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Better and more automated 
analyses can facilitate 

rational design of chemicals 
and materials, leveraging 

artificial intelligence.

roger roger.

We work closely with 
x-ray and neutron 

scattering facilities..

...towards data 
standards and new 
analysis methods;...

...Including using 
atomistic simulation to 

understand experiments.
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In the SCAMS@bristol group, we are interested in 
using data-driven Methodologies to improve analysis 

and increase automation in the chemical sciences. 
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The measurement process is a noisy channel; information is lost. The 
role of analysis is to try and reconstruct the physical observable. 

We want to use Data-driven approaches 
to optimise synthesis and formulation.
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Harnessing 
powerful 

optimisation 
algorithms; 

including 
bayesian 

optimisation 
and swarm 

intelligence.

The best 
conditions 

are this way!

We love to contribute to open 
source software packages 
and practice open science.

Recently, we have developed an interest 
in quantifying collective motion...

Wait! we are 
coming too.

..And how 
Bayesian 

modelling can 
help us to 

understand the 
role of diffusion 

in materials.
Rev. Thomas 

Bayes

we have developed a novel approach to 
estimate diffusion properties from atomistic 
simulation with high accuracy and precision...
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Here, you will see 
the distribution of linear 

models and diffusion 
coefficients that are 

represented by the data, 
given a Bayesian prior. 

...And produced software 
to make this approach 

widely available. 

With support 
for pymatgen, ASE, 

and MDAnalysis 
objects

pip install kinisi

Available Now! 
Open-Source!

doi: 10.48550/arxiv:/2305.18244 & 10.21105/joss.05984 

We are passionate about 
education, and developing 

educational Tools.

time / s

c
o

n
c
e
n
t
r
a
t
io

n

Without 
linearisation

time / s

With 
linearisation

Estimated 
Rate Constant

Estimated 
Rate Constant

Linearisation 
leads to a 

biased estimate.
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