Senior Computational Chemist, Computational & Analytical Chemistry, Lundbeck Research, Valby, Copenhagen, Denmark
Lundbeck is a global pharmaceutical company specializing in CNS. 

We are seeking an enthusiastic and motivated scientist with a broad experience in computational chemistry/Computer-Aided Drug Design (CADD) to provide computational chemistry input into the drug discovery programs: 

The Computational Chemistry group is part of the Division of Discovery Chemistry and DMPK (around 40 employees) within Lundbeck Research DK  and consists at present of 4 full time PhD level employees. It is responsible for all the computational chemistry / computer-assisted drug design (CADD) efforts in Lundbeck Research, as well as the structural biology resources, working closely with a senior CADD consultant. It is fully integrated into the discovery process, working with scientists from multiple disciplines from the earliest stage of target validation through hit/lead identification to optimization of compounds for clinical development.  The group works closely together in an informal team atmosphere. 
Your job
You will be directly involved in the drug discovery project teams engaged in proactively using cutting-edge computational chemistry and other in silico and data mining approaches to impact the success of these projects. An important part of your role will be to develop global and local predictive models in close collaboration with our partners in DMPK and Toxicology. You will have strong technical expertise in computational chemistry/CADD/in silico approaches, both ligand- and structure-based, enjoying and having extensive experience in working with chemists leading to new compound design. In this context, your role will also involve proposing active molecule structures and gaining acceptance for their potential utility with design chemists. You will be responsible for effective delivery of tasks that enable the progression of work for projects and initiatives that you may or may not be responsible for, working as a keen team player but able to operate independently in an effective, motivated and highly communicative way.
You will preferably have prior experience in developing predictive models (e.g. for hERG, BBB, volume of distribution, LDA etc.), with an understanding of ADME and toxicological readouts/data and endpoints, with at least 3-5 years of industry experience in a pharmaceutical research group.


Qualifications 
Our preferred candidate has the following profile:

· You have a PhD in a relevant subject with at least 3 years of post PhD experience, preferably in a pharmaceutical company
· You have extensive knowledge and experience of ligand- and structure-based drug design, SAR methods, and have a solid understanding of chemistry and how structural changes will affect ligand-binding as well as druggability. 
· You have experience that enables you to understand from an observation of protein-ligand complexes that multiple ligand-binding modes often occur, for both different and similar structures, so as to be able to take this into account when developing predictive models
· You have hands on experience and understanding of various in silico methods and tools used for analysis of drug-like and ADME/safety-tox property prediction (including multivariate regression, clustering, machine-learning techniques, and statistical methods)

· You have a strong interest to utilize these tools for predictive model building, for the benefit of the research projects and the Computational Chemistry Group, and to explore better ways to build and deploy predictive models (e.g. 3D descriptors, conformational & binding mode consideration, applicability domain) 
· Experience with a programming or scripting language (preferably python), would be a benefit.
· You are skilled at working with medicinal chemists in hypothesis generation.
· You actively engage and solicit conversations with both medicinal chemists and DMPK scientists and aid in the drug discovery process. 

· You engage and collaborate with scientists across the organization in any way that will help move projects forward to the next milestone
· You enjoy and are effective at being a team player, including 2-way communication, with a can-do attitude but, at the same time, you are highly self-motivated and able to work independently

· You are fluent in written and oral English, with good oral and written skills

Further information

Please contact Head of Department, Lena Tagmose at leta@lundbeck.com. We also recommend you to visit our website www.lundbeck.com.

Your application

Please click on the link below to apply for the job. Applications must be received no later than 01 March 2012. 

