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ZeoNet: 3D convolutional neural networks for predicting 
adsorption in nanoporous zeolites

A deep learning framework, ZeoNet, was developed that can 
rapidly and accurately predict the separation performance 
of zeolite materials for large, fl exible molecules. ZeoNet 
borrows ideas from the computer vision community by 
viewing materials as 3-dimensional images. On a standard 
GPU, ZeoNet can process more than eight structures per 
second, compared to hours per structure using state-of-art 
computer simulations, with an accuracy of 9.3 kJ mol-1 in 
adsorption free energy for n-octadecane.
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