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Energetically significant cooperative [€-stacked ternary assemblies in Ni(ll) phenanthroline compounds
involving discrete water clusters: Anticancer activities and theoretical studies. Journal of Molecular
Structure, 2021, 1229, 129486.

Energetically significant anti-parallel i€-stacking and unconventional anion-i€ interactions in
phenanthroline based Ni(ll) and Cu(ll) coordination compounds: Antiproliferative evaluation and 2.8 17
theoretical studies. lnorganlca Chimica Acta, 2021, 516, 120082.

A tetrameric uudd type water cluster encapsulated in a dinuclear vanadium(V) Schiff base complex and
its role in the formation of supramolecular assemblies: A joint experimental and theoretical study.
Inorganica Chimica Acta, 2021, 515, 120057.

Existence of stronger C HA-A-AT€(chelate ring) interaction compared to C HA-A-A€(arene) interactions in the
supramolecular assembly of dinuclear iron(lll) Schiff base complexes: A theoretical insight. Inorganica 2.8 11
Chimica Acta, 2021, 516, 120081.

Unprecedented [d<sup>9</[sup>]Cua<[d<sup>10</sup>]Au coinage bonding interactions in
{Cu(NH<sub>3</[sub>)<sub>4<[sub>[Au(CN)<sub>2<[sub>]}<sup>+</sup>[Au(CN)<sub>2<[sub>]<sup>a~<[sups.2
salt. Chemical Communications, 2021, 57, 7268-7271.

Anion-dependent structural variations and charge transport property analysis of 05
45€2-(3-pyridyl)-4,28€2:64€2,45€23€2-terpyridinium salts. CrystEngComm, 2021, 23, 3569-3581. :

Insight into non-covalent interactions in two triamine-based mononuclear iron(<scp>iii</scp>) Schiff
base complexes with special emphasis on the formation of Bra<I€ halogen bonding. CrystEngComm, 2021,
23,1578-1587.

san)

Ultrashort H<sup>T+</sup>acH<sup>1a~</sup>intermolecular distance in a supramolecular system in the 49 4

solid state. Chemical Communications, 2021, 57, 7112-7115. :

Supramolecular assemblies involving biologically relevant antiparallel i€-stackin § and

unconventional solvent driven structural topology in maleato and fumarato bridged

Zn(<scp>ii</scp>) coordmatlon polymers antiproliferative evaluation and theoretical studies. New
d Hel]]

Dual role of silver in a fluorogenic <i>N</i>-squaraine probe based on Ag(<scp>i</scp>)a€“l€
interactions. Dalton Transactions, 2021, 50, 9367-9371.

An experimental and theoretical exploration of supramolecular interactions and photoresponse
properties of two Ni(<scp>ii</scp>) complexes. New Journal of Chemistry, 2021, 45, 12108-12119.

Synthesis and characterization of a mononuclear zinc(<scp>ii</scp>) Schiff base complex: on the 45 23
importance of Ca€“HacI€ interactions. RSC Advances, 2021, 11, 30148-30155. ’

Theoretical study of spodium bonding in the active site of three Zn-proteins and several model

systems. Physical Chemistry Chemical Physics, 2021, 23, 16888-16896.

H-Bonds, [€-Stacking and (Water)O-H[I€ Interactions in (Au4-EDTA)Bis(Imidazole) Dicopper(ll) Dihydrate.

Crystals, 2021, 11, 48. 2.3 4
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2021 23,7462-7470.

979 {lstal engineering with pyrazolyl-thiazole derivatives: structure-directing role of [€-stacking and 05 24
ole interactions. CrystEngComm, 2021, 23, 3276-3287. ’

A theoretical insight on the aniona<anion interactions observed in the solid state structure of a
hetero-trinuclear complex. CrystEngComm, 2021, 23, 1429-1438.

On the importance of RH<sub>3</sub>C&<N tetrel bonding interactions in the solid state of a dinuclear

27% " Zinc complex with a tetradentate Schiff base ligand. CrystEngComm, 2021, 23, 3391-3397.

2.5 12

Differentiating intramolecular spodium bonds from coordination bonds in two polynuclear
zinc(< scp>ii<%scp>) Schiff base complexes. CrystEngComm, 2021, 23, 2703-2710.

A convenient access to fluorophosphonium triflate salts by electrophilic fluorination and anion

276 exchange. Inorganic Chemistry Frontiers, 2021, 8, 2854-2864.

6.3 8

Biological halogen bonds in proteind€“ligand complexes: a combined QTAIM and NCIPlot study in four

representative cases. Organic and Biomolecular Chemistry, 2021, 19, 6858-6864.

Glutamate carboxypeptidase Il as a model system for designing hosta€“guest units: a theoretical

278 approach. Organic and Biomolecular Chemistry, 2021, 19, 7816-7821.
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Spodium bonding in five coordinated Zn(<scp>ii</scp>): a new player in crystal engineering?.

CrystEngComm, 2021, 23, 3084-3093.
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and Zn(<scp>ii</scp>) phenanthroline compounds: antlprollferatlve evaluation and theoretical

Synthesis of Ni(<scp>ii</scp>)a€“Mn(<scp>ii</scp>) complexes using a new mononuclear
Ni(<scp>ii</scp>) complex of an unsymmetrical N<sub>2</sub>O<sub>3</sub> donor ligand:

structures, magnetic properties and catalytic oxidase activity. Dalton Transactions, 2021, 50,

282 lodonium complexes of the tertiary amines quinuclidine and 1-ethylpiperidine. Dalton Transactions, 3.9 20
2021, 50, 8297-8301. ’

NicRel(<scp>ii</scp>) complexes based on dithiolated€“polyamine binary ligand systems: crystal

structures, hirshfeld surface analysis, theoretical study, and catalytic activity study on
photocatalytic hydrogen generation. Dalton Transactions, 2021, 50, 5632-5643.

I€-Hole spodium bonding in tri-coordinated Hg(<scp>ii</scp>) complexes. Dalton Transactions, 2021, 50,
284 75457553, 8.2 19

A theoretical insight into the formation of chalcogen bonding (ChB) interactions involving
coordinated DMSO molecules as If-hole donors and benzoate groups as If-hole acceptors in a dinuclear
copper(<scp>ii</scp>) complex. CrystEngComm, 2021, 23, 5087-5096.

Nucleophilic iodonium interactions (Nlls) in 2-coordinate iodine(<scp>i</scp>) and

286 silver(<scp>i</scp>) complexes. Chemical Communications, 2021, 57, 5094-5097.

4.2 13

X-ray characterization, Hirshfeld surface analysis, DFT calculations,<i>in vitro</i>and<i>in

silico</i>lipoxygenase inhibition (LOX) studies of dichlorophenyl substituted 3-hydroxy-chromenones.
New Journal of Chemistry, 2021, 45, 19928-19940.

Insight into the formation of H-bonds propagating the monomeric zinc complexes of a tridentate

288 oduced Schiff base to form an infinite chain, CrystEngComm, 2021, 23, 1918-1928. 2:5 8

17



290

292

294

296

298

300

302

304

306

18

ANTONIO FRONTERA

ARTICLE IF CITATIONS

Bifurcated Halogen Bonding Involving Two Rhodium(l) Centers as an Integrated [f-Hole Acceptor. Jacs

Au, 2021, 1, 354-361.

Weak Interactions in Cocrystals of Isoniazid with Glycolic and Mandelic Acids. Crystals, 2021, 11, 328. 2.3 9

Catecholase-Like Activity and Theoretical Study in Solid State of a New Ru(lll)-Schiff Base Complex. Acta
Chimica Slovenica, 2021, 68, 212-221.

Utility of Three-Coordinate Silver Complexes Toward the Formation of lodonium lons. Inorganic 46 31
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Synthesis, characterization, DNA blndln% ability, in vitro cytotoxicity, electrochemical properties and
theoretical studies of copper(ll) carboxylate complexes. Inorganica Chimica Acta, 2021, 518, 120235.

A a€cenucleophilicd€siodine in a halogen-bonded iodonium complex manifests an unprecedented I+A-A-A-Ag+ 16.6 40
interaction. CheM, 2021, 7, 948-958. )

Cd(ll) coordination polymer of fumaric acid and pyridyl-hydrazide Schiff base: Structure,
photoconductivity and theoretical interpretation. Inorganica Chimica Acta, 2021, 518, 120253.

Azine Steric Hindrances Switch Halogen Bonding to <i>N</i>&€Arylation upon Interplay with ifa€Hole

Donating Haloarenenitriles. Chemistry - an Asian Journal, 2021, 16, 1445-1455. 3.1 1
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2021, 9,.

Using Room Temperature Phosphorescence of Gold(l) Complexes for PAHs Sensing. Molecules, 2021, 26, a4 9
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Dicopper(ll)-EDTA Chelate as a Bicephalic Receptor Model for a Synthetic Adenine Nucleoside.
Pharmaceuticals, 2021, 14, 426.

Anionic...4«..a«..Anion Coinage Bonds: The Case of Tetrachloridoaurate. Angewandte Chemie - International 15.0 57
Edition, 2021, 60, 14385-14389. ’

Spodium bonding and other non-covalent interactions assisted supramolecular aggregation in a new
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Anionéc...4...a...Anion Coinage Bonds: The Case of Tetrachloridoaurate. Angewandte Chemie, 2021, 133, 15 5
14506-14510. ’

An insight to the spin density distribution and non-covalent interactions in a carboxylate bridged
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521, 120298.
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coligands: Structural elucidation and theoretical study. Inorganica Chimica Acta, 2021, 521, 120351.
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Mode in the Assembly of Diketonate Copper(ll) Species. Crystal Growth and Design, 2021, 21, 4073-4082.

Favipiravir: insight into the crystal structure, Hirshfeld surface analysis and computational study. 20 34
Journal of the Iranian Chemical Society, 2021, 19, 85-94. :
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A new coordination polymer constructed from Pb(NO3)2 and a benzylideneisonicotinohydrazide

derivative: Coordination-induced generation of a [€-hole towards a tetrel-bonding stabilized
structure. Journal of Molecular Structure, 2021, 1234, 130139.

Diastereoselective Amplification of a Mechanically Chiral [2]Catenane. Journal of the American

Chemical Society, 2021, 143, 11957-11962. 157 39

Charge Assisted S/Se Chalcogen Bonds in SAM Riboswitches: A Combined PDB and ab Initio Study. ACS
Chemical Biology, 2021, 16, 1701-1708.

Diaryliodonium Tetrachloroplatinates(ll): Recognition of a Trifurcated Metal-Involving a5 37
114 <sub>3</sub>-1A-A-A-(Cl,C|,Pt) Halogen Bond. Crystal Growth and Design, 2021, 21, 5360-5372. )

Spodium Bonds in Biological Systems: Expanding the Role of Zn in Protein Structure and Function.
Journal of Chemical Information and Modeling, 2021, 61, 3945-3954.

Molecular Electrostatic Potential and Noncovalent Interactions in Derivatives of Group 8 Elements.

Angewandte Chemie - International Edition, 2021, 60, 20723-20727. 150 85

1-Ethyluracil, a New Scaffold for Preparing Multicomponent Forms: Synthesis, Characterization, and
Computational Studies. Crystal Growth and Design, 2021, 21, 4857-4870.

Molecular Electrostatic Potential and Noncovalent Interactions in Derivatives of Group 8 Elements. 15 13
Angewandte Chemie, 2021, 133, 20891-20895. :

Noble metals in polyoxometalates. Inorganica Chimica Acta, 2021, 523, 120410.

Bifunctional Fluorophosphonium Triflates as Intramolecular Frustrated Lewis Pairs: Reversible
CO«<sub>2<[sub> Sequestration and Binding of Carbonyls, Nitriles and Acetylenes. Chemistry - A 3.5 12
European Journal, 2021, 27, 13709-13714.

Importance of Aniona™[€ Interactions in RNA GAAA and GGAG Tetraloops: A Combined MD and QM Study.
Journal of Chemical Theory and Computation, 2021, 17, 6624-6633.

Solvent driven structural topologies involving unconventional O H(methanol)a<i€ contact and
anti-cooperative HBa<anion-€4<HB assemblies with unusual enclathration of dual guest (H20)4 cores in

Mn(ll) and Ni(ll) coordination compounds: Antiproliferative evaluation and theoretical studies. 2.4 2
0 0

Unconventional i€-hole and Semi-coordination regium bonding interactions directed supramolecular
assemblies in pyridinedicarboxylato bridged polymeric Cu(ll) Compounds: Antiproliferative evaluation
and theoretical studies. Inorganica Chimica Acta, 2021, 525, 120461.

Anionac...A«...4«..Anion Interactions Involving Tfa€Holes of Perrhenate, Pertechnetate and Permanganate Anions. 2.0 85
ChemPhysChem, 2021, 22, 2281-2285. :

Frustrated Lewis Pairs Based on Carbonac...a...a«...Carbon<sup>+</sup>Tetrel Bonds: A DFT Study.
ChemPhysChem, 2021, 22, 2478-2483.

An insight into the supramolecular interactions in two linear polyvanadates. Journal of Molecular a1 5
Structure, 2021, 1242, 130681. :

Uracil Derivatives for Halogen-Bonded Cocrystals. International Journal of Molecular Sciences, 2021,

22, 10663.

Benzoato bridged dinuclear Mn(ll) and Cu(ll) compounds involving guest chlorobenzoates and dimeric
paddle wheel supramolecular assemblies: Antiproliferative evaluation and theoretical studies. 2.4 11
Polyhedron, 2021, 208, 115409.
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Solvothermal self assembly of three lanthanide(lll)-succinates: Crystal structure, topological

analysis and DFT calculations on water channel. Journal of Molecular Structure, 2021, 1245, 131094.

Supramolecular, spectroscopic and computational analysis of weak interactions in some
thiosemicarbazones derived from 5-acetylbarbituric acid. Journal of Molecular Structure, 2021, 1245, 4.1 2
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Cu(ll) compoundsa€”Antiproliferative evaluation and theoretical studies. Journal of Molecular
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Metalloid Chalcogena€“pnictogen if-hole bonding competition in stibanyl telluranes. Journal of 01 ;
Organometallic Chemistry, 2021, 954-955, 122092. ’
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theoretical study. Physical Chemistry Chemical Physics, 2021, 23, 17656-17662.

Molecular 1,14€2-bifunctional mixed-valence P4€“P compounds, enabled through metal complexation. 3.9 5
Dalton Transactions, 2021, 50, 2131-2137. :
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metal complexes. Inorganic Chemistry Frontiers, 2021, 8, 2505-2517. 63 39

Phenoxido mediated antiferromagnetic and azide mediated ferromagnetic coupling in two dinuclear
ferromagnetic nickel(<scp>ii</scp>) complexes with isomeric Schiff bases: a theoretical insight on the
pathway of magnetic interaction. CrystEngComm, 2021, 23, 1942-1952.

Supramolecular network of a framework material supported by the aniona€“i€ linkage of Keggin-type
heteropolyoxotungstates: experimental and theoretical insights. Dalton Transactions, 2021, 50, 3.2 45
1895-1900.

A combined theoretical and CSD perspective on if-hole interactions with tetrels, pnictogens,
chalcogens, halogens, and noble gases. , 2021, , 119-155.

Change in molecular shapes of the trinuclear Cu<sup>ll</sup> <sub>2<[sub>Zn<sup>li<[sup> complexes
on Schiff base reduction: structural and theoretical investigations. CrystEngComm, 2021, 23, 2.5 10
4848-4856.

Synthesis and crystal structure of the simultaneous binding of Ni(<scp>ii</scp>) cation and chloride
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dicyanoaurate(<scp>i</scp>) salts: X-ray analysis and theoretical rationalization. Dalton 3.2 4
Transactions, 2021, 50, 16954-16960.

Hydrogen bond mediated intermolecular magnetic coupling in mononuclear high spin
iron(<scp>iii</scp>) Schiff base complexes: synthesis, structure and magnetic study with theoretical
insight. RSC Advances, 2021, 11, 3315-3323.
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theoretical insights. CrystEngComm, 2021, 23, 3144-3151. :
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Coordination<i>versus</i>spodium bonds in dinuclear Zn(<scp»ii</scp>) and Cd(<scp>ii</scp>)
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2021, 45, 22053-22061.

Macrocyclic complexes based on [Na<1a<N]<sup>+<[sup> halogen bonds. Chemical Communications, 2021, 4.0 23
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On the Importance of Ifa€“Hole Interactions in Crystal Structures. Crystals, 2021, 11, 1205.
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energy calculations and magnetic properties. Dalton Transactions, 2021, 50, 17029-17040. 3.2 3
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P-heterocyclic synthesis. Dalton Transactions, 2021, 50, 17892-17896.
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International Journal of Molecular Sciences, 2021, 22, 12550. 45 50
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Coordination complexes of zinc and manganese based on pyridine-2,5-dicarboxylic acid <i>N«</i>-oxide:

DFT studies and antiproliferative activities consideration. RSC Advances, 2021, 11, 37403-37412. 4.5 10

Osme bond: anisotropic distribution of electron density in action. Acta Crystallographica Section A:
Foundations and Advances, 2021, 77, C800-C800.
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Foundations and Advances, 2021, 77, C214-C214.

Novel Polymorphic Cocrystals of the Non-Steroidal Anti-Inflammatory Drug Niflumic Acid: Expanding
the Pharmaceutical Landscape. Pharmaceutics, 2021, 13, 2140.

Synthesis, structural and DFT interpretation of a Schiff base assisted Mn(lll) derivative. Journal of a1 5
Molecular Structure, 2020, 1199, 126985. :

Synthesis, reactivity, X-ray characterization and docRing studies of N7/N9-(2-pyrimidyl)-adenine
derivatives. Journal of Inorganic Biochemistry, 2020, 203, 110879.

Halogen interactions in dinuclear copper(ll) 2,4-dibromophenoxyacetate a€* crystal structure and

quantum chemical calculations. Journal of Molecular Structure, 2020, 1202, 127227. 41 5

lonpair-i€ interactions favor cell penetration of arginine/tryptophan-ich cell-penetrating peptides.
Biochimica Et Biophysica Acta - Biomembranes, 2020, 1862, 183098.

Energetically significant antiparallel i€-stacking contacts in Co(ll), Ni(ll) and Cu(ll) coordination
compounds of pyridine-2,6-dicarboxylates: Antiproliferative evaluation and theoretical studies. 2.8 31
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Througha€space a€cel+a€Effecta€sbetween the Bridging Oxygen Atoms in Diepoxybenzo[de]isothiochromene
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Supramolecular assembly of a 2D coordination polymer bearing pyridine-N-oxide-2,5-dicarboxylic acid
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On the Role of Water as a Catalyst in Prebiotic Chemistry. ChemPhysChem, 2020, 21, 313-320.

Combined experimental and computational studies on preferential CO<sub>2</sub> adsorption over a

364 inc-based porous framework solid. New Journal of Chemistry, 2020, 44, 1806-1816.

2.5 4
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2020, 203, 110920.
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The Effect of Guest Metal lons on the Reduction Potentials of Uranium(Vl) Complexes: Experimental
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Energetically significant unconventional O Ha< i€ contacts involving discrete guest (H20)8 clusters in a
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evaluation and theoretical studies. Polyhedron, 2020, 176, 114266.

379 Halogen and Chalcogen Bond Energies Evaluated Using Electron Density Properties. ChemPhysChem, 20 7
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if[i€-Hole noble gas bonding interactions: Insights from theory and experiment. Coordination Chemistry
Reviews, 2020, 404, 213112.
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Intramolecular Spodium Bonds in Zn(ll) Complexes: Insights from Theory and Experiment. International
Journal of Molecular Sciences, 2020, 21, 7091.
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Intermolecular interactions in antipyrine-like derivatives
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Supramolecular assemblies involving salt bridges: DFT and X-ray evidence of bipolarity.
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Recurrent [€(arene)a<€(chelate ring) motifs in four trinuclear
Cucsup>li<[sup><sub>2<[sub>M<sup>ll</sup> (M = Cd/Zn) complexes derived from an unsymmetrical

N<sub>2<[sub>O<sub>2<[sub> donor ligand: structural and theoretical investigations.

Unravelling the electronic nature of C&4€“Fa<0&€"“C non-covalent interaction in proteins and small
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2020, 26, 14059-14063.

Supramolecular archltectures of Mn(NCS)2 complexes with
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1,2-bis(pyridin-2-ylmethylene)hydrazine. New Journal of Chemistry, 2020, 44, 21100-21107. 25 28
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Antiproliferative evaluation and theoretical studies. Polyhedron, 2020, 191, 114809.
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