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Unlocking new medical knowledge and improving 
patient outcomes through exascale computing



CompBioMed’s Vision 



CompBioMedX: Computational Biomedicine at the Exascale
CompBioMedEE: Computational Biomedicine Exascale Engagement

Knowledge
Expertise



Access to supercomputers in 2016

Archer Cartesius RES/BSC
% % %

Life and Health 10 12 20
Astronomy, Space and Earth Sciences 10 22 23
Chemistry, Material Science and Technology 60 39 30
Math, Physics and Engineering 19 26 27
Other 1 1 0

Field



“Houston, we have a problem”

Integrating computational and experimental methods:
GPCR structures, software and supercomputers



My
 30 year wait: from 1994 to 2024



Training in computational biomedicine and HPC

Academic Year Medicine students Biosciences
students Extracurricular Course Total number of 

students

2017-2018 40 89 40 169

2018-2019 20 104 38 162

2019-2020 20 108 31 159

2020-2021 40 86 35 161

2021-2022 55 370 40 465

2022-2023 84 472 16 572

2023-2024 80 800 >30 910

339 2029 200 2518



Outcomes



Expertise: Coupling Codes

HemeLB
Alya



Knowledge Exchange & Dissemination



Community Access to HPC in 2024



Expertise

• Users on Frontier
– Power users
– newbies

• Users on ARCHER2
– 5 medical students
– 120 Year 1 Biochemistry undergraduates

• Managing expectations
– Users
– Facilities and charging models: ARCHER2 vs Snellius
– policymakers



Pandemic film inserted here as mp4
https://www.youtube.com/watch?v=3dIQJJYPye0

https://www.youtube.com/watch?v=3dIQJJYPye0


CompBioMed 


