

    
      
          
            
  
Welcome to Read the Docs

This is an autogenerated index file.

Please create an index.rst or README.rst file with your own content
under the root (or /docs) directory in your repository.

If you want to use another markup, choose a different builder in your settings.
Check out our Getting Started Guide [https://docs.readthedocs.io/en/latest/getting_started.html] to become more
familiar with Read the Docs.
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  # Getting started with Foundry

![](.gitbook/assets/foundry-purple%20%281%29.png)

## What is Foundry?

Foundry is a Python package that simplifies the discovery and usage of machine-learning ready datasets in materials science and chemistry. Foundry provides software tools that make it easy to load these datasets and work with them in local or cloud environments. Further, Foundry provides a dataset specification, and defined curation flows, that allow users to create new datasets for the community to use through this same interface.

## Installation

Foundry can be installed via pip with:

pip install foundry-ml

## Example Usage

The Foundry client can be used to access datasets using a source_id, e.g. here “_test_foundry_fashion_mnist_v1.1”:

`python
from foundry import Foundry
f = Foundry()
f = f.load("_test_foundry_fashion_mnist_v1.1")
`

This will remotely load the necessary metadata as well as download the data to local storage if it is not already present. To ensure successful data download, have a Globus endpoint [setup](https://www.globus.org/globus-connect-personal) on your machine. Once the data is accessible locally, load the data into the client:

`python
X, y = f.load_data()
`

The data is then usable:

```python
n_cols = 6
display_shape = (28,28)
fig, ax = plt.subplots(1,n_cols)


	for i in range(0, n_cols):
	ax[i].imshow(X[i].reshape(display_shape), cmap=’gray’)





```

This example can be found in examples/fashion-mnist/.

#### Other uses

To just download the data without loading the additional metadata:

`python
f = Foundry().download("_test_foundry_fashion_mnist_v1.1")
`

While it is strongly recommended to load metadata remotely, it can be done locally with a foundry_metadata.json file:

`python
f = Foundry().from_file()
`

## Using Foundry on Cloud Computing Resources

Foundry works with common cloud computing providers like the NSF sponsored Jetstream and Google Colab. When instantiating the Foundry client, simple add the following arguments to use a compatible authentication flow.

`python
f = Foundry(no_browser=True, no_local_server=True)
`

When downloading data, add the following argument to download contents by HTTPS. This method may be non-performant for large datasets

`python
f.download(globus=False)
`

## Primary Support

This work was supported by the National Science Foundation under NSF Award Number: 1931306 “Collaborative Research: Framework: Machine Learning Materials Innovation Infrastructure”.

## Other Support

Foundry brings together many components in the materials data ecosystem. Including MAST-ML, the Data and Learning Hub for Science (DLHub), and The Materials Data Facility (MDF).

### MAST-ML

This work was supported by the National Science Foundation (NSF) SI2 award No. 1148011 and DMREF award number DMR-1332851

### The Data and Learning Hub for Science (DLHub)

This material is based upon work supported by Laboratory Directed Research and Development (LDRD) funding from Argonne National Laboratory, provided by the Director, Office of Science, of the U.S. Department of Energy under Contract No. DE-AC02-06CH11357. [https://www.dlhub.org](https://www.dlhub.org)

### The Materials Data Facility

This work was performed under financial assistance award 70NANB14H012 from U.S. Department of Commerce, National Institute of Standards and Technology as part of the [Center for Hierarchical Material Design (CHiMaD)](http://chimad.northwestern.edu). This work was performed under the following financial assistance award 70NANB19H005 from U.S. Department of Commerce, National Institute of Standards and Technology as part of the Center for Hierarchical Materials Design (CHiMaD). This work was also supported by the National Science Foundation as part of the [Midwest Big Data Hub](http://midwestbigdatahub.org) under NSF Award Number: 1636950 “BD Spokes: SPOKE: MIDWEST: Collaborative: Integrative Materials Design (IMaD): Leverage, Innovate, and Disseminate”. [https://www.materialsdatafacility.org](https://www.materialsdatafacility.org)

## Documentation

Formal documentation is currently under development. You may see the Foundry documentation thus far [here](https://foundry.readthedocs.io/en/latest/?).

### Building the documentation locally

#### Instructions for developers

Foundry documentation is built and served by [Read the Docs](https://docs.readthedocs.io/en/stable/). To run a local build and generate the HTML files on your local machine, you need to install [Sphinx](https://www.sphinx-doc.org/en/master/usage/quickstart.html):

`text
pip install sphinx
`

When you clone the Foundry repo, there should be a /docs directory with all the relevant files, including a Makefile and a /source subdirectory.

To generate the build files, from the root of the /docs subdirectory run

`text
make html
`

Now, under /docs/build/html you should find the necessary HTML files. Open index.html in your browser to view the documentation.

Between changes to confy.py or associated source files, it’s good practice to run make clean before running make html.
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description: Read our pledge and Code of Conduct for contributing
—

# Contributor Covenant

## Our Pledge

In the interest of fostering an open and welcoming environment, we as contributors and maintainers pledge to making participation in our project and our community a harassment-free experience for everyone, regardless of age, body size, disability, ethnicity, sex characteristics, gender identity and expression, level of experience, education, socio-economic status, nationality, personal appearance, race, religion, or sexual identity and orientation.

## Our Standards

Examples of behavior that contributes to creating a positive environment include:


	Using welcoming and inclusive language


	Being respectful of differing viewpoints and experiences


	Gracefully accepting constructive criticism


	Focusing on what is best for the community


	Showing empathy towards other community members




Examples of unacceptable behavior by participants include:


	The use of sexualized language or imagery and unwelcome sexual attention or

advances



	Trolling, insulting/derogatory comments, and personal or political attacks


	Public or private harassment


	Publishing others’ private information, such as a physical or electronic

address, without explicit permission



	Other conduct which could reasonably be considered inappropriate in a

professional setting





## Our Responsibilities

Project maintainers are responsible for clarifying the standards of acceptable behavior and are expected to take appropriate and fair corrective action in response to any instances of unacceptable behavior.

Project maintainers have the right and responsibility to remove, edit, or reject comments, commits, code, wiki edits, issues, and other contributions that are not aligned to this Code of Conduct, or to ban temporarily or permanently any contributor for other behaviors that they deem inappropriate, threatening, offensive, or harmful.

## Scope

This Code of Conduct applies both within project spaces and in public spaces when an individual is representing the project or its community. Examples of representing a project or community include using an official project e-mail address, posting via an official social media account, or acting as an appointed representative at an online or offline event. Representation of a project may be further defined and clarified by project maintainers.

## Enforcement

Instances of abusive, harassing, or otherwise unacceptable behavior may be reported by contacting the project team at foundry@uchicago.edu. All complaints will be reviewed and investigated and will result in a response that is deemed necessary and appropriate to the circumstances. The project team is obligated to maintain confidentiality with regard to the reporter of an incident. Further details of specific enforcement policies may be posted separately.

Project maintainers who do not follow or enforce the Code of Conduct in good faith may face temporary or permanent repercussions as determined by other members of the project’s leadership.

## Attribution

This Code of Conduct is adapted from the [Contributor Covenant](https://www.contributor-covenant.org), version 1.4, available at [https://www.contributor-covenant.org/version/1/4/code-of-conduct.html](https://www.contributor-covenant.org/version/1/4/code-of-conduct.html)

For answers to common questions about this code of conduct, see [https://www.contributor-covenant.org/faq](https://www.contributor-covenant.org/faq)



            

          

      

      

    

  

    
      
          
            
  # Contribution Process

When contributing to this repository, please first discuss the change you wish to make via issue, email, or any other method with the owners of this repository before making a change.

Please note we have a code of conduct, please follow it in all your interactions with the project.

## Contributing code

If you have improvements to Foundry, send us your pull requests! For those just getting started, Github has a [how to](https://help.github.com/articles/using-pull-requests/).

If you want to contribute, start working through the Foundry codebase, navigate to the [Github “issues” tab](https://github.com/MLMI2-CSSI/foundry/issues) and start looking through interesting issues. If you are not sure of where to start, then start by trying one of the smaller/easier issues here i.e. [issues with the “good first issue” label](https://github.com/MLMI2-CSSI/foundry/labels/good%20first%20issue). These are issues that we believe are particularly well suited for outside contributions. If you want to help out, but not alone, use the issue comment thread to coordinate.

### General guidelines and philosophy for contribution


	Include unit tests when you contribute new features, as they help to a)

prove that your code works correctly, and b) guard against future breaking

changes to lower the maintenance cost.



	Bug fixes also generally require unit tests, because the presence of bugs

usually indicates insufficient test coverage.



	Keep API compatibility in mind when you change code in Foundry,


	When you contribute a new feature to Foundry, the maintenance burden is

(by default) transferred to the Foundry team. This means that the benefit

of the contribution must be compared against the cost of maintaining the

feature.



	Tests should follow [testing best practices](https://www..org/community/contribute/tests)

guide.





## Pull Request Process


	Ensure any install or build dependencies are removed before the end of the layer when doing a

build.



	Update the README.md with details of changes to the interface, this includes new environment

variables, exposed ports, useful file locations and container parameters.



	Increase the version numbers in any examples files and the README.md to the new version that this

Pull Request would represent. The versioning scheme we use is [SemVer](http://semver.org/).



	You may merge the Pull Request in once you have the sign-off of two other developers, or if you

do not have permission to do that, you may request the second reviewer to merge it for you.
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