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PReSTO ”Integrated Structural Biology computing”
The PReSTO project installs, adapt and test structural biology software for use
in Swedish high-performance compute (HPC) environments

HPC@SNIC
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PReSTO HPC hardware in 2022
- GitLab and Easybuild for software
installation transfer across hardware

NSC Nodes CPU type CPUs RAM GPU /scratch/local

Tetralith 170 2x Intel Xeon Gold 6130 32 96 GiB 1 NVIDIA® T4 2 TB NVMe SSD

Berzelius 60 2 AMD Epyc™ 7742 128 1 TB 8 NVIDIA® A100 Tensor Core 15 TB NVMe SSD



PReSTO history

National Supercomputer 
Centre (NSC) visits Tällberg

2013

PReSTO gets MAXIV satellite 
status

2015

Software deployment tool 
Easybuild introduced

• Hardware transfer simplified

2016

Funding from Swedish Research 
Council (ends 2023)

• To involve Cryo-EM, NMR(X) and 
XFEL (serial crystallography)

2018

SNIC storage project

2020

NSC Berzelius

• CryoEM feasible

2021
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maxiv.lu.se/fragmax/fragmaxapp/
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PReSTO in SB community 2022

MX(NMX) XFEL CryoEM

infrastructure MAXIV(ESS) MAXIV SciLifeLab

community YES YES YES

reason available available too few sw



User support
SNIC support - https://supr.snic.se/support/

login, using installed software/storage, SUPR, request software installation

PReSTO page: https://www.nsc.liu.se/support/presto/

Designed to support structural biology software use in HPC environment

No software manuals! Developers made these already

Phenix GUI slurm configuration

Known limitations (workarounds, issues, features)

Sub-page for 

List of software and releases in PReSTO

Acknowledgements and people involved

Access…

https://supr.snic.se/support/
https://www.nsc.liu.se/support/presto/


PReSTO training

• Upcoming InfraLife course practical´s

• Additional NMR, NMX, XFEL and CryoEM training once used by community

• For additional MX? contact PSF martin.moche@ki.se

• Require your own dataset and account on PReSTO resource

• Several 2-hour zoom sessions (1-5 participants)

• MX curriculum: 

• https://www.nsc.liu.se/support/presto/MX-PReSTO%20training/

mailto:martin.moche@ki.se
https://www.nsc.liu.se/support/presto/MX-PReSTO%20training/


How to support PReSTO?

1. Use PReSTO! Report issues and suggestions to SNIC support 

2. Suggest software to be added into PReSTO - PyMOL plugins, CryoEM 

software

3. Perform software updates (require PReSTO admin rights)

Free up time for PReSTO staff to deal with new installs and issues

4. Add new software to PReSTO (require PReSTO admin rights)

5. Community representatives to be teached to perform 3 and 4



Trello for PReSTO management
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Live DEMO start



Remote desktop at Berzelius login node



open terminal (help)



projinfo



module avail and module load



XDSAPP3 – a compute node interactive application



XDSAPP3 monitoring by jobsh and top 1(2)



XDSAPP3 monitoring by jobsh and top 2(2)



scancel or exit to save compute time



PReSTO menu

1.

PReSTO menu for interactive applications at

a) login node: COOT, PyMOL, Chimera, ADXV 
(graphics applications)

b) interactive compute node: XDSAPP3, 
XDSGUI, hkl2map (parallell computing)

2.

3.



COOT at login node from PReSTO menu



Draw 783x529 14MB

Ray 783x529 29MB

Ray 1566x1058 66MB

Draw 1566x1058 34MB

Ray 1566x1058 66MB

PC graphics card...
PyMOL movies for PowerPoint



Live DEMO end



Berzelius test-login

• Download and install thinlinc from 
https://www.cendio.com/thinlinc/download

• Install ”Google authenticator” on your phones

• Can you login to Berzelius?

• Can you see the PReSTO menu?

https://www.cendio.com/thinlinc/download


Enjoy the course!

THE END



Login and compute nodes for MX software

Use login node for:
1. Interactive graphics software: PyMOL, COOT, Chimera, ADXV, ALBULA
2. GUIs doing non-parallel computing: ccp4i, ccp4i2

PHASER is parallel => ccp4i, ccp4i2 at interactive compute node
3. GUIs with SLURM: Phenix, CrystFEL

Use interactive compute node for 
1. XDSAPP3, hkl2map, XDSGUI
i.e. software running in parallel mode once started from GUI

Use sbatch script at compute node for 
1. BUSTER, XDS, DIALS, autoPROC, SHARP, archimboldo



File transfer by WinSCP, filezilla, rsync

rsync -rvplt x_marmo@berzelius.nsc.liu.se:/proj/infralife_course_2022/users/x_marmo/ . 

Ways to transfer large amount of data and many files? 



Things not discussed in this presentation

• Easybuild structure
• easyconfigs, easyblocks

• sbatch script examples

• How to write compute and storage applications to SNIC
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