INDUSTRIAL
DOCTORATE
FORM FOR INDUSTRIAL DOCTORATE PROJECTS
TO BE COMPLETED BY THE COMPANY AND THE UNIVERSITY
APPLICATION TO PARTICIPATE IN AN INDUSTRIAL DOCTORATE PROJECT
→ PROJECT

Extending and streamlining the drug discovery pipeline of PlayMolecule.

→ SCHEDULED START DATE FOR PROJECT OCTOBER 2020
→ ERC PANEL 1 LS1 Molecular and Structural Biology and Biochemistry
→ ERC PANEL 2 (OPTIONAL)

Enter an ERC panel from the list

TYPE OF RESEARCH PROJECT
Each year, the Government of Catalonia establishes the maximum number of projects for each type of financing. If all the
funding is awarded for a specific type and the company/university wishes to carry out the project as part of the current call
for proposals, both types of financing may be opted for by checking both boxes. See the section on the characteristics.
Co-funding type of financing

✔

Specific funding type of financing

COMPANY DETAILS
→ COMPANY NAME ACELLERA LABS SL

→ TAX ID CODE(CIF)

→ LEGAL REPRESENTATIVE OF COMPANY IRENE ESCOLAR HARO

→ TAX/FOREIGNER

→ PROJECT MANAGER AT COMPANY IRENE ESCOLAR HARO

→ TAX/FOREIGNER

→ E-MAIL ADDRESS

→ TELEPHONE

ID NO. (NIF/NIE)
ID NO. (NIF/NIE)

→ ADDRESS OF THE PLACE OF WORK WHERE THE PROJECT WILL BE PARTIALLY DEVELOPED

c/ DOCTOR TRUETA 183,7-5
→ POSTCODE 08005

→ TOWN BARCELONA

→ WEBSITE https://www.acellera.com/

→ BRIEF COMPANY PRESENTATION
Founded in 2006, Acellera was one of the first companies worldwide to leverage the use of novel accelerator processor technology (GPU) for
molecular simulations. Among our clients, we count 10 of the top 50 pharmaceutical companies. We were selected as one of the Top30 AI Drug
Discovery companies in 2019. Acellera software includes PlayMolecule, ACEMD, HTMD, KDEEP, etc. and it’s used by hundreds of users both in
academia and the private sector. In particular, PlayMolecule.com is the first platform to democratize the use of molecular dynamics and machine
learning applications for drug discovery.
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TAX/FOREIGNER
ID NO. (NIF/NIE)

DETAILS OF THE PROJECT’S ACADEMIC SETTING
→ UNIVERSITY UNIVERSITAT POMPEU FABRA
→ DOCTORATE PROGRAMME PHD PROGRAMME IN BIOMEDICINE

✔

ICREA RESEARCHER

→ SGR CODE
→ THESIS DIRECTOR

ERC GRANT HOLDER

SGR RESEARCH GROUP

→ RESEARCH GROUP NAME COMPUTATIONAL SCIENCE LABORATORY

GIANNI DE FABRITIIS

→

TAX/FOREIGNER
ID NO. (NIF/NIE)

→ RESEARCH CENTRE (IF APPLICABLE) GRIB (PRBB)
→E-MAIL ADDRESS

→TELEPHONE

→ ADDRESS OF THE DEPARTMENT/CENTRE WHERE THE PROJECT WILL BE PARTIALLY DEVELOPED

PRBB c/Doctor Aiguader 88
→ POSTCODE 08003

→ TOWN BARCELONA

→ WEBSITE https://www.compscience.org/

DESCRIPTION OF RESEARCH PROJECT
BRIEF SUMMARY OF THE RESEARCH PROJECT, INDICATING WHETHER THERE ARE OTHER PARTICIPATING ORGANISATIONS OR CENTRES, NOT TO
EXCEED THE SPACE IN THE TEXT BOX, WHICH ALLOWS CANDIDATES TO DECIDE WHETHER IT IS A PROJECT OF INTEREST TO THEM.

The goal of this project are to further develop the computational drug discovery platform PlayMolecule. The aim is to improve existing functionalities,
improve the user experience, contribute new functionalities to the backend and collaborate on new applications with the goal of simplifying and
accelerating the drug discovery process.

PlayMolecule.org is a drug discovery platform used by thousands of scientists worldwide and pharmas and biotech companies. The platform is based
on two main pillars, physical-based molecular simulations on GPUs and machine learning/AI, thus contributing to the company mission of
accelerating the transition towards computerized drug discovery process. The platform was born in 2017 and serves as a repository of web
applications for molecular modelling tools such as ProteinPrepare [Martínez-Rosell2017; doi:10.1021/acs.jcim.7b00190] and pioneering deep
learning applications such as Kdeep [Jiménez2018; doi:10.1021/acs.jcim.7b00650].
We expect the candidate to work on all aspects of the PlayMolecule platform, including the graphical user interface, the backend which orchestrates
the calculations as well as improving existing applications and helping develop new ones. The goal will be to allow the simplification and automatic
calculation of complex scientific workflows transparently on a variety of resources ranging from local resources to HPC clusters. The researcher will
have access to state of the art computational resources and collaborate with other researchers on this project. The results of this project are
expected to have a strong impact on the field of computational drug discovery by easing the entry of new researches as well as helping experienced
researchers accelerate and streamline their drug discovery pipeline through the unique capabilities provided by PlayMolecule.
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CANDIDATE PROFILE
Description of both the minimum requirements and preferred characteristics, in terms of degrees held, languages and experience that
will be weighed favourably in assessing candidates. In all sections, requirements must be identified as minimum or preferred.

→ DEGREE* (BACHELOR’S DEGREE OR EQUIVALENT (FOUR-YEAR UNDERGRADUATE DEGREE, ENGINEERING AND ARCHITECTURE) AND UNIVERSITY MASTER’S DEGREE)

MSc in COMPUTER SCIENCE, BIOINFORMATICS OR SIMILAR FIELDS
*Requirements for admission to a doctoral programme: See the requirements section corresponding to the questions most frequently
asked by doctoral students (FAQ) on the Industrial Doctorates website.

→ LANGUAGES
- Excellent English Communication skills

→ PROFESSIONAL EXPERIENCE OF INTEREST
- Not required

→ OTHER

- Knowledge of chemistry, biochemistry and drug discovery processes is required.
- Strong interest in algorithms and computing and their applications.
- Very good knowledge of Python and good coding practices.
- Experience in frontend/backend development.
- Experience with HPC calculations.
- Prior knowledge in neural information processing, deep learning frameworks (pyTorch, Tensorflow) is desirable

CHARACTERISTICS OF THE INDUSTRIAL DOCTORATE PROJECTS
The essential element of the Industrial Doctorates Plan is the industrial doctorate project, that is, a strategic research project carried out at
a company that allows the doctoral student to further develop his research training in collaboration with a university, and which is the object of
a doctoral thesis.
The Government of Catalonia provides two types of financial support to these projects, based on certain characteristics of
project implementation:
a. Industrial doctorate projects co-funded by the Government of Catalonia.
b. Industrial doctorate projects with specific funding.

CHARACTERISTICS COMMON TO BOTH TYPES
→ The doctoral thesis will be carried out within the framework of a collaboration agreement between the university (and, if necessary, a
research centre) and the company (more than one company may participate).
→ The candidate will be given a thesis director connected to the university or research centre and a project manager appointed by the
company.
→ The candidate will be selected jointly by the signatories of the collaboration agreement. However, the candidate must be accepted and
admitted to the doctoral programme of the corresponding university.
→ The candidate must have an average mark of 6.5 or higher (scale 1 to 10) on his or her academic transcript, calculated based on all
credits of university studies that allow admission to a doctoral programme.
→ The thesis director must be part of an active recognised research group (SGR) of the Government of Catalonia or a researcher from the
ICREA programme or be a recipient of European Research Council (ERC) funding.
→ The time dedicated by the doctorate student to the research projects will be divided between the company and the university..
→ The candidate will take part in training programmes in specific skills related to R&D&I project leadership, coordination and management;
the transfer of research results; new business development; and industrial and intellectual property, among other relevant subjects.
→ The candidate will be given a yearly stipend (mobility fund), funded by the Government of Catalonia and accumulative for a maximum
period of 3 years. Its purpose is to enable attendance at workshops and conferences related to the research project as well as stays at other
company offices, universities or research centres outside Catalonia.
→All theses defended under the Industrial Doctorates Plan will receive an Industrial Doctorate with distinction. The participating
companies and academic directors will also receive acknowledgement for their participation in the Plan.
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WHAT CHARACTERISTICS MUST THE PROJECT HAVE IN ORDER TO BE CONSIDERED FOR THE
CO-FUNDING TYPE OF FINANCING?

→ The length of the collaboration agreement must be for 3 years.
→ The company must hire the candidate, providing a minimum annual gross salary of approximately 22,000 euros and covering the
corresponding employer Social Security contributions. The yearly distribution can be based on the company’s remuneration policy.
→ The place of work of the company must be located in Catalonia.
→ The candidate must work exclusively on developing the research project.
→ The goal is that the thesis be completed within 3 years. Under no circumstance can Catalan Government funding exceed a period
of three years.
→ The Government of Catalonia will fund:
_The public prices and fees for the candidate’s enrolment in the doctoral programme.
_The company tutorship.
_The candidate’s mobility fund.
_The 30 hours of cross-cutting training.
_Funding for the research group for the development of the research project.
_Overhead costs produced at the university.

WHAT CHARACTERISTICS MUST THE PROJECT HAVE IN ORDER TO
BE CONSIDERED FOR THE SPECIFIC FUNDING TYPE OF FINANCING?

This type has been designed for cases in which:
a). The company cannot directly hire the candidate and reaches an agreement with the university or research centre to meet
the total employment costs for his hiring.
b). The candidate is unable to work exclusively on the development of the project and the doctoral thesis, and therefore
the collaboration agreement and the industrial doctorate project will last for more than 3 years.
c).The work center of the business environment is outside Catalonia.
d). It is a case of special interest not planned for in the preceding section that, duly justified, can be considered by the
selection committee.

In these instances, the Government of Catalonia will finance the mobility fund (for a maximum of 3 years), the 30 hours of crosscutting training corresponding to the candidate, as long as the average minimum annual gross salary is 22,000 euros during the
project’s development. The yearly distribution can be based on the company’s remuneration policy.

09 ____________________
BARCELONA
JULIO
2020
BBBBBBBBBBBBBBB_________________,
____
____BB

Legal company representative (with
company stamp)

Project manager assigned by the
company

Thesis director (with university or
department or research centre stamp)

PERSONAL DATA PROTECTION
The data provided by applicants will be processed by the AGAUR as follows:
Data controller. AGAUR – CIF Q0801117C – Passeig de Lluís Companys, 23, 08010, Barcelona –lopd.agaur@gencat.cat.
Data protection officer. Microlab Hard – C/ de Santiago Rusiñol, 8, 08750, Molins de Rei – agaur@dpo.microlabhard.es.
Purpose. To publicise the application to take part in an industrial doctorate project on the Industrial Doctorates programme website, pass on the candidacy applications received and, if applicable, to manage the grant
within the period established in the call for industrial doctorates, pursuant to Regulation (EU) 2016/679 of the European Parliament and of the Council of 27 April 2016 on the protection of natural persons with regard to
the processing of personal data and on the free movement of such data, and to Organic Law 3/2018, of 5 December, on personal data protection and guarantee of digital rights.
Legal basis. The fulfilment of a legal obligation and the exercise of public powers conferred on the data controller.
Data retention. The data you provide will be stored in accordance with the periods established in the regulatory framework for AGAUR grant management services and in the applicable regulations on records.
Rights. You may exercise your rights to access, rectification, erasure and objection to the processing of your data, as well as your right to portability of these data, at any time by writing to the AGAUR or to the data
protection officer, enclosing a copy of an official identity document. In the case of non-conformity with the data processing, you also have the right to submit a complaint before the Catalan Data Protection Authority.
Recipients. The Ministry of Business and Knowledge, to which the AGAUR is attached, with the aim of monitoring, assessing and managing the tasks carried out by the AGAUR. Additionally, bodies in the public and
private sectors, only when it is totally necessary and foreseen in the call. Whoever else whenever there is a legal obligation present.

BLOCK
For further information:
doctorats.industrials.sur@gencat.cat · doctoratsindustrials.gencat.cat
Application procedure:
→ Send a digital copy of the form to the e-mail address of the Industrial Doctorates Plan: doctorats.industrials.sur@gencat.cat
→ Submit the original form, on paper and signed by all the parties involved, to the head office of the Agency for Management of University and
Research Grants (AGAUR): Passeig Lluís Companys, 23, 08010 Barcelona. (RE: Industrial Doctorate Project).
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INDUSTRIAL
DOCTORATE
TO BE COMPLETED BY THE CANDIDATE
APPLICANT DETAILS
→

→ NAME AND SURNAME 

TAX/FOREIGNER
ID NO. (NIF/NIE)

→ ADDRESS OF HABITUAL RESIDENCE
→POSTCODE 



ǵTELEPHONE

→TOWN

→ E-MAIL ADDRESS

CANDIDATE PROFILE
→ DEGREE* (BACHELOR’S DEGREE OR EQUIVALENT (FOUR-YEAR UNDERGRADUATE DEGREE, ENGINEERING AND ARCHITECTURE) AND UNIVERSITY MASTER’S DEGREE)

→
→
→
→
→
→

→ NUMBER OF CREDITS AND AVERAGE MARK OF

THE ACADEMIC TRANSCRIPT OF THE BACHELOR’S
DEGREE OR EQUIVALENT (scale 1 to 10)

→ NUMBER OF CREDITS AND AVERAGE MARK OF
THE ACADEMIC TRANSCRIPT OF THE MASTER’S
DEGREE (scale 1 to 10)

→ LANGUAGES. IF THE CANDIDATE HOLDS A
CERTIFICATE OF PROFICIENCY, THIS MUST BE
INDICATED ALONG WITH THE DATE OF ISSUE.

→ PROFESSIONAL EXPERIENCE OF INTEREST

→ OTHER INFORMATION OF INTEREST RELEVANT TO THE PROJECT
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TO BE COMPLETED BY THE CANDIDATE
MOTIVATION AND INTEREST IN THE PROJECT
Space in which candidates can describe their motivations and personal interest in the project, not to exceed the space in the text box.

PERSONAL DATA PROTECTION
The data provided by applicants will be processed by the AGAUR as follows:
Data controller. AGAUR – CIF Q0801117C – Passeig de Lluís Companys, 23, 08010, Barcelona –lopd.agaur@gencat.cat.
Data protection officer. Microlab Hard – C/ de Santiago Rusiñol, 8, 08750, Molins de Rei – agaur@dpo.microlabhard.es.
Purpose. To pass on your application to the business and the academic establishment promoting the research project for which you are enrolled, in order, if applicable, to manage the
grant for your recruitment within the period established in the call for industrial doctorates, pursuant to Regulation (EU) 2016/679 of the European Parliament and of the Council of 27
April 2016 on the protection of natural persons with regard to the processing of personal data and on the free movement of such data, and to Organic Law 3/2018, of 5 December, on
personal data protection and guarantee of digital rights.
Legal basis. The fulfilment of a legal obligation and the exercise of public powers conferred on the data controller.
Data retention. The data you provide will be stored in accordance with the periods established in the regulatory framework for AGAUR grant management services and in the applicable
regulations on records.
Rights. You may exercise your rights to access, rectification, erasure and objection to the processing of your data, as well as your right to portability of these data, at any time by writing to
the AGAUR or to the data protection officer, enclosing a copy of an official identity document. In the case of non-conformity with the data processing, you also have the right to submit a
complaint before the Catalan Data Protection Authority.
Recipients. The business and the academic establishment promoting the research project to assess your candidacy. The Ministry of Business and Knowledge, to which the AGAUR is
attached, with the aim of monitoring, assessing and managing the tasks carried out by the AGAUR. Additionally, bodies in the public and private sectors, only when it is totally necessary
and foreseen in the call. Whoever else whenever there is a legal obligation present.

Date and signature of the interested party
BBBBBBBBBBBBBBB_________________, ____ ____________________ ____BB

BLOCK
For further information:
doctorats.industrials.sur@gencat.cat · doctoratsindustrials.gencat.cat
Application procedure:
→ Send a digital copy of the form to the e-mail address of the Industrial Doctorates Plan: doctorats.industrials.sur@gencat.cat
→ Submit the original form, on paper and signed by all the parties involved, to the head office of the Agency for Management of University and
Research Grants (AGAUR): Passeig Lluís Companys, 23, 08010 Barcelona. (RE: Industrial Doctorate Project).ial).
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