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Reproducibility Crisis

7%

HAVE YOU FAILED TO REPRODUCE
AN EXPERIMENT?

Most scientists have experienced failure to reproduce results.

® Someone else’s @ My own

IS THERE A Chemistry

REPRODUCIBILITY e
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engineering

A Nature survey lifts the lid on
how researchers view the ‘crisis’
rocking science and what they

think will help. Medicine [

BY MONYA BAKER
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Nature: 1,500 scientists lift the lid on reproducibility

_?": . CERN . . - -
?.,._l? Epemab Maria Camila Diaz Sanchez 2


https://www.nature.com/articles/533452a
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With the emergence of new
theories, scientists analyse and
reuse the data many years later
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https://arxiv.org/pdf/1607.01898.pdf

1 dmport pandas as pd
2 pd.__version__

1 dmport pandas as pd
2 pd.__version__

Dut[1]: '©.24.2' Out[1]: '1.8.1'

a
|

Non-reproducible research
is problematic for
advancing science

Can you easily run you
analyses under new
computing environments?

!

Some technologies are heading to
make this changes less problematic
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reana Home Examples Get Started Documentation News Roadmap Contact

reana

Reproducible research data analysis platform

Flexible Scalable Reusable Free
Run many computational Support for remote compute Containerise once, reuse Free Software. MIT licence.
workflow engines. clouds. elsewhere. Cloud-native. Made with & at CERN.
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https://reanahub.io/

Input Data Code
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mutate_structure

£2g irput strichure peb_path

create_topology

skim

create_water_box

sol_input_top zip_path

"Sol_inpul_soiule_gro pah

| -Iworkflows/mdp/gmx_full_ions_test. mdp

Skim [0] “gppions”

$ gop inpul gro_pefh™_opp input top zip_peth/ gop inpul mdp path

oot

[skimmed_dir] g e e g

| *mdmin® ] minimization_preprocess |

go input gro pai

./workflows/mdp/gmx_full_min_test.mdp

siep md input_pr_path

“gppnut” | [ /weridiows/mapigmx_full_nvi_testmdp || minmizaton |

histogram

p_input top_2ip pam

Pp_input_mdp_peih | gop inpin g0 pat
“mdnvt® || nvt_dynamics_preprocess

histogram[0] g o e

[ "appnpt || vi_dynamics \{mmmdp{gm_ful_npt_ testmap|
[histogram_file]

step, gon irpua_cqt pamn ,p_iw_,n_,:..// gop.irput map patn
fit[0] plot[0]

Pp_input top_zip pam

'l npt_dynamics_prepro ce ss I—

“mdnpt” |

mdl_input_fr_peth [step

npt_dynamics

9PP_irput gro_pt™_ gop_input_cpt pah step @p_input_mdp_path

|'gppeq' H..mncrwmwgm full_mal_test. mdp

equilibration_preprocess || *mdeg”

fit

| ms_output xvg_file ”unupbliuutpul t png_file | | md_output_trr_file || md_output_gro_file |

[datamc_plots]

Workflow Outputs
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My task

O

skim

skim[0]

[skimmed_dir]

e \Where are all the
- iNds@re is the workspace?
histogram

msmg:a,mol Currently: Predefined folder in (Q)
shared storage

[histogram_file]

fit

T ° °
o) plot0] T How to generalize it, to
- plug other type of storage?
_
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models: extract the workspace concept from within the Workflow model #94 = EES

(Ol audrium opened this issue on Oct 9, 2020 - 0 comments

Q audrium commented on Oct 9, 2020 Member = (2 +-+ Assignees &
“)* marcdiazsan
Abstract the workspace from the
(2) opening interactive sessions without necessarily having any workflow yet. Labels b
workflow I R e e
There is now no notion of workspace for InteractiveSession 's, however, the InteractiveSession 's implementation depends
on it. So far, we have been depending on the workflow model to retrieve it, which was ok because the interactive session was also
within the workflow model. Projects bl
As we are evolving to this new idea of separate sessions, | see a need to extract the workspace concept from within the workflow [ Workspace-Abstraction
model to a new entity. This idea gains more importance once we start thinking about using different workspaces than CephFS. Done ~
Originally posted by @diegodelemos in #90 (comment)
Milestone E:';,'l

models: modify workspace_path to store full path #391

0/11flesviewed @ [
Changes from all commits =  File filter~ Conversations  Jumpto~ &1~

e Merged

W docs/openapi.json [5)

1 3

222 {

23 & "description”: "A root path under which the workflow workspaces are stored.”,
224 + "in": "query",

225 . “name": "workspace_root_path”,

226 “required”: false,

27 . “type": "string"

228 . b

L3 L]
' ‘ Refactoring the code to allow different
23 "description”: "JSON object including workflow parameters and workflow specification im JSON format ( yadageschemas.load()  output) with ne:

"in": "body",
storage strategies
« I 4 mmEE- reana_workflow_controller/kas.py (%) Oviewed | -
i @9 -268,9 +268,7 6@ def build_interactive_jupyter_deployment_kas_objects(

command_args = [

“start-notebook.sh”,

NotebookApp.base_url='({base_url}'".format(base_url=access_path),
m - - -notebook-dir="{workflow_workspace}'".format(
272 - workflow_workspace=os.path. join(SHARED_VOLUME_PATH, workspace)
273 - s
271 . "..notebook-dir="{workflow workspace}'".format (workflow_workspace=workspace),
1
if access_token:
;
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version: 0.3.0
inputs:
files:

- code/helloworld.py Administrators can decide which storage directories

- data/names.txt
parameters: to allow
helloworld: code/helloworld.py
inputfile: data/names.txt
outputfile: results/greetings.txt
sleeptime: 0

workflow:
type: serial _ ‘ , _
Specification (rwc) (base) camsdiaz@camsdiaz-Inspiron-5379:~/project/reana/src/reana$ helm install reana helm/reana --wait --set "workspaces.paths={"/usr/workspaces","/externaldisk
H ", "/eos/workflow"}"
WO906 03:09:58.925777 391195 warnings.go:70] batch/vibetal CronJob is deprecated in v1.21+, unavailable in v1.25+; use batch/vl CronJob
StepS: WO906 03:09:58.926737 391195 warnings.go:70] extensions/vibetal Ingress is deprecated in v1.14+, unavailable in v1.22+; use networking.k8s.io/v1l Ingress
. " ' il . ' W0906 03:09:59.043834 391195 warnings.go:70] batch/vibetal CronJob is deprecated in v1.21+, unavailable in v1.25+; use batch/vl CronJob
- envl ronment . python . 2 . 7 - Sllm WO906 03:09:59.060260 391195 warnings.go:70] extensions/vibetal Ingress is deprecated in v1.14+, unavailable in v1.22+; use networking.k8s.io/vl Ingress
E NAME: reana
Commands = LAST DEPLOYED: Mon Sep 6 03:09:58 2021
" " NAMESPACE: default
> python ${he110wor1d} STATUS: deployed
e 3 " 3 : " REVISION: 1
lnpUtf?‘l? ${lnPUtfl}e{ TEST SUITE: None
S i " i " NOTES:
ogtput R 1 e${${0ut2ut ; e} The REANA system has been installed!
--sleeptime ${sleeptime
outputs:
files:
- results/greetings.txt
workspace:

root_path: /home/workspaces]]

Users can choose the workspace of their
workflows
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|nput Data Other directories can now Code
be plugged
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REANA Future work

POSIX . —) * amazon
[

A natural extension could be different storage types, such as object storage
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EXTRA RESOURCES

g www.reanahub.io

docs.reanahub.io

O @reanahub

ﬁ info@reanahub.io

g @reanahub

Contact '€adlNad team!
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https://reanahub.io/
https://reanahub.io/
https://github.com/reanahub
https://docs.reana.io/
https://docs.reana.io/
https://docs.reana.io/
https://docs.reana.io/
https://twitter.com/reanahub

QUESTIONS?

macamiladiazsan@gmail.com
@marcdiazsan
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https://github.com/marcdiazsan

