crystal and molecular structure of 3,5-di-tert-butylpyrazole hydrochloride at 200 K. Journal
of Molecular Structure, 1995, 355, 265-271.

Ab initio study of the effect of N-substituents on properties of pyrazoles. Tetrahedron, 1995, 51, 10 34
7045-7062. ’

Palladium(0)-Catalyzed Preparation of 4-Arylpyrazoles. Synthesis, 1997, 1997, 563-566.

Carbon acidity and ring strain: A hybrid HF-DFT approach (Becke3LYP/65€“311++Ga"—4"—). Tetrahedron, 1997, 53
97419748, Lo 34



290

292

294

296

298

300

302

304

306

18

JOSE ELGUERO

ARTICLE IF CITATIONS

Computed Spina™Spin Coupling Constants (1JX-Y) in Molecules HmXa”YHnfor X and Y =13C,15N, and31P:A

Comparisons with Experiment and Insights into the Signs of1JX-Y. Journal of Physical Chemistry A,
2004, 108, 3662-3667.

Enhancing and modulating the intrinsic acidity of imidazole and pyrazole through beryllium bonds. 0.8 34
Journal of Molecular Modeling, 2013, 19, 4139-4145. :

Characterizing Traditional and Chlorine-Shared Halogen Bonds in Complexes of Phosphine Derivatives
with CIF and Cl<sub>2</[sub>. Journal of Physical Chemistry A, 2014, 118, 4222-4231.

The organic chemistry of poly(1H-pyrazol-1-yl)methanes. Coordination Chemistry Reviews, 2017, 339, o5 34
153-182. :

HKdrogen Bond versus Halogen Bond in Cation&d€“Cation Complexes: Effect of the Solvent.
ChemPhysChem, 2017, 18, 3462-3468.

Iminophosphorane-substituted proton sponges. Part 4. Comparison of X-ray molecular structures
with solution properties (pKa,1H and13C NMR spectroscopy). Journal of the Chemical Society Perkin 0.9 33
Transactions I, 1993, , 709-713.

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

Five Different Fluxional Processes in Polyfluorophenyl Palladium(ll) Complexes with
2,4,6-Tris(3,5-dimethylpyrazol-1-yl)-1,3,5-triazine. The Driving Effect of the Solvent. Inorganic Chemistry, 1.9 33
2003, 42, 885-895.

A New Entry to Bis-TrAqgera€™s Bases. European Journal of Organic Chemistry, 2004, 2004, 1097-1104.

Predicted signs of reduced two-bond spind€“spin coupling constants(2hKXa€“Y) across Xa€”Ha€”Y hydrogen 11 33
bonds. Magnetic Resonance in Chemistry, 2004, 42, 421-423. )

Antiobesity designed multiple ligands: Synthesis of pyrazole fatty acid amides and evaluation as
hypophagic agents. Bioorganic and Medicinal Chemistry, 2008, 16, 10098-10105.

The borona€“boron single bond in diborane(4) as a non-classical electron donor for hydrogen 13 33
bonding. Physical Chemistry Chemical Physics, 2011, 13, 14026. :

Cations brought together by hydrogen bonds: the protonated pyridined€“boronic acid dimer explained.
Physical Chemistry Chemical Physics, 2019, 21, 5796-5802.

NMR studies in the heterocyclic series. XVIIIa€”Carbon-13 NMR study of azolium salts. Attempted
correlation of chemical shifts with calculated charge densities. Magnetic Resonance in Chemistry, 0.7 32
1978, 11, 234-238.

High-Resolution Solid-State 13C and 15N NMR Spectroscopy of Pyrazole and 3,5-Dimethylpyrazole
Adsorbed on Alumina and Silica. The Journal of Physical Chemistry, 1994, 98, 8752-8760.

A computational approach to intermolecular proton transfer in the solid state: assistance by proton

acceptor molecules. Journal of the Chemical Society Perkin Transactions Il, 1998, , 2671-2676. 0.9 32

3hJ(15N4a~31P) Spina~Spin Coupling Constants across Na”HA-A-A-04”P Hydrogen Bonds. Journal of the American

Chemical Society, 2002, 124, 6393-6397.

Tautomerism in the Solid State and in Solution of a Series of 6-Aminofulvene-1-aldimines. Journal of 17 39
Organic Chemistry, 2002, 67, 1462-1471. :



308

310

312

314

316

318

320

322

324

19

JOSE ELGUERO

ARTICLE IF CITATIONS

Pyrazolo[1,5-a]pyrimidines. A combined multinuclear magnetic resonance (1H,13C,15N,19F) and DFT

approach to their structural assignment. Magnetic Resonance in Chemistry, 2007, 45, 513-517.

Non-Covalent Interactions: Complexes of Guanidinium with DNA and RNA Nucleobases. Journal of

Physical Chemistry B, 2013, 117, 11608-11616. 1.2 82

Linear free energy relationships in halogen bonds. CrystEngComm, 2013, 15, 3178.

Comparative Study of Charge-Assisted Hydrogen- and Halogen-Bonding Capabilities in Solution of
Two-Armed Imidazolium Receptors toward Oxoanions. Journal of Organic Chemistry, 2016, 81, 1.7 32
7448-7458.

AlRaline-earth (Be, Mg and Ca) bonds at the origin of huge acidity enhancements. Physical Chemistry
Chemical Physics, 2018, 20, 2413-2420.

NMR studies in the heterocyclic series. 273€”Carbon-13 NMR determination of the protonation site of

aminopyrazoles in trifluoroacetic acid. Magnetic Resonance in Chemistry, 1985, 23, 367-374. 11 31

Thermodynamic basicity vs. Rinetic basicity of diazoles (imidazoles and pyrazoles). Journal of Organic
Chemistry, 1991, 56, 179-183.

Synthesis and molecular structure of new O/N/O ligands: Bis-phenol-pyridine and bis-phenol-pyrazole.

Tetrahedron, 1997, 53, 11645-11658. 1.0 31

19Fa€“19F spin&€“spin coupling constant surfaces for (HF)2 clusters: The orientation and distance
dependence of the sign and magnitude of JF&€“F. Journal of Chemical Physics, 2004, 120, 3237-3243.

Unusual substituent effects on the bonding of iminoboranes. Physical Chemistry Chemical Physics, 13 31
2007, 9, 3970-3977. ’

Tailor-made naphthyridines: Self-assembling multiple hydrogen-bonded supramolecular architectures
from dimer to helix. Journal of Molecular Structure, 2007, 846, 97-107.

Cationa€“[€ interactions: Complexes of guanidinium and simple aromatic systems. Chemical Physics

Letters, 2011, 511, 129-134. 12 31

Lone-Pair Hole on P: PA-A:A:N Pnicogen Bonds Assisted by Halogen Bonds. Journal of Physical Chemistry A,
2017, 121, 1362-1370.

N.m.r. studies in the heterocyclic series: XVIIa€”carbon-13 spectra of indazole derivatives. Magnetic

Resonance in Chemistry, 1977, 9, 716-718. 0.7 30

1H,13C and15N NMR spectra of [1,2-15N2]pyrazole derivatives. Magnetic Resonance in Chemistry, 1984, 22,
473-475.

The problem of the existence of C(Ar)a€“H &< N intramolecular hydrogen bonds in a family of

9-azaphenyl-9H-carbazoles. Journal of the Chemical Society Perkin Transactions Il, 1993, , 1547-1555. 0.9 80

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, 8861-88609.

Characterizing Hydrogen Bonding and Proton Transfer in 2:1 FH:NH3 and FH:Collidine Complexes
through One- and Two-Bond Spina™Spin Coupling Constants across Hydrogen Bonds. Journal of 11 30
Physical Chemistry A, 2005, 109, 10759-10769.



326

328

330

332

334

336

338

340

342

20

JOSE ELGUERO

ARTICLE IF CITATIONS

A computational study of dimers and trimers of hypohalous acids. Chemical Physics Letters, 2008, 454,

201-206.

The Boat Conformation in Pyrazaboles. A Theoretical and Experimental Studya€. Crystal Growth and 1.4 30
Design, 2008, 8, 838-847. :

AR

Dihydrogen Bonding vs Metala”if Interaction in Complexes between H<sub>2</sub> and Metal Hydride.
Journal of Physical Chemistry A, 2011, 115, 201-210.

Mechanisms of Formation of Hemiacetals: Intrinsic Reactivity Analysis. Journal of Physical Chemistry 11 30
A, 2012, 116, 8250-8259. :

Spontaneous ion-pair formation in the gas phase induced by Beryllium bonds. Chemical Physics Letters,
2013, 590, 22-26.

Spontaneous proton transfers induced by beryllium bonds. Molecular Physics, 2014, 112, 592-600. 0.8 30

Discovery of aniona€“I€ interactions in the recognition mechanism of inorganic anions by
1,2,3-triazolium rings. Chemical Communications, 2014, 50, 4680-4682.

N,N-Linked biazoles. Illl. MNDO calculations on the conformation of N,N-linked biazoles and their

quaternary salts. Canadian Journal of Chemistry, 1984, 62, 687-695. 0.6 29

Carbonic Anhydrase Activators. VII. Isozyme |l Activation by Bisazolyl-methanes, -ethanes and Related
Azoles.. Biological and Pharmaceutical Bulletin, 1993, 16, 1236-1239.

Porphyrins with four azole substituents in meso positions: X-ray crystal structure of 10 29
Meso-tetrakis-(1-benzylpyrazol-4-yl)-porphyrin at 200 K. Tetrahedron, 1995, 51, 4779-4800. )

CompletelH and13C NMR Analysis of an Asymmetric TrAqgera€™s Base. Magnetic Resonance in Chemistry,
1996, 34, 708-710.

Ring Strain and Hydrogen Bond Acidity. Journal of Organic Chemistry, 1998, 63, 7759-7763. 1.7 29

Tautomerism involving other than five-and six-membered rings. Advances in Heterocyclic Chemistry,
2000, 77, 1-50.

A Theoretical and Experimental Study of the Interaction of C6F6 with Electron Donors. Structural 1.0 29
Chemistry, 2001, 12, 459-464. :

One-Bond (1dJH-H) and Three-Bond (3dJX-M) Spina~Spin Coupling Constants Across Xa“HA-A-A-Ha~M
Dihydrogen Bonds. Journal of Physical Chemistry A, 2002, 106, 9331-9337.

The carbon&€“carbon bond dissociation energy as a function of the chain length. Chemical Physics 12 29
Letters, 2006, 425, 221-224. ’

Dual Cation and Anion Acceptor Molecules. The Case of the (I-6-C6H6)(I-6C6F6)Cr(0) Complex. Journal of

Physical Chemistry A, 2007, 111, 3137-3142.

Cocrystals of 3,5-Dimethyl-1H-pyrazole and Salicylic Acid:A Controlled Formation of Trimers via 04 HA-A-A-N L4 9
Hydrogen Bonds&€. Crystal Growth and Design, 2007, 7, 1176-1184. :



344

346

348

350

352

354

356

358

360

21

JOSE ELGUERO

ARTICLE IF CITATIONS

The structural and theoretical study of 1H-3,5-di-phenyl-1,2,4-diazaphosphole in the solid state.

Tetrahedron, 2007, 63, 9129-9133.

Hydrogen bonds and ionic interactions in Guanidine/Guanidinium complexes: a computational case

study. Structural Chemistry, 2008, 19, 923-933. 1.0 29

A study in desmotropy. Solid State Nuclear Magnetic Resonance, 2008, 34, 68-76.

Heteropentalenes aromaticity: A theoretical study. Computational and Theoretical Chemistry, 2008,
851, 75-83. L5 29

A Systematic Comparison of Second-Order Polarization Propagator Approximation and
Equation-of-Motion Coupled Cluster Singles and Doubles Ca”C, C&”N, Na”N, C&”H, and N&”H Spind™Spin
Coupling Constants. Journal of Physical Chemistry A, 2009, 113, 12411-12420.

The annular tautomerism of the curcuminoid NH-pyrazoles. New Journal of Chemistry, 2009, 33, 125-135. 1.4 29

Theoretical study of the geometrical, energetic and NMR properties of atranes. Journal of
Organometallic Chemistry, 2015, 794, 206-215.

Exploring the PX3:NCH and PX3:NH3 potential surfaces, with X = F, Cl, and Br. Chemical Physics Letters, 12 29
2015, 641, 84-89. :

Modulating intramolecular P4<N pnictogen interactions. Physical Chemistry Chemical Physics, 2016, 18,
9148-9160.

SystA'mes aromatiques A 10 AOlectrons 1€ dA©rivA©s de I'azad€8a penlalAe. VIll. Recherches dans la sA©rie du, ,

pyrazolo[3,2a€xi>c<[i>]&€i>s<[i>a€triazole. Journal of Heterocyclic Chemistry, 1974, 11, 751-754. 28

Etude de I'A©quilibre dans les oxazolo[2,3-e], thiazolo[2,3-e] et isoxazolo[2,3-d]tA©trazoles. Il. Etude de
'effet de la tempA©rature par dipolemetrie et rA©sonance magnA©tique nuclA©aire. Canadian Journal of
Chemistry, 1977, 55, 1728-1735.

NMR studies in the heterocyclic series XXIVa€”1H,13C and15N study of15N labelled indazoles. Magnetic

Resonance in Chemistry, 1982, 18, 10-13. 0.7 28

The Mills-Nixon effect on enol-enol tautomerism in {2-dicarbonyl compounds and on annular
tautomerism in NH-pyrazoles: A semi-empirical study. Tetrahedron, 1997, 53, 1403-1410.

A Multinuclear NMR Spectral Study of Parent Azoles and Benzazoles: Experimental Results and GIAO

Ab initio Calculations. Heterocycles, 2001, 55, 2109. 04 28

3-Aroyl-5-hydroxyflavones: Synthesis and Transformation into Aroylpyrazoles. European Journal of
Organic Chemistry, 2002, 2002, 3807-3815.

Synthesis, experimental and theoretical NMR study of 24€2-hydroxychalcones bearing a nitro substituent 10 28
on their B ring. Tetrahedron, 2004, 60, 6513-6521. )

Predicted Signs of One-Bond Spina”Spin Coupling Constants (1hJH-Y) across Xd”Ha"Y Hydrogen Bonds for

Complexes with Y = 15N, 170, and 19F. Journal of Physical Chemistry A, 2004, 108, 11762-11767.

A Theoretical Study on the Tautomerism of C-Carboxylic and Methoxycarbonyl Substituted Azoles.

Structural Chemistry, 2005, 16, 507-514. 1.0 28



362

364

366

368

370

372

374

376

378

22

JOSE ELGUERO

ARTICLE IF CITATIONS

Chiral Recognition in Self-complexes of Tetrahydroimidazo[4,5-d]imidazole Derivatives:A From Dimers

to Heptamers. Journal of Physical Chemistry A, 2006, 110, 2259-2268.

Structural studies of cyclic ureas: 1. Enthalpies of formation of imidazolidin-2-one and

N,N&€2-trimethyleneurea. Journal of Chemical Thermodynamics, 2008, 40, 386-393. Lo 28

Unprecedented 1,3-Diaza[3]ferrocenophane Scaffold as Molecular Probe for Anions. Inorganic
Chemistry, 2011, 50, 4212-4220.

Atheoretical NMR study of the structure of benzynes and some of their carbocyclic and heterocyclic 10 28
analogs. Tetrahedron, 2012, 68, 6548-6556. )

Resonance assisted hydrogen bonds in open-chain and cyclic structures of malonaldehyde enol: A
theoretical study. Journal of Molecular Structure, 2013, 1048, 138-151.

Diazole-based powdered cocrystal featuring a helical hydrogen-bonded network: Structure
determination from PXRD, solid-state NMR and computer modeling. Solid State Nuclear Magnetic 1.5 28
Resonance, 2015, 65, 49-63.

On the existence of intramolecular one-electron Bed€“Be bonds. Chemical Communications, 2016, 52,
9656-9659.

SystA'mes aromatiques A 10 A©lectrons i€ dA©rivA©s de |'aza-3a-pentalAne. XI. Etude par rA©sonance
magnA©tique nuclA©aire de I'imidazo [1,2-b] pyrazole et du pyrazolo [1,5-a] benzimidazole. Canadian 0.6 27
Journal of Chemistry, 1974, 52, 2744-2750.

Azolides. VII&€”Restricted rotation inN-acylindoles and carbazoles. Anisotropy effect of the carbonyl
group. Magnetic Resonance in Chemistry, 1975, 7, 445-450.

Etude de 'A©quilibre azido a1 tA©trazole dans la sA©ric du thiazolo[2,354€e]a€tAOtrazole. lIl. Effects des
substituants. Journal of Heterocyclic Chemistry, 1977, 14, 1299-1304.

Iminophosphorane-substituted proton sponges. Part 1. X-ray molecular structures of
1,8-diaminonaphthalene and 1-amino-8-triphenylphosphoranylideneaminonaphthalene. Journal of the
Chemical Society Perkin Transactions I, 1991, , 1025.

Rearrangement of N-(alkylamino)azoles in acid media: a new entry to C-amino-N-substituted azoles. 17 97
Journal of Organic Chemistry, 1992, 57, 1563-1567. ’

Pyrimidine and Pyrimidone Derivatives of [60]Fullerene. Tetrahedron Letters, 1997, 38, 2557-2560.

An Experimental and Theoretical Study of the Basicity of Tetra-tert-butyltetrahedrane. Chemistry - A 17 o7
European Journal, 2001, 7, 342-346. :

The tautomerism of 1H-pyrazole-3(5)-(N-tert-butyl)carboxamide in the solid state and in solution.
Magnetic Resonance in Chemistry, 2005, 43, 89-91.

Resolving an apparent discrepancy between theory and experiment: spind€“spin coupling constants for 11 97
FCCF. Magnetic Resonance in Chemistry, 2008, 46, 1003-1006. :

A theoretical study of the H n F447n Si:N-base (nA=A14€“4) tetrel-bonded complexes. Theoretical Chemistry

Accounts, 2017, 136, 1.

High resolution 13C nuclear magnetic resonance spectra of solid pyrazoles. Application to annular

tautomerism. Canadian Journal of Chemistry, 1988, 66, 1141-1146. 0.6 26



380

382

384

386

388

390

392

394

396

23

JOSE ELGUERO

ARTICLE IF CITATIONS

Reaction of pyrazole addition to quinones. Journal of Organic Chemistry, 1992, 57, 1873-1876.

Tautomerism of Heterocycles: Five-Membered Rings with One Heteroatom. Advances in Heterocyclic 0.9 2
Chemistry, 2000, , 85-156. :

DNA Triplexes:A A Study of Their Hydrogen Bonds. Journal of Physical Chemistry B, 2003, 107, 323-330.

Solid-State Structure and Tautomerism of 2-Aminotroponimines Studied by X-ray Crystallography and 12 2
Multinuclear NMR Spectroscopy. European Journal of Organic Chemistry, 2004, 2004, 4452-4466. )
Homoheteroaromaticity: the case study of azepine and dibenzazepineElectronic supplementary

information (ESI) available: absolute chemical shieldings calculated at the

B3LYP/6 311++G**I/B3LYP/6 311++G** computatlona level for compounds lb 2b, 4b and 5b. See

Dihydrogen bond cooperativity in (HCCBeH)n clusters. Journal of Chemical Physics, 2008, 129, 064115. 1.2 26

Ab Initio Study of Ternary Complexes AA-A-ANCHA-A-A.C with A,C = HCN, HF, HCl, CIF, and LiH: Energetics and
Spind~Spin Coupling Constants across Intermolecular Bonds. Journal of Physical Chemistry A, 2010, 114,
8463-8473.

Synthesis of [1,2,4]-triazolo[1,5-a]pyrimidines by Dimroth rearrangement of
[1,2,4]-triazolo[4,3-a] pyrimidines: A theoretical and NMR study. Journal of Molecular Structure, 2011, 1.8 26
987, 13-24.

Conformational study of the open-chain and furanose structures of d-erythrose and d-threose.
Carbohydrate Research, 2012, 358, 96-105.

Structure of NH-benzazoles (1H-benzimidazoles, 1H- and 2H-indazoles, 1H- and 2H-benzotriazoles). 0.6 2
Chemistry of Heterocyclic Compounds, 2013, 49, 177-202. )

Exploring the (H<sub>2</sub>CasPH<sub>2<[sub>)<sup>+</ suE> :N-Base Potential Surfaces: Complexes
Stabilized by Pnicogen, Hydrogen, and Tetrel Bonds. Journal of Physical Chemistry A, 2015, 119,
11701-11710.

Boron as an Electrona€Pair Donor for Ba...4«...4«..Cl Halogen Bonds. ChemPhysChem, 2016, 17, 3112-3119. 1.0 26

MiNnopnosp y
formatlon of Z,Z-1, 3 diazetidine-2,4-di-imines. X- Ray molecular structure of

7-(p- chloroanlhno) -(p- chlorophenyl) -3-methyl[1,2,4]triazolo[5,1-c][1,2,4]triazin-4(8H)-one and of
1,3-bis-(p-chlorophenyl)-2,4-bis-(6-methyl-3-methylthio-5-0x0-4,5-dihydro-1,2,4-triazin-4-ylimino)-1,3-diazetidine.

2-Arylperimidine derivatives. Part 1. Synthesis, NMR spectroscopy, X-ray crystal and molecular

structures. Journal of the Chemical Society Perkin Transactions Il, 1995, , 1389-1398. 0.9 25

Cycloaddition of tetracyanoethene oxide with [60]fullerene. Journal of the Chemical Society Perkin
Transactions 1, 1996, , 499.

Localization of hydrogen bond deuterons in proton sponges by dipolar solid state <sup>15</sup>N 0.9 95
NMR spectroscopy. Zeitschrift Fur Elektrotechnik Und Elektrochemie, 1998, 102, 414-418. )

Two-Bond13C4”15N Spind™Spin Coupling Constants (2hJC-N) Across C&”Ha”N Hydrogen Bondsa€. Journal of

Physical Chemistry A, 2003, 107, 3222-3227.

Synthesis and Preferred Alla€<i>syn</i> Conformation of <i>C«<[i> <sub>3</sub>&€6ymmetrical

<i>N<[i>a€{Hetero)arylmethyl Triindoles. Chemistry - A European Journal, 2008, 14, 8555-8561. 17 25



398

400

402

404

406

408

410

412

414

24

JOSE ELGUERO

ARTICLE IF CITATIONS

Multinuclear NMR Characterization of Cyanuric Fluoride (2,4,63€Trifluorod€d,3,5a€triazine). Journal of

Heterocyclic Chemistry, 2012, 49, 1257-1259.

fa€“[f and if4€“I€ pnicogen bonds in complexes H2XP:PCX, for XA=AF, CI, OH, NC, CN, CCH, CH3, and H. Theoret&cgl

Chemistry Accounts, 2014, 133, 1. 25

A Conceptual DFT Study of Phosphonate Dimers: Dianions Supported by H-Bonds. Journal of Physical
Chemistry A, 2020, 124, 2207-2214.

Spectre de |'indazole en rA©sonance magnA©tique nuclA®©aire du 13C. Canadian Journal of Chemistry, 1976, 0.6 24
54,1329-1331. ’

Aromatic systems with 10 [€ electrons derived from 3ad€azapentalene. XXVIIl. Electronic and molecular
structure of the pyrazolo[1,58€«i>d<[i>]tetrazole system. Journal of Heterocyclic Chemistry, 1978, 15,
395-399.

Basicity of azoles. IV. Empirical relationships between basicity and ionization potential for aromatic
five membered rings containing nitrogen or oxygen. Journal of Heterocyclic Chemistry, 1984, 21, 1.4 24
269-270.

Basicity of azoles. VII. Basicity of <i>C<[i>&€aminopyrazoles in relation to tautomeric and protonation
studies. Journal of Heterocyclic Chemistry, 1985, 22, 997-1000.

Azido/tetrazole equilibrium in the thiazoloacridinone series. Journal of Heterocyclic Chemistry, 1996,
33, 747-750. 14 24

Hydrogen Bond Compression during Triple Proton Transfer in Crystalline Pyrazoles. A Dynamic
<sup>15¢</sup>N NMR Study. Israel Journal of Chemistry, 1999, 39, 291-299.

Basicity and Proton Transfer in Proton Sponges and Related Compounds: An Ab Initio Study. 1.0 o4
Structural Chemistry, 2000, 11, 335-340. )

Molecular recognition of biotin, barbital and tolbutamide with new synthetic receptors.
Tetrahedron, 2005, 61, 5089-5100.

A1H,13C and15N NMR study in solution and in the solid state of sixN-substituted pyrazoles and

indazoles. Magnetic Resonance in Chemistry, 2006, 44, 566-570. 11 24

An ab initio investigation of the properties of H2:HX hydrogen-bonded complexes. Chemical Physics
Letters, 2010, 489, 159-163.

TDDFT study of the UV-vis spectra of subporphyrazines and subphthalocyanines. Journal of Porphyrins 0.4 04
and Phthalocyanines, 2011, 15, 1220-1230. :

Do nitrogen bases form chlorine-shared and ion-pair halogen bonds?. Chemical Physics Letters, 2011,
508, 6-9.

Berylliuma€Based Anion Sponges: Close Relatives of Proton Sponges. Chemistry - A European Journal, 17 24
2016, 22,18322-18325. ’

Carbenes as Electrona€Pair Donors for Pac...4¢...4«...C Pnicogen Bonds. ChemPhysChem, 2017, 18, 1597-1610.

Complexes of O=C=S with Nitrogen Bases: Chalcogen Bonds, Tetrel Bonds, and Other Secondary 10 04
Interactions. ChemPhysChem, 2018, 19, 1886-1894. )



416

418

420

422

424

426

428

430

432

25

JOSE ELGUERO

ARTICLE IF CITATIONS

Weak Interactions Get Strong: Synergy between Tetrel and Alkaline-Earth Bonds. Journal of Physical

Chemistry A, 2019, 123, 7124-7132.

Variable-Field Study of 13C,35,37Cl Residual Dipolar Coupling in the 13C CPMAS NMR Spectra of Pyrazole

Derivatives. The Journal of Physical Chemistry, 1994, 98, 5207-5211. 2.9 23

Flash Vacuum Pyrolysis of Pyrazoles as an Alternative Way to Study Vinylcarbenes. Journal of Organic
Chemistry, 1998, 63, 8188-8191.

Tautomerism of heterocycles: Condensed five-six, five-five, and six-six ring systems with heteroatoms

in both rings. Advances in Heterocyclic Chemistry, 2000, 77, 51-113. 0.9 23

Two-Bond 15N&”19F Spina™Spin Coupling Constants (2hJN-F) across Na”H+...F Hydrogen Bonds. Journal of
Physical Chemistry A, 2003, 107, 3126-3131.

Apparent Allyl Rotation in New Allylpalladium(ll) Complexes with PyrazolyIN-Donor Ligands. European

Journal of Inorganic Chemistry, 2004, 2004, 549-556. Lo 23

One-pot synthesis of monosubstituted aryl(hetaryl)acetylenes by direct introduction of the Ci—14CH
residue into arenes and hetarenes. Tetrahedron, 2004, 60, 6685-6688.

Use of TrAqger's Base as a Scaffold for New Chiral Molecular Tweezers: Synthesis of Trimeric,

FusedTrAqger's Bases. Helvetica Chimica Acta, 2005, 88, 1199-1207. Lo 23

Modelling proteind€“RNA interactions: an electron density study of the guanidinium and formate
complexes with RNA bases. Organic and Biomolecular Chemistry, 2005, 3, 366-371.

A theoretical study of the conformation, basicity and NMR properties of 2,23€2-, 3,33€2- and 4,44€2-bipyridines
and their conjugated acids. Computational and Theoretical Chemistry, 2011, 966, 334-339.

Carbohydrates in the gas phase: conformational preference ofd-ribose and 2-deoxy-d-ribose. New
Journal of Chemistry, 2014, 38, 529-538.

Potential Energy Surfaces of HN(CH)SX:CO<sub>2</sub> for X = F, Cl, NC, CN, CCH, and H: NA-A-A-C Tetrel
Bonds and OA-A:A:S Chalcogen Bonds. Journal of Physical Chemistry A, 2019, 123, 7270-7277.

Systemes aromatiques A 10 A©lectrons € dA©rivA©s de |'azad€3a pentalA'ne. lll. SynthAse et propriA©tA©s
spectroseopiques du mA©thyla€6 imidazo[1,24€«i>b<[i>] pyrazole. Journal of Heterocyclic Chemistry, 1973, 10,
411-412.

Aromatic systems with 10? electrons derived from 3a-azapentalene. Part 37. Cyclization of the anion of
azido-s-triazole into the anion of s-triazolo[2,3-d]tetrazole. Journal of the Chemical Society Perkin 0.9 22
Transactions 1, 1979, , 2886.

Basicity of azoles. Part 6. Calculated intrinsic basicities for methyl-substituted pyrazoles and
imidazoles. Comparison to aqueous solution data: N-methylation effect. Journal of Organic
Chemistry, 1984, 49, 4379-4386.

Can 1,2,3-Oxadiazole be Stable?. Angewandte Chemie International Edition in English, 1985, 24, 713-715. 4.4 22

The structure of indazolinone and derivatives in the solid state and in solution: an X-ray and nuclear

magnetic resonance study. Journal of the Chemical Society Perkin Transactions Il, 1986, , 1677-1681.

Synthesis and structure of new hosts related to 9,94€2-bianthryl. Journal of the Chemical Society Perkin

Transactions II, 1993, , 757-766. 0.9 22



434

436

438

440

442

444

446

448

450

26

JOSE ELGUERO

ARTICLE IF CITATIONS

Intermolecular proton transfer in hosta€“guest crystals: the case of pyrazole included in

1,1-di(2,4-dimethylphenyl)but-2-yn-1-ol, an X-ray and solid-state13C/15N NMR study. Journal of the
Chemical Society Chemical Communications, 1993, , 1139-1142.

Imidazole and benzimidazole addition to quinones. Formation of meso and d,| isomers and crystal
structure of the d,l isomer of 2,3-Bis(benzimidazol-1"-yl)-1,4-dihydroxybenzene. Tetrahedron, 1994, 50, 1.0 22
12489-12510.

Harnessing steric strain to obtain superbases. Journal of the Chemical Society Chemical
Communications, 1995, , 1543.

GIAO ab initio calculations of nuclear shieldings of monosubstituted benzenes and N-substituted

pyrazoles. Computational and Theoretical Chemistry, 1998, 453, 255-273. L5 22

Synthesis and X-ray crystallographic study of 6,12-epiiminodibenzo[b,f][1,5]diazocines. Tetrahedron,
1998, 54, 997-1004.

The search for proton mobility in solid pyrazoles: molecular and crystal structure of

3(5)-phenyl-4-bromo-5(3)-methylpyrazole. Journal of Molecular Structure, 1999, 484, 197-205. 18 22

<i>Ab initio</[i> study of azolides: Energetic and spectroscopic properties. Journal of Heterocyclic
Chemistry, 2001, 38, 443-450.

A theoretical study of the origin of rotational barriers in pusha€“pull ethylenes. Computational and 15 29
Theoretical Chemistry, 2002, 585, 27-34. :

Interaction of Protein Backbone with Nucleic Acid Basesa€. Journal of Physical Chemistry B, 2003, 107,
5306-5310.

Ethyl Vinyl Ether - An Agent for Protection of the Pyrazole NH-Fragment. A Convenient Method for the

Preparation of N-Unsubstituted 4-Alkynylpyrazoles. Heterocycles, 2003, 60, 879. 04 22

Tetrahydroacridin-9-ones, 9-chlorotetrahydroacridines, 9-amino-tetrahydroacridines and
9-(pyrazol-1-yl)-tetrahydroacridines derived from chiral cyclanones. European Journal of Medicinal
Chemistry, 2004, 39, 37-48.

HKdrogen Bond vs Proton Transfer in HZSM5 Zeolite. A Theoretical Study. Journal of Physical 1o 29
C .

emistry B, 2005, 109, 19301-19308.

Substitution effects in phenyl and N-pyrrole derivatives along the periodic table. Structural
Chemistry, 2007, 18, 797-805.

[€-Systems as Simultaneous Hydride and Hydrogen Bond Acceptors. Journal of Physical Chemistry A, 11 29
2008, 112, 6753-6759. :

The interplay of hgdrogen bonds and halogen bonds in the structure of NH-pyrazoles bearing C-ary!
and C-halogen substituents. Inorganica Chimica Acta, 2010, 363, 1332-1342.

Ab Initio Study of Ternary Complexes X:(HCNH)<sup>+</sup>:Z with X, Z = NCH, CNH, FH, CIH, and FCl:
Diminutive Cooperative Effects on Structures, Binding Energies, and Spind€“Spin Coupling Constants 11 22
Across Hydrogen Bonds. Journal of Physical Chemistry A, 2011, 115, 12677-12687.

A theoretical study of the conformation of 2,23€2-bifuran, 2,23€2-bithiophene, 2,23€2-bitellurophene and mixed
derivatives: Chalcogena€“chalcogen interactions or dipoled€“dipole effects?. Computational and

Theoretical Chemistry, 2011, 974, 37-42.

Synthesis and biological evaluation of indazole derivatives. European Journal of Medicinal Chemistry, 06 29
2011, 46, 1439-1447. ’



452

454

456

458

460

462

464

466

468

27

JOSE ELGUERO

ARTICLE IF CITATIONS

Strong interactions between copper halides and unsaturated systems: new metallocycles? Or the

importance of deformation. Physical Chemistry Chemical Physics, 2012, 14, 11468.

Mechano Heterocyclic Chemistry: Grinding and Ball Millsa"—. Advances in Heterocyclic Chemistry, 2014,
112,117-143. 09 22

Exergonic and Spontaneous Production of Radicals through Beryllium Bonds. Angewandte Chemie -
International Edition, 2016, 55, 8736-8739.

Theoretical Study of Intramolecular Interactions in Peri-Substituted Naphthalenes: Chalcogen and 17 29
Hydrogen Bonds. Molecules, 2017, 22, 227. )

Exploring N C tetrel and O S chalcogen bonds in HN(CH)SX:OCS systems, fora€ Xa€ =a€F, NC, Cl, CN, CCH, and
H. Chemical Physics Letters, 2019, 730, 466-471.

Synthesis of 6,7-dihydro-5H-1,2,4-triazolo[3,4-b] [1,3,4] thiadiazines by a Ca€"“C ring cyclization under mild

conditions. Journal of the Chemical Society Perkin Transactions 1, 1987, , 1853-1860. 0.9 21

Gas phase basicities of 1,3-benzazoles: benzimidazole, benzoxazole, benzothiazole, benzoselenazole and
benzotellurazole. Journal of the Chemical Society Perkin Transactions Il, 1994, , 2341.

Optical resolution of 1,3-dimethyl-5-phenyl-”2-pyrazoline by diastereoisomeric complex formation with
an optically active host compound: X-ray and molecular structure of the complex. Journal of the 2.0 21
Chemical Society Chemical Communications, 1995, , 1453-1454.

Tetraphosphacubane:A An Unexpectedly Strong Base in the Gas Phasea€. Journal of Organic Chemistry,
1996, 61, 7813-7818.

New Models for the Study of the Racemization Mechanism of Carbodiimides. Synthesis and Structure
(X-ray Crystallography and1H NMR) of Cyclic Carbodiimides. Journal of Organic Chemistry, 1996, 61, 17 21
4289-4299.

Tautomerism and the Mills-Nixon-like effect in pyrazoles. Structural Chemistry, 1997, 8, 189-195.

Packing Modes in Eight 3-Ethoxycarbonylpyrazole Derivatives. Influence of the Substituents on the

Crystal Structure and Annular Tautomerism. Heterocycles, 1999, 50, 227. 04 21

Structure of a 4-Nitroso-5-aminopyrazole and Its Salts:A Tautomerism, Protonation, andE/ZIsomerism.
Journal of Organic Chemistry, 2003, 68, 8831-8837.

Substituent Effects on Enthalpies of Formation:A Benzene Derivatives. Journal of Physical Chemistry A, 11 21
2003, 107, 366-371. :

Microwave-Assisted Synthesis and Dynamic Behaviour
ofN2,N4,N6-Tris(1H-pyrazolyl)-1,3,5-triazine-2,4,6-triamines. QSAR and Combinatorial Science, 2005, 24,
649-659.

XeH2 as a proton-accepting molecule for dihydrogen bonded systems: A theoretical study. Chemical 12 21
Physics Letters, 2006, 422, 226-229. :

Probing Pa”H+4”P Hydrogen Bonds:A Structures, Binding Energies, and Spina™Spin Coupling Constants.

Journal of Physical Chemistry A, 2007, 111, 3416-3422.

Distinction between homochiral and heterochiral dimers of 1-aza[n]helicenes (n=15€“7) with alkaline

cations. Tetrahedron: Asymmetry, 2010, 21, 962-968. 1.8 2



470

472

474

476

478

480

482

484

486

28

JOSE ELGUERO

ARTICLE IF CITATIONS

A theoretical NMR study of ortho and para-substituted benzenes compared with silabenzenes,

pyridines and phosphabenzenes. Magnetic Resonance in Chemistry, 2010, 48, S32-S37.

Synthesis and structural study of 2-arylbenzotriazoles related toATinuvins. Tetrahedron, 2013, 69, 1.0 21
3027-3038. :

H2XP:OH2 Complexes: Hydrogen vs. Pnicogen Bonds. Crystals, 2016, 6, 19.

Systemes aromatiques A 10 A©lectrons € dA©rivA©s de |'azad€d d€pentalA'ne. . Recherches dans la sA©rie du
pyrazolo[3,4a€«i>d<[i>]a€«i>v<[i>&€triazole. Journal of Heterocyclic Chemistry, 1975, 12, 279-285.

Proton, carbon-13, and fluorine-19 NMR study of N-arylpyridinium salts: Attempted calculations of the
[£1 and [£RO values for N- -pyridinium substituents. Collection of Czechoslovak Chemical Communications,
1981, 46, 584-596.

A conformational study of bis-, tris- and tetrakis-pyrazolylmethane. Crystallography, L.S.R., dipole

moments and theoretical calculations. Tetrahedron, 1989, 45, 7805-7816. 1o 20

Thiazolo [5,4-%] acridines. Tetrahedron Letters, 1991, 32, 6709-6710.

Theoretical study of the mechanism of dimerization of N,C-disubstituted carbodiimides. Journal of the

Chemical Society Perkin Transactions Il, 1992, , 299-304. 0.9 20

Molecular structure and tautomerism of 3,5-bis(4-methylpyrazol-1-yl)-4-methylpyrazole. Canadian
Journal of Chemistry, 1993, 71, 1443-1449.

The Structure of 1H-Perimidin-2(3H)-one and Its Derivatives in the solid state (x-ray crystallography) Tj ETQQO O O rgBT [Overlock 10 Tf 5
1.0 20
Chimica Acta, 1994, 77, 121-139.

Toward the Photostability Mechanism of Intramolecular Hydrogen Bond Systems. 4.
3(5)-(1'-Hydroxy-2'-naphthyl) pyrazoles and 3(5)-(2'-Hydroxy-1'"-naphthyl) pyrazoles. Journal of Organic
Chemistry, 1995, 60, 3427-3439.

Vibrational spectra of N-methylpyrazole: an experimental and theoretical study. Spectrochimica Acta -

Part A: Molecular and Biomolecular Spectroscopy, 1997, 53, 1383-1398. 2.0 20

Synthesis and structural studies of some [14]paracyclo-bis-(1,2) pyrazolium- and
(1,3)imidazolium-phanes. Tetrahedron, 1999, 55, 2327-2340.

Solution and solid state (CPMAS) NMR studies of the tautomerism of six-membered heterocyclic

compounds related to 2-pyridones. Spectroscopy, 2000, 14, 121-126. 08 20

Unexpected formation of bis-pyrazolyl derivatives by solid support coupled with microwave
irradiation. Tetrahedron, 2001, 57, 6147-6153.

A density functional theoretical study of the influence of cavities and water molecules on
tautomerism: The case of pyridones and 1,2,44€triazoles linked to crown ethers and esters. Journal of 1.4 20
Heterocyclic Chemistry, 2001, 38, 1387- 1391.

The annular tautomerism of 4(5)-phenylimidazole. Perkin Transactions Il RSC, 2002, , 564-568.

Study of the heterocyclization of <i>vic</i>&€substituted hydrazides of acetylenylpyrazolecarboxylic

acids into <i>N<[i>a€amino pyrazolopyridinones. Journal of Heterocyclic Chemistry, 2002, 39, 1229-1233. 14 20



488

490

492

494

496

498

500

502

504

29

JOSE ELGUERO

ARTICLE IF CITATIONS

The structure of the agrochemical fungicidal 4-chloro-3-(3,5-dichlorophenyl)-1H-pyrazole (RPA 406194)

and related compounds. Tetrahedron, 2003, 59, 555-560.

Towards the design of hosta€“guest complexes: biotin and urea derivatives versus artificial receptors. 5.3 20
Biosensors and Bioelectronics, 2004, 20, 1242-1249. :

A theoretical study of multinuclear coupling constants in pyrazoles. Magnetic Resonance in
Chemistry, 2005, 43, 985-991.

Probing the protona€transfer coordinate of complexes with Fi£;Ha€| P hydrogen bonds using onea€-and

twod€bond spind€“spin coupling constants. Magnetic Resonance in Chemistry, 2007, 45, 714-719. 11 20

Ay

The Structure of Alkali Metal Derivatives of Azoles: Na”if versus € Structures. Journal of Physical
Chemistry A, 2008, 112, 7682-7688.

1,2,43€biazaphospholide Complexes of Tin(ll): From Nitride Stannylene to Stannylenated Ammonium lons. 17 20
Chemistry - A European Journal, 2009, 15, 6581-6585. )

Structural studies of 2&€methyla€ya€substituted pyrazolo[1,58€«i>a</i>]pyrimidines. Journal of Heterocyclic
Chemistry, 2010, 47, 1259-1268.

A theoretical comparison of the chemical shifts of three related heterocycles: 1H-pyrazoles,

1H-1,2,4-triazoles and 1H-1,2,4-diazaphospholes. Computational and Theoretical Chemistry, 2010, 942, 1-6. L5 20

Simultaneous Interactions of Anions and Cations with Cyclohexane and Adamantane: Aliphatic Cyclic
Hydrocarbons as Charge Insulators. Journal of Physical Chemistry A, 2011, 115, 13124-13132.

An experimental NMR and computational study of 4-quinolones and related compounds. Monatshefte 0.9 20
FAYar Chemie, 2011, 142, 731-742. .

The structure of glibenclamide in the solid state. Magnetic Resonance in Chemistry, 2012, 50, 246-255.

HOMA parameters for the borond€“boron bond: How the introduction of a BB bond influences the

aromaticity of selected hydrocarbons. Structural Chemistry, 2013, 24, 543-548. 10 20

Solvent effects on guanidinium-anion interactions and the problem of guanidinium Y-aromaticity.
Journal of Physical Organic Chemistry, 2013, 26, 378-385.

Fluorination Effects on NOS Inhibitory Activity of Pyrazoles Related to Curcumin. Molecules, 2015, 20, 17 20
15643-15665. :

Hydrogen-bonded complexes with carbenes as electron-pair donors. Chemical Physics Letters, 2017,
675, 46-50.

A LFER analysis of the singlet-triplet gap in a series of sixty-six carbenes. Chemical Physics Letters, 2018,
691, 33-36. 1.2 20

Binding indirect greenhouse gases OCS and CS2by nitrogen heterocyclic carbenes (NHCs). Physical

Chemistry Chemical Physics, 2018, 20, 19552-19559.

Cooperative Effects in Weak Interactions: Enhancement of Tetrel Bonds by Intramolecular Hydrogen 17 20
Bonds. Molecules, 2019, 24, 308. '



506

508

510

512

514

516

518

520

522

30

JOSE ELGUERO

ARTICLE IF CITATIONS

Ternary Complexes Stabilized by Chalcogen and Alkalined€Earth Bonds: Crucial Role of Cooperativity

and Secondary Noncovalent Interactions. Chemistry - A European Journal, 2019, 25, 11688-11695.

Modulating intramolecular chalcogen bonds in aromatic (thio)(seleno)phene-based derivatives. 13 20
Physical Chemistry Chemical Physics, 2019, 21, 23645-23650. :

NMR studies in the heterocyclic series. XXa€”a carbon-13 NMR study of the structures
ofN-hydroxybenzotriazole and its acylated derivatives. Magnetic Resonance in Chemistry, 1980, 13,
339-342.

Aromatic Systems with 10i€ Electrons Derived from 3a-Azapentalene. Part 40. Studies on the 20 19
1,2,4-Triazolo[4,3-b][1,2,4]triazole Series. Bulletin of the Chemical Society of Japan, 1985, 58, 735-744. ’

On the Tautomerism of 2&€Phenacyla€4a€pyrimidinones and Related Compounds. Chemische Berichte, 1989,
122,919-924.

Tris(pyrazol-1-yl)-s-triazine (TPT): X-ray crystallographic, computational, and gas-phase electron 10 19
diffraction studies. Structural Chemistry, 1994, 5, 255-264. :

Structure, Basicity, and Thermodynamic Properties of 3,5-Bis(trifluoromethyl)-1,2,4-triazole with
Regard to 1,2,4-Triazole: The Trifluoromethylation Effect. Journal of Organic Chemistry, 1994, 59,
1039-1046.

The Unusual ProFerties of 5a€Methyla€4,5,6,7a€Tetrahydrod€d Ha€indazole in the Solid State. Chemistry - A 17 19
European Journal, 1997, 3, 121-126. :

Triple proton transfer in crystalline 3,5-dibromo-1H-1,2,4-triazole and 3,5-dichloro-1H-1,2,4-triazole
studied by variable-temperature15N NMR andab initio calculations. Magnetic Resonance in Chemistry,
2000, 38, 604-614.

A 13 C NMR study of the structure of four cinnamic acids and their methyl esters. Journal of L8 19
Molecular Structure, 2001, 595, 1-6. )

Variety in the Coordination Modes of the Ligand Hexakis(pyrazol-1-yl)benzene (Hpzb) to Pdll, Ptll and Cul
Centres. European Journal of Inorganic Chemistry, 2002, 2002, 3178-3189.

Computed EOM-CCSD 19F-19F Spin-Spin Coupling Constants in Small Organic Molecules. Zeitschrift Fur 14 19
Physikalische Chemie, 2003, 217, 1565-1576. )

The Structure of a Non-Symmetric Disordered Tetramer: A Crystallographic and Solid State
Multinuclear NMR Study of the Properties of 3(5)-Ethyl-5(3)-Phenyl-1H-Pyrazole. Supramolecular
Chemistry, 2006, 18, 349-356.

Novel (E)- and (2)-3(5)-(2-hydroxyphenyl)-4-styrylpyrazoles from (E)- and (Z)-3-styrylchromones: the
unexpected case of (E)-3(5)-(2-hydroxyphenyl)-4-(4-nitrostyryl)pyrazoles. Tetrahedron Letters, 2007, 48, 0.7 19
3859-3862.

A theoretical and experimental NMR study of the tautomerism of two phenylene-bis-C-substituted
pyrazoles. New Journal of Chemistry, 2008, 32, 2225.

Structural studies of cyclic ureas: 3. Enthalpy of formation of barbital. Journal of Chemical 10 19
Thermodynamics, 2009, 41, 1400-1407. )

Probing <sup>1</[sup><i>J<[i>(Ca”F) and <i><sup>n</sup>)<[i>(F&”F) Spind”Spin Coupling Constants for
Fluoroazines: An Ab Initio Theoretical Investigation. Journal of Physical Chemistry A, 2010, 114,

2637-2643.

Synthesis and Structural Characterization of 1,2,4-Diazaphospholide Complexes of Titanium(IV) and 19 19
Titanium(lll). Inorganic Chemistry, 2011, 50, 12408-12410. )



524

526

528

530

532

534

536

538

540

31

JOSE ELGUERO

ARTICLE IF CITATIONS

Novel antiobesity agents: Synthesis and pharmacological evaluation of analogues of Rimonabant and

of LH21. Bioorganic and Medicinal Chemistry, 2013, 21, 1708-1716.

A theoretical study of the gas phase (proton affinity) and aqueous (pK<sub>a</sub>) basicity of a 14 19
series of 150 pyrazoles. New Journal of Chemistry, 2015, 39, 2861-2871. .

Theoretical study of cyanophosphines: Pnicogen vs. dipolea€“dipole interactions. Computational and
Theoretical Chemistry, 2015, 1053, 305-314.

A vibrational circular dichroism (VCD) methodology for the measurement of enantiomeric excess in
chiral comEounds in the solid phase and for the complementary use of NMR and VCD techniques in 1.7 19
solution: the camphor case. Analyst, The, 2018, 143, 1406-1416.

Constantes de couplage vicinales A travers deux hA©tA©roatomes: ll1a€”Calculs thA©oriques et mesures
expA©rimentales dans les hydrazides enrichies en15N. Magnetic Resonance in Chemistry, 1977, 9, 145-147.

N.m.r. studies in the heterocyclic series: XVI4€”determination of the structure of 3-azidoindazole by1H

and13C n.m.r. spectroscopy. Magnetic Resonance in Chemistry, 1977, 9, 235-236. 0-7 18

The 1H and 13C n.m.r. rules for the assignment of 1, 3- and 1, 5- disubstituted pyrazoles: a revision.
Tetrahedron, 1987, 43, 4663-4668.

Fvp of bis- and tris-(pyrazol-1-yl)methane. A radical reaction. Tetrahedron, 1988, 44, 6429-6434. 1.0 18

A molecular orbital study of the conformation (inversion and rotational barriers) and electronic
properties of sulfamide. Canadian Journal of Chemistry, 1989, 67, 2227-2236.

Iminophosphorane-substituted proton sponges. Part 2. Preparation and crystal structure of four
phosphoranylideneammonionaphthalene derivatives. Journal of the Chemical Society Perkin 0.9 18
Transactions Il, 1991, , 1667-1676.

"Gas-phase-like" behavior in solution chemistry. Journal of the American Chemical Society, 1991, 113,
7489-7493.

The molecular structure of 6, 8, 6 and related systems. Journal of the Chemical Society Perkin 0.9 18
Transactions Il, 1992, , 1609. ’

Solvatochromism of Sterically Hindered Stilbazolium Betaines and Its Relationship to Reichardt's
<i>E<[i><sub>T<[sub>(30) Scale: The Problem of the Measurement of the Polarity vs the Acidity of
Alcohols. Chemische Berichte, 1993, 126, 2445-2448.

Research in the azole series. <b>103</b>. Synthesis and <sup>13</sup>C NMR study of

pyrazolea€4a€earboxaldehydes. Journal of Heterocyclic Chemistry, 1993, 30, 957-960. 14 18

The structure of the compounds resulting from the reaction of arylhydrazines with dehydroacetic
acid: an NMR and crystallographic study. Tetrahedron, 1995, 51, 4891-4906.

Studies of intramolecular hydrogen bonds (IMHB): crystal and molecular structure of L8 18
2-(2a€2-hydroxy-phenyl)imidazoles. Journal of Molecular Structure, 1998, 440, 193-202. )

2,4,6-Tris(azol-1-yl)-1,3,5-triazines: A New Class of Multidentate Ligands. Heterocycles, 2001, 55, 905.

Kinetic Hydrogen/Deuterium Isotope Effects in Multiple Proton Transfer Reactions. Zeitschrift Fur 14 18
Physikalische Chemie, 2004, 218, 17-50. )



542

544

546

548

550

5562

554

556

5568

32

JOSE ELGUERO

ARTICLE IF CITATIONS

Thermochemical properties of two benzimidazole derivatives: 2-Phenyl- and 2-benzylbenzimidazole.

Journal of Chemical Thermodynamics, 2005, 37, 1168-1176.

Polyynes vs. Cumulenes: Their Possible Use as Molecular Wires. Structural Chemistry, 2005, 16, 77-79. 1.0 18

The X-Ray Molecular Structure of 1-(2&€2,4a€2-Dinitrophenyl)-1,2,3-triazole and the Problem of the
Orthogonal Interaction Between a 'Pyridine-Like' Nitrogen and a Nitro Group. Australian Journal of
Chemistry, 2005, 58, 817.

Self-aggregation as a source of chiral discrimination. Chemical Physics Letters, 2006, 427, 289-294. 1.2 18

Spind€“spin coupling across intramolecular Ni£;H<sup>+<[sup>i£;N hydrogen bonds in models for
proton sponges: an <b><i>ab initio</i> </b> investigation. Magnetic Resonance in Chemistry, 2008, 46,
457-463.

Ab Initio EOM-CCSD Spina”~Spin Coupling Constants for Hydrogen-Bonded Formamide Complexes:
Bridging Complexes with NH3, (NH3)2, H20, (H20)2, FH, and (FH)2. Journal of Physical Chemistry A, 2008, 1.1 18
112, 6338-6343.

Synthesis of New 1<i>H<[i>&€ndazoles through Dielsd€“Alder Transformations of 4a€6tyrylpyrazoles under
Microwave Irradiation Conditions. European Journal of Organic Chemistry, 2009, 2009, 4468-4479.

Characterizing Complexes with FA”LIA-A-AN, Ha”LIA-A-AN, and CH3LIA-A-AN Lithium Bonds: Structures, Binding 11 18
Energies, and Spind™Spin Coupling Constants. Journal of Physical Chemistry A, 2009, 113, 10327-10334. :
Computational Thermochemistry of Six Ureas, Imidazolidin-2-one, N,N&€2-Trimethyleneurea,

Benzimidazolinone, Parabanic Acid, Barbital (5,58€2-Diethylbarbituric Acid), and

3,4,4a€2-Trichlorocarbanilide, with an Extension to Related Compounds. Journal of Physical Chemistry A,

4

The structure of azines derived from <i>C</i>a€formyla€d <i>H<[i>&€midazoles in solution and in the solid
state: tautomerism, configurational and conformational studies. Magnetic Resonance in Chemistry, 11 18
2013, 51, 203-221.

Arenea€“Ruthenium Chemistry and BrAnsted Acid Catalysis of a Chiral Phosphane-Hydroxyl Ligand.
Organometallics, 2014, 33, 616-619.

A theoretical and experimental study of the NMR spectra of 4,5,6,7-tetrafluorobenzazoles with special

stress on PCM calculations of chemical shifts. Magnetic Resonance in Chemistry, 2015, 53, 353-362. 11 18

B4H4and B4(CH3)4as Unique Electron Donors in Hydrogen-Bonded and Halogen-Bonded Complexes.
Journal of Physical Chemistry A, 2016, 120, 5745-5751.

The structure of i2-diketones related to curcumin determined by X-ray crystallography, NMR (solution) Tj ETQQ0 O QrgBT Inggoch 10T

Supramolecular organization of perfluorinated 1H-indazoles in the solid state using X-ray
crystallography, SSNMR and sensitive (VCD) and non sensitive (MIR, FIR and Raman) to chirality
vibrational spectroscopies. Physical Chemistry Chemical Physics, 2017, 19, 1632-1643.

Recherches dans la sA©rie des azoles. Journal De Chimie Physique Et De Physico-Chimie Biologique, 1967, 0.2 18
64, 1649-1655. ’

Synthesis and Mesogenic Properties of Schiff Bases Derived from Aminopyrazoles. Heterocycles, 1999,

51, 751.

Reactivity of tetracyanoethKIene oxide toward heteroaromatic compounds. Synthesis and structure

of heterocyclic dicyanomethylides. Journal of Organic Chemistry, 1982, 47, 4409-4412. L7 17



560

562

564

566

568

570

572

574

576

33

JOSE ELGUERO

ARTICLE IF CITATIONS

Carbon-13 NMR studies of primary amines and their corresponding 2,4,6-trimethyl-pyridinium salts.

Magnetic Resonance in Chemistry, 1985, 23, 553-558.

Binding and transport of alkali metal ions by synthetic analogues of nactins. Journal of the Chemical

Society Perkin Transactions 1, 1985, , 1717. 0.9 17

Synthesis and spectroscopic properties of <i>N«</i>&€azolylpropanamides. Journal of Heterocyclic
Chemistry, 1988, 25, 225-229.

AlH and13C nuclear magnetic resonance and X-raf/ diffraction study of the tautomerism of 2-hydroxy-
and 2,3-dihydroxy-pyridine N-oxides. X-Ray molecular structure of 2-hydroxypyridine N-oxide. Journal 0.9 17
of the Chemical Society Perkin Transactions I, 1990, , 1215-1219.

13C chemical shifts and1H-13C coupling constants ofN-phenyl-,N-p-fluorophenyl-
andN-o-nitrophenylpyrazoles. Magnetic Resonance in Chemistry, 1992, 30, 455-459.

An X-ray and 13C CP/MAS NMR study of C,C-linked bipyrazoles and bispyrazolylmethanes.

Spectrochimica Acta Part A: Molecular Spectroscopy, 1994, 50, 727-734. 0-1 17

Microwave spectra and ab initio calculations of 1-nitropyrazole. Journal of Molecular Structure,
1995, 344, 241-250.

Semiempirical (AM1, PM3 and SAM1) calculations of the protonation enthalpies of proton sponges
related to 1,8-diaminonaphthalene. Estimation of the aqueous basicity of new designed superbases. 0.9 17
Journal of the Chemical Society Perkin Transactions Il, 1995, , 923-927.

The additive properties of the electron density at the bond critical points in hydrogen-bonded
complexes. Computational and Theoretical Chemistry, 1998, 452, 227-232.

Tautomerism of NH-pyrazolinones in the solid state: the case of

3(5)-ethoxycarbonyl-5(3)-hydroxypyrazole. Journal of Molecular Structure, 1998, 447, 71-79. 1.8 17

Complexes Between 1,13€2-Binaphthyl-2,23€2-Dicarboxylic Acid and Pyrazoles: A Case of Manual Sorting of
Conglomerate Crystals (Triage). Helvetica Chimica Acta, 1999, 82, 2213-2230.

4-Nitropyrazole: a nitrogen or an oxygen base in the gas phase?. Journal of Physical Organic Chemistry,

1999, 12, 787-795. 0.9 17

An experimental (flash vacuum pyrolysis) and theoretical study of the tautomerism of pyrazolinones
at high temperatures. Journal of the Chemical Society Perkin Transactions Il, 1999, , 211-216.

1-Benzoylazoles: an experimental (NMR and crystallography) and theoretical study. Journal of 18 17
Molecular Structure, 2002, 605, 199-212. :

Unexpected results in the heterocyclization of 5-acetylenylpyrazole-4-carboxylic acid hydrazides
under the influence of CuCl: formation of a diazepinone and dehydrodimerization into the
corresponding bis(pyrazolo[4,3-d] [1,2]diazepinone). Tetrahedron Letters, 2005, 46, 4457-4459.

Barriers to the intramolecular N- to N-transfer of different groups in pyrazoles: Prototropy vs.

Elementotropy. Heteroatom Chemistry, 2005, 16, 628-636. 0.4 17

Solid-State NMR Study of the Tautomerism of Acetylacetone Included in a Host Matrix. Helvetica

Chimica Acta, 2005, 88, 1931-1942.

Substituent Effects on Enthalpies of Formation of Nitrogen Heterocycles:a€%o 2-Substituted

Benzimidazoles and Related Compounds. Journal of Physical Chemistry A, 2006, 110, 2535-2544. L1 17



JOSE ELGUERO

# ARTICLE IF CITATIONS

Theoretical Studies on Chiral Discrimination. Current Organic Chemistry, 2006, 10, 695-714.

A DFT study of the geometric, magnetic NMR chemical shifts and optical rotation properties of

578 TrAqgera€™s bases. Tetrahedron: Asymmetry, 2006, 17, 191-198. 18 17

Substitution effects on neutral and protonated pyridine derivatives along the periodic table.
Structural Chemistry, 2008, 19, 339-352.

580 Structural studies of cyclic ureas: 2. Enthalpy of formation of parabanic acid. Journal of Chemical 10 17
Thermodynamics, 2008, 40, 1378-1385. )

[1,2,3]Triazolo[1,5-a] pyridines. A theoretical (DFT) study of the ring&€“chain isomerization. Tetrahedron,
2008, 64, 11150-11158.

Structures of Hemid€Curcuminoids in the Solid State and in Solution. European Journal of Organic

82 Chemistry, 2013, 2013, 6043-6054. 1.2 17

Atheoretical study of the conformation and dynamic properties of 1,5-benzodiazepines and their
derivatives. Computational and Theoretical Chemistry, 2013, 1019, 108-115.

584 Conformational Preference and Chiroptical Response of Carbohydrates d-Ribose and 2-Deoxy-d-ribose 12 17
in Aqueous and Solid Phases. Journal of Physical Chemistry B, 2013, 117, 14599-14614. :

Using one halogen bond to change the nature of a second bond in ternary complexes with Pa<Cl and Fa<Cl
halogen bonds. Faraday Discussions, 2017, 203, 29-45.

586  Solvent and Substituent Effects on the Phosphine + CO2 Reaction. Inorganics, 2018, 6, 110. 1.2 17

Diborane Concatenation Leads to New Planar Boron Chemistry. ChemPhysChem, 2020, 21, 2460-2467.

sgg  Regium Bonds between Silver(l) Pyrazolates Dinuclear Complexes and Lewis Bases (N2, OH2, NCH, SH2,) Tj ETQq0 P 0 rgBT /(I')7ver|och 1

Stabilisation of dianion dimers trapped inside cyanostar macrocycles. Physical Chemistry Chemical
Physics, 2020, 22, 11348-11353.

590 Recherches dans la sA©rie des azoles. Spectres RMN de diazoles N-substituA©s. Journal De Chimie Physique 0. 17
Et De Physico-Chimie Biologique, 1965, 62, 643-645. :

Theoretical study of cyameluric acid and related compounds. Arkivoc, 2004, 2004, 130-136.

599  The Relative Basicities of Imidazole and Benzimidazole. Angewandte Chemie International Edition in a4 16
English, 1983, 22, 323-324. ’

1,3-Dipolar cycloaddition of azolium dicyanomethylides. Journal of the Chemical Society Perkin

Transactions I, 1983, , 1317-1320.

The Use of Ultrasound in the Synthesis of N-Thranilic Acids by the Ullmann Goldberg Reaction.

94 synthetic Communications, 1989, 19, 2077-2080. L1 16

34



596

598

600

602

604

606

608

610

612

35

JOSE ELGUERO

ARTICLE IF CITATIONS

Reactivity of 1,3-diaryl-2,4-bis(heteroarylimino)-1,3-diazetidines. Formation of

N1,N2,N3,N4,N5-pentasubstituted biguanides. Journal of Organic Chemistry, 1989, 54, 1264-1268.

Acidity in water (pKa values) of carboxylic acids derived from simple heterocycles (azoles and azines).

Collection of Czechoslovak Chemical Communications, 1990, 55, 72-79. Lo 16

A theoretical study of the proton affinities of water, alcohols, and ethers: absolute versus relative
basicities. Journal of the Chemical Society Perkin Transactions Il, 1990, , 565.

Crown Ethers Derived from 2,7-Dihydroxyacridine and 2,7-Dihydroxyacridan-9-one. Journal of Organic 17 16
Chemistry, 1994, 59, 5156-5161. ’

Synthesis of 3-(1-Adamantyl)pyrazole and 3,5-Di(1-adamantyl)pyrazole in a Microwave Oven. Chemistry
Letters, 1994, 23, 2079-2080.

Some Considerations about the Structure of 3(5)-Methylpyrazole. Structural Chemistry, 2000, 11, 77-83. 1.0 16

1,2,4,5-Tetrazines vs. Carboxylic Acid Dimers: Molecular Chemistry vs. Supramolecular Chemistry.
Helvetica Chimica Acta, 2003, 86, 1205-1221.

Substituent and ring effects on enthalpies of formation: 2-methyl- and 2-ethylbenzimidazoles versus

benzene- and imidazole-derivatives. Molecular Physics, 2004, 102, 711-721. 0.8 16

The Structure of Two 1-(Nitrophenyl)-”2-pyrazolines: a Crystallographic and Theoretical Study.
Australian Journal of Chemistry, 2004, 57, 1103.

The calculated enthalpies of the nine pyrazole anions, cations, and radicals: a comparison with 10 16
experiment. Tetrahedron, 2006, 62, 8683-8686. )

A computational study of <sup>2<[sup> <i>J<[i><sub>HH</[sub> (<i>gem«</i>) indirect spind€“spin coupling
constants in simple hydrides of the second and third periods. Magnetic Resonance in Chemistry, 2008,
46, 356-361.

Theoretical calculations of a model of NOS indazole inhibitors: Interaction of aromatic compounds 14 16
with Zn-porphyrins. Bioorganic and Medicinal Chemistry, 2009, 17, 8027-8031. :

Study of <i>E[Z<[i> Isomerization in a Series of Novel Non-ligand Binding Pocket Androgen Receptor
Antagonists. Journal of Chemical Information and Modeling, 2012, 52, 2387-2397.

Theoretical study of the mutarotation of erythrose and threose: acid catalysis. Carbohydrate 11 16
Research, 2013, 372, 1-8. :

Can HNIENH, FNIENH, or HNIECHOH bridge the [f-hole and the lone pair at P in binary complexes with H2XP, for
X =F, Cl, NC, OH, CN, CCH, CH3, and H?. Physical Chemistry Chemical Physics, 2015, 17, 30729-30735.

Borylene as an electron-pair donor for Pa€} B pnicogen bonds. Structural Chemistry, 2017, 28, 1419-1427. 1.0 16

Modulating the Proton Affinity of Silanol and Siloxane Derivatives by Tetrel Bonds. Journal of

Physical Chemistry A, 2017, 121, 7424-7431.

Halogen bonding with carbene bases. Chemical Physics Letters, 2017, 685, 338-343. 1.2 16



614

616

618

620

622

624

626

628

630

36

JOSE ELGUERO

ARTICLE IF CITATIONS

Hydrogen and Halogen Bonding in Cyclic FH<sub> (4-<i>n</[i>)<[sub>:FCl<sub> <i>n<[i> <[sub>

Complexes, for <i>n<[i> = 04€“4. Journal of Physical Chemistry A, 2018, 122, 2587-2597.

Metastable Dianions and Dications. ChemPhysChem, 2020, 21, 1597-1607. 1.0 16

Etudes RMN en sA©rie hA©tA©rocyclique. XXVI 4€“ Structure des complexes du pyrazole avec le rhodium par
la RMN du carbone-13 et du proton. Journal De Chimie Physique Et De Physico-Chimie Biologique, 1984, 0.2
81, 251-254.

Dynamic Conformationaland Exchange Processes in 2-(48€™-Pyridyl)benzazoles. Heterocycles, 1977, 6, 911. 0.4 15

SystA'mes Aromatiques A 10 A%lectrons € DAOrivA©s de I'Aza-3a-pentalAne: XXVI&€”Etude de quelques DAOriyAOs
PolyazapentalA©niques en RA©sonance du Carbone-13. Magnetic Resonance in Chemistry, 1977, 9, 508-511. :

N,N'-Linked biazoles. Tetrahedron, 1986, 42, 2377-2386. 1.0 15

Description of Heterocyclic Substituents: A Free-Wilson Type Approach Using D-Optimal Designs. QSAR
and Combinatorial Science, 1987, 6, 173-178.

Research for New Antichagasic Drugs.. Chemical and Pharmaceutical Bulletin, 1991, 39, 1990-1993. 0.6 15

Solvent effects on the 13C NMR parameters (1" 13C chemical shifts and 1H-13C coupling constants) of
1-methylpyrazole and 1-methylimidazole. Spectrochimica Acta Part A: Molecular Spectroscopy, 1991, 47,
785-790.

Crystal structures of 2-(2-methoxyphenyl) perimidine and its hemihydrate. Journal of Crystallographic 0.3 15
and Spectroscopic Research, 1993, 23, 305-312. :

Synthesis and biological evaluation of 4-quinolone ribosides. Journal of the Chemical Society Perkin
Transactions 1, 1993, , 845.

Regioselective adamantylation of N-unsubstituted pyrazole derivatives. Tetrahedron Letters, 1994, 35,

183-184. 0.7 15

Determination of the free activation energy for the breaking of the 31Pi—107(109)Ag bond in
[(I-6-p-cymene)Ru(IY4-pz) 3Ag(PPh3)]. Journal of Organometallic Chemistry, 1994, 470, 271-274.

Study of 1-hydroxybenzotriazole/benzotriazole N-oxide tautomerism in the gas phase by photoelectron
spectroscopy. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 1995, 51, 2.0 15
1801-1807.

Aromatic propellenes. Part 1. NMR spectroscopy, X-ray crystal and molecular structure of
hexa(3,5-dimethylpyrazol-1-yl)benzene. Journal of the Chemical Society Perkin Transactions Il, 1995, ,
1359.

New pyrimidine and pyrimidone derivatives of [60]fullerence. Tetrahedron, 1998, 54, 11141-11150. 1.0 15

Atheoretical study of the influence of nitrogen angular constraints on the properties of amides:
rotation/inversion barriers and hydrogen bond accepting abilities of N-formylaziridine and -azirine.

New Journal of Chemistry, 2005, 29, 1450.

Theoretical models of directional proton molecular transport. Organic and Biomolecular Chemistry,

2006, 4, 3096. 15 15



632

634

636

638

640

642

644

646

648

37

JOSE ELGUERO

ARTICLE IF CITATIONS

Ab Initio Study of Hydrogen Bonding and Proton Transfer in 3:1 FH:NH3and FH:Collidine Complexes:A

Structures and One- and Two-Bond Coupling Constants across Hydrogen Bonds. Journal of Physical
Chemistry A, 2006, 110, 1128-1133.

Phosphole, pyrrole, and their tetrahydro derivatives: A theoretical study of their properties. 1.0 15
Structural Chemistry, 2006, 17, 13-17. :

Substitution and protonation effects on spind€“spin coupling constants in prototypical aromatic rings:
C6H6, C5H5N and C5HSP. Magnetic Resonance in Chemistry, 2006, 44, 784-7809.

Synthesis of 4-Aryl-3(5)-(2-hydroxyphenyl)pyrazoles by Reaction of Isoflavones and their 4-Thio

Analogues with Hydrazine Derivatives. Australian Journal of Chemistry, 2007, 60, 905. 0.5 15

The use of a molecular balance derived from 5,58€2-bipyrazole to calculate [€4[€ stacking interactions.
Tetrahedron Letters, 2008, 49, 7246-7249.

Proton transfer in C-halogen pyrazole cyclamers. A theoretical study. Structural Chemistry, 2008, 19, 1
191-198. 0 15

A theoretical and experimental NMR study of (+)-biotin methyl ester. Journal of Molecular Structure,
2009, 920, 323-326.

The effects of C by N replacement on the hydrogen bonding of malonaldehyde: N-formylformimidic
acid, N-(hydroxymethyl)formamide and related compounds. Physical Chemistry Chemical Physics, 2009, 1.3 15
11,762-769.

Adamantyl Analogues of Paracetamol as Potent Analgesic Drugs via Inhibition of TRPAL. PLoS ONE,
2014,9,e113841.

An experimental and theoretical study of the structure of Lamotrigine in its neutral and protonated

forms: evidence of Lamotrigine enantiomers. Tetrahedron, 2014, 70, 2784-2795. Lo 15

Synthesis, structure and biological activity of 3(5)-trifluoromethyl-1H-pyrazoles derived from
hemicurcuminoids. Journal of Molecular Structure, 2015, 1100, 518-529.

Hydro en-BondinF Acceptor Character of Be<sub>3</sub>, the Beryllium Three-Membered Ring. 11 15
Journal of Physical Chemistry A, 2018, 122, 1472-1478. )

Large Proton&€Affinity Enhancements Triggered by Noncovalent Interactions. Chemistry - A European
Journal, 2018, 24, 1971-1977.

Evaluation of Electron Density Shifts in Noncovalent Interactions. Journal of Physical Chemistry A, 11 15
2021, 125, 4741-4749. :

Note sur le mA©canisme rA©actionnel de la transposition de Dimroth. Une A©tude<i>ab initio</i>. Journal
of Heterocyclic Chemistry, 1982, 19, 943-944.

Fused Mesoionic Heterocycles: Synthesis of 1,2,4-triazolo(4,3-b)-1,2,4-triazole derivatives. Tetrahedron o7 14
Letters, 1984, 25, 5427-5428. :

NMR studies in the heterocyclic series. XXXII. Carbon-13 NMR study ofN-arylpyrazoles

andN-arylpyrazolium salts. Magnetic Resonance in Chemistry, 1989, 27, 603-606.

Synthesis of trideuteromethyl-3(5) pyrazoles. Journal of Labelled Compounds and 0.5 14
Radiopharmaceuticals, 1990, 28, 967-970. :



650

652

654

656

658

660

662

664

666

38

JOSE ELGUERO

ARTICLE IF CITATIONS

1H and13C NMR study of the structure of pyrazoles, imidazoles and their benzo derivatives in

sulphuric acid (azolium cations). Magnetic Resonance in Chemistry, 1990, 28, 807-811.

Lipase-Mediated Acylation of Acyclonucleosides. Application to Novel Fluoroquinolone Derivatives.

Synthetic Communications, 1991, 21, 1477-1480. 11 14

SO2 extrusion in 1,2,6-thiadiazine 1,1-dioxides: a novel synthesis of pyrazoles. Canadian Journal of

Chemistry, 1993, 71, 410-412.

Synthesis, structure (NMR and mass spectrometry) and conformational analysis of heterocyclic

analogues of dibenzo[a,e]cycloocta-1,5-diene:

5,6,12,13-tetrahydrobispyrazolo[1,2-a:15€2,24€2-e][1,2,5,6]tetraazocinediium dihalides. Journal of the Chemical
oCje nsaction 996 O1-

PerRin Tra

A statistical survey of the Cambridge structural database concerning density and packing. Journal of

Molecular Structure, 1996, 382, 205-213.

New Syntheses of 4(5)-Aryl-5(4)-(2-chromonyl)-1,2,3-triazoles from 2-Styrylchromones and Sodium

Azide. Heterocycles, 1999, 51, 481. 04 14

Synthesis, 1H and 13C NMR Study of Pyrazoles Derived from Chiral Cyclohexanones

(3-Methylcyclohexanone, Menthone, Pulegone, Dihydrocarvone and Carvone). Heterocycles, 2002, 57,
307.

Hydrogen bonding properties of krypton derivatives. Chemical Physics Letters, 2003, 381, 505-511. 1.2 14

Chiral discrimination and isomerization processes in monomers, dimers and trimers of sulfoxides and
thioperoxides. Tetrahedron: Asymmetry, 2004, 15, 1391-1399.

Chiral recognition in phosphinic acid dimers. Journal of Physical Organic Chemistry, 2005, 18, 491-497. 0.9 14

Computed coupling constants in X(CH3)nH(44€“n) moieties whereX =13C and15N+, andn = 04€“4:
comparisons with experimental data. Magnetic Resonance in Chemistry, 2006, 44, 698-707.

HCa<®P and H<sub>3</sub>C4”C4«®P as Proton Acceptors in Protonated Complexes Containing Two
Phosphorus Bases:4€%o Structures, Binding Energies, and Spind”Spin Coupling Constants. Journal of 11 14
Physical Chemistry A, 2007, 111, 9924-9930.

Chiral Recognition in Diaziridine Clusters and the Problem of Racemization Waves. Journal of Physical
Chemistry A, 2007, 111, 1096-1103.

Attacking Boron Nucleophiles:a€%0 NMR Properties of Five-Membered Diazaborole Rings. Journal of

Physical Chemistry A, 2007, 111, 419-421. 11 14

Substitution effects in N-pyrazole and N-imidazole derivatives along the periodic table. Structural
Chemistry, 2007, 18, 965-975.

Synthesis and Pharmacological Evaluation of Chlorinated N-Alkyl-3- and -5-(2-hydroxyphenyl) pyrazoles

as CB 1 Cannabinoid Ligands. Monatshefte FAY4r Chemie, 2007, 138, 797-811. 0.9 14

19Fa€“19F and 19F&€“1H spina€“spin coupling constants in cyclic FH polymers (FH)n, n=2a€“6. Solid State

Nuclear Magnetic Resonance, 2008, 34, 86-92.

Molecular Complexes of Pentazolo[1,2-<i>a</[i>]pentazole, N<sub>8</[sub>. Journal of Physical

Chemistry A, 2008, 112, 1817-1822. 11 14



668

670

672

674

676

678

680

682

684

39

JOSE ELGUERO

ARTICLE IF CITATIONS

Stabilities and properties of ozonea€“nitrosyl hydride (034€“HNO) complexes: A computational study.

Chemical Physics Letters, 2009, 474, 253-257.

An)

A SOPPA theoretical study of the spind€“spin coupling constants of all fluorobenzenes C6HnF64™n

(n=04€°5). Journal of Molecular Structure, 2010, 964, 119-125. 1.8 14

Difluorobenzenes revisited: an experimental and theoretical study of spind€“spin coupling constants
for 1,24€; 1,34€; and 1,44€difluorobenzene. Magnetic Resonance in Chemistry, 2010, 48, 68-73.

Synthetic Hosts for Molecular Recognition of Ureas. Journal of Organic Chemistry, 2011, 76, 6780-6788. 1.7 14

A 13C and 15N experimental NMR and theoretical study of the structure of linear primary aliphatic
amines and ammonium salts: from C1 to C18. Tetrahedron, 2011, 67, 4633-4639.

Analysis of the interactions between difluoroacetylene and one or two hydrogen fluoride molecules
based on calculated spin&€“spin coupling constants. Computational and Theoretical Chemistry, 2012, 11 14
998, 98-105.

Selfa€Assembly Structures of 1 H &€indazoles in the Solution and Solid Phases: A Vibrational (IR, FIR,) Tj ETQq1 1 0784314 rgBT [Ov

Some Interesting Features of Non-Covalent Interactions. Croatica Chemica Acta, 2014, 87, 291-306. 0.1 14

An NMR and Computational Study of Azolo[<i>a</i>]pyrimidines with Special Emphasis on
Pyrazolo[1,58€«i>a</i>]pyrimidines. Journal of Heterocyclic Chemistry, 2015, 52, 336-345.

The Curious Case of 2-Propyl-1<i>H</i>-benzimidazole in the Solid State: An Experimental and

Theoretical Study. Journal of Physical Chemistry A, 2017, 121, 5665-5674. 1.1 14

Halogen Bonding Involving CO and CS with Carbon as the Electron Donor. Molecules, 2017, 22, 1955.

A theoretical NMR study of selected benzazoles: Comparison of GIPAW and GIAO4€PCM (DMSO)

calculations. Magnetic Resonance in Chemistry, 2018, 56, 164-171. 11 14

Atheoretical study of the properties of ninetyd€two &€cearomaticd€ssixd€membered rings including benzene,
azines, phosphinines and azaphosphinines. Heteroatom Chemistry, 2018, 29, .

Pnicogen bonds in complexes with CO and CS: differentiating properties. Molecular Physics, 2019, 117,

1117-1127. 0.8 14

Sequestration of Carbon Dioxide with Frustrated Lewis Pairs Based on N-Heterocycles with
Silane/Germane Groups. Journal of Physical Chemistry A, 2021, 125, 6976-6984.

SystA'mes aromatiques A 10 A®lectrons € dA©rivA©s de |'azad€3ad€pentalA'ne. XIIl. Etude de la tautomA©rie
annulaire du <i>s<[i>a€triazolo[4,34€«i>a<[i>]benzimidazole et du pyrazolo[1,54€<i>a</i>]benzimidazole A 1.4 13
partir des mesures des moments dipolaires. Journal of Heterocyclic Chemistry, 1975, 12, 197-198.

Annular tautomerism of benzimidazoles: Effect of a hydrogen bond on the prototropic rate.

Tetrahedron Letters, 1975, 16, 4085-4086.

Synthesis of highly dipolar betaines: pyridinium azolates. Journal of the Chemical Society Chemical

Communications, 1986, . 2.0 13



JOSE ELGUERO

# ARTICLE IF CITATIONS

A13C-NMR Study of Some 9-Ahinoacridines and Their Cations in Relation with Tautomaric Problems.

Spectroscopy Letters, 1988, 21, 809-818.

Study of the Influence of Ultrasound and Aqueous Solvent on the Diels-Alder Reaction: The Case of

686 Cyclopentadiene and Acetamidoacrylates. Synthetic Communications, 1989, 19, 473-476.

11 13

Synthesis of (E)-2-Styrylchromones. Chemistry Letters, 1991, 20, 445-446.

Proton transfer in rubazoic acid derivatives in solution and in the solid state. An NMR study. Journal

688 ,fthe Chemical Society Perkin Transactions Il, 1993, , 1597.

0.9 13

Mixed crystals of pyrazoles and benzoic acids. Part 1. The molecular structure of
3,5-dimethylpyrazolea€“2,4,6-trimethylbeflzoic acid co-crystals. Journal of the Chemical Society Perkin
Transactions I, 1996, , 349-353.

Tetracyclic derivatives of acridine. Heterofused acridines. Journal of Heterocyclic Chemistry, 1996, 33,
690 1551-1560. 14 13

The molecular structure of 4-tert-butylpyrazoles in the solid state and in solution: an X-ray, NMR and
calorimetric study of the buttressing effect of a 4-tert-butyl substituent. New Journal of Chemistry,
2001, 25, 819-823.

Strained €-systems as hydrogen bond acceptors: the case of benzyne. Chemical Physics Letters, 2001,
692 350,325-330. 12 13

Synthesis of new chiral molecular tweezers with a tris-TrAqger's base skeleton. Mendeleev
Communications, 2004, 14, 235-237.

694 Karplus-type relationships between scalar couplin% constants: 3 ] HH molecular versus 4h ) HH

supramolecular coupling constants. Theoretical Chemistry Accounts, 2004, 111, 31-35. 0-5 13

Study of the structure of 1&€hydroxymethylindazole and 1a€hydroxymethylbenzotriazole by Xa€ray
crystallography, multinuclear NMR in solution and DFT calculations. Journal of Heterocyclic
Chemistry, 2004, 41, 285-289.

Classical versus redox tautomerism: substituent effects on the keto/enol and sulfoxide/sulfenic acid

696 equilibria. Tetrahedron Letters, 2004, 45, 4127-4129. 0.7 13

First acetylenic derivatives of stable 3-imidazoline nitroxides. Tetrahedron Letters, 2004, 45, 7741-7743.

Why Does Pivalaldehyde (Trimethylacetaldehyde) Unexpectedly Seem More Basic Than
698  1-Adamantanecarbaldehyde in the Gas Phase? FT-ICR and High-Level Ab Initio Studies. Chemistry - A 1.7 13
European Journal, 2005, 11, 1826-1832.

Effect of Dimerization and Racemization Processes on the Electron Density and the Optical Rotatory
Power of Hydrogen Peroxide Derivatives. Journal of Physical Chemistry A, 2006, 110, 7247-7252.

The molecular structure of 2-phenylbenzimidazole: a new example of incommensurate modulated

700" intramolecular torsion. Zeitschrift Fur Kristallographie - Crystalline Materials, 2006, 221, .

0.4 13

Topological Properties of the Electron Distribution in Hydrogen-bonded Systems. , 0, , 425-451.

Inverse hydrogen bonds between XeH2 and hydride and fluoride derivatives of Li, Be, Na and Mg.

702 Theoretical Chemistry Accounts, 2008, 121, 181-186. 0.5 13

40



704

706

708

710

712

714

716

718

720

41

JOSE ELGUERO

ARTICLE IF CITATIONS

Synthesis of (E)- and (2)-3(5)-(2-hydroxyphenyl)-4-styrylpyrazoles. Monatshefte FAY4r Chemie, 2009, 140,

87-95.

The structures of chiral and racemate campho[2,3-c]pyrazole: A combined crystallographic,

solid-state NMR and computational study. Journal of Molecular Structure, 2010, 965, 74-81. 18 13

Crystallization of an Achiral Cyclohexanone Ethylene Ketal in Enantiomorphs and Determination of
the Absolute Structure. Journal of the American Chemical Society, 2010, 132, 7862-7863.

Chiral self-assembly of enantiomerically pure (4S,7R)-campho[2,3-c]pyrazole in the solid state: a
vibrational circular dichroism (VCD) and computational study. Tetrahedron: Asymmetry, 2014, 25, 1.8 13
507-515.

Modulating the intrinsic reactivity of molecules through non-covalent interactions. Physical
Chemistry Chemical Physics, 2019, 21, 2222-2233.

Mutual Influence of Pnicogen Bonds and Beryllium Bonds: Energies and Structures in the Spotlight. 11 13
Journal of Physical Chemistry A, 2020, 124, 5871-5878. :

A%otude de la tautomA®©rie du v-triazole A partir des mesures des moments dipolaires. Journal De Chimie
Physique Et De Physico-Chimie Biologique, 1973, 70, 1483-1485.

Application of the modern methods of building optimum experimental matrices. Il. A study of the

Menschutkin reaction. Journal De Chimie Physique Et De Physico-Chimie Biologique, 1981, 78, 805-814. 0.2 13

NMR studies in the heterocyclic series xxva€”13C NMR spectra of some azole dicyanomethylides.
Magnetic Resonance in Chemistry, 1985, 23, 111-115.

Group contributions to hydrophobicity and elution behaviour of pyridine derivatives in
reversed-phase high-performance liquid chromatography. Journal of Chromatography A, 1988, 449, 1.8 12
95-101.

Tautomerism of bis(2-benzothiazolyl)methanes. Canadian Journal of Chemistry, 1988, 66, 1467-1473.

Sﬁnthesis and antifungal properties of some N,N'-bis-azolylarylmethanes.. Chemical and 0.6 1o
Pharmaceutical Bulletin, 1988, 36, 2036-2041. :

Freezing of Equilibrium of 1,2,3-Triazole and 3 (5)-Methylpyrazole by Complex Formation with
1,1-Bis(2,4-dimethylphenyl)but-2-yn-1-ol, and X-Ray Crystal Structure of the Complexes. Chemistry
Letters, 1988, 17, 1061-1064.

Structure of 1,2,6-thiadiazine 1,1-dioxides. Journal of Physical Organic Chemistry, 1990, 3, 470-476. 0.9 12

Iminophosphorane-substituted proton sponges. Part 3. Preparation and crystal structure of three
salts of protonated 1-dimethylamino-8-triphenylphosphoranylideneammonionaphthalene. Journal of
the Chemical Society Perkin Transactions Il, 1991, , 2033-2040.

Negative-ion fast-atom bombardment mass spectra of pyrazolylborates with various matrices. Rapid

Communications in Mass Spectrometry, 1991, 5, 113-116. 0.7 12

Reaction of 2-azidobenzothiazole and 1-azido-4-(34€2,54€2-dimethyl-13€2-pyrazolyl)tetrafluorobenzene with
[60]fullerene and characterization of the adducts by fast-atom bombardment mass spectrometry.

Tetrahedron, 1996, 52, 6733-6738.

Aromatic propellenes. Part 2. Study of conformational isomerism of hexa(pyrazol-1-yl)benzene: X-ray

crystallography and semiempirical calculations. , 1996, 9, 137-144. 12



JOSE ELGUERO

# ARTICLE IF CITATIONS

Aromatic propellenes. Synthesis, X-Ray structures and conformational study of

polypyrazolylpyridines. Tetrahedron, 1996, 52, 11075-11094.

722 Title is missing!. Structural Chemistry, 1998, 9, 59-63. 1.0 12

Heterocyclization of vic-Substituted Hydroxamic Acid Salts of Acetylenylpyrazoles: A New Procedure
for the Preparation of Pyrazolo[3,4-c]pyridin-7-ones. Heterocycles, 2002, 57, 2255.

794 Theoretical study of the Si-H group as potential hydrogen bond donor. International Journal of 10 12
Quantum Chemistry, 2002, 86, 122-129. :

Multinuclear NMR solution studies on complexes of hexakis(pyrazol-1-yl)benzene (hpzb) with Ag(l).
Inorganica Chimica Acta, 2003, 347, 168-174.

Experimental thermochemical study of two 2-alkylbenzimidazole isomers (alkyl=propyl and isopropyl).

726 journal of Chemical Thermodynamics, 2004, 36, 533-539. 1.0

12

Structure of the Eroducts of condensation of hydroxylamine with trifluoromethyl-i2-diketones:
assignments of the diastereotopic protons of the 4-methylene group in
5-hydroxy-5-trifluoromethyl-1”2-isoxazolines. Magnetic Resonance in Chemistry, 2005, 43, 1040-1043.

798 The Unusual Transformation of an Aromatic 1H-Imidazole into a Non-Aromatic 2H-Imidazole. 1.0 19
Structural Chemistry, 2005, 16, 485-490. :

Karplus-Type Equations for1)(Xa™Y) in Molecules HmXa”YHn:A (X, Y = N, O, P, S). Journal of Physical
Chemistry A, 2006, 110, 12543-12545.

Theoretical study of the bond energy in n-silanes and n-germanes: Comparison with n-alkanes.

730 Chemical Physics Letters, 2006, 429, 58-61. 1.2 12

Solvent effects on one-bond Bi£;Li coupling constants in boryllithium compounds. Magnetic
Resonance in Chemistry, 2007, 45, 484-487.

Desmotropy in reduced plumbagins: i+- and 12-Dihydroplumbagins. Journal of Molecular Structure, 2008,
732 891,325-328. 1.8 12

33€{Pyridina€24a€yl)[1,2,3]triazolo[1,58€«i>a<[i>]quinoline: A Theoretical and Experimental Analysis of Ringad€€hai

Isomerisation. European Journal of Organic Chemistry, 2009, 2009, 5765-5778. =

Synthesis, reactivity, and NMR spectroscopy of 4,6a€-and 6,73€difluoroa€3a€methyla€d <i>H<[i>a€indazoles. Jourrlaj‘

73% " of Heterocyclic Chemistry, 2009, 46, 1408-1412.

12

Another Possible Carbon Allotrope. Bulletin Des SociA©tA©s Chimiques Belges, 1992, 101, 795-799.

736 Discovery of Potent Dual PPARI+ Agonists/CB1 Ligands. ACS Medicinal Chemistry Letters, 2011, 2, 793-797. 1.3 12

Atropisomerization in <i>N</[i>-aryl-2(1<i>H<[i>)-pyrimidin-(thi)ones: A
Ring-Opening/Rotation/Ring-Closure Process in Place of a Classical Rotation around the Pivot Bond.

Journal of Organic Chemistry, 2013, 78, 12577-12584.

Ramsey terms for two-, three-, and four-bond coupling involving<sup>15</sup>N and<sup>17<[sup>O in
738  hydrogen-bonded and nonhydrogen-bonded systems: are coupling constants sensitive to RAHBs?. 0.8 12
Molecular Physics, 2014, 112, 107-116.

42



JOSE ELGUERO

# ARTICLE IF CITATIONS

A theoretical study of perovsRites related to CH<sub>3</sub>NH<sub>3<[sub>PbX<sub>3<[sub>(X = F,) Tj ETQq1,1,0.784314 rgBT

Probing the structures, binding energies, and spin-spin coupling constants of halogen-bonded

740 Azine:CIF complexes. Chemica% Physics Letters, 2020, 761, 137916.

1.2 12

A%otude de la tautomA©rie du benzotriazole A partir des mesures des moments dipolaires. Journal De
Chimie Physique Et De Physico-Chimie Biologique, 1974, 71, 115-116.

742 Fluoropyrazoles: An Ab initio Study. Heterocycles, 1999, 51, 355. 0.4 12

The Structure of Aminoazoles and Its Relationship with Aromaticity. Crystal and Molecular Structure
of Two Polymorphic Forms of 4-Aminopyrazole. Heterocycles, 1998, 49, 157.

Reactivity of 5-Methyl-2H -1,2,6-thiadiazin-3(6H )-one 1,1-Dioxide towards Alkylating Agents and Carbenes.

7% Heterocycles, 1982, 17, 401. 04

12

Structure of 3(5)-[(4-diphenylphosphinoyl)phenyl]pyrazole in the solid state (X-ray and CPMAS NMR)
and in solution (NMR): Tautomerism and hydrogen bonds. Arkivoc, 2003, 2003, 209-219.

746 Synthesis and pharmacological evaluation of new (E)- and (Z)-3-aryl-4-styryl-1H-pyrazoles as potential 0.3 12
cannabinoid ligands. Arkivoc, 2010, 2010, 226-247. :

Essai de calcul des paramAtres d'anisotropic des liaisons CA€”C C4€”H, C=C et C=0 par rA©gression
multilinA©aire sur des donnA©es expA©rimentales rA©sonance magnA©tique nuclA©aire. Canadian Journal of 0.6
Chemistry, 1974, 52, 2296-2305.

SystA'mes aromatiques A 10 AOlectrons 1€ dA©rivA©s de I'aza-3a pentalAne. XXXII. Recherches dans la sSA©rie dy ,

748 pyrazolo[1,5-a]benzimidazole. Journal of Heterocyclic Chemistry, 1978, 15, 715-720.

11

Freezing of Equilibrium of 1,2,4-Triazole by Complex Formation with
1,1-Di(2,4-dimethylphenyl)but-2-yn-1-ol, and X-Ray Crystal Structure of the Complex. Chemistry Letters,
1987, 16, 2317-2320.

Tautomerism of substituted 2H-1,2,6-thiadiazin-3-one 1,1-dioxides: 1H, 13C, and 15N nuclear magnetic

750 resonance studies. Journal of the Chemical Society Perkin Transactions Il, 1988, , 859.

0.9 11

Calorimetric study of the effect ofN-methylation in azoles: Loss of an active centre of solvation.
Journal of Physical Organic Chemistry, 1989, 2, 646-652.

structure of

752 2,4-bis-(6-methyl-3-methylthio-5-oxo-4,5-dihydro-1,2,4-triazin-4-yl)-5,5-pentamethylene-1,3-diphenylbig

0.9 11

Conformational study of (R)-(-)-2,2,2-trifluoro-1-(9-anthryl)ethanol (Pirkle's alcohol) by dynamic NMR.

Journal of Organic Chemistry, 1991, 56, 6521-6523.

Host-guest chemistry. Methanol, ethanol and propan-1-ol inclusion compounds of
2-[o-(triphenylphosphoranylidenamino) benzyliden] amino-1H-2, 3-dihydroindazol-3-one. X-ray
structural characterization of the free host and its ethanol inclusion compound. Journal of Physical
. o ' O H QQ

754 0.9 11

On the problem of the cyclisation of benzothiazolyl-anthranilic acids into thiazolo-acridinones. The

case of thiazolo[4,5-a]acridines. Tetrahedron Letters, 1993, 34, 2609-2612.

Molecular structure and dynamics of C-1-adamantyl substituted N-unsubstituted pyrazoles studied by
756  solid state NMR spectroscopy and X-ray crystallography. Journal of the Chemical Society Perkin 0.9 11
Transactions ll, 1997, , 1867-1876.

43



JOSE ELGUERO

# ARTICLE IF CITATIONS

A General Equation Holds for the Geometry of Hydrogen Bonds with O and N Acceptors. Structural

Chemistry, 1999, 10, 157-159.

3(5)-(1-Adamantyl)pyrazoles: chemistry and molecular structurea€S4€. Perkin Transactions Il RSC, 2000, ,
758 2049-2053. 11 1

Interaction of adenine with synthetic receptors: a theoretical studyElectronic supplementary
information (ESI) available: Cartesian coordinates of all the complexes. See
http:/lwww.rsc.org/suppdata/p2/b2/6200915n/. Perkin Transactions Il RSC, 2002, , 894-898.

A multinuclear NMR study in the solid state and in solution of thallium(l) tris-(pyrazol-1-yl)borates

760 (thallium scorpionates). Journal of Organometallic Chemistry, 2004, 689, 463-470.

0.8 11

A theoretical investigation of N&€“Ha<OP hydrogen bonds through 15Na€“31P and 1H&€*31P coupling
constants. Chemical Physics Letters, 2005, 412, 97-100.

Effect of fluoro substituents and central atom nature on chiral derivatives of bisdiphenylborates

762 and isoelectronic structures. Tetrahedron: Asymmetry, 2005, 16, 755-760.

1.8 11

aAn) An)

Ab Initio Study of Complexes with Two Cations as Na”H Donors to F-:4€%o Structures and Spind”Spin
Coupling Constants across Na”H&”F Hydrogen Bonds. Journal of Physical Chemistry A, 2005, 109,
10753-10758.

764 Chiral Recognition in Cyclic +-Hydroxy Carbonyl Compounds:A A Theoretical Study. Journal of Physical 11 n
Chemistry A, 2005, 109, 3262-3266. :

The use of chemical shifts vs. coupling constants for studying tautomerism: a combined experimental
and theoretical approach. Structural Chemistry, 2007, 18, 703-708.

766 Microwave-assisted synthesis of bipyrazolyls and pyrazolyl-substituted pyrimidines. Tetrahedron, 10 1
2007, 63, 748-753. ’

Acid assisted proton transfer in 4-[(4-R-phenylimino)methyl] pyridin-3-ols: NMR spectroscopy in
solution and solid state, X-ray and UV studies and DFT calculations. Journal of Physical Organic
Chemistry, 2007, 20, 610-623.

268 A computational study of the effect of C-lithiation on the NMR properties (chemical shifts and) Tj ETQq0 0 O rgBT /g)\é)erloch 1QTf50 30

The Structures of Indazolind€34€ene (=1,23€Dihydroa€3<i>H«<[i>a€indazola€34€one) and 7é€NitroindazoIiné€3éﬁo&e.
Helvetica Chimica Acta, 2009, 92, 1952-1962. :

Atheoretical structural analysis of the factors that affect <sup>1</sup> <i>J<[i> <sub>NH</[sub>,

770 <sup>lh<[sup><i>)<[i><sub>NH</[sub> and <sup>2h</sup><i>J<[i><sub>NN</sub> in Na€“HA-A-AN 1.1 11
hydrogena€bonded complexes. Magnetic Resonance in Chemistry, 2009, 47, 249-256.

Double proton transfer in crystals of 1,3,4,6,7,84€hexahydrod€2<i>H<[i>&€Epyrimido[1,24€<i>a<[i>] pyrimidine
(hppH):<sup>13</sup>C and<sup>15</sup>N CPMAS NMR study of (hppH)<sub>2<[sub>. Journal of
Physical Organic Chemistry, 2010, 23, 526-535.

15Na€“15N spina€“spin coupling constants through intermolecular hydrogen bonds in the solid state.

72 Journal of Magnetic Resonance, 2010, 206, 274-279. 1.2 1

Chiral recognition in selfé€eomplexes of diketopiperazine derivatives. Journal of Physical Organic

Chemistry, 2010, 23, 1155-1172.

Accurate Calculation of Chemical Shifts in Highly Dynamic H<sub>2</sub> @C<sub>60</sub> through

7 an Integrated Quantum Mechanics/Molecular Dynamics Scheme. Organic Letters, 2011, 13, 2528-2531.

44



776

778

780

782

784

786

788

790

792

45

JOSE ELGUERO

ARTICLE IF CITATIONS

Determination of the absolute configuration of 1,3,5-triphenyl-4,5-dihydropyrazole enantiomers by a

combination of VCD, ECD measurements, and theoretical calculations. Tetrahedron: Asymmetry, 2011,
22,1120-1124.

Kinetics of Coupled Double Proton and Deuteron Transfer in Hydrogen-Bonded Ribbons of Crystalline 14 1
Pyrazole-4-carboxylic Acid. Zeitschrift Fur Physikalische Chemie, 2012, 226, 1125-1148. .

A theoretical study on the aromaticity of benzene and related derivatives incorporating a Ca€“C C4€“C
fragment. Tetrahedron, 2013, 69, 7333-7344.

Intermolecular spind€“spin coupling constants between 31P atoms. Comptes Rendus Chimie, 2013, 16,
937-944. oz 1

Structure of 1,5-benzodiazepinones in the solid state and in solution: Effect of the fluorination in the
six-membered ring. Beilstein Journal of Organic Chemistry, 2013, 9, 2156-2167.

A Spectroscopic Study of Colchicine in the Solid State and in Solution by Multinuclear Magnetic

Resonance and Vibrational Circular Dichroism. Helvetica Chimica Acta, 2014, 97, 471-490. 1o 1

Interplay between Beryllium Bonds and Anion-€ Interactions in BeR2:C6X6:Ya™ Complexes (R = H, F and Cl,) Tj ETQq) 10.783314 rgk

Adding Only One Priority Rule Allows Extending CIP Rules to Supramolecular Systems. Chirality, 2015, 13 1
27,339-343. :

Enhancing Intramolecular Chalcogen Interactions in 1-Hydroxy-8-YH-naphthalene Derivatives. Journal
of Physical Chemistry A, 2017, 121, 8995-9003.

Relativistic Effects on NMR Parameters of Halogen-Bonded Complexes. Molecules, 2019, 24, 4399. 1.7 11

Rivalry between Regium and Hydrogen Bonds Established within Diatomic Coinage Molecules and
Lewis Acids/Bases. ChemPhysChem, 2020, 21, 2557-2563.

Structural Studies of Two TinuvinA® P Analogs: 2-(2,4-Dimethyl-phenyl)-2H-benzotriazole and 17 1
2-Phenyl-2H-benzotriazole. Molecules, 2007, 12, 2201-2214. :

The structure of 3,5-dimethylpyrazole/carboxylic acids co-crystals. Arkivoc, 2005, 2005, 91-101.

The structure in the solid state and in solution of 3(5)-trifluoromethyl-4,5(3)-polymethylenepyrazoles. 0.3 1
Arkivoc, 2006, 2006, 29-37. )

Etude en RA©sonance MagnA©tique NuclA®©aire du Carbone-13 deN-Aryl Pyrazolines-2 Diversement
SubstituA©es. Effets de Substituant et Etude Conformationnelle. Magnetic Resonance in Chemistry, 1979,
12,579-582.

Etude de quelques dA©rivA©OsN-3-substituA©s etN-1,N-3-disubstituA©s de la cyclohexanospirohydantoA®ne. 10
Journal of Heterocyclic Chemistry, 1984, 21, 477-480. )

SynthA'se de derivA’s du nitroa€5 imidazole potentiellement actifs en chimiothA rapie. Journal of

Heterocyclic Chemistry, 1984, 21, 1647-1651.

Action des hydrazines sur les acA©tyl-4 chloro-5 (ou 3) mA©thyl-3 (ou 5) pyrazoles: Formation d'une
pyrazolo[3,4-b]quinolA©A ne, d'hydrazones et de cA©tazines. Journal of Heterocyclic Chemistry, 1986, 23, 1.4 10
999-1001.



794

796

798

800

802

804

806

808

810

46

JOSE ELGUERO

ARTICLE IF CITATIONS

Reaction of N-vinylpyrazolium and N-vinylindazolium salts with cyanide ion: formation of

1,2-dihydropyrimidines, 3,4-dihydroquinazolines, and quinolines. Journal of Organic Chemistry, 1992,
57,4151-4155.

2,4-Bisimino-1,3-diazetidines: iminophosphoranes, carbodiimides and related betaines. Journal of the

Chemical Society Perkin Transactions 1, 1992, , 199. 0.9 10

Four-membered Heterocyclic Rings from Iminophosphoranes. Preparation and reactivity of
2,4-diimino-1,3-diazetidines and related compounds. Journal FAY4r Praktische Chemie, Chemiker-Zeitung,
1993, 335, 305 315.

The structure of N-(azol-N-yl) formamides: a crystallographic and dynamic NMR spectroscopy study.

Journal of the Chemical Society Perkin Transactions Il, 1993, , 377-383. 0.9 10

N-Aminoazoles. Part 3. Molecular structure and multinuclear NMR study of
1,3-diaminobenzimidazolium chloride hydrate and 1-amino-3-methylbenzimidazolium iodide. Journal of
the Chemical Society Perkin Transactions Il, 1994, , 841.

Molecular structure of 4-(3,5-dimethylpyrazol-1-yl)benzoic acid trifluoroacetate. Journal of Chemical

Crystallography, 1996, 26, 579-584. 0.5 10

Reduction by Electron and Hydride Attachment to Doubly Charged Heterocyclic Cations in Fast-atom
Bombardment Mass Spectrometry. Influence of the Matrix. Rapid Communications in Mass
Spectrometry, 1996, 10, 1071-1075.

Photophysics of the 2-(2&€2-hydroxyphenyl) perimidines: Photostability studies. Journal of Luminescence, 15 10
1997,75, 17-26. :

Solid-state structure of NH-pyrazolium hydrochlorides and hydrobromides by X-ray crystallography
and CPMAS NMR. Journal of Molecular Structure, 1997, 415, 81-92.

3(5),4-Dimethyl- and 3,4,5-trimethylpyrazole at 2003€...K. X-ray crystallography and quantum-chemical

analysis. Acta Crystallographica Section B: Structural Science, 1999, 55, 441-447. 1.8 10

Quaternization and dequaternization of pyrazoles in solvent&€free conditions: Conventional heating
<i>versus<[i> microwave irradiation. Journal of Heterocyclic Chemistry, 1999, 36, 889-894.

Triaziridine and tetrazetidine vs. cyclic water trimer and tetramer: A computational approach to the
relationship between molecular and supramolecular conformational analysis. Physical Chemistry 1.3 10
Chemical Physics, 2002, 4, 2123-2129.

The Structure of N1-Hydroxylophine N3-Oxide (=1-Hydroxy-2,4,5- triphenyl-1H-imidazole 3-Oxide) in the
Solid State. Helvetica Chimica Acta, 2003, 86, 1026-1039.

Bromination and Azidation Reactions of 2-Styrylchromones, New Syntheses of

4(5)-Aryl-5(4)-(2-chromonyl)-1,2,3-triazoles. Monatshefte FAY4r Chemie, 2004, 135, 293-308. 0.9 10

Influence of the HJF replacement on the homoaromaticity of homotropylium ion: a GIAO/DFT
theoretical study. Tetrahedron, 2004, 60, 2259-2265.

Isomer distribution in thallium hydrotris(polymethylenepyrazol-1-yl)borates (thallium scorpionates): 10 10
a multinuclear NMR study. Polyhedron, 2004, 23, 2985-2991. )

Ab Initio Study of the Influence of Trimer Formation on One- and Two-Bond Spind”Spin Coupling
Constants Across an Xa”Ha"Y Hydrogen Bond:A AH:XH:YH3Complexes for A, X =19F,35Cl and Y =15N,31P.

Journal of Physical Chemistry A, 2005, 109, 2350-2355.

Weakly Bound Complexes of N20:4€%o An ab Initio Theoretical Analysis Toward the Design of N20

Receptors. Journal of Physical Chemistry A, 2007, 111, 2077-2083. 11 10



812

814

816

818

820

822

824

826

828

47

JOSE ELGUERO

ARTICLE IF CITATIONS

Synthesis, structure, and isomerism of N-2,4-dinitrophenylbenzotriazoles. Tetrahedron, 2007, 63,

3737-3744.

Atomic partition of the optical rotatory power of methylhydroperoxide. Journal of Chemical Physics, 12 10
2008, 128, 064318. :

A theoretical study of diborenes HLB=BLH for L=CO, NH3, OH2, PH3, SH2, CIH: structures, energies, and
spind€“spin coupling constants. Theoretical Chemistry Accounts, 2009, 124, 187-195.

Structural study of diarylazoles related to Rimonabant. Journal of Molecular Structure, 2009, 920, 1
82-89. 8 10

The structure of Rimonabant in the solid state and in solution: An experimental and theoretical study.
European Journal of Medicinal Chemistry, 2009, 44, 1864-18609.

Trifluoro&€3a€hydroxya€d <i>H<[i>&€indazolecarboxylic Acids and Esters from Perfluorinated

Benzenedicarboxylic Acids. European Journal of Organic Chemistry, 2010, 2010, 890-899. 1.2 10

Crystal and molecular structure of three biologically active nitroindazoles. Journal of Molecular
Structure, 2011, 985, 75-81.

A theoretical study of six-membered rings containing the 84€“N=Sa€“S=Na€“ motif. Structural Chemistry, 1.0 10
2012, 23, 1245-1252. :

use of NMR and electronic spectroscopies with DFT calculations. Journal of Molecular Structure,
2012, 1015, 138-146.

Theoretical studies of parent 1-, 2-, 3-pyrazolines and their methylated derivatives. Structural 10 10
Chemistry, 2013, 24, 421-432. ’

Chiral Discrimination in Dimers of Diphosphines PH<sub>2<[sub>7£;PH<sub>2</sub> and
PH<sub>2</[sub>i£;PHF. ChemPhysChem, 2014, 15, 3663-3670.

Static and Dynamic Properties of 1,1a€2a€Bia€2a€naphthol and Its Conjugated Acids and Bases. Chemistry -A | ; 10
European Journal, 2014, 20, 14816-14825. ’

Activation of Dinitrogen as A Dipolarophile in 1,3-Dipolar Cycloadditions: A Theoretical Study Using
Nitrile Imines as 8&€ceOctetd€-1,3-Dipoles. Scientific Reports, 2017, 7, 6115.

Beryllium-based fluorenes as efficient anion sponges. Physical Chemistry Chemical Physics, 2017, 19, 13 10
23052-23059. :

Weak interactions and cooperativity effects on disiloxane: a look at the building block of silicones.
Molecular Physics, 2018, 116, 1539-1550.

Using protonation to change a Cla<N halogen bond in N-Base:CIOH complexes to a Cla<O halogen bond. 12 10
Chemical Physics Letters, 2018, 710, 123-128. )

Multinuclear NMR spectra and GIAO/DFT calculations of N-benzylazoles and N-benzylbenzazoles.

Structural Chemistry, 2019, 30, 1729-1735.

Perimidines: a unique [€-amphoteric heteroaromatic system. Russian Chemical Reviews, 2020, 89, 5
1204-1260. 2 10



JOSE ELGUERO

# ARTICLE IF CITATIONS

An experimental and computational NMR study of organometallic nined€membered rings: Trinuclear

silver(l) complexes of pyrazolate ligands. Magnetic Resonance in Chemistry, 2020, 58, 319-328.

830 A%otudes par RMN en sA©rie hAOtA©rocyclique. Journal De Chimie Physique Et De Physico-Chimie Biologique, 0.2 10
1971, 68, 1113-1121. :

Sur une prA©tendue forme <i>NH</i> stable d'une pyrazoline&€3. Journal of Heterocyclic Chemistry, 1973,
10, 763-767.

832 Etudes RMN en sA©rie hA©tA©rocycliquea€”Xlll:Spectres des azoles dans 'acide sulfurique. Magnetic o7 9
Resonance in Chemistry, 1974, 6, 272-275. :

AZIDOAZONETHINE-TETRAZOLE ISOMERISM IN TETRAZOLO[1,5-a] PERIMIDINE. Chemistry Letters, 1977, 6,
1441-1442.

834

NMR Studies in the Hetero?/clic Series. XXIIl. -<sup>13</[sup>C Spectra of Indazole and 3-Azido-Indazole 0.5 9

in Acidified Dimethylsulfoxid Solutions. Spectroscopy Letters, 1979, 12, 809-814.

CARBON-13 NUCLEAR MAGNETIC RESONANCE SPECTRUM OF COLCHICINE: A REASSIGNMENT. Chemistry
Letters, 1979, 8, 233-236.

drophobicity Measurements by HPLC: A New Approach to [€ Constants. Journal of Liquid

romatography and Related Technologies, 1987, 10, 1031-1047. 0.9 o

836 gﬁ

<i>N<[i>a€Amination of 34€aminod€d,2,44€triazole with hydroxylamine&€xi>O«[i>a€sulfonic acid: Synthesis of
1,54€diaminoa€d,2,44€triazole. Journal of Heterocyclic Chemistry, 1990, 27, 1109-1110.

838 Synthesis of 4-alkylpyrazoles from 3,5-diaminopyrazoles. Journal of the Chemical Society Perkin 0.9 9
Transactions 1, 1993, , 2229-2232. :

Structure of 3-amino-4,5-dihydropyrazoles in acid media: X-ray structure of
3-amino-1-phenyl-4,5-dihydropyrazol-2-ium picrate and the origin of broad signals in 1H NMR
spectroscopy. Journal of the Chemical Society Perkin Transactions Il, 1995, , 1875.

Basicity of 1-nitroaryl-4,5-dihydropyrazoles: pKa i;Y2measurements and theoretical calculations. Journal

840 4f Physical Organic Chemistry, 2000, 13, 372-381. 0.9 o

Tetraimidazophthalocyanines. Journal of Porphyrins and Phthalocyanines, 2000, 04, 505-509.

Structure of chiral pyrazoles in the solid state and in solution. New Journal of Chemistry, 2001, 25,
842 329-335. 1.4 9

Synthesis, X-ray Structure, and Properties of 2-(14€ -Pyridin-24€ -one)Benzimidazole. Journal of Physical
Chemistry B, 2001, 105, 12759-12770.

844 The Molecular Structure and NMR Properties of P-Phosphinoylmethyl Aminophosphonium Salts. 10 9
Structural Chemistry, 2003, 14, 391-397. )

Chiral discrimination in binuclear square planar metal complexes of group 10. Inorganic Chemistry

Communication, 2006, 9, 712-715.

Stable nitroxyl radicals with triple bonds: 4-acetylenyl-3-imidazoline-3-oxide-1-oxyls. Tetrahedron,

846 5006, 62, 4597-4602. 1.0 o

48



JOSE ELGUERO

# ARTICLE IF CITATIONS

Atheoretical and experimental study of the fluxional behaviour of molybdenum dihydrobis- and

hydrotris-pyrazolylborates. Dalton Transactions, 2007, , 3995.

Bonding Properties Related with Chiral Discrimination in Dinuclear Metal Complexes of Group 10.

848 European Journal of Inorganic Chemistry, 2007, 2007, 324-332. Lo 9

<sup>13<[sup>C and <sup>15</sup>N NMR chemical shifts of 14€{24€2,44€2a€dinitrophenyl) and
154€¢25€2,4a€2,6a€25€trinitrophenyl) pyrazoles in the solid state and in solution. Magnetic Resonance in Chemistry,.1
2008, 46, 697-700.

850  Theoretical studies of azapentalenes. Part 5: Bimanes. Tetrahedron, 2009, 65, 6244-6250. 1.0 9

Conformational analysis of dibenzo[a,e]cyclooctadiene and three related heterocyclic compounds.
Structural Chemistry, 2010, 21, 885-891.

Energetic studies of urea derivatives: Standard molar enthalpy of formation of

852 3,4,4a€2-trichlorocarbanilide. Journal of Chemical Thermodynamics, 2010, 42, 536-544. 1o o

Atheoretical analysis of the conformational space of tris(2-methylbenzimidazol-1-yl)methane.
Tetrahedron: Asymmetry, 2010, 21, 437-442.

854  Molecular Recognition Studies on Naphthyridine Derivatives. Molecules, 2010, 15, 1213-1222. 1.7 9

A theoretical multinuclear NMR study of pyrazolylborates. Heterocyclic Communications, 2010, 16, .

gs6  TWO- three-, and four-bond Na€“F spind€“spin coupling constants in fluoroazines. Molecular Physics, 0.8 9
2010, 108, 1367-1373. ’

A theoretical study of the effect of copper(l) chloride on the azido/tetrazole isomerism. Tetrahedron,
2011, 67, 8724-8730.

A computational study of the conformation of heterocyclic systems related to biphenyl.

858 Computational and Theoretical Chemistry, 2011, 964, 25-31.

1.1 9

Electric field effects on nuclear magnetic shielding of the 1:1 and 2:1 (homo and heterochiral)
complexes of XOOXa€2 (X, Xa€2 = H, CH3) with lithium cation and their chiral discrimination. Journal of
Chemical Physics, 2011, 135, 104116.

860 (E)-3-Halo-2-styryl-4H-chromen-4-ones: synthesis and transformation to novel pyrazoles. Tetrahedron, 1.0 °
2013, 69, 9701-9709. :

A theoretical study of the structure and protonation of Palbociclib (PD 0332991). Journal of
Molecular Structure, 2014, 1056-1057, 209-215.

Aromaticity and Magnetic Properties of 14€-and 24€indenones and Their Aza Derivatives. European Journal

862 4f Organic Chemistry, 2014, 2014, 5370-5377. 1.2 o

Exergonic and Spontaneous Production of Radicals through Beryllium Bonds. Angewandte Chemie,

2016, 128, 8878-8881.

sea A computational study of azaphospholes: anions and neutral tautomers. Structural Chemistry, 2016, 10 9
27,1531-1542. )

49



866

868

870

872

874

876

878

880

882

50

JOSE ELGUERO

ARTICLE IF CITATIONS

19Fa€NMR Diastereotopic Signals in Two N-CHF2 Derivatives of

(4S,7R)-7,8,8-Trimethyl-4,5,6,7-tetrahydro-4,7-methano-2H-indazole. Molecules, 2017, 22, 2003.

The Structure of <i>N«</i>a€phenyla€pyrazoles and Indazoles: Mononitro, Dinitro, and Trinitro Derivatives.

Journal of Heterocyclic Chemistry, 2018, 55, 44-64. L4 9

From diiodo TrAqger's bases towards halogen-bonded porous organic crystalline materials.
CrystEngComm, 2018, 20, 3167-3170.

Sequestration of CO<sub>2</sub> by Phosphatrane Molecules. ChemPhysChem, 2019, 20, 3195-3200. 1.0 9

Interaction of <i>N«[i>a€Heterocyclic Carbenes and Simple Carbenes with Small Molecules (One to) Tj ETQq1 1 0.784314 rgBT [Over|
1.4 9
2019, 56, 359-370.

A theoretical NMR study of polymorphism in crystal structures of azoles and benzazoles. Magnetic

Resonance in Chemistry, 2019, 57, 275-284. 11 o

A%otudes RMN en sA©rie hA©OtA©rocyclique. Journal De Chimie Physique Et De Physico-Chimie Biologique, 1973

70, 697-698. 10:2

A new heterocyclic rearrangement: conversion of 2-vinylpyrazolium salts into 1,2-dihydropyrimidines. o7 8
Tetrahedron Letters, 1985, 26, 3869-3870. :

On the reaction of 3,5-dimethylpyrazole with acetylenic esters. Journal of the Chemical Society Perkin
Transactions Il, 1985, , 427.

Reactivity of aryla€sand heteroarylmalonates against <i>ortho</i>a€dinucleophiles.

Triaryl(heteroaryl)methane synthesis. Journal of Heterocyclic Chemistry, 1987, 24, 247-249. 14 8

Effects of the heteroaromatic moiety on spectroscopic properties, pKa and reactivity of azoles: A
chemometric study. Journal of Physical Organic Chemistry, 1990, 3, 651-658.

Iminophosphorane-substituted proton sponges. Part 5. Structures in the solid state. Correlation
between solid state31P MAS NMR spectra and crystal structures. Journal of the Chemical Society 0.9 8
Perkin Transactions I, 1994, , 209-212.

Conformational analysis of heterocyclic analogues of 5,6,11,12-tetrahydrodibenzo[a,e]cyclooctene:
6,7,14,15-tetrahydrobisbenzimidazo[1,2-a:14€2,24€2-e][1,5]diazocine and 1.0
6,7,13,14-tetrahydrobispyrido[1,2-a:14€2,25€2-e]diazocinediium dibromide. Tetrahedron, 1998, 54, 9569-9580.

Combined variable-temperature and variable-field15N cross-polarization magic angle spinning NMR
study of15N,14N residual dipolar coupling in pyrazole derivatives. , 2000, 38, 305-310.

Solvent-free synthesis and structural characterization of azolyl-substituted pyrimidines. New Journal
of Chemistry, 2002, 26, 926-932.

Collisionally induced loss of NO2 radical from protonated nitroimidazoles and nitropyrazoles. 12 8
Chemical Physics Letters, 2002, 356, 259-266. )

Title is missing!. Structural Chemistry, 2002, 13, 97-98.

The structure of 1,1,3-trimethyl” <sup>2</sup>- pyrazolinium perchlorate: An X-ray crystallographic and

GIAO/DFT multinuclear NMR study. Spectroscopy, 2004, 18, 605-611. 08 8



JOSE ELGUERO

# ARTICLE IF CITATIONS

Pyrazoles as molecular probes to study the properties of co-crystals by solid state NMR spectroscopy.

Open Chemistry, 2004, 2, 660-671.

Theoretical study of31P,31P coupling constants in cyclotriphosphazenes. Magnetic Resonance in

884 " Chemistry, 2005, 43, 471-474. 11 8

Dimers of 1,8a-Dihydro-1,8-Naphthyridine Derivatives as Models of Chiral Self-Recognition. Structural
Chemistry, 2005, 16, 339-345.

Chiral Discrimination in Lithium Complexes of Bis(5H-pyrroles) and Bis(oxazolines). Journal of

886 physical Chemistry A, 2005, 109, 9573-9577. 11 8

Syntheses and Structural Studies of Schiff Bases Involving Hydrogen Bonds. Molecules, 2006, 11,
453-463.

Regioselectivity in the formation of norbornene-fused pyrazoles: preparation of 1-substituted

888 Jerivatives of 4,5,6,7-tetrahydro-1H-4,7-methanoindazole. Tetrahedron, 2006, 62, 3362-3369. 1o 8

Helvetica Chimica Acta, 2006, 89, 1290-1303.

The structure of ammonium pyrazolates in the solid state. Magnetic Resonance in Chemistry, 2006, 44,
890" 1067-1072. 11 8

Spina~Spin Coupling Constants for Iminoboranes RBNH, HBNR, and RBNR and Comparisons with
Corresponding Isoelectronic Acetylenes RCCH and RCCR, for R = H, CH3, NH2, OH, and F. Journal of
Chemical Theory and Computation, 2007, 3, 549-556.

Computational studies of the structure of aldazines and ketazines: Part 2. Halogen and 1+,i2-unsaturated

892 Jerivatives. Computational and Theoretical Chemistry, 2007, 847, 25-31.

15 8

Structure of<i>N«<[i>,<i>N<[i>&€2-Bis(amino acids) in the Solid State and in Solution. A<sup>13</sup>C
and<sup>15</sup>N CPMAS NMR Study. Journal of Organic Chemistry, 2008, 73, 8575-8578.

The behavior of Gliclazide in solution and in the solid state: a case of organic compound presenting a

894 solida€solution structure. Magnetic Resonance in Chemistry, 2009, 47, 472-477.

1.1 8

Characterizing Complexes with F&”Li<sup>+<[sup>&~F Lithium Bonds: Structures, Binding Energies, and
Spind~Spin Coupling Constants. Journal of Physical Chemistry A, 2009, 113, 8359-8365.

Structural and Electronic Effects on One-Bond Spind”Spin Coupling Constants1)(B&~N),1)(B&”H),
896  andl)(B&™F) for Complexes of Nitrogen Bases with BH3and Its Fluoro-Substituted Derivatives. Journal of 1.1 8
Physical Chemistry A, 2010, 114, 12775-12779.

Fast degenerate double proton transfer in the solid state between two indazolinone tautomers.
CrystEngComm, 2010, 12, 4052.

Two polymorphs of 8-hydroxycarbostyril: X-ray crystallography, solid-state NMR and DFT

898 calculations. Journal of Molecular Structure, 2012, 1008, 88-94.

1.8 8

Synthesis of new pyrazole-1,2,3-triazole dyads. Tetrahedron Letters, 2013, 54, 5391-5394.

The origin of the splitting of 13C and 15N NMR signals of 3(5)-phenyl-5(3)-methylpyrazolium chloride
900 and bromide in the solid state: Quantum Espresso calculations. Journal of Molecular Structure, 2014, 1.8 8
1075, 551-558.

51



JOSE ELGUERO

# ARTICLE IF CITATIONS

A theoretical and experimental NMR study of BODIPY 493/503:

difluoro{2a€{15€¢3,5a€dimethyla€2 <i>H<[i>a€pyrrola€2a€ylidened€xi> N« /i>)ethyl]4€3,54€dimethyla€d <i>H< [i> &Epyrrolat@i€«i> N
Magnetic Resonance in Chemistry, 2016, 54, 684-688.

Competition between intramolecular hydrogen and pnictogen bonds in protonated systems.

902 Theoretical Chemistry Accounts, 2016, 135, 1.

0.5 8

Static and Dynamic Properties of Fluorinated 4-Aryl-1,5-Benzodiazepinones. ChemistrySelect, 2016, 1,
861-870.

The structure and properties of 5,6-dinitro-1H-benzotriazole. Journal of Molecular Structure, 2016,
0% 1113,153-161. 18 8

Bed€.and Mga€Based Electron and Anion Sponges. ChemPhysChem, 2018, 19, 1701-1706.

The structures of 1,4-diaryl-5-trifluoromethyl-1<i>H<[i>-1,2,3-triazoles related to J147, a drug for

906 treating Alzheimer's disease. Acta Crystallographica Section C, Structural Chemistry, 2018, 74, 513-522.

0.2 8

Fostering the Basic Instinct of Boron in Borond€“Beryllium Interactions. Journal of Physical Chemistry
A, 2018, 122,3313-3319.

Intramolecular magnesium bonds in malonaldehyde-like systems: a critical view of the

908 osonance-assiste phenomena. Theoretical Chemistry Accounts, 2018, 137, 1.

0.5 8

Probing Ca<S chalcogen bonds in complexes SC:SHX, for X4€=4€ NO2, NC, F, Cl, CN, CCH, and NH2. Chemical
Physics Letters, 2019, 721, 86-90.

A Computational Study of Metallacycles Formed by Pyrazolate Ligands and the Coinage Metals M =
910  Cu(l), Ag(l) and Au(l): (pzM)n for n = 2, 3, 4, 5 and 6. Comparison with Structures Reported in the 1.7 8
Cambridge Crystallographic Data Center (CCDC). Molecules, 2020, 25, 5108.

IR and NMR properties of N-base:PH2F:BeX2 ternary and corresponding binary complexes stabilised by
pnicogen and beryllium bonds. Molecular Physics, 2021, 119, e1905191.

Approche thA©orique des mA©canismes de protonation. Journal De Chimie Physique Et De Physico-Chimie

212 Biologique, 1975, 72, 303-308. 0-2 8

Recherches dans la serie des azoles synthese et protonation de pyrazolines-3. Tetrahedron Letters,
1965, 6,1171-1174.

1H nuclear magnetic resonance conformational study of medium-sized rings:

914 3,4-dihydro-1,6-benzodiazocine-2,5-diones. Canadian Journal of Chemistry, 1976, 54, 1135-1138. 0.6 7

Synthesis, spectra, and crystal structure of
6,7,14,15-tetrahydrobis-benzimidazo[1,2-a;14€2,23€2-e] [1,5]diazocine. Journal of the Chemical Society Perkin
Transactions 1, 1976, , 312-315.

Photochimie d'hA©tA©rocycles azotA©s. IV. Transposition de type photoa€fries des <i>N«<[i>4€acAOtyl

916 bonzimidazolones. Journal of Heterocyclic Chemistry, 1978, 15, 625-631.

1.4 7

Utilisation des plans factoriels fractionnaires pour I'A©tude de la rA©action de bucherer-bergs: SynthA'se

de la cyclohexane spirohydantoA®ne. Journal of Heterocyclic Chemistry, 1984, 21, 1527-1531.

Use of droplet counter-current chromatography in log P determinations. Journal of Chromatography

918 A 1986, 360, 247-251. 1.8 4

52



JOSE ELGUERO

# ARTICLE IF CITATIONS

The X-ray structure of

4-amino-7,8-dioxo-5,6,7,8-tetrahydro-1H-pyrazino[2,3-c]-1,2,6-thiadiazine-2,2-dioxide olate oxonium salt
and the problem of the structure of the oxonium ion. Journal of Molecular Structure, 1988, 172,

900 Reaction of N-vinylindazolium and N-vinylbenzotriazolium salts with nucleophiles. Tetrahedron, 1993, 1.0 ;
49,11305-11320. :

Gas-phase (ion cyclotron resonance spectrometric) and solid-state (crystallographic) studies of
highly substituted pyrazoles. Journal of Physical Organic Chemistry, 1996, 9, 79-86.

922  Collisional activation of protonated C-halogenopyrazoles. Chemical Physics Letters, 2001, 347, 465-472. 1.2 7

1H,13C, and15N NMR analysis of TrAqger's base and of some of its [15N1] labelled precursors. Magnetic
Resonance in Chemistry, 2002, 40, 743-746.

Theoretical study of peptide model dimers. Homo versus heterochiral complexes. Computational and

924 Theoretical Chemistry, 2004, 680, 191-198. 15 4

Structural characterisation of 2,3-disubstituted pyrazines: NMR and X-ray crystallography. Journal of
Molecular Structure, 2005, 741, 67-75.

An &€ Atoms in Moleculesa€™ analysis of the differences between meso and chiral forms of oxirane and

926 cyclobutene derivatives. Chemical Physics Letters, 2006, 417, 367-370.

1.2 7

The structure of protonated HCP: A classical or non-classical ion?. Chemical Physics Letters, 2006,
429, 23-26.

Can Changes in One-bond Spind~spin Coupling Constants in Acids Be Related to Gas-Phase Proton

928 Affinities of Bases?. Journal of Physical Chemistry A, 2007, 111, 6443-6448. 11 7

Variation of One-bond X&™Y CouFlmg Constants1)(Xa”Y) and the Components of1)(Xa™Y) with Rotation
about the X&”Y Bond for Molecules HmX&”YHn, with X, Y =15N,170,31P,33S:A The Importance of Nonbonding
Pairs of Electrons. Journal of Physical Chemistry A, 2007, 111, 2517-2526.

Synthesis, spectral characterization and cytotoxicity of Rud€“bipyridyl complexes containing

930 hexakis(pyrazol-1-yl)benzene (hpzb) as a co-ligand. Polyhedron, 2007, 26, 4373-4382. 10 4

Chiral distinction in square planar Pt and Pd complexes of 2,24€2-bipyridine derivatives. Structural
Chemistry, 2009, 20, 557-563.

Theoretical studies of azapentalenes. Part 4: Theoretical study of the properties of

932 3a,6a-diazapentalene. Tetrahedron, 2009, 65, 5760-5766. Lo 7

A theoretical study of the neutral and the double-charged cation of cyclo[8]pyrrole and its
interaction with inorganic anions. Open Chemistry, 2009, 7, 683-689.

Ab Initio EOM-CCSD Investigation of One-Bond Ca”C, Na”C, and N&”N Spind”Spin Coupling Constants in

93% " Fluoroazines. Journal of Physical Chemistry A, 2010, 114, 5205-5210. 1.1 4

Influence of the basis set on the calculation of the absolute 13C shieldings of methyl derivatives
(CH3X with XA=ACH3, CN, NH2, NO2, OH, F) with special emphasis in the cases of XA=ACl, Br, SH, SeH, and PH2.

Structural Chemistry, 2010, 21, 755-759.

Do corresponding coupling constants in hydrogen-bonded homo- and hetero-chiral dimers differ?.

936 Canadian Journal of Chemistry, 2010, 88, 694-699. 0-6 7

53



JOSE ELGUERO

# ARTICLE IF CITATIONS

[1,2,3]Triazolo[1,5-a] pyridyl phosphines reflecting the influence of phosphorus lone pair orientation

on spectroscopic properties. Dalton Transactions, 2011, 40, 1387-1395.

Rates of enantiomerization in axially chiral 2,24€2-bipyridines with restricted rotation: an ab initio study.

938 Tetrahedron: Asymmetry, 2011, 22, 1180-1183. 18 7

Thermodynamic and hydrogen-bond basicity of phosphine oxides: Effect of the ring strain.
Computational and Theoretical Chemistry, 2012, 994, 81-90.

940 Atheoretical study of hemiacetal formation from the reaction of methanol with derivatives of 0.9 ;
CX<sub>3</sub>CHO (Xa€%0=4€%0H, F, Cl, Br and I). Journal of Physical Organic Chemistry, 2012, 25, 1286-1292.”

New C2-symmetry diols accumulating one stereogenic axis and two stereogenic centers. Tetrahedron,
2012, 68, 9645-9651.

Crystal and molecular structures of two 1H-2-substituted benzimidazoles. Zeitschrift Fur

942 Kristallographie - Crystalline Materials, 2015, 230, .

0.4 7

Ab initio study in the hydration process of metaphosphoric acid: the importance of the pnictogen
interactions. Theoretical Chemistry Accounts, 2015, 134, 1.

The influence of intermolecular halogen bonds on the tautomerism of nucleobases. I. Guanine.

944 Tetrahedron, 2015, 71, 5260-5266. 1.0 7

g4  Saddlea€shaped Cyclic Indole Tetramers: 3D Electroactive Molecules. Chemistry - A European Journal, 17 ;
2016, 22, 10651-10660. )

Synthesis, Structure and Anion Sensing Properties of a Dicationic Bis(imidazolium)a€Based Cyclophane.
ChemistrySelect, 2018, 3, 3855-3859.

Are beryllium-containing biphenyl derivatives efficient anion sponges?. Journal of Molecular

948 Modeling, 2018, 24, 16.

0.8 7

Molecular structure in the solid state by X-ray crystallography and SSNMR and in solution by NMR of
two 1,4-diazepines. Journal of Molecular Structure, 2018, 1155, 205-214.

950 Complexes between neutral oxyacid beryllium salts and dihydrogen: a possible way for hydrogen 16 ;
storage?. Dalton Transactions, 2018, 47, 12516-12520. :

Interaction between Trinuclear Regium Complexes of Pyrazolate and Anions, a Computational Study.
International Journal of Molecular Sciences, 2020, 21, 8036.

Conformational aspects of polymorphs and phases of 2-propyl-1<i>H</[i>-benzimidazole. [UCrJ, 2018, 5,
952 S50 715, 1.0 7

Reactive des pyrazolines-2. Tetrahedron Letters, 1964, 5, 3317-3322.

Structure molA©culaire et proEnA@tA@s molA©culaires de quatre isomA'res de formule

954 Ccsub>8</sub>Hcsub>10</sub>N<sub>4</subs. Journal of Heterocyclic Chemistry, 1978, 15, 185-192.

1.4 6

54



JOSE ELGUERO

# ARTICLE IF CITATIONS

Synthese de I'indazole-1-15N, de |'indazole-2-15N et de leurs derives n-methyles. Journal of Labelled

Compounds and Radiopharmaceuticals, 1981, 18, 999-1008.

Rearrangement of 1-amino- and 1-alkylamino-pyrazoles to 5-aminopyrazoles. Journal of the Chemical

956 Society Perkin Transactions 1, 1990, , 809.

0.9 6

The X-ray crystal structure of a ternary cocrgstallization compound:
N,N-dimethyl-o-phenylenediamine&€“fluoroboric acida€“triphenylphosphine oxide. Journal of the Chemical
Society Chemical Communications, 1991, , 1694-1695.

Crystalline hosts derived from pyrazole carboxylic acids. X-ray crystal structures of
958  4-nitropyrazole-3,5-dicarboxylic acid and its sodium salt including dioxane molecules. Supramolecular 1.5 6
Chemistry, 1994, 4, 53-62.

Synthesis and1H,19F NMR spectroscopic characterization of
(pentafluorophenyl)3-n(pyrazol-1-yl-tetrafluorophenyl)n=1,2porphyrins. Journal of Heterocyclic
Chemistry, 1995, 32, 1829-1831.

Conformation and <i>ortho<[i> steric effects in a series of 24€¢{pyrazola€d 4€yl)quinolines. Journal of

960 Heterocyclic Chemistry, 1996, 33, 323-326.

1.4 6

Porphyrins with four azole substituents in meso positions. Part 2. X-ray crystal structure of
meso-tetrakis {1-[2-(trimethylsilyl)ethoxymethyl] pyrazol-5-yl}-porphyrin at 200 K. Tetrahedron, 1996, 52,
10811-10822.

Molecular structure of 4-p-hydroxyphenyl-3,5-dimethylpyrazole monohydrate. Journal of Chemical

962 Crystallography, 1996, 26, 127-131. 0.5

N,N&€2-Linked 1,2-ethanediyl-poly(benzimidazolin-2-ones) and the X-ray crystal structure of a
benzimidazolin-2-one trimer. Tetrahedron, 1997, 53, 7689-7704.

964  COmparison of electron density properties in frozen and relaxed electronic distributions. Journal of 15
Computational Chemistry, 2003, 24, 416-421. )

The influence of chain elongation on Karplus-type relationships: a DFT study of scalar coupling
constants in polyacetylene derivatives. Organic and Biomolecular Chemistry, 2003, 1, 585-587.

Paradigms and Paradoxes: The Position of the Lone Pair in Amines: A Comparison Between Bader?s AIM

966 Approach and Pure Geometrical Considerations. Structural Chemistry, 2004, 15, 599-604.

1.0 6

A new route to pyrazolo[3,4-c] and [4,3-c]pyridinones via heterocyclization of vic-substituted
hydroxamic acids of acetylenylpyrazoles. Tetrahedron, 2004, 60, 11875-11878.

Effect of HB complexation on the optical rotatory power of oxiranes. Chemical Physics Letters, 2005,

968 409, 163-166.

1.2 6

The synthesis of a linear trAqger's base derived from naphthalene:
7<i>H<[i>4€45<i>H<[i>a€6,143€methanodinaphtho[2,35€«i>b«<[i>:25€2,33€24€<i>f<[i>][1,5]diazocine. Journal ofi.4
Heterocyclic Chemistry, 2007, 44, 1303-1307.

NMR studies of novel Schiff bases derived from <scp>L</scp>&€kh4€amino methyl esters and

970 3a€hydroxypyridinad€4&€earboxaldehyde. Magnetic Resonance in Chemistry, 2008, 46, 930-938.

11 6

An experimental and theoretical study of 1)(13C&€“14N) coupling constants in nitro-aromatic and

nitro-heteroaromatic compounds. Journal of Molecular Structure, 2010, 979, 180-185.

Theoretical Study of the 1:1 and 2:1 (Homo- and Heterochiral) Complexes of XOOX&€2 (X, X4€2 = H, CH3) with

972 Lithium Cation. Journal of Physical Chemistry A, 2011, 115, 7805-7810.

1.1 6

55



JOSE ELGUERO

# ARTICLE IF CITATIONS

Oxazolidinone cross-alkylation during Evansad€™ asymmetric alkylation reaction. Tetrahedron, 2011, 67,

9104-9111.

Conformational analysis of N,Na€2-dinaphthyl heterocyclic carbenes: imidazol-2-ylidenes and

974 imidazolin-2-ylidenes. Structural Chemistry, 2011, 22, 1087-1094.

1.0 6

A theoretical reappraisal of the cyclol hypothesis. Structural Chemistry, 2012, 23, 873-877.

Modeling the mechanism of glycosylation reactions between ethanol, 1,2-ethanediol and

976 methoxymethanol. Physical Chemistry Chemical Physics, 2013, 15, 14026.

1.3 6

A silver complex of chloroquine: synthesis, characterization and structural properties. New Journal
of Chemistry, 2013, 37, 1391.

Theoretical and Experimental NMR Study of a Series of Five Nitrobenzene-1,2-Diamines. Spectroscopy

978 | otters, 2013, 46, 91-99. 0.5 6

A tris(pyrazol-1-yl)methane bearing carboxylic acid groups at position 4:
{1-[bis(4-carboxy-3,5-dimethyl-1<i>H<[i>-pyrazol-1-yl)methyl]-3,5-dimethyl-1<i>H<[i>-pyrazole-4-carboxylato}sodium4
dihydrate. Acta Crystallographica Section C: Crystal Structure Communications, 2013, 69, 972-976.

A theoretical study of the thermodynamic and hydrogen-bond basicity of TEMPO radical and related

980 nitroxides. Structural Chemistry, 2014, 25, 1873-1880. 1.0 6

Neutral Alkaline-Metal and Alkaline-Earth-Metal Derivatives of Imidazole and Benzimidazole. Journal
of Physical Chemistry A, 2014, 118, 4195-4204.

982 The <sup>1</sup>H NMR spectrum of pyrazole in a nematic phase. Magnetic Resonance in Chemistry, 11 6
2016, 54, 637-640. )

Curcumin Related 1,44€Diazepines: Regioselective Synthesis, Structure Analysis, Tautomerism, NMR
Sﬁectroscop?/, Xa€ray Crystallography, Density Functional Theory and GIAO Calculations.
ChemistrySelect, 2017, 2, 3732-3738.

Trapping One Electron between Three Beryllium Atoms: Very Strong One&€€lectron Threed€€enter Bonds.

984 ChemPhysChem, 2018, 19, 1068-1074. 1.0 6

The structure of four thallium tris(1H-pyrazol-1-yl)hydroborates in the solid state by X-ray
crystallography and in solution by NMR and DFT-GIAO calculations. Inorganica Chimica Acta, 2018, 483,
402-410.

Prototropic tautomerism of the addition products of N-heterocyclic carbenes to CO2, CS2, and COS.

986 Structural Chemistry, 2019, 30, 1971-1979. 1.0 6

What Types of Noncovalent Bonds Stabilize Dimers (XCP)<sub>2</sub>, for X = CN, Cl, F, and H?.
Journal of Physical Chemistry A, 2019, 123, 10086-10094.

An Example of Polynomial Expansion: The Reaction of 3(5)-Methyl-1H-Pyrazole with Chloroform and

988 Characterization of the Four Isomers. Molecules, 2019, 24, 568.

1.7 6

Theoretical calculations of the chemical shifts of cyclo[n]phosphazenes forn = 2, 3, 4 and 5
(X<sub>2<[sub>PN)<sub>n</[sub> with X4€%0=3€%.CH<sub>3<[sub>, F, Cl and Br: the effect of relativistic

corrections. Phosphorus, Sulfur and Silicon and the Related Elements, 2020, 195, 307-313.

Complexes H2CO:PXH2and HCO2H&€%o:4€%0PXH2for X=NC, F, Cl, CN, OH, CCH, CH3, and H: Pnicogen Bonds anq o

990 Hydrogen Bonds. ChemPhysChem, 2020, 21, 741-748.

56



JOSE ELGUERO

# ARTICLE IF CITATIONS

The structure of 2,3-dihydro-3-(2,4-dioxo-6-methylpyran-3-ylidene)-2-(2-nitrobenzyl)-1,4-benzothiazine

and the problem of orthogonal interactions. Arkivoc, 2006, 2006, 136-142.

Structural characterization of alloxazine and substituted isoalloxazines: NMR and X-ray

992 crystallography. Arkivoc, 2007, 2007, 20-38. 03 6

N-substituted-1,2,3-triazoles: synthesis, characterization and evaluation as cannabinoid ligands.
Arkivoc, 2010, 2010, 127-147.

Use of 5,10a€Disubstituted Dibenzoazaborines and Dibenzophosphaborines as Cyclic Supports of

994 Frustrated Lewis Pairs for the Capture of CO<sub>2<[sub>. ChemPhysChem, 2022, 23, . Lo 6

Comportement an1H-RMN. des diaryl-1,3-triazA nes dans les solvants neutres et acides. lll. Helvetica
Chimica Acta, 1977, 60, 495-497.

Synthesis of a simple model of nactin antibiotics. Journal of the Chemical Society Chemical

996 Communications, 1979, , 1182.

2.0 5

13C NMR study of polyaryl- and poly-C-heteroaryl-carbinols and their carbonium salts. Magnetic
Resonance in Chemistry, 1990, 28, 1011-1017.

Conformational analysis of 1,2:5,6:9,10-tribenzocyclododeca-1,5,9-triene by proton NMR at 173 K. Journal

998 of Organic Chemistry, 1992, 57, 6682-6684. L7 5

Higha€Performance Liquid Chromatographic Determination of the i€ Values of Azola€Na€yl Substituents.
Journal of Pharmaceutical Sciences, 1992, 81, 577-580.

1000 FIR and 13C-NMR Correlations for Some N-Substituted Azoles and Benzazoles. Applied Spectroscopy, 12 5
1995, 49, 1111-1119. ’

Aromatic propellenes. Part 8.4€ Semiempirical calculations and DNMR studies of
hexakis(pyrazol-1-yl)benzenes. Journal of the Chemical Society Perkin Transactions Il, 1997, , 2173-2178.

1 Azapentalenes. XLIV.1H and13C-NMR study of mesoionic pyrazolo[1,2-a]pyrazoles. Spectroscopy, 1997, 13,
002 713123 0-8 °

Pyridinium betaines derived from thiazolo and imidazoacridinones. Journal of Heterocyclic Chemistry,
1997, 34, 1781-1787.

X-ray Crystallography at 170 K of Racemic 2,2'-Dimethoxy-9,9'-biacridine and 1H NMR Study of

1004 5 ' Diacetoxy-9,9 -biacridine. Molecules, 1999, 4, 104-121. L7 5

How strong are the complexes between methane radical cation and noble gas atoms?. Chemical Physics
Letters, 1999, 311, 281-291.

Utilization of charge and mass labeling for the structural identification of heterocyclic quaternary

1006 calts by mass spectrometry. International Journal of Mass Spectrometry, 2002, 219, 391-401.

0.7 5

Electrospray Mass Spectrometry of 2-Aminotroponimines and 2-Aminotropones. European Journal of

Mass Spectrometry, 2003, 9, 403-407.

Stereoisomer Discrimination in Complexes of Halogen-Substituted Difuranes and Li or Na Cations.

1008 j6urnal of Physical Chemistry A, 2006, 110, 13310-13316. L1 >

57



JOSE ELGUERO

# ARTICLE IF CITATIONS

Spin-spin coupling constants for water polymers and hydronium ion complexes with water.

Molecular Physics, 2008, 106, 1461-1471.

Molecular complexes between i€a€excedent heterocycles (indoles and carbazole) and i€4€deficient

1010 polynitrobenzenes. Magnetic Resonance in Chemistry, 2009, 47, 917-924.

11 5

Chiral recognition in bicyclic guanidines. Collection of Czechoslovak Chemical Communications,
2009, 74, 299-312.

Structures, Energies, and Spind™Spin Coupling Constants of Fluoro-Substituted
1012 1,3-Diborata-2,4-diphosphoniocyclobutanes: Four-Member B4”P4”B4a”P Rings B2P2FnH84anwithn= 0, 1, 2, 4. 1.1 5
Journal of Physical Chemistry A, 2011, 115, 4511-4520.

An ab initio study of the proton transfer and tautomerization processes in hydroxycarbene.
Theoretical Chemistry Accounts, 2011, 128, 563-567.

Thermodynamic and Rinetic effects of Lewis acid complexation on a Schiff base present in two

1014 3 utomeric forms. Journal of Physical Organic Chemistry, 2011, 24, 744-750.

0.9 5

The tautomerism of fluorinated indazolinones in the solid state. Journal of Molecular Structure,
2012, 1022, 139-146.

1016 Variationsin the structures and binding energies of binary complexes with HBO. Chemical Physics 12 5
Letters, 2012, 538, 5-9. :
The structures of two aldazines:
[1,1a€25€¢1<i>E<[i>,1a€2<i>E<[i>)a€hydrazinea€d, 2a€diylidenebis(methana€d a€yla€d a€ylidene)dinaphthalena€2acel] (Lurpogen)
2,25€25€(1<i>E<[i>,1a€2<i>E<[i>)a€hydrazined€d 2 3€diylidenebis(methand€d a€yla€d d€ylidene)diphenol (salicylaldazine) in‘the
glid state and | i ic |3 i i 0 0-540

[C 1 SO opn. lviagpe

Atheoretical investigation of the mechanism of formation of a simplified analog of the green

1018 fuorescent protein (GFP) from a peptide model. Structural Chemistry, 2013, 24, 1145-1151.

1.0 5

A Facile Method to Determine the Absolute Structure of Achiral Molecules: Supramolecular&€Tilt
Structures. Chemistry - A European Journal, 2013, 19, 6044-6051.

The reaction of NH-indazoles with 1-fluoro-2,4-dinitrobenzene: the unusual formation of

1020 \enzotriazole-N-oxides. New Journal of Chemistry, 2013, 37, 2384.

1.4 5

Observation of Diastereotopic Signals in <sup>15</sup>N&€...NMR Spectroscopy. Angewandte Chemie -
International Edition, 2015, 54, 3997-4000.

The structure of 4,5,6,7-tetrafluoro-1H-benzotriazole in solid state and in solution. Journal of

1022 Flyorine Chemistry, 2016, 192, 98-104. 0.9 5

Fullerene and corannulene derivatives acting as insulators of Cl<sup>a~</sup>and BeH<sub>2<[sub>.
Physical Chemistry Chemical Physics, 2016, 18, 6059-6068.

1024 |nteraction of beryllium derivatives with N-methylated DNA bases: 9-methylguanine and 1.0 5
1-methylcytosine. Tetrahedron, 2016, 72, 1978-1983. )

The structure of N -arylindazoles and their aza-derivatives in the solid state: A systematic analysis of

the Cambridge Structural Database coupled with DFT calculations. Journal of Molecular Structure,
2017,1137,186-192.

Theoretical study of some I»<sup>5</sup>&€phosphinines and their NMR spectra. Magnetic Resonance in

1026 Chemistry, 2019, 57, 975-981.

1.1 5

58



JOSE ELGUERO

# ARTICLE IF CITATIONS

Gas-phase reactivity tuned through the interaction with alkaline-earth derivatives. Theoretical

Chemistry Accounts, 2019, 138, 1.

Synthesis, structure and NMR study of fluorinated isoxazoles derived from hemi-curcuminoids.

1028 Journal of Fluorine Chemistry, 2019, 219, 39-49. 0.9 5

Complexes between H<sub>2<[sub> and neutral oxyacid beryllium derivatives. The role of angular
strain. Molecular Physics, 2019, 117, 1142-1150.

1030 A theoretical and spectroscopic (NMR and IR) study of indirubin in solution and in the solid state. 0.9 5
Journal of Physical Organic Chemistry, 2020, 33, e4043. )

Regiospecific Synthesis and Structural Studies of
3,5-Dihydro-4<i>H</[i> Eyrldo [2,3- <1>b</|>] [1,4]diazepin-4-ones and Comparison with
1,3-Dihydro-2<i>H<[i>-benzo| <i>beli> 1[1,4]diazepin-2-ones. ACS Omega, 2020, 5, 25408-25422.

1032 Hybrid Boron-Carbon Chemistry. Molecules, 2020, 25, 5026. 1.7 5

A GIPAW versus GIAO-ZORA-SO study of 13C and 15N CPMAS NMR chemical shifts of aromatic and
heterocyclic bromo derivatives. Solid State Nuclear Magnetic Resonance, 2020, 108, 101676.

Hydrogen bonds and halogen bonds in complexes of carbones La1’Catt as electron donors to HF and CIF,

1034 for L= CO, N2, HNC, PH3, and SH2. Physical Chemistry Chemical Physics, 2020, 22, 15966-15975. 1.3 5

PoS)

From Very Strong to Inexistent Bed”Be Bonds in the Interactions of Be<sub>2</sub> with [€4€8ystems.
ChemPhysChem, 2020, 21, 2701-2708.

The SN2 reaction and its relationship with the Walden inversion, the Finkelstein and Menshutkin
1036 reactions together with theoretical calculations for the Finkelstein reaction. Structural Chemistry, 1.0 5
2021, 32,1755-1761.

New N,C-Diaryl-1,2,4-triazol-3-ones: Synthesis and Evaluation as Anticancer Agents. Medicinal
Chemistry, 2019, 15, 360-372.

1038 Classification of Mesogenic Benzalazines by Multivariate Data Analysis.. Acta Chemica Scandinavica, o7 5
1985, 39b, 329-341. ’

The Reaction between Benzotriazole and Diarylnitrileimines. Heterocycles, 1985, 23, 2779.

1040 Multidentate ligands from N-hydroxy and N-aminopyrazole. Arkivoc, 2004, 2004, 100-108. 0.3 5

A%otude thA©orique (AM1) de I'affinitA© protonique des polyA©thers cycliques (A©thers couronnes) et non
cycliques (glymes). Canadian Journal of Chemistry, 1991, 69, 1970-1975.

Specific reactivity of the &€ magic bulleta3€™ matrix in the negative-ion fast-atom bombardment mass spectra

1042 of organic anions. Rapid Communications in Mass Spectrometry, 1991, 5, 469-471.

0.7 4

Comparison of the fast-atom bombardment and electrospray ionization mass spectra of

meso-pyrzolylporphyrins. Rapid Communications in Mass Spectrometry, 1992, 6, 540-542.

FAILED ATTEMPT TO INDUCE CHIRALITY USING A MAGNETIC FIELD: THE CASE OF CHIRAL HELICITY OF

1044 TRIS-(2-METHYLBENZIMIDAZOL-1-YL)METHANE. Heterocyclic Communications, 1994, 1, .

0.6 4

59



JOSE ELGUERO

# ARTICLE IF CITATIONS

Aromatic propellenes. Part 3. NMR, X-ray crystallography and semi-empirical calculations on the

conformational isomerism of 1,2,4,5-tetrakis (pyrazol-17-yl)-3,6-bis(3?,5?-dimethylpyrazol-1?-yl) benzene. ,
1996, 9, 717-727.

<sup>1</sup>H and<sup>13</sup>C NMR study of perdeuterated pyrazoles. Spectroscopy, 1997, 13,
1046 591994 0.8 4

A structural study of pyrazole-1-carboxamides by X-ray crystallography and 13C CPMAS NMR
spectroscopy. Journal of Molecular Structure, 1999, 478, 81-91.

Absorption and fluorescence properties of acridinones, thioacridinones, aminoacridines and related

1048 . rown ethers. Journal of Heterocyclic Chemistry, 2001, 38,1113-1118.

14 4

Two-Bond Spind€“Spin Coupling Constants (2hJXY) Across XHY Hydrogen Bonds: Some Fundamental
Questions. Advances in Quantum Chemistry, 2005, , 23-35.

Supramolecular assembly of diethyl 1H-pyrazole-3,5-dicarboxylate 0.33-hydrate. Acta Crystallographica

1050 Section E: Structure Reports Online, 2006, 62, 03351-03353. 0.2 4

Theoretical study of racemization in chiral alkenylidene truxenes. Journal of Physical Organic
Chemistry, 2008, 21, 381-386.

Na€<i>{f versus [€</[i> configuration in monoa€-and bisa€pyrrole and imidazole derivatives of alkaline earth

1052 1 hetals. Journal of Physical Organic Chemistry, 2009, 22, 747-755. 0.9 4

Does 7-norcaranone (bicyclo[4.1.0]heptan-7-one) exist?. Computational and Theoretical Chemistry,
2009, 896, 92-95.

Atheoretical study of the stationary structures of the methane surface with special emphasis on NMR

1054 properties. Chemical Physics Letters, 2010, 489, 35-38.

1.2 4

Photoa€Oxidation of Some DI&€24a€Benzothiazolymethane Derivatives. Bulletin Des SociA©tA©s Chimiques
Belges, 1989, 98, 497-501.

A theoretical study of the conformation of meso-tetraphenylporphyrin (TPPH2), its anions, cations
1056 and metal complexes (Mg2+, Ca2+ and Zn2+). Journal of Porphyrins and Phthalocyanines, 2010, 14, 0.4 4
630-638.

Ab Initio Study of Nonadditivity Effects: Spina”Spin Coupling Constants for Tetrafluoroethene in
Ternary € Complexes. Journal of Physical Chemistry A, 2010, 114, 3713-3717.

The structures of two scorpionates: thallium tetrakis(3-phenyl-1H-pyrazol-1-yl)borate and potassium
1058 tetrakis(3-cyclopropyl-1H-pyrazol-1-yl)borate. Acta Crystallographica Section C, Structural Chemistry, 0.2 4
2016, 72, 819-825.

Nitroxide stable radicals interacting as Lewis bases in hydrogen bonds: A search in the Cambridge
structural data base for intermolecular contacts. Journal of Molecular Structure, 2017, 1148, 150-161.

The synergy of different solid-state techniques to elucidate the supramolecular assembly of two

1060 1 i>Hc/i>-benzotriazole polymorphs. Physical Chemistry ChemicaFPhysics, 2019, 21, 19879-19889. 1.3

N&€|C and Sa€!S Interactions in Complexes, Molecules, and Transition Structures HN(CH)SX:SCO, for X =

F, Cl, NC, CCH, H, and CN. Molecules, 2019, 24, 3232.

1 Reaction of CIF and CI2 with PH2X: The oxidation of P(lll) to P(V). Chemical Physics Letters, 2019, 715,
062 1907194 1.2 4

60



JOSE ELGUERO

# ARTICLE IF CITATIONS

Complexes Between Adamantane Analogues B4X6 -X = {CH2, NH, O ; SiH2, PH, S} - and Dihydrogen,

B4X6:nH2 (n = 14€“4). Molecules, 2020, 25, 1042.

A structural analysis of 2,58€diaryla€4 H 4€2,44€dihydrod€3s H a€4,2,44€kriazold€3a€ones: NMR in the solid state,f(f@ray 4

1064 crystallography, and GIPAW calculations. Magnetic Resonance in Chemistry, 2021, 59, 423-438.

HAV4ckeloid model for planar boranes. Theoretical Chemistry Accounts, 2021, 140, 1.

1066 Chirality and Chiral Recognition. , 2009, , 37-86. 4

Etude de sels de pyridinium par resonance magnA®©tique nuclA©aire du carbone-13 et de |'azote-141. Journal
De Chimie Physique Et De Physico-Chimie Biologique, 1984, 81, 413-417.

Hydrogen bond acceptor properties of two radicals: nitric oxide molecule and hydrogen atom.

1068 - Arkivoc, 2004, 2003, 31-36.

0.3 4

Classification of hydrogen-bond motives in crystals of NH-pyrazoles: a mixed empirical and
theoretical approach. Arkivoc, 2006, 2006, 15-30.

Double addition of azoles to glyoxal: characterization of the bis-adducts and theoretical study of

1070 their structure. Arkivoc, 2007, 2007, 55-66. 0.3 4

Computational studies of the structure of aldazines and ketazines. Part 1. Simple compounds. Arkivoc,
2007, 2008, 48-56.

Chemical reactions of cycloalkanespirohydantoins. Part 2. Sﬁnthesis of new 4a€hydroxyimidazolidinone
1072 <i>N<[i><sub>3</sub>a€substituted from cycloalkanespirohydantoins. Journal of Heterocyclic 1.4 3
Chemistry, 1986, 23, 481-485.

Synthesis of a Valuable Precursor for the Preparation of Novel Quinolone Glycosides. Synlett, 1990,
1990, 753-754.

Unusual behavior of pyrazolo[1,24€«i>a<[i>]pyrazoles in fast atom bombardment (fab) and frita€fast atom
1074 bombardment (Fritd€FAB) mass spectrometry. Influence of the matrix. Journal of Heterocyclic Chemistry, 1.4 3
1998, 35, 1405-1412.

Aromatic propellenes. Part 10. Conformational study of hexa(imidazol-1-yl)benzene and
hexakis(2-methylimidazol-1-yl)benzene by means of NMR and AM1 calculations. Journal of Molecular
Structure, 1999, 478, 285-294.

1076 Title is missing!. Journal of Inclusion Phenomena and Macrocyclic Chemistry, 1999, 33, 169-189. 1.6 3

SYNTHESIS OF 1-(p-NITROBENZYL)AZOLES AND 1-(p-NITROBENZYL)BENZAZOLES. Organic Preparations and
Procedures International, 2000, 32, 385-390.

PoS)

1078 An experimental and DFT analysis of coupling constants in [31P(CH3)nH(44"n)]+ systems where n=04€“4 L8 3
with a note on [14N(C2H5)4]+ and [31P(C2H5)4]+. Journal of Molecular Structure, 2007, 837, 147-152. )

Theoretical study of neutral and protonated triple bonded molecules formed between C, N, Si, P, B and

Al. Theoretical Chemistry Accounts, 2007, 118, 533-5309.

A theoretical and NMR experimental study of N1,N3-di(3-aminoacridin-6-yl)-isophthalamide and

1080 N2,N6-di(3-aminoacridin-6-yl)-2,6-dicarboxamide. Journal of Molecular Structure, 2009, 928, 132-137.

1.8 3

61



JOSE ELGUERO

# ARTICLE IF CITATIONS

Isomerization barriers in bis(4H-thiopyran) and in bithioxanthenes. Tetrahedron, 2011, 67, 7316-7320.

Modeling the allosteric effect: modification of the tautomerism by intermolecular interactions and

1082 ,vtension to molecular wires. Structural Chemistry, 2011, 22, 707-715.

1.0 3

The Structure and Dynamic Properties of 1H-Pyrazole-4-Carboxylic Acids in the Solid State. Zeitschrift
Fur Physikalische Chemie, 2013, 227, 841-856.

log4 rautomerism, structure in solution and in the solid state of 1:9,5:10-anthradipyrazole. Structural 10 3
Chemistry, 2014, 25, 683-690. )

On the transferability of atomic contributions to the optical rotatory power of hydrogen peroxide,
methyl hydroperoxide and dimethyl peroxide. Molecular Physics, 2014, 112, 1624-1632.

A theoretical and experimental study of the racemization process of hexaaza[5]helicenes.

1086 Totrahedron, 2014, 70, 8750-8757. 1o 3

Pyrrole-Pyridine and Pyrrole-Naphthyridine Hosts for Anion Recognition. Molecules, 2015, 20,
9862-9878.

Experimental and Theoretical Studies on the Rearrangement of 2a€0xoazepane I+,lx4€Amino Acids into
1088 2&€23€0xo0piperidine 12<sup>2,3,3<[sup>&€Amino Acids: An Example of Intramolecular Catalysis. Chemistry-A 1.7 3
European Journal, 2015, 21, 2489-2500.

Essential versus accidental isochrony of diastereotopic nuclei in NMR spectroscopy. Structural
Chemistry, 2016, 27, 671-679.

1090 Modulation of in:out and out:out conformations in [X.Xa€2.X4€24€2] phosphatranes by Lewis acids. Physical 13 3
Chemistry Chemical Physics, 2017, 19, 20647-20656. )

The structure of 2,4,6-tris(1H&€“pyrazol-1-yl)-1,3,5-triazine in the solid state: on polymorphs,
pseudopolymorphs and co-crystals. Structural Chemistry, 2018, 29, 15-21.

The strange case of achiral compounds which were reported to always crystallize in the same chiral

1092 group. Structural Chemistry, 2019, 30, 633-636. 1o 3

Assignment of <sup>1</sup>H and <sup>13</sup>C NMR data for three pairs of diastereomers of 4a€2a€X
benzo[1,3]cyclopropa[1,23€«i>b<[i>]chromenea€4,55€diones (XA=AH, OCH<sub>3<[sub>, and Cl). Magnetic
Resonance in Chemistry, 2019, 57, 512-521.

The structure of the anti-aging agent J147 used for treating Alzheimer's disease. Acta

1094 Crystallographica Section C, Structural Chemistry, 2019, 75, 271-276.

0.2 3

Are Anions of Cyclobutane Beryllium Derivatives Stabilized through Four-Center One-Electron
Bonds?. Journal of Physical Chemistry A, 2020, 124, 1515-1521.

1096 Multinuclear magnetic resonance studies of five silver(l) trinuclear pyrazolate complexes. Structural 10 3
Chemistry, 2021, 32, 215-224. ’

Sﬁontaneous bond dissociation cascades induced by Be<sub>n</[sub> clusters (<i>n<[i> = 2,4). Physical
C

emistry Chemical Physics, 2021, 23, 6448-6454.

1098 Methylation of (1-azolyl)-1,4-dihydroxy-benzenes. Arkivoc, 2001, 2001, 172-182. 0.3 3

62



1100

1102

1104

1106

1108

1110

1112

1114

1116

63

JOSE ELGUERO

ARTICLE IF CITATIONS

Addition of 3(5)-methylpyrazole to p-benzoquinone. Arkivoc, 2001, 2001, 183-190.

The molecular structure of 1,3-dimethyl-4-phenyl-1H-pyrazole-5-carboxylic acid. Arkivoc, 2008, 2008, 0.3 3
74-84. )

Stand up for Electrostatics: The Disiloxane Case. ChemPhysChem, 2022, 23, .

Determination of the tautomerism of albendazole desmotropes using solution and solid state NMR
together with DFT theoretical calculations, both energies and chemical shifts. Journal of Molecular 1.8 3
Structure, 2022, 1261, 132883.

Theoretical study of the NO<sub>3</sub>radical reaction with CH<sub>2</sub>CIBr,
CH<sub>2<[sub>ICl, CH<sub>2<[sub>Brl, CHCl<sub>2</sub>Br, and CHCIBr<sub>2</sub>. Physical
Chemistry Chemical Physics, 2022, 24, 14365-14374.

Rotational Behavior of <i>N«[i>-(5-Substituted-pyrimidin-2-yl)anilines: Relayed Electronic Effect in Two

N&€“Ar Bond Rotations. Journal of Organic Chemistry, 2022, 87, 8118-8125. 17 3

Vicinal interproton couplings through two heteroatoms. l1a€”Coupling3J(Hi£;Ni£; Oif;H) occurring
inm-Nitrophenylhydroxylamines. Magnetic Resonance in Chemistry, 1975, 7, 247-248.

Chemical reactions of cycloalkanespirohydantoins. Part <b>3</b>. Acida€eatalyzed reaction of
45€hydroxya€2a€imidazolidinones. Preparation of bis(1,34€diazad€2a€oxospiro[4,5]decyla€4) ether. Journal of 1.4 2
Heterocyclic Chemistry, 1986, 23, 487-489.

Interaction of formamide with stilbazolium betaines: Steric effects in amides. Journal of Physical

Organic Chemistry, 1992, 5, 609-613.

Host-guest chemistry. 2. Amine inclusion compounds of
2-[o-(triphenylphosphoranylidenamino) benzrllden]ammo 1H-2,3-dihydroindazol-3-one. X-ray structure

of its 17171 |nclu5|on complex W|th |sopropy amine and water. Journal of Inclusion Phenomena and
The molecular structure of 3(5)-methyl-4,5(3)-trimethylenepyrazole hydrochloride and its13C and15N

1.6 2

NMR spectroscopy. Journal of Crystallographic and Spectroscopic Research, 1993, 23, 961-965.

STRUCTURE OF 4-UNDECYLPYRAZOLE IN THE SOLID STATE: A 13C AND 15N CPMAS NMR SPECTROSCOPY

STUDY. Heterocyclic Communications, 1995, 1, . 0.6 2

Ruthenium Complexes of Macrocyclic Ligands Containing Four Azole Units: [14]metaHeterophanes.

Synthesis and Reactivity in Inorganic, Metal Organic, and Nano Metal Chemistry, 1996, 26, 1279-1294.

Positive ions and negative ions fab (fast atom bombardment) mass spectrometry of some bisazolium

salts. Journal of Heterocyclic Chemistry, 1997, 34, 367-374. L4 2

Enantiodifferentiation in protonation processes: A theoretical study. Computational and Theoretical
Chemistry, 2007, 811, 37-44.

The structure of two pyrazole esters related to Rimonabant. Journal of Molecular Structure, 2009,
937,10-15. 18 2

The unusual reactivity of benzene and monosubstituted benzenes towards tetracyanoethylene oxide: a

theoretical study. New Journal of Chemistry, 2009, 33, 471-478.

The solid-state structure of primary fatty amines: True amines or ammonium amides?. Journal of 18
Molecular Structure, 2010, 969, 106-110. )



JOSE ELGUERO

# ARTICLE IF CITATIONS

Elementary Dr. Watson. Structural Chemistry, 2012, 23, 297-300.

A theoretical study of the limits of the acidity of carbon acids in phase transfer catalysis in water and

ms g liquid ammonia. Open Chemistry, 2013, 11, 1711-1722.

1.0 2

Ab Initio Study of Cooperative Effects in Complexes X:HBO:Z, with X, Z=LiH, HNC, HF, HCN, HCI, CIF, and
HBO: Structures, Binding Energies, and Spin-Spin Coupling Constants across Intermolecular Bonds.
Zeitschrift Fur Physikalische Chemie, 2013, 227, 821-839.

A Computational Study on 34€Azoniad€; 38€Phosphoniad€s and 3a€Arsoniaspiro[2.2]pentanes and Related

120 1hroesaeMembered Heterocycles. ChemPhysChem, 2014, 15, 3493-3501. Lo 2

Is it possible to extend the Cahn-Ingold- Prelo%| priority rules to supramolecular structures and
coordination compounds using lone pairs?. Chemistry International, 2016, 38, .

Theoretical studies on the conformation of large carbocyclic rings. I.
1122 5,6,11,12,17,18-Hexahydrotribenzo[ a,e,i Jcyclododecane (1,2;5,6;9,10-tribenzododeca-1,5,8-triene). 0.7 2
Tetrahedron Letters, 2016, 57, 1838-1842.

Libration of phenyl groups detected by <scp>VTa€8SNMR</scp>: Comparison with Xa€ray crystallography.
Magnetic Resonance in Chemistry, 2018, 56, 1083-1088.

Enhancement of Thermodynamic Gas&€Phase Acidity and Basicity of Water by Means of Secondary

124 |nteractions. ChemPhysChem, 2018, 19, 2486-2491.

1.0 2

A structural study of new tetrakis(1H-pyrazol-1-yl)methanes. Tetrahedron, 2019, 75, 130690.

126 A C(€-hole)acCla€“Zn tetrel interaction driving a metala€“organic supramolecular assembly. 13 5
CrystEngComm, 2020, 22, 6979-6982. :

The Importance of Strain (Preorganization) in Beryllium Bonds. Molecules, 2020, 25, 5876.

1128

A Density Functional Theory Study of Optical Rotation in Some Aziridine and Oxirane Derivatives.
ChemPhysChem, 2021, 22, 764-774.

Microsolvation of the Be-F bond in complexes of BeF2, BeF34€“1, and BeF44€“2 with nH20, for nd€%o= a€%ola€“

1130 Molecular Physics, 0, , €1933637. 2

Clustering of Electron Deficient Ba€-and Bed€€ontaining Analogues: In the Fight for Tetracoordination,
Beryllium Takes the Lead. European Journal of Inorganic Chemistry, 2021, 2021, 4393-4401.

Stationary states of systems with intermolecular interactions dominated by electrostatics: Structure
1132 of trimethylammonium and tetramethylammonium chlorides and bromides in the gas phase, monomers 1.2 2
and dimers. Chemical Physics Letters, 2021, 778, 138809.

Theoretical and Spectroscopic Characterization of API-Related Azoles in Solution and in Solid State.

Current Pharmaceutical Design, 2020, 26, 4847-4857.

The X-Ray Molecular Structure of (Z)-1-(4,5-Diphenyl-1,2,3-triazol-2-yl)-1,2-diphenylethylene at 200 K.

134 Heterocycles, 1998, 48, 1825. 04

64



JOSE ELGUERO

# ARTICLE IF CITATIONS

The Hydrogen-bond Basicity of Carbenes. Croatica Chemica Acta, 2018, 91, .

Complexes between bicyclic boron derivatives and dihydrogen: the importance of strain. Structural

136 Chemistry, 2020, 31, 1273-1279. 1.0 2

A DFT study of the tautomerism of 1H-benzo[de]cinnolines and their protonated forms. Theoretical
Chemistry Accounts, 2022, 141, 1.

Study of the Addition Mechanism of 1<i>H</i>-Indazole and Its 4-, 5-, 6-, and 7-Nitro Derivatives to
1138  Formaldehyde in Aqueous Hydrochloric Acid Solutions. Journal of Organic Chemistry, 2022, 87, 17 2
5866-5881.

<b>Disrupting bonding in azoles through beryllium bonds: Unexpected coordination patterns and
acidity enhancement<%b> Journal of Chemical Physics, 0, , .

1 Conformational analysis of thiophene analogs of propranolol. Journal of Molecular Structure, 1990,
40 238,245251. 18 1

CARBON-13 NMR CHEMICAL SHIFTS OF ALKYL 3-HYDROXYTHIOPHENE-2-CARBOXYLATES AND
3-ALKYLAMINO-I-(3-THIENYLOXY)-2-PROPANOLOLS. Heterocyclic Communications, 1996, 2, 17-20.

Reaction of 4-Hydroxyacridin-9(10H)-one and 4-Hydroxyacridine-9(10H)-thione with 1+,1%o-Alkyl Dibromides.

1142 Monatshefte FAVar Chemie, 1998, 129, 1199-1205. 0.9 1

A comparative ab initio study of SF6a<Xa” and CF44<Xa™ complexes (X= H, F, Cl, CN, NC, N3 and NCO).
Computational and Theoretical Chemistry, 2007, 819, 136-141.

Studies on the Thermal Rearrangement of 2-Methoxypyridine N-Oxides to 1-Methoxypyridin-2-Ones.

144 Bylletin Des SociAOtA©s Chimiques Belges, 2010, 99, 595-598. 0-0

A theoretical study of the sulfenated€“sulfoxide rearrangement. Effect of the hydrogen bond
complexation. International Journal of Quantum Chemistry, 2010, 110, 2391-2397.

Structures, Energies, and Spin&€“Spin Coupling Constants of Methyl-Substituted
1146 1,3-Diborata-2,4-diphosphoniocyclobutanes: Four-member B4€“P4€“Ba€"“P Rings B2P2(CH3)nH83€"“n, withn=0, 1,1.1 1
2, 4. Journal of Physical Chemistry A, 2011, 115, 10502-10510.

Prototropic tautomerism of 5&€aryloxyd€d (2)<i>H<[i>&€tetrazoles. Magnetic Resonance in Chemistry, 2012,
50, 193-195.

1148  Tautomerism of hydroxychromenopyrazoles. Journal of Molecular Structure, 2012, 1015, 162-165. 1.8 1

A Proof of Concept: 2-Pyrazolines (4,5-Dihydro-1H-pyrazoles) Can Be Used as Organocatalysts via
Iminium Activation. Letters in Organic Chemistry, 2016, 13, 414-419.

1150 Synthesis of <sup>15</sup>Na€tabelled 3,55€dimethylpyridine. Journal of Labelled Compounds and 0.5 1
Radiopharmaceuticals, 2019, 62, 914-919. :

Theoretical studies of conformational analysis and intramolecular dynamic phenomena. Structural

Chemistry, 2019, 30, 2029-2055.

Can a Cla€“HA-A-A-F Hydrogen Bond Replace a CIA-A-A-F Halogen Bond? H2XP:CIY:ZH versus H2XP:CIY:HZ for Y, Z = =

152 £ ¢, Journal of Physical Chemistry A, 2019, 123, 3992-3999.

65



JOSE ELGUERO

# ARTICLE IF CITATIONS

The extraordinary richness of the reaction between diazomethane and tetracyanoethylene: can

computational calculations shed light on old papers?. New Journal of Chemistry, 2019, 43, 7831-7838.

About the statistical analysis of theoretically calculated values. Structural Chemistry, 2019, 30,
1154 283-287. 1.0 1

A theoretical study of inversion barriers and NMR chemical shifts of 34€pyrazolines (2,3 d€dihydro&€d H) Tj ETQq1 19784314 rgBT |

A 13C chemical shifts study of iodopyrazoles: experimental results and relativistic and non-relativistic

1156 alculations. Structural Chemistry, 2021, 32, 925-937.

1.0 1

Perturbing the O4€“Ha€ | O Hydrogen Bond in 1-oxo-3-hydroxy-2-propene. Molecules, 2021, 26, 3086.

Large Stabilization Effects by Intramolecular Beryllium Bonds in Ortho-Benzene Derivatives.

1158 Molecules, 2021, 26, 3401.

1.7 1

Reactivity of Coinage Metal Hydrides for the Production of H 2 Molecules. ChemistryOpen, 2021, 10,
724-730.

Synthesis and structural studies of symmetric and unsymmetric adamantylmethyleneazines. , 1999, 12,

1160 455

Synthesis of 3-Benzoyl-4-styryl-2-pyrazolines and Their Oxidation to the Corresponding Pyrazoles.
European Journal of Organic Chemistry, 2000, 2000, 2593-2599.

Enantioselective Synthesis of PPAR (Peroxisome Proliferator-Activated Receptors) Agonists and

162 Antagonists. Current Topics in Medicinal Chemistry, 2014, 14, 1283-1293.

1.0 1

Protonation effects on the chemical shifts of Schiff bases derived from
3-hydroxypyridin-4-carboxaldehyde. Arkivoc, 2009, 2010, 102-113.

Crystal structure of (1<i>Z<[i>,4<i>Z<[i>)-2,4-dimethyl-3<i>H<[i>-benzo[<i>b<[i>][1,4]diazepine. Acta

He4 Crystallographica Section E: Crystallographic Communications, 2017, 73, 647-650.

0.2 1

Crystal and molecular structure of 6-phenyl-13H-pyrimido [4,3-b:6,1-b] bis-benzothiazolium-12 triiodide.
Journal of Crystallographic and Spectroscopic Research, 1991, 21, 179-182.

any

19F,31P,1H NMR and X-ray crystallographic studies of (pentafluorophenyl)34™n

1166 (4-pyrazol-1-yl-2,3,5,6-tetrafluorophenyl) n=1,2,3 Phosphines. Structural Chemistry, 1996, 7, 245-251.

1.0 (0]

Multinuclear Magnetic Resonance (1H,11B,13C,15N and205Tl) Study of Thallium
Hydridotris(3,5-dimethylpyrazol-1-yl)borate. Magnetic Resonance in Chemistry, 1996, 34, 564-567.

1168 GIAO Calculations of Chemical Shifts in Heterocyclic Compounds. ChemlInform, 2004, 35, no. 0.1 0

Tetrahydroacridin-9-ones, 9-Chlorotetrahydroacridines, 9-Amino-tetrahydroacridines and

9-(Pyrazol-1-yl)-tetrahydroacridines Derived from Chiral Cyclanones.. ChemInform, 2004, 35, no.

One-Pot Synthesis of Monosubstituted Aryl(hetaryl)acetylenes by Direct Introduction of the Ci£%2CH

1170 pesidue into Arenes and Hetarenes.. Chemlnform, 2004, 35, no.

0.1 (0]

66



JOSE ELGUERO

# ARTICLE IF CITATIONS

Synthesis of Pyrazolyl-2-pyrazolines by Treatment of 3-(3-Aryl-3-oxopropenyl)chromen-4-ones with

Hydrazine and Their Oxidation to Bis(pyrazoles).. ChemInform, 2005, 36, no.

The relative stability of pyridinium and 1,7-diaza[12]annulenium quaternary salts. Tetrahedron Letters,

11725008, 49, 2060-2062. 0.7 0

Sl RIGE
relationships among the reduced coupling constants for molecules

H<sub>m</sub>Xa€“YH<sub>n</[sub>, with X, Y &ee<sup>1<[sup>H, <sup>7<[sup>Li, <sup>9<[sup>Be,
<sup>11<[sup>B, <sup>13<[sup>C, <sup>15¢[sup>N, <sup>17<[sup>0O, <sup>19<[sup>F, <sup>31<[sup>P,

Conformational analysis of 2,54€diaryla€4a€methyla€?, 4a€dihydroa€s H 4€4,2,4a€triazold€8a€ones: Multinucleay NMR an%

1174 DFT calculations. Journal of Heterocyclic Chemistry, 2021, 58, 1130-1140.

1,2-Dihydro-1,3,2-diazaborinine tautomer as an electron-pair donor in hydrogen-bonded complexes.
Canadian Journal of Chemistry, O, , .

1176  Pyridinium-N-(2-pyridyl)aminides and related compounds: a theoretical study. Arkivoc, 2011, 2011, 99-113. 0.3 0

High resolution NMR of free radicals: 13C magic angle spinning of two solid organic free radicals
derived from 4,5-dihydro-1H-imidazol-3-oxide-1-oxyl and theoretical calculation of their NMR
properties. Arkivoc, 2011, 2011, 114-127.

A theoretical study of the mechanism of oxidation of 1H-pyrazolines to 1H-pyrazoles by molecular

178 bromine. Arkivoc, 2014, 2014, 19-35. 0.3 0

Some Applications on the 13C NMR in the Field of Heteroaromatic Compounds. Heterocycles, 1978, 9,
1473.

The use of DOSY experiments to determine the solution structures of coinage metal pyrazolates: The
1180 case of {[3,58€{CF<sub>3</sub>)<sub>2<[sub>Pz]Ag}<sub>3</sub>. Magnetic Resonance in Chemistry, 11 0
2022, 60, 442-451.

A theoretical study of the valence tautomerism of 1H-pyrazolium-4-olates (X&€%0=4€%00) and related
compounds (Xa€%0=8€%0S, Se, NH): relative stabilities, protonation effects, and tautomerization barriers.

Structural Chemistry, O, , .

On predicting bonding patterns of small clusters of alkaline-earth (Be, Mg) and triel (B, Al) fluorides:

1182 4 halance between atomic size and electron-deficient character. Molecular Physics, O, , .

0.8 (0]

67



