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Summary of CV

This section describes briefly a summary of your career in science, academic and research; the
main scientific and technological achievements and goals in your line of research in the medium
-and long- term. It also includes other important aspects or peculiarities.

Short CV

Place/date birth: Madrid, 28th August, 1964

Bachelor degree in Chemistry (Universidad Complutense de Madrid) : 1987

PhD degree in Chemistry (Universidad Complutense de Madrid ): 1991

Fulbright post-doctoral fellow ( Universit of Massachusetts, Amherst) : 1991, 1992
Assistant Professor (Universidad Complutense de Madrid) : 1993-1995

Associate Professor (Universidad Complutense de Madrid) : 1995-2005

Full Professor or Physical Chemistry since April 2005 (Catedratico de Quimica)

Research ID : C-5455-2009 (240 articulos, 17500 citas segun el WOS, 21200 segun Google

Scholar)

Research ID: C-5455-2009 (240 papers , 17500 citations according to WOS . 21300 from
Google Scholar)

h index 62 (WOS) h index 67 (Google Scholar)
Google Scholar profile : https://scholar.google.es/citations?user=SI1Z18sAAAAJ&hl=en

Premio Extraordinario de Licenciatura(UCM).Premio Extraordinario de Doctorado(UCM)

First Prize for the Bachelor degree and for the PhD degree in Chemistry awarded by
Universidad Complutense de Madrid

Primer Premio Nacional de Licenciatura en Ciencias Quimicas
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First National Prize for the Bachelor degree in Chemistry in Spain (1987)

Molecular Physics Lecturer award (in recognition of an outstanding contribution to the field) ,
Thermodynamic Conference of the Royal Society of Chemistry (UK) .

Beca post-doctoral Fulbright 1991 and 1992
Postdoctoral Fulbright Fellow in the United States 1991 and 1992

5 sexenios de investigacion , 6 quinquenios docentes
30 years of research : positive evaluation. 30 years of teaching : positive evaluation.

Estoy situado entre los primeros 1000 investigadores espanoles de todas las areas de
conocimiento

( ver detalles en www.webometrics.info/en/GoogleScholar/Spain )
I am in the list of best 1000 Spanish researchers (working abroad or in Spain)
(see details in www.webometrics.info/en/GoogleScholar/Spain )

Perteneciente a las lista de los mejores investigadores espanoles de todas las areas de
conocimiento. Areas asignadas: Quimica Fisica y Fisica Atébmica y Molecular.

La lista se encuentra en https://grupodih.info

In the list of the best Spanish researchers working in Spain in the Area of Atomic and Molecular
Physics and in Physical Chemistry

The list can be found in https://grupodih.info

Cientifico seleccionado para la presentacién de nominaciones al Premio Nobel de Quimica
en los ainos 2013 y 2017.

| was selected to nominate candidates for the Nobel Prize in Chemistry in the years 2013
and 2017.

He formado parte de tribunales de tesis en 37 ocasiones.
I have been in PhD committees 30 times (Spain) and 7 (abroad) .

Nueve tesis doctorales dirigidas ( dos mas en curso) .

Nine PhD students. ( one more underway) . The first two are now full professors.

Luis Gonzalez MacDowell (2000) , Eduardo Sanz Garcia (2006), Maria Martin Conde (2011),
Juan Luis Aragonés (2012), Jorge Refie Espinosa (2018),

Pablo Rosales Pelaez (2020), Pablo Montero de Hijes (2021), Cintia Pulido Lamas (2024),
Samuel Blazquez (2024)

Editor asociado del Journal of Chemical Physics
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Associate Editor of the Journal of Chemical Physics (American Institute of Physics ) since
2014

Miembro del Advisory Board de la Revista Molecular Physics (Taylor and Francis)
Member of the Advisory Board of the Journal :  Molecular Physics since 2010

Past-post-docts in my group : Carl McBride (Marie Curie), Eva G. Noya , Chantal Valeriani ,
Ivan M. Zeron, Valentino Bianco (Marie Curie) , Joanna Grabowska
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General quality indicators of scientific research

This section describes briefly the main quality indicators of scientific production (periods of
research activity, experience in supervising doctoral theses, total citations, articles in journals of
the first quartile, H index...). It also includes other important aspects or peculiarities.
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English

WOS hindex 62 17500 citations 240 papers 35 papers
with more than 100 citations

Google Scholar hindex 67 21200 ctitations 240 papers 40 papers with
more than 100 citations

Research ID : C-5455-2009
9 thesis (2000,2006,2011,2012,2018,2020,2021,2024,2024). 1 more underway ( 2026) .

Papers published in the period 2016-2023: 50

Citations received a year ( according to Google Scholar )
2017: 1149
2018: 1565
2019: 1575
2020: 1494
2021: 1679
2022: 1762
2023: 1987

Three most cited works ( Google scholar )
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J.L.F.Abascal y C.Vega, J.Chem.Phys., 123, 234505, (2005) :3612 citations

J.L.F.Abascal, E.Sanz, R.G.Fernandez y C. Vega, J.Chem.Phys.,122,234511,(2005): 1262
citations

C.Vega, y J.L.F. Abascal, Physical Chemistry Chemical Physics, 13, 19663,(2011): 929

citations

Spanish

WOS IndiceH 62 , 17500 citas , 240 publicaciones , 35 articulos con mas de 100 citas

Google scholar

IndiceH 67, 21200 citas, 40 articulos con mas de 100 citas. Research ID : C-5455-2009

9 tesis doctorales dirigidas (2000,2006,2011,2012,2018,2020,2021,2024,2024). 1 tesis
doctoral mas en curso (2026). 5 sexenios de investigaciéon. 6 quinquenios docentes.
Numero de citas recibidas ( segun Google Scholar)
2017: 1149
2018: 1565
2019: 1575
2020: 1494
2021: 1679
2022: 1780
2023: 1987

Los tres trabajos mas citados (segun Google Scholar):

J.L.F.Abascal y C.Vega, J.Chem.Phys., 123, 234505, (2005) :3612 citations

J.L.F.Abascal, E.Sanz, R.G.Fernandez y C. Vega, J.Chem.Phys.,122,234511,(2005): 1262
citations

C.Vega, y J.L.F. Abascal, Physical Chemistry Chemical Physics, 13, 19663,(2011): 929

citations
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‘ Articulos publicados en el periodo 2016-2023: 50
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Carlos Vega de las Heras

Surname(s): Vega de las Heras
Name: Carlos

ORCID: 0000-0002-2417-9645
ScopuslID: 8986819600
ResearcherlD: C-5455-2009

Date of birth: 28/08/1964

Gender: Male

Email: cvega@quim.ucm.es
Personal web page: catalan.quim.ucm.es

Current professional situation

Employing entity: Universidad Complutense de Type of entity: University

Madrid

Department: QUIMICA FISICA |, Facultad de Ciencias Quimicas

Professional category: Catedratico de Educational Management (Yes/No): No
Universidad

City employing entity: MADRID, Community of Madrid, Spain

Start date: 02/04/2005

Type of contract: Civil servant Dedication regime: Full time
Primary (UNESCO code): 230700 - Physical chemistry

Secondary (UNESCO code): 220600 - Molecular physics

Tertiary (UNESCO code): 221300 - Thermodynamics

Performed tasks: Catedratico de Universidad

Identify key words: Numerical simulation

Previous positions and activities

Employing entity Professional category Start date
1 | Universidad Complutense de Madrid PROFESOR TITULAR DE UNIVERSIDAD| 08/03/1995
2 [ Universidad Complutense de Madrid AYUDANTE DE FACULTAD 10/10/1990
3 [ Universidad Complutense de Madrid BECARIO DE FPU 01/01/1988

1 Employing entity: Universidad Complutense de Madrid

Professional category: PROFESOR TITULAR  Educational Management (Yes/No): No
DE UNIVERSIDAD

Start-End date: 08/03/1995 - 02/04/2005 Duration: 10 years - 28 days
Type of contract: Civil servant
Performed tasks: PROFESOR TITULAR DE UNIVERSIDAD

2 Employing entity: Universidad Complutense de Madrid

Professional category: AYUDANTE DE Educational Management (Yes/No): No
FACULTAD
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Start-End date: 10/10/1990 - 08/05/1995 Duration: 4 years - 7 months - 1 day
Performed tasks: AYUDANTE DE FACULTAD

3 Employing entity: Universidad Complutense de Madrid

Professional category: BECARIO DE FPU Educational Management (Yes/No): No
Start-End date: 01/01/1988 - 10/10/1990 Duration: 2 years - 9 months - 13
days

Performed tasks: BECARIO DE FPU
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University education

1st and 2nd cycle studies and pre-Bologna degrees

Name of qualification: Licenciado en Ciencias Quimicas
Degree awarding entity: Universidad Complutense Type of entity: University

de Madrid

Date of qualification: 15/07/1987

Doctorates

Doctorate programme: Doctor en Ciencias Quimicas
Degree awarding entity: Universidad Complutense Type of entity: University

de Madrid

City degree awarding entity: Spain
Date of degree: 20/03/1991

Thesis title: Termodinamica Estadistica del Estado Liquido
Obtained qualification: Sobresaliente cum laude y premio extraordinario

Language skills

Language Listening skills Reading skills 8poken interaction| Speaking skills Writing skills
French C1 C1 C1 C1
English C1 C1 C1 C1

Teaching experience

Experience supervising doctoral thesis and/or final year projects

1 Project title: Cinética de la cristalizacion
Type of project: Doctoral thesis
Entity: Universidad Complutense de Madrid
Student: Pablo Montero de Hijes
Obtained qualification: Sobresaliente cum Laude por Unanimidad
Date of reading: 17/12/2021

Type of entity: University

2 Project title: Estudio por simulacion de transiciones de fase iniciadas por nucleacion
Type of project: Doctoral thesis
Co-director of thesis: Chantal Valeriani; Eduardo Sanz Garcia
Entity: Universidad Complutense de Madrid
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Student: Pablo Rosales Pelaez
Obtained qualification: Sobresaliente cum Laude por Unanimidad
Date of reading: 30/11/2020

3 Project title: Nucleacion de solidos cristalinas por simulacion
Type of project: Doctoral thesis
Co-director of thesis: Eduardo Sanz Garcia
Entity: Universidad Complutense de Madrid Type of entity: University
City of entity: Madrid, Community of Madrid, Spain
Student: Jorge Refie Espinosa
Obtained qualification: Apto cum Laude por unanimidad
Date of reading: 23/02/2018
European doctorate: Yes Date of recognition: 23/02/2018

4 Project title: Simulacion del equilibrio de fases del agua: cristales plasticos, constantes dieléctricas y disoluciones
Type of project: Doctoral thesis
Entity: Universidad Complutense de Madrid Type of entity: University
City of entity: Madrid, Community of Madrid, Spain
Student: JUAN LUIS ARAGONES GOMEZ
Obtained qualification: Apto, Premio Extraordinario de Doctorado
Date of reading: 05/10/2012

5 Project title: Simulacion del equilibrio de fases de agua: hielos e hidratos
Type of project: Doctoral thesis
Entity: Universidad Complutense de Madrid Type of entity: University
City of entity: Madrid, Community of Madrid, Spain
Student: MARIA MARTIN CONDE
Obtained qualification: Apto , Premio Extraordinario de Doctorado
Date of reading: 06/10/2011

6 Project title: Simulacidn por ordenador de las fases solidas del agua
Type of project: Work leading to an ASD
Entity: Universidad Complutense de Madrid Type of entity: University
City of entity: Madrid, Community of Madrid, Spain
Student: JUAN LUIS ARAGONES GOMEZ
Date of reading: 07/07/2009

7 Project title: Equilibrio termodinamico de sélidos mediante simulacién molecular.
Type of project: Doctoral thesis
Entity: Universidad Complutense de Madrid Type of entity: University
City of entity: Madrid, Community of Madrid, Spain
Student: EUDARDO SANTIAGO SANZ GARCIA
Obtained qualification: Sobresaliente Cum Laude, Premio Extraordinario de Doctorado
Date of reading: 13/01/2006

8 Project title: TERMODINAMICA ESTADISTICA DE MOLECULAS FLEXIBLES: TEORIA'Y SIMULACION
Type of project: Doctoral thesis
Entity: Universidad Complutense de Madrid Type of entity: University
City of entity: Madrid, Community of Madrid, Spain
Student: LUIS GONZALEZ MAC-DOWELL
Obtained qualification: Sobresaliente cum laude

P
=1 ¥ GOBIERNO MINISTERIO _ F E ‘ Y I
o] -‘: DE ESPANA DE CIEMCIA, INNOVACIOMN
= =

¥ UNIVERSIDADES INNOVACITON

11



M c
% VN curslcuum vire NoRMALZADO 0d032d52dc54198¢53322ad272389ac3

Date of reading: 20/05/2000

Scientific and technological experience

Scientific or technological activities

R&D projects funded through competitive calls of public or private entities

T

Name of the project: PID2022-136919NB-C31 Aspectos fundamentales de la simulacién molecular de la
cinética y la termodinamica de transiciones de fase de sistemas de interés tecnolégico y bioldgico

City of entity: Spain

Name principal investigator (Pl, Co-Pl....): Eduardo Sanz; Carlos Vega
N° of researchers: 3

Start-End date: 01/09/2023 - 01/09/2026

Total amount: 60.000 €

Name of the project: PID2019-105898GB-C21 ASPECTOS FUNDAMENTALES DE LA SIMULACION DE
LA NUCLEACION EN MATERIA CONDENSADA

Name principal investigator (Pl, Co-Pl....): Eduardo Sanz Garcia; Carlos Vega de las Heras
N° of researchers: 3

Start-End date: 01/06/2020 - 01/06/2023

Total amount: 85.000 €

Name of the project: FIS2016-78117-P MODELADO DE LA CRISTALIZACION EN DISOLUCION
Name principal investigator (Pl, Co-Pl....): Carlos Vega De las Heras; Eduardo Sanz Garcia

N° of researchers: 4

Start-End date: 01/01/2017 - 01/01/2020

Total amount: 80.000 €

Name of the project: FIS2013-43209-P Termodinamica y Cinética de la Transicion Liquido-Sélido
mediante simulacién molecular: agua, disoluciones y otros sistemas

Entity where project took place: Universidad Type of entity: University
Complutense de Madrid

City of entity: Madrid,

Name principal investigator (Pl, Co-Pl....): Carlos Vega de las Heras; Eduardo Sanz Garcia
N° of researchers: 5

Start-End date: 01/01/2014 - 31/03/2018

Total amount: 87.000 €

Name of the project: FIS2010-16159 SIMULACIONES CLASICAS Y CUANTICAS DEL AGUA Y DE SU
EQUILIBRIO DE FASES

Type of project: Research and development, Geographical area: National
including transfer

Name principal investigator (Pl, Co-Pl....): CARLOS VEGA DE LAS HERAS
N° of researchers: 4

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 31/12/2010 - 31/12/2013 Duration: 3 years - 1 day

GOBIERNO MINISTERIO F E ' Y I
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Total amount: 85.000 €
Dedication regime: Full time

6 Name of the project: MODELICO, P2009/ESP-1691 MODELIZACION Y SIMULACION DE SISTEMAS
COMPLEJOS. MODELICO

Type of project: Research and development, Geographical area: Regional
including transfer

Name principal investigator (PIl, Co-Pl....): CARLOS VEGA DE LAS HERAS

N° of researchers: 5

Funding entity or bodies:

Comunidad de Madrid Type of entity: Comunidad de Madrid
City funding entity: Madrid, Community of Madrid, Spain

Start-End date: 01/01/2010 - 31/12/2013 Duration: 4 years - 1 day
Total amount: 90.000 €
Dedication regime: Full time

7 Name of the project: GR58/08 Simulacion por ordenador y modelado mecanoestadistico de liquidos y

sélidos
Type of project: Research and development, including transfer
Entity where project took place: Universidad Type of entity: University

Complutense de Madrid

City of entity: Community of Madrid, Spain

Name principal investigator (PIl, Co-Pl....): JOSE LUIS FERNANDEZ ABASCAL; Carlos Vega de las
Heras

N° of researchers: 7

Funding entity or bodies:

Universidad Complutense de Madrid Type of entity: University

City funding entity: Madrid, Community of Madrid, Spain

Start-End date: 01/01/2009 - 31/12/2010 Duration: 2 years - 4 days
Total amount: 9.000 €
Dedication regime: Full time

8 Name of the project: FIS2007-66079-C02-01 Simulacion por ordenador del equilibrio de las fases del agua
Type of project: Research and development, including transfer
Name principal investigator (Pl, Co-Pl....): CARLOS VEGA DE LAS HERAS
N° of researchers: 7
Funding entity or bodies:
MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 01/10/2007 - 30/09/2010 Duration: 3 years
Total amount: 60.000 €
Dedication regime: Full time

9 Name of the project: Mossnoho, S-0505/ESP/0299 Modelizacion y simulacion de sistemas no
homogéneos en materia condensada

Type of project: Research and development, including transfer

Name principal investigator (Pl, Co-Pl....): CARLOS VEGA DE LAS HERAS

N° of researchers: 4

Funding entity or bodies:

Comunidad de Madrid Type of entity: Comunidad de Madrid
City funding entity: Madrid, Community of Madrid, Spain
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Start-End date: 01/01/2006 - 31/12/2009 Duration: 4 years
Total amount: 138.753 €
Dedication regime: Full time

Name of the project: MTKD-CT-2004-509249 THEORY AND COMPUTER SIMULATION
OFINTERFACIAL PHENOMENA, Marie Curie Host Fellowsipsfor the transfer or knowledge
Type of project: Research and development, Geographical area: European Union
including transfer

Name principal investigator (PIl, Co-Pl....): CARLOS VEGA DE LAS HERAS

N° of researchers: 2

Funding entity or bodies:

Unién Europea

Start-End date: 01/03/2005 - 01/03/2008 Duration: 3 years - 1 day

Total amount: 200.000 €
Dedication regime: Full time

Name of the project: FIS2004-06227-C02-02 Modelizacién molecular del equilibrio de fases de sistemas
de interés tecnolégico y/o biolégico

Type of project: Research and development, including transfer

Name principal investigator (Pl, Co-Pl....): CARLOS VEGA DE LAS HERAS
N° of researchers: 5

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 13/12/2004 - 12/12/2007 Duration: 3 years - 4 days
Total amount: 41.833 €
Dedication regime: Full time

Name of the project: BFM2001-1420-C02-01 MECANICA ESTADISTICA DE SISTEMAS COMPLEJOS:
MOLECULAS FLEXIBLES Y MESOFASE

Type of project: Research and development, including transfer

Name principal investigator (PIl, Co-Pl....): CARLOS VEGA DE LAS HERAS
N° of researchers: 4

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 01/01/2002 - 27/12/2004 Duration: 2 years - 7 months - 10 days
Total amount: 18.000 €
Dedication regime: Full time

Name of the project: PB97-0329 TEORIA Y SIMULACION DE TRANSICIONES DE FASE EN SISTEMAS
COMPLEJOS: HIDROCARBUROS Y CRISTALES LIQUIDOS

Type of project: Research and development, including transfer

Name principal investigator (Pl, Co-Pl....): CARLOS VEGA DE LAS HERAS
N° of researchers: 6

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 01/11/1998 - 01/11/2001 Duration: 3 years - 1 day
Total amount: 18.000 €
Dedication regime: Full time
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Name of the project: PB94-0285 ESTUDIO TEORICO Y DE SIMULACION DE LIQUIDOS
MOLECULARES COMPLEJOS CON POSIBLES APLICACIONES EN DIFERENTES CAMPOS
CIENTIFICOS E INDUSTRIALES.

Type of project: Research and development, including transfer

Degree of contribution: Researcher

Name principal investigator (Pl, Co-Pl....): SANTIAGO LAGO ARANDA
N° of researchers: 5

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 15/06/1995 - 15/06/1998 Duration: 3 years
Total amount: 30.471 €
Dedication regime: Full time

Name of the project: PB91-0364 INFLUENCIA DE LA FLEXIBILIDAD MOLECULAR'Y LOS
MOMENTOSMULTIPOLARES EN LAS PROPIEDADES TERMODINAMICAS DE LIQUIDOS

Type of project: Research and development, Geographical area: National
including transfer

Degree of contribution: Researcher

Name principal investigator (Pl, Co-Pl....): SANTIAGO LAGO ARANDA
N° of researchers: 2

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start-End date: 01/01/1993 - 23/12/1995 Duration: 2 years - 11 months - 26 days
Total amount: 25.000 €
Dedication regime: Full time

R&D non-competitive contracts, agreements or projects with public or private entities

Name of the project: Marie Curie Post-doctoral fellowship (Contrato Valentino Bianco)
Funding entity or bodies:
Union Europea

Start date: 01/09/2018 Duration: 2 years
Total amount: 130.000 €

Name of the project: Juan de la Cierva fellowship ( Contrato Chantal Valeriani)
Type of project: Research and development, including transfer

Degree of contribution: Researcher

Name principal investigator (Pl, Co-Pl....): CARLOS VEGA DE LAS HERAS
N° of researchers: 2

Funding entity or bodies:

MINISTERIO DE CIENCIA E INNOVACION

Start date: 01/05/2011 Duration: 3 years - 1 day
Total amount: 60.000 €

Name of the project: Juan de la Cierva , felloship ( Contrato Eva Gonzalez Noya)
Type of project: Research and development, including transfer

Degree of contribution: Researcher

Name principal investigator (PIl, Co-Pl....): CARLOS VEGA DE LAS HERAS
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N° of researchers: 2
Funding entity or bodies:
MINISTERIO DE CIENCIA E INNOVACION

Start date: 01/12/2006 Duration: 3 years - 10 months - 4 days
Total amount: 60.000 €

4 Name of the project: Marie Curie Post-Doctoral Fellowship (Contrato Carl McBride)
Funding entity or bodies:
Union Europea

Start date: 01/08/2000 Duration: 2 years
Total amount: 110.000 €

Scientific and technological activities

Scientific production

H index: 62
Date of application: 16/12/2023
Fuente de Indice H: WOS

Publications, scientific and technical documents

1 Samuel Blazquez; lan C Bourgh; Carlos Vega. Madrid-2019 force field: An extension to divalent cations Sr2+ and
Ba2. Journal of Chemical Physics. 160, pp. 046101. AIP, 25/01/2024.
Type of production: Scientific paper Format: Journal
Corresponding author: Yes
Relevant publication: Yes

2 Victor Trejos; Marcos de Lucas; Carlos Vega; Samuel Blazquez; Francisco Gamez. Further extension of the
Madrid-2019 force field: Parametrization of nitrate (NO3-) and ammonium (NH4+) ions. Journal of Chemical
Physics. 159, pp. 224501. 08/12/2023.

Type of production: Scientific paper Format: Journal
Corresponding author: No

3 S.Blazquez; M.M. Conde; C. Vega; E. Sanz. Growth rate of CO2 and CH4 hydrates by means of molecular
dynamics simulations. Journal of Chemical Physics. 159, pp. 064503. 08/08/2023.

Type of production: Scientific paper
Corresponding author: No

4 S.Blazquez; J.L.F. Abascal; J. Lagerweij; P. Habibi; P. Dey; T.J.H. Viugt; O.A. Moultos; C. Vega. Computation of
Electrical Conductivities of Aqueous Electrolyte Solutions: Two Surfaces , One Property. J.Chem.Theo.Comput.19,
pp. 5380. 28/07/2023.

Type of production: Scientific paper
Corresponding author: Yes
Source of citations: WOS Citations: 3
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CARLOS VEGA DE LAS HERAS; P. A. Monson. Solid-fluid equilibrium for a molecular model with short ranged
directional forces. Journal of Chemical Physics. 109, pp. 9938 - 9949. (United States of America): 12/12/1998.
ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 63

P. PADILLA; O. Pizio; A. Trokhymchuk; CARLOS VEGA DE LAS HERAS. The structure and adsorption of
diatomic fluids in disordered porous media. A Monte Carlo simulation study. Molecular Physics. 95, pp. 701 - 712.
(United Kingdom): 17/11/1998. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 3

L. G. MacDowell; CARLOS VEGA DE LAS HERAS. Vapor-liquid equilibria of linear and branched alkanes from
perturbation theory. Journal of Chemical Physics. 109, pp. 5681 - 5690. (United States of America): 07/09/1998.
ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 2
Source of citations: WOS Citations: 15

CARLOS VEGA DE LAS HERAS. Structure and phase diagram of mixtures of hard spheres in the limit of infinite
size ratio. Journal of Chemical Physics. 108, pp. 3074 - 3075. (United States of America): 01/09/1998. ISSN
0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1

=1 ¥ GOBIERNO MINISTERIO _ F E ‘ Y I
o] -‘: DE ESPANA DE CIEMCIA, INNOVACIOMN
=

¥ UNIVERSIDADES INNOVACITON

43



M c
% VN curslcuum vire NoRMALZADO 0d032d52dc54198¢53322ad272389ac3

185

186

187

188

189

190

191

Source of citations: WOS Citations: 13

Benito Garzon; SANTIAGO LAGO ARANDA,; P. A. Monson; CARLOS VEGA DE LAS HERAS. Understanding the
phase diagrams of quadrupolar molecules. Journal of Molecular Liquids. 76, pp. 157 - 169. (Holland): 01/08/1998.
ISSN 0167-7322

Type of production: Scientific paper Format: Journal

Position of signature: 1

Impact source: IS|
Impact index in year of publication: 1,5

Source of citations: WOS Citations: 10

L. G. MacDowell; CARLOS VEGA DE LAS HERAS. The second virial coefficient of hard alkane models. Journal of
Chemical Physics. 109, pp. 5670 - 5680. (United States of America): 06/06/1998. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 19

P. PADILLA; O. Pizio; A. Trokhymchuk; CARLOS VEGA DE LAS HERAS. Adsorption of dimerizing and dimer
fluids in disordered porous media. Journal of Physical Chemistry B. 102, pp. 3012 - 3017. (United States of
America): 01/06/1998. ISSN 1520-6106

Type of production: Scientific paper Format: Journal

Position of signature: 4

Source of citations: WOS Citations: 16

S. calero; Benito Garzon; SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. Accurate simulations

of the vapor-liquid equilibrium of important organic solvents and other diatomics. Journal of Physical Chemistry B.
101, pp. 6763 - 6771. (United States of America): 08/08/1997. ISSN 1520-6106

Type of production: Scientific paper Format: Journal

Position of signature: 4

Source of citations: WOS Citations: 24

P. A. Monson; CARLOS VEGA DE LAS HERAS. Plastic crystal phases of hard dumbbells and hard

spherocylinders. Journal of Chemical Physics. 107, pp. 2696 - 2697. (United States of America): 06/07/1997. ISSN
0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
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P. PADILLA; CARLOS VEGA DE LAS HERAS. Adsorption isotherm for flexible molecules in random porous
media. Can we regard the system as a binary mixture?. Journal of Chemical Physics. 106, pp. 1997 - 2011.
(United States of America): 24/03/1997. ISSN 0021-9606

Type of production: Scientific paper Format: Journal

Position of signature: 2

Source of citations: WOS Citations: 16

CARLOS VEGA DE LAS HERAS. Virial coefficients and equation of state of hard ellipsoids. Molecular Physics. 92,
pp. 651 - 665. (United Kingdom): 02/03/1997. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
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192 Fernando delRio; Alejandro Gil-Villegas; CARLOS VEGA DE LAS HERAS. Thermodynamics of fluids obtained
by mapping the collision properties. Physical Review E - Statistical Physics, Plasmas, Fluids, and Related
Interdisciplinary Topics. 53, pp. 2326 - 2336. (United States of America): 07/12/1996. ISSN 1063-651X

Type of production: Scientific paper Format: Journal
Position of signature: 3
Source of citations: WOS Citations: 14

193 JOSE LUIS FERNANDEZ ABASCAL; FERNANDO BRESME; CARLOS VEGA DE LAS HERAS. Fluid-solid
equilibrium of a charged hard-sphere model. Physical Review E - Statistical Physics, Plasmas, Fluids, and Related
Interdisciplinary Topics. 54, pp. 2746 - 2760. (United States of America): 01/10/1996. ISSN 1063-651X

Type of production: Scientific paper Format: Journal
Position of signature: 1
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194 L. G. MacDowell; CARLOS VEGA DE LAS HERAS. Understanding the critical properties of chain molecules.
Molecular Physics. 88, pp. 1575 - 1602. (United Kingdom): 06/09/1996. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 19

195 L. G. MacDowell; P. PADILLA; CARLOS VEGA DE LAS HERAS. Equation of state for hard n-alkane models: Long
chains. Journal of Chemical Physics. 104, pp. 701 - 713. (United States of America): 01/06/1996. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 24

196 CARLOS VEGA DE LAS HERAS; Benito Garzon; L. G. MacDowell; S. calero; SANTIAGO LAGO ARANDA; P.
PADILLA. The vapour-liquid equilibrium of n-alkanes. Journal of Physics Condensed Matter. 8, pp. 9643 - 9648.
(United Kingdom): 05/05/1996. ISSN 0953-8984

Type of production: Scientific paper Format: Journal
Position of signature: 1

197 ANTONIO LOPEZ RODRIGUEZ; CARLOS VEGA DE LAS HERAS. Second virial coefficients, critical
temperatures, and the molecular shapes of long n-alkanes. Journal of Chemical Physics. 105, pp. 4223 - 4233.
(United States of America): 04/04/1996. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 17

198 SANTIAGO LAGO ARANDA; L.F. Rull; CARLOS VEGA DE LAS HERAS. Absence of criticality in the reference
hypernetted chain equation for short ranged potentials. Molecular Physics. 87, pp. 1235 - 1242. (United Kingdom):
01/01/1996. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
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199 X. Cottin; P. A. Monson; E.P.A. Paras; CARLOS VEGA DE LAS HERAS. Solid-fluid equilibrium: New perspectives
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from molecular theory. Fluid Phase Equilibria. 117, pp. 114 - 125. (Holland): 01/01/1996. ISSN 0378-3812

Type of production: Scientific paper Format: Journal

Position of signature: 3

Source of citations: WOS Citations: 12

P. A. Monson; CARLOS VEGA DE LAS HERAS. SOLID-LIQUID EQUILIBRIUM FOR QUADRUPOLAR
MOLECULES. Molecular Physics. 85, pp. 413 - 421. (United Kingdom): 17/10/1995. ISSN 0026-8976
Type of production: Scientific paper Format: Journal

Position of signature: 1

Source of citations: WOS Citations: 16

Fernando delRio; Alejandro Gil-Villegas; A Malijevsky; CARLOS VEGA DE LAS HERAS. STRUCTURE OF

VARIABLE-WIDTH SQUARE-WELL FLUIDS FROM THE REFERENCE HYPERNETTED-CHAIN EQUATION.
Molecular Physics. 86, pp. 857 - 864. (United Kingdom): 06/09/1995. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 3
Source of citations: WOS Citations: 11

P. PADILLA; CARLOS VEGA DE LAS HERAS. PACKING EFFECTS ON THE CONFORMATIONAL
EQUILIBRIUM OF ALKANES. Molecular Physics. 84, pp. 435 - 450. (United Kingdom): 21/08/1995. ISSN
0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 2
Source of citations: WOS Citations: 17

Benito Garzon; SANTIAGO LAGO ARANDA,; L.F. Rull; CARLOS VEGA DE LAS HERAS.
COMPUTER-SIMULATION OF VAPOR-LIQUID-EQUILIBRIA OF LINEAR DIPOLAR FLUIDS - DEPARTURES
FROM THE PRINCIPLE OF CORRESPONDING STATES. Journal of Chemical Physics. 102, pp. 7204 - 7215.
(United States of America): 01/07/1995. ISSN 0021-9606

Type of production: Scientific paper Format: Journal

Position of signature: 3

Source of citations: WOS Citations: 23

Benito Garzon; SANTIAGO LAGO ARANDA,; L. G. MacDowell; CARLOS VEGA DE LAS HERAS.

VAPOR-LIQUID-EQUILIBRIA OF PROPANE AND N-ALKANE CONFORMERS. Molecular Physics. 85, pp. 679 -
699. (United Kingdom): 01/07/1995. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 1

SANTIAGO LAGO ARANDA,; L.F. Rull; CARLOS VEGA DE LAS HERAS. LOCATION OF THE FISHER-WIDOM
LINE FOR SYSTEMS INTERACTING THROUGH SHORT-RANGED POTENTIALS. Physical Review E - Statistical
Physics, Plasmas, Fluids, and Related Interdisciplinary Topics. 51, pp. 3146 - 3155. (United States of America):
01/06/1995. ISSN 1063-651X

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 17
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206 P. A. Monson; CARLOS VEGA DE LAS HERAS. SOLID-FLUID EQUILIBRIA FOR QUADRUPOLAR HARD
DUMBBELLS VIA MONTE-CARLO SIMULATION. Journal of Chemical Physics. 102, pp. 1361 - 1372. (United
States of America): 01/03/1995. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 31

207 Benito Garzon; SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. REACTION FIELD
SIMULATIONS OF THE VAPOR-LIQUID-EQUILIBRIA OF DIPOLAR FLUIDS - DOES THE REACTION FIELD
DIELECTRIC-CONSTANT AFFECT THE COEXISTENCE PROPERTIES. Chemical Physics Letters. 231, pp. 366 -
372. (Holland): 27/11/1994. ISSN 0009-2614

Type of production: Scientific paper Format: Journal
Position of signature: 3
Source of citations: WOS Citations: 34

208 Benito Garzon; SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. LINEAR HARD-SPHERE
MODELS - VIRIAL-COEFFICIENTS AND EQUATION OF STATE. Molecular Physics. 82, pp. 1233 - 1247. (United
Kingdom): 07/09/1994. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 19

209 Benito Garzon; SANTIAGO LAGO ARANDA; J.L. LopezMartin; CARLOS VEGA DE LAS HERAS.
VAPOR-LIQUID-EQUILIBRIUM OF PURE FLUIDS FROM A SIMPLE THERMODYNAMIC
PERTURBATION-THEORY. Journal of Physical Chemistry. 98, pp. 5355 - 5361. (United States of America):
20/07/1994. ISSN 0022-3654

Type of production: Scientific paper Format: Journal
Position of signature: 4
Source of citations: WOS Citations: 4

210 SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. A FAST ALGORITHM TO EVALUATE THE
SHORTEST DISTANCE BETWEEN RODS. Computers and Chemistry. 18, pp. 55 - 59. (United Kingdom):
01/06/1994. ISSN 0097-8485

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 42

211 Benito Garzon; SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. LIQUID-VAPOR EQUILIBRIA
OF POLAR FLUIDS FROM A VAN DER WAALS-LIKE THEORY. Journal of Physical Chemistry. 98, pp. 11181 -
11192. (United States of America): 01/05/1994. ISSN 0022-3654

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 5

212 SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. ISOTROPIC-NEMATIC TRANSITION OF HARD
POLAR AND NONPOLAR MOLECULES. Journal of Chemical Physics. 100, pp. 6727 - 6737. (United States of
America): 01/04/1994. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
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Benito Garzon; SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. VIRIAL-COEFFICIENTS AND
EQUATION OF STATE OF HARD ALKANE MODELS. Journal of Chemical Physics. 100, pp. 2182 - 2190. (United
States of America): 01/04/1994. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 44

Enrique deMiguel; Benito Garzon; SANTIAGO LAGO ARANDA,; L.F. Rull; CARLOS VEGA DE LAS HERAS.
COMPUTER-SIMULATION OF VAPOR-LIQUID-EQUILIBRIA OF LINEAR QUADRUPOLAR FLUIDS -
DEPARTURES FROM THE PRINCIPLE OF CORRESPONDING STATES. Journal of Chemical Physics. 101, pp.
4166 - 4176. (United States of America): 22/02/1994. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 3
Source of citations: WOS Citations: 40

CARLOS VEGA DE LAS HERAS; R.D. Kaminski; P. A. Monson. ADSORPTION OF FLUIDS IN DISORDERED
POROUS-MEDIA FROM INTEGRAL-EQUATION THEORY. Journal of Chemical Physics. pp. 3003 - 3013. (United
States of America): 07/07/1993. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 93

P. A. Monson; E.P.A. Paras; CARLOS VEGA DE LAS HERAS. A GENERALIZED VAN-DER-WAALS THEORY OF
SOLID FLUID EQUILIBRIA FOR NONSPHERICAL MOLECULES. Molecular Physics. 79, pp. 1063 - 1072. (United
Kingdom): 01/07/1993. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 2
Source of citations: WOS Citations: 31

JUAN J. FREIRE; SANTIAGO LAGO ARANDA; ANTONIO LOPEZ RODRIGUEZ; CARLOS VEGA DE LAS
HERAS. IMPROVED RESULTS FOR THE POTENTIAL PARAMETERS OF METHYL AND METHYLENE
OBTAINED FROM 2ND VIRIAL-COEFFICIENTS OF N-ALKANES. Molecular Physics. 80, pp. 1565 - 1567.
(United Kingdom): 01/07/1993. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 2
Source of citations: WOS Citations: 8

P. A. Monson; E.P.A. Paras; CARLOS VEGA DE LAS HERAS. ON THE STABILITY OF THE PLASTIC CRYSTAL
PHASE OF HARD DUMBBELL SOLIDS. Journal of Chemical Physics. 97, pp. 8543 - 8548. (United States of
America): 01/10/1992. ISSN 0021-9606

Type of production: Scientific paper Format: Journal

Position of signature: 1

Source of citations: WOS Citations: 60

S LABIK; SANTIAGO LAGO ARANDA,; A Malijevsky; R POSPISIL; CARLOS VEGA DE LAS HERAS.

THERMODYNAMIC PROPERTIES OF MIXTURES OF KIHARA MOLECULAR FLUIDS FROM
PERTURBATION-THEORY. Journal of Physical Chemistry. 96, pp. 1895 - 1899. (United States of America):
01/10/1992. ISSN 0022-3654
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Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 5

CARLOS VEGA DE LAS HERAS. A PERTURBATION-THEORY OF HARD QUADRUPOLAR FLUIDS. Molecular
Physics. 75, pp. 427 - 442. (United Kingdom): 01/09/1992. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 15

P. A. Monson; E.P.A. Paras; CARLOS VEGA DE LAS HERAS. APPLICATION OF CELL THEORY TO THE
THERMODYNAMIC PROPERTIES OF HARD DUMBBELL SOLIDS. Molecular Physics. 77, pp. 803 - 821. (United
Kingdom): 07/07/1992. ISSN 0026-8976

Type of production: Scientific paper Format: Journal

Position of signature: 2

Source of citations: WOS Citations: 35

CARLOS VEGA DE LAS HERAS; SANTIAGO LAGO ARANDA,; Enrique deMiguel; L.F. Rull. LIQUID VAPOR

EQUILIBRIA OF LINEAR KIHARA MOLECULES. Journal of Physical Chemistry. 96, pp. 7431 - 7437. (United
States of America): 01/07/1992. ISSN 0022-3654

Type of production: Scientific paper Format: Journal

Position of signature: 1

Source of citations: WOS Citations: 29

CARLOS VEGA DE LAS HERAS; E.P.A. Paras; P. A. Monson. SOLID-FLUID EQUILIBRIA FOR HARD

DUMBBELLS VIA MONTE-CARLO SIMULATION. Journal of Chemical Physics. 96, pp. 9060 - 9072. (United
States of America): 01/06/1992. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1

Impact source: IS|

Impact index in year of publication: 3,33

Source of citations: WOS Citations: 112

K.E. Gubbins; CARLOS VEGA DE LAS HERAS. MONTE-CARLO STUDY OF QUADRUPOLAR KIHARA FLUIDS.
Molecular Physics. 75, pp. 881 - 895. (United Kingdom): 01/04/1992. ISSN 0026-8976

Type of production: Scientific paper Format: Journal

Position of signature: 1

Source of citations: WOS Citations: 19

SANTIAGO LAGO ARANDA; P. PADILLA; CARLOS VEGA DE LAS HERAS. THERMODYNAMIC PROPERTIES
OF NONPOLAR MOLECULAR FLUIDS OF DIFFERENT GEOMETRIES FROM PERTURBATION-THEORY.
Journal of Physical Chemistry. 96, pp. 1900 - 1905. (United States of America): 01/04/1992. ISSN 0022-3654

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 16
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SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. STRUCTURAL STUDY OF THE
ANGLE-AVERAGED SOFT KIHARA POTENTIAL FOR LINEAR MOLECULAR-MODELS - A TEST OF
PERTURBATION-THEORY. Molecular Physics. 72, pp. 215 - 228. (United Kingdom): 01/08/1991. ISSN
0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 16

SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. IMPROVED PERTURBATION-THEORY OF
KIHARA FLUIDS. Chemical Physics Letters. 185, pp. 516 - 521. (Holland): 07/07/1991. ISSN 0009-2614

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 13

SANTIAGO LAGO ARANDA; P. PADILLA; CARLOS VEGA DE LAS HERAS. A BRIDGE BETWEEN FISCHER
AND BOUBLIK THERMODYNAMIC PERTURBATION THEORIES - CALCULATING THERMODYNAMIC
PROPERTIES OF PURE SUBSTANCES. Molecular Physics. 74, pp. 161 - 176. (United Kingdom): 01/07/1991.
ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 3
Source of citations: WOS Citations: 5

JUAN J. FREIRE; SANTIAGO LAGO ARANDA; ANTONIO LOPEZ RODRIGUEZ; CARLOS VEGA DE

LAS HERAS. POTENTIAL PARAMETERS OF METHYL AND METHYLENE OBTAINED FROM 2ND
VIRIAL-COEFFICIENTS OF N-ALKANES. Molecular Physics. 73, pp. 691 - 701. (United Kingdom): 01/07/1991.
ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 2
Source of citations: WOS Citations: 22

SANTIAGO LAGO ARANDA; P. PADILLA; MARIA PAZ SEVILLA SIERRA; CARLOS VEGA DE LAS HERAS.
SOLUTION OF THE PERCUS-YEVICK EQUATION FOR LINEAR-MOLECULES INTERACTING THROUGH
EITHER A KIHARA OR A SOFT REPULSIVE POTENTIAL. Physics and Chemistry of Liquids. 23, pp. 1 - 14.
(United Kingdom): 01/07/1991. ISSN 0031-9104

Type of production: Scientific paper Format: Journal
Position of signature: 3
Source of citations: WOS Citations: 10

SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. PERTURBATION-THEORY OF ANGULAR
MOLECULES INTERACTING THROUGH THE KIHARA POTENTIAL. Journal of Chemical Physics. 94, pp. 310 -
320. (United States of America): 01/03/1991. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 21

TOMAS BOUBLIK; MATEO DIAZ PENA; SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS.
QUADRUPOLAR HARD GAUSSIAN-OVERLAP FLUID. Molecular Physics. 71, pp. 1193 - 1203. (United
Kingdom): 01/10/1990. ISSN 0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 2
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TOMAS BOUBLIK; MATEO DIAZ PENA; CARLOS VEGA DE LAS HERAS. Equation of state of chain molecules.
Journal of Chemical Physics. 93, pp. 730 - 736. (United States of America): 07/07/1990. ISSN 0021-9606

Type of production: Scientific paper Format: Journal

Position of signature: 2

Impact source: IS|
Impact index in year of publication: 3,33

Source of citations: WOS Citations: 123

SANTIAGO LAGO ARANDA; CARLOS VEGA DE LAS HERAS. Molecular dynamics study of propane using
two simple potential models. Journal of Chemical Physics. 93, pp. 8171 - 8179. (United States of America):
01/03/1990. ISSN 0021-9606

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 19

J FISCHER; B SAAGER; CARLOS VEGA DE LAS HERAS. Molecular dynamics studies for the new refrigerant
R152a with simple model potentials. Molecular Physics. 68, pp. 1079 - 1093. (United Kingdom): 01/07/1989. ISSN
0026-8976

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 45

CARLOS VEGA DE LAS HERAS; Daan Frenkel. MONTE-CARLO STUDY OF ROD-LIKE MOLECULES - A
TEST OF PERTURBATION-THEORY FOR THE KIHARA MODEL. Molecular Physics. 67, pp. 633 - 650. (United
Kingdom): 01/05/1989. ISSN 0026-8976

Type of production: Scientific paper Format: Journal

Position of signature: 1

Source of citations: WOS Citations: 25

Lago, S.; CARLOS VEGA DE LAS HERAS. A GENERALIZATION FOR MIXTURES OF A FAST ALGORITHM TO

CALCULATE SOME INTERMOLECULAR ORIENTATIONAL AVERAGES. Computers and Chemistry. 12, pp. 343
- 356. (United Kingdom): 01/10/1988. ISSN 0097-8485

Type of production: Scientific paper Format: Journal
Position of signature: 1
Source of citations: WOS Citations: 19
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2 Title of the work: Challenging the obvious answer for different questions concerning the Young-Laplace
equation and the way we simulate electrolytes

Name of the conference: Cecam workshop: Challenges and opportunities in non-equilibrium soft matter,
celebrating Daan Frenkel 75th birthday

Type of participation: Participatory - invited/keynote talk
City of event: Barcelona,

Date of event: 24/09/2023

End date: 27/09/2023

Organising entity: Cecam

3 Title of the work: Simulation studies of water and electrolyte aqueous solutions
Name of the conference: Charla plenaria invitada: Czech Academy of Sciences
Type of participation: Participatory - Plenary session
City of event: Praga,

Date of event: 23/06/2023
End date: 23/06/2023

City organizing entity: Institute of Organic Chemistry and Biochemistry. Czech Academy of Sciences.,
Czech Republic

4 Title of the work: Simulation Studies of Supercooled Water and Electrolyte Solutions

Name of the conference: Liquids, Glasses and Other Adventures in Thermodynamics and Statistical
Mechanics, Celebrating Pablo Debenedetti 70th birthday

Type of participation: Participatory - invited/keynote talk
City of event: Princeton, United States of America

Date of event: 15/06/2023

End date: 18/12/2023

5 Title of the work: The Madrid force field for electrolytes in water and some thoughts on our understanding
of the dielectric constant in computer simulations

Name of the conference: EMLG2022

Type of participation: Participatory - invited/keynote talk
City of event: Barcelona, Spain

Date of event: 12/09/2022

End date: 16/09/2022

6 Title of the work: The interfacial free energy of curved interfaces: some thoughts on classical nucleation
theory

Name of the conference: Cecam worksop Current Challenges in Materials for Thermal Energy Storage
Type of participation: Participatory - invited/keynote talk

City of event: Zaragoza, Spain

Date of event: 08/06/2022

End date: 10/06/2022

7 Title of the work: Simulations of supercooled electrolyte solutions
Name of the conference: From water to colloidal water
Type of participation: Participatory - oral communication
City of event: Roma, Italy
Date of event: 06/06/2022
End date: 08/06/2022
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Title of the work: The Madrid-2019 force field for electrolytes in water: An extension to the ions F-, Br-, I-,
Rb+ and Cs+

Name of the conference: Water X

Type of participation: Participatory - invited/keynote talk
City of event: La Madalena, Cerdenia, Italy

Date of event: 28/05/2022

End date: 02/06/2022

Title of the work: COMPUTER SIMULATIONS OF ELECTROLYTES: the Madrid force field

Name of the conference: Cecam Workshop: lon adsorption and electrokinetic transport at interfaces
Type of participation: Participatory - invited/keynote talk

Date of event: 04/05/2022

End date: 06/05/2022

City organizing entity: Avignon, France

Title of the work: Simulacién por ordenador de agua y de agua marina
Name of the conference: Termo 2020

Type of participation: Participatory - Plenary session

City of event: Lanzarote, Spain

Date of event: 13/09/2020

End date: 16/09/2020

Organising entity: Grupo especialzado de Termodinamica de la RSEF

Title of the work: Computer simulation of water: challenges after fifty years
Name of the conference: Thermodynamics 2019

Type of participation: Participatory - Plenary session

City of event: Punta Umbria (Huelva), Spain

Date of event: 26/06/2019

City organizing entity: United Kingdom

Title of the work: The Phase Behavior of Supercooled Water as Described by the TIP4P/ICE Model
Name of the conference: Roma Tre Congress on Water under Extreme Conditions

Type of participation: Participatory - invited/keynote talk

City of event: Roma, Italy

Date of event: 12/06/2019

End date: 14/06/2019

Carlos Vega.

Title of the work: Homogeneous nucleation of ice from computer simulations
Name of the conference: PPEPPD 2019 Conference

Type of participation: Participatory - oral communication

City of event: Vancouver, Canada

Date of event: 12/05/2019

End date: 16/05/2019

Carlos Vega de las Heras.

Title of the work: Homogeneous nucleation of ice
Name of the conference: CECAM Heterogeneous nucleation of ice: The Ultimate Challenge for Molecular
Modelling

Type of participation: Participatory - invited/keynote talk
City of event: Lausanne, Switzerland
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Date of event: 09/2018
Carlos Vega. "Homogeneous nucleation of ice".

Title of the work: Salts in water. Solubility, models and nucleation

Name of the conference: TENTH LIBLICE CONFERENCE on the Statistical Mechanics of Liquids
City of event: Srni (Sumava National Park), Czech Republic

Date of event: 17/06/2018

End date: 22/06/2018

Carlos Vega de las Heras.

Title of the work: Water

Name of the conference: Thermodynamics 2017
Type of participation: Participatory - Plenary session
City of event: Edimburgo, United Kingdom

Date of event: 04/09/2017

Organising entity: Royal Society of Chemistry

Title of the work: Simulaciones de agua: 50 afos

Name of the conference: Ciclo de Conferencias del Centro de Investigaciones en Quimica Sostenible
Type of participation: Participatory - Plenary session

Date of event: 30/01/2017

Title of the work: The Future of Chemical Physics

Name of the conference: The Future of Chemical Physics Conference
Type of participation: Organizational - Scientific and organizing committee
City of event: Oxford, United Kingdom

Date of event: 31/08/2016

End date: 02/09/2016

Organising entity: Journal of Chemical Physics

Title of the work: Three worked examples for developing force fields: water, hydrates and NaCl solu5ons
Name of the conference: PPEPPD2016

Type of participation: Participatory - invited/keynote talk

Corresponding author: Yes

City of event: Oporto, Portugal

Date of event: 23/05/2016

End date: 27/05/2016

C. Vega.

Title of the work: Computer simulations of water

Type of event: Seminar

Type of participation: Participatory - others Reasons for participation: Upon invitation
City of event: Basilea, Switzerland

Date of event: 20/04/2016

Organising entity: Universidad de Basilea , Physical Chemistry Seminars

Title of the work: The fluid-solid transition in simulation studies of water: thermodynamic and kinetic
aspects

Name of the conference: Workshop on Water at the Interface between Biology, Chemistry
Type of participation: Participatory - Plenary session
City of event: Trieste, Italy
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Date of event: 05/10/2015
End date: 09/10/2015

22 Title of the work: Simulations of water
Name of the conference: 34th International Conference on Solution Chemistry
Type of participation: Participatory - invited/keynote talk
City of event: Praga, Czech Republic
Date of event: 30/08/2015
End date: 03/09/2015
Organising entity: IUPAC

23 Title of the work: Modelling water in computer simulations
Name of the conference: Equifase 2015
Type of participation: Participatory - Plenary session
City of event: Alicante, Spain
Date of event: 29/06/2015
End date: 02/07/2015
C. Vega.

24 Title of the work: The nucleation of ice from the seeding technique
Name of the conference: Workshop: Water under extreme conditions
Type of participation: Participatory - invited/keynote talk
City of event: Roma, Italy
Date of event: 10/06/2015
End date: 12/06/2015
C. Vega.

25 Title of the work: Homogeneous ice nucleation for several water models using the seeding technique
Name of the conference: Workshop: Ice nucleation
Type of participation: Participatory - oral communication
City of event: Princeton, United States of America
Date of event: 23/04/2015
End date: 24/04/2015
C. Vega.

26 Title of the work: Water: What can we learn from computer simulations ?
Name of the conference: Dechema
Type of participation: Participatory - Plenary session
City of event: Frankfurt, Germany
Date of event: 23/03/2015
End date: 24/03/2015
C Vega.

27 Title of the work: Freezing of Water from Computer Simulations, invited talk
Name of the conference: Water — the Most Anomalous Liquid, Workshop
City of event: Estocolmo, Sweden
Date of event: 15/10/2014

28 Title of the work: Freezing of water from computer simulations : Thermodynamic and Kinetic aspects, talk.
Name of the conference: NINTH LIBLICE CONFERENCE on the Statistical Mechanics of Liquids
City of event: Czech Republic
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Date of event: 16/06/2014

Title of the work: Nucleation of ice in water , invited talk
Name of the conference: WaterEurope

City of event: Zaragoza, Spain

Date of event: 09/06/2014

Title of the work: Studies of the Fluid-solid Equilibria of Ices using Gromacs: Free Energies and Direct
Coexistence Simulations,invited talk

Name of the conference: Workshop , Cecam From atoms to clouds: bridging the gap between atomistic
simulation, surface science, atmospheric observation and climate modelling

City of event: Zurich, Switzerland
Date of event: 22/04/2014
Organising entity: Cecam

Title of the work: Computer simulations of the phase diagram of water

Name of the conference: PPEPPD

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk

City of event: Iguazu, Argentina

Date of event: 20/05/2013

Carlos Vega de las Heras.

Title of the work: Computer simulations of the phase diagram of water

Name of the conference: Conferencia plenaria invitada por la Universidad de Wisconsin

Type of event: Seminar Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk

City of event: Madison, United States of America

Date of event: 04/05/2013

Carlos Vega de las Heras.

Title of the work: Computer simulations of the phase diagram of water

Name of the conference: Conferencia plenaria invitada por el Imperial College London
Type of event: Seminar Geographical area: European Union
Type of participation: Participatory - invited/keynote talk

City of event: Londres, United Kingdom

Date of event: 08/03/2013

Carlos Vega de las Heras.

Title of the work: Supercooled water: simulation and experiment

Name of the conference: 8th Liquid Matter Conference

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - oral communication

City of event: Viena, Austria

Date of event: 16/09/2011

Jose Luis Fernandez Abascal; Carlos Vega de las Heras; Miguel Angel Gonzalez Gonzalez.
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35 Title of the work: Properties of supercooled water as obtained from computer simulations of the
TIP4P/2005 model

Name of the conference: Cecam workshop Models for Bulk, Confined Water and Aqueous Solutions Upon
Supercooling: State of the Art and Future Perspectives in Understanding Water Anomalies by Computer
Simulations

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - invited/keynote talk

City of event: LAUSANNE, Switzerland

Date of event: 01/07/2011

City organizing entity: Switzerland

Carlos Vega de las Heras.

36 Title of the work: Crystallisation studies of water: modelling , crystal growth and nucleation
Name of the conference: Cecam workshopCrystallization: from colloids to pharmaceuticals
Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk
City of event: Lausanne, Switzerland
Date of event: 11/07/2010
City organizing entity: Switzerland
Carlos Vega de las Heras.

37 Title of the work: Describing water using simple models
Name of the conference: Conferencia plenaria invitada por la Universidad de Luxemburgo
Type of event: Seminar Geographical area: European Union
Type of participation: Participatory - invited/keynote talk
City of event: Luxemburgo, Luxembourg
Date of event: 25/06/2010
Carlos Vega de las Heras.

38 Title of the work: Can we describe water using computer simulations?
Name of the conference: Conferencia plenaria invitada por la Universidad de Oxford
Type of event: Seminar Geographical area: European Union
Type of participation: Participatory - invited/keynote talk
City of event: Oxford, United Kingdom
Date of event: 21/05/2010
Carlos Vega de las Heras.

39 Title of the work: Can gas hydrate structures be described using classical simulations?
Name of the conference: CECAM Workshop. Molecular Simulation of Clathrate Hydrates
Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk
City of event: DUBLIN, Ireland
Date of event: 06/05/2010
City organizing entity: Ireland
MARIA MARTIN CONDE; CARLOS VEGA DE LAS HERAS.

40 Title of the work: Can we describe water using computer simulations?
Name of the conference: Conferencia plenaria invitada por la Universidad La Sapienza
Type of event: Seminar Geographical area: European Union
Type of participation: Participatory - invited/keynote talk
City of event: Roma, Italy
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Date of event: 28/01/2010
Carlos Vega de las Heras.

Title of the work: Five years simulating the phase diagram of water. What we learn something?

Name of the conference: International Conference Thermodynamics

Type of event: Conference Geographical area: Non EU International

Type of participation: Participatory - oral communication

City of event: LONDRES, United Kingdom

Date of event: 23/09/2009

City organizing entity: United Kingdom

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; LUIS GONZALEZ MAC-DOWELL,;
EVA GONZALEZ NOYA; MARIA MARTIN CONDE; CARL MCBRIDE; CARLOS VEGA DE LAS HERAS.

Title of the work: The thickness of a liquid layer on the free surface of ice as obtained from computer
simulation

Name of the conference: International Conference Thermodynamics

Type of event: Conference Geographical area: Non EU International
Type of participation: 'Participatory - poster

City of event: LONDRES, United Kingdom

Date of event: 23/09/2009

City organizing entity: United Kingdom

MARIA MARTIN CONDE; ANDREJ PATRYKIEJEW; CARLOS VEGA DE LAS HERAS.

Title of the work: The thickness of a liquid layer on the free surface of ice as obtained from computer
simulation

Name of the conference: International Conference Thermodynamics

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - oral communication

City of event: LONDRES, United Kingdom

Date of event: 23/09/2009

City organizing entity: United Kingdom

MARIA MARTIN CONDE; ANDREJ PATRYKIEJEW; CARLOS VEGA DE LAS HERAS.

Title of the work: Cinco afios simulando el diagrama de fases del agua. Qué hemos aprendido ?

Name of the conference: Fisica Estadistica 2009

Type of event: Conference Geographical area: National

Type of participation: Participatory - oral communication

Date of event: 10/09/2009

City organizing entity: HUELVA, Spain

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; LUIS GONZALEZ MAC-DOWELL,;
EVA GONZALEZ NOYA; MARIA MARTIN CONDE; CARL MCBRIDE; CARLOS VEGA DE LAS HERAS.

Title of the work: Estudio por simulacién del espesor de la capa liquida para la superficie libre del hielo
Name of the conference: Fisica Estadistica 2009

Type of event: Conference Geographical area: National

Type of participation: 'Participatory - poster

Date of event: 10/09/2009

City organizing entity: HUELVA, Spain

MARIA MARTIN CONDE; ANDREJ PATRYKIEJEW; CARLOS VEGA DE LAS HERAS.
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Title of the work: Diagrama de fases del agua por simulacion computacional en la region de altas
presiones: aparicion de una fase de cristal plastico

Name of the conference: |V Escuela de Altas Presiones (MALTA-CONSOLIDER)

Type of event: Curso Geographical area: National

Type of participation: Participatory - oral communication

Date of event: 29/06/2009

City organizing entity: SANTANDER, Spain

JUAN LUIS ARAGONES GOMEZ; EVA GONZALEZ NOYA; MARIA MARTIN CONDE; CARLOS VEGA DE
LAS HERAS.

Title of the work: The Dielectric constant of Ice

Name of the conference: 17th Symposium on Thermophysical Properties

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - oral communication

City of event: Boulder, United States of America

Date of event: 21/06/2009

City organizing entity: United States of America

LUIS GONZALEZ MAC-DOWELL; CARLOS VEGA DE LAS HERAS.

Title of the work: What ice can teach us about water interactions: a critical comparison of the performance
of different water models

Name of the conference: Workshop, Molecular Simulations: Algorithms, Analysis, and Applications
Type of event: Conference Geographical area: Non EU International
Type of participation: 'Participatory - poster

City of event: MINNEAPOLIS, United States of America

Date of event: 18/05/2009

City organizing entity: United States of America

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; MARIA MARTIN CONDE;
CARLOS VEGA DE LAS HERAS.

Title of the work: A Successful Model for the Condensed Phases of Water : TIP4P/2005

Name of the conference: AiCHE meeting

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - oral communication

City of event: PHILADELPHIA, United States of America

Date of event: 20/11/2008

City organizing entity: United States of America

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; MARIA MARTIN CONDE;
CARLOS VEGA DE LAS HERAS.

Title of the work: What ice can teach us about water interactions: a critical comparison of the performance
of different water models

Name of the conference: Faraday Discussion , 141

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk

City of event: EDIMBURGO, United Kingdom

Date of event: 27/08/2008

City organizing entity: United Kingdom

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; MARIA MARTIN CONDE;
CARLOS VEGA DE LAS HERAS.
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Title of the work: Absence of superheating for ice Ih with a free surface a new method of determining the
melting point of different water models

Name of the conference: CCP5 (Collaborative Computational Project 5 - The Computer Simulation of
Condensed Phase) Summer School

Type of event: Curso Geographical area: European Union
Type of participation: 'Participatory - poster

City of event: SHEFFIELD, United Kingdom

Date of event: 06/07/2008

City organizing entity: United Kingdom

MARIA MARTIN CONDE; ANDREJ PATRYKIEJEW; CARLOS VEGA DE LAS HERAS.

Title of the work: Properties of ices at 0K A test of water models

Name of the conference: CCP5 (Collaborative Computational Project 5 - The Computer Simulation of
Condensed Phase) Summer School

Type of event: Curso Geographical area: European Union

Type of participation: Participatory - oral communication

City of event: SHEFFIELD, United Kingdom

Date of event: 06/07/2008

City organizing entity: United Kingdom

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; EVA GONZALEZ NOYA; MARIA
MARTIN CONDE; CARLOS VEGA DE LAS HERAS.

Title of the work: Absence of superheating for ice Ih with a free surface a new method of determining the
melting point of different water models

Name of the conference: SimBioMa (Conference on Molecular Simulations in Biosystems and Material
Science)

Type of event: Conference Geographical area: European Union
Type of participation: 'Participatory - poster

City of event: KONSTANZ, Germany

Date of event: 02/04/2008

City organizing entity: Germany

MARIA MARTIN CONDE; ANDREJ PATRYKIEJEW; CARLOS VEGA DE LAS HERAS.

Title of the work: Determination of the phase diagram via computer simulation: methodology and
application to water

Name of the conference: SimBioMa (Conference on Molecular Simulations in Biosystems and Material
Science)

Type of event: Conference Geographical area: European Union

Type of participation: 'Participatory - poster

City of event: KONSTANZ, Germany

Date of event: 02/04/2008

City organizing entity: Germany

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; LUIS GONZALEZ MAC-DOWELL;
EVA GONZALEZ NOYA; MARIA MARTIN CONDE; EDUARDO SANZ; CARLOS VEGA DE LAS HERAS.

Title of the work: Equation of state, thermal expansion coefficient and isothermal compressibility for ices lh
and Il as obtained from computer simulation

Name of the conference: International Conference Thermodynamics

Type of event: Conference Geographical area: Non EU International
Type of participation: 'Participatory - poster

City of event: PARIS, France

Date of event: 26/09/2007
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City organizing entity: France
JUAN LUIS ARAGONES GOMEZ; EVA GONZALEZ NOYA; MARIA MARTIN CONDE; CARLOS
MENDUINA FERNANDEZ; CARLOS VEGA DE LAS HERAS.

Title of the work: Hydrate formation and salting out: New intermolecular potential models for methane in
water and aqueous solutions

Name of the conference: International Conference Thermodynamics

Type of event: Conference Geographical area: Non EU International

Type of participation: Participatory - oral communication

City of event: PARIS, France

Date of event: 26/09/2007

City organizing entity: France

HUGH DOCHERTY; AMPARO GALINDO; MARIA MARTIN CONDE; EDUARDO SANZ; CARLOS VEGA
DE LAS HERAS.

Title of the work: Phase diagram of an octahedral anistropic patchy model potential

Name of the conference: Thermodynamics 2007

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - oral communication

Date of event: 26/09/2007

City organizing entity: Paris, France

J. P. K. Doye; A. A. Louis.

Title of the work: Analysing the performance of water models to describe the phase diagram of water

Name of the conference: CECAM Workshop Modelling the structures and reactivity of silica and water:
from molecule to macroscale

Type of event: Conference Geographical area: Non EU International

Type of participation: Participatory - invited/keynote talk

City of event: LYON, France

Date of event: 17/09/2007

City organizing entity: France

JUAN LUIS ARAGONES GOMEZ; JOSE LUIS FERNANDEZ ABASCAL; LUIS GONZALEZ MAC-DOWELL;
EVA GONZALEZ NOYA; MARIA MARTIN CONDE; EDUARDO SANZ; CARLOS VEGA DE LAS HERAS.

Title of the work: New potential models and theoretical approaches for aqueous systems with salts and
methane: hydrate formation and salting out

Name of the conference: Eleventh International Conference on Properties and Phase Equilibria for Product
and Process Design

Type of event: Conference Geographical area: Non EU International

Type of participation: 'Participatory - poster

City of event: CRETA, Greece

Date of event: 20/05/2007

City organizing entity: Greece

HUGH DOCHERTY; AMPARO GALINDO; MARIA MARTIN CONDE; EDUARDO SANZ; CARLOS VEGA
DE LAS HERAS.

Title of the work: Ice: A fruitful source of information about liquid water

Name of the conference: EMLG/JMLG Annual Meeting, Liquids systems under extreme conditions
Type of event: Conference Geographical area: European Union

Type of participation: Participatory - oral communication

City of event: Barcelona, Spain

Date of event: 22/09/2006
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Jose Luis Fernandez Abascal; Ramon Garcia Fernandez; Luis Gonzalez MacDowell; Eduardo Sanz; Carlos
Vega de las Heras.

Title of the work: Computer simulation studies of the phase diagram of water

Name of the conference: CCP5 Annual meelting

Type of event: Conference Geographical area: European Union

Type of participation: Participatory - invited/keynote talk

City of event: BRADFORD, United Kingdom

Date of event: 04/09/2006

City organizing entity: United Kingdom

JOSE LUIS FERNANDEZ ABASCAL; RAMON GARCIA; LUIS GONZALEZ MAC-DOWELL; MARIA
MARTIN CONDE; CARL MCBRIDE; EDUARDO SANZ; CARLOS VEGA DE LAS HERAS.

Title of the work: A comparison of the statistical associating fluid theory for potentials of variable range to
Monte Carlo simulations for electrolyte solutions

Name of the conference: FOMMS (Foundations of Molecular Modeling and Simulation)

Type of event: Conference Geographical area: Non EU International
Type of participation: 'Participatory - poster

City of event: WASHINGTON, United States of America

Date of event: 09/07/2006

City organizing entity: United States of America

HUGH DOCHERTY; AMPARO GALINDO; MARIA MARTIN CONDE; EDUARDO SANZ; CARLOS VEGA
DE LAS HERAS.

Title of the work: The phase diagram of water from computer simulation

Name of the conference: CECAM workshop. Patchy colloids, Proteins and Network forming liquids:
Analogies and new insights from computer simulation

Type of event: Conference Geographical area: Non EU International

Type of participation: Participatory - oral communication

City of event: LYON, France

Date of event: 23/06/2006

City organizing entity: France

JOSE LUIS FERNANDEZ ABASCAL; LUIS GONZALEZ MAC-DOWELL; MARIA MARTIN CONDE; CARL
MCBRIDE; EDUARDO SANZ; CARLOS VEGA DE LAS HERAS.

Title of the work: The phase diagram of water by computer simulation

Name of the conference: 7th Liblice Conference on the Statistical Mechanics of Liquids
Type of event: Conference Geographical area: European Union
Type of participation: Participatory - oral communication

City of event: Lednice, Czech Republic

Date of event: 18/06/2006

Carlos Vega de las Heras.

Title of the work: What we have learn after three years of simulations of water and ices

Name of the conference: Thermodynamics 2005 (Royal Society of Chemistry)

Type of event: Conference Geographical area: European Union

Type of participation: Participatory - oral communication

City of event: Sesimbra, Portugal

Date of event: 04/09/2005

Carlos Vega; Eduardo Sanz; Carl McBride; Jose Luis Fernandez Abascal; Luis Gonzalez MacDowell.
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Title of the work: Determination of the phase diagram of water from computer simulation
Name of the conference: 6th Liquid Matter Conference (European Physical Society)

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - oral communication

City of event: Utrecht, United Kingdom

Date of event: 24/07/2005

Carlos Vega de las Heras; Eduardo Sanz; Carl McBride; Jose Luis Fernandez Abascal; Luis Gonzalez
MacDowell.

Title of the work: Computer simulation of the phase diagram of water

Name of the conference: Statphys 22

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk

City of event: Bangalore, India

Date of event: 05/07/2004

Jose Luis Fernandez Abascal; Eduardo Sanz; Luis Gonzalez MacDowell; Carlos Vega de las Heras.

Title of the work: The phase diagram of the restricted primitive model

Name of the conference: Thermodynamics 2003 (Royal Society of Chemistry)

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - invited/keynote talk

City of event: Cambridge, United Kingdom

Date of event: 15/04/2003

Carlos Vega de las Heras.

Title of the work: Computer simulations of complex fluids

Name of the conference: 17th IUPAC Conference on Chemical Thermodynamics

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - invited/keynote talk

City of event: Rostock, Germany

Date of event: 04/08/2002

Carlos Vega de las Heras.

Title of the work: Simple models, complex fluids

Name of the conference: Global Phase Diagrams, International Bunsen Conference

Type of event: Conference Geographical area: European Union
Type of participation: Participatory - invited/keynote talk

City of event: Colonia, Germany

Date of event: 16/08/2001

Carlos Vega de las Heras.

Title of the work: Understanding the phase diagram of quadrupolar fluids

Name of the conference: XXVI Statistical Mechanics Meeting

Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk

City of event: Cuernavaca, Mexico

Date of event: 27/04/1997

Carlos Vega; Benito Garzon; Santiago Lago; Peter A. Monson.
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72 Title of the work: The vapour-liquid equilibrium of n-alkanes
Name of the conference: 3rd European Liquid Matter Conference
Type of event: Conference Geographical area: European Union
Type of participation: Participatory - oral communication
City of event: Norwich, United Kingdom
Date of event: 30/09/1996
Carlos Vega de las Heras; Benito Garzon; Luis Gonzalez MacDowell; Santiago Lago; Sofia Calero.

73 Title of the work: Equlibrio liquido-solido de sistemas moleculares e ionicos
Name of the conference: Fises. Fisica Estadistica
Type of event: Conference Geographical area: National
Type of participation: Participatory - oral communication
City of event: Zaragoza, Spain
Date of event: 21/09/1996
Carlos Vega de las Heras; Peter A. Monson.

74 Title of the work: Solid-fluid equilibria in systems of hard diatomics
Name of the conference: American Institute of Chemical Engineering Annual Meeting
Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - oral communication
City of event: Miami, United States of America
Date of event: 11/05/1992
Carlos Vega de las Heras; P. A. Paras; Peter A. Monson.

75 Title of the work: Recent progress in understanding liquids
Name of the conference: Club de profesores de la Universidad de Harvad
Type of event: Conference Geographical area: Non EU International
Type of participation: Participatory - invited/keynote talk
City of event: Boston, United States of America
Date of event: 05/03/1992
Carlos Vega de las Heras.

76 Title of the work: Monte Carlo study of rod like Kihara molecules
Name of the conference: NATO ASI
Type of event: Conference Geographical area: European Union
Type of participation: Participatory - oral communication
City of event: Bath, United Kingdom
Date of event: 14/09/1988
Carlos Vega de las Heras; Daan Frenkel.
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Other achievements

Stays in public or private R&D centres

1 Entity: Universidad de Lublin
City of entity: Poland
Start-End date: 01/07/2006 - 01/09/2006 Duration: 2 months - 2 days
Goals of the stay: Guest
Provable tasks: Estancia sabatica en la Universidad de Lublin,POLONIA

2  Entity: University of Massachusetts
City of entity: United States of America
Start-End date: 01/07/1997 - 01/09/1997 Duration: 2 months - 2 days
Goals of the stay: Guest
Provable tasks: Estancia contrato NATO en USA para trabajar con el Prof. Peter A. Monson

3 Entity: University of Massachusetts
City of entity: United States of America
Start-End date: 01/09/1991 - 01/01/1993 Duration: 1 year - 4 months
Goals of the stay: Post-doctoral

Provable tasks: Estancia postdoctoral como becario Fulbright en USA bajo la supervision del Profesor
Peter A. Monson

4  Entity: Universidad de Cornell
City of entity: ITHACA, United States of America
Start-End date: 01/09/1990 - 01/11/1990 Duration: 2 months
Goals of the stay: Doctorate

Provable tasks: Estancia breve en UNIVERSIDAD DE CORNELL, ESTADOS UNIDOS DE AMERICA con
cargo a mi beca de FPU y bajo la supervisiéon del Profesor Keith Gubbins

5 Entity: Universidad de Bochum (Alemania)
City of entity: (Ninguno), Germany
Start-End date: 14/04/1989 - 14/07/1989 Duration: 3 months
Goals of the stay: Doctorate

Provable tasks: Estancia breve en UNIVERSIDAD BOCHUN, ALEMANIA under supervision of Prof.
Johann Fischer

6 Entity: FOM Institute for Atomic and Molecular Physics
City of entity: Holland
Start-End date: 01/09/1987 - 01/01/1988 Duration: 4 months
Goals of the stay: Doctorate

Provable tasks: Estancia breve en el Instituto de Fisica Atomica y Molecular para trabajar bajo la
supervision del Prof. Daan Frenkel
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Periods of research activity

1 N°ofrecognized periods: 1
Date of recognition: 12/06/2018

2 N° of recognized periods: 1
Date of recognition: 20/06/2012

3 N°of recognized periods: 1
Date of recognition: 06/06/2006

4 N° of recognized periods: 1
Date of recognition: 30/06/2000

5 N°of recognized periods: 1
Date of recognition: 30/06/1998

Summary of other achievements

1 Description of the achievement: H index =62 , 242 papers , 17500 citations
Accrediting entity: Web of Knowledge
Conferral date: 27/01/2024

2 Description of the achievement: Member of the evaluating committee of 30 PhD candidates
Conferral date: 15/12/2023

3 Description of the achievement: Perteneciente a las lista de los mejores investigadores espafrioles de
todas las areas de conocimiento. Area asignada: Fisica Atomica y Molecular. La lista se encuentra en
https://grupodih.info/

Conferral date: 22/11/2022

4 Description of the achievement: 35 papers with more than 100 citations
Conferral date: 16/11/2022

5 Description of the achievement: Seis tramos docentes concedidos ( quinquenios)
Conferral date: 20/09/2021

6 Description of the achievement: Cinco tramos de investigacion (sexenios) concedidos
Conferral date: 01/10/2019

7 Description of the achievement: Molecular Physics Lecture prize (In recognition of an outstanding
contributions to the field)

Accrediting entity: Thermodynamics Conference Series
Conferral date: 05/09/2017
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8 Description of the achievement: Cientifico seleccionado para la presentacién de nominaciones al Premio
Nobel de Quimica (afios 2013 y 2017)

Conferral date: 25/02/2017

9 Description of the achievement: Para una busqueda actualizada de citas utilizar mi Research ID en el
Web of Science: C-5455-2009 (teclear esto como Author Identifier)

Conferral date: 19/11/2013

10 Description of the achievement: Puesto 4009 en el ranking mundial de investigadores en Quimica mas
citados del ISI Web of Science (Esential Science Indicators)

Conferral date: 18/11/2013

11 Description of the achievement: Reviewer (10-15 papers a year) for : Journal of Chemical Physics, J.
Phys. Chem. B, J.Phys.Chem. A, J. Am. Chem. Soc., Nature, Molecular Physics, J.Phys.Condens.Matter,
Ind.Engineering Chemistry Research, Physical Review E, Phys.Rev.Lett. , Fluid Phase Equilibria, J.Mol.Liq.,
J.Chem.Theo.Comput.

Conferral date: 14/12/2010

12 Description of the achievement: Prize for PhD in Chemistry (1992) - Premio Extraordinario de Doctorado
Conferral date: 05/05/1992

13 Description of the achievement: Post-doctoral Fulbright Fellow
Conferral date: 17/04/1991

14 Description of the achievement: First National Prize for Bachelor in Chemistry (1987) -Primer premio
Nacional de Licenciatura en Quimica

Conferral date: 06/06/1988

15 Description of the achievement: First Prize for Bachelor in Chemistry at Complutense University
(1987)-Premio Extraordinario de Licenciatura

Conferral date: 05/05/1988
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