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Job Description
	Job title:

	Research Associate

	Department/School:

	Chemical Engineering

	Grade:

	7

	Location:

	University of Bath premises


	Job purpose


	To provide research expertise and undertake specific research work on modelling the formation of metal-organic frameworks across different length scales as part of a research team for the ERC Consolidator Grant GROWMOF. 



	Source and nature of management provided 


	Prof Tina Düren, Professor in Chemical Engineering, Principal Investigator



	Staff management responsibility


	None



	Special conditions 


	None



	Main duties and responsibilities 


	You will work as part of a project on modelling the self-assembly, crystal growth and thin film formation of metal-organic frameworks (MOFs) funded by the ERC Consolidator Grant GrowMOF. 
MOFs are considered promising materials for many applications such as gas separation, drug delivery or sensors for which MOFs in form of nanoparticles, composite materials or thin films are required. For MOFs to realise their potential and to become more than just promising materials, a degree of predictability in the synthesis and the properties of the resulting material is paramount and the full multiscale pathway from molecular assembly to crystal growth and thin film formation needs to be better understood.

The successful candidates will be responsible for developing simulation methods to study MOF formation across different length scales. The research will include predicting how MOFs form and grow including defect formation and will involve both ab initio and classical simulations.

The posts require a strong background in relevant molecular simulation and / or molecular modelling methods, preferably with experience in materials modelling, as well as strong programming skills. A proven track record in conducting high quality research, evidenced by publications in peer reviewed journal as well as excellent communication skills are essential. Up to three posts are available.
For informal enquiries please contact Prof Tina Düren, +44(0)1225 386349, t.duren@bath.ac.uk, https://researchportal.bath.ac.uk/en/persons/tina-d%C3%BCren/ 

	1
	Conduct research into modelling of MOF formation across different length scales using classical and ab initio simulation methods. Generate, collect and analyse existing data related to the project using qualitative and/or quantitative techniques.



	2
	Writing up results of research and contributing to publishing of results in high-quality peer-reviewed academic literature.



	3
	Disseminating results of research project as appropriate to the discipline through activities such as

· overseas research visits 

· conference presentations 

· public engagement activities



	4
	Participate regularly in group meetings and prepare and deliver presentations and reports to the project team, internal and external stakeholders or funders.



	5
	Assist with the supervision of graduate students and undergraduate project students and the assessment of student knowledge.



	6
	Continually update knowledge and understanding in field or specialism to inform research activity.



	7
	Identify sources of funding, provide assistance with preparing bids to funding bodies and contribute to securing of funds for research.



	8
	Develop research objectives and proposals for own or joint research, with the assistance of a mentor if required.



	You will from time to time be required to undertake other duties of a similar nature as reasonably required by your line manager. You are required to follow all University policies and procedures at all times and take account of University guidance. 
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Person Specification
	Criteria
	Essential
	Desirable

	Qualifications
	
	

	A PhD degree in computational or theoretical chemistry, chemical engineering, physics or a related discipline, or equivalent significant relevant experience and professional qualification.
	√
	

	Experience/Knowledge
	
	

	Postdoctoral experience
	
	√

	Experience in using classical and / or ab initio molecular simulation methods, preferably with experience in materials modelling.
	√
	

	Demonstrated awareness of latest developments in the field of research and in research design
	√
	

	Demonstrated potential to publish in high quality, peer reviewed journals
	√
	

	Skills
	
	

	Proficiency in classical molecular simulation methods such as molecular dynamics and Monte Carlo
	√
	

	Expertise in advanced sampling methods
	
	√

	Expertise in ab initio modelling
	
	√

	Expertise in multi-scale modelling
	
	√

	Expertise in materials modelling
	
	√

	Good programming skills
	
	√

	Excellent oral and written communication skills
	√
	

	Ability to write research publications and reports and to effectively disseminate outcomes
	√
	

	Ability to organise and prioritise own workload
	√
	

	Attributes
	
	

	Enthusiasm for research, ability to take initiative
	√
	

	Organisation – able to plan and deliver work to meet required deadlines
	√
	

	Ability to be an effective team worker in an interdisciplinary team
	√
	

	Tenacity – working to achieve own and team objectives and to overcome obstacles
	√
	

	Willingness to aid in the day-to-day running of the research group/help in supervision of project students (UG and PG)
	√
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