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CORDIS proporciona enlaces a los documentos publicos y las publicaciones de los
proyectos de los programas marco HORIZONTE.

Los enlaces a los documentos y las publicaciones de los proyectos del Séptimo
Programa Marco, asi como los enlaces a algunos tipos de resultados especificos,
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como conjuntos de datos y «software», se obtienen dinamicamente de OpenAIRE

=z

Resultado final

Documents, reports (26) v

E-CAM Public Wiki-like pages and newsletters 111 (4

Report on (a) the generation and updating of Wiki-like pages describing E-CAM’s
activities in a language appropriate to the general public; and, (b) E-CAM
newsletters; published in previous 4 quarters.

E-CAM software Porting_porting and Benchmarking_benchmarking Data data IV [
Update on E-CAM software porting and benchmarking data .

ESDW guidelines and programme IV [

Updated guidelines for format, content and coding styles in the ESWD, and
programme for year 4. Drafted jointly by CH, JUELICH, ICHEC and NUID UCD.
Includes updated advanced on-line training modules on use of a structured Wiki-
like page, basic parallel programming, scripting tools, use of version control tools.

E-CAM Public Wiki-like pages and newsletters V (4

Report on (a) the generation and updating of Wiki-like pages describing E-CAM’s
activities in a language appropriate to the general public; and, (b) E-CAM
newsletters; published in previous 3 quarters.

ESDW guidelines and programme 111 (5

Updated guidelines for format, content and coding styles in the ESWD, and
programme for year 3. Drafted jointly by CH, JUELICH, ICHEC and NUID UCD.
Includes updated on-line training modules on use of a structured Wiki-like page,
basic parallel programming, scripting tools, use of version control tools..

|dentification/selection of E-CAM MD codes for development (4
It will contain a review of software and algorithms in the area of classical MD and
a list of new software to be developed at E-CAM.

E-CAM software porting.and benchmarking data | (4

Joint technical report on results of (a) porting and optimisation of at least 8 new
modules related to those developed in the ESDWSs to massively parallel machine
(STFC); and (b) benchmarking and scaling of at least 8 new modules related to
those developed in the ESDWSs on a variety of architectures (Juelich).
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5c54fba60&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5c54fba60&appId=PPGMS
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5ae92f10e&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5ae92f10e&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b4d60ada&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b4d60ada&appId=PPGMS
https://www.openaire.eu/about
https://www.openaire.eu/about

Identification/selection of E-CAM meso and multi-scale modelling_codes for development (4

Special report on the state of the art methods and algorithms, including: use of
neural networks for force calculation and structure recognition; kinetic Monte
Carlo calculations and the interface with computational fluid dynamics and
electronic structure calculations; charge and polarization in dissipative dynamics
calculations; statistical mechanics of Hamiltonian adaptive resolution simulations;
hybrid kinetic schemes for modeling complex fluidslt will also contain a review of
software in this area and a list of new modules to be developed by E-CAM.

E-CAM software porting.and benchmarking data Il (4
E-CAM software porting and benchmarking data |.

ESDW guidelines and programme V (4

Updated guidelines for format, content and coding styles in the ESWD, and
programme for year 5. Drafted jointly by CH, JUELICH, ICHEC and NUID UCD.
Updated advanced on-line training modules on use of a structured Wiki-like page,
basic parallel programming, scripting tools, use of version control tools.

Hardware developments V (5
Update on hardware developments IV.

Hardware developments 11l (5
Update on hardware developments Il.

E-CAM software porting.and benchmarking data Ill (4

E-CAM software platform | (4

On-line publication of the E-CAM web-platform. The platform will include: (a) the
E-CAM library of software modules and interfaces; (b) end users portal (to
access E-CAM'’s resources, make requests for software developments, register
for events); (c) web infrastructure for teaching tools.

ESDW guidelines and programme | (4

Guidelines for format, content and coding styles in the ESWD, and programme
for year 1. Drafted jointly by CH, JUELICH, ICHEC and NUID UCD. Includes 4-8
advanced on-line training modules on use of a structured Wiki-like page, basic
parallel programming, scripting tools, use of version control tools.

E-CAM software porting.and benchmarking data V (4
Update on E-CAM software porting and benchmarking data IV.

E-CAM Public Wiki-like pages and newsletters Il (4
E- CAM Public Wiki-like pages and newsletters |l
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5add86a7b&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5add86a7b&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b99bfbe8&appId=PPGMS
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5ce305b41&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5de750226&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5de750226&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5bbec5f2d&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5bbec5f2d&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5adf8424d&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5adf8424d&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5c3b5a2cc&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5a4ec9b66&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5a4ec9b66&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5dc2599c8&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5dc2599c8&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a4f3f5&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a4f3f5&appId=PPGMS

E-CAM Public Wiki-like pages and newsletters | (4

Report on (a) the generation and updating of Wiki-like pages describing E-CAM’s
activities in a language appropriate to the general public; and, (b) E-CAM
newsletters; published in previous 4 quarters.

ESDW guidelines and programme Il (4

Updated guidelines for format, content and coding styles in the ESWD, and
programme for year 2. Drafted jointly by CH, JUELICH, ICHEC and NUID UCD.
Includes updated on-line training modules on use of a structured Wiki-like page,
basic parallel programming, scripting tools, use of version control tools.

Hardware developments IV [
Update on hardware developments lll.

Identification/selection of E-CAM electronic structure codes for development (4

Special report on the state of the art codes and methods in Quantum Monte Carlo
and Density Functional Theory (DFT) and beyond DFT methods. It will contain a
review of the basic features that the majority of these codes have in common with
a view to modularisation. It will also contain a review of software in this area and a
list of new modules to be developed by E-CAM.

E-CAM Public Wiki-like pages and newsletters IV (5

Report on (a) the generation and updating of Wiki-like pages describing E-CAM’s
activities in a language appropriate to the general public; and, (b) E-CAM
newsletters; published in previous 4 quarters.

Hardware developments | (4

Joint report by STFC FR-IDF, and ICHEC on: (a) Report on hardware
developments that will affect the scientific areas of interest to E-CAM and detailed
feedback to the project software developers (STFC); (b) discussion of project
software needs with hardware and software vendors, completion of survey of
what is already available for particular hardware platforms (FR-IDF); and,
detailed output from direct face-to-face session between the project end-users,
developers and hardware vendors (ICHEC).

Identification/selection of E-CAM guantum dynamics codes for development (4

Special report on the state of the art algorithms and efficient methods and
interfaces for coupling electronic structure and quantum dynamical calculations.
A list of new modules to be developed by E-CAM will also be provided.

Hardware developments 11 (5
Update on Hardware developments I.

ESDW technical software guidelines | (4
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9949113&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5d68041a1&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5d68041a1&appId=PPGMS
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a4fd73&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a4fd73&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b5c072c3&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b5c072c3&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5a7add619&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5a7add619&appId=PPGMS

Guidelines for technical development of the software modules and the general E-
CAM software architecture.

Other (25) v

Electronic structure E-CAM modules Il (4

9 software modules delivered to the E-CAM repository in the area of Electronic
Structure responding to requests of users, and their documentation.

Quantum dynamics E-CAM modules Il (5
6 software modules delivered to the E-CAM repository in the area of Quantum
Dynamics based on users requests and their documentation.

Classical MD E-CAM modules V (4

Final Software modules delivered to the E-CAM repository in the area of Classical
Molecular Dynamics responding to requests of users, and their documentation.

Meso and multi-scale modelling E-CAM modules 1V [

9 Software modules delivered to the E-CAM repository in the area of Meso and
Multi-Scale Modelling responding to requests of users, and their documentation.

E-CAM software platform Il (4
Update on E-CAM software tools and platforms jointly by CH and Juelich.

E-CAM software platform Il (4
Update on E-CAM software tools and platforms jointly by CH and Juelich.

Classical MD E-CAM modules Il [

9 software modules delivered to the E-CAM repository in the area of statistical
and machine learning tools for the analysis of rare events, and their
documentation.

Electronic structure E-CAM modules V [4

Final software modules delivered to the E-CAM repository in the area of
Electronic Structure responding to requests of users, and their documentation.

Meso and Multimulti-scale modelling E-CAM modules |l (4

9 software modules delivered to the E-CAM repository in the area of meso and
multi-scale modelling, based on user requests and their documentation.

Quantum Dynamics dynamics E-CAM modules V (4
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5bd96d46c&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5bd96d46c&appId=PPGMS
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b5b52bd2&appId=PPGMS
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https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b864762b&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b71ae837&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b71ae837&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5da643a7a&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5da643a7a&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a1ab7a&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a1ab7a&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5dad6471e&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5dad6471e&appId=PPGMS

Final software modules delivered to the E-CAM library in the area of Quantum
Dynamics based on users requests and their documentation.

Electronic structure E-CAM modules |1 (4

9 software modules delivered to the E-CAM repository in the area of Wannier90
and electron phonon Wannier calculations.

Classical MD E-CAM modules Il (5

9 software modules delivered to the E-CAM repository in the area of classical
molecular dynamics responding to requests of users, and their documentation.

Meso and multi-scale modelling E-CAM modules V [

Final Software modules delivered to the E-CAM repository in the area of meso
and mulit-scale modelling responding to requests of users, and their
documentation.

Classical MD E-CAM modules IV [

9 software modules delivered to the E-CAM repository in the area of Classical
Molecular Dynamics responding to requests of users, and their documentation.

E-CAM software platform IV (4
Update on E-CAM software tools and platforms jointly by CH and Juelich.

E-CAM software platform V (5
Update on E-CAM software tools and platforms jointly by CH and Juelich.

Meso and multi-scale modelling E-CAM modules 1 (3
9 software modules delivered to the E-CAM repository in the area of meso and
multi-scale modelling, and their documentation.

Classical MD E-CAM modules 1 (5

9 software modules in classical Molecular Dynamics delivered to the E-CAM
repository in the area of trajectory sampling, thermodynamics and kinetics of rare
events, and their documentation.

Meso and multi-scale modelling E-CAM modules Il (4

9 software modules delivered to the E-CAM repository in the area of meso and
multi-scale modelling, based on user requests and their documentation.

Quantum dynamics E-CAM modules IV [
6 software modules delivered to the ECAM repository in the area of Quantum
Dynamics based on users requests and their documentation

Electronic structure E-CAM modules | [4
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9 Software modules delivered to the E-CAM library in electronic structure
including solvers for localised orbitals, for computing on a grid and solvers, and
for transport, and their documentation.

Quantum dynamics E-CAM modules 11 (4

6 software modules delivered to the E-CAM repository in the area of quantum
dynamics based on user requests and their documentation.

Electronic structure E-CAM modules IV (4

9 Software modules delivered to the E-CAM repository in the area of Electronic
Structure responding to requests of users, and their documentation.

Quantum dynamics ECAM modules | [4

6 software modules delivered to the E-CAM repository in the areas of: (1)
approximate methods for computing quantum time correlation functions; (2) exact
integrators for the Schroedinger equation; (3) model potentials of increasing
complexity for benchmarking

E-CAM software development tools (4

On-line deployment of centralized tools for software development, documentation
and maintenance. These will include tools for automatic extraction of software
documentation, bug tracking, version control, low-level software (e.g. memory
handling).

Open Research Data Pilot (1) v

Data Management Plan [

The Project Administrator will develop a Data Management Plan (DMP) with all
the participants. It will describe in detail how reports and data are handled. The
plan will be approved and owned by the Executive Management Team. The plan,
that outlines the practices for collecting, organizing, backing-up, and storing the
data, will be updated regularly throughout the project. Within this task the data
management plan for the Pilot on Open Research Data will be defined and
delivered. It will outline how the data, including associated metadata, needed to
validate the results presented in scientific publications will be made available
openly.

Publicaciones

7 of 17


https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a12c58&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b9a12c58&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5caf9f399&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5caf9f399&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b4d60ad9&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b4d60ad9&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b4d60ca4&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5b4d60ca4&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5addbd90d&appId=PPGMS
https://ec.europa.eu/research/participants/documents/downloadPublic?documentIds=080166e5addbd90d&appId=PPGMS

Peer reviewed articles (42) v

Atomistic insight into the kinetic pathways for Watson-Crick to Hoogsteen transitions in DNA (4
Autores: Jocelyne Vreede, Alberto Pérez de Alba Ortiz, Peter G Bolhuis, David
W H Swenson

Publicado en: Nucleic Acids Research, Edicidén 47/21, 2019, Pagina(s) 11069-
11076, ISSN 0305-1048

Editor: Oxford University Press

DOI: 10.1093/nar/gkz837

Electronic structure and optical properties of quantum crystals from first principles calculations in the
Born-Oppenheimer approximation (4

Autores: Vitaly Gorelov, David M. Ceperley, Markus Holzmann, Carlo Pierleoni
Publicado en: The Journal of Chemical Physics, Edicién 153/23, 2020,
Pagina(s) 234117, ISSN 0021-9606

Editor: American Institute of Physics

DOI: 10.1063/5.0031843

Unfolding the prospects of computational (bio)materials modeling (3

Autores: G. J. Agur Sevink, Jozef Adam Liwo, Pietro Asinari, Donal MacKernan,
Giuseppe Milano, Ignacio Pagonabarraga

Publicado en: The Journal of Chemical Physics, Edicién 153/10, 2020,
Pagina(s) 100901, ISSN 0021-9606

Editor: American Institute of Physics

DOI: 10.1063/5.0019773

Microswimmers learning_chemotaxis with genetic algorithms (4

Autores: Hartl, Benedikt; Hubl, Maximilian; Kahl, Gerhard; Zé6ttl, Andreas
Publicado en: PNAS, Edicion 55, 2021, Pagina(s) in press, ISSN 1091-6490
Editor: National academy of sciences

DOI: 10.1073/pnas.2019683118

PANNA: Properties from Artificial Neural Network Architectures (4
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