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Method

• Model comprised of pre-trained 
ResNet-18 feature extractor and one-
layer linear classifier.

• 3164 images were used as training 
data (791 images per class), 788 
images as validation data (197 images 
per class) and 400 images were used 
as test data (100 images per class).

• Augmentations (edge crop, image
rotation and padding) applied to the 
training data to increase data diversity 
allowing improved model 
generalisation.

Conclusion

• The model achieves an average 
precision and recall greater than 85%.

• In the latent space graph, we can see 
features from the needle class 
overlap with the plate and octahedral 
cluster space.

• A more varied dataset and more 
augmentations (brightness and 
contrast) are necessary to further 
improve the classification of 
crystallisation outcomes.
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Motivation

• Implementing a data-driven approach 
that can automate the classification of
different phases of high-throughput 
crystallisation processes can be a 
powerful tool for [1][2]:
❑ Predict the quality and consistency 

of the final pharmaceutical product
❑ Optimise manufacturing processes
❑ Reduce waste

• Advanced analytical techniques and 
machine learning algorithms can be 
leveraged to extract relevant features on 
crystallisation outcomes from in-line 
images.
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