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1. Personal background

Born July 28, 1971, Sincelejo (Sucre), Colombia.
Permanent residence (since 1997): Santiago, Chile.

2. Current professional position

21 Academic position: Full-Time Research Professor (2002-Present), Full
Professor (Profesor Titular) Departamento de Ciencias Quimicas, Facultad de
Ciencias Exactas, Universidad Andrés Bello, Santiago, Chile.

2.2 Management and administration position: Director (Head) of
Departamento de Ciencias Quimicas (DCQ), Facultad de Ciencias Exactas,
Universidad Andrés Bello, Santiago, Chile (2008-present). Complete
information about our academic departmental structure and current activities
(in both teaching and research), is available at the DCQ Web site
(http:/ /quimica.unab.cl).

3. Educational background and academic experiences

2.1 Undergraduate (1989; 1990-1996): Universidad de Antioquia, Medellin-
Colombia: Professional Academic Program in Chemistry.

2.2. Graduate (1997-2001): Departamento de Quimica, Facultad de Ciencias,
Universidad de Chile:

Degree: Ph.D. in Chemistry (i.e., Doctor en Quimica)

Division: Physical Chemistry // Theoretical Chemistry

Adviser Professors: Prof. Renato Contreras & Prof. Patricio Fuentealba
Fellowship: Deutscher Akademischer Austauschdienst (DAAD)-Germany.

2.3. Postdoctoral associate researcher experience

2001-2002 : MECESUP (Chile) Fellow at the Departamento de Fisica, Facultad de
Ciencias, Universidad de Chile. Main research projects were conducted within the
molecular physical chemistry field, working under supervision of Prof. Patricio Fuentealba.

2005-2005: FWO (Belgium) Fellow at the Vakgroep Chemie, Faculteit
Wetenschappen, Vrije Universiteit Brussel (VUB). Main research projects were
conducted within the context of the Scientific Research Network of Quantum Chemistry:
fundamental and applied aspects of Density Functional Theory supported by the Research
Foundation - Flanders (FWO), working under supervision of Prof. Paul Geerlings.
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2.4. Assistant Professor: 2002-2005, Universidad Andrés Bello (UNAB),
Departamento de Ciencias Quimicas, Facultad de Ecologia y Recursos
Naturales, holding a full-time academic position.

2.5. Associate Professor: 2006-2012, Universidad Andrés Bello (UNAB),
Departamento de Ciencias Quimicas, Facultad de Ecologia y Recursos
Naturales, holding full-time academic position.

2.6. Full Professor: 2013-present, Universidad Andrés Bello (UNAB),
Departamento de Ciencias Quimicas, Facultad de Ciencias Exactas, holding
full-time academic position.

4. Research interests

My principal research interests focuses on the formal (mathematical)
development and theoretical (conceptual and computational) exploration of
chemical reactivity. In this context, reactivity represents any response of a
molecular system against perturbations. Our reactivity models and tools are
used for both qualitatively and quantitatively describing, understanding and
predicting the course of chemical reactions and processes, within the density-
functional theory (DFT) framework of the electronic structure of matter. My
work (associated to the possibility of gaining new insights into chemical
bonding and reactivity through various indices or descriptors) includes the
definition and exploration of global, local, and nonlocal hierarchies of quantities
introduced in the theory on the basis of Taylor expansions of the energy
functionals within Legendre-transformed ensemble representations of DFT
and its Kohn-Sham computational implementations. Many of our
developments are based on a local thermodynamic “electronic” analogy and
local functions associated to electron (de)localization. I have been working on
the development and exploration of new reactivity descriptors and on both
electronic and nuclear reactivity principles directly related to the elucidation
and understanding of chemical responses either at the static and quasi-
dynamic regimes. Throughout my career, the largest part of my research in
electronic structure theory has focused on DFT, both at the conceptual and
computational development levels within the general aims providing new
insights and understanding about the chemical response. Most of the
explorations in my research have been conducted in the realm of pericyclic and
other complex reactions within a physical organic chemistry perspective. During
the last years, I have been devoted to provide further development of chemical
reactivity theory within the spin-polarized framework of DFT (SP-DFT). Such

a framework provides a useful approach to deal with both charge-transfer and
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spin-polarization aspects of reactivity in the formal framework; enabling us, for
instance, to successfully rationalize the elusive chemistry of free radicals and
reactive intermediates like carbenes, nitrenes, and related species. Indeed, being
free radical energetically unstable species, entropic factors are expected to
influence the observed reactivity. Conventional DFT-based reactivity
indicators are built entirely on electronic energetic criterion and thus fail to
describe entropic contributions to the free energy. In such context, we
currently focus on further formal mathematical development and practical
exploration of both electronic and nuclear reactivity indices and fundamental
chemical principles at different levels of perturbation theory within a SP-DFT
framework. Some of our theoretical reactivity models have been implemented
in widely distributed computational programs (e.g., Jaguar), enabling a better
impact for applications in both academia and industry.

5. Funded research grants (1999-present)

1. NON-LOCAL CHEMICAL REACTIVITY IN THE FRAMEWORK OF DENSITY
FUNCTIONAL THEORY. FONDECYT-National Graduate Grant (Chile) No. 2990030.
Principal Investigator, 1999-2001.

2. CHEMICAL REACTIVITY IN THE FRAMEWORK OF DENSITY FUNCTIONAL
THEORY. MECESUP Grant UCHO0008. Associate Researcher, 2001-2002.

3. EXPLORATION OF CHEMICAL REACTIVITY OF PERICYCLIC AND
PSEUDOPERICYCLIC TRANSITION STATES. UNAB Grant DI 11-02. Principal
Investigator, 2002-2004.

4. PROGRAM FOR INTERNATIONAL SCIENTIFIC COOPERATION (PCCI):
Mexico/Chile. CONVENIO: UAM /CONICYT (Chile). Principal Investigator, 2003-2004.

5. PROGRAM FOR INTERNATIONAL SCIENTIFIC COOPERATION (PCCI):
Esparia/Chile. CONVENIO: CSIC/CONICYT. Principal Investigator, 2003-2004.

6. MILLENNIUM NUCLEUS FOR APPLIED QUANTUM MECHANICS AND
COMPUTATIONAL CHEMISTRY. Mideplan (Chile)-Iniciativa Cientifica Milenio.
Associate Researcher, 2003-2007.

7. RELATIVISTIC STUDIES OF INORGANIC NANOMATERIALS PRECURSORS.
FONDECYT-National Regular Grant (Chile) No. 1030148. Co-Investigator, 2003-2007.

8. DEVELOPMENT AND APPLICATION OF ELECTRONIC AND NUCLEAR
CHEMICAL REACTIVITY MODELS WITHIN THE FRAMEWORK OF DENSITY
FUNCTIONAL THEORY. FONDECYT-National Regular Grant (Chile) No. 1030173
(2003-2006). Principal Investigator, 2003-2007.

9. INTERNATIONAL COOPERATION GRANT No. 7030009 IN ASSOCIATION TO
FONDECYT REGULAR 1030173. FONDECYT. Principal Investigator, 2003-2004.
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10.

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22,

23.

INTERNATIONAL COOPERATION GRANT No. 7040134 IN ASSOCIATION TO
FONDECYT REGULAR 1030173. Principal Investigator, FONDECYT 2004-2005.

REACTIVITY DESCRIPTORS AND ITS EXPLORATION ALONG THE INTRINSIC
REACTION COORDINATE (IRC). UNAB Grant DI 16-04. Principal Investigator, 2004-
2006.

INTERNATIONAL COOPERATION GRANT No. 7050003 IN ASSOCIATION TO
FONDECYT REGULAR 1030173. Principal Investigator, FONDECYT 2005-2006.

THE NATURE OF CHEMICAL BONDING WITHIN THE CONTEXT OF DENSITY
FUNCTIONAL THEORY AND THE TOPOLOGICAL ANALYSIS OF THE ELECTRON
LOCALIZATION FUNCTION. UNAB Grant DI 21-06/R. Principal Investigator, 2006-
2008.

STRUCTURE AND DYNAMIC IN CHEMICAL REACTIVITY PROCESSES. GRUPO
SANTANDER-Universidad Auténoma de Madrid para la cooperacién con América
Latina. (CEAL). Co-investigator, 2006-2008.

DEVELOPMENT OF CHEMICAL REACTIVITY MODELS AND EXPLORATION OF
THE CHEMICAL BOND WITHIN THE CONTEXT OF DENSITY FUNCTIONAL
THEORY. FONDECYT-National Regular Grant (Chile) No. 1070378. Principal Investigator,
2007-2010.

CROSS-CONJUGATED N-LINKED HETEROCYCLES: DESIGN, PREPARATION,
EXPERIMENTAL AND THEORETICAL STUDIES OF NOVEL MATERIALS.
FONDECYT-National Regular Grant (Chile) No. 1080147. Co-Investigator, 2008-2012.

INTERNATIONAL COOPERATION GRANT No. 7080028 IN ASSOCIATION TO
FONDECYT REGULAR 1100278. Principal Investigator, FONDECYT 2008-2009.

INTERNATIONAL COOPERATION GRANT No. 7090015 IN ASSOCIATION TO
FONDECYT REGULAR 1100278. Principal Investigator, FONDECYT 2009-2010.

NEW REACTIVITY DESCRIPTORS WITHIN A SPIN-POLARIZED DFT THEORY.
UNAB Grant DI 03-09/R. Principal Investigator, 2009-2011.

THEORETICAL STUDIES ON THE NITRATION OF EUGENOL USING CHEMICAL
DESCRIPTORS ROUTED WITHIN THE DENSITY FUNCTIONAL THEORY. UNAB
Grant DI 57-11/R. Principal Investigator, 2011-2013.

TOWARDS THEORETICAL ELECTROPHILICITY AND NUCLEOPHILICITY
REFERENCE SCALES WITHIN THE CONTEXT OF DENSITY FUNCTIONAL
THEORY. FONDECYT-National Regular Grant (Chile) No. 1100278. Co-Investigator, 2010-
2014.

CHEMICAL REACTIVITY WITHIN THE SPIN-POLARIZED DENSITY FUNCTIONAL
THEORY: NEW DEVELOPMENTS AND APPLICATIONS. FONDECYT-National
Regular Grant (Chile) No. 1100277. Principal Investigator, 2010-2014.

HIDROGASIFICACION CATALITICA DE MATERIALES CARBONOSOS. Co-

investigador. COLCIENCIAS(COLOMBIA). 2012-2014
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24.

25.

26.

27.

28.

29.

30.

CENTRO INTERDISCIPLINARIO DE MODELAMIENTO FISICOQUIMICO (CIMFQ).
Nrucleo UNAB. DIRECCION DE INVESTIGACION UNAB. 2012-2014.

CARACTERIZACION Y OPTIMIZACION DE PROPIEDADES FOTO-FISICAS DE
SISTEMAS BASADOS EN COMPLEJOS MONO Y MULTINUCLEARES DEL TERCER
PERIODO (RE E IR) UNIDOS A LIGANDOS HIBRIDOS TIPO AMINO-FOSFINA
CON APLICACIONES EN MATERIALES NANOCOMPUESTOS. CO-
INVESTIGADOR. PROGRAMA DE COOPERACION INTERNACIONAL DE INVESTIGACION
CONJUNTA. ARGENTINA-CHILE 2011. PIA-CONICYT. 2012-2014.

TUNING THE PHOTO-PHYSICAL PROPERTIES OF MULTINUCLEAR THIRD-ROW
(RE AND IR) COMPLEXES BRIDGED WITH HYBRID AMINE-PHOSPHINE
LIGANDS. FONDECYT-National Regular Grant (Chile) No. 1120865. Co-Investigator,
2012-2016. (*)

ADECUACION Y REDISENO DEL PROCESO DE APRENDIZAJE DE CIENCIAS
EXACTAS PARA PRIMEROS ANOS EN UNIVERSIDAD ANDRES BELLO. Convenio
de Desempeiio FIAC2 MECESUP UAB1101. Co-Investigator, 2012-2016. (*)

NUCLEO MILENIO PROCESOS QUIMICOS Y CATALISIS. INVESTIGADOR
ASOCIADO. INICIATIVA CIENTIFICA MILENIO. 2014-2017 (*)

NEW INSIGHTS FROM THEORETICALLY DEFINED ELECTROPHILICITY AND
NUCLEOPHILICITY DESCRIPTORS WITHIN THE CONTEXT OF DENSITY
FUNCTIONAL THEORY. FONDECYT-National Regular Grant (Chile) No. 1140341. Co-
Investigator, 2014-2018. (*)

UNDERSTANDING SPIN-POLARIZATION AND CHARGE-TRANSFER PROCESSES
WITHIN THE SPIN-POLARIZED DENSITY FUNCTIONAL THEORY (SP-DFT)
FRAMEWORK. FONDECYT-National Regular Grant (Chile) No. 1140343. Principal
Investigator, 2014-2018. (*)

(*) Active initiatives
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6. Research contributions (1999-2013)

6.1 Publications (ISI journals)

1.

10.
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Chemical bonding and reactivity: A local thermodynamic viewpoint. P. K. Chattaraj,
E. Chamorro, P. Fuentealba. Chem. Phys. Lett. 314, 114-121, 1999.

Some relationships within the nonlocal (pair-site) chemical reactivity formalism of
density functional theory. E. Chamorro, R. Contreras, P. Fuentealba. J. Chem.
Phys. 113, 10861-10866, 2000.

Topological analysis of the electron localization function (ELF) applied to the study of
the [1,3] sigmatropic shift of fluorine in 3-fluorpropene. E. Chamorro, J. C. Santos, B.
Gomez, R. Contreras, P. Fuentealba. ]. Chem. Phys. 114, 23-34, 2001.

Scrutiny of the HSAB principle in some representative acid-base reactions P. K.
Chattaraj, B. Gémez, E. Chamorro, J. Santos, P. Fuentealba. J. Phys. Chem A.
105, 8815-8820, 2001.

Higher order derivatives for nuclear indexes in the framework of density functional
theory. J. Chem. Phys. E. Chamorro, R. Contreras, P. Fuentealba. 115, 6822-6826,
2001.

Local reactivity index defined through the density of States describes the basicity of
alkaline exchanged zeolites. J. C. Santos, R. Contreras, E. Chamorro, P. Fuentealba
J. Chem. Phys. 116, 4311-4316, 2002.

Theoretical study of intramolecular proton transfer reactions in some thioxalic acid
derivatives. E. Chamorro, A. Toro Labbé, P. Fuentealba. J. Phys. Chem. A. 106,
3891-3898, 2002.

Theoretical study of the thermolysis reaction of ethyl S-hydroxycarboxylates in the gas-
phase. R. Notario, J. Quijano, J. C. Quijano, L. P. Gutierrez, W. A. Suarez, C.
Sanchez, L. A. Leon, E. Chamorro J. Phys. Chem. A. 106, 4377-4383, 2002.

Theoretical study of the gas-phase decomposition of neutral a-amino acid esters. Part
[1]. The elimination of N,N-dimethylglycine ethyl ester and ethyl 1-piperidineacetate. J.
Quijano, R. Notario, E. Chamorro, L. A. Leén, C. Sdnchez, G. Alarcén, J. C.
Quijano, G. Chuchani. J. Phys.Org. Chem. 15, 413-419, 2002.

The Markovnikov regioselectivity rule in the light of site activation models. A.

Aizman, R. Contreras, M. Galvan, A. Cedillo, E. Chamorro, J. C. Santos. J. Phys.
Chem. A. 106, 7844-7849, 2002.
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11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.
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The bonding nature of simple sigmatropic transition states from the topological analysis
of the electron localization function E. Chamorro, J. Santos, B. Gémez, R.
Contreras, P. Fuentealba. ]. Phys. Chem. A. 106, 11533-11539, 2002.

A Density Functional Study of the Claisen Rearrangement of Allyl Aryl Ether, Allyl
Arylamine, Allyl Aryl Thio Ether, and a Series of Meta-Substituted Molecules through
Reactivity and Selectivity Profiles. B. Gémez, E. Chamorro, P. K. Chattaraj, R.
Contreras, P. Fuentealba, ]. Phys. Chem. A. 106, 11227-11233, 2002.

Theoretical study of the gas-phase decomposition of neutral a--amino acid ethyl esters.
Part [2]. The elimination of ethyl picolinate and ethyl 1-methylpipecolinate. R.
Notario, J. Quijano, C. Sanchez, L. A. Leén, G. Alarcén, J. C. Quijano, E.
Chamorro, G. Chuchani J. Phys. Org. Chem. 16, 166-174, 2003.

The nature of bonding in pericyclic and pseudopericyclic transition states: thermal
chelotropic decarbonilations E. Chamorro J. Chem. Phys. 118, 8687-8698, 2003

Theoretical study of the thermolysis of S--hydroxynitriles in the gas-phase. E.
Chamorro, J. Quijano, R. Notario, C. Sanchez, L. A. Leén, G. Chuchani. Int. J.
Quantum Chem. 91, 618-625, 2003.

Variation of the Electrophilicity Index along the Reaction Path. E. Chamorro, P. K.
Chattaraj, P. Fuentealba. J. Phys. Chem. A. 107, 7068, 2003

Electron probability distribution in AIM and ELF Basins. E. Chamorro, A. Savin, P.
Fuentealba. J. Comp. Chem. 24, 496-504, 2003

A complementary view to the bonding pattern in the Ns* cation: An electron
localization function and local temperature analysis. E. Chamorro. J. Chilean Chem.
Soc. 48, 59, 2003

On the condensation of Fukui functions. The atoms in molecules scheme. F. A. Bulat,
E. Chamorro, P. Fuentealba, A. Toro-Labbé. J. Phys. Chem. A. 108, 342, 2004.

Local reactivity index as descriptor of benzene adsorption in cluster models of
exchanged zeolite-Y. J. C. Santos, E. Chamorro, R. Contreras, P. Fuentealba.
Chem. Phys. Lett. 383, 612, 2004.

The nature of bonding in the thermal cyclization of (Z)-1,2,4,6-heptatetraene and its
heterosubstituted analogues. E. Chamorro, R. Notario. J. Phys. Chem. A. 108, 4099,
2004.

Comparison among four different ways to condensed the Fukui function. W. Tiznado,
E. Chamorro, R. Contreras, P. Fuentealba. J. Phys. Chem. A. 109, 3220, 2005.
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23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

34.
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Nature of bonding in the Cyclization Reactions of (2-Ethynylphenyl) triazene and 2-
Ethynylstyrene. C. Cardenas, E. Chamorro, R. Notario. ]J. Phys. Chem. A. 109,
4352, 2005.

Reply to “Comment on ‘nature of bonding in the thermal cyclization of (2)-1,2,4,6-
heptatetraene and its heterosubstituted analogues’ E. Chamorro, R. Notario. J.
Phys. Chem.B. 109, 7594 , 2005.

Generalizad nuclear Fukui functions in the framework of spin-polarized density
functional theory E. Chamorro, F. De Prof., P. Geerlings. J. Chem. Phys. 123,
084104, 2005

Condensed-to-atoms electronic Fukui functions within the framework of spin-polarized
density functional theory. E. Chamorro, P. Pérez. J. Chem. Phys. 123, 114107, 2005.

Condensation of the highest occupied molecular orbital within the electron localization
function domains. E. Chamorro, W. Tiznado, C. Cardenas, M. Duque, J. C.
Santos, P. Fuentealba. J. Chem. Sci. Special Issue on Chemical Reactivity 117,
419, 2005.

Hardness and softness reactivity kernels within the spin-polarized density-functional
theory. E. Chamorro, F. De Proft, P. Geerlings. J. Chem. Phys. 123, 154104, 2005.

Empirical Energy-Density Relationships Applied to the Analysis of the Basicity of
Strong Organic Superbases. E. Chamorro, C. Escobar, R. Sienra, P. Pérez. J. Phys.
Chem. A. 109, 10068, 2005.

Philicity indices within the spin-polarized density-functional theory framework. E.
Chamorro, P. Pérez, F. De Proft, P. Geerlings. Chem. Phys. 124, 044105, 2006.

Electrophilicity and Spin Polarization of Simple Substituted Silylenes. E. Chamorro,
J. C. Santos, C. Escobar, P. Pérez Chem. Phys. Lett, 431, 210-215, 2006

Understanding and using the electron localization function (ELF). J. C. Santos, E.
Chamorro, P. Fuentealba. Book Chapter 5, in Theoretical Aspects of Chemical
Reactivity, Volume 19 (Theoretical and Computational Chemistry). A. Toro-
Labbé (Editor). First Edition 2007. Elsevier Publishing Co. The Netherlands.
ISBN-13: 978-0-444-52719-6, ISBN-10:0-444-52719-2, ISSN: 1380-7323.

Spin-polarized conceptual density functional theory study of the regioselectivity in ring
closures of radicals. B. Pinter, F. De Proft, V. Van Speybroeck, K. Hemelsoet, M.
Waroquier, E. Chamorro, T. Veszpremi, P. Geerlings, Journal of Organic
Chemistry 72, 348-56, 2007.

Further exploration of the Fukui function, hardness, and other reactivity indices and its
relationships within the Kohn-Sham scheme P. Fuentealba, E. Chamorro, C.
Cardenas Int. J. Quantum Chem 107, 37-45, 2007.
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35.

36.

37.

38.

39.

40.

41.

42.

43.

44.

45.

46.

Nuclear Fukui functions from nonintegral electron number calculations C. Céardenas,
E. Chamorro, M. Galvan, P. Fuentealba, Int. J]. Quantum Chem. 107, 807-15,
2007.

A theoretical scale for pericyclic and pseudopericyclic reactions. E. Chamorro, R.
Notario, J. C. Santos P. Pérez. Chem. Phys. Lett,443, 136-140, 2007

Understanding the Chemical Reactivity of Phenylhalocarbene Systems. An Analysis
Based on the Spin-Polarized Density Functional Theory. D. Guerra, J. Andrés, E.
Chamorro P. Pérez. Theor. Chem. Acc., 118, 325-335, 2007.

Global and local reactivity of simple substituted nitrenes and phosphinidenes within the
spin polarized density functional theory framework. E. Rincén, P. Pérez, E.
Chamorro Chem. Phys. Lett, 448, 273-279, 2007.

Borazine: to be or not to be aromatic. R. Islas, E. Chamorro, J. Robles, T. Heine, J. C.
Santos, G. Merino Struc. Chem. 18, 833-839, 2007.

Theoretical Study of the Surface Reactivity of Alkaline Earth Oxides: Local Density of
States Evaluation of the Local Softness. C. Cardenas., F. De Proft, E. Chamorro, P.
Fuentealba, P. Geerlings. J. Chem. Phys. 128, 03478, 2008.

Theoretical Study of the Surface Reactivity of Alkaline Earth Oxides: Local Density of
States Evaluation of the Local Softness. C. Cardenas, F. De Proft, E. Chamorro, P.
Fuentealba, P. Geerlings. J. Chem. Phys. 128, 03478, 2008.

An understanding of the electrophilic/Nucleophilic behavior of electro-deficient 2,3-
disubstituted 1,3-butadienes in polar Diels-Alder reactions. A DFT Study L. R.
Domingo, E. Chamorro, P. Pérez J. Phys. Chem. A., 112, 4046, 2008.

Understanding the Reactivity of the Captodative Ethylenes in Polar Cycloaddition
Reactions. A Theoretical Study L. R. Domingo, E. Chamorro, P. Pérez J. Org.
Chem., 73, 4615, 2008.

Universal Mathematical Identities in Density Functional Theory: Results from Three
Different Spin-Resolved Representations P. Pérez, E. Chamorro, P. Ayers J. Chem.
Phys., 128, 204108, 2008.

Dual descriptors within the framework of spin-polarized density functional theory E.
Chamorro, P. Pérez, M. Duque, F. De Proft, P. Geerlings J]. Chem. Phys., 129,
064117, 2008.

A further exploration of a nucleophilicity index based on the gas-phase ionization
potentials P. Jaramillo L. R. Domingo E. Chamorro, P. Pérez J. Mol. Struc:
theochem 865, 68-72, 2008.
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47.

48.

49.

50.

51.

52.

53.

54.

55.

56.

57.

A comparison between theoretical and experimental models of electrophilicity and
nucleophilicity. E. Chamorro, M. Duque-Norefia, P. Pérez. J. Mol. Struct.
(Theochem), 896, 73-79, 2009.

Further relationships between theoretical and experimental electrophilicity and
nucleophilicity scales. E. Chamorro, M. Duque and P. Pérez. ]. Mol. Struct.
(Theochem) 901 145-152, 2009.

A Condensed-to-Atom Nucleophilicity Index. An Application to the Director Effects on
the Electrophilic Aromatic Substitutions. P. Pérez, L. R. Domingo, M. Duque-
Norefa, E. Chamorro. J. Mol. Struct. (Theochem), 895, 86-91. 2009.

A combined experimental and theoretical study of the polar [3+2] cycloaddition of
electrophilically activated carbonyl ylides with aldehydes and imines. G. Bentabed-
Ababsa, A. Derdour, T. Roisnel, J.A. Saez, P. Pérez, E. Chamorro, L. R.
Domingo and F. Mongin J. Org. Chem, 74, 2120-2133, 2009.

An analysis of the regioselectivity on 1,3-dipolar cycloadditions of benzonitrile N-
oxides based on global and local electrophilicity and nucleophilicity indices. L. R.
Domingo, E. Chamorro, P. Pérez. Eur. J. Org. Chem. 3036-3044, 2009.

Spin-polarized reactivity indices from density functional theory: theory and
applications Royal Chemical Society (RSC) -Specialist Periodical Reports-
Chemical Modelling Series. Cambridge. Reino Unido, Michael Springborg
Editor. F. De Proft, E. Chamorro, P. Pérez, M. Duque, F. De Vleeschouwera, P.
Geerlings, Book Chapter P. 63-111, 2009.

Global and local reactivity of N-heterocyclic carbenes with boron and phosphorus
atoms: An analysis based on spin polarized density functional theory P. Pérez, E.
Chamorro J. Mol. Struct. (Theochem), 943, 110-114, 2010.

Understanding the high reactivity of the azomethine ylides in [3+2] cycloaddition
reactions, L. R. Domingo, E. Chamorro, P. Pérez Letters in Organic Chemistry 7,
432-439, 2010.

Understanding the Mechanism of Non-Polar Diels-Alder Reactions. A Comparative
ELF Analysis of Concerted and Stepwise Diradical Mechanisms. L. R. Domingo, E.
Chamorro, P. Pérez. Org & Bimol Chem, 8,5495-5504, 2010.

Theoretical Analysis of Substituted Diels - Alder reagents to determine the polar or non
polar character of the reaction. P. Pérez, E. Chamorro Letters in Organic
Chemistry, 8, 88-94, 2011.

Intrinsic electronic reorganization energy in the electron transfer from substituted
N,N-dimethylanilines to phthalimide N-oxyl radical E. Chamorro, J. Bessolo, M
Duque-Norefia, P. Pérez, Chemical Physics Letters, 534, 67-71, 2012.
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58.

59.

60.

61.

62.

63.

64.

65.

66.

67.

Global and local chemical reactivities of mutagen X and simple derivatives E. Rincén,
F. Zuloaga, E. Chamorro, Journal of Molecular Modeling, 19, 2573-2582, 2013.

Intrinsic relative scales of electrophilicity and nucleophilicity E. Chamorro, M.
Duque-Norefia, R. Notario, P. Pérez, J. Phys. Chem. A., 117, 2636-2643, 2013.

Fukui and dual-descriptor matrices within the framework of spin-polarized density
functional theory D.R. Alcoba, L. Lain, A. Torre, O.B. Ona, E. Chamorro, Phys.
Chem. Chem. Phys. 15, 9594-9604, 2013.

Isoelectronic and isolobal O, CH2, CH3+ and BH3 as electron pairs; similarities
between molecular and solid-state chemistry A. Vega, R. Notario, E. Chamorro, P.
Pérez, ].F. Liebman, Acta Crystallographica B-Structural Science 69, 163-175,
2013.

On the nature of Parr functions to predict the most reactive sites along organic polar
reactions E. Chamorro, P. Pérez, L. R. Domingo, 582, 141-143, 2013.

Theoretical investigation of the selectivity in intramolecular cyclizations of some 2-
aminochalcones to dihydroquinolin-8-ones and indolin-3-ones Reyes, A.; Andrea
Cuervo, P.; Orozco, F.; Abonia, R.; Duque-Norena, M.; Perez, P.; Chamorro, E.
Journal of Molecular Modeling 2013,19, 3611-3618.

Average local ionization potential within the framework of the electron localization
function. Chamorro, E.; Perez, P.; Duque-Norena, M.; Paul Romagnoli, P.; Pons,
D.; Gonzalez, M. Indian Journal of Chemistry Section a-lInorganic Bio-Inorganic
Physical Theoretical & Analytical Chemistry 2014,53, 958-964.

Understanding the thermal 1s,5s hydrogen shift isomerization of ocimene. Chamorro,
E.; Ruiz, P.; Quijano, J.; Luna, D.; Restrepo, L.; Zuluaga, S.; Duque-Norena, M.
Journal of Molecular Modeling 2014,20.

On the intrinsic reactivity index for electrophilicity/nucleophilicity responses.
Chamorro, E.; Melin, J. Journal of Molecular Modeling 2015,21, 1-3.

A Computational and Conceptual DFT Study on the Mechanism of Hydrogen
Activation by Novel Frustrated Lewis Pairs. P. Pérez, D. Yepes, P. Jaque, E.
Chamorro, L. R. Domingo, R. S. Rojas, A. Toro-Labbé. Physical Chemistry
Chemical Physics. 2015, Accepted.
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6.2 Citation report ( 12.03.2015)

62 publications; over 1530 citations; h-index = 22 (Chamorro E*; 1999-2015)

THOMSON REUTERS"

Return to Search Results My Tools Search History  Marked List
Citation Report: 62
(from Web of Science Core Collection)
You searched for: AUTHOR: (Chamorro E*) AND YEAR PUBLISHED: (1999-2015) AND ORGANIZATION-ENHANCED: ((Univ Chile) or (U Chile) or (U Antioquia) or (Universidad Andres Bello) or (UNAB) or (VU
B) or (Univ Andres Bello) or (U Andres Bello)) ...More
This report reflects citations to source items indexed within Web of Science Core Collection. Perform a Cited Reference Search to include citations to items not indexed within Web of Science Core Collection.
Published Items in Each Year Citations in Each Year
8 a 220 5
200
% 180
6 160 Results found: 62
5 180 Sum of the Times Cited [?7] : 1539
120
4 100 Sum of Times Cited without self-citations [?] : 1280
3 80 Citing Articles [?] : 882
2 I I 60 Citing Articles without self-citations [?] : 827
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1 l I 2 II Average Citations per ltem [?] : 24.82
0 —ll l Pl - 0l =M | h-index [7] : 22
fSzS283L8583 2002 8383388588223 0x2
The latest 20 years are displayed. The latest 20 years are displayed.
Other sources of academic information:
Research ID:
THOMSON REUTERS http://www.researcherid.com/rid/B  -4286-2009
& \ Research Gate:
R&S&&I‘ChGA]E https://www.researchgate.net/profile/Eduardo_Chamo  rro2/?ev=hdr_xprf

scientific network

Google Scholar profile:

G O Ogle http://scholar.google.es/citations?hl=es&user=ETVUJOgAAAAJ]

scholar

Institutional Web Page:
http://quimica.unab.cl/academicos/eduardo  -chamorro/

Universidad
Andrés Bello
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7. Scientific conferences and meetings

7.1 International meetings

1. E. Chamorro, R. Contreras, P. Fuentealba, B. Gémez [1,3] Fluorine
Sigmatropic shift in 3-fluorpropene: Theoretical study of reactivity and reaction
mechanism. 1-5 Noviembre, Viia del Mar, Chile. V Conferencia
Latinoamericana de Fisicoquimica Orgénica. 1999

2. B. Gomez, R. Contreras, P. Fuentealba, P. K. Chattaraj, E. Chamorro Las
reglas de Wooward-Hoffmann en el contexto de los principios de méxima
dureza y minima polarizabilidad. 1-5 Noviembre, Vina del Mar, Chile. V
Conferencia Latinoamericana de Fisicoquimica Organica. 1999

3. E. Chamorro, J. Quijano, G. Chuchani Aromaticity of the transition
structure of thermal decomposition of 4-hydroxy-4-methyl-2-pentanone 1-5
Noviembre, Vina del Mar, Chile. V Conferencia Latinoamericana de
Fisicoquimica Orgénica. 1999

4. E. Chamorro, P. Fuentealba, R. Contreras, J. Santos Local approximation to
the softness kernel of reactivity Fukui function, softness and hardness in
molecules. 1-5 Noviembre, Vina del Mar, Chile. V Conferencia
Latinoamericana de Fisicoquimica Orgénica. 1999

5. E. Chamorro, B. Gémez, J. Santos, R. Contreras, P. Fuentealba, Shannon-
Boltzman entropy associated with the Fukui function: a global index of
reactivity and selectivity. 15-19 Octubre, Lima, Pertt XXIV Congreso
Lationamericano de Quimica. 2000

6. B. Gomez, E. Chamorro, J. Santos, P. Fuentealba, Hydratation of the
carbonyl group: global and local reactivity in the framework of density
functional theory. 15-19 Octubre, Lima, Pera XXIV Congreso
Lationamericano de Quimica. 2000

7. J. C. Santos, E. Chamorro, B. Gémez, R. Contreras, Theoretical study of
zeolites acidity through a cluster model. 15-19 Octubre, Lima, Pera XXIV
Congreso Lationamericano de Quimica. 2000

8. E. Chamorro, J. Santos, B. Gomez, R. Contreras, P. Fuentealba,
Topological analysis of the electron localization function (ELF) applied to the
[1,3] fluorine sigmatropic shift in 3-fluorpropene. 3-9 Septiembre, Caxambu,
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10.

11.

12.

13.

14.

15.

16.

Brasil. XXVI International Congress of Theoretical Chemists of Latin
Expression. (QUITEL). 2000

B. Goémez, R. Contreras, E. Chamorro, J. Santos, P. Fuentealba, P. K.
Chattaraj, The Claisen rearrangement of alyl-pheny! eter from the viewpont of
density functional theory: reactivity and selectivity profiles. 3-9 Septiembre,
Caxambu, Brasil. XXVI International Congress of Theoretical Chemists
of Latin Expression. (QUITEL). 2000

J.C. Santos, E. Chamorro, B. Gomez, R. Contreras, Relative electrophilicity
of zeolite clusters as relative parameter of acidity. 3-9 Septiembre, Caxambu,
Brasil. XXVI International Congress of Theoretical Chemists of Latin
Expression. (QUITEL). 2000

E. Chamorro, J. C. Santos, R. Contreras, P. Fuentealba, Reactividad
electrénica y nuclear en el contexto de la teoria de funcionales de la densidad.

27éme congres des CHImistes Théoriciens de Expression Latine
(CHITEL) Toulouse, Francia 3-8 Septiembre, 2001.

J. Quijano, C. Sanchez, G. Alarcén, E. Chamorro, R. Notario, L. A. Leén,
G. Chuchani, Estudio ab-initio de la termdlisis de SB-hidroxinitrilos en fase

gaseosa. 27éme congres des CHImistes Théoriciens de Expression Latine
(CHITEL) Toulouse, Francia 3-8 Septiembre, 2001.

J. C. Santos, E. Chamorro, P. Fuentealba, R. Contreras, Estudio de la
basicidad de zeolitas intercambiadas con iones alcalinos. 27eme congres des
CHImistes Théoriciens de Expression Latine (CHITEL) Toulouse,
Francia 3-8 Septiembre, 2001.

E. Chamorro Indices de Reactividad Nuclear en el Contexto de la Teoria de
Funcionales de la Densidad. XXVIII Congreso de Quimicos Tedricos de
Expresion Latina Quitel 2002 1-8 Septiembre, 2002. Montevideo.
Uruguay. 2002

E. Chamorro, A. Toro Labbé, P. Fuentealba, Transferencia Intramolecular
de Protones en Derivados de Acido Tio-oxalico: Un Estudio Teodrico. XXVIII
Congreso de Quimicos Tedricos de Expresion Latina Quitel 2002 1-8
Septiembre, Montevideo. Uruguay 2002

J. C. Santos, E. Chamorro, P. Fuentealba, R. Contreras, Reactividad
quimica local de zeolita-Y evaluada en un esquema de densidad de estados.
XXVII Congreso de Quimicos Tedricos de Expresiéon Latina Quitel 2002
1-8 Septiembre, Montevideo. Uruguay 2002
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17. P. Fuentealba, E. Chamorro, A. Savin, Distribucion de probabilidades en

18.

19.

20.

21.

22,

23.

24.

AIM y ELF basines. XXVIII Congreso de Quimicos Tedricos de Expresion
Latina Quitel 2002 1-8 Septiembre, Montevideo.Uruguay 2002

E. Chamorro The nature of bonding in pericyclic and pseudopericyclic
transition states. 10th International Conference on the Applications of
Density Functional Theory in Chemistry and Physics. 07-12 September,
Bruselas-Bélgica 2003.

E. Chamorro, C. A. Escobar, R. Sienra M., P. Pérez. Empirical energy
density relationships applied to the analysis of the basicity of strong organic
superbases. 11th International Conference on the Applications of Density
Functional Theory in Chemistry and Physics. Ginebra -Suiza,
Septiembre 11-15, 2005

C. Cardenas, E. Chamorro, M. Galvan, P. Fuentealba. Nuclear Fukui
Function from non-integral electron number calculations. 11th International
Conference on the Applications of Density Functional Theory in
Chemistry and Physics. Ginebra -Suiza, Septiembre 11-15, 2005

E. Chamorro, F. De Proft, P. Geerlings. The Nuclear Fukui Function in the
Context of the Spin Polarized Density Functional Theory. Ginebra-Suiza,
Septiembre 11-15, 2005

De Proft F, Geerlings P, Chamorro E. The nuclear Fukui function:
Generalization within Spin-Polarized Conceptual Density Functional Theory
International Conference on Computational Methods in Sciences and
Engineering (ICCMSE 2005), OCT 21-26, 2005 Corinth, Greece.
Advances in Computational Methods in Sciences and Engineering 2005,
Vols 4 A & 4 B Book Series: LECTURE SERIES ON COMPUTER AND
COMPUTATIONAL SCIENCES Volume: 4A-4B, 1240-1243; 2005

E. Chamorro, M. Duque, C. Cardenas Understanding pericyclic and
pseudopericyclic reactions form the electron localization function (ELF)
topological analysis. Girona (Espafia) VII Girona seminar on the nature of
chemical bond. Julio 13-15, 2006

E. Chamorro. A theoretical scale for pericyclic and pseudopericyclic reactions.
12th International Conference on the Applications of Density Functional
Theory in Physics and Chemistry. Amsterdam (Holanda). 26-30, Agosto,
2007.
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25.

26.

27.

28.

29.

30.

31.

32.

E. Chamorro. Reactividad quimica y analisis topologico de la funcion de
localizacion electronica en el contexto de la teoria de funcionales de la densidad
de espin polarizado. XXXIII Congreso de Quimicos Teéricos de Expresion
Latina (QUITEL). La Habana (Cuba).16-21, Septiembre, 2007.

Chamorro, E.; Duque-Norena, M.; Pérez P. Reactivity Scales within the
Context of Density Functional Theory: Nucleophilicity. XXXV Congreso de
Quimicos Teodricos de Expresion Latina. QUITEL 2009. San Andrés
(Colombia), 18-22 septiembre 2009.

Bessolo, J.; Pérez, P.; Chamorro, E. Andlisis de la regioselectividad de las
reacciones de cicloadicion 1,3-dipolar de N-6xidos de benzonitrilo a través de
indices globales y locales de nucleofilia y electrofilia. XXXV Congreso de
Quimicos Tedricos de Expresion Latina. QUITEL 2009. San Andrés
(Colombia), 18-22 septiembre 2009.

Pérez, P.; Chamorro, E. Calculo de Energias de Reorganizacion de Marcus
mediante la Teoria de Funcionales de la Densidad. XXXV Congreso de
Quimicos Teodricos de Expresion Latina. QUITEL 2009. San Andrés
(Colombia), 18-22 septiembre 2009.

Chamorro, E.; Duque-Norefia, M.; Pérez P. Chemical Reactivity Within the
[N, Ng] Representation of the Spin-Polarized Density Functional Theory. 9th
triennial Congress of the World Association of Theoretical and
Computational Chemists, WATOC 2011. Santiago de Compostela
(Espana), 17-22 Julio 2011.

Pérez P.; E. Chamorro Theoretical analysis of substituted Diels-Alder
reagents to determine the polar or non polar character of the reaction. 9th
triennial Congress of the World Association of Theoretical and
Computational Chemists, WATOC 2011. Santiago de Compostela
(Espana), 17-22 Julio 2011.

Pérez, P. Domingo, L.R, Chamorro, E. Applications of Electrophilicity and
Nucleophilicity Indices in Organic Chemistry. XXXVII Congreso de
Quimicos Tedricos de Expresion Latina. QUITEL 2011. Riviera Maya
(México), 04-09 Diciembre 2011.

Chamorro, E.; Pérez, P. Charge Transfer and Spin Polarization Within the
Spin-Polarized Version of Density Functional Theory. XXXVII Congreso de
Quimicos Tedricos de Expresion Latina. QUITEL 2011. Riviera Maya
(México), 04-09 Diciembre 2011.
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33. Barriga, G.; Chamorro, E.; Duque-Norena, M.; Pérez, P.; Olea-Azar, C,;

Zapata-Torres, G.; Porcal, W.; Cerecetto, H.; Gonzalez, M. Electron Spin
Resonance and Conceptual SP-DFT as tools for the characterization of Spin
XXXVIII Congress of Theoretical Chemists of Latin Expression. QUITEL
2012. Natal (Brasil), 02-07 Diciembre 2012.

34. Chamorro, E. Chemical Reactivity and Spin Polarization. Fisicoquimica en

America Latina. UNILA. Foz de Iguazu (Brasil), 14-16 Octubre 2013.

35. E. Chamorro, P. Pérez, M. Duque-Norefa, P. P. Romagnoli, D. Pons, M.

Gonzalez, Average local ionization potentials within the framework of the
topological analysis of the electron localization function. 10th Congress of the

World Association of Theoretical and Computational Chemists
(WATOC 2014). Santiago, Chile. 5-10 Octubre, 2014.

36. P. Pérez, P. Jaque, E. Chamorro, R. Rojas, A. Toro-Labbé. A computational

and conceptual DFT study on the mechanism of hydrogen activation by
frutrated lewis pairs. 10th Congress of the World Association of
Theoretical and Computational Chemists (WATOC 2014). Santiago,
Chile. 5-10 Octubre, 2014.

37. E. Chamorro, P. Pérez, M. Duque-Norefa, P. P. Romagnoli, D. Pons, M.

Gonzalez. A topologically-defined nucleophilicity index. Congreso de
Quimicos Teoricos de Expresion Latina. QUITEL 2014. San Cristobal,
Ecuador, 23-30 Noviembre, 2014.

7.2. National meetings

1.

2.

3.

E. Chamorro, M. Duque, Thermodynamic functions of reactions using
computers. University of Valle, 18-20 Marzo, Cali, Colombia. III
Minicongreso de Quimica Pura y Aplicada. 1993

J. Quijano, D. Franco, C. Valencia, E. Chamorro, L. Orozco, Solvent effects
in thermolysis of o-hydroxyketones. 25-27 Mayo, Manizales. Colombia. X
Convencién Cientifica Nacional. 1995

J. Quijano, D. Franco, M. Pacheco, E. Chamorro, Semiempirical study of the
thermolysis of S-hydroxyketones 17-20 Abril, Medellin, Colombia. X
Congreso Colombiano de Quimica. 1996
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4.

10.

11.

12.

13.

J. Quijano, R. Marin, E. Chamorro, Semiempirical study of the thermolysis of
B-hydroxyesters 17-20 Abril, Medellin, Colombia. X Congreso Colombiano
de Quimica. 1996

J. Quijano, D. Franco, C. Valencia, E. Chamorro, Thermal decomposition of
[-hydroxyketones: Solvent effects 17-20 Abril, Medellin, Colombia. X
Congreso Colombiano de Quimica. 1996

E. Chamorro, W. Cardona, J. Merchén, R. Marin, D. Franco, J. Quijano, C.
Valencia, Theoretical study of thermal decomposition of _-hydroxyketones and
B-hydroxyesters. 12 - 15 Noviembre, Puyehue, Chile. XXII Jornadas
Chilenas de Quimica. 1997

E. Chamorro, R. Contreras, PP. Fuentealba Relationships between the lineal
response Fukui function and its associated kernel 24-27 Noviembre, Valdivia,
Chile. XXIII Jornadas Chilenas de Quimica. 1999

P. K. Chattaraj, E. Chamorro, P. Fuentealba, R. Contreras Local reactivity
descriptors: electronic temperature and entropies. 24-27 Noviembre, Valdivia,
Chile. XXIII Jornadas Chilenas de Quimica. 1999

B. Gémez, R. Contreras, E. Chamorro Peptidic reactions in the light of
maximun hardness and minimun polarizability principles. 24-27 Noviembre,
Valdivia, Chile. XXIII Jornadas Chilenas de Quimica. 1999

B. Gémez, E. Chamorro, J. C. Santos, P. Fuentealba, Estudio de los indices
locales en las reacciones de condensacion Claisen: un estudio DFT. XXIV
Jornadas Chilenas de Quimica 28-30 Noviembre 2001. Universidad de la
Frontera. Temuco. 2001

E. Chamorro, P.K. Chattaraj, P. Fuentealba The electrophilicity index along a

reaction path. III Workshop de Quimica Computacional y Espectroscopia
Molecular 23-25 Octubre, 2002. Olmue. Chile. 2002

E. Chamorro, C. Cardenas. Some relationships among the local electronic
temperature and chemical reactivity indexes in the context of density functional
theory (DFT). Antofagasta. Chile. Enero 06-10, 2004

P. Jaramillo, E. Chamorro. Reactions of Conjugated Ketenes with
Formaldimine: An Electron Localization Function (ELF) Study of the Pericyclic
or Pseudopericyclic Bonding Nature. Antofagasta. Chile. Enero 06-10, 2004

Pagina 19 de 23 Last update: 12.03. 2015



Curriculum Vitae Professor Dr. Eduardo E. Chamorro J.

14.

15.

16.

17.

18.

19.

20.

21.

22,

23.

M. Duque, E. Chamorro. Estudio Teorico de la Reaccion de Hidrolisis del
Feniletenilmetilsulfoxido. Antofagasta. Chile. Enero 06-10, 2004

M. Duque, ]J. David, W. Morales, E. Chamorro. Reaccion de Formacion de
Derivados de Hidroxicromenonas: Estudio DFT del Efecto de la Posicion del
Grupo Hidroxilo. Antofagasta. Chile. Enero 06-10, 2004

D. Guerra, E. Chamorro. Estados de transicion permitidos y prohibidos por la
simetria orbital. Podria la funcion de localizacion electronica (ELF) discriminar
entre ellos? Antofagasta. Chile. Enero 06-10, 2004

E. Florez, F. Mondragén, T. N. Truong, P. Fuentealba, E. Chamorro.
Nature of the chemical bonding between transition metal atoms (Ni, Pd, Pt, Cu
and Zn) adsorbed on an Fs center of the MgO (100) surface. 4th Workshop of
Molecular Spectroscopy and Computational Chemistry. Punta de Tralca,
19-22 Octubre, 2004

H. Carrasco, W. Cardona, E. Chamorro. Aplicacion de la informacion de los
orbitales de frontera (HOMO) en la interpretacion de las diferencias de
reactividad experimentales en reacciones de nitracion de sistemas aromaticos
activados. 4th Workshop of Molecular Spectroscopy and Computational
Chemistry. Punta de Tralca, 19-22 Octubre, 2004

Carlos Cérdenas, Juan Santos, Eduardo Chamorro, Mario Duque. A new
energetical Fukui function index for extended systems. 4th Workshop of
Molecular Spectroscopy and Computational Chemistry. Punta de Tralca,
19-22 Octubre, 2004

M. A. Duque-Norefia, E. Chamorro. Quantum calculations on the selectivity
filter of a potassium channel. 5th Workshop of Molecular Spectroscopy and
Computational Chemistry. Punta de Tralca, 17-20 Octubre, 2006

E. Chamorro, P. Pérez. Electrophilicity and spin polarization within the
framework of spin-polarized density functional theory. 5th Workshop of

Molecular Spectroscopy and Computational Chemistry. Punta de Tralca,
17-20 Octubre, 2006

C. Cardenas, M. Lamsabhi, P. Fuentealba, E. Chamorro. Indices de
reactividad nuclear en el contexto espin polarizado de la teoria de los funcionales
de la densidad. XXVI Jornadas Chilenas de Quimica. Concepcion (Chile),
Enero 10-13, 2006

M. Duque, C. Cardenas, E. Chamorro. Periciclicidad/pseudopericiclicidad de
estados de transicion de cicloadicion estados de transicion de cicloadiciones.

Pagina 20 de 23 Last update: 12.03. 2015



Curriculum Vitae Professor Dr. Eduardo E. Chamorro J.

24.

25.

26.

27.

28.

29.

30.

31.

XXVI Jornadas Chilenas de Quimica. Concepcién (Chile), Enero 10-13,
2006

J. Bessolo, P. Perez, E. Chamorro, Comparison between the inductive and
inductive-resonant effects in a captodative ethylene series. 6th Workshop of

Computational Chemistry and Molecular Spectroscopy. Punta de Tralca
(Chile). 21-24, Octubre, 2008

M. Duque, P. Pérez, E. Chamorro. Comparison between different models of
electrophilicity and nucleophilicity. 6th Workshop of Computational
Chemistry and Molecular Spectroscopy. Punta de Tralca (Chile). 21-24,
Octubre, 2008

E. Chamorro. On the definition of dual descriptors within the framework of
spin-polarized density functional theory. 6th Workshop of Computational
Chemistry and Molecular Spectroscopy. Punta de Tralca (Chile). 21-24,
Octubre, 2008

J. A. Murillo, P. Pérez, M.A. Duque, J. Quijano, E. Chamorro, A topological
analysis of the electron localization function for isospintanol (2-isopropyl-2,6-
dimethoxy-5-methylphenol). 7th Workshop of Computational Chemistry
and Molecular Spectroscopy. Punta de Tralca (Chile). 19-22 Octubre,
2010.

E. Chamorro, P. Pérez, M. Duque-Norena, New reactivity descriptors within
a spin-polarized density functional theory framework. 7th Workshop of
Computational Chemistry and Molecular Spectroscopy. Punta de Tralca
(Chile). 19-22 Octubre, 2010.

P. Pérez, E. Chamorro, L.R. Domingo, A Theoretical Study of the Electronic
Reorganization of the Non-polar [3 + 2] Cycloadditions of Azomethine Ylides
based on the ELF Analysis. 7th Workshop of Computational Chemistry and
Molecular Spectroscopy. Punta de Tralca (Chile). 19-22 Octubre, 2010.

E. Rincén, F. Zuloaga, E. Chamorro. Estudio Teorico del Mutageno X. XXIX
Jornadas Chilenas de Quimica. Termas de Quinamavida (Chile),
Noviembre 08-10, 2011

A. Vega, F. Venegas, E. Chamorro, G. Gunter, N. Pizarro. Propiedades
Fotofisicas y Estudio Teorico de un Complejo Mononuclear de Re (I) con Ligando
Amino-Fosfina. XXIX Jornadas Chilenas de Quimica. Termas de
Quinamavida (Chile), Noviembre 08-10, 2011
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32.

33.

34.

Morales-Bayuelo, A.; Chamorro, E.; Pérez, P, Understanding the electronic
reorganization in the thermal isomerization reaction of trans-3,4-
dimethylcyclobutene. Origins of outward pseudodiradical [2n + 2! ]. 8th
Workshop of Computational Chemistry and Molecular Spectroscopy.
Punta de Tralca (Chile). 23-26 Octubre, 2012.

A. Vega, E. Chamorro, G. Gunter, N. Pizarro. Sintesis y Comportamiento
Fotofisico de Complejos de Re (1) con Ligandos N,N- y P,N-bidentados. XXX
Jornadas Chilenas de Quimica. Pucén (Chile), Noviembre 12-15, 2013

G. Barriga Gonzalez, E. Chamorro, C. Olea-Azar, P. Jaque Experimental
and Theoretical Description of the Superoxide Anion Radical Spin
Trapping Reaction. 9th Workshop of Computational Chemistry and
Molecular Spectroscopy. Punta de Tralca (Chile). 13-16 Octubre, 2014.

8. Doctoral and postdoctoral training support

1.

4.

(Doctoral) Dr. Carlos Cardenas Valencia (2003-2007). “Chemical
reactivity within the context of density functional theory”. Programa de
Doctorado en Fisicoquimica Molecular. UNAB-Chile. Currently, Dr.
Cérdenas holds a permanent academic position at the Departamento de
Fisica, Facultad de Ciencias, Universidad de Chile.

. (Doctoral) Dr. Mario A. Duque-Norena (2006-2009) “An exploration of

local density functional theory reactivity indicators”. Programa de
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