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Exascale Compound Activity Prediction

Exascalové aplikace strojového uceni na UGlohy ve farmaceutickém primysliu
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=1 Chemogenomika,

=@ modelovani interakce
chemickych sloucenin s
biologickymi organismy

http://excape-h2020.eu/

* Multi-target, multi-feature
* Deep learning

* Matrix factorisation
Conformal prediction

AstraZeneca

+ Compound activity
* Data preparation
+ Benchmarking

* Cluster deployment
* Programming model
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Centrum kompetence MOLDIMED

HPC platforma pro masivné paralelni sekvenovani dat

Software for analysis of NGS data

Search Q

« Jednoduchy a intuitivni pristup k
HPC prostifedkdm

« Modularni HPC architektura o

 Integrace nastrojl bioinformatiky =

« Anotacni a analytické nastroje

« SW pro vyhodnoceni NGS
diagnostickych vysledkd

# Home

@ Custom pipelines

8 Visualization

SAM tools
BCF tools

Annolations tool

HPC-as-a-Service

£ File Upload
® Feedback
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HPC Infrastructure

Annotations

1 Input files
(] HaloPlex fastq
(T NA18507_sort_R1.fastq
() NA18507_sort_R2.fastq
(] RPpanel fastq
U testfastg

U select all

Delete Storage Files

Upload input files

This page must remain open until the end of the file upload.

Drop files here to upload or select from your computes

Annotations

) Input files
[ HaloPlex_NS_FM_CS_MD.vcf

U select all

Delete Input Files

VCF

| clinvar_all
| clinvar_diseases
| clinvar_drug-response

IT41I

Service response

Starling Annotations job ...

Job status: Configuring
Preparing file: HaloPlex_NS_FM_CS_MD.vof

Job status: Running

Job status: Finished

Preparing output files ..

Downloading file:

HaloPlex NS_FM_CS_MD.vcf.annot.removed_duplicates.vef.annot gff.annot.go_all.
Downloading file:
HaloPlex_NS_FM_CS_MD.vcl.annot.vef.annol.gif.annot.go_all.hpo_all.table.csv
User data cleaned.

Job finished.
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HPC-as-a-Service pro pokrocilé
zobrazovani v biologii a Iékarstvi

Water-filled Gold-plated
sample Chamber
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Fiji (Fiji Is Just Imagel) open
source software na zpracovani
obrazu odvozeny od Image]

A  .cziDataset:  tif/ ome-tiff Dataset:
a.cz spim_TL1_Angle1.tif

a(1).czi spim_TL1_Angle2.tif

L Ughesheet a(2).czi ... spim_TL1_Angle3.tif ...

-0 B Define dataset
Define hdf5 dataset

X1 B
2 X . * Resave to hdf5
: hdf5_Data.xml
hdf5_Example-00-00.h5
hdf5_Example-01-00.h5 ...
LN RN DAY RN A O O

C Detection and registration

JAX

Merge xml
D Time lapse registration
E Multiview Fusion

.hdf5 Dataset: output as .tif:

hdf5_Data.xml TP1_ChO_Ill0_Ang1,2,3.tif
hdf5_Example-00-00.h5 TP2_ChO0_Ill0_Ang1,2 3.tif
hdi5_Example-01-00.h5 TP3_ChO0_IlI0_Ang1,2,3.tif

f CBG FIJI Hackathon probéhne na
F ] et s IT4I 17-30. 1. 2019

and Genetics




Vizualizace a Virtualni Realita IT4

« Planovani operaci (virtudlni operace)
« Tvorba 3D modell

« Vizualni interpretace medicinskych dat ve VR
Vizudlni analyza vypoétl nad medicinskymi
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Rekonstrukce pomoci fotogrammetrie IT41

« Rekonstrukce 3D modelu lebky ze sekvence fotografii

« Vyuziti jako mozna reference pro méreni velikosti spodiny ocnice z CT (probihajici
spoluprace s FNO - MUDr. Timkovic)

- Pfipadny pfesah fotogrammetrie do jinych obory, napf. 1é¢ba popalenin




