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Abstract

Many deep learning tasks have to deal with graphs (e.g., pro-
tein structures, social networks, source code abstract syntax
trees). Due to the importance of these tasks, people turned to
Graph Neural Networks (GNNs) as the de facto method for
learning on graphs. GNNs have become widely applied due
to their convincing performance. Unfortunately, one major
barrier to using GNNs is that GNNs require substantial time
and resources to train. Recently, a new method for learning on
graph data is Graph Neural Tangent Kernel (GNTK) (Du et al.
2019a). GNTK is an application of Neural Tangent Kernel
(NTK) (Jacot, Gabriel, and Hongler 2018) (a kernel method)
on graph data, and solving NTK regression is equivalent to
using gradient descent to train an infinite-wide neural network.
The key benefit of using GNTK is that, similar to any kernel
method, GNTK’s parameters can be solved directly in a single
step. This can avoid time-consuming gradient descent. Mean-
while, sketching has become increasingly used in speeding
up various optimization problems, including solving kernel
regression. Given a kernel matrix of n graphs, using sketching
in solving kernel regression can reduce the running time to
o(n?®). But unfortunately such methods usually requires ex-
tensive knowledge about the kernel matrix beforehand, while
in the case of GNTK we find that the construction of the ker-
nel matrix is already O(n?N*), assuming each graph has N
nodes. The kernel matrix construction time can be a major
performance bottleneck when the size of graphs NV increases.
A natural question to ask is thus whether we can speed up the
kernel matrix construction to improve GNTK regression’s end-
to-end running time. This paper provides the first algorithm to
construct the kernel matrix in o(n*> N'®) running time.

Introduction

Graph Neural Networks (GNNs) have quickly become a pop-
ular method for machine learning on graph data. GNNs have
delivered ground-breaking results in many important areas
of Al including social networking (Yang et al. 2020a), bio-
informatics (Zitnik and Leskovec 2017; Yue et al. 2020),
recommendation systems (Ying et al. 2018), and autonomous
driving (Weng et al. 2020a; Yang et al. 2020b). Given the im-
portance of GNNs, how to train GNNs efficiently has become
one of the most important problems in the AI community.
However, efficient GNN training is challenging due to the
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relentless growth in the model complexity and dataset sizes,
both in terms of the number of graphs in a dataset and the
sizes of the graphs.

Recently, a new direction for fast GNN training is to use
Graph Neural Tangent Kernel (GNTK). (Du et al. 2019a) has
shown that GNTK can achieve similar accuracy as GNNs
on many important learning tasks. At that same time, GNTK
regression is significantly faster than iterative stochastic gra-
dient descent optimization because solving the parameters in
GNTK is just a single-step kernel regression process. Further,
GNTK can scale with GNN model sizes because the regres-
sion running time grows only linearly with the complexity of
GNN models.

Meanwhile, sketching has been increasingly used in op-
timization problems (Clarkson and Woodruff 2013; Nelson
and Nguyén 2013; Meng and Mahoney 2013; Boutsidis and
Woodruff 2014; Song, Woodruff, and Zhong 2017; Andoni
et al. 2018; Jiang et al. 2021; Dong, Lee, and Ye 2021),
including linear regression, kernel regression and linear pro-
gramming. Various approaches have been proposed either
to sketch down the dimension of kernel matrices then solve
the low-dimensional problem, or to approximate the kernel
matrices by randomly constructing low-dimensional feature
vectors then solve using random feature vectors directly.

It is natural to think about whether we can use sketching
to improve the running time of GNTK regression. Given n
graphs where each graph has NV nodes, the kernel matrix has a
size of n xn. Given the kernel matrix is already constructed, it
is well-known that using sketching can reduce the regression
time from O(n?3) to o(n?) under certain conditions. However,
in the context of GNTK, the construction of the kernel matrix
need the running time of O(n?N*) to begin with. This is
because for each pair of graphs, we need to compute the
Kronecker product of those two graphs. There are n? pairs in
total and each pair requires N4 time computation. The end-
to-end GNTK regression time is sum of the time for kernel
matrix construction time and the kernel regression time. This
means, the kernel matrix construction can be a major barrier
for adopting sketching to speed up the end-to-end GNTK
regression time, especially when we need to use GNTK for
large graphs (large N).

This raises an important question:

Can we speed up the kernel matrix construction time?

This question is worthwhile due to two reasons. First, cal-



culating the Kronecker product for each pair of graphs to
construct the kernel matrix is a significant running time bottle-
neck for GNTK and is a major barrier for adopting sketching
to speed up GNTK. Second, unlike kernel matrix construc-
tion for traditional neural networks in NTK, the construction
of the kernel matrix is a complex iterative process, and it is
unclear how to use sketching to reduce its complexity.

We accelerate the GNTK constructions in two steps. 1)
Instead of calculating the time consuming Kronecker product
for each pair of graphs directly, we consider the multiplica-
tion of a Kronecker product with a vector as a whole and
accelerate it by decoupling it into two matrix multiplications
of smaller dimensions. This allows us to achieve kernel ma-
trix construction time of O(n?N?); 2) Further, we propose a
new iterative sketching procedure to reduce the running time
of the matrix multiplications in the construction while provid-
ing the guarantee that the introduced error will not destruct
the generalization ability of GNTK. This allows us to further
improve the kernel matrix construction time to o(n?N3).

To summarize, this paper has the following results and
contributions:

* We identify that the kernel matrix construction is the
major running time bottleneck for GNTK regression in
large graph tasks.

We improve the kernel construction time in two steps:
1) We decouple the Kronecker-vector product in GNTK
construction into matrix multiplications; and 2) We de-
sign an iterative sketching algorithm to further reduce the
matrix multiplication time in calculating GNTK while
maintaining its generalization guarantee. Overall, we are
able to reduce the running time of constructing GNTK
from O(n?N*) to o(n?N?).

We rigorously quantify the impact of the error resulted
from proposed sketching and show under certain assump-
tions that we maintain the generalization ability of the
original GNTK.

Related Work

Sketching Sketching has many applications in numerical
linear algebra, such as linear regression, low-rank approxima-
tion (Clarkson and Woodruff 2013; Nelson and Nguyén 2013;
Meng and Mahoney 2013; Boutsidis and Woodruff 2014;
Razenshteyn, Song, and Woodruff 2016; Song, Woodruff,
and Zhong 2017; Andoni et al. 2018), distributed problems
(Woodruff and Zhong 2016; Boutsidis, Woodruff, and Zhong
2016), federated learning (Song, Yu, and Zhang 2021), re-
inforcement learning (Wang et al. 2020), tensor decomposi-
tion (Song, Woodruff, and Zhong 2019), polynomial kernels
(Song et al. 2021), kronecker regression (Diao et al. 2018,
2019), cutting plane method (Jiang et al. 2020), generative
adversarial networks (Xiao, Zhong, and Zheng 2018) and
linear programming (Lee, Song, and Zhang 2019; Ye 2020;
Jiang et al. 2021; Song and Yu 2021; Dong, Lee, and Ye
2021).

Graph neural network (GNN) Graph neural networks are
machine learning methods that can operate on graph data
(Zhang, Cui, and Zhu 2020; Wu et al. 2020b; Chami et al.
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2020; Zhou et al. 2020), which has applications in various
areas including social science (Wu et al. 2020a), natural sci-
ence (Sanchez-Gonzalez et al. 2018; Fout 2017), knowledge
graphs (Hamaguchi et al. 2017), 3D perception (Wang et al.
2019; Sarlin et al. 2020), autonomous driving (Shi and Ra-
jkumar 2020; Weng et al. 2020b), and many other research
areas (Dai et al. 2017). Due to its convincing performance,
GNN has become a widely applied graph learning method
recently.

Neural tangent kernel (NTK) The theory of NTK has
been proposed to interpret the learnablity of neural networks.
Given neural network f : W xD — R with parameter W €
W and input data « € D, the neural tangent kernel between
data x, y is defined to be (Jacot, Gabriel, and Hongler 2018)

)= 5 [(2002) 200,

ow oW

Here expectation E is over random Gaussian initialization.
It has been shown under the assumption of the NTK matrix
being positive-definite (Du et al. 2019b; Arora et al. 2019a,b;
Song and Yang 2019; Lee et al. 2020; Brand et al. 2021;
Song, Yang, and Zhang 2021; Song, Zhang, and Zhang 2021))
or separability of training data points (Li and Liang 2018;
Allen-Zhu, Li, and Song 2019b; Song, Yang, and Zhang
2021; Allen-Zhu, Li, and Song 2019a)), training (regularized)
neural network is equivalent to solving the neural tangent
kernel (ridge) regression as long as the neural network is
polynomial sufficiently wide. In the case of graph neural
network, we study the corresponding graph neural tangent
kernel (Du et al. 2019a).

Notations. Let n be an integer, we define [n]
{1,2,--- ,n}. For a full rank square matrix A, we use A~!
to denote its true inverse. We define the big O notation such
that f(n) = O(g(n)) means there exists ng € N; and
M € R such that f(n) < M - g(n) for all n > ng. For
amatrix A, we use || A|| or || A]|2 to denote its spectral norm.
Let | Al|r denote its Frobenius norm. Let A" denote the
transpose of A. For a matrix A and a vector x, we define

||| a := V& T Ax. We use ¢ to denote the ReLU activation
function, i.e. ¢(z) = max{z,0}.

Preliminaries

In this work, we consider a vanilla graph neural network
(GNN) model consisting of three operations: AGGREGATE,
COMBINE and READOUT. In each level of GNN, we have
one AGGREGATE operation followed by a COMBINE opera-
tion, which consists of R fully-connected layers. At the end
of the L level, the GNN outputs using a READOUT operation,
which can be viewed as a pooling operation.

Specifically, let G = (U, E) be a graph with node set U
and edge set E. Assume it contains |[U| = N nodes. Each
node u € U is given a feature vector h,, € R?. We formally
define the graph neural network fgn,(G) as follows. We use

the notation hgf ™) to denote the intermediate output at level
I € [L] of the GNN and layer » € [R] of the COMBINE
operation.



To start with, we set the initial vector h&O’R) = h, €
R?, Vu € U. For the first L layer, we have the following
AGGREGATE and COMBINE operations.

AGGREGATE operation. There are in total L AGGRE-
GATE operations. For any [ € [L], the AGGREGATE operation
aggregates the information from last level as follows:

>

a€N (u)u{u}

A0 = ¢, - p—LR),

Note that the vectors hg 0 e R™ forall | € [2 : L], and

(19 ¢ Rd. ¢, € Ris a scaling

the only special case is h,
parameter, which controls weight of different nodes during
neighborhood aggregation.

COMBINE operation. The COMBINE operation has R

fully-connected layers with ReLU activation: Vr € [R],
h&l,r) — (c¢/m)1/2 . ¢(W(l,r) . h&l,r—l)) e R™.

The parameters W) € R™*™ for all (I,7) € [L] x
[R]\{(1,1)}, and the only special case is W (1) ¢ R™*,
¢ € Ris a scaling parameter, which is set to be 2, following
the initialization scheme used in (Du et al. 2019a; He et al.
2015).

After the first L layer, we have the final READOUT opera-
tion before output.

READOUT operation. We consider two different kinds of
READOUT operation.
1) In the simplest READOUT operation, the final output of
the GNN on graph G is

fan(G) := > B e R,
uelU

2) Using the READOUT operation with jumping knowledge
as in (Xu et al. 2018), the final output of the GNN on graph
Gis

Fenn(G) = D[RO (L

uelU

7h(L,R)] € RM*(L+1)

u

When the context is clear, we also write fgun(G) as
fenn (W, G), where W denotes all the parameters: W =
(WD Lo R,

We also introduce the following current matrix multipli-
cation time and the notations for Kronecker product and
vectorization for completeness.

Fast matrix multiplication. We use the notation
Tmat(n, d, m) to denote the time of multiplying an n x d
matrix with another d x m matrix. Let w denote the ex-
ponent of matrix multiplication, i.e., Tmat(n, 7, 1) nv.
The first result shows w < 3 is (Strassen 1969). The cur-
rent best exponent is w 2.373, due to (Williams 2012;
Le Gall 2014). The common belief is w ~ 2 in the compu-
tational complexity community (Cohn et al. 2005; Williams
2012; Jiang et al. 2021). The following fact is well-known in
the fast matrix multiplication literature (Coppersmith 1982;
Strassen 1991; Biirgisser, Clausen, and Shokrollahi 1997) :
Tmat(a, b, ¢) = O(That(a, ¢,b)) = O(That(c, a, b)) for any
positive integers a, b, c.

~
~
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NTK: Neural Tangent Kernel GNTK: Graph Neural Tangent Kernel

A EnS

Figure 1: Illustration of NTK (left) and GNTK (right). Here
K(:, -) denotes the kernel function.

Kronecker product and vectorization. Given two matri-
ces A € R"*% and B € R™*%, We use ® to denote
the Kronecker product, i.e., for C = A ® B € Rmn2xdidz
the (i1 + (i2 — 1) - n1,j1 + (j2 — 1) - dy)-th entry of C is
Ail,leiQ,jg’Vil c [n1]7i2 S [’I”LQle S [dl],jg S [dg] For
any given matrix H € R%*92 we use h = vec(H) € R4
to denote the vector such that hj 4 (j,—1).q, = Hj
le S [dl],jg S [dg]

1,J2°

Kenti (G, H) :=

W~N(0,1) [<

€

Graph Neural Tangent Kernel Revisited
In this section, we revisit the graph neural tangent kernel
(GNTK) proposed in (Du et al. 2019a). A simplified illus-
tration is shown in Fig. 1. Following the setting discussed
in previous section, let G = (U, E) and H = (V, F) be two
graphs with |U| = N and |V| = N’. We use Ag and Ap to
denote the adjacency matrix of G and H. We give the recur-
sive formula to compute the kernel value Ky (G, H) € R
induced by this GNN, which is defined as
O fenn (W, G) Ofgnn(W, H) >}
ow ’ ow ’

where A (0, I) is a multivariate Gaussian distribution.

Recall that the GNN uses scaling factors ¢, for each
node u € G. We define C¢ to be the diagonal matrix such
that (Cg)y = ¢, for any u € U. Similarly we define C.
For each level of AGGREGATE and COMBINE operations
¢ € [0 : L] and each level of fully-connected layers in-
side a COMBINE operation € [0 : R], we recursively
define the intermediate matrices ©(“") (G, H) € RN*N" and
KW&(G, H) € RN*N',

Initially we define S(OB)(G, H), KB (G, H)
RN*N' a5 follows: Vu € U,v € V,

[E(O’R) (G7 H)}u,v = <hu7 h'u>7
(KOG, H) ) = (s )

Here h,,, h, € R¢ denote the input features of u and v. Next
we recursively define X(“")(G, H) and K“")(G, H) for
[ € [L] and r € [R] by interpreting the AGGREGATE and
COMBINE operation.

Exact AGGREGATE operation.
tion gives the following formula:

GG H) o

The AGGREGATE opera-

‘= CyCo [Z(K_I’R)(G,H)]a,b,
aeN (u)U{u} beN (v)U{v}
(KOG, H) ]

2. >

a€N (u)U{u} beN (v)U{v}

(D

[KE0(G H) g p

1= CuCy



Matrix Sketching

/——— Adjacency Matrix \

ofeo[e[e]r]=]o
olo|e|e]r[o]~

o|m[e|r]o]n]~

o|m|o|r][r]e]e

wlo]r]e[r]o]e
o|rm|o]e]e]e]a

wle]r]ele]e]e
o|r[e]e]e]r]e

ofo[r]o]o]x]a

wlo]olr[r]o]~

ofo[r]|r]o]r]a
o|r[o[r]r[o]~

T8,

Figure 2: [llustration of our proposed sketching mechanism. Graphs GG1, G5 are represented as adjacent matrices A;, As. We
apply sketching matrices to approximately calculate A H 1,2A2T .

Exact COMBINE operation. The COMBINE operation
has R fully-connected layers with ReLU activation ¢(z) =
max{0, z}. We use ¢(z) = 1[z > 0] to denote be the deriva-
tive of ¢.

For each r € [R], foreachu € U and v € V, we define a
covariance matrix

(A (G, H) o

[2ED(G, G

= (B ey e m) ¥

[E(Z’ril) (Ha H)]v,v
[Z(&T) (G? H)]u,'u

Then we recursively define and

[K)(G, H)]u o as follows:

(=G, H)]uw E

(a,b)~N(0,]ACT) (G, H)]u,w)

co - [$(a)(b)],

(@)~ N (O, [AE) (G, )] 0)
(KNG H ) - [5G H
+ (G, H) o

Cop -
(2CNG, H) o

[K“(G H) o

The intermediate results will be used to calculate the final
output of the corresponding GNTK.

Exact READOUT operation. As the final step, we compute
Kentk (G, H) € R using the intermediate matrices. This step
corresponds to the READOUT operation.

If we do not use jumping knowledge,

S KRG

ueU,veV

Kgntk(Ga H) =

If we use jumping knowledge,

= > ZKUR (G, H)u.o

uelU,veV [=0

gntk G H

We briefly review the running time in previous work.

Theorem 1 (Running time of (Du et al. 2019a), simplified).
Consider a GNN with L. AGGREGATE operations and L
COMBINE operations, and each COMBINE operation has R
fully-connected layers. We compute the kernel matrix using
n graphs {G; = (V;, E;)}?_, with |V;| < N. Letd € N be
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the dimension of the feature vectors. The total running time
is

O(n?) - (Tmat(N,N,d) + L- N* + LR - N?).

When using GNN, we usually use constant number of
operations and fully-connected layers, i.e., L = O(1), R =
O(1), and we have d = o(NN), while the size of the graphs
can grow arbitrarily large. Thus it is easy to see that the
dominating term in the above running time is O(n2N?).

Approximate GNTK via Iterative Sketching

Now we consider the running time of solving GNTK regres-
sion. Despite rich related work to accelerate kernel regres-
sion by constructing random feature vector using sampling
and sketching methods, they all require sufficient knowl-
edge of the kernel matrix itself. While Theorem 1 shows
the running complexity of constructing GNTK can be as
large as O(n?N*), which dominates the overall computation
complexity especially in the case of relative large graphs
n = o(N?). Therefore, our main task focus on a fast con-
struction of the GNTK by randomization techniques, while
ensuring the resulting GNTK regression give same general-
ization guarantee.
To compute an approximate version of the kernel value
K(G,H) € R such that Kgntk(G H) =~ Kgne(G,H),
We will use the notation (“")(G, H) € RN*N' and
(G, H) € RN*N' to denote the approximated inter-
mediate matrices foreach £ € [0 : L] and r € [0 : R]. We
observe that the computation bottleneck is to conduct the AG-
GREGATE operation (1), which takes O(N*) for obtaining
»O(G, H) and K9 (G, H). Hence we apply random
sketching matrices S € R**Y and Sy € R >N jtera-
tively to accelerate the computation. Our proposed sketching
mechanism is shown in Fig. 2.

Approximate AGGREGATE operation. We note that
Eq. (1) can be equivalently rewrite in following forms us-



ing Kronecker product:

vec(0(G, H)) := ((CgAg) @ (CrAm))
svee(SUTHR(G, H)), @)
vec(K(z’O)(G, H)):=((CcAc) ® (Culmn))

vee(K=HE(G, H)).
Now we make the following key observation about kronecker

product and vectorization.

Fact 2 (Equivalence between two matrix products and Kro-
necker product then matrix-vector multiplication). Given
matrices A € R">*% B ¢ R"2*% and H € R¥1*¥9%, ye
have vec(AHBT) = (A ® B) - vec(H).

Above fact implies the intermediate matrices (%0 (G, H)
and K(“0) (G, H) can be calculated by

206G H) =
G, H) =

CoAg - SV (G H) - AyCly,

CaAg - KV (G H) - Ay Cy.
3

We emphasize that the above Eq. (3) calculates matrix p(ro)-
duction instead of Kronecker product, which reduces the
running time from O(N*) t0 O(Tmat (N, N, N)). This is our
first improvement in running time.

Further, we propose to introduce sketching matrices Sg €
RO*N and S € RY %N jteratively into Eq. (3) as follows:

(G H) == CgAg - (S&Sq) - 119G, H)
(SHSH) ApgCy, @
LG H) == CgAg - (8LSq) - KHB(G, H)

(SESH) - AxCh.

Note that for the special case SgSG = SITISH = 1, the
Eq. (4) degenerates to the original case. Such randomization
ensures the sketched version approximates the exact matrix
multiplication as in the following Lemma, which justifies our
approach to speed up calculation.

Lemma 3 (Informal, Error bound of adding sketching). Let
S; € RPN'g denote independent AMS matrices (Alon, Ma-
tias, and Szegedy 1999). Then for any given n* matrices
Hia,-  Hpy € RY*N and n matrices Ay, -+, A, €
RNXN “yve have the following guarantee with hlgh probabil-
ity: foralli,j € [n], A} S;"S;H; ;ST S;A; ~ Al H; ;A;.

7 J J

Apart from above mentioned AMS sketching matri-
ces, we point out other well-known sketching matrices
such as random Gaussian, SRHT (Lu et al. 2013), count-
sketch (Charikar, Chen, and Farach-Colton 2002), sparse
embedding matrices (Nelson and Nguyén 2013) also apply
in this case.

In the end, the COMBINE and READOUT operation
are the same as in the exact case, except now we are al-
ways working with the approximated intermediate matrices

S(E0)(G, H) and K¢O)(G, H).
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Running Time Analysis

The main contribution of our paper is to show that we can
accelerate the computation of GNTK defined in (Du et al.
2019a), while maintaining a similar generalization bound.

In this section we first present our main running time im-
provement theorem.

Theorem 4 (Main theorem, running time). Consider a GNN
with L. AGGREGATE operations and L COMBINE operations,
and each COMBINE operation has R fully-connected lay-
ers. We compute the kernel matrix using n graphs {G; =
(Vi, E;)}7q with |V;| < N. Let b = o(N) be the sketch size.
Let d € N be the dimension of the feature vectors. The total
running time is

O(n?) - (Tmat (N, N,d) + L - Toat (N, N,b) + LR - N?).

Proof Sketch:. Our main improvement focus on the AG-
GREGATE operations, where we first use the equivalent
form (3) to accelerate the exact computation from O(N*%)
to Tmat(N; N, N)

Further, by introducing the iterative sketching (4), with
an appropriate ordering of computation, we can avoid
the time-consuming step of multiplying two N X N ma-
trices. Speciﬁcally, by denoting A; = Cg,Ag,, A
Cq,Aq,, Hij = = KU-LR)Y(@G;, G;), we compute Eq. (4),
ie., ATS S; H”SJSTA] in the following order:

« A S and S;A; both takes Toat (N, N, b) time.

e S;- Hiﬂ' takes Trat (b, N, N) time.

d (SiHi,j) . SJT takes Tmat (b, N, b) time.

(A7 ST) - (SiH; ;S;) takes Tmat (N, b, b) time.

. (AZTS;FSZHZJSJ) . (SJAJ) takes Tmat(N; b, N) time.

Thus, we improve the running time from Tp,,¢ (N, N, N) to
7;nat(N7N7b) D

Note that we improve the dominating term from N4 to
Tmat (N, N, b). We achieve this improvement using two tech-
niques:

1. We accelerate the multiplication of a Kronecker product
with a vector by decoupling it into two matrix multiplica-
tions of smaller dimensions. In this way we improve the
running time from N4 down t0 Trat (N, N, N).

. We further accelerate the two matrix multiplications by
using two sketching matrices. In this way, we improve the
running time from Tyt (N, N, N) to Tmat (N, N, b).

Error Analysis

In this section, we prove that the introduced error due to the
added sketching in calculating GNTK can be well-bounded,
thus we can prove a similar generalization result.

We first list all the notations and assumptions we used
before proving the generalization bound.

Definition 5 (Approximate GNTK with n data). Let
{(Gi,y:)}_, be the training data and labels, and G; =
(Vi, E;) with |V;| = N;, and we assume N; = O(N),



Vi € [n]. For eachi € [n) and each u € V;, let h,, € R% be
the feature vector for u, and we define feature matrix

Jq'G1 = [hul,huzv e ’hUN,L-} S RiXN1
We also define Ag, € RN:*Ni to be the adjacency matrix of
Gy, and Sg, € R*>*Ni 10 be the sketching matrix used for

Let K € R™*™ be the approximate GNTK of a GNN that
has one AGGREGATE operation followed by one COMBINE
operation with one fully-connected layer (L =1 and R = 1)
and without jumping knowledge. For each | € [L], r € [R),
i,j € [n], let 27(Gy, Gy), KOGy, Gy) € RNXNi pe
defined as in Eq. (4).

We set the scaling parameters used by the GNN for G; are
¢y = 2and ¢y = (|[Hg, S, Sa,Ac,)vull2)™" for each
u € V. We use Cg, € RNiXNi 1o denote the diagonal
matrix with [Ca,uu = Cy.

We further define two vectors for each i € [n| and each
u € Vi

Tru = [He, Ac,Cc,)em € RY, 5)
h = [Hg, SG Sa,Ac,Calem € R 6)
And let'T € N, be a integer. For eacht € N, we define two
matrices F(t), H® ¢ Rdxn:
F(t) — {Z (D(t Z Pt } € Rx™,
ueVy u€Vy,
(7
HO = { S 6O, . Y ] € RIx",
ueVy ueVy,
(3)

where we define ®(*) (+) to be the feature map of the polyno-
mial kernel of degree t s.t.

(z,9)t = (@O (), 0 (y)) Va,y € R

Assumption 6. We assume the following properties about
the input graphs, its feature vectors, and its labels.

1. Labels. We assume for all i € [n], the label y; € R we
want to learn satisfies

i=a1 > (hu, Br) +Za2z > (s Ba)*, 9)

ueV; ueV;

762T

Note that oy, s, - -+, aor are scalars, 31, Ba, - -
are vectors in d-dimensional space.
Feature vectors and graphs. For each t € {1} U

{20}E |, we assume we have ||(F(t))Tﬁ(t)||F < -

t t
I ) TH . where 31,79, 91,+ ar € R We
also let v = max,c (1yuganyr {71} Note that v > 1.

Sketching sizes. We assume the sketching sizes {b;}?_,
satisfy that Vi, j € [n],

14c,Ca; 1, ll2lAc, Co i lle - [1HE, He, || F
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T

where 1, € RY:, 1N, € RYi are the all one vectors
of size N; and Nj.

We now provide the generalization bound of our work. We
start with a standard tool.

Theorem 7 ((Bartlett and Mendelson 2002)). Consider n
training data {(G;,y;)}1—, drawn i.i.d. from distribution D
and 1-Lipschitz loss function £ : R x R — [0, 1] satisfying
L(y,y) = 0. Then with probability at least 1 — 6, the popu-
lation loss of the GNTK predictor fentx is upper bounded

by
Lp(fenk) = ( G)gw[f(fgnck(G%y)}
S (yll% . - e [KD)Y?/n+ \/log(1/6) /n.

Now it remains to bound |||/ -, and tr[K]. We have the
following three technical lemmas to address ||y 7, and

tr[K]. To start with, we give a close-form reformulation of
our approximate GNTK.

Lemma 8 (Close-form formula of approximate GNTK). Fol-
lowing the notations of Definition 5, we can decompose

K € R into K =K + K, = Ky, where K, € Rm*n jg
a PSD matrix, and K, € R"*"™. K satisfies the following:

~ 1 &
SN (T
HD 4 271_201 (H
=1
(21-3)

where ¢; = [CIE eIy and equivalently for each i, €
K (Gi, G;) € R satisfies thefollowmg.

=3 (husho)

u€V; veV;

Ry = J(HO)T fen,

[,

K1 (Gi, Gj) (7 — arccos((hu, hv))),

For each i, j € [n], Ko(G;, G;) € R satisfies the following:

=2 > (huhy)

u€V; veV;

(71' — arccos({hy, ho)) + /1 — <Eu,i~zv>2).

K> (G, Gj)

1
or

Based upon the above characterization, we are ready to

bound yTIN( ~ly, as a generalization of Theorem 4.2 of (Du
et al. 2019a).

Lemma 9 (Bound on yTIN( ~Ly). Following the notations of
Definition 5 and under the assumptions of Assumption 6, we
have

T
Iyl s <4-laallBills + Y 4vm(2l = 1) - [zl Ballo-
=1

We provide a high-level proof sketch here. We first com-
pute all the variables in the approximate GNTK formula to

get a close-form formula of K. Then combining with the
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Figure 3: Comparison between theoretical and experimental sketching errors (left) and sketching time (right) under different

sketching rates.

assumption on the labels y, we show that ||y|| z-1 is upper
1

bounded by
—= ST 1 =T
Il < (4a®-8TH-(H'H)™ - H p)'2, (10)

where H, H € R%™ are two matrices such that Vi, j € [n],

— T —
[H Hli; = 1§,CLALHS, - He A, Coly,,
and [HTH);; = 15,.CL AL (SE, Sa)HE.
HGj(Sg]SG].)AG].CGlej. Note by Lemma 3,

we can show that the sketc?ed version H'H is
a PSD approximation of H H in the sense of
(1-i)H H < H'H < (1+ 4)H H. Plugging
into Eq. 10 we can complete the proof.

Lastly, we give a bound on the trace of K. We defer the
proof to Appendix.

Lemma 10 (Bound on trace of K ). Following the notations
of Definition 5 and under the assumptions of Assumption 6,

we have tr[K] < 2nN?2.

Combining Lemma 9 and Lemma 10 with Theorem 7, we
conclude with the following main generalization theorem:

Theorem 11 (Main generalization theorem). Let ¢ € (0,1)
denote a fixed constant. Following the notations of Defini-
tion 5, and under the assumptions of Assumption 6, if we
further have the conditions that

T
4-0q]|Billz + ) 4vr(2l — 1) - az|Ball2 = o(n)

=1

and N = o(y/n), then we can upper bound the generaliza-
tion error of the approximate GNTK by
Lp(fen) = B [0(fenx(G),y)] S O(1/nf).
(Gy)~D

Above theorem shows that the approximate GNTK corre-
sponds to the vanilla GNN described above is able to, with
polynomial number of samples, learn functions of forms
in (9). Such a guarantee is similar to the result for exact
GNTK (Arora et al. 2019a), indicating our proposed sketch-
ing does not influence the generalization ability of GNTK.

We conduct experiments to validate that the error intro-
duced by matrix sketching is strictly bounded. Following
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Lemma 3 , we validate the error difference between matrix
multiplication with and without the sketching method. Specif-
ically, we randomly generate n x m matrices A, G and H.
And matrix multiplication without sketching is calculated by
M = GT AH. For the sketching method, we randomly gen-
erate two AMS matrices R and .S with size yn x n where 7y is
the sketching ratio. And matrix multiplication with sketching
is calculated by Myeen = GTRTRASTSH. The experi-
mental error matrix is calculated by |M — Mecn|, and the
theoretical error matrix is calculated by the RHS of Lemma 3.
We divide both errors by the original matrix M to show the
relative error. And we show the final mean error by taking
the average over all entries of the error matrices.

Fig. 3 shows the result. We set n = 500, and run exper-
iments under different sketching rates from 0.1 to 0.9. We
run each sketching rate for 100 times and calculate the mean
error. We also show the matrix multiplication time with/with-
out sketching. Experiments show that our sketching error is
always lower than the theoretical bound. When the sketch-
ing rate is high, the error decreases and the running time
increases because the dimension of the matrix is larger. This
experiment validates our Lemma 3, showing that our matrix
sketching method has a strictly bounded error.

Conclusion

Graph Neural Networks (GNNs) have recently become the
most important method for machine learning on graph data
(e.g., protein structures, code AST, social networks), but
training GNNs efficiently is a major challenge. An alternative
method is Graph Neural Tangent Kernel (GNTK). GNTK’s
parameters are solved directly in a single step. This avoids
time-consuming gradient descent. GNTK has thus become
the state-of-the-art method to achieve high training speed
without compromising accuracy. In this paper, we accelerate
the construction of GNTK by two steps: 1) accelerate the
multiplication of a Kronecker product with a vector by de-
coupling it into two matrix multiplications of smaller dimen-
sions; 2) we introduce sketching matrices iteratively to fur-
ther accelerate the multiplication between two matrices. Our
techniques speed up generating kernel matrices for GNTK
and thus improve the end-to-end running time for GNTK
regression.
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