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Optimize your model’s 
parameters
Use WandB with Julia on Compute Canada



wandb

1. Bind Julia and Python
Use Pycall

project

deps config scripts

$ python3 -m venv .venv

$ source .venv/bin/activate 

$ pip install wandb

$ julia

$ ] 

$ activate .

$ add Pycall



1. Bind Julia and Python
It can be useful to use PyCall for other Python packages than WandB, or for your own Python functions

wandb

project

deps config scriptssrc

modules python_helpers

Do not forget to activate your Python env. before 
launching Julia! 



2. Use WandB
Train function

Loop over epochs

It is also possible to save a plot 



3. Compute Canada
Double authentication 

$ username@narval.calculcanada.ca

# Generate a SSH key on the cluster

$ ssh-keygen -t ed25519 -C “user_email_address“  

# Display and copy the public key 

$ cat ~/.ssh/id_ed25519.pub


Add the key on GitHub: https://github.com/settings/keys

https://docs.alliancecan.ca/wiki/Technical_documentation

Create an account and log in

https://github.com/settings/keys


$ cd CAP_Tahoe100M 


$ python3 -m venv .venv

$ source .venv/bin/activate

$ pip install -r requirements.txt

$ pip install wandb

$ julia

$ ]

$ activate .

$ instantiate

# Return to the Julia prompt

$ include("deps/build.jl") # Requires Internet

3. Compute Canada
Setup your project

$ username@narval.calculcanada.ca


$ git clone CAP_Tahoe100M


$ module load cuda/12.9

$ module load Julia


# See RDKit available versions

$ module spider rdkit

$ module load rdkit/2024.09.6 


Home

Cloned project

Do it only the first time you 
run your project

Always do it

The calcul clusters have no Internet access!


Everything must be installed on the login node.

Adapt with your own

Python 
package 
(optional)

http://build.jl/


3. Compute Canada
Run your code in interactive mode + 
WandB

$  username@narval.calculcanada.ca


$ salloc --time=03:00:00 --cpus-per-task=12 --gpus=a100_2g.10gb:1 --mem=64G

# Get the list of loaded modules 

$ module list


$ module load cuda/12.9

$ module load Julia


$ cd CAP_Tahoe100M 

$ source .venv/bin/activate

$ export WANDB_MODE=offline

# Provide your WandB API key

$ wandb login a302ba43d4e7fbb4b98e5579f17e011831d1d3b4  

$ nohup julia --project=. scripts/predict_profile.jl &

# See your jobs

$ sq  # equivalent to “squeue -u username”


Adapt with your own

Always do it

WARNING: Remove the line include("deps/build.jl") from the script

$ wandb sync wandb/


Put your logs on WandB platform once your run is 
done (from login node)



3. Compute Canada
Launch several jobs at the same time + WandB

$  username@narval.calculcanada.ca

$ sbatch scripts/grid_search.slurm

$ wandb sync wandb/


grid_search.slurm



4. WandB interface
Run details

Config



4. WandB interface

Logged metrics



4. WandB interface

System



4. WandB interface
Run filtering



4. WandB interface



4. WandB interface



4. WandB interface

Parameter importance with correlation


