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CHAPTER
ONE

ABOUT PLANTIT

e What is it?
e What isn’t it?

* What can I use it for?

1.1 What is it?

plantit is a workflow automation tool for computational plant science. It is simultaneously software-as-a-service for
researchers and a platform-as-a-service for programmers & developers.

..
@

(https:/fwww.quantitative—plant.org/snﬂware)

Browser-based workflow
automation middleware

Supercomputers Clusters

Cyberinfrastructure Phenotyping Software

Researchers

SaaS for researchers: store, publish, and access data with CyVerse, run (possibly highly parallel) simulations and
analyses from a browser.
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Configuring
workflows

* YAML configuration file
(like Travis or GitHub CI)
e Required attributes:

® name

author

e image
e public

e commands

/
" Computational
/A (Plant Science Lab

plantit.yaml

name: DIRT3D Reconstruction
author: Suxing Liu
image: docker://computationalplantscience/3d-model-reconstruction
public: True
commands: python3 fopt/code/cli.py reconstruct "$INPUT" -o $(dirname $INPUT) --gpu $GPU_MODE
mount:
- /opt/code/vsfm/bin/temp
- fopt/code/vsfm/bin/log
input:
path:
kind: directory
filetypes:
- ipg
= png
output:
path:
include:
patterns:
- nvm
- ply
lego: Root3D.png
gpu: True
resources:
time: "24:00:00"
mem: "20GB"
processes: 1
cores: 12

Paas for developers: built on GitHub and Docker, add a plantit.yaml file to any public GitHub repository to deploy
Docker images as Singularity containers on clusters or supercomputers.

1.2 What isn’t it?

plantit is none of the following (although it tries to glue these systems together in helpful ways).

* a pipeline orchestrator (e.g., Snakemake, Nextflow, Luigi, Airflow, Metaflow)

* adistributed queue or task scheduler (e.g., Celery or Dask)

* a batch processing, streaming, or analytics platform (e.g., map-reduce or Spark)

* acontainer automation system (e.g., Kubernetes)

¢ acluster scheduler (e.g., Torque/Moab, Slurm)

1.3 What can | use it for?

plantit is flexible enough to run most container-friendly workloads. If your software can be packaged with Docker
and invoked on the command line, plantit can probably run it. That said, plantit is designed primarily for batch
processing images in various phenotyping contexts. If you want to do genomics, an established tool like CoGe or
easyGWAS may be a better fit. Feel free to get in touch with questions about your use case.

Chapter 1. About plantit
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CHAPTER
TWO

QUICKSTART

* Use cases
* Conceptual model

Datasets

Agents
Workflows
Tasks

Projects
* Submitting tasks

— Select a workflow

Submit to an agent

Monitor status

Retrieve results

2.1 Use cases

plantit aims to support two user groups with different concerns and priorities.
* researchers: analyzing data, running models & simulations (submitting workflows)
¢ developers: publishing and maintaining research software (publishing workflows)

With plantit the latter group can quickly and easily publish an algorithm to a broader, possibly non-technical user
community. In this way it’s a continuous deployment tool. It’s also a science gateway, hosting plug-and-play algo-
rithms in a web GUI such that any user can leverage XSEDE HPC/HTC clusters for high-throughput phenomics, no
programming experience required.
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2.2 Conceptual model

plantit has a few fundamental abstractions:
* Dataset
* Agent
* Workflow
» Task

A Dataset is a set of data objects. A Workflow is a containerized research application. A workflow must yield a
dataset as output and may accept one as input (workflows should be designed as functions or generators, not for their
side effects — ideally, they should have none). An instantiation of a workflow is called a Task. An Agent is a cluster
queue that can run tasks.

2.2.1 Datasets

A Dataset is a collection of data objects in the CyVerse data store.

2.2.2 Agents

An Agent is a deployment target: an abstraction of a cluster or supercomputer along with SLURM scheduler configu-
ration details.

2.2.3 Workflows

A Workflow is an executable research application packaged into a Docker image. Workflows are deployed in the
Singularity container runtime. To define a workflow, add a plantit.yaml file to any public GitHub repository.

2.2.4 Tasks

A Task is an instance of a workflow, deployed to an agent. When a task is submitted from the browser, the plantit
web app hands it to an internal queue feeding an orchestrator process. When the orchestrator picks up the task, it
generates a job script and submits it to the selected cluster/supercomputer scheduler, then monitors its progress until
completion.

4 Chapter 2. Quickstart
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2.2.5 Projects

A Project is a MIAPPE investigation, which may contain one or more studies. MIAPPE (Minimum Information
About a Plant Phenotyping Experiment) is a formal ontology for organizing data, metadata, experiments, and analyses.
plantit allows datasets and tasks to be freely associated with MIAPPE projects.

2.3 Submitting tasks

2.3.1 Select a workflow

To explore workflows, navigate to the Workflows tab from the home view.

2.3. Submitting tasks 5
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@a antirvae

= Workflows
& Datasets
@® Projects
= Agents
S Tasks

&2 Users

By default, this page will display the Featured workflow context: a curated set of applications provided by the Com-
putational Plant Science lab, collaborators, and other researchers.

@About LMStats OStatus EDocs QGithub

» Home » Workflows

= Workflows

powered by © GitHub

DIRT\2

Alexander Bucksch

python3

computer-vis image-processing imaging phenotyping
phenotyping-algorithms root

© Computational-Plant-Science/DIRT

Digital Imaging of Root Traits: Extract trait measurements from

images of monocot and dicot roots.

SMART: Speedy Measurement of Arabidopsis
Rosette Traits

Suxing Liu

master

computer-vision extract-traits image-segmentation phenotyping
© Computational-Plant-Science/SMART

Extract geometric traits from top-view images of plants.

DIRT\mu

Peter Pietrzyk

main
€ Computational-Plant-Science/DIRTmu

Automatic root hair extraction from microscopy images

DIRTY

SMART

«# Featured

DIRT\3D Reconstruction

suxing Liu

master
phenotyping phenotyping-algorithms root

© Computational-Plant-Science/3D_model_reconstruction_demo
Implementation of the 3D reconstruction pipeline optimized for

plant branching structures.

Stomata Counter
Karl Fetter, Sven Eberhardt
master

© w-bonelli/epidermal

DCN stomata prediction on epidermal images

Click the Featured dropdown to select a different context. Options include:

» Examples: a small set of simple workflows to serve as templates and examples

* Public: all publicly available workflows

* Yours: your own workflows (private and public)

¢ [Organization]: workflows belonging to a particular organization

* [Project]: workflows associated with a particular MIAPPE project

Select a workflow to view its authorship, related publications, parameter list, and deployment configuration.

= Wes v

C'Refresh

DIRTY

DIRT\

Workflows

Chapter 2. Quickstart
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2.3.2 Submit to an agent

@mant\'mm @About LMStats OStatus BEDocs €)Github o Wes v

= Workflows » Home » Workflows » C i Pl ience/planti ple-hell Id/master

£ Datasets

= Example: Hello World  &eusic

® Projects _—
= Agents bash example hello-world plantit
= Tasks [vXe i Pl ience/plantit ple-hell Id w1
&2 Users i Info >_ Submit
Description
A canonical example workflow.
Author(s)
Computational Plant Science Lab
Configuration
Image docker://alpine
Shell None
GPU No
Environment Variables None
Bind Mounts None
Parameters None
Command echo "Hello, world"
Resource Requests
00:10: 00 walltime
1GB memory
1 process(es)
L JTask
information

To configure and submit a task for the workflow you’ve selected, click Submit. This will present some configuration
options including (at least):

¢ ID: the task’s (unique) identifier

e Tags: arbitrary text tags to associate with the task
e Time: the task’s time limit

» Agent: the agent to submit the task to

e Qutput: the folder to deposit results in

If the workflow requires input files or parameters, corresponding configuration sections will be shown.

2.3. Submitting tasks 7
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@plantumm

= Workflows
£ Datasets
® Projects
£ Agents

#= Tasks

&2 Users

.

submission

After all fields have been configured, click the Start button to submit the task.

@About LuStats OStatus EDocs ) Github

» Home » Workflows » C i P, Science/plantit ple-hell
-
= Example: Hello World & susiic
master
bash example hello-world plantit
© C i Pl ience/plantit ple-hell Id *1

.

i Info >— Submit

Last run 43 minutes ago (March 30th 2022, 10:18 pm)

Sections marked with | are required.

+ # 1D

+ @ Time

- & Output

1d/master

o Wes v

5b86c5e8-47b3-4666-8ble-609fda936092

Select a directory in the CyVerse Data Store to transfer results to.

@ whonelli

+ = Agent

2.3.3 Monitor status

After a moment the task page will appear. At first there may be no log messages.

@plantumm

= Workflows
S Datasets
@ Projects
£ Agents

= Tasks

&2 Users

(S

@About LWStats OStatus EDocs )Github

» Home » Tasks » wbonelli/73d37c92-864a-4724-8185-b49f3d04b54a

¥= 73d37c92-864a-4724-8185-b49f3d04b54a

O = 0 /iplant/home/wbonelli/analyses

Example: Hello World

Computational Plant Science Lab

master

bash example hello-world plantit

© Computational-Plant-Science/plantit-example-hello-world

A canonical example workflow.

W Created a few seconds ago

22:18:13.999 22:18:13.9995
Mar 30, 2022

status: CREATED

& Last updated a few seconds ago

22:18:14

22:18:14.0005

1 Hours

M /iplant/home/wbonelli/analyses

Stampede2
JTask

- Wes v

O CREATED on @ Stampede2

IGUD X Cancel

N

I3 Due in an hour

22:18:14.001

uTask

Chapter 2. Quickstart
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Before long the task should be created, scheduled, and started on the appropriate agent. At this point you should see a
few lines of log output:

@plantumm @About LuStats OStatus BEDocs ) Github = Wes v

= Workflows

Home » Tasks » wbonelli/73d37c92-864a-4724-8185-b49f3d04b54a

£ Datasets

¥= 73d37c92-864a-4724-8185-b49f3d04b54a C RUNNING on @ Stampede2

O = D /iplant/home/wbonelli/analyses

@ Projects

= Agents WGUID X Cancel
= Tasks

22 Users Example: Hello World
Computational Plant Science Lab
master

bash example hello-world plantit
Oc ional-Pl ience/planti ple-hell 1d

A canonical example workflow.

W Created a few seconds ago & Last updated a few seconds ago =2 Due in an hour

22:18:13.999 22:18:13.9995 22:18:14 22:18:14.0005 22:18:14.001
Mar 30, 2022

Created task 73d37c92-864a-4724-8185-b49f3d04b54a on Stampede2
Prepared environment
Scheduled jobs 9377683 (user workflow), 9377684 (outbound transfer)

. Task
status: RUNNING

When a task completes successfully, the status will change from RUNNING to COMPLETED.

¥= 73d37c92-864a-4724-8185-b49f3d04b54a on @ Stampede2

O = [ /iplant/home/wbonelli/analyses

I§GUID C' Refresh

Example: Hello World

Computational Plant Science Lab

master

bash example hello-world plantit

©) Computational-Plant-Science/plantit-example-hello-world

A canonical example workflow.

W’ Created 40 minutes ago © Ran for 7 minutes v Completed 33 minutes ago

22:18 22:19 22:20 22:21 22:22 22:23 22:24 22:25
Mar 30, 2022

Created task 73d37c92-864a-4724-8185-b49f3d04b54a on Stampede2
Prepared environment

Scheduled jobs 9377683 (user workflow), 9377684 (outbound transfer)
Job 9377684 ended with status COMPLETED

Found 1 results

& CYVERSE Data Store

Task
status: COMPLETED

2.3. Submitting tasks 9
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2.3.4 Retrieve results

The output folder in the CyVerse data store section will eventually open at the bottom of the view (you may need to
reload the page). Results will be zipped into a file with name matching the task’s ID.

Wplantiws  @About Lustats OStatus EDocs OGithub & Wes v
& CYVERSE Data Store
™ whoneli 41 folders, 0 files + 2 -
B8 agdrone_cc_results -
] analyses Ofolders, 3files  Shared with 1 user(s) ® Bind project/study + e < -
W 73037c92-864a-4724-8185-b4913d04b54a.zip 1.862 KB ©
B bOacaebf-3cd2-477b-adbe-396203fefe33.zip 3.569 KB °
B ©53920b0-0a50-4039-8193-fd5b7a41673d.zip 1.689 KB o]
results
10 Chapter 2. Quickstart
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CHAPTER
THREE

DIRT MIGRATION

* Migrating DIRT datasets

3.1 Migrating DIRT datasets

DIRT users may elect to migrate their datasets stored in the DIRT system to the CyVerse data store for use with plantit.

This process can be started by selected the drop-down profile menu in the top-right of the plantit web Ul

o Wes -

] Home

A Notifications
L Dark Mode
© Show Hints
B Feedback

& Contact

il DIRT Migration

Log Cut . .
DIRT migration

migration

plantit will transfer each of your DIRT datasets to a correspondingly named subcollection within a newly cre-
ated collection in the CyVerse data store. This collection will have path /iplant/home/{your username}/
dirt_migration. (If for some reason you already have a collection with the same name, you will be prompted to
rename it before the migration can proceed.) Once you have started the migration, progress and completion status will
be shown onscreen.

11

DIRT
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CHAPTER
FOUR

WORKFLOWS

» Using workflows
* Binding workflows: the plantit.yaml file
— Required attributes
* Name
% Author
% Image
% Commands
— Optional attributes & sections
% Public
% Email
* Shell
% GPUs
% Environment variables
% Parameters
- Default values
% Input/output
- Inputs
- Input types (file, files, and directory)
- Input filetypes
- Outputs
% Jobqueue configuration
- Walltime
- Virtual memory
* A simple example
* Repository refresh rate

A Workflow is plantit’s unit of work. Workflows can be research applications of nearly any kind: image processing,
growth simulations, even genome analysis, although we encourage you to first consider whether other free and open
source bioinformatics tools (CoGe, easyGWAS) or commercial services (Benchling, Latch) meet your needs.

13
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4.1 Using workflows

For a tutorial on exploring and submitting plantit workflows, see the quickstart.

4.2 Binding workflows: the plantit.yaml file

To host a Workflow on plantit, add a plantit.yaml file to some branch in any public GitHub repository.

4.2.1 Required attributes

At minimum, the plantit.yaml file should look something like this:

name: Hello World

author: Groot

image: docker://ubuntu
commands: echo "I am Groot!"

There are five required attributes:
e name: the name of the workflow
¢ author: the workflow’s author(s)
» image: the Docker image to use

» commands: the workflow’s entry point
Name
The name the workflow will appear under in the plantit web Ul Need not be unique, however it’s generally best to

try to give each workflow a unique, distinctive, relevant name. (This will help potential users of your software to find
it via keyword search.)

Author

The workflow’s author(s) or developer(s). Must be a string, although future versions of plantit may support a list of
strings.

Image

The Docker image to run the workflow with. Must be publicly available on Docker Hub. It’s a good idea to read the
Singularity documentation on Docker/OCI interop before binding a workflow to plantit. Most phenotyping software
is unlikely to encounter issues, but there are a few Singularity runtime compatibility caveats to be aware of.

14 Chapter 4. Workflows
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Commands

Your workflow’s entry point. If you have multiple things to do, it’s generally best to put them in a script, rather than
using && to append commands. (This may work for some image definitions, but is not guaranteed to.)

4.2.2 Optional attributes & sections

There are a number of optional properties and sections as well:
¢ public: whether the workflow should be accessible to all plantit users (defaults to false)
* email: your (the workflow developer’s) preferred email address, e.g. for support/questions
 shell: the shell to use to invoke your entry point (sh, bash, or zsh, defaults to bash)
¢ gpu: whether this workflow should use GPUs (if available)
* env: environment variables to provide to your container runtime(s)
e params: parameters to be configured at submission time in the plantit web UI
* input: the kind, names, patterns, and optionally, the default path of any inputs to the workflow
e output: the kind, names and patterns of results expected from the workflow

* jobqueue: the resources to request from the cluster scheduler

Public

By default workflows are only visible to you in the plantit web Ul To make a workflow publicly accessible to all
users, set the public attribute to true.

Email

You can provide a contact email via an email attribute. If this attribute is provided, a mailto link will be shown in
the user interface to allow your workflow’s users to easily contact you.

Shell

By default, the command specified in plantit.yaml is invoked directly from the Singularity container runtime, i.e.,
singularity exec <image> <command>. Since Singularity runs in a modified shell environment some behavior
may differ from that produced by Docker. Some Anaconda-based images can be configured to automatically activate
an environment, for instance. With Singularity this cannot be achieved without wrapping the command with bash -c
'<command>"' and editing bash startup files in the container definition.

For these reasons plantit provides a shell option. If provided, this option will cause plantit to wrap the command
with ... <shell> -c 'command' when invoking Singularity. Supported values include:

¢ bash
e sh

e zsh

4.2. Binding workflows: the plantit.yaml file 15
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GPUs

To indicate that your workflow can take advantage of GPUs (only available on select deployment targets) add a gpu:
True line to your configuration file. When deployed to environments with GPUs, your task will have access to an
environment variable $GPUS, set to the number of GPU devices provided by the host.

Environment variables
Certain environment variables will be automatically set in the Singularity container runtime when a workflow is sub-
mitted as a task, in case you need to reference them in your entry point command or script:

* $WORKDIR: the current working directory

* $INPUT: the path to an input file or directory

* $OUTPUT: the path to the directory results will be written to

* $INDEX: the index of the current input file (if there are multiple, otherwise defaults to 1 for single-file or -directory
tasks)

You can provide custom environment variables in an env section, for instance:

env:
- LC_ALL=C.UTF-8
- LANG=C.UTF-8

Parameters

To parametrize your workflow, add a params section. For example, to allow the user to configure the message printed
by the trivial workflow above:

name: Hello Who?
author: Groot
public: True
clone: False
image: docker://alpine
commands: echo "$MESSAGE"
params:

- name: message

type: string

This will cause the value of message, specified in the plantit web UI at task submission time, to be substituted for
$MESSAGE in the command at runtime.

Four parameter types are supported by plantit:
e string
e select
e number
* boolean

See the Computational-Plant-Science/plantit-example-parameters workflow on GitHub for an example of
how to use parameters.

16 Chapter 4. Workflows
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Default values

To provide default values for your workflow’s parameters, you can use a default attribute. For instance:

params:
- name: message
type: string

default: 'Hello, world!'

Input/output

plantit can automatically copy input files from the CyVerse Data Store or Data Commons onto the file system in
your deployment environment, then push results back to the Data Store after your task completes. To configure inputs
and outputs for a workflow, add input and output attributes to your configuration.

Inputs

If your workflow requires inputs, add an input section to your configuration file, containing at minimum a path
attribute (pointing either to a directory- or file-path in the CyVerse Data Store or Data Commons, or left blank) and a
kind attribute indicating whether this workflow operates on a single £ile, multiple files, or an entire directory.

Input types (file, files, and directory)

To indicate that your workflow should pull a single file from the Data Store and spawn a single container to process it,
use kind: file. To pull a directory from the Data Store and spawn a container for each file, use kind: files.
To pull a directory and spawn a single container to process it, use kind: directory.

It’s generally a good idea for path to reference a community-released or curated public dataset in the CyVerse Data
Commons, so prospective users can test your workflow on real data. For instance, the plantit.yaml for a workflow
which operates on a single file might have the following input section

input:
path: /iplant/home/shared/iplantcollaborative/testing_tools/cowsay/cowsay.txt
kind: file

Input filetypes

To specify which filetypes your workflow is permitted to accept, add a filetypes attribute to the input section:

input:
path: /iplant/home/shared/iplantcollaborative/testing_tools/cowsay
kind: file
filetypes:
- txt

Any values provided to filetypes will be joined (with , ) and substituted for FILETYPES in your workflow’s command.
Use this to inform your code which filetypes to expect, for example:

4.2. Binding workflows: the plantit.yaml file 17
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commands: 1ls "$INPUT"/*.{"FILETYPES"} >> things_cow_say.txt
input:
path: /iplant/home/shared/iplantcollaborative/testing_tools/cowsay
kind: file
filetypes:
- txt
- md

Note that while the input.path and input. filetypes attributes are optional, you must provide a kind attribute if
you provide an input section.

Outputs

If your workflow produces outputs, add an output section with a path attribute to your configuration file. This
attribute may be left blank if your workflow writes output files to the working directory; otherwise the value should be
a directory path relative to the working directory. For example, to indicate that your workflow will deposit output files
in a directory output/directory relative to the workflow’s working directory:

output:
path: output/directory

By default, all files under the given path are uploaded to the location in the CyVerse Data Store provided by the user.
To explicitly indicate which files to include/exclude (this is suggested especially if you workflow deposits files in the
working directory), add include and exclude sections under output:

output:
path: output/directory
include:
patterns: # include excel files
- xlsx # and png files
names:
- important. jpg # but only this .jpg file
exclude:
patterns:
- temp # don't include anything marked temp
names:
- not_important.xlsx # and exclude a particularexcel file

If only an include section is provided, only the file patterns and names specified will be included. If only an exclude
section is present, all files except the patterns and names specified will be included. If you provide both include and
exclude sections, the include rules will first be applied to generate a subset of files, which will then be filtered by
the exclude rules.
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Jobqueue configuration

To ensure your workflow takes optimal advantage of cluster resources, add a jobqueue section. To indicate that
instances of your workflow should request 1 process and 1 core on 1 node with 1 GB of memory with 1 hour of
walltime:

jobqueue:
walltime: "01:00:00"
memory: "1GB"
processes: 1
cores: 1

If a jobqueue section is provided, all four attributes are required. If you do not provide a jobqueue section’, tasks
will request 1 hour of walltime, 10 GB of RAM, 1 process, and 1 core on all agents.

Walltime

When a plantit task is submitted, values provided for the jobqueue.walltime attribute will be passed through
transparently to the selected deployment target’s scheduler. The plantit web Ul will timestamp each task submission,
If such a time limit is provided at submission time, plantit will attempt to cancel your task if it fails to complete before
the time limit has elapsed.

Virtual memory

Note that some deployment targets (namely the default public agent, TACC’s Stampede?2) are equipped with virtual
memory. For tasks deployed to agents with virtual memory, plantit will ignore values provided for the jobqueue.
memory attribute and defer to the cluster scheduler: on Stampede2, for instance, all tasks have access to 98GB of
RAM.

4.3 A simple example

The following workflow prints the content of an input file and then writes it to an output file located in the same working
directory.

name: Hello File
image: docker://alpine
public: True
commands: cat "$INPUT" && cat "$INPUT" >> cowsaid.txt
input:
from: /iplant/home/shared/iplantcollaborative/testing_tools/cowsay/cowsay.txt
kind: file
output:
path: # blank to indicate working directory
include:
names:
- cowsaid.txt

4.3. A simple example 19
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4.4 Repository refresh rate

The plantit web application scrapes GitHub for repository information for all logged-in users every 5 minutes. (If
you’ve just updated a repository, you may need to wait several minutes then reload the workflow page.)
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CHAPTER
FIVE

* Viewing data
* Downloading data
 Sharing data

e Deleting data

DATASETS

A Dataset is a folder in the CyVerse data store; whether in the user’s personal directory, or in the community iplant/

home/shared/ folder, or in the public data commons.

5.1 Viewing data

To view datasets, navigate to the Datasets tab from the home view. This will present a page with three (3) tabs:

* Yours: your own personal datasets
» Shared: datasets other users have shared with you

» Sharing: datasets you're sharing with other users

@plantumn @About LStats OStatus EDocs ) Github

= Workflows » Home » Datasets
Dataset: - ~
L) CEEees = Datasets poweredby & cvverse
@ Projects
— Yours Shared Sharing
= Agents
GEILEH S ™ whoneli
&2 Users
folder

To expand a folder in the data tree, click the caret button on the right side of the frame.

@mammm-o @About LStats OStatus BEDocs QGithub

= Workflows » Home » Datasets
€ Dataset: - -~
atasets & Datasets  poweredby & crverse
@ Projects
- Yours Shared Sharing
= Agents
HILERS ™ whoneli
&2 Users
folder

o Wes v
«& Yours C' Refresh
-
Expand
* Wes v
«& Yours C' Refresh

Expand Directory
LExpand
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5.2 Downloading data

To download a file from the CyVerse data store, click the download button on the right side of the menu.

@plantnmm

= Workflows
£ Datasets
® Projects
£ Agents

= Tasks

&2 Users

file

The data tree will disable itself while the file downloads.

@plantmm

= Workflows
£ Datasets
® Projects
= Agents

= Tasks

&2 Users

file

@About LuStats OStatus EDocs ) Github

» Home » Datasets
- -
& Datasets powersdby & cvverse

Yours Shared Sharing
M wbonelli

@8 agdrone_cc_results

B 19675bd2-b4c6-4d5a-954a-5bada2c426e3.zip
B 1dabB51f-cbBe-47c9-8c0e-32b6ab94457¢.zip
[ 50d59bfc-ceaf-40d9-ab67-c8df03f9373c.zip
[l 88e42cb2-7df1-4a6c-acce-19d1ecea?65.zip
[ 8f5de2c6-bbfe-4713-a4c3-6ed02478e378.zip
B 9cfead40-cced-4185-bc50-f4d24638be37.zip

B edc1e6a3-6899-4cfe-9b33-4b3cf501650c.zip

@About LuStats OStatus EDocs O Github

» Home » Datasets
- .
= Datasets poweredby & cvverse

Yours Shared Sharing
& whbonelli

@ agdrone_cc_results

Finally a download popup will appear.

0 folders, 7 files

0 folders, 7 files

* Wes v
«& Yours C' Refresh
36 folders, 0 files + Z -
@ Bind project/study + ® 2 < -
4.406 KB ® W
5.776 KB ® @
5.777 KB fod [ ] S
4.186 KB @ § &
1.805 KB @ § &
4.747 KB @ § &
5.747 KB @ § &
= Wes v
«& Yours C' Refresh
36 folders, 0 files + ] -
@ Bind project/study + 5 2 < -
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5.3 Sharing data

To share a folder with another user, select the share button on the right side of the menu, then select one or more users
to share the folder with.

Share /iplant/home/wbonelli/agdrone_cc_results

Choose who to share this folder with. C' Rescan Users
& Veerle De Schepper (vdeschepper)
& Sirinda Kleawthanong (popprinrin)
@ Alexander Bucksch (abucksch)

G Jordan Knapp-WiIison (jknappwilson)

& Wes Bonelli (wesbonelli)

(©) Molly Hanlon (mth14)
& Carlos Maldonado (cmaldo1782)

@ Limeng Xie (momosan531)

(@ william LaVoy (wiavoy30)

& Jose Costa Netto (jrnetto)
@ Caitlyn Liu (caitlynliu)

& Sukrita Majak (sukrita)

@ Chris Schnaufer (schnaufer)

folder

After sharing a folder, the receiving user will be able to access it under their Shared datasets tab.

5.4 Deleting data

To delete a personal file or folder in the data store, select the red delete button on the right side of the menu.

gp_lant"vm @About LMStats NStatus EDocs ) Github * Wes v
= Workflows » Home » Datasets
Dataset - _
€ Datasets S Datasets powerdby & cvverse <& Yours C' Refresh
@ Projects
_ Yours Shared Sharing
= Agents
#= Tasks
™ whonell 36 folders, 0 files + < -
&2 Users
B agdrone_cc_results 0folders, 7 files ® Bind project/study + s < v
B 19675bd2-b4c6-4d5a-954a-5bada2c426e3.zip 4.406 KB ®© ¥ &
B 1dab651f-cbBe-47c9-8c0e-32b6a694457¢.zip 5.776 KB ®© §
B 50059bfc-ceaf-40d9-ab67-c8df0319373c.zip 5.777KB ®© §
B 88e42cb2-7df1-4a6c-acce-19d1ec2ea’65.zip 4186 KB ®© §
B 8f50e2c6-bBfe-4713-a4c3-6ed02478e378.2ip 1.805 KB ®© §
B 9cfead40-coed-4185-bc50-f4d24638be37.zip 4.747 KB ®© §
B e4c1e6a3-6899-4cfe-9b33-4b3cf501650¢.zip 5.747 KB ® W &

Delete

5.3. Sharing data 23
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data
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CHAPTER
SIX

* Public agents

» [ntegrating a new agent

AGENTS

An Agent runs Tasks. Abstractly, an agent is a particular way of connecting and submitting to a cluster, supercomputer
or server equipped with the SLURM scheduling system. Multiple agents can be configured for the same underlying

systems, e.g. to permit submissions to distinct queues.

6.1 Public agents

By default plantit provides a single public agent to all users, free of charge, called Stampede2.

@plantrvvm @About LStats OStatus EDocs ) Github

= Workflows » Home » Agents » Stampede2
£ Datasets

@ Projects

Stampede2

= Agents
9 University of Texas [¢ ing Center's cluster.

Y= Tasks
Configuration

&2 Users
scheduler

slurm
working directory
/scratch/03203/dirt/plantit
setup commands
export LC_ALL=en_US.utf8 & export LANG=en_US.utf8 & ml load python3 && ml load tacc-singularity/3.7.2 && ml load launcher/3.9

Resources (per container)
12 core(s)

12 process(es)
Virtual memory
No GPU

Connection Status

05:00 06:00 07:00 08:00 09:00 10:00 11:00
Apr 1, 2022

* Wes v

“1r Check

This agent submits jobs to the Stampede?2 cluster at the Texas Advanced Computing Center at the University of Texas.
Stampede?2 nodes have (up to 96GB of) virtual memory and will ignore workflow-specific memory requests, instead au-
tomatically allocating memory as needed. Batch jobs are submitted in parallel where possible to accelerate processing.
Completion times may vary widely depending on the cluster’s availability and workload at any given moment.

Stampede2

25
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6.2 Integrating a new agent

Please contact the plantit developers if you would like to bind a cluster or other deployment target at your institution.
User-managed deployment targets must be available via key-accessible SSH — administrators will be provided a public
key to add to their system’s SSH server configuration, allowing plantit remote access. Clusters may be maintained
for private use or made available to all plantit users. A future version of plantit may support agent management
directly in the web UI.
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CHAPTER
SEVEN

e Task monitoring

* Task lifecycle

TASKS

A Task is a single instance of a workflow. When a task is submitted from the browser, the plantit web app hands
it to an internal queue feeding a background worker. When the worker picks up the task, a job script is generated and
submitted to the selected cluster/supercomputer scheduler. The task lifecycle is a simple state machine strung together

from Celery tasks.

7.1 Task monitoring

For a tutorial on monitoring a task and retrieving results, see the quickstart.

7.2 Task lifecycle

The task lifecycle is a state machine progressing from CREATED to RUNNING to one of several mutually exclusive final
states (COMPLETED, FAILED, TIMEOUT, or CANCELLED).

’ Ir,-repeat
Immediate Delayed HHepeaﬁng delay
Created Task Lifecycle
“'EX Running Succeeded Failed
g
B I
“é + Il,-re|:teat 1
= ] Verify data transfer
g Prepars Submit job Poll status ’{ Gt fleaflogs H | Tea iogs [ 173
(=} environment l T ¥
AL *4
\ 4 v v
Create — ¥
- working dir.
g., L —
= Jon »
seript it ’ logs resuls
plantit.yam| Terrain API

Cleanup
[ |
-
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Lifecycle

When a task successfully completes, results are automatically transferred to the selected location in the CyVerse data
store. The user is then shown results produced and may download them from the browser individually or bundled into
a single archive.
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CHAPTER
EIGHT

PROJECTS

A Project is a MIAPPE investigation: a formal ontology for metadata describing a phenotyping experiment.

Investigation 1 0n Publication
(Identifier, Title) > (DOI)
1
1
0.n
Person ) 4 1
{Name, Contact Environment - Parameter
Afﬂliatinn} Parameter - Value
on 0.n
1.n
0.n 1
Y
— 0.n 1 Study 1 0 — 4 1n
< {Location, Timing, > - > Event Date
(Type) Design) {Type, Description)
1n
1 1.n
0.n
. T
Biological Material
(Crganism, Source)
1.n 1n
2
¥ ¥ O.n 1.0
0.n 1.n
Factar | - Observation Unit | 2" 0.n Data Observed Variable
Value < (Type, Coordinates) Fie 7, L. | (Trait, Method, Scale)
1 0.n
0..n
Y
0.n
Sample

relational diagram

(Collection, Anatomy,
Development Stage)

The MIAPPE schema permits one or more studies to be associated with each investigation. Each study describes a
particular instance of an experiment, with properties such as start/end dates, location, environmental parameters, etc.

Currently plantit allows users to associate projects and studies with tasks, linking computational analyses to their
experimental context. Eventually we also intend to support:

* associating studies with one or more datasets

29
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* tagging data objects as samples of biological materials

* image annotations
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CHAPTER
NINE

EXAMPLES

* Hello world
* Parameters
* Accessing data
Several example workflows are provided as templates. They demonstrate essential features, namely:
* invoking a command
* using parameters

* accessing data

9.1 Hello world

This is just about the simplest possible workflow it’s possible to host on plantit.

TODO: describe log files in results

9.2 Parameters

This workflow demonstrates the use of user-configurable workflow parameters.

9.3 Accessing data

This workflow shows how to construct a workflow with inputs and ouputs.
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CHAPTER

TEN

e Motivation

» Technologies

10.1 Motivation

ARCHITECTURE

plantit is middleware binding GitHub and CyVerse to various institutional clusters & supercomputers via a web
interface. Broadly, plantit aims to reinvent as little as possible, gluing existing tools together in ways that make
data-intensive plant phenomics accessible and reproducible.

10.2 Technologies

The plantit stack is predominantly Python. The backend is Nginx, Gunicorn, Django + Channels, Celery, Redis, &

Postgres, orchestrated with Docker Compose.

The frontend is Vue.

Compenent
ot s

Singularity

Database

Singularity

‘ Workflow ‘

) ‘ Workflow ‘
Cloud Provider ]

Ceend PlantlT Architecture
£ CYVERSE
o
Postgres _;| Gunicomn + Djanga + Django Channels
Data Commons ry x

Docker

v

Redis

Cluster Scheduler Docker

e —

Browser Ul

Architecture

Feel free to reach out if you’d like to contribute to plantit development, start your own instance of plantit some-

where, modify it for another discipline, etc.

33


mailto:wbonelli@uga.edu

plantit, Release v0.0.2-alpha

34 Chapter 10. Architecture



CHAPTER
ELEVEN

CONTRIBUTIONS

* Configuring a development environment
* Command cheatsheet

— Docker Compose

— Docker

— Django

We welcome contributions to the plantit codebase, from bug reports to documentation fixes to pull requests of all
kinds! All development planning is carried out on GitHub: see the Changelog/Roadmap and Issues in particular.

11.1 Configuring a development environment

See the README for instructions on installing the project from source.

11.2 Command cheatsheet

Below is a list of handy commands for managing the plantit application.

11.2.1 Docker Compose

* docker-compose -f docker-compose.dev.yml up: bring the full application (all containers) up
* docker-compose -f docker-compose.dev.yml down: bring the full application (all containers) down

¢ docker-compose -f docker-compose.dev.yml run plantit <command> run a command in the
plantit container (starting containers as needed)

¢ docker-compose -f docker-compose.dev.yml exec plantit <command> run a command in the
plantit container (assumes all containers are up)

35


https://github.com/Computational-Plant-Science/plantit/issues/new
https://github.com/Computational-Plant-Science/plantit/wiki/Changelog-&-Roadmap
https://github.com/Computational-Plant-Science/plantit/issues
https://github.com/Computational-Plant-Science/plantit

plantit, Release v0.0.2-alpha

11.2.2 Docker

* docker ps: list running containers

e docker exec -it <container ID> bash: enter an already running container

11.2.3 Django

e ./manage.py: list Django commands
e ./manage.py makemigrations: create plan for django migrations
e ./manage.py migrate: run django migrations

e ./manage.py shell: opens Django Python interpreter
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