






• module avail python
• python/2.7-anaconda(default)
• python/3.5-anaconda
• python/3.6-anaconda

• conda install numpy
• conda install numpy=1.13(other e.g => == |)  

• conda create --name my_env numpy







• conda install -c bioconda scikit-learn

https://repo.continuum.io/pkgs/




• conda create --prefix=/where/you/want/env



• conda env export > my_environment.yml
• conda env create -f environment.yml

• conda create --name [new_env] --clone [other_env]



cd /path/to/anaconda/envs/myEnv
mkdir -p ./etc/conda/activate.d
mkdir -p ./etc/conda/deactivate.d
touch 
./etc/conda/activate.d/env_vars.sh
touch 
./etc/conda/deactivate.d/env_vars.sh

#!/bin/sh
# in activate.d/env_vars

export MY_KEY=”secret_key”

#!/bin/sh
# in deactivate.d/env_vars

unset MY_KEY



conda clean

conda clean --all





● Conda doesn’t track pip installed pkgs
● Causes duplication

○ Env degraded
● Dependency problems
● Try as best to install conda only pkgs
● Use pip as last resort
● Fix incoming down the road

○ As of this presentation (5/7/18)



• conda config --describe

• conda config --describe > ~/.condarc

create_default_packages: 

- pip

- ipython

- scipy

envs_dirs:
- $BSCRATCH/.conda/envs

pkgs_dirs:
- $BSCRATCH/.conda/pkgs



• conda config --add|--append [key] [value]

• conda config --set [key] [value]

conda config --add channel [channel]
conda config --append channel [channel]

conda config --set always_yes true



https://conda.io/docs/
https://www.youtube.com/channel/UCND4vKhJssAtK8p1Blfj14Q
http://www.nersc.gov/users/data-analytics/data-analytics-2/python/anaconda-python/






Building Your Own Anaconda Packages

● Some caveats:
○ Remember that Anaconda can pull down anything – it’s not just a Python 

package manager
■ So, you can provide libraries, executables, code in other languages

○ There’s more than we can cover in an hour
■ Though, the basics are pretty simple and straightforward

■ Use working examples! Don’t reinvent the wheel!

■ What can NERSC do to help? Workshop? Hands-on?

○ What should JGI’s software strategy be?
■ Public channel(s)? Local repo? Git repo to pull from?

■ Anaconda Cloud purchase required for private channels

■ That’s all going to be up to JGI, not NERSC. 



Prerequisites and Requirements
$ conda install anaconda-client

$ conda install conda-build

Know where your pkgs and conda-bld directories are located
Typically:  $HOME/conda-bld      (created first time you use “conda build”)

$HOME/.conda/pkgs     (pkgs installed for virtual envs)

$PYTHON_DIR/pkgs      (central installation)

Note: conda-build and client is already installed and available to you within 

NERSC python modules.
You’ll probably only need to do this if you’re using Miniconda, or building/testing/experimenting 

on your computers



Four simple steps to building your package

1. Have your source code in a version-controlled repo

• Bitbucket, Github, GitLab, ftp – anything with a url

• You can use local files, but seriously don’t be that kind of person

2. Prepare a recipe

• meta.yaml and a build.sh script (and/or bld.bat for Windows)

3. “Conda build” your package

• You’ll build locally.

• Might need to make decisions about what platforms to build for if compiling

4. Conda upload to an Anaconda channel

• You don’t have to upload, and can “conda install” from a local directory









Any files created by build.sh that are written to 
its directory will become part of the 
package.tar.bz2



$ conda build yourpackagedir

• Conda-build will pick up the meta.yaml file and run the build script

• Output will be a package.tar.bz2 file

• typically to be found in $HOME/conda-bld/linux-64

• Can directly install that package.tar.bz2 file

$ conda install --use-local /path/to/package.tar.bz2

• Many additional options for setting up your meta.yaml and build.sh:

https://conda.io/docs/user-guide/tasks/build-packages/define-metadata.html

https://conda.io/docs/user-guide/tasks/build-packages/define-metadata.html


Register an account on Anaconda Cloud
http://anaconda.org

Free is fine for your own public channel

Paid for private channels and collaborative groups

$ anaconda login

$ anaconda upload /path/to/yourpackage.tar.bz2

http://anaconda.org




https://docs.anaconda.com/anaconda-cloud/user-guide/tasks/work-with-packages
https://conda.io/docs/user-guide/tutorials/build-pkgs-skeleton.html
https://drive.google.com/a/lbl.gov/file/d/1cj2l27caIUeRmWi5w9UFobZAFe1K_5qx/view?usp=sharing



