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Disclaimer

I am not a Graph Neural Networks expert. I want to share my excitement and make more
people aware of this amazing research direction.
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Graphs are everywhere

I physics

I chemistry

I computer science

I biology

I ...
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It’s a two way street

I What can ML do for graphs?

I What can graphs do for ML
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Inductive biases examples

I Locality in CNN

I Sequential structure in RNN

I Locality in Nearest Neighbours

I ...
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Graph Neural Networks (GNN)

I GNN originated in [GMS05] and [SGT+08];

I [BHB+18] unifies a lot of types into Graph Networks (GN);
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Graph Neural Networks (GNN)

I GNN originated in [GMS05] and [SGT+08];

I [BHB+18] unifies a lot of types into Graph Networks (GN);

This talk focuses on GN only!
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What is a Graph Network?

1

2

3 GN

1

2

3
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What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;
I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;
I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;
I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;

I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;
I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;
I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



What is a Graph?

I Directed;

I Labeled;

I With the global attribute u;

I tuple 〈V, E , u, 〉;
I I will call all of them entities;

I e = (s, r)∀e ∈ E ;

I E invi is the set of all incoming edges to vi ;

Vitaly Kurin, University of Oxford Graph Networks 8 /41



Two main components of a GN

I updaters φe , φv , φu

I aggregators ρe→v , ρv→u, ρe→u
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Updater is a function which updates entities features

I edge updater: e′i = φe(ei , si , ri , u)

I vertex updater: v ′
i = φv (vi , ρ

e→v (E invi ), u)

I global updater: u′ = φu(ρe→u(E), ρv→u(V), u)
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What is an aggregator?

I a function working on sets

I the main trick of a GN;

I enables GN to work on different graph topologies;

I examples?
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Edge forward step, [BHB+18]
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e0k
<latexit sha1_base64="TmBm7ikN3ChoJpDcsfwhm1T5rLk=">AAAB9HicbVDLSgMxFL1TX7W+qi7dBIvYVZkRQZcFNy4r2Ae0Q8mkd9rQTGZMMoUy9DvcuFDErR/jzr8x03ahrQcCh3Pu5Z6cIBFcG9f9dgobm1vbO8Xd0t7+weFR+fikpeNUMWyyWMSqE1CNgktsGm4EdhKFNAoEtoPxXe63J6g0j+WjmSboR3QoecgZNVbyexE1oyDMcHbZH/fLFbfmzkHWibckFVii0S9/9QYxSyOUhgmqdddzE+NnVBnOBM5KvVRjQtmYDrFrqaQRaj+bh56RC6sMSBgr+6Qhc/X3RkYjradRYCfzkHrVy8X/vG5qwls/4zJJDUq2OBSmgpiY5A2QAVfIjJhaQpniNithI6ooM7anki3BW/3yOmld1Ty35j1cV+rVZR1FOINzqIIHN1CHe2hAExg8wTO8wpszcV6cd+djMVpwljun8AfO5w/CAJH+</latexit><latexit sha1_base64="TmBm7ikN3ChoJpDcsfwhm1T5rLk=">AAAB9HicbVDLSgMxFL1TX7W+qi7dBIvYVZkRQZcFNy4r2Ae0Q8mkd9rQTGZMMoUy9DvcuFDErR/jzr8x03ahrQcCh3Pu5Z6cIBFcG9f9dgobm1vbO8Xd0t7+weFR+fikpeNUMWyyWMSqE1CNgktsGm4EdhKFNAoEtoPxXe63J6g0j+WjmSboR3QoecgZNVbyexE1oyDMcHbZH/fLFbfmzkHWibckFVii0S9/9QYxSyOUhgmqdddzE+NnVBnOBM5KvVRjQtmYDrFrqaQRaj+bh56RC6sMSBgr+6Qhc/X3RkYjradRYCfzkHrVy8X/vG5qwls/4zJJDUq2OBSmgpiY5A2QAVfIjJhaQpniNithI6ooM7anki3BW/3yOmld1Ty35j1cV+rVZR1FOINzqIIHN1CHe2hAExg8wTO8wpszcV6cd+djMVpwljun8AfO5w/CAJH+</latexit><latexit sha1_base64="TmBm7ikN3ChoJpDcsfwhm1T5rLk=">AAAB9HicbVDLSgMxFL1TX7W+qi7dBIvYVZkRQZcFNy4r2Ae0Q8mkd9rQTGZMMoUy9DvcuFDErR/jzr8x03ahrQcCh3Pu5Z6cIBFcG9f9dgobm1vbO8Xd0t7+weFR+fikpeNUMWyyWMSqE1CNgktsGm4EdhKFNAoEtoPxXe63J6g0j+WjmSboR3QoecgZNVbyexE1oyDMcHbZH/fLFbfmzkHWibckFVii0S9/9QYxSyOUhgmqdddzE+NnVBnOBM5KvVRjQtmYDrFrqaQRaj+bh56RC6sMSBgr+6Qhc/X3RkYjradRYCfzkHrVy8X/vG5qwls/4zJJDUq2OBSmgpiY5A2QAVfIjJhaQpniNithI6ooM7anki3BW/3yOmld1Ty35j1cV+rVZR1FOINzqIIHN1CHe2hAExg8wTO8wpszcV6cd+djMVpwljun8AfO5w/CAJH+</latexit><latexit sha1_base64="TmBm7ikN3ChoJpDcsfwhm1T5rLk=">AAAB9HicbVDLSgMxFL1TX7W+qi7dBIvYVZkRQZcFNy4r2Ae0Q8mkd9rQTGZMMoUy9DvcuFDErR/jzr8x03ahrQcCh3Pu5Z6cIBFcG9f9dgobm1vbO8Xd0t7+weFR+fikpeNUMWyyWMSqE1CNgktsGm4EdhKFNAoEtoPxXe63J6g0j+WjmSboR3QoecgZNVbyexE1oyDMcHbZH/fLFbfmzkHWibckFVii0S9/9QYxSyOUhgmqdddzE+NnVBnOBM5KvVRjQtmYDrFrqaQRaj+bh56RC6sMSBgr+6Qhc/X3RkYjradRYCfzkHrVy8X/vG5qwls/4zJJDUq2OBSmgpiY5A2QAVfIjJhaQpniNithI6ooM7anki3BW/3yOmld1Ty35j1cV+rVZR1FOINzqIIHN1CHe2hAExg8wTO8wpszcV6cd+djMVpwljun8AfO5w/CAJH+</latexit>v0

i
<latexit sha1_base64="eeLXdOBZMDToGpT2JKCAlGanLL8=">AAAB9HicdVDLSgMxFL3js9ZX1aWbYBG7GjK1xXZXcOOygn1AO5RMmmlDMw+TTKEM/Q43LhRx68e482/MtBVU9EDgcM693JPjxYIrjfGHtba+sbm1ndvJ7+7tHxwWjo7bKkokZS0aiUh2PaKY4CFraa4F68aSkcATrONNrjO/M2VS8Si807OYuQEZhdznlGgjuf2A6LHnp9P5xYAPCkVsOxVcrpYRtqv1Oq7UDalVL3EZI8fGCxRhheag8N4fRjQJWKipIEr1HBxrNyVScyrYPN9PFIsJnZAR6xkakoApN12EnqNzowyRH0nzQo0W6veNlARKzQLPTGYh1W8vE//yeon2a27KwzjRLKTLQ34ikI5Q1gAacsmoFjNDCJXcZEV0TCSh2vSUNyV8/RT9T9pl2zFd3VaKjdKqjhycwhmUwIEraMANNKEFFO7hAZ7g2Zpaj9aL9bocXbNWOyfwA9bbJztsklE=</latexit><latexit sha1_base64="eeLXdOBZMDToGpT2JKCAlGanLL8=">AAAB9HicdVDLSgMxFL3js9ZX1aWbYBG7GjK1xXZXcOOygn1AO5RMmmlDMw+TTKEM/Q43LhRx68e482/MtBVU9EDgcM693JPjxYIrjfGHtba+sbm1ndvJ7+7tHxwWjo7bKkokZS0aiUh2PaKY4CFraa4F68aSkcATrONNrjO/M2VS8Si807OYuQEZhdznlGgjuf2A6LHnp9P5xYAPCkVsOxVcrpYRtqv1Oq7UDalVL3EZI8fGCxRhheag8N4fRjQJWKipIEr1HBxrNyVScyrYPN9PFIsJnZAR6xkakoApN12EnqNzowyRH0nzQo0W6veNlARKzQLPTGYh1W8vE//yeon2a27KwzjRLKTLQ34ikI5Q1gAacsmoFjNDCJXcZEV0TCSh2vSUNyV8/RT9T9pl2zFd3VaKjdKqjhycwhmUwIEraMANNKEFFO7hAZ7g2Zpaj9aL9bocXbNWOyfwA9bbJztsklE=</latexit><latexit sha1_base64="eeLXdOBZMDToGpT2JKCAlGanLL8=">AAAB9HicdVDLSgMxFL3js9ZX1aWbYBG7GjK1xXZXcOOygn1AO5RMmmlDMw+TTKEM/Q43LhRx68e482/MtBVU9EDgcM693JPjxYIrjfGHtba+sbm1ndvJ7+7tHxwWjo7bKkokZS0aiUh2PaKY4CFraa4F68aSkcATrONNrjO/M2VS8Si807OYuQEZhdznlGgjuf2A6LHnp9P5xYAPCkVsOxVcrpYRtqv1Oq7UDalVL3EZI8fGCxRhheag8N4fRjQJWKipIEr1HBxrNyVScyrYPN9PFIsJnZAR6xkakoApN12EnqNzowyRH0nzQo0W6veNlARKzQLPTGYh1W8vE//yeon2a27KwzjRLKTLQ34ikI5Q1gAacsmoFjNDCJXcZEV0TCSh2vSUNyV8/RT9T9pl2zFd3VaKjdKqjhycwhmUwIEraMANNKEFFO7hAZ7g2Zpaj9aL9bocXbNWOyfwA9bbJztsklE=</latexit><latexit sha1_base64="eeLXdOBZMDToGpT2JKCAlGanLL8=">AAAB9HicdVDLSgMxFL3js9ZX1aWbYBG7GjK1xXZXcOOygn1AO5RMmmlDMw+TTKEM/Q43LhRx68e482/MtBVU9EDgcM693JPjxYIrjfGHtba+sbm1ndvJ7+7tHxwWjo7bKkokZS0aiUh2PaKY4CFraa4F68aSkcATrONNrjO/M2VS8Si807OYuQEZhdznlGgjuf2A6LHnp9P5xYAPCkVsOxVcrpYRtqv1Oq7UDalVL3EZI8fGCxRhheag8N4fRjQJWKipIEr1HBxrNyVScyrYPN9PFIsJnZAR6xkakoApN12EnqNzowyRH0nzQo0W6veNlARKzQLPTGYh1W8vE//yeon2a27KwzjRLKTLQ34ikI5Q1gAacsmoFjNDCJXcZEV0TCSh2vSUNyV8/RT9T9pl2zFd3VaKjdKqjhycwhmUwIEraMANNKEFFO7hAZ7g2Zpaj9aL9bocXbNWOyfwA9bbJztsklE=</latexit>

Vertex forward step, [BHB+18]

.



u0
<latexit sha1_base64="RuJ/WOWmv0qWsx0aAsZGj4qvbr4=">AAAB8nicdVDJSgNBEO2JW4xb1KOXxiDmNMxk0cwt4MVjBLPAZAg9nZ6kSc9Cd40YhnyGFw+KePVrvPk3dhZBRR8UPN6roqqenwiuwLI+jNza+sbmVn67sLO7t39QPDzqqDiVlLVpLGLZ84ligkesDRwE6yWSkdAXrOtPruZ+945JxePoFqYJ80IyinjAKQEtuX1g9+AHWTo7HxRLllm5aFTqFrbMulOrNmqaNCpO1XGwbVoLlNAKrUHxvT+MaRqyCKggSrm2lYCXEQmcCjYr9FPFEkInZMRcTSMSMuVli5Nn+EwrQxzEUlcEeKF+n8hIqNQ09HVnSGCsfntz8S/PTSFoeBmPkhRYRJeLglRgiPH8fzzkklEQU00IlVzfiumYSEJBp1TQIXx9iv8nnYppW6Z9Uys1y6s48ugEnaIystElaqJr1EJtRFGMHtATejbAeDRejNdla85YzRyjHzDePgEJTZGr</latexit><latexit sha1_base64="RuJ/WOWmv0qWsx0aAsZGj4qvbr4=">AAAB8nicdVDJSgNBEO2JW4xb1KOXxiDmNMxk0cwt4MVjBLPAZAg9nZ6kSc9Cd40YhnyGFw+KePVrvPk3dhZBRR8UPN6roqqenwiuwLI+jNza+sbmVn67sLO7t39QPDzqqDiVlLVpLGLZ84ligkesDRwE6yWSkdAXrOtPruZ+945JxePoFqYJ80IyinjAKQEtuX1g9+AHWTo7HxRLllm5aFTqFrbMulOrNmqaNCpO1XGwbVoLlNAKrUHxvT+MaRqyCKggSrm2lYCXEQmcCjYr9FPFEkInZMRcTSMSMuVli5Nn+EwrQxzEUlcEeKF+n8hIqNQ09HVnSGCsfntz8S/PTSFoeBmPkhRYRJeLglRgiPH8fzzkklEQU00IlVzfiumYSEJBp1TQIXx9iv8nnYppW6Z9Uys1y6s48ugEnaIystElaqJr1EJtRFGMHtATejbAeDRejNdla85YzRyjHzDePgEJTZGr</latexit><latexit sha1_base64="RuJ/WOWmv0qWsx0aAsZGj4qvbr4=">AAAB8nicdVDJSgNBEO2JW4xb1KOXxiDmNMxk0cwt4MVjBLPAZAg9nZ6kSc9Cd40YhnyGFw+KePVrvPk3dhZBRR8UPN6roqqenwiuwLI+jNza+sbmVn67sLO7t39QPDzqqDiVlLVpLGLZ84ligkesDRwE6yWSkdAXrOtPruZ+945JxePoFqYJ80IyinjAKQEtuX1g9+AHWTo7HxRLllm5aFTqFrbMulOrNmqaNCpO1XGwbVoLlNAKrUHxvT+MaRqyCKggSrm2lYCXEQmcCjYr9FPFEkInZMRcTSMSMuVli5Nn+EwrQxzEUlcEeKF+n8hIqNQ09HVnSGCsfntz8S/PTSFoeBmPkhRYRJeLglRgiPH8fzzkklEQU00IlVzfiumYSEJBp1TQIXx9iv8nnYppW6Z9Uys1y6s48ugEnaIystElaqJr1EJtRFGMHtATejbAeDRejNdla85YzRyjHzDePgEJTZGr</latexit><latexit sha1_base64="RuJ/WOWmv0qWsx0aAsZGj4qvbr4=">AAAB8nicdVDJSgNBEO2JW4xb1KOXxiDmNMxk0cwt4MVjBLPAZAg9nZ6kSc9Cd40YhnyGFw+KePVrvPk3dhZBRR8UPN6roqqenwiuwLI+jNza+sbmVn67sLO7t39QPDzqqDiVlLVpLGLZ84ligkesDRwE6yWSkdAXrOtPruZ+945JxePoFqYJ80IyinjAKQEtuX1g9+AHWTo7HxRLllm5aFTqFrbMulOrNmqaNCpO1XGwbVoLlNAKrUHxvT+MaRqyCKggSrm2lYCXEQmcCjYr9FPFEkInZMRcTSMSMuVli5Nn+EwrQxzEUlcEeKF+n8hIqNQ09HVnSGCsfntz8S/PTSFoeBmPkhRYRJeLglRgiPH8fzzkklEQU00IlVzfiumYSEJBp1TQIXx9iv8nnYppW6Z9Uys1y6s48ugEnaIystElaqJr1EJtRFGMHtATejbAeDRejNdla85YzRyjHzDePgEJTZGr</latexit>

e0k
<latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="hP+6LrUf2d3tZaldqaQQvEKMXyw=">AAAB2XicbZDNSgMxFIXv1L86Vq1rN8EiuCozbnQpuHFZwbZCO5RM5k4bmskMyR2hDH0BF25EfC93vo3pz0JbDwQ+zknIvSculLQUBN9ebWd3b/+gfugfNfzjk9Nmo2fz0gjsilzl5jnmFpXU2CVJCp8LgzyLFfbj6f0i77+gsTLXTzQrMMr4WMtUCk7O6oyaraAdLMW2IVxDC9YaNb+GSS7KDDUJxa0dhEFBUcUNSaFw7g9LiwUXUz7GgUPNM7RRtRxzzi6dk7A0N+5oYkv394uKZ9bOstjdzDhN7Ga2MP/LBiWlt1EldVESarH6KC0Vo5wtdmaJNChIzRxwYaSblYkJN1yQa8Z3HYSbG29D77odBu3wMYA6nMMFXEEIN3AHD9CBLghI4BXevYn35n2suqp569LO4I+8zx84xIo4</latexit><latexit sha1_base64="ywz7v1q7Yrl4nBX/+QcnkaM0kGo=">AAAB6XicbZBLSwMxFIXv+Kz1Vd26CRbRVZlxo0vBjcsK9gHtUDLpnRqayYzJnWIZ+jvcuFDEP+TOf2P6WGjrgcDHOQn35kSZkpZ8/9tbW9/Y3Nou7ZR39/YPDitHe02b5kZgQ6QqNe2IW1RSY4MkKWxnBnkSKWxFw9tp3hqhsTLVDzTOMEz4QMtYCk7OCruEzxTFBU7Oe8NeperX/JnYKgQLqMJC9V7lq9tPRZ6gJqG4tZ3AzygsuCEpFE7K3dxixsWQD7DjUPMEbVjMlp6wM+f0WZwadzSxmfv7RcETa8dJ5G4mnB7tcjY1/8s6OcXXYSF1lhNqMR8U54pRyqYNsL40KEiNHXBhpNuViUduuCDXU9mVECx/eRWal7XArwX3PpTgBE7hAgK4ghu4gzo0QMATvMAbvHsj79X7mNe15i16O4Y/8j5/AKfckNQ=</latexit><latexit sha1_base64="ywz7v1q7Yrl4nBX/+QcnkaM0kGo=">AAAB6XicbZBLSwMxFIXv+Kz1Vd26CRbRVZlxo0vBjcsK9gHtUDLpnRqayYzJnWIZ+jvcuFDEP+TOf2P6WGjrgcDHOQn35kSZkpZ8/9tbW9/Y3Nou7ZR39/YPDitHe02b5kZgQ6QqNe2IW1RSY4MkKWxnBnkSKWxFw9tp3hqhsTLVDzTOMEz4QMtYCk7OCruEzxTFBU7Oe8NeperX/JnYKgQLqMJC9V7lq9tPRZ6gJqG4tZ3AzygsuCEpFE7K3dxixsWQD7DjUPMEbVjMlp6wM+f0WZwadzSxmfv7RcETa8dJ5G4mnB7tcjY1/8s6OcXXYSF1lhNqMR8U54pRyqYNsL40KEiNHXBhpNuViUduuCDXU9mVECx/eRWal7XArwX3PpTgBE7hAgK4ghu4gzo0QMATvMAbvHsj79X7mNe15i16O4Y/8j5/AKfckNQ=</latexit><latexit sha1_base64="Wxt2EGaSkqmyg6rX9KQvpR9rldE=">AAAB9HicbVA9TwJBEN3DL8Qv1NJmIzFSkTsbLUlsLDGRjwQuZG+Zgw17e+fuHJFc+B02Fhpj64+x89+4wBUKvmSSl/dmMjMvSKQw6LrfTmFjc2t7p7hb2ts/ODwqH5+0TJxqDk0ey1h3AmZACgVNFCihk2hgUSChHYxv5357AtqIWD3gNAE/YkMlQsEZWsnvITxhEGYwu+yP++WKW3MXoOvEy0mF5Gj0y1+9QczTCBRyyYzpem6CfsY0Ci5hVuqlBhLGx2wIXUsVi8D42eLoGb2wyoCGsbalkC7U3xMZi4yZRoHtjBiOzKo3F//zuimGN34mVJIiKL5cFKaSYkznCdCB0MBRTi1hXAt7K+UjphlHm1PJhuCtvrxOWlc1z615926lXs3jKJIzck6qxCPXpE7uSIM0CSeP5Jm8kjdn4rw4787HsrXg5DOn5A+czx/qpZIV</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit><latexit sha1_base64="Iztn6Umi7rLG5lNF0JpW0x6J+s0=">AAAB9HicbVBNS8NAEN34WetX1aOXxSL2VBIR9Fjw4rGC/YA2lM120i7dbOLupFhCf4cXD4p49cd489+4bXPQ1gcDj/dmmJkXJFIYdN1vZ219Y3Nru7BT3N3bPzgsHR03TZxqDg0ey1i3A2ZACgUNFCihnWhgUSChFYxuZ35rDNqIWD3gJAE/YgMlQsEZWsnvIjxhEGYwveiNeqWyW3XnoKvEy0mZ5Kj3Sl/dfszTCBRyyYzpeG6CfsY0Ci5hWuymBhLGR2wAHUsVi8D42fzoKT23Sp+GsbalkM7V3xMZi4yZRIHtjBgOzbI3E//zOimGN34mVJIiKL5YFKaSYkxnCdC+0MBRTixhXAt7K+VDphlHm1PRhuAtv7xKmpdVz61691flWiWPo0BOyRmpEI9ckxq5I3XSIJw8kmfySt6csfPivDsfi9Y1J585IX/gfP4A6+WSGQ==</latexit>v0
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Global forward step, [BHB+18]

.



GN forward step

Algorithm 1 Steps of computation in a full GN block. [BHB+18]

function GraphNetwork(E , V, u)
for k ∈ {1 . . .Ne} do

e′
k ← φe (ek , vrk , vsk ,u, ) . 1. Compute updated edge attributes

end for
for i ∈ {1 . . .Nn} do

let E ′i = {(e′
k , rk , sk)}rk=i, k=1:Ne

ē′
i ← ρe→v (E ′i ) . 2. Aggregate edge attributes per node

v′
i ← φv (ē′

i , vi ,u) . 3. Compute updated node attributes
end for
let V ′ = {v′}i=1:Nv

let E ′ = {(e′
k , rk , sk)}k=1:Ne

ē′ ← ρe→u (E ′) . 4. Aggregate edge attributes globally
v̄′ ← ρv→u (V ′) . 5. Aggregate node attributes globally
u′ ← φu (ē′, v̄′,u) . 6. Compute updated global attribute
return (E ′,V ′,u′)

end function
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GN computation graph
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Input graph defines the computation graph!
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Let’s see Graph Networks in action!
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Sort an array of real numbers

42.0 3.14 2.71 1.62
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Graph Encoding
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Model Architecture
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Sorting task results
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Graph Networks as a tool
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Graph Networks for Supervised Learning
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Neural Message Passing for Quantum Chemistry
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Graph Networks for RL
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Reinforcement Learning in a nutshell

source: https://commons.wikimedia.org/wiki/File:Rl_agent.png
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Graph networks as learnable physics engines for inference and control

[SGHS+18]
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NerveNet: Learning Structured Policy with Graph Neural Networks

[WLBF18]
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Multi-Agent Reinforcement Learning

source: https://commons.wikimedia.org/wiki/File:Rl_agent.png
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Relational Forward Models

[TSM+18]
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Each state of a MARL problem can be represented as a graph
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Not all data is ready available in the form of a graph
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Computational efficiency?

I Hard to batch with dynamic graphs;
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Theoretical limitations?

I Some of the phenomena are not well suited for graph representation

I Graph Networks are unable to solve some classes of problems, i.e. discriminating between
some non-isomorphic graphs.
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Practical considerations

I Think of graphs as of data with some feeding mechanism

I Batch

I Padding becomes expensive;

I torch.split hurts the backward pass A LOT;

I Have to be integrated with traditional pipelines;

I Visualisation is a Thing!
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To sum up

I There’s Plenty of Room at the Bottom

I GN is a flexible instrument for injection of inductive biases

I Graph Networks are turning into a tool for supervised learning, unsupervised learning and
RL

I Jump on the bandwagon!

Vitaly Kurin, University of Oxford Graph Networks 38 /41



Thanks!

I https://twitter.com/y0b1byte

I https://yobibyte.github.io/pages/paper-notes.html

I vitaly.kurin@magd.ox.ac.uk
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