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General Education:

- Columbus School, Havana, 1950-52
- Colegio De La Salle (Vedado), Havana, 1952-61
- Instituto Preuniversitario de La Habana "José Marti", Havana, 1962-63

Higher and Postgraduate Education:

— Universidad de La Habana, Facultad de Ciencias, 1963-68, Licenciado en Quimica. Thesis: "Espectros electrénicos
de compuestos furdnicos en soluciones diluidas congeladas”, with Y.I. Kozlov, Karpov Institute of Physical
Chemistry (Moscow) - Instituto Cubano de Investigaciones sobre los Derivados de la Cafia de Azlcar (La Habana).

— Technische Universitdt Dresden, Dresden, Germany, 1978-80, Dr. rer. nat. Thesis: "Unified Approach to the
Orbital Resonance Integrals in the Zero Differential Overlap Molecular Orbital Approximation" with J. Fabian.

— Universidad de La Habana, 2012, Doctor in Sciences, Thesis: “Imaginacion asistida del nanomundo desde Cuba”

Special and Graduate Education:

- Spectroscopy and Physical Methods in Chemistry, Prof. V. Mastryukov, Universidad de La Habana, Havana, 1966

- French Language, Escuela "Abraham Lincoln", Havana, 1967-71

- Spectroscopic Methods for Natural Products, Prof. J. Elguero, et al., National Center for Scientific Research (CNIC),
Havana, 1969 (by French lecturers)

- Quantum Chemistry, Profs. J. Fabian, A. Mehlhorn, CNIC, Havana, 1970 (by lecturers from Germany)

- Linear Algebra, Prof. A. Gonzalez, CNIC, Havana, 1969-70

- Quantum Mechanics, Prof. E. Entrialgo, Universidad de La Habana, Havana, 1971(undergraduate course for physicists)

- Advanced English Language, Prof. M. Moore, CNIC, Havana, 1974

- Marxist Philosophy, Prof. G.J. Garcia Gallé, CNIC, Havana, 1974-75

- German Language, Escuela "Ramos Latour", Universidad de La Habana, Havana, 1986-88
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Awards:

- The Best Graduate in Sciences, Havana, 1968

- Medal for Teaching to llliterates in 1961, Havana, 1986

- Medal "Rafael Maria de Mendive" for 25 Years in Education, Havana, 1989
- Medal to Cuban Education, Havana, 1991

- Medal "José Tey" for performance in Cuban education, Havana, 1995

- Outstanding work in the llth National Forum for Science and Technology, Havana, 1996.

- Award to the best work applied to Higher Education in 1996, Universidad de La Habana, Havana, 1997.

- Award to the best work applied to Higher Education in 1996, Ministry of Higher Education of Cuba, Havana, 1997.

- "Outstanding Worker" in 1996 of the National Trade Union of Scientific Workers, Havana, 1997.

- "Outstanding Worker" in 1997 of the National Trade Union of Education, Havana, 1998.

- Award of the Ministry of Higher Education in 1997, Ministry of Higher Education of Cuba, Havana, 1997.

- Prize of the Academy of Sciences of Cuba in 1997 for a work on programs of computational chemistry in personal
computers, Havana, 1998.

- Medal for the 270th Anniversary of the University of Havana, Havana, 1998.

- Honor Degree “Carlos J. Finlay” for Science, Council of State, Havana, 1999.

- "Outstanding Worker" in 1998 of the National Trade Union of Scientific Workers, Havana, 1999.

- "Outstanding Worker" in 1999 of the National Trade Union of Education, Havana, 2000.

- Prize of the Academy of Sciences of Cuba in 2000 for a work on computational simulations of zeolites (shared),
Havana, 2001.

- Honor Degree “Frank Pais” (2nd. Degree) for Education, Council of State, Havana, 2000.

- Medal for Labor Deed, Council of State, Havana, 2002.

- Prize of the Academy of Sciences of Cuba in 2005 for a work on theoretical modeling of flavonoids (shared), Havana,
2006.

- “Premio Anual de la Salud” to the scientific article, Ministerio de Salud Publica, Havana, 2006

- Medal for the 280th Anniversary of the University of Havana, Havana, 2008.

- Award to the best results in the University of Havana on International Postgraduate Education in 2007-09, Havana,
2008.

- Award to the best results in Postgraduate Education in 2007-09, Ministry of Higher Education of Cuba, Havana, 2009.

- Distincion Universidad de La Habana por el Conjunto de la Obra Cientifica, Havana, 2009

- Selected among the “Educadores Destacados del Siglo XX” by the Asociacion de Pedagogos de Cuba, Havana, 20089.

- Prize of the Academy of Sciences of Cuba in 2011 on “Modelacion Teorica de Brasinoesteroides y sus Andlogos”, with
Dr. Cercis Morera Boado, coauthor, Havana, 2012.

- Honor Degree “Frank Pais” (1st. Degree) for Education, Council of State, Havana, 2012.

- Prize of the Academy of Sciences of Cuba in 2012 on “Modelacién computacional de absorcion de luz por sistemas
nanoscopicos”, with Dr. Ana Lilian Montero Alejo, coauthor, Havana, 2013.

- Special Prize for Scientific Relevance of the Cuban Ministry of Science, Technology and Environment, coauthor,
Havana, 2013.

- Profesor Tiza de Oro, Federacion Estudiantil Universitaria, Facultad de Quimica, Universidad de La Habana, Havana,
2013

- Award for Dr. Sc. Thesis Dissertation, National Comission of Scientific Degrees, Havana, 2014.

- Emeritus Professor, Universidad de La Habana, Havana, 2015

- Honorary President, Sociedad Cubana de Quimica, Havana, 2018

Scientific Research and Higher Education Teaching Themes:

—  Cellulose Derivative Preparations (research), 1966-67, Universidad de La Habana-Instituto Cubano de Investigaciones
sobre los Derivados de la Cafia de Azlcar, dir: Jorge Lodos.



Photophysics and Photochemistry of Organic Molecules (research), 1967-72, Universidad de la Habana-Centro
Nacional de Investigaciones Cientificas, dir: Yuri Kozlov, Egon Fanghanel, Luis Montero.

Molecular Spectroscopy (teaching and research),1969-1979, Universidad de la Habana-Centro Nacional de
Investigaciones Cientificas, dir: Luis Montero.

Theoretical Chemistry (teaching and research), 1970-, Centro Nacional de Investigaciones Cientificas-Universidad de
La Habana-Academia de Ciencias de Cuba, dir: Luis Montero.

Applications of Molecular Modeling to Biological Problems and Theoretical QSAR (research), 1981-, Academia de
Ciencias de Cuba - Universidad de La Habana, dir: Luis Montero.

Science Policy (research), 1970-1982, Ministerios de Educacion y de Educacidn Superior, dir.: Luis Montero.
Statistical Thermodynamics (teaching), 1979-1992, Universidad de La Habana.

Quantum Chemistry (teaching and research), 1982-, Universidad de La Habana.

Computer Sciences (teaching), 1986-, Universidad de La Habana.

FORTRAN and BASIC programming (teaching and research), 1970-, Universidad de La Habana-Centro Nacional de
Investigaciones Cientificas, dir: Luis Montero.

Linux operating system (teaching and research on applications), 1994-, Universidad de La Habana, dir. Luis Montero
Bioinformatics: molecular modeling of biological processes, 2001 -, Universidad de La Habana, dir. Luis Montero.
Science Policy, 1972 -, Universidad de La Habana, dir. Luis Montero

Important scientific languages:

(Regular=R, Good=G, Correct=C)

English

German

Speaking Reading Writing
Spanish C C C

C C C
French G C R

R R R

Guided Doctorate Degrees:

Dr. Chemical Sciences, Juan Raul Alvarez - Idaboy, Theoretical Model of Electrophilic Substitution in Furan
Compounds, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 1991.

Dr. Chemical Sciences, Luis René Sierra - Medina, Theoretical Model of Zeolite Structure and Reactions, Universidad
de La Habana, Facultad de Quimica, La Habana, Cuba, 1995.

Dr. Physical Sciences, Mario Piris - Silvera, An Application of the Bardeen - Cooper - Schriefer Approach to Electron
Correlation in Molecules, Center for Nuclear Applications and Development, La Habana, Cuba, 1997.

Dr. Chemical Sciences, Ernesto Estrada - Roger, Study about New Graph-Theoretical Models for Molecular Design in
Organic Chemistry, Universidad Central de Las Villas, Centro de Bioactivos Quimicos, Santa Clara, Cuba, 1997.

Dr. Physical Sciences, Angel Rabdel Ruiz - Salvador, Methodologies for Computational Studies of Zeolites, Instituto de
Materiales y Reactivos, La Habana, Cuba, 1999.

Dr. Chemical Sciences, Giselle Rosquete - Pina, Effects of the Molecular Environment on UV-Visible Spectra and the
Electronic Structure of Polymethine Systems, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2000.

Dr. Chemical Sciences, Annia Galano - Jiménez, Modeling of Chemical Systems by Different Quantum Mechanical
Methods, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2000.



8. Dr. Chemical Sciences, Anabel Lam - Barandela, Theoretical Modeling of Zeolite Materials and Reactions, Universidad
de La Habana, Instituto de Materiales y Reactivos, La Habana, Cuba, 2001.

9. Dr. Chemical Sciences, Ramoén Carrasco - Velar, New Atomic and Molecular Descriptors for Activity — Structure Studies.
Applications. Centro de Quimica Farmacéutica, La Habana, Cuba 2003.

10. Dr. Chemical Sciences, Edelsys Codorniu - Hernandez, Theoretical models on condensation and reactivity of flavanol
type flavonoids in different molecular environments, Universidad de La Habana, Facultad de Quimica, La Habana,
Cuba, 2005.

11. Dr. Chemical Sciences, Yovani Marrero - Ponce, Molecular quadratic indexes: applications to molecular design in
QSAR studies, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2005.

12. Doktor Naturwissenschaften, Elsa Sdnchez - Garcia, Computational Study of Weakly Interacting Complexes, Ruhr-
Universitat Bochum, Fakultat fir Chemie, Bochum, Germany, 2006.

13. Dr. Chemical Sciences, Miguel Angel Sirés - Mitjans, Effect of core electron polarization on semiempirical calculations
of molecular properties, Universidad de Cadiz, Cadiz, Espaia, 2006.

14. Dr. Chemical Sciences, Yoanna Maria Alvarez Ginarte, In silico procedure for obtaining QSAR models of anabolic and
androgenic steroids, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2008.

15. Dr. Chemical Sciences, Alexis Otero Calvi, Modelos tedricos de la estructura molecular y propiedades electrdnicas de
compuestos para la separacion tecnoldgica de niquel y cobalto con dcidos fosfinicos, Universidad de La Habana,
Facultad de Quimica, La Habana, Cuba, 2009.

16. Dr. Chemical Sciences, Rachel Crespo Otero, Modelos tedricos de la interaccion del éxido nitrico con moléculas de
capa cerrada, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2009.

17. Dr. Chemical Sciences, Yoana Pérez Badell, Modelacidn tedrica de procesos asociados a la
sintesis de zeolitas y oxidacion de olefinas dentro de sus cavidades, Universidad de La Habana, Facultad de Quimica, La
Habana, Cuba, 2010.

18. Dr. Chemical Sciences, Cercis Morera Boado, Modelacion tedrica de los brasinoesteroides y sus interacciones
moleculares, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2010.

19. Dr. Chemical Sciences, Ana Lilian Montero Alejo, Nuevas aproximaciones CNDOL para describir las excitaciones
electrdnicas de nanosistemas, Universidad de La Habana, Facultad de Quimica, La Habana, Cuba, 2011.

20. Doctor en Ciencias Médicas, Erix Wiliam Hernandez Rodriguez, Modelacién Molecular de Rodopsinas Humanas
Mutantes asociadas a Retinosis Pigmentaria, Universidad de Ciencias Médicas de La Habana, Instituto de Ciencias
Basicas y Preclinicas “Victoria de Girén”, La Habana, Cuba, 2013.

21. Doctor en Ciencias Quimicas, Germdan Miguel Pérez Quintana, Desarrollo de metodologias computacionales para el
descubrimiento de nuevos receptores peptidicos, Universidad de La Habana, La Habana, Cuba, 2015.

22. Doctor en Ciencias Quimicas, Ramadn Alain Miranda Quintana, Estudios de reactividad quimica a partir de la teoria del
funcional de la densidad conceptual, Universidad de La Habana, La Habana, Cuba, 2016

Doctorate students:



Marcia Bustamante, Universidad de La Habana, 2002

Susana Gonzalez-Santana, Universidad de La Habana, La Habana, 2006

Marco Martinez Gonzalez, Universidad de La Habana, La Habana, 2015

Carlos Manuel de Armas Morején, Universidad de La Habana, La Habana, 2016
Gabriela Sanchez Diaz, Universidad de La Habana, La Habana, 2016

David Hernandez Castillo, Universidad de La Habana, 2017

Roy Gonzalez Aleman, Universidad de La Habana, 2017

Labor:

Escuela Secundaria Basica "Carlos J. Finlay", Havana, 1963-64, Teacher of Physics.

Facultad Preparatoria, Universidad de La Habana, Havana, 1965-66, Teacher of General Chemistry

Facultad de Ciencias, Universidad de La Habana, Havana, 1966-67, non graduate instructor in Inorganic Chemistry
Facultad de Ciencias, Universidad de La Habana, Havana, 1967-68, non graduate instructor in Physical Chemistry
Ministry of Education, Havana, 1969-76, Advisor in Science Policy for Higher Education

Facultad de Ciencias, Universidad de La Habana, Havana, 1969-77, Teacher in Physical Chemistry

Ministry of Higher Education, Havana, 1976-82, Advisor in Science Policy for Higher Education

Facultad de Quimica, Universidad de La Habana, Havana, 1977-83, Associate Professor in Physical Chemistry
Academia de Ciencias de Cuba, Institute of Chemistry, Havana, 1983-1986, Vice Chairman of Institute, Full Researcher
Facultad de Quimica, Universidad de La Habana, Havana, 1983-, Full Professor in Physical Chemistry

Department of Chemistry and Chemical Biology, Harvard University, Cambridge, Massachusetts, USA, 2012, 2014,
Visiting Scholar

Department of Chemistry and Chemical Biology, Johns Hopkins University, Baltimore, Maryland, USA, 2016, Visiting
Professor

Cuban National Scientific Duties:

Advisor on Research Policy and Postgraduate Education, Ministry of Education, 1969-76

Secretary of the National Council of Science Policy in Higher Education, 1972-76

Member of the National Commission for Science Degrees, 1973-75

Advisor in the Department of Research Policy in the Ministry of Higher Education, 1976-1978.

Chairman of the Department of Research Policy in the Ministry of Higher Education, 1978-1982.

Secretary of the Central Commission for Scientific Categories in the Ministry of Higher Education, 1976-82

Vice Chairman for Research, Institute of Chemistry and Experimental Biology of the Cuban Academy of Sciences, 1983
-1986.

Founder Member, 1978, Executive Secretary, 1978 - 1985, and Deputy Chairman of the Cuban Chemical Society, 1985-
1996.

Secretary of the Court for Higher Research Categories in Natural Sciences, Cuban Academy of Sciences, 1983-89
Chairman of the Laboratory of Computational and Theoretical Chemistry, Faculty of Chemistry, Universidad de La
Habana, 1986-

Referee in "Revista Cubana de Quimica" (1986-), and "Revista CNIC de Ciencias Quimicas" (1977-)

Chairman in the Expertise Committee of the National Project in "Computational Models in Chemistry and Biology"
(1986-90)

Chairman of the National Commission of "Mathematical Methods in Chemistry", for designing the new study plans in
Chemistry, 1988-2004

Member of the court for the National Award for Science and Technology Book (1990)

Member of the Scientific Council of the Faculty of Chemistry, University of Havana, 1990-

Chairman of the Expertise Committee of the National Project in Natural Sciences "Molecular Design" (1991-1992)



— Member of the Cuban Physical Society, 1991-

—  Chairman of the court for the National Award for Science and Technology Book (1992)

—  Chairman of the Scientific Council of the Faculty of Chemistry, University of Havana, 1995-2004

— Member, 1986 - 1996, and Chairman of the Court for Higher Research Categories in the University of Havana, 1997 -
2005

— Member of the Court for Higher Educational Categories in the Higher Institute for Nuclear Sciences and Technology,
1997

— Member of the National Commission for Basic Sciences, Agency for Science and Technology, Havana, 1998 — 99

—  Coordinator for Chemistry in the National Commission for Basic Sciences, Ministry of Science, Technology and
Environment, Havana, 2001 - 02

— Member of the National Commission for Bioinformatics, Ministry of Science, Technology and Environment, Havana,
2001 -02

— Chairman of the Virtual Center of Bioinformatics, Universidad de La Habana, Havana, 2001 —

— Member of the Scientific Council of the “Universidad de Ciencias de la Informacién”, Havana, 2003

—  Chairman of the National Commission of "Mathematical and Computer Sciences in Chemistry", for designing the new
study plans in Chemistry, 2004-2016

—  Member of the Scientific Council of the Universidad de La Habana, Havana, 2004 —

— Member of the permanent court for doctorate degrees of Chemistry, 2004-

—  Chairman of the Scientific Council of the Universidad de La Habana, Havana, 2005 —

— Member of the Cuban scientific and educational delegation to Switzerland, Havana, 2006.

— Academician, Academia de Ciencias de Cuba, Havana, 2006.

— Member of the Advisoring Technical Council of the Ministry of Higher Education, Havana, 2008 -

—  Vicepresident, Cuban Chemical Society, Havana, 2009 -2012

— Member of the National Commission for Improving the Academia de Ciencias de Cuba, Havana, 2010

—  President of the Cuban Chemical Society, Havana, 2012-2016

— Coordinator of the Section of Natural and Exact Sciences of the Cuban Academy of Sciences, Havana, 2012-

—  Coordinator of the Academic Committee of the Collaborative Curricular Doctoral Program on Bioinformatics,
Universidad de La Habana, Havana, 2013-2017

— Member of the experts committee of the National Program of Basic Sciences, Universidad de La Habana, Havana,
2013-

— Member of the expert team for the "Propuesta de bases organizativas para la realizacidon de experimentos a favor de
la insercién de los resultados de la ciencia e innovacién tecnoldgica en las entidades del MES, en el desarrollo
econdmico y social del pais”, MES, May, 2013.

—  Writer of opinion articles on science, technology, innovation and science policy in Cubadebate, 2015 -
(http://www.cubadebate.cu/autor/luis-a-montero-cabrera/)

International Scientific Duties:

— Member of the International Editorial Board of the Journal Sovremennaya Visshaia Shkola (Contemporary Higher
Education), Warsaw, 1974-78

— Member of the International Expert Group on Science Policy in Higher Education, Berlin, 1976-1982

— Cuban representative in the expertise committee of the international project Quantum Chemistry (1986-90).

—  Visiting Researcher in the Sektion Chemie, Technishe Universitdt Dresden, Dresden, Germany, 1986.

— Representative of the World Association of Theoretical Organic Chemists for Central America and the Caribbean Basin,
1988-1993.

— Visiting Professor in the Institute of Inorganic Chemistry, University of Milano, Milano, Italy, 1989.

—  Referee of the Journal of Molecular Structure (THEOCHEM), 1990-

— Member of the American Chemical Society, 1991-1995

—  Visiting Researcher in the Laboratoire de Dynamique des Interactions Moleculaires (CNRS), Université Pierre et Marie
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Curie, Paris, France, 1991.

Visiting Researcher in the Dep. of Quantum Chemistry, Uppsala University, Uppsala, Sweden, 1991.

Referee of Folia Chimica Theoretica Latina, 1992-

Visiting Researcher in the Instituto de Estructura de la Materia, CSIC, Madrid, Spain, 1992-93.

Referee of the International Journal of Quantum Chemistry, 1993-

Referee of The Journal of the American Chemical Society, 1995-

Cuban Director of the project Theoretical Chemistry in Low Cost Computers: Creation and Education by the Swedish
Agency for Research Cooperation with Developing Countries, 1991-1994.

Visiting Professor in the Universidad Nacional de Colombia in Bogota, Bogota, Colombia, 1994.

Invited member to the jury for a doctorate thesis dissertation of Dr. Antonio Gonzalez in the Universidad de Las
Palmas de Gran Canaria, Dep. of Physics, Spain 1994.

Chairman of the UNESCO Chair Project in the Iberoamerican Laboratory of Computational Chemistry and Molecular
Design, Havana, Cuba, and Madrid, Spain, 1994

Member of the Academy of Sciences of New York, New York, USA, 1994.

Visiting Researcher in the Laboratoire de Dynamique des Interactions Moleculaires (CNRS), Université Pierre et Marie
Curie, Paris, France, 1994.

Visiting Professor in the Institut fiir Organishe Chemie, Technishe Universitat Dresden, Dresden, Germany, 1995.
Invited member to the jury for a doctorate thesis dissertation of Dr. Flor M. Poveda, in the Universidad Nacional de
Colombia, Bogota, Dep. of Chemistry, Colombia, 1995.

Visiting Researcher in the Instituto de Estructura de la Materia, CSIC, Madrid, Spain, 1995.

Visiting Professor in the Dep. of Applied Physical Chemistry, Universidad Auténoma de Madrid, Madrid, Spain, 1995.
Visiting Professor in the Department of Chemistry, Cornell University, Ithaca, NY, USA, 1996.

Visiting Researcher in the Center for Theoretical Studies of Physical Systems, Clark Atlanta University, Atlanta, GA,
USA, 1996 -.

Visiting Researcher in the Grupo de Modelizacion y Disefio Molecular, Universidad de Granada, Granada, Spain, 1996.
Visiting Researcher in the The Royal Institution of Great Britain, London, UK, 1996.

Referee of the Journal of Physical Chemistry, 1995-

Visiting Professor in the Lehrstuhl Theoretische Chemie, Friedrich-Alexander Universitat, Erlangen - Nirnberg,
Germany, 1997.

Visiting Researcher in the Dep. of Physical Chemistry, Universidad de Santiago de Compostela, Santiago de
Compostela, Spain, 1997.

Visiting Professor in the Universidad Nacional de Colombia in Medellin, Medellin, Colombia, 1997.

Visiting Professor in the Department of Chemistry, University of Arkansas, Fayetteville, AR, USA, 1998.

Visiting Professor in the Department of Chemistry, Cornell University, Ithaca, NY, USA, 1998.

Associate Researcher in the Center for Theoretical Studies of Physical Systems, Clark Atlanta University, Atlanta, GA,
USA, 1998 -.

Visiting Researcher in the Facultad de Ciencias de la Computacion, Benemérita Universidad Auténoma de Puebla,
Puebla, México, 1998.

Member of the editorial board of Folia Chimica Theoretica Latina, Madrid, Spain, 1998-2003

Visiting Professor in the Institut fiir Organishe Chemie, Technishe Universitat Dresden, Dresden, Germany, 1999.
Visiting Researcher in the Max Planck Institut fiir Strahlenchemie, Milheim, Germany, 1999.

Invited Professor in the Institut fiir Organische Chemie, Ruhr Universitdt, Bochum, Germany, 1999.

Invited Professor in the Institut fiir Anorganische Chemie, Universitdt Minster, Miinster, Germany, 1999.

Invited Professor in the Institut fiir Organische Chemie, Universitat Bremen, Bremen, Germany, 1999.

Visiting Professor in the Lehrstuhl Theoretische Chemie, Friedrich-Alexander Universitat, Erlangen - Nirnberg,
Germany, 1999.

Visiting Researcher in the Grupo de Modelizacion y Disefio Molecular, Universidad de Granada, Granada, Spain, 1999
Visiting Professor in the Universidad Nacional Mayor de San Andrés, La Paz, Bolivia, 1999.

Visiting Professor in the Facultad de Ciencias, Universidad Industrial de Santander, Bucaramanga, Colombia, 2000
Visiting professor in the Lehrstuhl fiir Organische Chemie 2, Ruhr-Universitdat Bochum, Bochum, Germany, 2000



Invited Professor in the Institut fiir Anorganische Chemie, Universitat Minster, Miinster, Germany, 2000.

Invited Professor in the Institut fiir Organische Chemie, Universitat Bremen, Bremen, Germany, 2000.

Visiting researcher in the Davy — Faraday Laboratory, The Royal Institution of Great Britain, London, UK, 2000.
Invited professor in the Dep. of Chemistry, University of York, York, UK, 2000.

Invited member to the jury for a doctorate thesis dissertation of Dr. Edgar Daza, in the Universidad Nacional de
Colombia, Bogota, Dep. of Chemistry, Colombia, 2000.

Visiting professor, Facultad de Ingenieria, Universidad Nacional de Colombia, Manizales, Colombia, 2001
Coordinator of the “Seminar on Modelling of Molecules and Biomolecules: State of the Art and Perspectives”,
Fundacién Ramodn Areces, Madrid, 2001.

Coordinator of the Project Liebig — Reynoso for improving chemical education in Cuba, Havana, 2001.

Visiting professor in the Institut fiir Organische Chemie, Universitdt Bremen, Bremen, Germany, 2002.

Invited delegation on bioinformatics by the BMBF (Federal Ministry for Education and Research), Federal Republic of
Germany, Germany, 2002.

Invited member to the jury for a doctorate thesis dissertation of Dr. Martha Daza, in the Universidad Nacional de
Colombia, Bogota, Dep. of Chemistry, Colombia, 2002.

Visiting researcher in the Davy — Faraday Laboratory, The Royal Institution of Great Britain, London, UK, 2003.
Visiting professor in the Institut fiir Organische Chemie, Universitdt Bremen, Bremen, Germany, 2003.

Visiting professor in the Instituto de Quimica Computacional, Universidad de Girona, Girona, Spain, 2003.

Visiting professor in the Departamento de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Spain,
2003.

Invited professor in the Facultad de Quimica, Universidad de Cadiz, Cadiz, Spain, 2003.

Invited professor in the Estacion Experimental del Zaidin, Consejo Superior de Investigaciones Cientificas, Granada,
Spain, 2003.

Invited professor in the Instituto de Estructura de la Materia, Consejo Superior de Investigaciones Cientificas, Madrid,
Spain, 2003.

Invited professor in the Wolfson Institute of the University College of London, London, UK, 2003.

Invited professor in the Faculty of Sciences, Université Henri Poincaré, Nancy, France, 2003.

Visiting professor in the Institut fiir Organische Chemie, Universitdt Bremen, Bremen, Germany, 2004.

Visiting professor in the Department of Chemistry, University of Oxford, Oxford, UK, 2004.

Visiting Professor in the Universidad Nacional de Colombia in Bogota, Bogota, Colombia, 2004.

Visiting Professor in the Dep. of Applied Physical Chemistry, Universidad Auténoma de Madrid, Madrid, Spain, 2005.
Visiting Professor in the Facultad de Quimica, Universidad Auténoma de Chihuahua, Chihuahua, México, 2005.
Visiting professor in the Institut fiir Organische Chemie, Universitdt Bremen, Bremen, Germany, Feb. 2006.

Visiting researcher in the Davy — Faraday Laboratory, The Royal Institution of Great Britain, London, UK, 2006.
Visiting Professor in the Dep. of Applied Physical Chemistry, Universidad Auténoma de Madrid, Madrid, Spain, 2006.
Visiting Professor in the Universidad Auténoma de Ciudad Judrez, Ciudad Juarez, México, 2006.

Visiting Professor in the Facultad de Quimica, Universidad Auténoma de Chihuahua, Chihuahua, México, 2006.
Invited member to the jury for a doctorate thesis dissertation of Dr. Elsa Sdnchez Garcia, in the Ruhr-Universitat
Bochum, Fakultat fir Chemie, Bochum, Germany, 2006.

Visiting professor in the Institut fiir Organische Chemie, Universitat Bremen, Bremen, Germany, Sept., 2006.

Visiting professor in the Laboratory of Ultrafast Spectroscopy, Institute of Chemical Sciences and Engineering (ISIC),
EPFL, Lausanne, Switzerland, March, 2007.

Visiting professor in the Lehrstuhl fiir Organische Chemie 2, Ruhr-Universitdat Bochum, Bochum, Alemania, April, 2007
Visiting professor in the Institut fiir Organische Chemie, Universitdt Bremen, Bremen, Alemania, April, 2007.

Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Autonoma de Madrid, Madrid, Espafia, May,
2007.

Member of the editorial board of Journal of Cuban Studies, London, UK, 2007-

Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, March -
June, 2008.

Visiting Professor in the Universidad Nacional de Colombia in Bogota, Medellin, Colombia, 2008.



Visiting professor in the Lehrstuhl fiir Organische Chemie 2, Ruhr-Universitdt Bochum, Bochum, Alemania, April, 2009
Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, May,
20009.

Visiting professor, Departamento de Fisica, Universidad de Chile, Santiago, March - April, 2010

Visiting professor in the Lehrstuhl fiir Organische Chemie 2, Ruhr-Universitdat Bochum, Bochum, Alemania, April, 2010
Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Autdnoma de Madrid, Madrid, Espafia, May,
2010.

Visiting professor in the Institut fiir Chemische Technologien und Analytik, Technische Universitat Wien, Viena,
Austria, February, 2011.

Visiting professor in the Laboratory of Computational Chemistry and Biochemistry, Institute of Chemical Sciences and
Engineering (ISIC), EPFL, Lausanne, Suiza, February, 2011.

Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, March,
2011.

Visiting professor in the University of Venda, Thohoyandou, Republic of Southafrica, September, 2011

Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, May,
2012.

Visiting professor in the College of Chemistry and Molecular Engineering, Peking University, June 2012.

Visiting professor in the Institut fir Chemische Technologien und Analytik, Technische Universitat Wien, Viena,
Austria, June, 2012.

Santander Visiting Scholar in the David Rockefeller Center for Latin American Studies, Harvard University, Cambridge,
Massachusetts, USA, 2012.

Visiting professor in the Dep. de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, March,
2013.

Invited Professor, Dep. of Chemistry of the University College of London, London, UK, 2013

Invited Professor, Dep. of Biology, Fluminense Federal University, Niteroi, Brasil, 2013

Visiting professor, Dep. of Chemistry and Chemical Biology, Harvard University, Cambridge, Massachusetts, USA, 2014
Invited professor, Donostia International Physics Center, Donostia, Basque Country, Spain, 2014

Invited professor, Departamento de Bioinformatica, Universidad de Talca, Talca, Chile, 2015.

Invited Professor, Department of Chemistry, University of Coimbra, Coimbra, Portugal, 2015

Member of the Royal Society of Chemistry, London, UK, 2016-

National Representative of the IUPAC Physical and Biophysical Division, IUPAC, 2016-2017

Visiting Professor, Department of Chemistry, Johns Hopkins University, Baltimore, USA, 2016.

Member of the American Association for the Advancement of Science (AAAS), Washington, DC, 2017 —

Invited professor, Donostia International Physics Center, Donostia, Basque Country, Spain, 2017

Invited professor, Donostia International Physics Center, Donostia, Basque Country, Spain, 2018

Invited professor, Departamento de Bioinformatica, Universidad de Talca, Talca, Chile, 2018.

Published and Accepted Papers:

1.

Kozlov, Y.l., Montero, L.A., "Espectros Electrénicos en soluciones diluidas congeladas: I- Compuestos furanicos
simples carbonilicos y vinilicos", Sobre Derivs. Cafia Azucar, 4, (1), 31 (1970), A.

Kozlov, Y.I., Montero, L.A., "Espectros Electrénicos en soluciones diluidas congeladas: II- Moléculas condensadas del
furfural con la urea y la acetona", Sobre Derivs. Cafia Azucar, 4, (2), 27 (1970), A.

Montero, L.A., "Espectros electronicos de compuestos furdnicos en soluciones diluidas congeladas”, Universidad de La
Habana, Ser. 3, QUIMICA, (10), diciembre de 1971, A.

Montero, L.A., Fanghianel, E., "Estructura electrénica de algunas cumarinas: |- Fluorescencia y fosforescencia a 77 K",
Rev. CENIC, 3, (2), 1 (1971), A.

Montero, L.A., "Estructura electrdnica de algunas cumarinas: II- Calculos de SCF-MO con interaccion de
configuraciones", Rev. CENIC, 3, (2), 17 (1971), A.

Montero, L.A., "Calculos semiempiricos de compuestos furanicos: |- Espectros electréonicos del furano y sus derivados



10.

11.

12,

13.

14,

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25,

26.
27.

28.

29.

30.

31.

sustituidos en 2 y en 5", Rev. CENIC, 5, (2), 195 (1974), A.

Pérez Franco, D., Montero, L.A., "Development of a National Subsystem of Scientific Information in Cuban Higher
Education", Sovremennaya Visshaia Shkola, 1974, (2), 41, A.

Montero, L.A., "Combination of Learning and Working: Expert Meeting of Socialist Countries in Havana",
Sovremennaya Visshaia Shkola, 1974, (4), 243, A.

Torres, M., Fernandez Bertran, J., Montero, L.A., "Scientific Organization of Research in Cuban Universities and
Centers of Higher Education and Realization of Unity between Teaching and Research", Sovremennaya Visshaia
Shkola, 1975, (1), 111, A.

Montero Cabrera, L.A., Gonzdlez Alonso, J., "Organization of Scientific Research Problems in Centers of Higher
Education", Sovremennaya Visshaia Shkola, 1976, (2), 159, A.

Gonzalez Alonso, J., Montero Cabrera, L.A., "Application of System Approaches in Analysis of Research Plans for
Centers of Higher Education in Cuba", Sovremennaya Visshaia Shkola, 1976, (3), 231, A.

Fabian, J., Montero, L.A., "Zur Lichtabsoption und Acichromie vinyloger Furfurole", Z. Chem., 17, (7), 266 (1977), A.
Rodriguez, Y., Aguiar, C., Montero, L.A., "Célculo de orbitales moleculares por el método de Hiickel en el furano y sus
derivados. Determinacion tedrica de algunas propiedades fisicas", Rev. CENTRO — Quimica y Tecnologia Quimica, 5
(1), 3-24(1977), A.

Gonzalez Alonso, J., Montero Cabrera, L.A., "An Application of Computer Techniques for Planning Postgraduate
Courses", Sovremennaya Visshaia Shkola, 1977, (3), 143, A.

Garcia Ferndndez, O., Montero Cabrera, L.A., "Algunas cuestiones fundamentales sobre la educacion superior en
Cuba", Rev. Mexic. Ciencias Polit. Soc., 23, (90), 49 (1977), A.

Fernandez Bertran, J., Cuenca, O., Montero, L.A., "Infrared and Raman Study of the Carbonyl Region of Furil", Rev.
CENIC, 9, (2), 245 (1978), A.

Montero Cabrera, L.A., "Organizacidn, planificacidn y control de la actividad cientifica en los centros de educacion
superior", Rev. Pedag. Educ. Sup., 2, (4), 3 (1978), A.

Kouri Flores, G., Montero Cabrera, L.A., "The Roll of Research in Scientific Bringing Up of Students", Sovremennaya
Visshaia Shkola, 1979, (4), 35, A.

Garcia, O., Montero, L., "La investigacion cientifica sobre problemas de la educacidon superior", Rev. Cubana Adm.
Salud, 6, 155 (1980), A.

Montero, L.A., "Determinacion de las integrales de resonancia en los métodos PPP y CNDO/S con un enfoque
unificado", Proc. del XIV Congreso Latinoamericano de Quimica, San José, Costa Rica, 1981, BC.

Montero, L.A., "Interpretacion de algunas propiedades espectroscdpicas de compuestos furanicos", Proc. del XIV
Congreso Latinoamericano de Quimica, San José, Costa Rica, 1981, BC.

Montero, L., Roque, R., Rosado, A., Fernandez Bertran, J., "CNDO/SM Calculations on Dimeric and Trimeric Species of
CO0", J. Molec. Struct.(THEOCHEM), 85, 393 (1981), A [DOI:10.1016/0166-1280(81)85040-3].

Artiles Visbal, L., Giré Cid, R., Montero Cabrera, L.A., "Sistema de planificacion de las investigaciones en los centros
de educacidn superior", Rev. Cubana Educ. Sup., 1, (4), 112 (1981), A.

Reglamento del trabajo cientifico-técnico en la educacidn superior. Ministerio de Educacidn Superior, La Habana,
1981, B.

Avilés, M.A., Montero, L.A., "La investigacidn cientifica y el desarrollo técnico en la educacion superior de Nicaragua.
Estado actual y proyectos organizativos.", Consejo Nacional de la Educacion Superior, Managua, Nicaragua, 1982, B.
Montero, L.A., "La espectroscopia electrdnica de los compuestos furanicos", Rev. Cienc. Quim., 15, (2), 257 (1984), R.
Pérez, C., Suarez, M., Amor, A., Montero, L., "Spectroscopical Study of Phenyl Furoates", Nuc. Ac. Res., Symp. Ser.,
14, 327 (1984), A.

Montero-Cabrera, L.A., "Métodos semiempiricos NDO con la evaluacién de integrales basicas segun el nimero
cuantico azimutal de los orbitales atdmicos", en La quimica computacional en Cuba: 1985", Il Congreso de la Soc.
Cub. Quimica, Santiago de Cuba, 1985, p. 25, BC.

Montero-Cabrera, L.A., "COPEANE: programa versatil para el calculo de las coordenadas cartesianas y de la
interaccidon entre centros no enlazados en sistemas poliatomicos", en La quimica computacional en Cuba: 1985", ||
Congreso de la Soc. Cub. Quimica, Santiago de Cuba, 1985, p. 31, BC.

Aguiar, C., Montero Cabrera, L., "Célculo semiempiricos y espectros de absorcidon UV de carbonilos furanicos
protonados", Rev. CENTRO — Azucar (Supl. Especial Derivs. Quim.), 1985, 29 -38, A.

Aguiar Puial, C., Montero Cabrera, L., "Calculos tedricos de la conformacién de algunos derivados furanicos usando

10



32.

33.

34.
35.

36.

37.

38.

39.

40.

41.

42.

43.

44.

45.

46.

47.

48.

49,

50.

51.

52.

53.

54.

55.

métodos SCF de orbitales @", Rev. CENTRO — Azdcar (Supl. Especial Derivs. Quim.), 1985, 77 - 85, A.

Pairot, R., Montero, L., Alvarez, R., "Calculo tedrico de las conformaciones preferidas de furil acrilo nitrilos con
sustituyentes aminicos terciarios saturados", en La quimica computacional en Cuba: 1985", Il Congreso de la Soc.
Cub.Quimica, Santiago de Cuba, 1985, p. 37, BC.

Alvarez, J.R., Montero, L., Pairot, R., "Un modelo octahédrico de iones metalicos en el citosol", en La quimica
computacional en Cuba: 1985", 1l Congreso de la Soc. Cub. Quimica, Santiago de Cuba, 1985, p. 45, BC.

Montero, L.A., "CNDO/CI Calculations on the Photochemistry of Furfural", Rev. Cienc. Quim., 16, (2) 235 (1985), A.
Cepero, I, Montero, L.A,, et al., "Investigacidn a escala piloto de la obtencién de viscosa a partir de bagazo de alto
contenido de fibra", Informe del Centro Experimental Cuba 9, La Habana, 1986, B.

Martinez, R., Montero, L.A., "Theoretical Approach to Cationic Polymerization of Alkenyl Furans. I- MINDO/2 Charge
Distribution in Monomers", Acta Polimerica, 38, 153 (1987), A.

Montero, L., "Métodos aproximados en sistemas poliatomicos", en Fraga, S., "Quimica tedrica: estructura,
interacciones y reactividad", CSIC, Madrid, 1987, p. 73, BC.

Alvarez, R., Montero, L., Fraga, S., "La superficie molecular de los aminodcidos en la prediccién de determinantes
antigénicos de proteinas", Memorias del | Simposio Cubano de Biotecnologia”, 2, 213 (1987), A.

Montero-Cabrera, L.A., Alvarez-ldaboy, J.R., Del Bosque-Arin, J.R., Cano, R., Gonzdlez, M.C., Rodriguez-Montero,
M.del C., "Un sistema de programas de quimica tedrica para microordenadores”, FCTL, Folia Chim. Theoret.
Latina",16, 33 (1988), A.

Martinez, A., Montero, L.A., "Modelo tedrico de la conformacion de la cadena lateral de la pregesterona en medio
acuoso", Rev. CENIC Cienc. Biol., 19, (3) (1988), A.

Pairot, R., Alvarez, R., Montero, L., "Conformacidon molecular y transiciones electrénicas de algunos furil-ciano-
etenos", accepted in Anales de Quimica”, Madrid, 1988, A.

Hereira, A., Alvarez, J.R., Aguiar, C., Montero, L.A., "Aplicacion de métodos de calculo semiempirico para establecer
relaciones entre la bioactividad y la estructura molecular de compuestos organicos", Rev. Cub. Quimica, 5, (3) 1
(1989), A.

Alvarez-ldaboy, J.R., Gonzalez, M.C., Montero, L.A., "Influencia de la naturaleza del agente electrofilico en la reaccion
de sustitucién electrofilica del furano, tiofeno y pirrol", Folia Chim. Theoret. Latina, 17, 39, 1989, A.

Montero, L.A., Alfonso, L., Alvarez, J.R., Pérez, E., "From PPP-MO Theory to All Valence Electron Calculations of lonic
and Excited States in Organic Molecules"”, Int. J. Quantum Chem., 37, 465 (1990), A.

Alvarez, J.R., Montero, L., Martinez, R., "Theoretical Approach to Cationic Polymerization of Alkenyl Furans",
Makrom. Chem., 191, (2) 281 (1990), A.

Alvarez-ldaboy, J.R., Cuza, D., Montero, L.A., Isoba, R. "Theoretical Models of Electrophilic Substitutions in
Pentagonal Unsaturated Heterocycles. .- Substituent Effects by MNDOQ", J. Molec. Struct. (THEOCHEM), 209, 361-372
(1990), A [DOI:10.1016/0166-1280(90)80088-6].

Navajas, C., Montero, L.A., La Serna, B., "Theoretical Models for the Conformations and the Protonation of
Triacetoneamine", J. Comp.-Aided Mol. Design, 4, 403 (1990), A.

Alvarez-ldaboy, J.R., Montero, L.A., "Un modelo tedrico de la inestabilidad del furano en medio acido", Rev. Cubana
de Quim., 6, 69 (1990), A.

Montero, L.A., Medina, S.A., Paneque, A., Alvarez-ldaboy, J.R., Mastryukov, V.S., "On the correlation between
ionization potentials and bond angles in heterocyclic compounds", J. Molec. Sruct., 249, 305 (1991), A.

Sierra, L.R., Sdnchez, R., Montero, L.A., Hernandez, C., "Estudio tedrico de la ionizaciéon quimica de alquil
benzofuranos con amonio", Folia Chim. Theoret. Latina, 19, 157 (1991), A.

Sierra, L.R., Evleth, E., Kassab, E., Montero, L.A., "Métodos semiempiricos y ab initio en el calculo de sistemas
zeoliticos", Folia Chim. Theoret. Latina, 19, 195 (1991), A.

Montero, L.; Alvarez, J. R., “Theoretical molecular models in microcomputers”. Journal of Molecular Graphics 9 (1),
70 (1991).

Montero, L.A., Alvarez-ldaboy, J. R., and Medina, S. A., “Approximate methods for polyatomic systems” in
COMPUTATIONAL CHEMISTRY. Structure, Interactions and Reactivity, edited by S. Fraga (Elsevier Science Publishers
B.V., Amsterdam, 1992), Vol. 77, pp. 67.

Mastryukov, V.S., Montero, L.A., Alvarez-ldaboy, J.R., "Structure of Molecules: Experiments and Theory", Trends in
Applied Theoretical Chemistry, L.A. Montero, Y.G. Smeyers, eds., Kluwer Pub., Amsterdam, 1992, BC.
Alvarez-ldaboy, J.R., Montero, L.A., Martinez, R., "An Application of Theoretical Models to Understand Chemical

11



56.
57.

58.

59.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

72,

73.

74.

75.

76.

77.

Reactions: The Electrophilic Substitution in Furan", Trends in Applied Theoretical Chemistry, L.A. Montero, Y.G.
Smeyers, eds., Kluwer Pub., Amsterdam, 1992, BC.

Montero, L.A., Smeyers, Y.G., eds., Trends in Applied Theoretical Chemistry, Kluwer Pub., Amsterdam, 1992, E.
Alvarez-ldaboy, J.R., Montero, L.A., "Theoretical modelling of electrophilic substitution mechanism in furan", J.
Molec. Struct. (THEOCHEM), 85, 243-259, 1992, A [DOI:10.1016/0166-1280(92)87111-C].

Alvarez-ldaboy, J.R., Galano, A., Montero, L.A., Martinez, R., "Theoretical Approach to Cationic Polymerization of
Alkenylfurans. Il. Ab initio and Semiempirical Study of Relevant Steps in the Reaction Mechanism”, J. Polym. Science,
Part A: Polymer Chemistry, 30, 2497, 1992, A.

Paz, J.A., Vega, R., Rieumont, J., Montero, L.A., Alvarez, J.R., "The site of radical attack at the furan ring from MNDO
calculations", Makromol. Chem., Theory Simul., 1, 99, 1992, A.

Medina, S.A., Montero, L.A., Alvarez-ldaboy, J.R., "Evaluacién de la Calidad de Funciones de Onda Moleculares
Calculadas por Diferentes Métodos Mecano-Cuanticos", Folia Chim. Theoret. Latina, 20, 89 (1992), A.
Gonzalez-Jonte, R., Smeyers, Y.G., Hernandez-Laguna, A., Alvarez-ldaboy, J.R., Montero, L.A., "Modelo tedrico del
paso determinante de la reaccidn entre penicilinas y el anidn peroxilo", Folia Chim. Theoret. Latina, 20, 113 (1992),
A.

Estrada, E., Montero, L.A., "Bond order weighted graphs in molecules as structure-property indices", Molec.
Engineering, 2, 363, (1993), A.

Aguiar, C., Montero, L.A. "Calculo de las conformaciones favorecidas en moléculas furanicas. I. 1 (2 furil) 2 nitro
etenos", Rev. Cub. Quimica, 7, 20 (1993), A.

Esteva, S. Bolivar, J. Alpizar, Y. Rodriguez, A.M. Plutin, J. Llano, L.A. Montero: Estudio Voltamétrico de la Tiourea y
Algunos de sus Derivados en KCIO 4 Sobre el Electrodo de Gota Estacionaria de Mercurio. Aceptado en Rev. Fac.

Quim., Univ. Auténoma de Yucatdn, 1993.

Sierra, L.R., Kassab, E., Evleth, E., Montero, L.A., "Calculos semiempiricos de la estructura y reactividad en sistemas
zeoliticos", Folia Chim. Theoret. Latina, 21, 39 (1993), A

Montero, L.A., Gonzdlez-Jonte, R., Diaz, L.A., Alvarez-ldaboy, J.R. "Theoretical Model of Furan and 2
Furancarboxaldehyde. The Molecular Structure and Vibrational Spectra, Including Isotopic Effects”, J. Phys. Chem.,
98, 5607 (1994), A.

Sierra, L.R., Kassab, E., Evleth, E., Montero, L.A., "Estudio semiempirico de la coadsorcién del amonio en un modelo
de zeolita", Folia Chim. Theoret. Latina, 22, 61 (1994), A.

Mir, M., Sierra, Rodriguez, G., Fuentes, L., Montero, L.A., "Estudio de la reactividad quimica en zeolitas a partir de
una estructura experimental refinada", Folia Chim. Theoret. Latina, 22, 187 (1994), A.

Paz, José A., Rieumont, Jacques, Montero, Luis A., Alvarez, J. Raul, “MNDO calculations on the reactivity of furan
compounds towards polymeric radicals”, Polymer, 36, 5011 — 5013 (1995) A.

Smeyers, Y.G., Taki Al-Hakakk, M., Montero, L.A. "MNDO/PM3 theoretical study of polymerization initiators:
application to benzophenol-ketyl radical", J. Molec. Struct. (THEOCHEM), 335, 205 (1995), A [d0i:10.1016/0166-
1280(94)04002-A].

Montero, L.A., Introduccion a la Computacion: Sistema Operativo DOS, Universidad de La Habana, La Habana, 1996,
B.

Evleth, E. M., Kassab, E., Jessri, M., Allavena, M., Montero, L., Sierra, L. R., "Calculation of the Reaction of Ethylene,
Propene and Acetylene on Zeolite Models", J. Phys. Chem. 100, 11368 (1996), A.

Llano, J., Montero, L.A., "p-Bonding Contribution to Restricted Internal Rotations in Saccharides"”, J. Comp. Chemistry,
17,1371 (1996), A.

Cruz, E., Garcia, A., Ballester, L., Montero, L.A. “Modeling the structure and study of the electronic transitions of
imidazole derivatives by MNDO and CNDO methods”, Rev. Cubana de Quimica 8 (1), 26 — 31 (1996), A.

Piris, M., Montero, L.A., Cruz, N., "The Bardeen - Cooper - Schriefer approach to electron correlation in the density
matrix formalism" J. Chem. Phys. 107, 180 (1997), A.

Quijano, J., Marin, R.E., Chamorro, E., Valencia, C., David, J., Montero, L.A. “Estudio Semiempirico de Estructurasy
Propiedades del Estado de Transicidn en la Termdlisis de B-hidroxiésteres”, Rev. Fac. de Ciencias, Univ. Nacional de
Colombia, Sede Medellin, 5, (1), 81 (1997), A.

Montero, L.A., HAVMOL: Calculations of Molecular Structure and Properties by a Quantum Mechanical Approach,
According to the ab initio SCF MO Theory of Roothaan. Quantun Chemistry Program Exchange program: QCMP 182,

12



78.

79.

80.

81.

82.

83.

84.

85.

86.

87.

88.

89.

90.

91.

92.

93.

94.

95.

96.

97.

University of Indiana, Bloomington, 1997, P [http://www.qcpe.indiana.edu/cgi-bin/view_catalog.pl?section=13].
Diaz, I, Montero, L.A., Mufioz, F., Donoso, J., “Theoretical Pattern of the Selective Hydration and Tautomerization
Effects on Pyridoxal and Pyridoxamine 5'-Phosphate UV-Visible Spectra: a Tool to Band Assignment”, J. Molec. Struct.
(THEOCHEM), 433, 279, (1998), A [DOI:10.1016/S0166-1280(98)00033-5].

Mora-Diez, N., Montero, L.A., Fabian, J., “Molecular Orbital Modeling of Solvent Effects on Excited States of Organic
Molecules”, J. Molec. Struct. (THEOCHEM), 453, 49, (1998), A [DOI:10.1016/50166-1280(98)00186-9].

Ortiz, P.J., Evleth, E. M., Montero, L.A. “Ab Initio SCF GIAO/NMR Study of H and C13 NMR Spectra of Furan-2-
Carboxyaldehyde Isomers", J. Molec. Struct. (THEOCHEM), 432, 121, (1998), A [DOI:10.1016/50166-1280(98)00041-
4].

Montero, L.A., Esteva, A.M., Molina, J., Zapardiel, A., “Un modelo computacional del equilibrio quimico”, Memorias
del XI Congreso de la Asociacion Quimica de Colombia, Bucaramanga, Colombia, 1998, p.

Lam, A,, Sierra, L.R., Rojas, G., Rivera, A., Rodriguez — Fuentes, G., Montero, L.A., “Theoretical study of the physical
adsorption of aspirin on natural clinoptilolite”, Micropor. Mesopor, Materials, 23, 247 (1998), A.

Montero, L.A., Esteva, A.M., Molina, J., Zapardiel, A., Herndndez, L., Mdrquez, H., Acosta, A., “A Theoretical Approach
to Analytical Properties of 2,4—-Diamino—=5-Phenylthiazole in Water Solution. Tautomerism and Dependence on pH”, J.
Am. Chem. Soc., 120, 12023, (1998), A.

Ruiz - Salvador, A.R., Gomez, A., Lewis, D.W., Rodriguez - Fuentes, G., Montero, L., “Silicon - Aluminium Distribution
in Dehydrated Calcium Heulandite”, PCCP Phys. Chemistry Chem. Physics, 1, 1679, (1999), A.

Fabian, J., Rosquete, G. A., Montero, L. A. "Single Configuration Interaction Study on conjugated Betainic
Chromophores Based on DFT Optimized Geometries", J. Mol. Struct. (THEOCHEM) 469, 163, (1999), A
[DOI:10.1016/50166-1280(98)00585-5].

J.A. Pino, L.A. Montero, M.A. Iglesias, “Estudio de las relaciones entre el olor frutal y la estructura molecular de los
ésteres”, Ciencia Tecnologia Alimentos 9, 25-32, (1999), A

Ruiz-Salvador, A.R., Gdmez, A., Lewis, D.W., Catlow, C.R.A., Rodriguez - Albelo, L.M., Montero, L., Rodrguez -
Fuentes, G. “Clinoptilolite-heulandite polymorphism: structural features from computer simulation”, PCCP Phys.
Chemistry Chem. Physics 2, 1803-1814 (2000), A.

Montero, L.A., Molina, J., Fabian, J., “Multiple Minima Hypersurfaces of Water Clusters for Calculations of
Association Energy”, Int. J. Quantum Chem., 79, 8-16, (2000),A.

E. Sanchez Garcia, Luis A. Montero, José M. Hermida, Roberto Cruz, Gerardo Gonzalez, “Célculo de la energia de
asociacion en clusters de acetona mediante la aproximacidn de la Hipersuperficie de Multiples Minimos”. Rev. Cub.
Fisica, 17, 41-45, (2000), A.

Codorniu Hernandez, E., Martinez Luzardo, F., Mesa lbirico, A., Santana Romero, J.L., Montero Cabrera, L.A., “Estudio
tedrico de caracteristicas estructurales de mondémeros y dimeros de taninos vegetales" Folia Chim. Theoret. Latina,
28, 99-115, (2000), A

Otero-Calvi, A., Montero, L.A., "Estudio comparativo de los métodos de Hartree Fock (HF) y de funcionales de la
densidad (DFT) para la obtencidn de geometrias de complejos carbonilos de Ni", Folia Chim. Theoret. Latina, 28, 77-
87, (2000), A.

Galano, A., Alvarez - Idaboy, J.R., Montero, L.A., Vivier - Bunge, A. "OH Hydrogen Abstraction Reactions from Alanine
and Glycine: A Quantum Mechanical Approach", J. Comp. Chem. 22,1138 - 1153 (2001), A.

Codorniu Hernandez E., Montero Cabrera L.A., Martinez Luzardo F., Mesa lbirico A. Santana Romero J.L.
"Caracteristicas estructurales de mondémeros de taninos constituyentes de residuos forestales. Efectos del Solvente",
CD-ROM del VII Taller de la Catedra del Medio Ambiente, La Habana (2001) Publicacidn electrdnica. ISBN: 959- 7136-
09-0.

Codorniu Hernandez E., Montero Cabrera L.A., Martinez Luzardo F., Mesa Ibirico A. Santana Romero J.L. "Efectos del
solvente sobre la reaccién de condensacién de dimeros de taninos constituyentes de residuos forestales", CD-ROM
del Vil Taller de la Catedra del Medio Ambiente, La Habana (2001) Publicacidon electrdnica. ISBN: 959-7136-09-0
Montero, L.A., Diaz, L.A., Castillo, N., “UV-VIS spectrum of simple hydrocarbons in a zeolite cavity. A supramolecular
charge transfer”, Chem. Phys. Lett., 364, 176-179, (2002).

Codorniu-Hernandez, E., Mesa-lbirico, A., Montero-Cabrera, L.A., Martinez-Luzardo, F., Borrmann, T., Stohrer, W.-D.
“Theoretical Study of Flavonoids and Proline Interactions. Aqueous and Gas Phases”, J. Mol. Struct. THEOCHEM., 623,
63 — 73 (2002) [DOI:10.1016/S0166-1280(02)00663-2].

Galano Jiménez, A., Montero Cabrera, L.A., Alvarez Idaboy, J.R., Londaitsbehere Trujillo, A., "Un modelo

13



98.

99.

100.

101.

102.

103.

104.

105.

106.

107.

108.

109.

110.

111.

112.

113.

114.

115.

computacional de reacciones relacionadas con el mal de Alzheimer al nivel molecular", Rev. Cub. Inv. Biomédicas, 21,
54 -59 (2002), A.

Marrero Ponce, Y., Cabrera Pérez, M.A., Romero Zaldivar, V., Ofori, E., Montero, L.A. “Total and Local Quadratic
Indices of the ‘Molecular Pseudograph’s Atom Adjacency Matrix’. Application to Prediction of Caco-2 Permeability of
Drugs” Int. J. Mol. Sci. 4, 512-536 (2003).

Montero, Luis A., Diaz, Lourdes A., Bader, Richard, eds., “Introduction to Advanced Topics of Computational
Chemistry”, Editora Universitaria, La Habana, 2003, [http://karin.fq.uh.cu/advcompchem/].

Montero, L.A., Lage — Castellanos, A., Montero, A.L, Fabian, J.. “Computational Model for the Electronic Excitation
and Deactivation of Glyoxal”, in Montero, L.A., Diaz, L.A., Bader (eds.), Introduction to Advanced Topics of
Computational Chemistry, pp. 309 - 322, 2003 [http://karin.fq.uh.cu/advcompchem/glioxal.pdf]

Montero, Luis A., Montero, Ana L. “A swinging transition state and internal reaction coordinate of glyoxal for the
stimulated decomposition into H2 and CO” Chemistry Preprint Server, Physical Chemistry (2003), 1-2,
[CPS:physchem/0301006].

Crespo-Otero, R., Montero, L.A., Rosquete, G., Padron-Garcia, J.A., Gonzdlez-Jonte, R.H. “Theoretical Model of
Internal Rotation in Monosubstituted Derivatives of Furfural”, J. Comput. Chem., 25, 429-438 (2004).
Sanchez-Garcia, Elsa, George, Lisa, Montero, Luis A., Sander, Wolfram “1:2 Formic Acid/Acetylene Complexes: Ab
Initio and Matrix Isolation Studies of Weakly Interacting Systems” J. Phys. Chem. A 108, 11846-11854 (2004).
Padrén-Garcia, J.A., Crespo-Otero, R., Hernandez-Rodriguez, E.W., Garriga, P., Montero, L.A., and Garcia-Pifeiro, J.C.,
“Patterns of Retinal Light Absorption Related to Retinitis Pigmentosa Mutants from In Silico Model Structures of
Rhodopsin”, PROTEINS: Structure, Function, and Bioinformatics, 57, 392-399 (2004).

Ferro, N.; Tacoronte, J. E.; Montero, L. A.; Cabrera Pedroso, M. T.; Zaldo, A., “Ecdysteroids Il. Geometrical and
electronic properties: a QSAR approximation to determine the potential of biological activity”. CENIC Chemical
Sciences 36, 106-114 (2004).

Codorniu-Hernandez, E., Mesa-lbirico, A., Hernandez-Santiesteban, R., Montero-Cabrera, L.A., Martinez-Luzardo, F.,
Santana-Romero, J.L., Bormann, T, Stohrer, W.D. "Essential aminoacids interacting with flavonoids. A theoretical
approach". Int. J. Quant. Chem. 103, 82-104 (2005)

Codorniu-Hernandez, E., Mesa-lbirico, A., Hernandez-Santiesteban, R., Montero-Cabrera, L.A., Martinez-Luzardo, F.,
Stohrer, W.D. "MO-calculations on the solvation effects on the structural characteristics of flavonoids from bark of
forestry species", Journal of Molecular Structure: THEOCHEM, 715/1-3, 227-239 (2005)
[DOI:10.1016/j.theochem.2004.09.059].

Alvarez-Ginarte, Yoanna Maria, Crespo, Rachel, Montero-Cabrera, Luis Alberto, Ruiz-Garcia, José Alberto, Marrero
Ponce, Yovani, Santana, Roberto, Pardillo-Fontdevila, Eladio, Alonso-Becerra, Esther, “A novel in-silico approach for
QSAR Studies of Anabolic and Androgenic Activities in the 173-hydroxy-5a-androstane Steroid Family”, QSAR &
Combinatorial Science, 24/ 2/, 218-226 (2005) [DOI: 10.1002/gsar.200430889].

Sanchez-Garcia, Elsa, Studentkowski, Marc, Montero, Luis A., Sander, Wolfram, “Noncovalent Complexes between
Dimethyl Ether and Formic Acid—An Ab Initio and Matrix Isolation Study”, ChemPhysChem 6, 618 — 624 (2005) [DOI:
10.1002/cphc.200400430].

Schonfeld, P., Montero, L., Fabian, J., “A Combined Experimental and Quantum Chemical Study of the Putative
Protonophoric Activity of Thiocyanate”, Biophysical J. 89, 1 -12 (2005) [DOI: 10.1529/biophysj.105.059006]
Crespo-Otero, Rachel, Montero, Luis Alberto, Stohrer, Wolf-Dieter, Garcia de la Vega, José M. “Basis set superposition
error in MP2 and density functional theory: A case of methane — nitric oxide association”, J. Chem. Phys, 123,
134107-134114 (2005) [DOI: 10.1063/1.2042451].

Ferro, N., Tacoronte, J.E., Reinard, T., Bultinck, P., Montero, L.A., “Structure-activity analysis on ecdysteroids: A
structural and quantum chemical approach based on two biological systems”, J. Molec. Struct. (THEOCHEM) 758, 261
- 272 (2005) [DOI:10.1016/j.theochem.2005.10.027].

Sanchez-Garcia, Elsa, Montero, Luis A. “Analisis de semejanza en las asociaciones moleculares de la amilosa con
algunos compuestos organolépticos”, Rev. Cub. Fisica, 22, 73-80 (2005)

Portugal, Samira G.M.; Montero-Cabrera, Luis A.; Diaz, Lourdes A.; Brinn, Ira Mark, “Excited State Acidity of
Bifunctional Compounds. 9. Excited State Intramolecular Proton Transfer in 3,5-Dihydroxy-7,4'-Dimethoxyflavone
and 3,5-Dihydroxy-7,4'-Dimethoxyflavanone. Spectral and Fluorescence Decay Results”, Journal of Photochemistry
and Photobiology A: Chemistry , 181A, 370 - 377 (2006) [DOI:10.1016/j.jphotochem.2005.12.022].

Alvarez-Ginarte, Yoanna; Crepo-Otero, Rachel; Marrero-Ponce, Yovani; Montero, Luis; Ruiz-Garcia, Jose Alberto;

14



116.

117.

118.

119.

120.

121.

122.

123.

124,

125.

126.

127.

128.

129.

130.

131.

Padrén-Garcia, J. Alexander; Torrens - Zaragoza, Francisco, “Quantitative Structure-Activity Relationship of the 4,5@3-
dihydrotestosterone Steroid Family", QSAR & Combinatorial Science, 25, 881 — 894 (2006) [DOI:
10.1002/gsar.200510162].

Pérez-Badell, Yoana; Montero, Luis A., “Effect of the Si/Al relationship on the UV-Vis Spectrum of a propene-zeolite
system. A theoretical approach”, J. Molec. Struct. (THEOCHEM), 769, 77-82 (2006)
[DOI:10.1016/j.theochem.2006.05.029].

Montero, Ana L.; Montero Cabrera, Luis Alberto; Martinez, Ricardo; Spange, Stefan, “Ab initio modelling of
crosslinking in polymers. A case of chains with furan rings”, J. Molec. Struct. (THEOCHEM), 770, 99-106 (2006) [
DOI:10.1016/j.theochem.2006.05.027].

Otero-Calvi, Alexis; Aullon, Gabriel; Alvarez, Santiago; Montero, Luis A.; Stohrer, Wolf-Dieter, “Bonding and Solvation
preferences of nickel complexes [Ni(S2PR2)2] (R= H, Me, OMe) according a natural bond orbital andlisis” , J. Molec.
Struct. (THEOCHEM), 767, 37 (2006). [DOI:10.1016/j.theochem.2006.04.039]

Sanchez — Garcia, E.; Montero, L.; Sander, W. “Computational Study of Non — Covalent Complexes between
Formamide and Formic Acid”, J. Phys. Chem. A., 110, 12613-12622 (2006) [DOI: 10.1021/jp0553636]
Sanchez-Garcia, Elsa, Mardyukov, Arthur, Studentkowski, Marc, Montero, Luis A., Sander, Wolfram “Furan-Formic
Acid Dimers: An ab Initio and Matrix Isolation Study”, J. Phys. Chem. A 110, 13775-13785 (2006) [DOI:
10.1021/jp065064w].

Crespo-Otero, Rachel, Pérez-Badell, Yoana, Padron-Garcia, Juan Alexander, Montero-Cabrera, Luis Alberto,
"Exploring the potential energy surfaces of association of NO with aminoacids and related organic functional groups.
The role of entropy of association", Theor. Chem. Accounts, 118, 649 - 663 (2007) [DOI 10.1007/s00214-007-0346-y].
Morera-Boado, Cercis, Alonso-Becerra, Esther, Montero-Cabrera, Luis A., Gonzalez-Jonte, Raul, “Validation of
performances of some semiempirical Hamiltonians for predicting molecular structure calculation of natural
brassinosteroids: Towards understanding their biological activity by electron exchange effects”, J. Molec. Struct.
(THEOCHEM), 819 (1-3) 109-120 (2007) [DOI:10.1016/j.theochem.2007.05.034].

Crespo-Otero, Rachel, Suardiaz’ Reynier, Montero’ Luis Alberto, Garcia de la Vega’' José M. “Potential Energy Surfaces
and Jahn-Teller Effect on CHa...NO Complexes”, J. Chem. Phys., 127, 104305 (2007) [DOI: 10.1063/1.2752805].
Montero-Cabrera, Luis A., Réhrig, Ute, Padron — Garcia, Juan A., Crespo — Otero, Rachel, Montero — Alejo, Ana L.,
Garcia de la Vega, José M., Chergui, M., Rothlisberger, Ursula, “CNDOL: A fast and reliable method for the calculation
of electronic properties of very large systems. Applications to retinal binding pocket in rhodopsin and gas phase
porphine”, J. Chem. Phys., 127, 145102 (2007) [DOI: 10.1063/1.2761869].

Gu. Coronado, J.L., Martin, E., Montero, L.A., Fierro, J.L.G., Garcia de la Vega, J.M. “Effects of the 3- and 4- methoxy
and acetamide substituents and solvent environment on the electronic properties of N-substituted 1,8-
naphthalimide derivatives” J. Phys. Chem., 111(39), 9724-9732 (2007). [DOI: 10.1021/jp075336a]
Codorniu-Hernandez, Edelsys, Rolo-Naranjo, Alberto, Montero-Cabrera, Luis A., “Theoretical affinity order among
flavonoids and amino acid residues: An approach to understand flavonoid—protein interactions”, J. Mol. Struct.
(THEOCHEM), 819 (1-3), 121-129 (2007) [DOI:10.1016/j.theochem.2007.05.036].

Pons, T.; Montero, L.; Febles, J., “Computational biology in Cuba: An opportunity to promote science in a developing
country”. PLoS Comput Biol 3, (11), 2047-2051 (2007) [doi: 10.1371/journal.pcbi.0030227]

Alvarez-Ginarte, Yoanna Maria, Marrero-Ponce, Yovani, Ruiz-Garcia, José Alberto, Montero-Cabrera, Luis Alberto,
Garcia de la Vega, Jose Manuel, Noheda-Marin, Pedro, Crespo-Otero, Rachel, Torrens-Zaragoza, Francisco, Garcia-
Domenech, Ramodn, “Applying Pattern Recognition Methods Plus Quantum and Physico-Chemical Molecular
Descriptors to Analyze the Anabolic Activity of Structurally Diverse Steroids”, J. Comp. Chem., 29, 317-333 (2008)
[DOI: 10.1002/jcc.20745].

Mokarzel-Falcén, L.; Padrdn-Garcia, J. A.; Carrasco-Velar, R.; Berry, C.; Montero-Cabrera, L. A., “In silico study of the
human rhodopsin and meta rhodopsin 1I/S-arrestin complexes: Impact of single point mutations related to retina
degenerative diseases.” PROTEINS: Structure, Function, and Bioinformatics 70, 1133-1141 (2008).[ DOI:
10.1002/prot.21873]

Sanchez-Garcia, E.; Mardyukov, A.; Tekin, A.; Crespo-Otero, R.; Montero, L. A.; Sander, W.; Jansen, G., “Ab initio and
matrix isolation study of the acetylene—furan dimmer”. Chem. Phys., 343, 168-185, (2008)
[d0i:10.1016/j.chemphys.2007.09.053].

Montero-Cabrera, L. A.; Perez-Badell, Y.; Mora-Fonz, M. J., “An Approach to Hydration of Model Silica Materials by
Exploring Their Multiple Minima Hypersurfaces. The Role of Entropy of Association”. J. Phys. Chem. A 112, (13),

15



132.

133.

134.

135.

136.

137.

138.

139.
140.
141.

142.

143.

144,

145.

146.

147.

148.

149.

150.

2880-2887 (2008). [DOI: 10.1021/jp710583n]

Crespo-Otero, Rachel, Suardiaz, Reynier, Pina-Luis, Georgina, Granda Valdés, Mayra, Diaz-Garcia, Marta Elena,
Montero, Luis A. “Theoretical Study of M-dansylaminophenylboronic acid and their species: A sugar chemosensor.”
J. Mol. Struct. (THEOCHEM), 852 (1-3) 71-77 (2008), [DOI: 10.1016/j.theochem.2007.12.028].

Santos, D., Suardiaz, R., Montero, L. A., Pérez, C. “DFT analysis of rotational barriers and chemical shifts in furan
derivatives”, J. Mol. Struct. (THEOCHEM), 852 (1-3) 78-82 (2008) [DOI: 10.1016/j.theochem.2007.12.014].
Otero-Calvi, A.; Montero, L. A.; Stohrer, W.-D., “DFT modelling of cobalt and nickel complexes with dithiophosphinic
acid”. THEOCHEM 859, 93-97 (2008).[d0i:10.1016/j.theochem.2008.03.006]

Alvarez-Ginarte, Y. M.; Crespo-Otero, R.; Marrero-Ponce, Y.; Noheda-Marin, P.; Garcia de la Vega, J. M.; Montero-
Cabrera, L. A.; Ruiz-Garcia, J. A.; Caldera-Luzardo, J. A.; Alvarado, Y. J., “Chemometric and chemoinformatic analyses
of anabolic and androgenic activities of testosterone and dihydrotestosterone analogues”. Bioorganic & Medicinal
Chemistry 16, 6448—6459 (2008).[ d0i:10.1016/j.bmc.2008.04.001]

Fuentes, M. E.; Pefia, B.; Contreras, C.; Montero, A. L.; Chianelli, R.; Alvarado, M.; Olivas, R.; Rodriguez, L. M.;
Camacho, H.; Montero-Cabrera, L. A., “Quantum Mechanical Model for Maya Blue”. International Journal of
Quantum Chemistry 108, 1664—1673 (2008).[ DOI 10.1002/qua.21646)

Montero, L. A., “Knowledge Creation and Knowledge Creators Within the Cuban Higher Education System”. The
International Journal of Cuban Studies, 1, 92 — 101 (2008).

Montero, L. A., History of the Congress of Latin Expression Theoretical Chemists. International Journal of Quantum
Chemistry, 108, (10), 1621 (2008).

Montero, L. A., Pérez, C. “Foreword”. International Journal of Quantum Chemistry, 108, (10), 1617-1620 (2008).
Crespo-Otero, R.; Sdnchez-Garcia, E.; Suardiaz, R.; Montero, L. A.; Sander, W., “Interactions between simple radicals
and water”. Chemical Physics 353, 193-201 (2008).

Codorniu-Hernandez, E.; Schauerte, C.; Rolo-Naranjo, A.; Miranda-Quintana, R.; Montero-Cabrera, L. A.; Boese, R.,
MMH-2 as a new Approach for the Prediction of Intermolecular Interactions: The Crystal Packing of Acetamide.
CrystEngComm 11, 2358 — 2370 (2009).

Crespo-Otero, R.; Bravo-Rodriguez, K.; Suardiaz, R.; Montero, L. A.; Garcia de la Vega, J. M., Theoretical Study of
Imidazole:--NO Complexes. The Journal of Physical Chemistry A 113, (52), 14595-14605 (2009).

Morera-Boado, C.; Alonso-Becerra, E.; Gonzélez-Jonte, R.; Montero-Cabrera, L. A.; Garcia-de-la-Vega, J. M., A
theoretical approach to the solvation of brassinosteroids. J. Mol. Graph. Model. 27, 600-610 (2009).

Morera-Boado, C.; Mora-Diez, N.; Montero-Cabrera, L. A.; Alonso-Becerra, E.; Gonzalez-Jonte, R. H.; Garcia de la
Vega, J. M., Interaction of brassinolide with essential amino acid residues: A theoretical approach. J. Mol. Graph.
Model. 28, 604—611 (2010).

Paez-Hernandez, D.; Ramirez-Tagle, R.; Codorniu-Hernandez, E.; Montero-Cabrera, L. A.; Arratia-Pérez, R., Quantum
relativistic investigation about the coordination and bonding effects of different ligands on uranyl complexes.
Polyhedron 29, 975-984 (2010).

Pérez-Badell, Y.; Crespo-Otero, R.; Méndez-Vega, E.; Montero, L. A., Molecular orbital model of the influence of
interaction between 02 and aluminosilicate sites on the triplet-singlet energy gap and reactivity. J. Mol. Graph.
Model., 28, 746-754 (2010)

Pérez-Badell, Y.; Montero, L. A., Multiple minima hypersurfaces studies of aluminosilicate hydration. Int. J. Quantum
Chem. 110, (3), 586-594 (2010).

Pérez-Badell, Y.; Solans-Monfort, X.; Sodupe, M.; Montero, L. A., A DFT periodic study on the interaction between 02
and cation exchanged chabazite MCHA (M = H+, Na+ or Cu+): Effects in the triplet-singlet energy gap. PCCP 12, 442 —
452 (2010).

Montero, A. L.; Fuentes, M. E.; Menéndez, E.; Orellana, W.; Bunge, C.; Montero, L. A.; Garcia de la Vega, J. M. In
Electron transition energies of single-walled carbon nanotubes: Hartree — Fock’s CNDOL approaches for describing
excitations and related properties, TechConnect WORLD, Conference and Expo 2010, Anaheim, California, 2010; CRC
Press: Anaheim, California, 2010; pp 560-563.

Montero-Alejo, A. L.; Fuentes, M. E.; Menéndez-Proupin, E.; Orellana, W.; Bunge, C. F.; Montero, L. A.; Garcia de la
Vega, J. M., Approximate quantum mechanical method for describing excitations and related properties of finite
single-walled carbon nanotubes. Phys. Rev. B, 81, (23), 235409 (2010).

16



151.

152.

153.

154,

155.

156.

157.
158.

159.

160.

161.

162.
163.

164.

165.

166.

167.

168.

169.

170.

171.

Odio, O. F.; Martinez, A.; Martinez, R.; Crespo-Otero, R.; Montero-Cabrera, L. A., Influence of diosgenin structure on
the polymerization kinetics of acrylamide: An experimental and theoretical approach. J. Mol. Struct. 2011, 985 (1),
34-47.

Montero-Alejo, A. L.; Fuentes, M. E.; Montero, L. A.; de la Vega, J. M. G., Coulomb and Exchange contributions to
electronic excitations of benzene aggregates. Chem. Phys. Lett. 2011, 502 (4-6), 271-276.

Mascini, M.; Del Carlo, M.; Compagnone, D.; Perez, G.; Montero-Cabrera, L. A.; Gonzalez, S.; Yamanaka, H., Multiple
Minima Hypersurfaces Procedures for Biomimetic Ligands Screening In Sensors and Microsystems, Neri, G.; Donato,
N.; d'Amico, A.; Di Natale, C., Eds. Springer Netherlands: 2011; Vol. 91, pp 403-407..

Alvarez-Ginarte, Y. M.; Montero-Cabrera, L. A.; Vega, J. M. G. d. |.; Noheda-Marin, P.; Marrero-Ponce, Y.; Ruiz-Garcia,
J. A, Anabolic and androgenic activities of 19-nor-testosterone steroids: QSAR study using quantum and
physicochemical molecular descriptors. Journal of Steroid Biochemistry & Molecular Biology 2011, 126, 35-45.
Montero-Alejo, A. L.; Menendez-Proupin, E.; Fuentes, M. E.; Delgado, A.; Montforts, F. P.; Montero-Cabrera, L. A.;
Garcia de la Vega, J. M., Electronic excitations of C60 aggregates. PCCP 2012, 14 (37), 13058-13066.

Montero Cabrera, L. A., Emprendimientos en la ciencia cubana: la modelacién computacional de sistemas
nanoscopicos como caso que se ha proyectado imprevistamente al futuro. Anales de la Academia de Ciencias de
Cuba 2012, 2 (1).

Montero Cabrera, L. A., Vision de la ciencia y la tecnologia: problemas actuales. TEMAS 2012, (69), 4-11.
Hernandez-Rodriguez, E. W.; Sdnchez-Garcia, E.; Crespo-Otero, R.; Montero-Alejo, A. L.; Montero, L. A.; Thiel, W.,
Understanding Rhodopsin Mutations Linked to the Retinitis pigmentosa Disease: a QM/MM and DFT/MRCI Study. J.
Phys. Chem. B 2012, 116 (3), 1060-1076.

Perez, G.; Mascini, M.; Sergi, M.; Carlo, M. D.; Roberta, C.; Montero-Cabrera, L. A.; Compagnone, D., Peptides
Binding Cocaine: A Strategy to Design Biomimetic Receptors. Journal of Proteomics & Bioinformatics 2013, 6 (1),
015-022.

Herndndez-Rodriguez, E. W.; Montero-Alejo, A. L.; Lopez, R.; Sdnchez-Garcia, E.; Montero-Cabrera, L. A.; Garcia de la
Vega, J. M., Electron Density Deformations Provide New Insights into the Spectral Shift of Rhodopsins. J. Comput.
Chem. 2013, 34, 2460-2471.

Alvarez-Ginarte, Y. M.; Montero-Cabrera, L. A.; Garcia-de la Vega, J. M.; Bencomo-Martinez, A.; Pupo, A,;
Agramonte-Delgado, A.; Marrero-Ponce, Y.; Ruiz-Garcia, J. A.; Mikosch, H., Integration of ligand and structure-based
virtual screening foridentification of leading anabolic steroids. Journal of Steroid Biochemistry & Molecular Biology,
2013, 138, 348- 358.

Montero Cabrera, L. A., Ciencia sostenible y préspera: planificacion centralizada. TEMAS 2014, (79), 103-108.
Montero Cabrera, L. A.; Alonso Bosch, R.; Barro Cafiamero, A.; Rangel Rivero, A.; Camino Vilard, M.; Leiva Sanchez,
A.; Rankin Rodriguez, R.; de la Guardia Duran, M., El patrimonio de la Universidad de La Habana en las ciencias
naturales y exactas. In El patrimonio cultural de la Universidad de La Habana, Felipe, C.; Baujin, J. A., Eds. Editorial
UH: La Habana, 2014; pp 204-224.

Martinez Gonzalez, M.; Bravo-Rodriguez, K.; Suardiaz, R.; Garcia de la Vega, J.; Montero, L.; Sanchez-Garcia, E.;
Crespo-Otero, R., Complexes of nitric oxide with water and imidazole. Theor. Chem. Acc. 2015, 134 (7), 1-12.
Gonzalez-Santana, S.; Morera-Boado, C.; Montero-Cabrera, L. A.; Trueba, M.; Trasatti, S. P., Pyrrolyl-Silicon
Compounds as Precursors for Donor—Acceptor Systems Stabilized by Noncovalent Interactions. J. Phys. Chem. A
2015, 119 (27), 7038-7051.

Montero Cabrera, L. A., Ciencias y Creencias. Encuentro con la Quimica 2015, 1 (2), 3-6.

Montero Cabrera, L., La Sociedad Cubana de Quimica y su espacio en la Cuba del Siglo XXI: Los “Proyectos Alvaro
Reynoso”. Encuentro con la Quimica 2015, 1 (1), 6-7.

Pérez, G.; Salomdn, L.; Montero-Cabrera, L.; de la Vega, J. G.; Mascini, M., Integrating sampling techniques and
inverse virtual screening: toward the discovery of artificial peptide-based receptors for ligands. Mol Divers 2016, 20,
421-438.

Montero-Cabrera, L. A.; Pérez-Badell, Y.; Piris, M.; Montero-Alejo, A. L.; Garcia de la Vega, J. M.; Varandas, A. J. C,,
Similarity measures between excited singlet and triplet electron densities in linear acenes: an application to singlet
fission Mol. Phys. 2016, 114, 3650-3657.

Montero-Esteva A, Montero-Cabrera LA. Un espejo entre la universidad y la sociedad: |la extensidn universitaria.
UNIVERSIDAD D LA HABANA. 2017 enero-junio, 2017 (283), 114-25.

Varandas, A. J. C.; Martinez Gonzalez, M.; Montero-Cabrera, L. A.; Garcia de la Vega, J. M., Assessing How Correlated

17



Molecular Orbital Calculations Can Perform versus Kohn—Sham DFT: Barrier Heights/Isomerizations. Chemistry — A
European Journal 2017, 23 (38), 9122-9129.

172. Martinez Gonzalez, M.; Hernandez-Castillo, D.; Montero-Cabrera, L. A.; Miranda-Quintana, R. A., Geometrical
distortions and charge transfer in munchnone regio-selectivity: A conceptual density functional study. Int. J.
Quantum Chem. 2017, 117 (24), e25444-n/a.

173. Miranda-Quintana, R. A.; Gonzalez, M. M.; Hernandez-Castillo, D.; Montero-Cabrera, L. A.; Ayers, P. W.; Morell, C.,
Conceptual DFT analysis of the regioselectivity of 1,3-dipolar cycloadditions: nitrones as a case of study. Journal of
Molecular Modeling 2017, 23 (8), 236.

Scientific Meetings:

The most important are in jtalics.

Conferencia de Quimica, Santiago de Cuba, 1967"
Seminario Preparatorio del Congreso Cultural de La Habana, La Habana, 1967

Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1969"

Conferencia de Quimica, Santiago de Cuba, 1969"

Seminario Interdisciplinario de Educacion Permanente, La Habana, 1970

Congreso Nacional de Educacidn, La Habana, 1971

6th. International Symposium on Cellulose Chemistry and Technology, lasi, Rumania, 1971

Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1971

© © Nookr W NE

Forum Cientifico Nacional de Estudiantes Universitarios, La Habana, 1971™*

Conferencia de Quimica, Santiago de Cuba, 1972"

=
©

Expert Meeting on Organization of Educacién, Ulan Bator, Mongolia, 1973"

el
NP

Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1973"

=
w

International Expert Meeting on Combination of Learning and Labor in Educacién, La Habana, 1974™*
3rd. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacién Superior

o
E

Contempordnea), Sofia, Bulgaria, 1974"
15.  Conferencia de Quimica, Santiago de Cuba, 1974
16.  2nd. International Symposium on the Chemistry of Non Benzenoid Aromatic Compounds, Lindau-Bodensee,

Germany, 1974™
17.  4th. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacién Superior

Contemporanea), Sosopol, Bulgaria, 1974*

18.  9th. Conference of Ministries of Higher Education, La Habana, 1974™*
19. Forum Cientifico Nacional de Estudiantes Universitarios, Santa Clara, 1974
20.  5th. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacion Superior

Contemporanea), Budapest, Hungria, 1975"
21. 6th. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacion Superior

Contemporanea), Siofok, Hungria, 1975"

22.  Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1975"
23.  7th. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacion Superior

Contemporanea), Egsdorf (Berlin), Germany, 1976"

24.  1st. Meeting of the International Expert Group on Science Policy in Higher Education, Magdeburg, Germany, 1976"
25.  8th. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacién Superior

Contemporanea), Potsdam, Germany, 1976"
26. Conferencia de Quimica, Santiago de Cuba, 1977"
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59.

60.
61.

62.
63.
64.
65.

9th. Meeting of the Editorial Council of the journal Sovremennaya Visshaia Shkola (La Educacién Superior
Contemporanea), La Habana, 1977*"

3rd. Meeting of the International Expert Group on Science Policy in Higher Education, Cotbus, Germany, 1977"
Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1977"

4th. Meeting of the International Expert Group on Science Policy in Higher Education, Vesprem, Hungria, 1978"

Asamblea Constitutiva de la Sociedad Cubana de Quimica, La Habana, 1978**
5th. Meeting of the International Expert Group on Science Policy in Higher Education, Prague, Checoslovaquia,

1979"
Taller de Investigaciones Cientificas sobre la Educacién Superior, Camagiiey, 1979™*

6th. Meeting of the International Expert Group on Science Policy in Higher Education, Varna, Bulgaria, 1979"
Seminario Nacional de la Educacion Superior, La Habana, 1979

7th. Meeting of the International Expert Group on Science Policy in Higher Education, Halle, Germany, 1980"
International Dobereiner Symposium, Jena, Germany, 1980
Semana Cientifica del Instituto de Quimica y Biologia Experimental, Academia de Ciencias de Cuba, La Habana,

1980"

Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1980"

28th. Congress of the International Union of Pure and Applied Chemistry, Vancouver, Canada, 1981 *

Simposio del Furfural, La Habana, 1981 #

Conferencia Cientifica de la Universidad de La Habana, La Habana, 1981" #

Conferencia de Investigaciones Cientificas acerca de la Educacién Superior, Camagiey, 1981™"

Seminario Nacional de la Educacion Superior, La Habana, 1981"

9th. Meeting of the International Expert Group on Science Policy in Higher Education, Budapest, Hungria, 1982"

Congreso Nacional de la Sociedad Cubana de Quimica, La Habana, 1982™*
Conferencia de Quimica, Santiago de Cuba, 1982
Escuela Latinoamericana de Quimica Tedrica, Mexico D.F., Mexico, 1983

Foro Cientifico Nacional de la Academia de Ciencias de Cuba, La Habana, 1983"
Coloquio sobre el Impacto de la Técnicas de Computo Electrdnico en la Investigacidn Quimica y Bioldgica, La

Habana, 1983"" #

Conferencia de Ciencias Sociales y Naturales de la Universidad Central de Las Villas, Santa Clara, 1984*
Simposio sobre Analisis Estructural Organico mediante Técnicas Espectroscdpicas, La Habana, 1984™
Escuela Latinoamericana de Quimica Tedrica, Caracas, Venezuela, 1984™ #

Conferencia de Quimica y Il Congreso de la Sociedad Cubana de Quimica, Santiago de Cuba, 1985 T H
5th. International Congress on Quantum Chemistry, Montreal, Canada, 1985 "

Semana Cientifica del Instituto de Quimica de la Academia de Ciencias de Cuba, La Habana, 1985"
Escuela Cubana de Quimica Tedrica, Santa Clara, 1986 " #

International Meeting on Quantum Chemistry, Novosibirsk, Rusia, 1986 #

Seminario Cubano sobre Biotecnologia, La Habana, 1986"

Conferencia Cientifica de Ciencias Naturales de la Universidad de La Habana, La Habana, 1986"
V Escuela Latinoamericana de Quimica Tedrica, La Habana, Cuba, 1986** #

Escuela Cubana de Quimica Tedrica, Santiago de Cuba, 1987 % #
Congreso de Ciencias Farmacéuticas, La Habana, 1987" #
Congress of the World Association of Theoretical Organic Chemists, Budapest, Hungria, 1987 *

2nd. Symposium on Chemical Reactivity and Elementary Processes, Liblice, Checoslovaquia, 1987"
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96.
97.
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99.

100.
101.
102.
103.

104.
105.

106.

Taller Internacional sobre Ensefianza de la Quimica, La Habana, 1988™* #

Escuela Cubana de Quimica Tedrica, Pinar del Rio, 1988**#

International Meeting on Quantum Chemistry, Burgas, Bulgaria, 1988" #

International Symposium on Quantum Chemistry, Tratranska Lomnica, Checoslovaquia, 1988™
5th. International Symposium on Furan Chemistry, Riga, Letonia, 1988"

Congreso de Informatica'88, La Habana, 1988"

Seminario Cientifico del Centro Nacional de Investigaciones Cientificas, La Habana, 1988"
Taller Nacional de Aplicaciones de la Computacién a la Biologia, La Habana, 1988**

Reunion Cientifica de Profesores del Instituto Superior Pedagdgico de Pinar del Rio, Pinar del Rio, 1988™ #
Symposium on the Theory of Environmental Effects on Molecular Structure and Chemical Reactivity, St. John's,

Canada, 1989" #

Escuela Cubana de Quimica Tedrica, Camagtiey, 1989™* #

Coloquio de Computacion y Matematica Aplicada a las Ciencias Naturales, La Habana, 1989"
Workshop on Aspects of Molecular Graphics, Pisa, Italia, 1989 #

Taller Internacional sobre Ensenanza de la Quimica, La Habana, 1990™* #

Conferencia de Quimica, Santiago de Cuba, 1990™ #

Jornada Cientifica del Instituto Superior Pedagdgico de Pinar del Rio, Pinar del Rio, 1990™ #
Seminario 25 Aniversario del Instituto Cubano de Investigaciones de Derivados de la Cafia de Azlcar, La Habana,
1990

Jornada de Aplicaciones de la Computacién en Quimica, Santiago de Cuba, 1990 #

Jornada Cientifica Estudiantil de la Facultad de Quimica y de la Universidad de La Habana, La Habana, 1990
International Symposium on Applied Theoretical Chemistry, La Habana, 1990**

2nd. Congress of the World Association of Theoretical Organic Chemists, Toronto, Canada, 1990*#

29"°. Congreso de Quimicos Tedricos de Expresion Latina, Roma, Italia, 1990*

Scientific Meeting of Graduates from USSR Higher Education Centers (invited scientist and chairman of a session),
La Habana, 1990*

7th. International Congress of Quantum Chemistry, Menton, Francia, 1991*

14th. Austin Symposium on Molecular Structure, Austin, Texas, USA, 1991 #

International School of Theoretical Chemistry in Pinar del Rio, Pinar del Rio, Cuba, 1992 ** #
Sanibel Symposium, St. Augustin, Florida, USA, 1993*

Congress of the International Society of Theoretical Chemical Physics, Girona, Espafia, 1993 *#

Congreso de la Sociedad Cubana de Fisica, La Habana, Cuba, 1994 *

Conferencia de Quimica, Santiago de Cuba, Cuba, 1994 #*

Congreso de Quimica del Sureste de México, Mérida, México, 1995 *

Symposium on Experimental and Computational Chemistry: The Fruitful Interplay, Erlangen, Germany, 1995.
Escuela Iberoamericana de Quimica Computacional y Disefio Molecular, La Habana, Cuba, 1996**

Sanibel Symposium, St. Augustin, Florida, USA, 1996.*

16th. Austin Symposium on Molecular Structure, Austin, Texas, USA, 1996 #

La Cristalografia y la Industria Farmacéutica, Granada, Espaifa, 1996#.

Conferencia de Quimica, | Simposio de Quimica Computacional y Disefio Molecular, Santiago de Cuba, 1996**.
Annual Meeting of the Polar Solids Discussion Group, The Royal Society of Chemistry, University of Sussex,
Brighton, UK, 1996.

Computer Modelling of Inorganic Chemicals: One Day Meeting, The Royal Society of Chemistry, Londres, 1996.
Symposium on the 100th Anniversary of the Discovery of the Electron, Instituto de Materiales y Reactivos,
Universidad de La Habana, La Habana, 1997#

International School on Computational Modeling of Molecules, Instituto Superior de Ciencias y Tecnologia Nuclear,
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La Habana, 1997#
107. Sth Chemical Congress of North America, Cancun, México, 1997#

108. Zda Escuela Iberoamericana de Quimica Computacional y Disefio Molecular, La Habana, Cuba, 1998**.

109. 3rd. European Workshop on Quantum Systems in Physics and Chemistry, Granada, Espafia, 1998"

110. Xl Congreso de la Asociacién Quimica de Colombia, Bucaramanga, Colombia, 1998".

111. XXIV Congreso Internacional de Quimicos Tedricos de Expresion Latina, Puebla, México, 1998%.
112. Fotociencias’99, La Habana, Cuba, 1999**#.

113. Il Taller Iberoamericano sobre Educacion en Ciencia de Materiales, La Habana, Cuba, 1999#
114. Humboldt Symposium on Chemistry, La Habana, Cuba, 1999**#

115. 4th. European Workshop on Quantum Systems in Physics and Chemistry, Marly-le-Roi, France, 1999%

116. 4% South European Conference on Atomic and Molecular Physics, Gandia, Espafia, 1999%

117. “Alexander von Humboldt: un enfoque universal de las ciencias”, Caracas, Venezuela, 1999*

118. 1l Simposio Internacional de Estrés Oxidativo, La Habana, Cuba, 1999*

119. Photodynamics from Isolated Molecules to Condensed Phases, Havana, Cuba, 2000*

120. 3eros. Seminarios de Estudios Avanzados en Disefio Molecular, La Habana, Cuba, 2000**#,

121. V Taller Iberoamericano de Catalisis Computacional, La Habana, Cuba, 2000*

122. 3er. Congreso Nacional de Alimentacién y Nutricidn, La Habana, Cuba, 2001%.

123. | Taller Nacional de Bioinformatica, La Habana, Cuba, 2001*™

124. IV Congreso Internacional de Quimica de la Sociedad Cubana de Quimica, Symposium on Macromolecular
Chemistry, La Habana, 2001*

125. 12™ Interamerican Photochemical Conference, Ascochinga (Cérdoba), Argentina, 2001*

126. Seminario Taller sobre Gestién de la Cooperacién Internacional Universitaria, Centro de Estudios de la Educacion
Superior, Universidad de La Habana, La Habana, Cuba, 2001*

127. Escuela Internacional de Nanoestructuras, Instituto de Materiales y Reactivos, Universidad de La Habana, La
Habana, Cuba, 2001*

128. Seminario acerca de la Modelizacion de Moléculas y Biomoléculas: Estado Actual y Perspectivas, Fundacion Ramon
Areces, Madrid, 2001, ***

129. Fotociencias 2002, La Habana, Cuba, 2002™".

130. IV Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformatica, La Habana, Cuba, 2002**#,

131. 2nd. International Symposium on Photodynamics, Havana, Cuba, 2002#

132. International Congress “Informéatica 2002”, Havana, Cuba, 2002%.

133. X Escuela Internacional de Ciencia y Tecnologia de Materiales, La Habana, Cuba, 2002

134. Seminario sobre Bioinformatica en el Sistema de Salud Publica de Cuba, La Habana, Cuba, 2002#**

135. Seminario Cientifico por el XL Aniversario del Instituto de Ciencias Basicas y Preclinicas “Victoria de Giron”, La
Habana, Cuba, 2002*

136. Symposium on Systems Biology, La Habana, Cuba, 2002*

137. Simposio Cuba — UK de Bioinformatica, La Habana, Cuba, 2002**#

138. Simposio Cuba — Francia de Bioinformatica, La Habana, Cuba, 2003**#

139. Frontiers in Chemical Biology: Biomolecular Dynamics and Force Generation, University of Manchester,
Manchester, UK, 2003 *.

140. V Simposio de Estrés Oxidativo, Instituto Superior de Ciencias Médicas de La Habana, La Habana, Cuba, 2003#.

141. V Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformatica, La Habana, Cuba, 2004**.

142. 3rd. International Meeting on Photodynamics, Havana, Cuba, 2004*

143. 5™, International Congress on Chemistry and Chemical Engineering, Havana, Cuba, 2004".

144. Coloquio sobre Biologia de Sistemas en Cuba: retos y oportunidades, La Habana, Cuba, 2004

145. Seminario Nacional de Bioinformatica, La Habana, Cuba, 2005

146. XXXI Congreso de Quimicos Tedricos de Expresidn Latina, Isla Margarita, Venezuela, 2005*

147. Simposio Internacional “Conocimiento, ciencia y educacién superior”, La Habana, Cuba, 2005*

148. Cuba— UK Symposium on Chemistry and Life Sciences, La Habana, 2006**#

149. VI Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformatica, La Habana, Cuba, 2006**-

*%
A

21



150.
151.
152.
153.
154.
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165.
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168.
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172.
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178.
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180.
181.
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183.
184.
185.
186.
187.
188.
189.
190.
191.
192.
193.

194.
195.
196.
197.
198.
199.

XXXIl Congreso Internacional de Quimicos Tedricos de Expresidn Latina, Costas de Cartago, Tunez, 2006*
Seminario de Ciencias Criminalisticas, Havana, 2006"

Seminario Cuba — Malasia de Bioinformatica, Havana, 2006"

V Jornada por la Cultura Cientifica dedicada a las Ciencias Exactas y al periodismo cientifico, Havana, 2007*

Il Congreso Nacional de Bioinformatica, Havana, 2007**

XXXIIl Congreso Internacional de Quimicos Tedricos de Expresion Latina, Havana, Cuba, 2007""

Simposio Cuba — Flandes de Bioinformatica, Santa Clara, Cuba, 2008

Universidad 2008, Havana, 2008*

XXXIV Congreso Internacional de Quimicos Tedricos de Expresién Latina, Calabria, Italia, 2008

VIl Seminarios de Estudios Avanzados en Diseifio Molecular y Bioinformatica, La Habana y Varadero, Cuba, 2009**
Nanociencias 2009, La Habana, Cuba, 2009*""

Photodynamics 2010, La Habana, Cuba®

Frontiers in Chemistry, Paris, 2010, France

TECH CONNECT WORLD 2010, Anaheim, California, 2010, USA#

3er Seminario Internacional de Nanociencias y Nanotecnologias, La Habana, Cuba, 2010*

XXXVI Congreso Internacional de Quimicos Tedricos de Expresidn Latina, Anglet, France, 2010*

Science - Bridge Between Austria and Cuba, La Habana, Cuba, 2010*

Seminar of DFG Forschergruppe on Molecular Interactions, Bochum, Germany, 2011

VIl Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformatica, La Habana y Varadero, Cuba, 2011**#
XX Conferencia Internacional de Quimica, Santiago de Cuba, Cuba, 2011*

2nd Peking University Forum on the Frontiers of Nanochemistry, Beijing, China, 2012%,

Workshop on Atomic and Molecular Physics, Varadero, Cuba, 2012%,

Foro de Innovacidn Hispano-Aleman de la Idea al Mercado, DAAD, March, 2013, Madrid, Espafia

IX Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformética, La Habana y Varadero, Cuba, 2013**#
44* World Chemistry Congress, IUPAC, August 2013, Istanbul, Turkey.”

47% General Assembly of [UPAC, August 2013, Istanbul, Turkey.*

“The Chemistry of Initiatives: Entrepreneurship in Scientific Institutions”, diciembre de 2013, La Habana, Cuba.**
Simposio de la Sociedad Cubana de Fisica, Havana, 2014%

XXI Conferencia Internacional de Quimica, Santiago de Cuba, Cuba, 2014*

Optics-Photonics-Photosciences, Havana, Cuba, 2014%

Ciencia y Desarrollo — FLACSO, Universidad de La Habana, Havana, 2014*

21st Conference on Chemistry, Universidad de Oriente, Santiago de Cuba, 2014

Encuentro Internacional por 20 Afios de creacion de la Casa de Altos Estudios Don Fernando Ortiz: Presente y
futuro de las ciencias sociales en Cuba. La Habana, Cuba, 2015".

X Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformética, La Habana y Varadero, Cuba, 2015**#
250th Reunién de la American Chemical Society, Boston, MA, USA, 2015™*

13th Globelics International Conference, Havana, Cuba, 2015.

9t Congress of Science, Technology and Innovation in Chemistry (QUIMICUBA 2015), Havana, Cuba, 2015**

32 Congreso Latinoamericano de Quimica, Concepcidn, Chile, 2016*

InformEx 2016, New Orleans, LA, USA, 2016*

Expociencia 2016, Holguin, Cuba®

VI Simposio Internacional de Quimica, Cayo Santa Maria, Villa Clara, Cuba, 2016#

252% Meeting of the American Chemical Society, Boston, MA, USA, 2016#

Off Year 2016 Meeting of Physical and Biophysical Chemistry Division of IUPAC, East Lansing, Michigan, USA, 2016
“Sustainable Community Development and STEAM Fields: What We Can Learn from a Changing Cuba”, Rutgers
University, Camden, NJ, USA, 2016#

Hot Topics in Chemistry, Havana, Cuba, 2017**

EMN Summer Meeting, Havana, Cuba, 2017, ** #

UNIVERSIDAD 2018, Evento Preparatorio Provincial, La Habana, Cuba, 2017#

Xl Seminarios de Estudios Avanzados en Disefio Molecular y Bioinformatica, La Habana y Varadero, Cuba, 2017**
SIGESTIC 2017, Varadero, Cuba, 2017#

Hot Topics in Science, Havana, Cuba, 2018**
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200.
201.
202.
203.

WORKSHOP ON HISTORY OF CHEMISTRY “Dr. LUIS FELIPE LE ROY”, Havana, 2018#
Taller de Nanociencias, Havana, 2018#

255th ACS National Meeting, New Orleans, USA, 2018# (video conference)

33, Latin American Congress of Chemistry, Havana, 2018%**

* active participation or submitted paper

k% . .
organizer of the meeting

#invited lecturer

Invited Lectures:

1. Universidad Nacional Autdnoma de Nicaragua, Managua, Nicaragua, 1982

2. Universidad Nacional Autdnoma de Nicaragua, Ledn, Nicaragua, 1982

3. Universidad Centroamericana, Managua, Nicaragua, 1982

4, Institute of Polymer Chemistry, Academy of Sciences of Germany, Teltow, Germany, 1983

5. Dresden Technical University, Section of Chemistry, Dresden, Germany, 1983

6. Universidad Nacional Auténoma de México, Facultad de Quimica, Divisidn de Estudios de Postgrado, Mexico D.F.,
1983

7. University of Alberta, Dep. of Chemistry, Edmonton, Canada, 1985

8. Dresden Technical University, Section of Chemistry, Dresden, Germany, 1986

9. Joint Institute of Nuclear Research, Dubna, USSR, 1986

10.  Central Institute of Chemical Research, Hungarian Academy of Sciences, Budapest, Hungary, 1987

11. Institute of Organic Chemistry, Bulgarian Academy of Sciences, Sofia, Bulgaria, 1987

12. Consejo Superior de Investigaciones Cientificas, Instituto de Estructura de la Materia, Madrid, Espafia, 1987

13. Instituto Cubano de Investigaciones de los Derivados de la Cafia de Azucar, La Habana, 1987

14, Instituto de Investigaciones Fundamentales de la Agricultura Tropical, Santiago de las Vegas, Cuba, 1987

15.  Consejo Superior de Investigaciones Cientificas, Instituto de Estructura de la Materia, Madrid, Espafia, 1988

16. Universidad de Oriente, Facultad de Fisica, Santiago de Cuba, 1988

17. Centre National de la Recherche Scientifique, Lab. on Dynamics of Molecular Interactions, Université Pierre et
Marie Curie, Paris, France, 1988

18. Universidad Complutense de Madrid, Facultad de Quimica, 1988

19. State University of Moscow, Faculty of Chemistry, Moscow, USSR, 1989

20. Institute of Organic Synthesis of the Latvian Academy of Sciences, Riga, USSR, 1989

21. University of Milan, Institute of Structural Inorganic Chemistry, Milan, Italy, 1989

22. University of Hannover, Institute of Theoretical Chemistry, Hannover, Germany, 1991

23. Dresden Technical University, Institute of Organic and Color Chemistry, Dresden, Germany, 1991

24. Consejo Superior de Investigaciones Cientificas, Instituto de Estructura de la Materia, Madrid, Espafia, 1991

25. University of Linkoping, Dep. of Physics, Linkdping, Sweden, 1991.

26. Centre National de la Recherche Scientifique, Lab. on Dynamics of Molecular Interactions, Université Pierre et
Marie Curie, Paris, France, 1991.

27. Instituto Superior de Ciencias y Tecnologia Nuclear, Dep. de Fisica, La Habana, 1992.

28. Facultad de Quimica, Divisién de Estudios de Postgrado, Universidad Nacional Auténoma de México, México, DF,
1992.

29. Instituto de Fisica, Benemérita Universidad Auténoma de Puebla, Puebla, México, 1992.

30. Dep. of Chemistry, Baker Laboratory, Cornell University, Ithaca, New York, USA, 1992.

31. Ciclo de Conferencias en Fisica Atdmica y Molecular, Consejo Superior de Investigagaciones Cientificas, Madrid,
Espafia, 1992.

32. Instituto de Quimica Computacional, Universidad de Gerona, Gerona, Espafia, 1993.

33. Institute of Quantum Chemistry, Uppsala University, Uppsala, Sweden, 1993.

34, Departamento de Quimica, Universidad de Granada, Granada, Espafia, 1994.

35. Facultad de Ciencias, Universidad Nacional de Colombia, Santafe de Bogota, Colombia, 1994.
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37.
38.
39.

40.
41.
42.
43.
44,
45.
46.
47.
48.
49.
50.
51.
52.
53.
54,

55.
56.
57.

58.
59.

60.
61.
62.
63.
64.
65.

66.
67.
68.

69.
70.
71.
72.
73.
74.
75.
76.
77.
78.
79.
80.
81.

Departamento de Quimica, Universidad Nacional de Colombia, Medellin, Colombia, 1994.

Departamento de Fisica, Universidad de Las Palmas de Gran Canaria, Las Palmas, Espafia, 1994.

Institut fir Organische Chemie, Technische Universitat Dresden, Dresden, Germany, 1995.

Institut fUr Physikalische und Theoretische Chemie, Friedrich - Alexander - Universitat Erlangen-Nirnberg, Erlangen,
Germany, 1995.

Facultad de Ciencias, Universidad Nacional de Colombia, Santafe de Bogota, Colombia, 1995.

Facultad de Ingenieria, Universidad Industrial de Santander, Bucaramanga, Colombia, 1995.

Consejo Superior de Investigaciones Cientificas, Instituto de Estructura de la Materia, Madrid, Espafia, 1995.
Departamento de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, 1995.
Departamento de Quimica y Fisica Tedricas, Consejo Superior de Investigaciones Cientificas, Madrid, Espafia, 1995.
Center for Theoretical Studies of Physical Systems, Clark Atlanta University, Atlanta, Georgia, USA, 1996.

The Royal Institution of Great Britain, London, UK, 1996.

Department of Chemistry, University of Bristol, Bristol, UK, 1996.

Institut fir Organische Chemie, Technische Universitdt Dresden, Dresden, Germany, 1997.

Departamento de Quimica Fisica, Universidad de Santiago de Compostela, Santiago de Compostela, Espafia, 1997.
Department of Chemistry and Biochemistry, University of Arkansas, Fayetteville, Arkansas, USA, 1998.
Department of Chemistry, Cornell University, Ithaca, New York, USA, 1998.

Facultad de Ciencias de la Computacidn, Benemérita Universidad Auténoma de Puebla, Puebla, México, 1998.
Institut fUr Organische Chemie, Technische Universitat Dresden, Dresden, Germany, 1999.

"Graduierte Collegen" am der Institut fiir Organische Chemie, Technische Universitdt Dresden, Dresden, Germany,
1999.

Institut fir Organische Chemie, Ruhr Universitdt, Bochum, Germany, 1999.

Institut fir Organische Chemie, Universitat Bremen, Bremen, Germany, 1999.

Institut fUr Physikalische und Theoretische Chemie, Friedrich - Alexander - Universitat Erlangen-Nurnberg, Erlangen,
Germany, 1999.

Grupo de Modelizaciéon Molecular, Instituto de Biotecnologia, Universidad de Granada, Granada, Espafia, 1999.
Instituto Central de Investigaciones de Matematica y Fisica (ICIMAF), Ministerio de Ciencias, Tecnologia y Medio
Ambiente, La Habana, Cuba, 1999.

Facultad de Ciencias, Universidad Industrial de Santander, Bucaramanga, Colombia, 2000.

Facultad de Quimica, Universidad Nacional de Colombia, Bogotd, Colombia, (February) 2000

Institut fUr Organische Chemie, Universitat Bremen, Bremen, Germany, 2000.

Facultad de Quimica, Universidad Nacional de Colombia, Bogota, Colombia, (November) 2000

Facultad de Agronomia, Universidad de Pinar del Rio, Pinar del Rio, Cuba, 2001.

Instituto Central de Investigaciones de Matematica y Fisica (ICIMAF), Ministerio de Ciencias, Tecnologia y Medio
Ambiente, La Habana, Cuba, 2001.

Facultad de Ciencias, Universidad de Granada, Granada, Espafia, 2001.

Centro de Biofisica Médica, Universidad de Oriente, Santiago de Cuba, Cuba, 2002.

Centro de Investigaciones Biomédicas, Instituto Superior de Ciencias Médicas de La Habana, La Habana, Cuba,
2002.

Institut fir Organische Chemie, Universitat Bremen, Bremen, Germany, 2002.

Institut fir Organische Chemie, Ruhr Universitat, Bochum, Germany, 2002.

Institut de Quimica Computacional, Universitat de Girona, Girona, Espafia, 2002.

Facultad de Quimica, Universidad de Barcelona, Barcelona, Espafia, 2002.

Facultad de Quimica, Universidad Nacional de Colombia, Bogota, Colombia, 2002.

Fundacidn Instituto de Inmunologia de Colombia — FIDIC, Bogota, Colombia, 2002.

Facultad de Biologia, Universidad de La Habana, Havana, Cuba, 2003.

Centro Nacional de Sanidad Agropecuaria, San José de las Lajas, Cuba, 2003

Department of Chemistry, Oxford University, Oxford, UK, 2003.

Centre for Bioinformatics, Imperial College, London, UK, 2003.

The Wolfson Institute, University College of London, London, UK, 2003.

Institut fUr Organische Chemie, Universitdt Bremen, Bremen, Germany, 2003.

Institut fir Organische Chemie, Ruhr Universitdt, Bochum, Germany, 2003.

24



82.
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90.
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92.
93.
94,

95.
96.
97.
98.
99.

100.
101.
102.
103.

104.

105.
106.
107.
108.
109.
110.
111.

112.
113.
114.
115.
116.

117.
118.
119.
120.
121.
122.
123.

124.
125.

126.

Institut de Quimica Computacional, Universitat de Girona, Girona, Espaiia, 2003.

Facultad de Ciencias, Universidad de Cadiz, Cadiz, Espafia, 2003.

Estacion Experimental del Zaidin, CSIC, Granada, Espafia, 2003.

Departamento de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, 2003.

The Wolfson Institute, University College of London, London, UK, 2003.

Faculty of Sciences, Université Henri Poincaré, Nancy, France, 2003.

Instituto de Ciencia Animal, Catalina de Guines, Cuba, 2003.

Department of Chemistry, Oxford University, Oxford, UK, 2004.

Facultad de Quimica, Universidad Nacional de Colombia, Bogota, Colombia, 2004.

Fundacidn Instituto de Inmunologia de Colombia — FIDIC, Bogota, Colombia, 2004.

Facultad de Ciencias, Universidad de Extremadura, Badajoz, Espafia, 2005.

Institut fUr Organische Chemie, Ruhr Universitdt, Bochum, Germany, 2005.

Departament d’Enginyeria Quimica, Escola d’Optica i Optometria, Universitat Politécnica de Catalunya, Catalonia,
Espafia, 2005.

Departamento de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espaia, 2005.

Facultad de Matematica y Computacién, Universidad de La Habana, La Habana, Cuba, 2005.

Centro de Investigaciones de Materiales Avanzados, Chihuahua, México, 2005.

Facultad de Biologia, Universidad de La Habana, La Habana, Cuba, 2006.

Institut fir Organische Chemie, Ruhr Universitdt, Bochum, Germany, 2006.

Physical and Theoretical Chemistry Laboratories, The University of Oxford, Oxford, UK, 2006.

Dipartimento di Scienze Biochimiche, University of Rome “La Sapienza”, Roma, Italia, 2006.

Universidad Autdnoma de Ciudad Juarez, Ciudad Juarez, México, 2006.

Laboratory of Ultrafast Spectroscopy, Institute of Chemical Sciences and Engineering (ISIC), EPFL, Lausanne, Suiza,
2007.

Laboratory of Computational Chemistry and Biochemistry, Institute of Chemical Sciences and Engineering (1SIC),
EPFL, Lausanne, Suiza, 2007.

Departamento de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, 2007.

Centro de Investigaciones de Materiales Avanzados, Chihuahua, México, 2007.

International Institute for the Study of Cuba, London, UK, 2007.

Institute of Ophthalmology of the University College of London, London, UK, 2007.

Faculdade de Ciéncias, Universidade de Lisboa, Lisboa, Portugal, 2008

Centre for Computational Science, University College of London, London, UK, 2008

Consejo Superior de Investigaciones Cientificas, Instituto de Matematica y Fisica Fundamental, Madrid, Espafia,
2008

Universidad Nacional de Colombia, Medellin, Colombia, 2008

Sede Universitaria de San Miguel del Padrén, Universidad de La Habana, Havana, 2009.

Institut fir Organische Chemie, Ruhr Universitat, Bochum, Germany, 2009.

Max-Planck-Institut fiir Kohlenforschung, Miilheim am Ruhr, Germany, 2009

Consejo Superior de Investigaciones Cientificas, Instituto de Matematica y Fisica Fundamental, Madrid, Espafia,
2009

Consejo Superior de Investigaciones Cientificas, Instituto de Cerdmica y Vidrio, Espafia, 2009

Departamento de Quimica Fisica Aplicada, Universidad Auténoma de Madrid, Madrid, Espafia, 2009.
Matematica Viva, Sociedad Cubana de Matematica, La Habana, 2009

Universidad de Chile, Departamento de Fisica, Santiago, Chile, 2010

Forschungszentrum Jilich GmbH, Jilich, Alemania, 2010

Institute of Labour Medicine, La Habana, Cuba, 2011

Laboratory of Computational Chemistry and Biochemistry, Institute of Chemical Sciences and Engineering (1SIC),
EPFL, Lausanne, Suiza, 2011.

Departamento de Quimica, Universidade de Coimbra, Coimbra, Portugal, 2011.

Consejo Superior de Investigaciones Cientificas, Instituto de Matematica y Fisica Fundamental, Madrid, Espafia,
2011

University of Venda, Thohoyandou, Republic of South Africa, 2011.

25



127.
128.
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134,
135.
136.
137.
138.
139.
140.
141.
142.
143.
144,
145.
146.
147.
148.
149.
150.
151.
152.
153.
154.
155.
156.

College of Chemistry and Molecular Engineering, Peking University, Beijing, China, 2012

Dep. of Chemistry and Chemical Biology, Harvard University, Cambridge, Massachusetts, USA, 2012
David Rockefeller Center for Latin American Studies, Harvard University, Cambridge, Massachusetts, USA, 2012
Dep. of Chemistry, City College of New York, New York, USA, 2012

Dep. of Chemistry, University of Alabama, Tuscaloosa, USA, 2012

Dep. of Chemistry, University College of London, London, UK, 2013.

Centro de Estudios para el Perfeccionamiento de la Educacién Superior, Universidad de La Habana, Havana, 2013.
Instituto Nacional de Oncologia y Radiobiologia, Havana, Cuba, 2013

Dep. of Chemistry, Federal University of Sad Carlos, Sad Carlos, Brasil, 2013.

Dep. of Pharmacy, Federal University of Rio de Janeiro, Rio de Janeiro, Brasil, 2013.

Dep. of Chemistry, Pontificial University of Rio de Janeiro, Rio de Janeiro, Brasil, 2013.

Donostia International Physics Center, Donostia, Basque Country, Spain, 2014

Departamento de Quimica Organica, Universidad Auténoma de Madrid, Madrid, Spain, 2014.
Facultad de Ciencias Quimicas, Universidad Auténoma de Chihuahua, Chihuahua, Mexico, 2014
Universidad “Andrés Bello”, Santiago de Chile, Chile, 2015

Institut fir Organische Chemie, Ruhr Universitdt, Bochum, Germany, 2015

Department of Chemistry, University of Texas in El Paso, TX, USA, 2015

Departamento de Quimica, Universidade de Coimbra, Coimbra, Portugal, 2015.

Institute of Materials Sciences, University of Texas in Dallas, TX, USA, 2016

Universidad de Holguin, Holguin, Cuba, 2016

Johns Hopkins School of Medicine, Baltimore, MD, USA, 2016

Johns Hopkins University, Dep. of Chemistry, Baltimore, MD, USA, 2016

Dep. of Chemistry and Chemical Biology, Rutgers University, New Brunswick, NJ, USA, 2016

Dep. of Chemistry and Chemical Biology, Cornell University, Ithaca, NY, USA, 2016

Benemérita Universidad Autdnoma de Puebla, Instituto de Fisica, Puebla, México, 2017
Universidad Nacional Autdnoma de México, Instituto de Fisica, Ciudad de México, México, 2017
Universidad Central Marta Abreu de Las Villas, Santa Clara, Cuba, 2017

Universidad de Ciencias Informaticas, La Habana, Cuba, 2017

Facultad de Fisica de la Universidad de La Habana, La Habana, Cuba, 2018

Institut fUr Organische Chemie, Ruhr Universitdt, Bochum, Germany, 2018

Graduate Courses:
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12.
13.
14.
15.

16.

Applications of computers to chemistry, Centro Nacional de Investigaciones Cientificas, La Habana, Cuba, 1974.
Introduction to Computing Methods, Universidad de La Habana, La Habana, Cuba, 1987, 1988, 1990.

Molecular modeling, Universidad de La Habana, La Habana, Cuba, 1992.

Molecular modeling in personal computers, Universitat de Girona, Girona, Espafia, 1993.

Molecular modeling in personal computers, Universidad de Cadiz, Cadiz, Espafia, 1993.

Molecular modeling in personal computers, Universitat de les llles Balears, Palma de Mallorca, Espaiia, 1993.
Molecular modeling in personal computers, Universidad de Granada, Andalucia, Espafia, 1993.

Molecular modeling in personal computers, Universidad Auténoma Metropolitana (lztapalapa), México, D.F., 1993.
Molecular modeling in personal computers, Universidad de La Habana, La Habana, 1994.

Molecular modeling in personal computers, Universidad Nacional de Colombia, Santafe de Bogota, 1994.
Advanced operating systems for PC's: Windows and Unix, Universidad de La Habana, Facultad de Quimica, La
Habana, yearly since 1994.

Introduction to computational chemistry, Universidad Nacional de Colombia, Medellin, 1997.

Introduction to computational chemistry, Facultad de Quimica, Universidad de La Habana, La Habana, 1998.
Introduction to computational chemistry, Instituto de Quimica, Universidad Mayor de San Andrés, La Paz, Bolivia,
2000.

Introduction to computational chemistry, Escuela de Quimica, Universidad Industrial de Santander, Bucaramanga,
Colombia, 2000.

Introduction to Linux operating system, Escuela de Quimica, Universidad Industrial de Santander, Bucaramanga,
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Colombia, 2000.

17.  Introduction to Linux operating system, Escuela de Matematica, Universidad Industrial de Santander, Bucaramanga,
Colombia, 2000.

18.  Introduction to Linux operating system, Escuela de Quimica, Universidad Nacional de Colombia, Medellin,
Colombia, 2000.

19.  Molecular interactions, Sonderforschungbereich fiir supramoleculare Chemie, Universitat Essen and Ruhr -
Universitdat Bochum, Essen - Bochum, 2000

20. Introduction to computational chemistry, Facultad de Ingenieria, Universidad Nacional de Colombia, Manizales,
Colombia, 2001.

21.  Introduction to computational chemistry, Faculty of Sciences, Université Henri Poincaré, Nancy, France, 2003.

22.  Introduction to computational chemistry, Faculty of Chemical Sciences, Universidad Auténoma de Chihuahua,
Chihuahua, México, 2005.

23. Introduction to computational chemistry, Universidad Autonoma de Ciudad Juarez, Ciudad Juérez, México, 2006.

24. Introduction to molecular modelling, Universidad de La Habana, La Habana, 2006.

25.  Practical introduction to management of scientific literature: Endnote, Centro de Investigaciones de Materiales
Avanzados, Chihuahua, México, 2007.

26.  Molecular interactions and computational chemistry, Faculty of Chemical Sciences, Universidad Auténoma de
Chihuahua, Chihuahua, México, 2007

27.  Multiple Minima Hypersurfaces, Universidad Nacional de Colombia, Medellin, 2008.

28.  Introduction to molecular modelling, University of Venda, Thohoyandou, Republic of South Africa, 2011.

29.  Chem 253 - Modeling Matter at Nanoscales: An Introduction to Theoretical and Computational Approaches (Fall
2012), Harvard University, Dep. of Chemistry and Biological Chemistry, Harvard University, Cambridge,
Massachusetts, USA, 2012.

30. Modeling Matter at Nanoscales: An Introduction to Theoretical and Computational Approaches, Dep. of Biology,
Fluminense Federal University, Niteroi, Brasil, 2013.

31. Computational chemistry, Faculty of Chemical Sciences, Universidad Auténoma de Chihuahua, Chihuahua, México,
2014

32. Computational Chemistry, Faculty of Bioinformatics, Universidad de Talca, Talca, Chile, 2015

33.  AS030.407 - Modeling Matter at Nanoscales: An Introduction to Theoretical and Computational Approaches (Fall
2016), Dep. of Chemistry, Johns Hopkins University, Baltimore, Maryland, USA, 2016.

34.  Topics of Computational Chemistry, Faculty of Bioinformatics, Universidad de Talca, Talca, Chile, 2018

Documented Software:

1. Montero, L.A. Alvarez, J.R., Del Bosque, J.R., COPEANE: Cartesian Coordinates and Non Bonded Potentials.

Documented computer program for i-8086/8 processors under MS-DOS, Universidad de La Habana, 1986

Montero, L.A., PPP: Molecular Orbitals and Excited States of Conjugated Molecules by the PPP Method. Documented
computer program for i-8086/8 processors under MS-DOS, Universidad de La Habana, 1986

Montero, L.A., Alvarez, J.R., Cano, R., Gonzalez, M.C., PCILO: Ground State Molecular Energy by Perturbative
Configuration Interaction of Localized Orbitals. Documented computer program for i-8086/8 processors under MS-
DOS, Universidad de La Habana, 1986

Montero, L.A., Leonard, V., MOLGRA: Molecular Graphics. Documented computer program for i-8086/8 processors
under MS-DOS, Universidad de La Habana, 1989

Montero, L.A., Alvarez, J.R., MNDO: Molecular Orbitals and Optimized Geometries by the MNDO Method.
Documented computer program for i-8086/8 processors under MS-DOS, Universidad de La Habana, 1989

Montero, L.A., NDOL: Molecular Orbitals and Excited States by SCF-NDO Methods. Documented computer program
for i-8086/8 processors under MS-DOS, Universidad de La Habana, 1989.

Montero, L.A., ENHANCED MICROMOL: Molecular Orbitals, Optimized Geometries and Force Fields by ab initio SCF
Methods. Documented computer program for i-8086/8 processors under MS-DOS, Universidad de La Habana, 1989
Montero, L.A., ICON: Molecular Orbitals by the Extended Hiickel Theory. Documented computer program for i-8086/8
processors under MS-DOS, Universidad de La Habana, 1989

27



10.

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

Montero, L.A., GEOMOL: Teaching to build Molecular Geometry Models, Documented practical work and computer
program for teaching how to build a molecular geometry model for i-8086/8 processors under MS-DOS, Universidad
de La Habana, 1990.

Montero, L.A., Alvarez, J.R., HAVPAC: Molecular Orbitals and Optimized Geometries by the MNDO, AM1 and PM3
Methods. Documented computer program for i-8086/8 processors under MS-DOS, Universidad de La Habana, 1991.
Montero, L.A., HAVMOL: Calculations of Molecular Structure and Properties by a Quantum Mechanical Approach,
According to the ab initio SCF MO Theory of Roothaan. Documented computer program for i-8086/386 processors
under MS-DOS and MS-WINDOWS, Universidad de La Habana (Havana) and Consejo Superior de Investigaciones
Cientificas (Madrid), 1993.

Montero, L.A., Guevara, N., Mora, N., NDOL32: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 3
for i386-Pentium processors, with enhanced input and output facilities and allowing up to 200 atoms, Technische
Univertitat Dresden, Dresden, 1995 (Windows 95 and NT) and Universidad de La Habana, 1996 (Linux).

Montero, L.A., MOPAC v.6: Semiempirical calculations of molecular properties by MNDO methods. Full
implementation for i-386 and 486 computers of MOPAC v. 6, Universidad de La Habana (Havana), 1994. Release 1.03,
for Windows 95 and NT, and up to 200 atoms, 1997. Linux release, 1999.

Montero, L.A., MOPAC v.7: Semiempirical calculations of molecular properties by MNDO methods. Full
implementation for i-386, 486 and Pentium computers under Linux of MOPAC v. 7, Universidad de La Habana
(Havana), 1995.

Montero, L.A., Cruz, R., MMH: Package of programs for processing data corresponding to multiple minima
hypersurfaces of molecular clusters, for MS-DOS, Universidad de La Habana e Instituto Superior de Ciencias y
Tecnologia Nuclear (Havana), 1997 and 2000. Documented in http://karin.fq.uh.cu/mmh/.

Montero, L.A., NDOL2000: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 3.1 for i386-Pentium
processors, with enhanced input and output facilities and allowing more than 200 atoms, Universidad de La Habana,
2000 (Windows systems).

Montero, L.A., NDOL2004: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 3.95 for i386-Pentium
processors, with enhanced input and output facilities and allowing more than 300 atoms and 800 basis orbitals,
Universidad de La Habana, 2004 (Windows systems).

Montero, L.A., MOPAC6J: Semiempirical calculations of molecular properties by MNDO methods. Full implementation
for i-386 and 486 computers of MOPAC v. 6 including the new Jorgenssen Hamiltonians and MMH facilities,
Universidad de La Habana (Havana), 2004. for Windows and Linux.

Montero, L.A., NDOL2007: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 5 for i386-Pentium
processors, with enhanced input and output facilities and allowing more than 300 atoms and 800 basis orbitals,
Universidad de La Habana, 2007 (Windows systems).

Montero, L.A., NDOL2008: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 6 for i386-Pentium
processors, with enhanced input and output facilities and allowing more than 400 atoms and 800 basis orbitals, and
full single configuration interactions. Universidad de La Habana and Universidad Auténoma de Madrid, 2008
(Windows and Linux systems).

Montero, L.A., NDOL2009: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 6.6 for i386-Pentium
processors, with enhanced input and output facilities and dynamic memory allocation to allowing very large systems
depending on computer availability. Universidad de La Habana and Universidad Auténoma de Madrid, 2009 (Linux
systems).

Montero, L.A., NDOL2010: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 6.7 for i386-Pentium
processors, with enhanced SCF convergence criteria and facilities for batch calculations on different structures odf the
same system. Universidad de La Habana and Universidad Auténoma de Madrid, 2010 (for both Windows and Linux
systems). Copyrighted in Havana.

Montero, L.A., NDOL2015: Molecular Orbitals and Excited States by SCF-NDO Methods. Version 7.0.3 with more rich
SCF convergence menu and facilities to map electron densities corresponding to different excited states. Universidad
de La Habana, 2015 (for both Windows and Linux systems). Copyrighted in Havana.

Participation in funded projects for research:
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Title: Fisica tedrica de moléculas

Funding entity: Consejo Superior de Investigaciones Cientificas, Madrid, Espaia

Lasting time: 1987 to 1990

Main researchers: Luis A. Montero and Yves G. Smeyers (Consejo Superior de Investigaciones Cientificas, Madrid, Espafia)

Title: Theoretical Chemistry in Personal Computers: Creation and Education.

Funding entity: Swedish Agency for Research Cooperation with Developing Countries (SAREC), Stockholm, Sweden.
Lasting time: 1991 to 1994

Main researchers: Sten Lunnel (Uppsala University, Sweden) and Luis A. Montero

Title: Theoretical Chemistry

Funding entity: Deutsche Akademischer Austauchdienst (DAAD), Bonn, Germany.
Lasting time: 1996 to 1997

Main researcher: Luis A. Montero

Title: Disefio y Modelacion de Procesos Moleculares de Interés Bioldgico y Ambiental.
Funding entity: Ministerio de Ciencias, Tecnologia y Medio Ambiente, La Habana, Cuba.
Lasting time: 1995 to 1998

Main researcher: Luis A. Montero

Title: Partnership for the use of personal computers and clusters of PC's in computational chemistry
Funding entity: Deutsche Akademischer Austauschdienst (DAAD), Bonn, Germany.

Lasting time: 2002 to 2005

Main researchers: Luis A. Montero and Wolf-Dieter Stohrer (University of Bremen, Germany)

Title: Synthesis, inmobilisation and electrochemical characterization of metalloporphyrinoids for catalysis, as sensors and
for light induced electron transfer

Funding entity: Deutsche Forschungsgemeinschaft

Lasting time: 2006 to 2008

Main researchers: Franz-Peter Montforts (University of Bremen, Germany) and Luis A. Montero

Title: Conformations and associations of carbohydrates — computation and experiment
Funding entity: The Royal Society of Great Britain

Lasting time: 2007 to 2008

Main researchers: Lavina Snoek (University of Oxford, UK) and Luis A. Montero

Title: Virtual Center of Bioinformatics, Scientific Education and Creation
Funding entity: Spanish Agency of International Cooperation for Development
Lasting time: 2009 to 2012

Main researchers: José M. Garcia de la Vega (Spain) and Luis A. Montero

Title: Estados electrénicos de grafenos, nanotubos de carbono, fulerenos y nanocristales con posibles dopantes
Funding entity: Universidad Autonoma de Madrid and Banco Santander

Lasting time: 2009 to 2010

Main researchers: José M. Garcia de la Vega (Spain) and Luis A. Montero

Title: Avaliagdo dos produtos naturais bioativos de organismos marinhos com potencial uso no tratamento de doengas
infecciosas

Funding entities: CAPES and MES-CUBA

Lasting time: 2013 - 2015

Main researchers: Valeria Laneuville Teixeira (Brasil) and Luis A. Montero

29



Title: Racionalizacién de la regioselectividad y la estereoselectividad de reacciones orgdnicas empleadas en “Click
Chemistry” en ausencia de catalizadores

Funding entities: CITMA and MES-CUBA

Lasting time: 2013 - 2016

Main researchers: Luis A. Montero

Title: Densidades electrdnicas de excitones nanoscdépicos. Posibles aplicaciones fotofisicas y fotoquimicas
Funding entities: CITMA and MES-CUBA

Lasting time: 2018 - 2021

Main researchers: Luis A. Montero

Title: Disefio in silico de nanoparticulas portadoras de protporfirina ix para la terapia fotodinamica del cancer
Funding entities: CITMA and MES-CUBA

Lasting time: 2018 - 2021

Main researchers: Luis A. Montero

Title: Modelacién tedrica de la relaciéon Estructura/Actividad del antibidtico Tirocidina A y sus analogos: Un camino en la
busqueda de farmacos novedosos.

Funding entities: CITMA and MES-CUBA

Lasting time: 2018 - 2021

Main researchers: Luis A. Montero

Long stays in foreign intitutions (longer than 4 weeks):

1. Sektion Chemie. Technische Universitat Dresden, Dresden, Germany, 1980, 4 months, Theoretical chemistry.
Doctorate degree.

2. Direccion de Investigaciones. Consejo Nacional de la Educacion Superior, Managua, Nicaragua, 1982, 2 months,
Science policy. Invited advisor.

3. Sektion Chemie. Technische Universitat Dresden, Dresden, Germany, 1986, 2 months, Theoretical chemistry.

Postdoctoral fellowship.

4. Institut of Quantum Chemistry. Uppsala University, Uppsala, Sweden, 1991, 1 month, Theoretical chemistry.
Academic exchange.

5. Instituto de Estructura de la Materia. Consejo Superior de Investigaciones Cientificas (CSIC), Madrid, Spain, 1992-93,
1 year, Theoretical chemistry. Sabatical.

6. Institut fir Organische Chemie. Technische Universitat Dresden, Dresden, Germany, 1995, 3 months, Theoretical
chemistry. Postdoctoral fellowship.

7. Grupo de Modelizaciéon Molecular, Instituto de Biotecnologia. Universidad de Granada, Granada, Spain, 1996, 1
month, Theoretical chemistry. Invited professorship.

8. Institut fir Organische Chemie. Technische Universitdat Dresden, Dresden, Germany, 1999, 2 months, Theoretical

chemistry. Postdoctoral fellowship.

9. Lehrstuhl flir Physikalische und Theoretische Chemie. Universitat Erlangen - Niirnberg, Erlangen, Germany, 1999, 1
month, Theoretical chemistry. Postdoctoral fellowship.

10. Facultad de Ciencias, Universidad Industrial de Santander, Bucaramanga, Colombia, 2000. 1 month. Invited
professorship.

11. Lehrstuhl fir Organische Chemie 2, Ruhr-Universitdt Bochum, Bochum, Germany, 2000. 1 month. Invited
professorship.

12. Davy Faraday Research Laboratory, The Royal Institution of Great Britain, London, UK, 2000, 1 month, Invited
researcher.

13. Institut fir Organische Chemie. Universitat Bremen, Bremen, Germany, 2002, 1 month, Theoretical chemistry.
Invited professorship.

14. Davy Faraday Research Laboratory, The Royal Institution of Great Britain, London, UK, 2003, 1 month, Invited
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15.

16.

17.

18.

19.

20.

21.

22.

23.

24,

25.

26.

27.

28.
29.

30.
31.

32.

researcher.

Institut fir Organische Chemie. Universitat Bremen, Bremen, Germany, 2003, 1 month, Theoretical chemistry.
Invited professorship.

Institut fUr Organische Chemie. Universitat Bremen, Bremen, Germany, 2004, 1 month, Theoretical chemistry.
Invited professorship.

Department of Chemistry, University of Oxford, Oxford, UK, 2004, 1 month, Theoretical chemistry, Invited
professorship.

Departamento de Quimica Fisica Aplicada, Facultad de Ciencias, Universidad Auténoma de Madrid, Madrid, Spain,
2005, 3 months, Theoretical and computational chemistry, visiting professorship.

Institut fUr Organische Chemie. Universitat Bremen, Bremen, Germany, 2006, 1 month, Theoretical chemistry.
Invited professorship.

Laboratory of Ultrafast Spectroscopy, Institute of Chemical Sciences and Engineering (ISIC), EPFL, Lausanne,
Switzerland, 2007, 1 month. Theoretical chemistry. Invited professorship.

Departamento de Quimica Fisica Aplicada, Facultad de Ciencias, Universidad Auténoma de Madrid, Madrid, Spain,
2008, 3 months, Theoretical and computational chemistry, visiting professorship.

Lehrstuhl fir Organische Chemie 2, Ruhr-Universitdt Bochum, Bochum, Germany, 2009. 1 month. Invited
professorship.

Departamento de Quimica Fisica Aplicada, Facultad de Ciencias, Universidad Auténoma de Madrid, Madrid, Spain,
2009, 1 month, Theoretical and computational chemistry, visiting professorship.

Departamento de Quimica Fisica Aplicada, Facultad de Ciencias, Universidad Auténoma de Madrid, Madrid, Espania,
2010, 1 month, Theoretical and computational chemistry, visiting professorship.

Departamento de Quimica Fisica Aplicada, Facultad de Ciencias, Universidad Auténoma de Madrid, Madrid, Espafia,
2011, 1 month, Theoretical and computational chemistry, visiting professorship.

Departamento de Quimica Fisica Aplicada, Facultad de Ciencias, Universidad Auténoma de Madrid, Madrid, Espania,
2012, 1 month, Theoretical and computational chemistry, visiting professorship.

David Rockefeller Center for Latin American Studies and Department of Chemistry and Chemical Biology, Harvard
University, Cambridge, Massachusetts, USA, Sept. — Dec. 2012, Santander Visiting Scholar.

Dep. of Biology, Fluminense Federal University, Niteroi, Brasil, November, 2013, Visiting Professor.

Dep. of Chemistry and Chemical Biology, Harvard University, Cambridge, Massachusetts, USA, February, 2014,
visiting professor

Donostia International Physics Center, Donostia, Basque Country, Spain, June —July, 2014, invited professor.
Departamento de Quimica, Universidade de Coimbra, Coimbra, Portugal, November — December, 2015, invited
professor.

Dep. of Chemistry, Johns Hopkins University, Baltimore, Maryland, USA, 2016. Professor visitante.
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