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Motivation

Most graph generation methods follow a sequential approach to graph generation. In contrast, GraphVAE generates a probabilistic fully connected graph of
a predefined maximum size directly at once. This avoids problems associated
with non differentiable discrete decision making and ordering associated with
sequential graph generation.
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Method

The main idea is to map graphs to a continuous vector space, and output a
probabilistic fully-connected graph from this representation. This output graph
is compared to the true graph using a standard graph matching algorithm.
Specifically, they use a VAE to map a graph to a latent ‘z’ and decode to a
probabilistic graph defined by (A,E,F), where A denotes adjacency matrix, E
denotes a tensor describing edge types of the graph, and F denotes features of
the nodes.
Variational AutoEncoder Objective is:
L(φ, θ; ) = Eqφ (z|G) [−logpθ (G|z)] + KL(qφ (z|G)||p(z))

(1)

The first term of L, the reconstruction loss, enforces high similarity of sampled generated graphs to the input graph G. The second term, KL-divergence,
matches a simpler p(z) (Gaussian distribution) to qφ (z|G).

2.1

Reconstruction Loss using Graph Matching

Approximate Graph Matching is used to construct reconstruction loss for graph
generation. Because nodes are unordered, the correspondence between predicted
graph nodes and true graph nodes is done using approximate graph matching.
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Figure 1: VAE to generate probabilistic graph: Encoder qφ (z|G) maps input
graph G to latent continuous vector representation z. Decoder pθ (G|z) decodes
z to a graph Ĝ defined by (A,E,F), where A denotes adjacency matrix, E denotes
a tensor describing edge types of the graph, and F denotes features of the nodes.
This gives a binary assignment matrix X ∈ {0, 1}k×n where Xa,i = 1 if node
a ∈ G̃ is assigned to i ∈ G and Xa,i = 0 otherwise.
− log p(G|z) = −log p(A0 |z) − log p(F |z) − log p(E|z)

(2)

where A0 = XAX T whereas the predicted node attribute matrix and slices of
edge attribute matrix are transferred to the input graph as F 0 = X T F̃ . The
maximum likelihood estimates are:
log p(A0 |z) = 1/ka A0a,a log A˜a,a +(1−A0a,a )log(1−A˜a,a )+1/k(k−1)a A0a,b log A˜a,b +(1−A0a,b )log(1−A˜a,b )
(3)
log(p(F |z)) = 1/ni log(Fi,T )F̃i,0
(4)
T
0
log(p(E|z)) = 1/(||A||1 − n)i6=j logEi,j,
Ẽi,j,
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(5)

Evaluation

Evaluation is done on QM9 and Zinc datasets evaluated on mean test-time
reconstruction log-likelihood, mean test-time evidence lower bound (ELBO),
and decoding quality metrics.
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Figure 2: QM9 Dataset Evaluation

Figure 3: Zinc Dataset Evaluation
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Conclusion

A VAE based approach to generate probabilistic graphs in one go, isntead of a
sequential node and edge adding. The training is dependent on the robustness
of graph matching used for constructing reconstruction loss. This method fails
to account for complex edge dependencies.
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