
Federated Learning

Member C

Member D

Member E

CDD
Member B

CDD
Member A

Data 
contribution

Model 
updates

Local training

Coordinator



● Prepare and submit data contributions within CDD Vault
○ Lilly uses provided information to decide whether or not to include 

data in existing models

○ If not use right away, data may be incorporated in new models

○ Account administrators can prepare and submit data contributions

Data contribution



● Data contribution is a four-step process
1. Characterize your data using contribution dependent forms

2. Associate protocol data (readouts and conditions) with your 
contribution

Data contribution



● Data contribution is a four-step process
3. Decide which data will be released for training

4. Review and submit the data

● Submitted data will be included in the next training cycle

Data contribution
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Inference – Model Selection

1. Select existing models

2. Quickly filter models

3. Lists the selected models

4. For quick access, use sets 
of models

5. Check your current 
prediction quota
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● Predictions reflect uncertainty, e.g.
○ Regression: 46.5 (14.9-145) 10⁻⁶ cm/sec

○ Classification: extensive (uncertain)

● Conformal prediction
with 90% coverage

Inference - Predictions



● New section on the molecule 
page
1. Select the Edit button

2. Select the property you want to
predict

3. Results show up in the 
new section

Inference – How to make predictions
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● Bulk predictions available from the new TuneLab section
1. Enter structures as SMILES or identifiers

2. Select the property you want to predict

3. Predictions are added to your Vault and can be downloaded

Inference – How to make predictions
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● New TuneLab section in the 
monitor side panel
1. Select models

2. Draw the structure and click 
on [Predict]

3. Prediction is shown. Mouse
over to see 
Uncertainty is shown

Inference – How to make predictions
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