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Chloro(ligand)bis(glyoximato)cobalt(lll) Complexes: Evidence of an Electronic Effect on the
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Complexes: Theoretical Analysis of their Structures and Magnetic Coupling ". Inorg. Chem.,
29, 4500-4507 (1990).
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P. Alemany, S. Alvarez. "Magnetic Exchange Interactions in One-Dimensional Cu(Il)", Chem.
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diphenylglyoximato(-1)) and other Bq12 Models". Polyhedron, 11, 1637-1666 (1992).
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50 P. Alemany, S. Alvarez. "Bonding and Structure in Tetrahedral (0-XRp)2 Diamonds of d10
lons. Effect of the Substituents on the M--M Interaction" Inorg. Chem., 31, 4266-4275 (1992).
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Organometallics, 13, 2205 (1994).
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Real Acad. Ciencias Exactas, Fisicas y Naturales, 88, 353-360 (1994).




BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

Centre de Recursos per a
IAprenentatge i la Investigacié

1995

64 E. Ruiz, J. J. Novoa, S. Alvarez. "Ab initio Study of the Intermolecular Interactions in the
Hofmann Clathrates". J. Phys. Chem., 99, 2296-2306 (1995).
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75 G. Aullén, P. Alemany, S. Alvarez. "On the Existence of a Pyramidality Effect in d8--g8
Contacts. Theoretical Study and Structural Correlation". [norg. Chem., 35, 5061-5067 (1996).
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G. Aullén, S. Alvarez. "Axial Bonding Capabilities of ds-ML4 Complexes. Theoretical Study
and Structural Correlations". Inorg. Chem., 35, 3137-3144 (1996).
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* J. Cano, E. Ruiz, S. Alvarez, M. Verdaguer. "Spin Density Distribution in Transition Metal
Complexes: Some Thoughts". Comments Inorg. Chem., 20, 27-56 (1998).
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Exchange Coupling Constants for Homobinuclear and Heterobinuclear Transition Metal
Complexes".

J. Comput. Chem., 20, 1391-1400 (1999).

105 S. Alvarez, G. Aullén. "Ligand Orientation Effects on Metal-Metal Bonds", en Metal Clusters
in Chemistry, P. Braunstein, L. Oro and P. Raithby, eds. Wiley-VCH (1999); vol. 1, pp 308-
322.

106 S. Alvarez. "Bonding and Stereochemistry of Three-Coordinated Transition Metal
Compounds". Coord. Chem. Rev., 193-195, 13-41 (1999).




Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

107 S. Alvarez, A. A. Palacios, G. Aullon. "Ligand Orientation Effects on Metal-Metal, Metal-Ligand
and Ligand-Ligand Interactions". Coord. Chem. Rev., 185/186, 431-450 (1999).

108 S. Marchal, V. Moreno, G. Aullon, S. Alvarez, M. Quirés, M. Font-Bardia, X. Solans. "Synthesis
and Study of Trinuclear Pd(ll) and Pt(ll) Complexes with 2-mercaptonicotinic Acid. Crystal
and Molecular Structure of [Pds(mercaptonicotinic acid);Cls]". Polyhedron, 18, 3675-3682
(1999).

2000

109  E. Ruiz, P. Alemany, J. Llanos, S. Alvarez. "The Coloring Problem in Ba;Cu3VSg". J. Chem.
Soc., Dalton Trans., 1009-1011 (2000).

110 G. Aullén, A. Lledés, S. Alvarez. "Structural Correlations and Conformational Preference in
Edge-sharing Binuclear d8 Complexes with XR, Bridges". Inorg. Chem., 39, 906-916 (2000).

111 J. Cano, A. Rodriguez-Fortea, P. Alemany, S. Alvarez, E. Ruiz. "Asymmetry and Magnetism in
bis(Oximato)-bridged Heterobimetallic Compounds: A Computational Approach." Chem. Eur.
J., 6, 327-333 (2000).

112 E. Ruiz, J. Cano, S. Alvarez, P. Alemany, M. Verdaguer. "Theoretical Approach to the
Magnetostrutural Correlations in the Spin Peierls Compound CuGeOj". Phys. Rev. B, 61, 54-
57 (2000).

113 A. A. Palacios, G. Aullén, P. Alemany, S. Alvarez. "Through-ring Bonding in Edge-Sharing
Dimers of Octahedral Complexes." Inorg. Chem., 39, 3166-3175 (2000).

114 Al lbarz, E. Ruiz, S. Alvarez. "Theoretical Study of the Guest-Guest Interactions of
Cobaltocene Intercalated in Metal Sulphides". J. Chem. Soc., Dalton Trans., 1463-1467
(2000).

115 B. M. T. Lam, J. A. Halfen, V. G. Young, Jr., J. R. Hagadorn, P. L. Holland, A. Lledés, L.
Cucurull-Sanchez, J. J. Novoa, S. Alvarez, W. B. Tolman. "Ligand Macrocycle Structural
Effects on Copper-Dioxygen Reactivity". Inorg. Chem., 39, 4059-4072 (2000).

116 * F. Fabrizi de Biani, E. Ruiz, J. Cano, J. J. Novoa, S. Alvarez. "Magnetic Coupling in End-to-
End Azido-Bridged Copper and Nickel Binuclear Complexes. A Theoretical Study". Inorg.
Chem., 39, 3221-3229 (2000).

117 S. Alvarez, M. Llunell. "Continuous Symmetry Measures of Pentacoordinate Molecules: Berry
and non-Berry Distortions of the Trigonal Bipyramid". J. Chem. Soc., Dalfon Trans., 3288-
3303 (2000).

2001

118 * A. Rodriguez-Fortea, P. Alemany, S. Alvarez, E. Ruiz. "Exchange Coupling in Carboxylato-
bridged Binuclear Cu(ll) Compounds: a Density Functional Study". Chem. Eur. J., 7, 627-637
(2001).

119 G. Aullén, S. Alvarez. "Theoretical Study of Bonding, Structure and Vibrational Spectra of the
[Fe2(CO)8]2' Anion and its Derivatives", Organometallics, 20, 818 - 826 (2001).

120 R. S. Simons, K. J. Galat, J. D. Bradshaw, W. J. Youngs, C. Tessier, G. Aulléon, S. Alvarez.
"Reaction Chemistry, NMR Spectroscopy, and X-ray Crystallography of [Fe,([-SiMe;),(CO)g]



121

122

123

124

125

126

127

2002
128

129

130

131

132

133

Centre de Recursos per a
IAprenentatge i la Investigacié

UNIVERSITAT e [: HA |
BARCELONA

CRAI Biblioteca

Fisica i Quimica

and [Fe,(0-SiMeCl)5(CO)g]. Electronic Structure and Bonding in FeE5 Rings of [Fey(l-
ER5)2(CO)g] Binuclear Complexes (E = C, Si, Ge, Sn, Pb)". J. Organomet. Chem., 628, 241-
254 (2001).

S. Alvarez, M. Pinsky, D. Avnir. "A Continuous Chirality Analysis of Homoleptic
Hexacoordinated Complexes". Eur. J. Inorg. Chem., 1499-1503 (2001).

A. Rodriguez-Fortea, P. Alemany, S. Alvarez, E. Ruiz, A. Scuiller, C. Decroix, V. Marvaud, J.
Vaissermann, M. Verdaguer, |. Rosenman, M. Julve. "Exchange Coupling in Cyano-Bridged
Homodinuclear Cu(ll) and Ni(ll) Complexes: Synthesis, Structure, Magnetism and Density
Functional Theoretical Study". Inorg. Chem., 40, 5868-5877 (2001).

G. Aullén, S. Alvarez. "Molecular Structures of Edge-sharing Square-planar Dinuclear
Complexes with Unsaturated Bridges". Inorg. Chem., 40, 4937-4946 (2001).

S. Alvarez, M. Pinsky, M. Llunell, D. Avnir. "Continuous Chirality Analysis of Hexacoordinated
Tris-Chelated Metal Complexes". Cryst. Eng., 4, 179-200 (2001).

E. Ruiz, A. Rodriguez-Fortea, P. Alemany, S. Alvarez. "Density Functional Study of the
Exchange Coupling in Distorted Cubane Complexes Containing the Cu,O4 Core".
Polyhedron, 20, 1323-1327 (2001).

E. Ruiz, S. Alvarez, A. Rodriguez-Fortea, P. Alemany, Y. Pouillon, C. Massobrio. "Electronic
Structure and Magnetic Behavior in Polynuclear Transition Metal Compounds", en
Magnetism: Molecules to Materials, J. S. Miller, M. Drillon, eds. Wiley-VCH, New York
(2001), Vol. 2, chapter 7, 227-279.

G. Aullon, S. Alvarez. "The [M(CO)g] Complexes of the Cobalt Group". Eur. J. Inorg. Chem.,
3031-3038 (2001).

G. Aullén, E. Ruiz, S. Alvarez. "Theoretical Clues to the Mechanism of Dioxygen Formation at
the Oxygen-Evolving Complex of Photosystem II". Chem. Eur. J., 8, 2508-2515 (2002).

A. Carvajal, X.-Y. Liu, P. Alemany, J. J. Novoa, S. Alvarez. "Ligand Effects and Dimer
Formation in Bicoordinate Copper(l) Complexes". Int. J. Quantum Chem., 86, 100-105 (2002).

A. A. Palacios, P. Alemany, S. Alvarez. "Electronic Structure and Bonding in Dinuclear
Complexes with Local Trigonal Planar Geometries". J. Chem. Soc., Dalton Trans., 2235-2243
(2002).

* C. Desplanches, E. Ruiz, A. Rodriguez-Fortea, S. Alvarez. "Exchange Coupling of Transition
Metal lons Through Hydrogen Bonding: A Theoretical Investigation". J. Am. Chem. Soc., 124
5197-5205 (2002).

E. Ruiz, C. de Graaf, P. Alemany, S. Alvarez. "Further Theoretical Evidence for the
Exceptionally Strong Ferromangetic Coupling in Oxo-Bridged Cu(ll) Dinuclear Complexes". J.
Phys. Chem. A,, 106, 4938-4941 (2002).

* 8. Alvarez, D. Avnir, M. Llunell, M. Pinsky. "Continuous Symmetry Maps and Shape
Classification. The Case of Six-Coordinated Metal Compounds". New J. Chem., 26, 996-1009
(2002).



Centre de Recursos per a
IAprenentatge i la Investigacié

& UNIVERSITATo: [: HA |
i+ BARCELONA
CRAI Biblioteca
Fisica i Quimica

134 A. Rodriguez-Fortea, P. Alemany, E. Ruiz, S. Alvarez. "Exchange Coupling in Halo-Bridged
Dinuclear Cu(ll) Compounds: A Density Functional Study." Inorg. Chem., 41, 3769-3778
(2002).

135 G. Aullén, S. Alvarez. "Molecular Structure and Isomerization in Square-planar Edge-Sharing
Dinuclear Complexes with Alkynyl Bridges". Organometallics, 21, 2627-2634 (2002).

136 B. Gillon, C. Mathoniére, E. Ruiz, S. Alvarez, A. Cousson, O. Kahn. "Spin Densities in a
Ferromagnetic Bimetallic Chain Compound: Polarized Neutron Diffraction and DFT
Calculations". J. Am. Chem. Soc., 124, 14433-14441 (2002).

137 G. Aullén, A. Lledés, S. Alvarez. "Hexakis(silyl)palladium(VI) or Palladium(ll) with 02_silane
Ligands?" Angew. Chem., Int. Ed., 41, 1956-1959 (2002).

138 C. Desplanches, E. Ruiz, S. Alvarez. "Early-late Transition Metal Ferromagnetic Coupling
Mediated by Hydrogen Bonding". Chem. Commun., 2614-2615 (2002).

139 E. Tejada-Rosales, J. Rodriguez-Carvajal, N. Casafn-Pastor, P. Alemany, E. Ruiz, M. Salah EI-
Falah, S. Alvarez, P. Gbmez-Romero. "Low Temperature Synthesis, Crystal and Magnetic
Structure of the First Silver Copper Oxide". Inorg. Chem., 41, 6604-6613 (2002).

2003

140 A. Rodriguez-Fortea, E. Ruiz, P. Alemany, S. Alvarez. "Magneto-structural correlations in
trinuclear Cu(ll) complexes: A density functional study". Monatsh. Chem., 134, 307-316
(2003).

141 Z. Xu, L. K. Thompson, D. O. Miller, E. Ruiz, S. Alvarez. "A novel hexanuclear mixed oxidation
state Cu(ll)aCu(l)2 complex exhibiting ferromagnetic exchange". Inorg. Chem., 42, 1107-1111
(2003).

142 D. Casanova, P. Alemany, J. M. Bofill, S. Alvarez. "Shape and Symmetry of Heptacoordinated
Transition Metals: Structural Trends". Chem. Eur. J., 9, 1281-1295 (2003).

143 C. Desplanches, E. Ruiz, S. Alvarez. "Exchange Coupling in Metal Complexes of the Second
Transition Series: A Theoretical Exploration”. Eur. J. Inorg. Chem., 1756-1760 (2003).

144 S. Alvarez. "Poliedros y sus distorsiones en la descripcién de la estructura molecular y en el
disefo de edificios supramoleculares". An. Real Soc. Esp. Quim., 99, 29-44 (2003), articulo
invitado, niumero especial centenario RSEQ.

145 S. Alvarez, D. Avnir. "Continuous Chirality Measures of Tetracoordinate Bis-chelate Metal
Complexes". Dalton Trans., 562-569 (2003).

146 P. Alemany, S. Alvarez, D. Avnir. "Theoretical Evidence of Persistent Chirality in Dg
Homoleptic Hexacoordinated Complexes with Monodentate Ligands". Chem. Eur. J., 9, 1952-
1957 (2003).

147. * E. Ruiz, A. Rodriguez-Fortea, J. Cano, S. Alvarez, P. Alemany. "About the Calculation of
Exchange Coupling Constants in Polynuclear Transition Metal Complexes". J. Comput. Chem.,
24, 982-989 (2003).




Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

148. E. Ruiz, J. Cano, S. Alvarez, A. Caneschi, D. Gatteschi. "Theoretical Study of the Magnetic
Behavior of Hexanuclear Cu(ll) and Ni(ll) Polysiloxanolato Complexes". J. Am. Chem. Soc.,
125, 6791-6794 (2003)

149 S. Alvarez. "Relationships Between Temperature, Magnetic Moment and Continuous
Symmetry Measures in Spin Crossover Complexes". J. Am. Chem. Soc., 125, 6795-6802
(2003).

150. E. Ruiz, A. Rodriguez-Fortea, S. Alvarez. "Tailor -made Strong Exchange Magnetic Coupling
through Very Long Bridging Ligands: Theoretical Predictions." Inorg. Chem., 42, 4881-4884
(2003)

151 S. Alvarez, S. Schefzick, D. Avnir, K. Lipkowitz. "Quantitative Chirality Analysis of Molecular
Sub-units of Bis(oxazoline)copper(ll) Complexes in Relation to their Enantioselective Catalytic
Activity". Chem. Eur. J., 9, 5832-5837 (2003).

2004

152 A. Rodriguez-Fortea, P. Alemany, S. Alvarez, E. Ruiz. "A Theoretical Study of the Exchange
Coupling in Hydroxo- and Alkoxo-Bridged Dinuclear Oxovanadium(IV) Compounds”. Eur. J.
Inorg. Chem., 143-153 (2004).

153 J. Cirera, P. Alemany, S. Alvarez. "Mapping the Stereochemistry and Symmetry of
Tetracoordinate Transition Metal Complexes". Chem. Eur. J., 10, 190-207 (2004).

154 E. C. Brown, N. W. Aboelella, A. M. Reynolds, G. Aullon, S. Alvarez, W. B. Tolman. "A New
Class of (0-02:02-Disulfido)dicopper Complexes: Synthesis, Characterization, and Disulfide
Exchange." Inorg. Chem. 43, 3335-3337 (2004).

155 E. Ruiz, A. Rodriguez-Fortea, J. Cano, S. Alvarez. "Theoretical Study of Exchange Coupling in
an Fe g Complex." J. Phys. Chem. Solids, 65, 799-803 (2004).

156 G. Aullén, M. Hamidi, A. Lledés, S. Alvarez. "Chalcogen-chalcogen Bonds in Edge-sharing
Square-planar d® Complexes. Are They Possible?" Inorg. Chem., 43, 3702-3714 (2004).

157 *D. Casanova, J. Cirera, M. Llunell, P. Alemany, D. Avnir, S. Alvarez. "Minimal Distortion
Pathways in Polyhedral Rearrangements". J. Am. Chem. Soc., 126, 1755-1763 (2004). Doi:
10.1021/ja036479n.

158 M. A. Carvajal, S. Alvarez, J. J. Novoa. "The Nature of the Intermolecular Cu"-Cul
Interactions: a Combined Theoretical and Structural Database Analysis", Chem. Eur. J., 10,
2117-2132 (2004).

159  * M. A. Carvajal, S. Alvarez, J. J. Novoa. "Choice of Coordination Number in d10 Complexes
of Group 11 Metals". J. Am. Chem. Soc., 126, 1465-1477 (2004).

160 G. Aullén, S. Alvarez. "Formation of Sulfur-Sulfur Bonds in Copper Complexes". Eur. J. Inorg.
Chem., 4430-4489 (2004).

2005

161 * E. Ruiz, J. Cano, S. Alvarez. " Density Functional Study of Exchange Coupling Constants in
Single-Molecule Magnets: the Feg complex”; Chem. Eur. J., 11, 4767-4771 (2005).


https://doi.org/10.1021/ja036479n

162

163

164

165

166

167

168

169

170

171

172

173

174

175

BARCELONA CRAI

Centre de Recursos per a
IAprenentatge i la Investigacié

CRAI Biblioteca
Fisica i Quimica

S. Alvarez, G. Aullén, R. Fandos, J. L. Garcia Fierro, P. Océn, A. Otero, S. Rojas, P. Terreros.
"A Pyrimidine Thiolato Rh(I) Complex: Structure, Bonding and Interactions in One-Dimensional
Stacks". Dalton Trans., 938-944 (2005).

S. Alvarez, P. Alemany, D. Avnir. "Continuous Chirality Measures in Transition Metal
Chemistry". Chem. Soc. Rev., 34, 313-326 (2005).

A. Rodriguez-Fortea, E. Ruiz, S. Alvarez, P. Alemany. "Exchange Coupling in [-aqua-[-oxo vs.
di-0-hydroxo dinuclear Cu(ll) compounds: A Density Functional Study". Dalton Trans., 2624-
2629 (2005).

E. Ruiz, A. Rodriguez-Fortea, S. Alvarez, M. Verdaguer. "Is it possible to get Magnetic
Prussian Blues Analogues with Higher Magnetic Ordering Temperatures? A Theoretical
Prospect ". Chem. Eur. J., 11, 2135-2144 (2005).

* D. Casanova, M. Llunell, P. Alemany, S. Alvarez. "The Rich Stereochemistry of Eight-Vertex
Polyhedra in Chemistry. A Continuous Shape Measures Study". Chem. Eur. J., 11, 1479-
1494 (2005).

E. Ruiz, G. Rajaraman, S. Alvarez, B. Gillon, J. Stride, R. Clérac, J. Larionova, S. Decurtins.
"Symmetry and Topology Determine the MoV-CN-Mn'! Exchange Interactions in High Spin
Molecules". Angew. Chem., Int. Ed., 44, 2711-2715 (2005).

E. Ruiz, S. Alvarez. "Theoretical Study of the Magnetic Behavior of Ferric Wheels".
ChemPhysChem, 6, 1094-1099 (2005).

E. Ruiz, J. Cano, S. Alvarez. "An Fe11 complex showing Single-Molecule Magnet Behavior:
Theoretical Study using Density Functional Methods and Monte Carlo Simulations".
Polyhedron, 24, 2364-2367 (2005).

J. Cirera, E. Ruiz, S. Alvarez. "Continuous Shape Measures as a Stereochemical Tool in
Organometallic Chemistry". Organometallics, 24, 1556-1562 (2005). Doi:
10.1021/0m049150z.

S. Alvarez, P. Alemany, D. Casanova, J. Cirera, M. Llunell, D. Avnir. "Shape Maps and
Polyhedral Interconversion Paths in Transition Metal Chemistry". Coord. Chem. Rev., 249,
1693-1708 (2005).

G. Rajaraman, E. Ruiz, J. Cano, S. Alvarez. "Theoretical Determination of the Exchange
Coupling Constants of a Single-Molecule Magnet Fe 5 Complex". Chem. Phys. Lett., 415, 6-9
(2005).

* E. Ruiz, V. Polo, J. Cano, S. Alvarez. "About the Calculation of Exchange Coupling using
Density Functional Theory: The Role of the Self-Interaction Error". J. Chem. Phys. 123,
164110 — 7 pags. — (2005).

* E. Ruiz, J. Cirera, S. Alvarez. "Spin Density Distributions in Transition Metal Complexes".
Coord. Chem. Rev., 249, 2649-2660 (2005).

A. Figuerola, J. Ribas, M. Llunell, D. Casanova, M. Maestro, S. Alvarez, C. Diaz. "Magnetism of
Cyano-bridged Ln3*-M3* Complexes. Part I: Trinuclear Complexes (Ln3* = La, Ce, Pr, Nd,

Sm; M3+ = FeLS, Co) with bpy as Blocking Ligand ". Inorg. Chem., 44, 6939-6948 (2005).



Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

176 A. Figuerola, J. Ribas, D. Casanova, M. Maestro, S. Alvarez, C. Diaz. "Magnetism of Cyano-
bridged Ln3*-M3* Complexes. Part Il: One-dimensional Complexes (Ln3* = Eu, Tb, Dy, Ho, Er,
Tm; M3* = Fe or Co) with bpy as Blocking Ligand". Inorg. Chem., 44, 6949-6958 (2005).

177 S. Alvarez. "Polyhedra in (Inorganic) Chemistry". Dalton Trans., 2209-2233 (2005). Doi:
0.1039/b503582c.

178 E. C. Brown, J. T. York, W. E. Antholine, E. Ruiz, S. Alvarez, W. B. Tolman. "[Cu3(D-S)2]3+
Clusters Supported by N-Donor Ligands: Progress Towards a Synthetic Model of the Catalytic
Site of Nitrous Oxide Reductase". J. Am. Chem. Soc., 127, 13752-13753 (2005).

2006

179 D. M. Low, G. Rajaraman, M. Helliwell, G. Timko, J. van Slageren, R. Sessoli, S. T. Ochsenbein,
R. Bircher, C. Dobe, O. Waldmann, H.-U. Gldel, M. A. Adams, E. Ruiz, S. Alvarez, E. J. L.
Mclnnes. "A Family of Ferro- and Antiferro-Magnetically Coupled Decametallic Chromium(lil)
Wheels". Chem. Eur. J., 12, 1385-1396 (2006).

180 M. A. Carvajal, J. Novoa, S. Alvarez. "The Nature of the Au'-Aul Interactions Between Cationic
[AuL,]* Complexes in the Solid State", Theor. Chem. Acc., 116, 472-479 (2006), DOI:
10.1007/s00214-006-0083-7.

181 E. Ruiz, F. Nunzi, S. Alvarez. "Magnetic Communication through Functionalised Nanotubes".
Nano Lett., 6, 380-384 (2006).

182 S. Alvarez. "Nesting of Fullerenes and Frank-Kasper Polyhedra". Dalfon Trans., (perspective
paper) 2045-2051 (2006).

183 S. Alvarez, J. Cirera. "How High the Spin? Allowed and Forbidden Spin States in Transition
Metal Chemistry". Angew. Chem., Int. Ed., (Essay) 45, 3012-3020 (2006).

184 J. Cirera, E. Ruiz, S. Alvarez. "Shape and Spin State in Tetracoordinate Transition Metal
Complexes. The Case of the d® Configuration". Chem. Eur. J., 12, 3162-3167 (2006).

185 D. Casanova, P. Alemany, S. Alvarez. "Polyhedral Interconversion Triggered by Hydrogen
Transfer Between an Amine and the [Co(CO),]" Anion". Angew. Chem., Int. Ed., 45, 1457-
1460 (2006).

186 G. Aullén, S. M. Gorun, S. Alvarez. "Effects of Tris(pyrazolyl)borato Ligand Substituents on
Dioxygen Activation and Stabilization by Copper Compounds". [norg. Chem., 45, 3594-3601
(20086).

187 D. Venegas-Yazigi, E. Ruiz, S. Alvarez. "Theoretical Study of the Exchange Coupling
Constants of a Ni;, Single Molecule Magnet." Dalton Trans., 2643-2646 (2006).

188 T. Cauchy, E. Ruiz, S. Alvarez. "Exchange Coupling Interactions in a Fes Complex: A
Theoretical Study using Density Functional Theory". Physica B, 384, 116-119 (2006), DOI:
10.1016/j.physb.2006.05.167.

189 D. Venegas-Yazigi, J. Cano, E. Ruiz, S. Alvarez. "Theoretical Study of the Electronic
Properties and Exchange Coupling in a Ni, Cubane Single-Molecule Magnet". Physica B,
384, 123-125 (2006), DOI: doi:10.1016/j.physb.2006.05.169.


http://dx.doi.org/10.1016/j.physb.2006.05.169

190

191

192

193

194

194b

195

196

2007
197

198

199

200

BARCELONA CRAI

Centre de Recursos per a
IAprenentatge i la Investigacié

CRAI Biblioteca
Fisica i Quimica

E. Ruiz, S. Alvarez, J. Cano, V. Polo. Reply to “Comment on ‘About the calculation of
exchange coupling constants using density-functional theory: The role of the self-interaction
error’. J. Chem. Phys., 123, 107102 (2006).

W. J. Marshall, G. Aullén, S. Alvarez, K. D. Dobbs, V.V. Grushin. "To Bend or Not to Bend?
Both! The Planar and Bent Structures of [(Ph3P)4Rh2(D-F)2]". Eur. J. Inorg. Chem., 3340 -
3345 (2006).

* K. M. Ok, P. S. Halasyamani, D. Casanova, M. Llunell, P. Alemany, S. Alvarez. "Distortions in
Octahedrally Coordinated d° Transition Metal Oxides — A Continuous Symmetry Measures
Approach". Chem. Mater., 18, 3176 - 3183 (2006), DOI: 10.1021/cm052614e; portada de la
revista.

J. Tercero, E. Ruiz, S. Alvarez, A. Rodriguez-Ffortea, P. Alemany. "Density Functional Study of
Magnetostructural Correlations in Cubane Complexes containing the Cu,O, Core". J.
Materials Chem., 16, 2729-2735 (2006).

A. Otero-Calvi, G. Aullén, S. Alvarez, L. A. Montero-Cabrera, W.-D. Stohrer. " Bonding and
Solvation preferences of nickel complexes [Ni(S,PR,),]" (R= H, Me, OMe) according a natural
bond orbital analysis. J. Mol. Struct.: THEOCHEM, 767, 37-41 (2006),
doi:10.1016/j.theochem.2006.04.039).

A. Otero-Calvi, G. Aullon, S. Alvarez, L. A. Montero, W.-D. Stohrer. "Estudio de orbitales
naturales en complejos ditiofosforados de niquel del tipo [Ni(S2PR2)2] (R = H, CH3s, OCH3)".
Rev. Cubana Quim., 18, 239-240 (2006).

T. Cauchy, E. Ruiz, S. Alvarez. "Magnetostructural Correlations in Polynuclear Complexes:
The Fe, Butterflies". J. Am. Chem. Soc., 128, 15722-15727 (2006), DOI 10.1021/ja0641498.

S. Alvarez. "Shape and Symmetry Measures as Tools for the Solid State". Z. Anorg. Allgem.
Chem., 632, 2073 (2006). Abstract de la conferencia plenaria en la 132 reunion de la division
de quimica del estado sélido y materiales de la GDCh, Aachen, septiembre 2006.

F. Nunzi, E. Ruiz, J. Cano, S. Alvarez. "Strong Antiferromagnetic Coupling at Long Distance
through a Ligand to Metal Charge Transfer Mechanism". J. Phys. Chem. C, 111, 618-621
(2007), DOI 10.1021/jp0668753.

R. Fandos, C. Hernandez, A. Otero, C. Pastor, P. Terreros, G. Aullon, S. Alvarez. "Chelating
dialkoxide titanium complex: A versatile building block for the construction of heterometallic
derivatives". Chem. Eur. J., 13, 2831-2836 (2007): DOI: 10.1002/chem.200601480.

J. Vela, J. Cirera, J. M. Smith, R. J. Lachicotte, C. J. Flaschenriem, S. Alvarez, P. L. Holland.
"Iron-Molybdenum Cofactor of Nitrogenase and Synthetic Iron(ll) Model Complexes". Inorg.
Chem., 46, 60-71 (2007).

K. M. Ok, P. S. Halasyamani, D. Casanova, M. Llunell, P. Alemany, S. Alvarez. "Reply to
Comment by Dr. V. B. Nalbandyan on 'Distortions in Octahedrally Coordinated d Transition
Metal Oxides: A Continuous Symmetry Measures Approach™. Chem. Mater., 19, 1200-1200
(2007).



Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

201 F. Pointillart, C. Train, F. Villain, C. Cartier dit Moulin, P. Gredin, L.-M. Chamoreau, M. Gruselle,
G. Aullon, S. Alvarez, M. Verdaguer. "Six-fold Oxygen-Coordinated Triplet (S = 1)
Palladium(ll) Moieties Templated by Tris(bipyridine)ruthenium(ll) lons". J. Am. Chem. Soc.,
129, 1327-1334 (2007).

202 E. Ruiz, J. Cano, S. Alvarez, P. Gouzerh, M. Verdaguer. "Theoretical Study of the Exchange
Coupling Interactions in a Polyoxomatalate FegWyo Complex". Polyhedron, 26, 2161-2164
(2007).

203 G. Aullén, S. Alvarez. "On the Existence of Molecular Palladium(Vl) Compounds: Palladium
Hexafluoride". Inorg. Chem., 46, 2700-2703 (2007).

204 J. Cano, R. Costa, S. Alvarez, E. Ruiz. "Theoretical Study of the Magnetic Properties of an
Mn,, Single-Molecule Magnet with a Loop Structure: The Role of the Next-nearest Neighbor
Interactions". J. Chem. Theor. Comput., 3, 782-788 (2007).

205 M. E. Garcia, D. Garcia-Vivo, M. A. Ruiz, S. Alvarez, G. Aullén. "Chemistry of Unsaturated
Group 6 Metal Complexes with Bridging Hydroxy and Methoxycarbyne Ligands. Part 1.
Synthesis, Structure and Bonding of 30-Electron Complexes." Organometallics, 26, 4930-
4941 (2007).

206 M. E. Garcia, D. Garcia-Vivo, M. A. Ruiz, S. Alvarez, G. Aullén. "Chemistry of Unsaturated
Group 6 Metal Complexes with Bridging Hydroxy and Methoxycarbyne Ligands. Part 2.
Synthesis, Structure and Bonding of 32 and 34-Electron Complexes." Organometallics, 26,
5912-5921 (2007), DOI 10.1021/om700735g.

2008

207 M. Pinsky, D. Casanova, P. Alemany, S. Alvarez, D. Avnir, C. Dryzun, Z. Kizner, A. Sterkin.
"Symmetry Operation Measures". J. Comput. Chem., 29, 190-197 (2008).

208 E. Ruiz, J. Cirera, J. Cano, S. Alvarez, J. Kortus. "Can Large Magnetic Anisotropy and High
Spin Really Coexist?" _Chem. Commun., 52-54 (2008); highlighted in Chemical Science.

209 J. Cirera, E. Ruiz, S. Alvarez. "Stereochemistry and Spin State in Four-Coordinate Transition
Metal Complexes". Inorg. Chem., 47, 2871-2889 (2008). doi: 10.1021/ic702276k.

210 A. Ruiz-Martinez, D. Casanova, S. Alvarez. "Polyhedral Structures with an Odd Number of
Vertices: Nine-Coordinate Metal Compounds". Chem. Eur. J., 14, 1291-1303 (2008).

211 E. Ruiz, T. Cauchy, J. Cano, R. Costa, J. Tercero, S. Alvarez. "Magnetic Structure of the Large
Spin Mn4 and Mn 4 Complexes: a Theoretical Complement to an Experimental Milestone".
J. Am. Chem. Soc., 130, 7420-7426 (2008). DOI: 10.1021/ja800092s.

212 D. Maganas, P. Kyritsis, G. Aullén, S. Alvarez. "Ligands that Enforce Unnatural
Stereospinomers". Dalfon Trans., 2235-2237 (2008). DOI: 10.1039/b802462f.

213 A. Ruiz-Martinez, D. Casanova, S. Alvarez. "Polyhedral Structures with an Odd Number of
Vertices: Nine. 2. Clusters and Supramolecular Architectures". Dalton Trans., 2583-2591
(2008). DOI: 10.1039/b718821h.

214  W. Cafnon-Mancisidor, D. Rojas, E. Spodine, J. Manzur, S. Alvarez, D. Venegas-Yazigi.
"Electrochemical Behaviour of Copper Complexes with Substituted Polypyridinic Ligands. An



Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

Experimental and Theoretical Study". Inorg. Chem., 47, 3687-3692 (2008); doi:
10.1021/ic702104u.

215 T. Cauchy, E. Ruiz, S. Alvarez. "Exchange Interactions in a Feg Complex: A Theoretical Study
using Density Functional Theory". Inorg. Chim. Acta, 361, 3832-3835 (2008);
doi:10.1016/j.ica.2008.02.011.

216 J. Echeverria, D. Casanova, M. Llunell, P. Alemany, S. Alvarez. "Molecules and Crystals with
Both Icosahedral and Cubic Symmetry". Chem. Commun., Feature Article, 2717-2725 (2008).
DOI: 10.1039/b719615f.

217 * B. Cordero, V. Gomez, A. E. Platero-Prats, M. Revés, J. Echeverria, E. Cremades, F.
Barragan, S. Alvarez. "Covalent Radii Revisited". Dalton Trans., 2832-2838 (2008); doi:
10.1039/b801115j. Destacado en la revista Chemical Science; destacado por Dalton como
"Hot Article" en mayo de 2008 y como Top 10 en mayo y junio de 2008; destacado en Chem.
Eng. News, 28 de abril de 2008. One of the Top 50 articles in 50 years of Dalton Transactions
(4th most cited paper).

218 J. Echeverria, S. Alvarez. "Application of Symmetry Operation Measures in Transition Metal
Structural Chemistry". Inorg. Chem., 47, 10965-10970 (2008).

2009

219 R. Carrasco, G. Aullon, S. Alvarez. "X-X Through-Cage Bonding in Cu, Ni and Cr Complexes
with M3X2 Cores (X =S, As) ". Chem. Eur. J., 15, 536-546 (2009), doi:
10.1002/chem.200800914.

220 J. Cirera, E. Ruiz, S. Alvarez, F. Neese, J. Kortus. "How to Build Molecules with Large
Magnetic Anisotropy". Chem. Eur. J., 15, 4078-4087 (2009). DOI 10.1002/chem.200801608.

221 A. Ruiz-Martinez, S. Alvarez. “Stereochemistry of Compounds with Coordination Number
Ten”. Chem. Eur. J., 15, 7470-7480 (2009).

222 S. Alvarez, R. Hoffmann, C. Mealli. "A Bonding Quandary, or... A demonstration of the fact that
scientists are not born with logic". Chem. Eur. J., 15, 8358-8373 (2009). DOI:
10.1002/chem.200900239 (most accessed article of this journal in August 2009).

223 R. Fandos, A. Otero, A. Rodriguez, P. Terreros, G. Aullon, S. Alvarez. "A New Titanium
Alkoxide-Thiolate Complex as a Versatile Heterofunctional Metalloligand". Eur. J. Inorg.
Chem., 1079-1085 (2009). DOI 10.1002/ejic.200801215.

224 M. F. Lappert, S. Alvarez, G. Aullon, R. Fandos, A. Otero, A. Rodriguez, S. Rojas, P. Terreros.
"Reactivity of the Super-Electron Rich Olefin Derived from Cyclam". Eur. J. Inorg. Chem.,
1851-1860 (2009), DOI 10.1002/ejic.200801113.

225 D. Aguila, E. Escribano, S. Speed, D. Talancén, L. Yerman, S. Alvarez. "Calibrating the
Coordination Chemistry Tool Chest: Metrics of Bi- and Tridentate Ligands". Dalton Trans.,
6610-6625 (2009).

226 G. Aullén, S. Alvarez. "Oxidation States, Atomic Charges and Orbital Populations in Transition
Metal Complexes". Theor. Chem. Acc., 123, 67-73 (2009); DOI 10.1007/s00214-009-0537-9.




227

228

2010
229

230

231

232

233

234

235

236

2011

237

238

239

2012

il BARCELONA CRAI

Centre de Recursos per a
IAprenentatge i la Investigacié

CRAI Biblioteca
Fisica i Quimica

J. Echeverria, E. Cremades, A. J. Amoroso, S. Alvarez. "Jahn-Teller Distortions of Six-
coordinate Copper(ll) Compounds: Cis or Trans?". Chem. Commun., 4242-4244 (2009).
DOI:10.1039.B903867A.

G. Aullén, S. Alvarez, R. Cao, M. Ortiz, A. M. Diaz-Garcia. "Substitution of Chloride by Nitrosyl
Ligand in a Ruthenium(lll) Compound. A Theoretical Study." Inorg. Chim. Acta., 362, 4651-
4658 (2009).

D. Casanova, P. Alemany, S. Alvarez. "Symmetry Measures of the Electron Density". J.
Comput. Chem., 31, 2389-2404 (2010).

A. Ruiz-Martinez, D. Casanova, S. Alvarez. "Ligand Association/Dissociation Paths and llI
Defined Coordination Numbers". Chem. Eur. J., 16, 6567-6581 (2010). DOI:
10.1002/chem.200902996.

E. Cremades, J. Echeverria, S. Alvarez. "The Trigonal Prism in Coordination Chemistry".
Chem. Eur. J., 16, 10380-10396 (2010). DOI: 10.1002/chem.200903032.

J. C. Knight, S. Alvarez, A. J. Amoroso, P. G. Edwards, N. Singh. "A Novel Bipyridine-based
Hexadentate Tripodal Framework with a Strong Preference for Trigonal Prismatic Co-
ordination Geometries". Dalton Trans., 3870-3883 (2010). DOI: 10.1039/b924651g.

S. Alvarez, E. Ruiz. "Antiferromagnetism or Delocalized Spin in a Cu3S, Core? Chem. Eur. J.,
16, 2726-2728 (2010). DOI:10.1002chem.200903153.

D. Venegas-Yazigi, D. Aravena, E. Spodine, E. Ruiz, S. Alvarez. "Structural and Electronic
Effects on the Exchange Interactions in Dinuclear Bis(phenoxo)-Bridged Copper(ll)
Complexes". Coord. Chem. Rev., 254, 2086-2095 (2010), doi: 10.1016/j.ccr.2010.04.003.

S. Alvarez, J. Echeverria. "New Perspectives on Polyhedral Molecules and their Crystal
Structures". J. Phys. Org. Chem., 23, 1080-1087 (2010); doi 10.1002/poc.1735.

S. Alvarez. "How Icosahedral are Icosahedral Clusters? Inorg. Chim. Acta, Achim Mduller
Festschrift issue, 363, 4392-4398 (2010). Doi: 10.1016/j.ica.2010.06.057.

J. Echeverria, A. Carreras, D. Casanova, P. Alemany, S. Alvarez. "Concurrent Symmetries.
The Interplay Between Local and Global Molecular Symmetries". Chem. Eur. J., 17, 359-367
(2011).

J. Echeverria, G. Aullon, D. Danovich, S. Shaik, S. Alvarez. "Dihydrogen Contacts in Alkanes
and Polyhedranes are Subtle but not Faint". Nature Chem., 3, 323-330 (2011), doi
10.1038/nchem.1004.

R. Diaz-Torres, S. Alvarez. "Coordinating Ability of Anions and Solvents Towards Transition
Metals and Lanthanides". Dalton Trans., 40, 10742-10750 (2011) DOI:10.1039/C1DT11000D.


https://doi.org/10.1016/j.ica.2010.06.057

240

241

242

243

2013
244

245

246

247

248

249

250

251

2014

Centre de Recursos per a
IAprenentatge i la Investigacié

UNIVERSITAT e [: HA |
BARCELONA

CRAI Biblioteca

Fisica i Quimica

S. Alvarez, E. Ruiz. "Self-Assembly of Coordination Compounds: Design Principles"”, en
Supramolecular Chemistry, From Molecules to Nanomaterials, J. W. Steed, P. A. Gale, eds.,
John Wiley & Sons, Chichester, UK, Vol. 5, 1993-2044 (2012). ISBN 978-0-470-74640-0.

E. Cremades, S. Gémez-Coca, S. Alvarez, E. Ruiz. "Theoretical Study of Exchange Coupling
in 3d-Gd Complexes: Large Magnetocaloric Effect Systems". J. Am. Chem. Soc., 134, 10532-
10542 (2012).

M.-R. Azani, O. Castillo, M. L. Gallego, T. Parella, G. Aullén, O. Crespo, A. Laguna, S Alvarez,
R. Mas-Ballesté, F. Zamora. "The structural Diversity Triggered by Intermolecular Interactions
between Au'S2 groups: Aurophilia and Beyond". Chem. Eur. J., 18, 9965-9976 (2012).

P. Alemany, D. Casanova, S. Alvarez. "Continuous Symmetry Measures of Irreducible
Representations: Application to Molecular Orbitals". Phys. Chem. Chem. Phys., 14, 11816-
11823 (2012).

J. Cirera, S. Alvarez. "Stereo-spin Isomerism in Pentacoordinate Iron Porphyrin Complexes:
The Case of [Fe(porphyrinato)(CN)]- Systems". Dalton Trans., 42, 7002-7008 (2013); doi:
10.1039/c3dt50168;.

D. Danovich, S. Shaik, F. Neese, J. Echeverria, G. Aullén, S. Alvarez. "Understanding the
Nature of the CH--HC Interaction in Alkanes". J. Chem. Theor. Comput., 9, 1977-1991 (2013).

D. Casanova, P. Alemany, A. Falceto, A. Carreras, S. Alvarez. "Pseudosymmetry Analysis of
Molecular Orbitals". J. Comput. Chem., 34, 1321-1331 (2013), doi: 10.1002/jcc.23257.

S. Alvarez. "A Cartography of the Van der Waals Territory". Dalfon Trans., 42, 8617-8636
(2013), DOI:10.1039/C3DT50599E. Open Access.

A. Falceto, D. Casanova, P. Alemany, S. Alvarez. "Pseudosymmetry Analysis of the d-block
Molecular Orbitals in Four-coordinate Complexes". [norg. Chem., 52, 6510-6519 (2013), doi:
10.1021/ic4004774; correcciones, doi: 10.1021/ic501364h.

M. Carrasco, N. Curado, C. Maya, R. Peloso, A. Rodriguez, E. Ruiz, S. Alvarez, E. Carmona.
"Interconversion of Quadruply- and Quintuply-Bonded Dimolybdenum Complexes by
Reductive Elimination and Oxidative Addition Reactions of Dihydrogen". Angew. Chem. Int.
Ed., 52, 3227-3231 (2013). DOI: 10.1002/anie.201209064.

S. Alvarez. "Volume Editor's Introduction”. S. Alvarez, J. Reedijk, K, Poeppelmeier, eds.,
Comprehensive Inorganic Chemistry I, Elsevier: Amsterdam, vol. 9, xxxvii-xli (2013).

S. Alvarez, volume editor, "Theory and Methods", J. Reedijk, K, Poeppelmeier, eds.,
Comprehensive Inorganic Chemistry Il, vol. 9, Elsevier: Amsterdam, 2013. ISBN
9780080977744. http://www.sciencedirect.com/science/referenceworks/9780080965291


http://dx.doi.org/10.1021/ic4004774

Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

252 S. Alvarez, B. Menjén. "Fluorocarbons Modulate the Coordination Sphere of f-Element
Complexes", highlight, Angew. Chem. Int. Ed., 53, 2810-2811 (2014). Doi
10.1002/anie.201310916.

253 S. Alvarez. "Orbital Interactions in Chemistry" (book review), Angew. Chem. Int. Ed., 53,
4520-4521 (2014). Doi 10.1002/anie.201311146.

254 A. Falceto, D. Casanova, S. Alvarez. "Distortions of [-coordinated Arenes with Anionic
Character". Chem. Eur. J., 20, 14674-14689 (2014) doi 10.1002/chem.201403889.

255 M. Carrasco, N. Curado, E. Alvarez, C. Maya, R. Peloso, M. L. Poveda, A. Rodriguez, E. Ruiz,
S. Alvarez, E. Carmona. "Experimental and Theoretical Studies on Arene-Bridged Metal-Metall
Bonded Dimolybdenum Complexes." Chem. Eur. J., 20, 6092-6102 (2014). Doi
10.1002/chem.201400236.

256 A. Falceto, E. Carmona, S. Alvarez. "Electronic and Structural Effects of Low Hapticity
Coordination of Arene Rings to Transition Metals". Organometallics, 33, 6660-6668 (2014).
Doi: 10.1021/om5009583.

257 S. Alvarez, B. Menjén, A. Falceto, D. Casanova, P. Alemany. "Stereochemistry of Complexes
with Double and Triple Metal-Ligand Bonds: A Continuous Shape Measures Analysis". Inorg.
Chem., 53, 12151-12163 (2014), doi: 10.1021/ic5021077.

258 J. Vogt, S. Alvarez. "Van der Waals Radii of the Noble Gases". Inorg. Chem., 53, 9260-9266
(2014). Doi 10.1021/ic501364h; corrections: Doi 10.1021/ic502140y.

2015

259 L. J. Kershaw Cook, R. Mohammed, G. Sherborne, T. D. Roberts, S. Alvarez, M. Halcrow.
"Spin-state Behaviour of Iron(ll)Dipyrazolylpyridine Complexes. New Insights from
Crystallographic and Solution Measurements". Coord. Chem. Rev., 289-290, 2-12 (2015), doi:
10.1016/j.ccr.2014.08.006.

260 M. Carrasco, I. Mendoza, E. Alvarez, C. Maya, R. Peloso, A. Rodriguez, A. Falceto, S. Alvarez,
E. Carmona. "Experimental and Computational Studies of the Molybdenum-Flanking Arene
Interaction in Quadruply Bonded Dimolybdenum Complexes with Terphenyl Ligands". Chem.
Eur. J., 21, 410-421 (2015), doi: 10.1002/chem.201404057.

261 S. Shaik, S. Alvarez. Reply to "Entropic factors also contribute to the high melting points of
polyhedral alkanes". Nature Chem., 7, 87-90 (2015).

262 S. Canton, X. Zhang, L. Lawson Daku, Y. Liu, J. Zhang, S. Alvarez. "Mapping the Ultrafast
Changes of Continuous Shape Measures in Photoexcited Spin Crossover Complexes without
Long-Range Order". J. Phys. Chem. C, 119, 3322-3330 (2015). Doi: 10.1021/jp5117189.

263 A Falceto, K. H. Theopold, S. Alvarez. "Cr-Cr Quintuple Bonding: Ligand Topology and
Interplay Between Metal-Metal and Metal-Ligand Bonding". /norg. Chem., 54, 10966-10977
(2015). Doi: 10.1021/acs.inorgchem.5b02059. Open Access.

264 J. Fernandez-Valparis, S. Alvarez. "Design of a Structural Database for Homoleptic Transition
Metal Complexes". Struct. Chem., 26, 1715-1723 (2015). Doi: 10.1007/s11224-015-0651-3.



Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

265 C. Fliedel, V. Rosa, A. Falceto, P. Rosa, S. Alvarez, P. Braunstein. "Substituent Effects in N-
(thioether)-Functionalized Bis(Diphenylphosphino)amine-type Ligands on the Coordination
Sphere of Iron(ll) Complexes: Structures, Magnetism and Bonding". Inorg. Chem., 54, 6547-
6559 (2015). Doi: DOI: 10.1021/acs.inorgchem.5b00834.

266 I. Sédnchez-Lombardo, S. Alvarez, C. C. McLauchlan, D. C. Crans. "Evaluating Transition State
Structures of vanadium-phosphatase protein complexes using shape analysis". J. Inorg.
Biochem., 147, 153-164 (2015). doi:10.1016/j.jinorgbio.2015.04.005

267 S. Alvarez. "Distortion Pathways of Transition Metal Coordination Polyhedra Induced by
Chelating Topology". Chem. Rev., 115, 13447-13483 (2015). Doi:
10.1021/acs.chemrev.5b00537. Open Access.

2016

268 A. Falceto, S. Alvarez. "Comparison of the Cr-Cr quadruple and quintuple bonding
mechanisms". En The Chemical Bond I, 100 Years Old and Getting Stronger (Struct. Bond.,
170, 249-264 (2016). Doi: 10.1007/430_2015_191.

269 I. Sanchez-Lombardo, B. Baruah, S. Alvarez, K R. Werst, N. A. Segaline, N. E. Levinger, D. C.
Crans. "Size and shape trump charge in interactions of oxovanadates with self-assembled
interfaces: application of continuous shape measure analysis to the decavanadate anion". New
J. Chem., 40, 962-975 (2016). Doi: 10.1039/c5nj01788b.

270 R. Hoffmann, S. Alvarez, C. Mealli, A. Falceto, T. J. Cahill, T. Zeng, G. Manca. "From Widely
Accepted Concepts in Coordination Chemistry to Inverted Ligand Fields". Chem. Rev., 116,
8173-8192 (2016). Doi: 10.1021/acs.chemrev.6b00251.

2017

271 P. Alemany, D. Casanova, S. Alvarez, C. Dryzun, D. Avnir. "Continuous Symmetry Measures:
A New Tool in Quantum Chemistry". Rev. Comput. Chem., 30, 289-352 (2017).

272 N. Curado, M. Carrasco, J. Campos, C. Maya, R. Peloso, A. Rodriguez, E. Ruiz, S. Alvarez, E.
Carmona. "An Unsaturated Four-Coordinate Dimethyl Dimolybdenum Complex with a
Molybdenum-Molybdenum Quadruple Bond". Chem. Eur. J., 23, 194-205 (2017). Doi:
10.1002/chem.201604618.

273 J. Echeverria, G. Aullon, S. Alvarez. "Dihydrogen Interactions in Group 13 Compounds: H---H
or E--H (E = B, Al, Ga) Interactions?". Dalton Trans., 46, 2844-2854 (2017). Doi:
10.1039/c6dt02854c. Open access.

275 S. Alvarez. "The Gyrobifastigium, not an uncommon Shape in Chemistry". Coord. Chem. Rev.,
350, 3-13 (2017), Pierre Braunstein Festchrift. Doi: 10.1016/j.ccr.2017.03.012.

276 J. Echeverria, G. Aullon, S. Alvarez. "Intermolecular Interactions in Group 14 Hydrides:
Beyond CH--HC Contacts." Int. J. Quantum Chem., 117, €25432, 15 paginas (2017). Doi:
10.1002/qua.25432.

277 J. Echeverria, J. Cirera, S. Alvarez. "Mercurophilic interactions: A Theoretical Study of the
Importance of the Ligands". Phys. Chem. Chem. Phys., 19, 11645-11654 (2017) Doi:
10.1039/c7¢cp00542c.




278

2018
274

279

280

2019
281

282

2020
283

284

285

2021
286

287

288

il BARCELONA CRAI

Centre de Recursos per a
IAprenentatge i la Investigacié

CRAI Biblioteca
Fisica i Quimica

J. Echeverria, A. Falceto, S. Alvarez. "Zn-Zn double bonds, a theoretical study". Angew.
Chem. Int. Ed., 56, 10151-10155 (2017). Articulo invitado, Roald Hoffmann Festschrift issue
Doi: 10.1002/anie.201702171R2.

S. Alvarez. "Zero- and Mono-Coordinated Transition Metals in Crystal Structures: A Box Full of
Surprises". Inorg. Chim. Acta, Carlo Mealli Festchrift, 470, 74-81 (2018). Doi:
10.1016/j.ica.2017.03.036.

N. Parvin, J. Echeverria, S. Pal, S. Alvarez, S. Khan. "Taming Monomeric [Cu([5-Ce¢He)]*
Complex with Silylene". Chem. Sci., 9, 4333-4337 (2018). Calificado por la revista como Edge
Article. Doi: 10.1039/C8SC00459E.

S. Alvarez. "Shapes of Undecanuclear Clusters and Undecacoordinated Complexes". J.
Coord. Chem., 71, 590-600 (2018). Doi: 10.1080/00958972.2018.1442003.

S. Alvarez. "Marvellous Molecular Shapes". Compt. Rend. Chim., 22, 437-444 (2019); doi:
10.1016/j.crci.2019.03.005.

J. D. Velasquez, J. Echeverria, S. Alvarez. "Effect of the substituents on the nature and
strength of lone pair-carbonyl interactions in acyl halides". Cryst. Growth. Des., 19, 6511-6518
(2019). doi: 10.1021/acs.cgd.9b00972.

S. Alvarez. "Coordinating Ability of Anions, Solvents and Gases Towards lons of Alkaline and
alkaline-Earth Metals, Transition Metals, and Lanthanides." Chem. Eur. J., 26, 4350-4377,
2020. doi: 10.1002/chem.201905453.

S. Alvarez. “The Transition from 5f to 4d Elements from a Structural Point of View”.
CrystEngComm., 22, 7229-7232 (2020). DOI: 10.1039/d0ce00029a. Destacado por la revista
como HOT article.

J Echeverria, J. D. Velasquez, S. Alvarez, "Understanding the interplay of dispersion, charge-
transfer and electrostatics in non-covalent interations: The case of bromine carbonyl short
contacts", Cryst. Growth Des., 20, 7180-7187 (2020). Doi: 10.1021/acs.cgd.0c00791.

J. D. Velasquez, J. Echeverria, S. Alvarez. "Delocalized Bonding in Li2X> Frameoworks.
Probing the Limits of the Covalent and lonic Bonding Models." Inorg. Chem., 60, 345-356
(2021). Doi 10.1021/acs.inorgchem.0c02972.

S. Alvarez. “Continuous Shape Measures Study of the Coordination Spheres of Actinide
Complexes. Part 1: Low Coordination Numbers”. Eur. J. Inorg. Chem. 3632-3647 (2021) .Doi:
10.1002/ejic.202100500. Open Access.

M. Pérez-Jiménez, N. Curado, C. Maya, J. Campos, E. Ruiz, S. Alvarez, E Carmona.
"Experimental and Computational Studies on Quadruply Bonded Dimolybdenum Complexes
with Terminal and Bridging Hydride Ligands." Chem. Eur. J., 27, 6569-6578 (2021). Doi:
10.1002/chem.202004948.


https://doi.org/10.1016/j.crci.2019.03.005

289

290

291

2022
292

293

294

295

2023

296

297

298

2024
299

il BARCELONA CRAI

Centre de Recursos per a
IAprenentatge i la Investigacié

CRAI Biblioteca
Fisica i Quimica

M. Pérez-Jiménez, N. Curado, C. Maya, J. Campos, J. Jover, S. Alvarez, E. Carmona.
"Coordination of LiH Molecules to Mo=Mo Bonds. Experimental and Computational Studies
on MozLiH2, MozLizH4 and MosLisH+s Clusters." J. Am. Chem. Soc., 143, 5222-5230 (2021).
Doi: 10.1021/jacs.1c01602.

S. Alvarez. “Formas y conformaciones de anillos y clusteres inorganicos de cuatro atomos. Un
estudio estructural mediante medidas continuas de forma”. An. Quim., 117 (3), 219-225
(2021).

S. Alvarez. “From polygons to polyhedra through intermediate structures. A shape measures
study of six-atom inorganic rings and clusters.”. Dalton Trans., 50, 17101-17119 (2021), DOI:
10.1039/d1dt03039f.

M. Pérez-Jiménez, J. Campos, J. Jover, S. Alvarez, E. Carmona. “Supported o-Complexes of
Li—C Bonds from Coordination of Monomeric Molecules of LiCHs, LICH2CH3 and LiCsHs to
Mo=Mo Bonds.” Angew. Chem. Int. Ed., 61, €202116009, 10 pages (2022). Doi:
10.1002/anie.20211609.

D. M. Gil, J. Echeverria, S. Alvarez. “The Tetramethylammonium Cation: Directionality and
Covalency in its Interactions with Halide lons.” Inorg. Chem., 61, 9082-9095 (2022).
Doi:10.1021/acs.inorgchem.2c00600. Open Access (PubMed Central ID of open access
document: PMCID# PMC9214700).

M. Pérez-Jiménez, J. Campos, J. Jover, S. Alvarez, E. Carmona. “Coordination of E-C bonds
(E = Zn, Mg, Al) and the Zn—H Bonds of (CsMes)ZnH and (CsMes)ZnZnH across a Quadruply
Bonded Dimolybdenum Dihydride Complex.” Organometallics, 41,3225-3236 (2022), numero
especial dedicado a Maurice Brookhart en su 80 cumpleafos, Doi:
10.1021/acs.organomet.2c00216.

P. Charles, M. Gaspard, S. Alvarez, W. H. Armstrong, K. V. Kalshmi, P. J. Bonitatibus Jr.
“Synthesis, Crystal structure, EPR, and DFT Studies of an Unusually Distorted Vanadium(Il)
Complex”. Dalton Trans., 51, 12031-12036 (2022).

A. Pérez-Bitrian, S. Alvarez, M. Baya, J. Echeverria, A. Martin, J. Orduna, B. Menjon. “Terminal
Au-N and Au-O Units in Organometallic Frames”. Chem. Eur. J., 29, €202203181 (2023).
Open access. Doi: 10.1002/chem.202203181.

J. D. Velasquez, J. Echeverria, S. Alvarez. "Structure and bonding of halonium compounds".
Inorg. Chem., 23, 8980-8992 (2023). DOI: 10.1021/acs.inorgchem.3c00654.

J. Echeverria, S. Alvarez. "The Borderless World of Chemical Bonding Across the Van der
Waals Crust", Chem. Sci., 14, 11647-11688 (2023). DOI: 10.1039/d3sc02238b.

J. D. Velasquez, J. Echeverria, C. Fonseca-Guerra, S. Alvarez. "Azido-mediated intermolecular
interactions of transition metal complexes." Phys. Chem. Chem. Phys., 26, 6683-6695 (2024).
Doi: 10.1039/d3cp05798d.



https://doi.org/10.1002/chem.202203181

300

301

302

BARCELONA CRAI

Centre de Recursos per a
IAprenentatge i la Investigacié

CRAI Biblioteca
Fisica i Quimica

J. Echeverria, S. Alvarez. "Widening the Scope of Structural Correlations by Means of the Van
der Waals Crust Penetration Indices: The Dimerization of Group-11 L-M-X Complexes". Cryst.
Growth Des., 24, 4743-4747. Doi: 10.1021/acs.cgd.4c00335.

J. Echeverria, S. Alvarez. “A further focus on penetration indices of Misfit Van der Waals
Crusts”. Chem. Sci., 15, 12166-12168 (2024). Doi: 10.1039/d4sc03827d.

D. Danovich, A. Tkatchenko, S Alvarez, S. Shaik. “A Gravitational-Like Relationship of
Dispersion Interactions is Exhibited by 40 Pairs of Molecules and Noble Gas Atoms. J. Am.
Chem. Soc., 146, 31198-31204 (2024). Doi: 10.1021/jacs.4c11211.

ALTRES CAPITOLS DE LLIBRES

P. Alemany, S. Alvarez: "Forma, simetria i asimetria en el mén molecular", en Simetries per a
tothom. Un recorregut ple de sorpreses, M. A. Cuevas, ed., Edicions i Publicacions UB, 2016.
ISBN 978-84-475-3979-6, p. 113-138.

ASSAIGS | ARTICLES DE DIVULGACIO

1

10
11
12

"Investidura del Prof. Roald Hoffmann com a Doctor Honoris Causa de la Universitat de
Barcelona. Discurs de Presentacio." Universitat de Barcelona, 1992; Butll. Soc. Cat. Cien.,
14, 9-12 (1993).

"The same and not the same: the dualities that make chemistry interesting." Resumen de la
conferéncia impartida pel Dr. Roald Hoffmann, a 25 anys de Quimica a Pedralbes, Universitat
de Barcelona: Barcelona, 1995, 66-69.

"La 35 conferencia internacional de Quimica de Coordinacion (ICCC35) en Heidelberg", An.
Quim., 98 (4), 52 (2002).

"El Bagul dels llibres: 1- Comunicacié Visual". Rev. Soc. Cat. Quim., 4, 69-71(2003).

"El Bagul dels llibres: 2- Colors: quimica, fisica, natura, art, industria, poder i molt més " _Rev.
Soc. Cat. Quim., 5, 73-77 (2004).

"El Bagul dels llibres: 3- Formes". Rev. Soc. Cat. Quim., 6, 85-91 (2005).

"El Bagul dels llibres: 4- Miralls: Vidre i Metall". Rev. Soc. Cat. Quim., 7, 65-71 (2006).

"El Bagul dels llibres: 5- Magnetisme: historia, mites, literatura i ciéncia". Rev. Soc. Cat. Quim.,
8, 48-54 (2007).

"La musica de los elementos". An. Quim., 103, 54-63 (2007).
"Music of the Elements". New J. Chem., 32, 571-580 (2008), doi: 10.1039/b718401h.

"Té musica la quimica?". Rev. Col-legi Of. Assoc. Quim. llles Balears, 27 (enero 2008), 6-7.

S. Alvarez, J. Sales, M. Seco. "On books and Chemical Elements". Found. Chem., 10, 79-100
(2008).



Centre de Recursos per a
IAprenentatge i la Investigacié

BARCELONA CRAI

CRAI Biblioteca
Fisica i Quimica

13 "A musica dos elementos", Boletin das Ciencias, 21 (67), 143-160 (2009).
http://www.enciga.org/files/boletins/67/Alvarez_Reverter_A_musica_dos_elementos.pdf

14 "Musica alquimistica". An. Quim., 105 (2), 142-150 (2009).

15 "Miquel Ferrer Prieto y los mecanismos de reaccion inorganicos", An. Quim., 105 (4), 328-337
(2009).

16 S. Alvarez, J. Sales, M. Seco. "El Bagul dels llibres: 6- Els elements i el sistema periddic". Rev.

Soc. Cat. Quim., 9, 51-65 (2010).

17 "Visionarios, videntes, visualizadores y veedores de moléculas". An. Quim., 106 (1), 37-42
(2010).

18 "Investigacion quimica: jmas pequefo, mas rapido! Diari de Tarragona, 19 nov. 2010
(http://estaticos.diaridetarragona.com/resources/archivos/2010/11/19/1290163871010EXquim
ica1911100k.pdf).

19 "Laboratorios quimicos, estancias sagradas". An. Quim., 107, 175-184 (2011).

20 "Entre la ciéncia i I'art: imatges del laboratori quimic". Metode, 69, 97-103 (2011).

21 "Elogi de la investigacio universitaria". La Vanguardia, 27.6.2011, anexo "Facultat de Quimica",
p. 9.

22 "Inauguracién de un mural de homenaje a los elementos". An Quim. 107 (4), 410 (2011).

23 "Chemistry: A Panoply of Arrows". Angew. Chem. Int. Ed., 51, 590-600 (2012).

24 "History and Usage of Arrows in Chemistry". ChemViews, 6 November 2012, Doi:
10.1002/chemv.201200127.

25 "An Artist's Hommage to the Elements". Chem. Int., 34, 5 (2012).

26 "El Bagul dels llibres: 7- Quimica, dones i llibres". Rev. Soc. Cat. Quim., 11, 68-75 (2012).

27 "El Bagul dels llibres: 8- Catecismes de quimica". Rev. Soc. Cat. Quim., 12, 83-88 (2013).

28 "La Taula Periodica: Un agora de I'art i la ciéncia". Educ. Quim. EduQ, 15, 4-18 (2013). Doi
10.2436/20.2003.02.108.

29 "Fabulacion y tecnologia”, carta al director. El Pais, 1 de mayo de 2014, p. 28,
(http://elpais.com/elpais/2014/04/30/opinion/1398873653_010365.html).

30 "El Bagul dels llibres: 9- Els diamants i la quimica". Rev. Soc. Cat. Quim., 13, 73-80 (2014).

31 "What we mean when we talk about bonds". Chemistry World, 12 (2), 36-37 (2015).

32 "El Bagul dels llibres: 10- Gasos de vida, gasos de mort". Rev. Soc. Cat. Quim., 14, 95-102
(2015).

33 M. A. Cuevas, S. Alvarez, “Cronologia comentada de la cristal-lografia i la quimica

estructural”, 2014: http://diposit.ub.edu/dspace/handle/2445/116604. “Commented
chronology of crystallography and structural chemistry”, 2014:
http://diposit.ub.edu/dspace/handle/2445/120608. “Cronologia comentada de la cristalografia
y la quimica estructural”, 2014: http://diposit.ub.edu/dspace/handle/2445/120607.



http://diposit.ub.edu/dspace/handle/2445/116604
http://diposit.ub.edu/dspace/handle/2445/120608
http://diposit.ub.edu/dspace/handle/2445/120607

Centre de Recursos per a
IAprenentatge i la Investigacié

& UNIVERSITATo: [: HA |
i+ BARCELONA
CRAI Biblioteca
Fisica i Quimica

34 S. Alvarez: "Georg Agricola, De Re Metallica libri xiI", en J. |. Baiges, X. Espluga, B. Gari, C.
Rey, P. Rueda, N. Verger, eds. Tresors de la Universitat de Barcelona. Fons Bibliografic del
CRAI Biblioteca de Reserva. Edicions de la Universitat de Barcelona: Barcelona (2016). ISBN
978-84-475-3749-5, pp. 206-209 y 463-466.

35 S. Alvarez. "Tres artistas y su material de laboratorio: George Brecht, Victor Grippo y
Hermann Nitsch". Anales de Quimica, 114, 19-24 (2018).

36 S. Alvarez. “Fotégrafos de la quimica: documentacion y arte”. An. Quim., 114, 257-267
(2018).

37 E. Homburg, D. Fauque, P. J. T. Morris, F. Calascibetta, S. Alvarez. "l[UPAC in Brussels in
1921: A Historical Photo". Chem. Int., 41 (3), 11-15 (2019).

38 S. Shaik, E. Cremades, S. Alvarez. "The Periodic Table — A Universal Icon: Its Birth 150 Years
Ago, and its Popularization Through Literature, Art and Music." Angew. Chem. Int. Ed., 58,
13194-13206 (2019).

39 S. Alvarez. “Cémo escribir palabras, utilizando los simbolos quimicos de la tabla periédica”.
Archiletras, 6, 144-148 (2020).

40 S. Alvarez. Disurso de recepcion de la Medalla de la RSEQ, An. Quimica, 116, 273-274
(2020).

41 S. Alvarez. “FEr MoTs amb els simbols quimics: un joc per a un aprenentatge transversal”.
Educ. Quim. EduQ, 28, 56-59 (2021).

42 S. Alvarez. “Peter Day's exploration of time and space.” Magnetochem., 7, 103 (2021), 6
paginas. Articulo invitado, Open Access. Doi: 10.3390/magnetochemistry7070103.

43 S. Alvarez. "Quimica moderna de hace un siglo". Prélogo del vol. 3 de Historia da Quimica, de
Juergen Maar, en prensa, pp. Xiv-XXi.

44 S. Alvarez. “; Cuanto pesa el electrén? ¢ Cuanto baja la bolsa? ArchilLetras, n. 17, 132-135
(2022).
45 S. Alvarez. "Quimica en las universidades europeas del siglo XIX". Resefia de libro. An.

Quimica, 118 (3), 214-215 (2022).

46 S. Alvarez. "Ocaso", poema, en El meu nom és Univers, E. Bosch, ed., Actar-d, Barcelona,
2022. Edicion trilingle: catalan, castellano, inglés.

47 S. Alvarez. Contraportada del libro Los hombres y las moléculas de Roald Hoffmann, Ed.
Aralaria, Orihuela, 2022; traduccion de Luisa Pastor, 2023.

48 S. Alvarez, capitulos "Magnesio" y "Aluminio” en Raquel Gu, Adela Muioz Paez, La Tabla
Periodica, un comic con mucha quimica, Andana Editorial, Picassent, 2023.

49 S. Alvarez. “Imagenes de la quimica. 1- El retrato de Marie-Anne Paulze y Antoine Lavoisier”,
An. Quim., 120 (2), 99-101, 2024. Doi 10.62534/rseq.aq.1988.

50 S. Alvarez. “Imagenes de la quimica. 2- Las manos en quimica", An. Quim., 120, 164-166
(2024).



Centre de Recursos per a
IAprenentatge i la Investigacié

& UNIVERSITATo: [: HA |
i+ BARCELONA
CRAI Biblioteca
Fisica i Quimica

51 S. Alvarez. “Imagenes de la quimica. 3- El modelo atémico de Bohr-Sommerfeld", An. Quim.,
120 (4) 219-223 (2024). Doi: 10.62534/rseq.aq.2010.

52 S. Alvarez. "Imagenes de la quimica. 4- Erlenmeyer y su erlenmeyer"”, An. Quim., en prensa.

LLIBRES

"Els atoms en I'espai. Escrits sobre estereoquimica de Van 't Hoff i Le Bel", S. Alvarez;
Societat Catalana de Quimica, Barcelona, 2007. ISBN 978-84-7283-906-9.

S. Alvarez, volume editor, "Theory and Methods", J. Reedijk, K, Poeppelmeier, eds.,
Comprehensive Inorganic Chemistry I, vol. 9, Elsevier: Amsterdam, 2013. ISBN
9780080977744. http://www.sciencedirect.com/science/referenceworks/978008096529.

De dones, homes i molecules. Notes d'historia, art i literatura de la quimica. Barcelona:
Edicions de la Universitat de Barcelona, abril 2017. ISBN 978-84-475-3982-6.

De mujeres, hombres y moleculas. Notas de historia, arte y literatura de la quimica. Barcelona:
Edicions de la Universitat de Barcelona, 2020. ISBN 978-84-9168-336-0.

150 afnos de tablas periddicas en la Barcelona (edicion trilinglie). S. Alvarez y C. Mans, eds.
Edicions UB, Barcelona, 2019. ISBN 978-84-9168-199-1.

100 curiositats sobre la taula periodica i els elements quimics. S. Alvarez, E. Cremades, J.
Duran, X. Duran, C. Mans, P. A. Vieta. Ed. Cossetania, Valls, 2019. ISBN: 978-84-9034-844-4.



