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Professor C. Skylaris, is from Department of Chemistry, University of Southampton. He is
currently working on development of large-scale quantum chemistry and multiscale
simulations methods, motivated by the need to provide solutions to challenging chemistry

problems such as new materials, catalysis and drug design.

Chris-Kriton Skylaris studied Chemistry at the National and Kapodistrian University of Athens
in Greece and received a first class MChem degree in 1996. He received a PhD in Quantum
Chemistry from the University of Cambridge in 1999. Following an EU ICARUS Fellowship at
the CINECA supercomputing centre in Bologna in Italy, he carried out postdoctoral research
in the Theory of Condensed Matter group at the Cavendish Laboratory at the University of
Cambridge, till 2004. He has held a Royal Society University Research Fellowship from 2004
till 2012, first at the University of Oxford and then at the University of Southampton. In 2006
he was appointed to a Lectureship in Chemistry at the University of Southampton. Chris is

currently a Professor of Computational Chemistry and Director of Programmes.
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Chris's research focuses on the development of theory, algorithms and codes for
quantum mechanical (QM) calculations from first principles on parallel computers. He is
a founding and leading author of the ONETEP program for large-scale (linear-scaling)
quantum chemistry simulations. Many of the developments are incorporated into the

ONETEP program which is also used by other researchers in academia and industry.
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Associate Professor of Materials Modelling, University of Oxford

Jonathan's research lies in the field of computational electronic structure theory. In brief, it is
the development of new theoretical methods, their implementation into easy to use computer
packages, and finally their application to novel scientific problems.

A major theme of his research has been the development of computational methods to
interpret solid-state Nuclear Magnetic Resonance (NMR) experiments. Applications have
included pharmaceutical compounds, (bio)minerals and glasses.

Further work has involved the development of techniques to interpret Electron Energy Loss
Spectroscopy (EELS) with applications to nano-structured materials and interfaces.

Other work has focused on the use of so-called Wannier functions (www.wannier.org) to
describe the properties of metallic systems: Fermi surface properties, transport, phase
transitions etc.

This research has led to two publicly available codes: Castep www.castep.org for spectroscopic

properties and Wannier90 www.wannier.org to obtain wannier functions.

WAk https://www.materials.ox.ac.uk/peoplepages/yates.html
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Joseph Barker obtained his PhD at the University of York. He then took a position as an
assistant professor in the Theoretical Physics Group of the Institute for Materials Research,
Tohoku University in Japan. He moved to Leeds in 2018 as a Royal Society University

Research Fellow.

My group's research is into magnetic materials and their applications, specialising in the
modelling of magnetic materials using large scale computer simulations, calculating the
thermodynamic and dynamical behaviour, including non-equilibrium behaviour and phase
transitions. We aim to perform quantitative calculations of materials for technological or
experimental applications. We have developed an in-house atomistic spin dynamics package
over 10 years which has been GPU accelerate from the beginning. Our recent interests have
been in insulator spintronics, studying materials such as yttrium iron garnet. We have also
been trying to make methodological advances to include more quantum effects in our

calculation to make results quantitatively accurate across temperature ranges.
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Main research is into magnetic materials and their applications, specialising in the modelling
of magnetic materials using large scale computer simulations, calculating the thermodynam-

ic and dynamical behaviour, including non-equilibrium behaviour and phase transitions.
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WAL https://eps.leeds.ac.uk/physics/staff/5729/dr-joseph-barker
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Senior Research Fellow at ICTP. Modelling the electronic structure of molecular systems and

materials by developing multi-scale methods (QM/QM, QM/MM) to achieve high accuracy

with reduced computational cost.

Martina is a computational physical-chemist with an interest in modelling the electronic
structure of molecular systems and materials by developing multi-scale methods (QM/QM,
QM/MM) to achieve high accuracy with reduced computational cost. Her current interest is
developing a methodology for an accurate and computationally sustainable description of
excited states in extended systems and materials (e.g TADF materials) in the linear-scaling DFT
code, BigDFT. She also uses DFT for applications and collaborations with experimental groups
in the field of surface chemistry and mechanochemistry.

In recent years she started working with classical molecular dynamics for modelling the

tribology of lubricants in confined and extreme conditions, e.g. under shear and high pressure

WALk https://www.ictp.it/research/cmsp/members.aspx
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Applied and Computational Mathematics (ACoM), RWTH Aachen University.
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Research revolves around the quantum-chemical modelling of atoms, molecules and
solids. He is in particular interested in developing efficient and reliable algorithms for the

regime of high-throughput screening calculations in the solid state.
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WAL :  https://michael-herbst.com/research/
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Department of Physics, University of Warwick.

He is an Associate Professor (Reader) in the Theory Group in the Department of Physics. My

research involves theory and simulation of nanomaterials. | am a developer of

the ONETEP Linear-Scaling Density Functional Theory Package, which enables us to perform
realistic simulations of large systems comprising thousands of atoms. This allows us to study
complex systems such as proteins, heterostructure interfaces, layered materials, molecular
crystals, and semiconductor nanocrystals.

He is a member of the UKCP Consortium, a High-End Consortium for access to the ARCHER
supercomputer, and | am a member of the CCP9 Working Group, and PI of the current CCP9
Flagship Project. | am also a major user of Warwick's local HPC facilities, via the Scientific

Computing Research Technology Platform, and the ATHENA system of the HPC Midlands Plus.
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Research involves theory and simulation of nanomaterials; A developer of the ONETEP

Linear-Scaling Density Functional Theory Package.
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PIilk: https://www.york.ac.uk/physics/people/probert/
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Department of Physics, University of York.
Matt leads the Condensed Matter Dynamics group which is part of the
Condensed Matter Physics group. His research is focused on the application of
computer modelling to understanding the properties of materials. CASTEP is a
widely used general purpose materials modelling computer program based
upon Density Functional Theory. It is developed by a team of UK Academics of
which Matt Probert and Phil Hasnip are two of the leading authors. He is the
Director of N8 Centre of Excellence in Computationally Intensive Research and

Chair of UKCP.
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QC Physics-DFT, Path Integral Molecular Dynamics, Genetic algorithms,

Materials simulation, ab initio calculations, CASTEP.
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