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ABSTRACT

Graph Transformers, which incorporate self-attention and positional encoding,
have recently emerged as a powerful architecture for various graph learning tasks.
Despite their impressive performance, the complex non-convex interactions across
layers and the recursive graph structure have made it challenging to establish a
theoretical foundation for learning and generalization. This study introduces the
first theoretical investigation of a shallow Graph Transformer for semi-supervised
node classification, comprising a self-attention layer with relative positional en-
coding and a two-layer perception. Focusing on a graph data model with discrim-
inative nodes that determine node labels and non-discriminative nodes that are
class-irrelevant, we characterize the sample complexity required to achieve a zero
generalization error by training with stochastic gradient descent (SGD). This paper
provides the quantitative characterization of the sample complexity and number of
iterations for convergence dependent on the fraction of discriminative nodes, the
dominant patterns, the fraction of erroneous labels, and the initial model errors.
Furthermore, we demonstrate that self-attention and positional encoding enhance
generalization by making the attention map sparse and promoting the core neighbor-
hood during training, which explains the superior feature representation of Graph
Transformers. Our theoretical results are supported by empirical experiments on
synthetic and real-world benchmarks.

1 INTRODUCTION

Graph Transformer ( , ; ; , ) was developed
for graph machine learning as a response to the impressive performance of Transformers demonstrated
in various domalns (

, ). It is de51gned specifically to handle graph data by constructlng
posrtronal embeddrngs that capture important graph information and using nodes as input tokens for
the Transformer model. Empirical results have shown that Graph Transformers (GT) outperform
classical graph neural networks (GNN), such as graph convolutional networks (GCN), in graph -level
learnrng tasks such as molecular property prediction ( , ;

), image classification ( s ; s ), as Well as node-level
tasks like document analysis ( , ; , ;b; , ;

s ), semantic segmentation ( s ; , ), and social network
analysis ( , ; s ; s ).

Despite the notable empirical advancements, some critical theoretical aspects of Graph Transformers
remain much less explored. These include fundamental inquiries such as:

e Under what conditions can a Graph Transformer achieve adequate generalization?
o What is the advantage of self-attention and positional encoding in graph learning?

Some recent works ( , ; , ) theoretically study GTs by comparing their
expressive power Wlth other graph neural networks without self-attention. Meanwhile, other studies
( , ) explain the design of PE in

terms of graph topology and spectral theory However these analyses only establish the existence of
a desired GT model, rather than its achievability through practical learning methods. Additionally,
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none of the existing works have theoretically examined the generalization of GTs, which is essential
to explain their superior performance and guide the model and algorithm design.

To the best of our knowledge, this paper presents the first learning and generalization analysis of a
basic shallow GT trained using stochastic gradient descent (SGD). We focus on a semi-supervised
binary node classification problem on structured graph data, where each node feature corresponds to
either a discriminative or a non-discriminative pattern, and each ground truth node label is determined
by the dominant discriminative pattern in the core neighborhood.We explicitly characterize the
required number of training samples, i.e., the sample complexity, and the number of SGD iterations
to achieve a desired generalization error. Our sample complexity bound indicates that graphs with a
larger fraction of discriminative nodes tend to have superior generalization performance. Moreover,
our analysis reveals that better generalization performance can be achieved by using graph sampling
methods that prioritize class-relevant nodes.Our technical contributions are highlighted below:

First, this paper establishes a novel framework for the optimization and generalization analysis
of shallow GTs. We consider a shallow GT model with non-convex interactions across layers,
including learnable self-attention and PE parameters, and Relu softmax activation functions, while
the state-of-the-art works on GNNs (

exclude attention layers due to such difficulties. Thrs paper develops a novel and extendable feature-
learning framework for analyzing the optimization and generalization of GTs.

Secondly, this paper theoretically characterizes the benefits of the self-attention layer of GTs.
Our analysis shows that self-attention evolves in a way that promotes class-relevant nodes during
training. Thus, a GT trained produces a sparse attention map. Compared with GCNs without self-
attention, GTs have a lower sample complexity and faster convergence rate for better generalization.

Third, this paper theoretically demonstrates that positional embedding improves the gener-

alization by promoting the nodes in the core neighborhood. Different from the state-of-the-art

theoretical studles on Transformers that either ignore PE in analyzing general1zat10n ( , ;
s ; , ) or only characterize the expressive power of PE (

; , ), this paper analyzes the generalization of a GT with a trainable
relatlve pos1t10nal embedding and proves that, with no prior knowledge positional embedding trained
with SGD can identify and promote the core neighborhood. This, in turn, leads to fewer training
iterations and a smaller sample complexity.

2 RELATED WORKS

Theoretical study on GTs. Previous research has applied tools of topology theory, spectral theory,
and expressive power to explain the success of GTs. For example, ( );
( ) illustrates that proper weights of the Transformer layer can represent basic operations of
popular GNN models and capture more multi-hop information. ( ) explains the
necessity of PEs in distinguishing links that cannot be learned by 1-Weisfeiler-Leman test (

, ). ( ); ( ) depict that the PE can measure the
physical interactions between nodes and reconstruct the raw graph as a bijection.

Theoretical analyses of GNNs. The works in ( ; ;
) characterize the expressive power of GNNs by studyrng the Welsfeller Leman test inter- nodal
distances, and graph biconnectivity. ( ); ( );
( ) analyze the stability of training GCNs. References ( , ;
, ) characterize the generalization gap via concentratron bound
for transductlve learnlng or dependent variables. In ( s ) and ( R ), the
authors explore the generalization of GNNs with node sampling.

Learning neural networks on structured data. ( ); ( );

( ); ( ); ( ) study one-hidden-layer

fully-connected networks or convolutional neural networks given data containing discriminative

and background patterns. ThlS framework is extended to self-supervised learning and ensemble

learning ( , ; , ). The learnlng and generahzatron of one-layer

single-head Vision Transformers are studied in ( s s
; , ) based on the spatial or pattern-space assomatlon between tokens

3  PROBLEM FORMULATION AND LEARNING ALGORITHM
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Let G = (V, £) denote an un-directed graph, where V is the set of nodes with oue
size |[V| = N and € is the set of edges. X € R4*Y denotes the matrix of ayerpercspton
the features of NV nodes, where the n-th column of X, denoted by x,, € R4, W"‘mrm\‘
represents the feature of node n. Assume ||z, || = 1 for all nodes without ‘

Softmax

loss of generality. We study a binary node classification problem '. The label . o
of node n is y, € {+1,—1}. Let £L C V denote the set of labeled nodes. "‘”ﬁﬁ%
Given X and labels in £, the objective of semi-supervised learning for node ’
classification is to predict the unknown labels in ) — L. The learning process is
implemented on a basic one-layer Graph Transformer in (1), which includes
a single-head self-attention layer and a two-layer perception with a relative
positional embedding. Figure 1: Graph

F(x,) = a'Relu(Wp Z vassoftmaxn((WKwS)TWan—i—uErs’n)b)) Transformer in (1)
sET™
ey

where x,,,z, € R? and T™ is the set of nodes for the aggregation computation of node n.
softmaxn(g(s n)) = exp(g(s,n))/ 3 ;e exp(g(j, n)) if we denote g(s,n) =z, Wi Woz, +
w n)b Wk € Rmaxd W, € Rme*4 and Wy, € R™*4 are key, query, and value parameters to

compute the self-attention representation by multiplying X. Wy € R™*™ and @ € R™ are the
hidden and output weights in the two-layer feedforward network. We define the one-hot distance
Vector (s ) € RZ, where the non-zero index reflects the truncated distance between nodes s and n.
It is an indicator of the shortest-path distance (SPD) between nodes. Then,

Wgxn Woxn Wyx,

Xn

u _ Je;, ifthe SPD of s and nequalsi — 1 andi < Z, @
(s:n) ez, ifthe SPD of s and n equalsi — 1 and i > Z,
where e; is the i-th standard basis in RZ. ThlS architecture orlglnates from ( R )

and is widely used in ( s ; s
) for node classification on graphs The PE u( b is motlvated by ( , ;
; : ; s ; s ), which is one of the most
commonly used PEs in GTs. *

Denote ¢ = (a, Wo, Wy, Wk, W, b) as the set of parameters to train. The semi-supervised
learning problem solves the following empirical risk minimization problem fy (1)),

ZK Ty Y3 )y U ®p,yns ¥) = max{l —y, - F(2,),0},  (3)

min : fy (¢
¥ neLl

Ll
where £(x,,,yn;1) is the Hinge loss function. Assume (x,,y,) are identically distributed but
dependent samples drawn from some unknown distribution D. The sample dependence results from
the dependence of node labels on neighboring node features. The test/generalization performance of
a learned model ¢ is evaluated by the population risk f(¢/), where

f() = fla,Wo, Wy, Wi, Wq,b) = E4~pmax{l —y- F(x),0}]. 4)

Training Algorithm: The training problem (3) is solved via a mini-batch stochastic gradient descent
(SGD), as summarized in Algorithm 1. At each iteration ¢, the gradient is computed using a mini-
batch B; with |B;| = B and step size n with all parameters in 1) except a. At iteration ¢, we uniformly
sample a subset S™* of nodes from the whole graph for aggregation of each node n.

Following the framework “pre-training & fine-tuning” for node classification using (
; , 20205 : ; ,2021), we set W, W, and W(O)

come from an initial model. Every entry of Wg)) is generated from N (0, £2). Every entry of a(®) is

sampled from {4+1/+/m, —1/+/m} with equal probability. b(*) = 0. a is fixed during the training*.
"Extension to graph classification and multi-classification is briefly discussed in Appendix E.4 and E.5.
2Since the queries and keys are normalized, we remove the +/m., scaling in the softmax function as in (

3As the first work on the generalization of GT, we mainly study this PE for simplicity of the presentation.
The analytical framework is extendable to GTs with other PEs. We briefly introduce the formulation and analysis
of absolute PE, such as Laplacian vectors and node degree, in Appendix E.2.

*It is common to fix the output layer weights as the random initialization in the theoretical analysis of neural
networks, including NTK ( R ; s ) and feature learning ( s ;
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4 THEORETICAL RESULTS

4.1 THEORETICAL INSIGHTS

Before formally introducing our data model in Section 4.2 and the formal theoretical results in Section
4.3, we first summarize our key insights. We consider a data model where node features are noisy
versions of discriminative patterns that directly determine the node labels and non-discriminative
patterns that do not affect the labels. v, is the fraction of discriminative nodes, 7 is the noise level
in node features. The node labels are determined by a majority vote of discriminative patterns in a
so-called core neighborhood. A small es corresponds to a clear-cutting vote in sampled nodes in the
core neighborhood. ¢ and ¢ are the initial model error. p is the fraction of errors in observed labels.

(P1). A new theoretical framework of a convergence and generalization analysis using SGD for
GT. This paper develops a new framework to analyze GTs based on a more general graph data model
than existing works like ( , ). We show that with a proper initialization, the learnin
model converges with zero generalization error. The sample complexity bound is linear in 7y, ~,
(©(1) — es)~2. The required number of iterations is proportional to (1 —2p)5 and (©(1) —d —7)~
The result indicates that a larger fraction of discriminative nodes and a smaller confusion ratio
improve the sample complexity. A smaller fraction of label errors and smaller pattern/embedding
noises accelerate the convergence.

(P2). Self-attention helps GTs perform better than Graph convolutional networks. We theo-
retically illustrate that the attention weights, i.e., softmax values of each node in the self-attention
module, become increasingly sparse during the training and are concentrated at discriminative nodes.
GTs can then learn more distinguishable representations for different classes, outperforming GCNss.

(P3) Positional embedding promotes the core neighborhood. We prove that starting from zero
initialization, the positional embedding eventually finds the core neighborhood and assigns nodes in
the core neighborhood with higher weights, which improves the generalization.

4.2 DATA MODEL ASSUMPTIONS

Each node feature x,, is a noisy version of one of M (2 < M < mg,,my) distinct patterns
{p1, po,---, par} in R with noise level 7, i.e., minjen [|@n — py]] < 7,Vn € V. py and
Lo are two discriminative patterns that correspond to the label 1 and —1, respectively All other
patterns g3, g, - - - , poas are referred to as non-discriminative patterns that do not determine the
labels. Let £ = minj<izj<a ||[ti — ]| > 0 denote the minimum distance between different
patterns. We assume x > 47. Denote the set of nodes that are noisy versions of p; as D;, l € [M],
and UM D) = V. Let 'yd = |Dy UDs|/|V| = ©(1) represent the fraction of nodes that contain
discriminative patterns®. We assume the dataset is balanced, i.e., the gap between the numbers of

positive and negative labels is at most O(v/NV).

If node n has the ground truth label y™ = 1, the nodes in D; are are called class-relevant nodes for
node n, and nodes in Dy, called confusion nodes for node n. Conversely, if y™ = —1, Dy and D; are
class-relevant and confusion nodes for node n, respectively. We use notations D7 and DY, for the
class-relevant and confusion nodes for node n without specifying D1 and Ds. We define distance-z
neighborhood of node n, denoted by N7, as the set of nodes that are away from node n with distance
z. The average winning margin of each node n and the core distance z,,, are defined as follows.

Definition 1. The winning margin for each node n of distance-z and the average winning margin for
all the nodes of distance-z are defined as

An(z) = DI AND| = DL ANT|, A ZA (5)
ne\)
forany z € [Z — 1]. The core distance is defined as

Zm = arg max A(z). (6)
z€[Z—1]

; s ) type of approaches. The optimization problem of Wg, Wi, Wy, Wo,
and b with non- lmear activations is still highly non-convex and challenging.
>The ground truth label of each node n € V follows a categorical distribution with probability
(vi,v2, - yvm), Wherevs = vo =~g/2andvs +va+ - +vm =1—4
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Assumption 1. A, (z,,) > 0, for all nodes n.

Figure 2 provides an example of winning margin. Assumption 1 indicates that ome M

the ground-truth label y™ for every node n € V is consistent with a majority et #s

voting of p; and o patterns in the core neighborhood V,,_, i.e., if " = I/.
- m . dlstance 1

(or g™ = —1), then there are more nodes that correspond to g1 (or o) in

NI . We also assume |N* | not too small to facilitate the sampling. We ,
™, m . dlstance—
consider the general setup that the observed labels {yy, }»c, contain errors 0/ O&\

with the error fraction p. We set [N | > N/poly(Z) for all n to avoid a core neighborhodd
trivial size of the core neighborhood. Zm =2

Assumption 2 in Appendix B requires the pre-trained model maps the query,
key, and value embeddings to be close to orthogonal vectors with an error of  Figure 2: Example
o < O(1/M) for queries and keys and § < 0.5 for values. It is the same as  of the winning mar-

Assumption 1 in ( s ). Such assumptions on the orthogonality gin. Node n has
of embeddings or data are widely employed in state-of-the-art generalization a non-discriminative
analysis for Transformers ( , ; ) ). © feature p3 and label

+1. Then A, (1) =
4.3 MAIN THEORETICAL RESULTS FOR GRAPH TRANSFORMER —2,and A, (2) = 3.

Table 1: Some important notations

1% The set of all the nodes Df, D;; Sets of class-relevant nodes and confusion nodes for node n

L The set of labeled nodes T The set of nodes for aggregation for n

D The set of nodes of the pattern g¢; S;L t, S;’t Sampled class-relevant and confusion nodes out of 7™ at iteration ¢
Yd The fraction of discriminative nodes A(Z ) Average winning margin of all nodes at the distance-z neighborhood
N, zn Distance-z neighborhood of node n Zm The core distance that has the largest winning margin

€s confusion ratio, the average fraction of confusion nodes in sampled nodes of distance-z,,, neighborhood

We define confusion ratio es as the average fraction of confusion nodes in the distance-z,, neighbor-
hood over all iterations and all labeled nodes. Some notations are summarized in Table 1.

Definition 2. The confusion ratio €s is

es = Ersonewt,p)nc (IS5 NN /IS USE) NN ), @

where S and S;?t denote the sampled class-relevant and confusion nodes in T™ for node n in
training iteration t, respectively.

We then introduce our major theoretical results.

Theorem 4.1. (Generalization Guarantee of Graph Transformers) As long as T < min(o, d),; and
a model with m at least M?log N for ¢ € (0,1/2), and the mini-batch size B and the number of
sampled nodes (1). Then, after T iterations such that

T=0n"(1-2p) 2 (1=6-7)"1?), ®)

as long as the number of known labels satisfies
1£] > max{Q((1 — 2es(1 —ya) — (0 + 7)) "*(1 4+ 62 )-log N), BT}, )
where 6, = maxpecy |J\f | measures the maximum number of nodes in distance-z, neighborhood,

for some es € (0,1/2) and p € (0,1/2), then with a probability of at least 0.99, the returned model
trained by Algorithm I achieves zero generalization error as f () = 0.

Remark 1. (Generalization improvement by good graph properties) The first term in (9) dominates
when p is not very close to’ 1/2, i.e., the fraction of erroneous training labels is small. Then the

SWe conduct experiments to verify the existence of discriminative nodes and the core neighborhood with
four real datasets in Appendix A.1. We also show Assumption | and 2 are not strong by comparing existing
works in Appendix E.1.

"The exact condition is when p < 1/2 — 624 /2.
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sample complexity in (9) scales with 1/93, (1 — es)™2 and (©(1) — o — 7)~2. Hence, a larger
fraction of nodes of discriminative patterns (a larger v4), a smaller fraction of confusion patterns in
the core neighborhood (a smaller €s), a smaller pattern noise and embedding noise (a smaller 7 and
o) can reduce the sample complexity. The required number of iterations also reduces with a smaller
fraction of label errors p and the pattern and embedding noises 7, o.

Remark 2. (Impact of graph sampling) A graph sampling method that can sample more class-relevant
nodes in the distance-z,, neighborhood can improve the learning by reducing es.

4.4 WHAT DOES SELF-ATTENTION IMPROVE? A COMPARISON WITH GCN

We show that the attention weights become concentrated on class-relevant nodes in Lemma 1. It
increases the distance between output vectors from different classes, which in turn improves the test
accuracy. In contrast, Theorem 4.2 shows that without the self-attention layer, GCN requires more
iterations and training samples.
Lemma 1. (Sparse attention map) The attention weights for each node become increasingly concen-
trated on those correlated with class-relevant nodes during the training, i.e.,
T
Z softmaxn(wiTWI((t) V‘/*(t)zcn—ku(z n)b(t)) (10)
ieSpt
at a sublinear rate of O(1/t) as t increases for a large C > 0 and all n € V.

{1 -, n: discriminative,

1 —es —n%, n: non-discriminative.

Lemma 1 indicates that the outputs of the self-attention layer for all nodes, which are weighted
summations of value vectors, evolve in the direction of the class-relevant value features along the
training. Then it promotes learning class-relevant features while ignoring other features. Lemma 1
is a generalization of Proposition 2 in ( s ), which considers a shallow ViT with one
self-attention layer without positional embedding or graph structure. Here, we extend the analysis to
node classification on graphs with PE.

Theorem 4.2 indicates that without the self-attention layer, the resulting GCN requires more training
iterations and samples to achieve zero generalization, even if the core distance z,,, is known, and the
learning is performed on the core neighborhood only. Specifically,

Theorem 4.2. (Generalization of GCN) When fixing W = W = 0and b = 0in (1), and all S™*
(neL)andT" (n €V — L) are subsets 0fN" ., the resulting GCN ( , ;

, ) learning on the core nezgthrhOOd ./\/ " can achieve a zero generalization with the
same condition in Theorem 4.1, but the number of iterations and the sample complexity should satisfy

T=0n?1-2p) 21 -6—1)"Y?), (11)
1£] > max{Q((v] — (0 + 7)) *(1+ 62 )log N), BT}, (12)

When m > m,, my, i.e., the number of parameters is almost the same for GCN and GT, Theorem
4.2 shows that GCN requires @('yd ) times more training samples and iterations® to achieve zero
generalization error than those using GT in (9) and (8), respectively. This explains the advantage of
using self-attention layers as in insight (P2).

4.5 HOW DOES POSITIONAL ENCODING GUIDE GRAPH LEARNING PROCESS?

In this section, we study how PE affects learning performance. Our insight is that the learnable
parameter for the PE promotes the core neighborhood for classification and, thus, improves the sample
complexity and required number of iterations for generalization. To see this, first, Lemma 2 shows
that the largest entry in b(T) indeed corresponds to the core distance z,,. Therefore, PE “attracts the
attention” of GT to the z,,-distance neighborhood. Then, Theorem 4.3 indicates that learning with
the positional embedding has the same generalization performance as an artificial learning process
when the core neighborhood N, +... 1s known, and the learning is performed on N, 2. only.

8All the sample complexity and iteration bounds in this paper are obtained based on sufficient conditions for
zero generalization. Rigorously speaking, necessary conditions are also required to compare the generalization
of different network architectures. However, necessary conditions are rarely considered in the literature due to
technical challenges. Here we still believe it is a fair comparison of sufficient conditions because we employ the
same tools to analyze different neural network architectures.
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Lemma 2. Starting from b(®) = 0, if T satisfies (8), the returned model trained by Algorithm 1
satisfies
b — 8 > Q(ra(A(zm) — A(2))), (13)

Lemma 2 shows that b, is the largest one among all 1 < z < Z — 1 because A(z,,) is the largest
by (6). Because the softmax function employs e’ when computing the attention map, nodes at the
Zm-~distance neighborhood dominate the attention weights.

Theorem 4.3. (The equivalent effect of the positional embedding)’ when b = 0 in (1), and all S™*
(neL)and T"™ (n € V — L) are subsets OfNZn’ a zero generalization can be achieved when the
sample complexity and the number of iterations satisfy (9) and (8) in Theorem 4.1.

The learning process described in Theorem 4.3 is artificial because z,, is generally unknown. Theorem
4.3 shows that learning with position embedding has an equivalent generalization performance to
learning from the core neighborhood A" ~only.

4.6 PROOF SKETCH

The main proof idea of Theorem 4.1 is to unveil a joint learning mechanism of GTs for our graph
data model: (i) identifying discriminative features and the core neighborhood using PE and (ii)
determining the labels of non-discriminative nodes through a majority vote in the core neighborhood
by self-attention. Several lemmas are introduced to support the proof.

Specifically, by supportive Lemmas 8 and 9, we first characterize two groups of neurons that
respectively activate the self-attention layer output of g1 and o nodes from initialization. Then,
Lemma 4 shows that the neurons of Wy, in these two groups grow along the two directions of the
discriminative pattern embeddings. Lemma 7 indicates that the updates of W7y, consist of neuron
weights from these two groups. Meanwhile, Lemma 5 states that W and Wi evolve to promote
the magnitude of query and key embeddings of discriminative nodes. Lemma 6 depicts the training
trajectory of the learning parameter of PE that emphasizes the core neighborhood. Different from
the proof in (Li et al., 2023a; Tian et al., 2023; Li et al., 2023b; Tarzanagh et al., 2023) that does not
consider PE and graph structure, we make the proof of each lemma tractable by studying gradient
growth per distance-z neighborhood for each z rather than directly characterizing the gradient growth
over the whole graph. Such a technique enables a dynamic tracking of per-parameter gradient updates.
As a novel aspect, we prove Lemma 6 by showing that its most significant gradient component is
proportional to the average winning margin in the core neighborhood.

Proof of Theorem 4.1 We can build the generalization guarantee in Theorem 4.1 from the above.
First, Lemma 5 and 6 collaborate to illustrate that attention weights correlated with class-relevant
nodes become close to 1 when nt = ©(1). Second, we compute the network output by Lemmas 4
and 7. By enforcing the output to be either > 1 or < —1 to achieve zero Hinge loss, we derive the
sample complexity bound and the required number of iterations by concentration inequalities.

The proof of Theorem 4.2 and 4.3 follow a similar idea as Theorem 4.1. When the self-attention
layer weights are fixed at 0 in Theorem 4.2, since that v, = O(1) and a given core neighborhood
still ensure non-trivial attention weights correlated with class-relevant nodes along the training, the
updates of W and Wy, are order-wise the same as Lemmas 4 and 7. Then, we can apply Lemmas 4
and 7 to derive the required number of samples and iterations for zero generalization. Likewise, given
a known core neighborhood in Theorem 4.3, the remaining parameters follow the same order-wise
update as Lemmas 4, 5 and 7. Hence, Theorems 4.2 and 4.3 can be proved.

5 NUMERICAL EXPRIMENTS

5.1 EXPERIMENTS ON SYNTHETIC DATA

Graph data generation: The graph contains 1000 nodes in total. M = 10, w1 to pps are selected as
orthonormal vectors in R¢, where d is 20. Node features that correspond to pattern g; are sampled
from Gaussian distributions N (p;, c2 - T), where ¢o = 0.01, and I € R is the identity matrix. /2
fraction of nodes are selected as noisy versions of class-discriminative pq and o, respectively. The
remaining nodes are evenly distributed among other non-discriminative M — 2 patterns. 74 = 0.4

“We discuss the application of Theorem 4.3 to analyze the generalization of one-layer GAT in Appendix E.3.
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unless otherwise specified. Our graph construction method is motivated by and extends from that in

, ). Every non-discriminative node is labeled with +1 or -1 with equal probability.
If labeled +1, that non-discriminative node is randomly connected with 120 - (1 — €s) nodes of p;
and 120 - es of po for some €s in [0, 1/2). If labeled -1, it is randomly connected with 120 - (1 — es)
nodes of po and 120 - €5 of p1. We also add edges among g1 nodes themselves, and edges among
p2 nodes themselves to make each node degree at least 120. There is no edge between £¢; nodes and
p2 nodes. The ground-truth label for g1 or po nodes is +1 or -1, respectively. p = 0 if not otherwise
specified.

Learner network and algorithm: The learner network is a one-layer GT defined in equation 1. Set
dimensions of embeddings to be m, = my = 20. The number of neurons m of Wy, is 400. § = 0.2,

o =0.1,and £ = 0.01. WC(QO) = Wéo) = 6%1/c3, W‘(,O) = 02U /cZ, where each entry of Wéo)
follows N(0, £2). U is an m, x m, orthonormal matrix. The step size = 0.01. S™! contains node

n and 60 uniformly sampled nodes from distance-1 and distance-2 neighborhood for each node n at
iteration ¢.

Sample complexity and convergence rate: We first study the impact of the fraction ~, of discrimi-
native nodes on the sample complexity. Let es = 0.05. We implement 20 independent experiments
with the same -, and |£| while randomly generating graph structure, node features, and sampled
labels. An experiment is successful if the Hinge testing loss is smaller than 1073, A black block
means all the trials fail, while a white block means they all succeed. Figure 3 (a) shows that the
sample complexity is indeed almost linear in fyd_Z, as indicated in 9. We next set v4 = 0.4 and vary
es. Figure 3 (b) shows that the sample complexity is linear in (1 — es) ™2, which is consistent with
our result in (9). We then change p and evaluate the prediction error when the number of training
iterations change, when v4 = 0.4, es = 0, and |£| = 400. Figure 4 shows that a larger p requires
more iterations to achieve the same generalization, and the increase is significant when p increases to
0.5, which is consistent with (8).
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Attention map and comparison with GCN: We then verify the sparsity of the attention map during
the training. Let |£| = 400, 4 = 0.2. In Figure 5, the blue circled line shows the summation of
attention weights on class-relevant nodes averaged over all labeled nodes increases to be close to 1
during training, which justifies (10), since when 5 = 0, the left side of (10) converges to 1 — ¢ for
C > 0 for all nodes. Meanwhile, the summation of attention weights on other nodes decreases to
be close to 0, as shown in the red dotted line. We also compare the performance on GT in (1) and a
one-layer GCN with a similar architecture, and Wi and Wy, being 0, es = 0.2. Figures 6 and 7
show the sample complexity and the required number of iterations of GCN are almost linear in 'yd_4
and 7;2, consistent with theoretical results in (12) and (11), respectively. In contrast, the theoretical

sample complexity and the number of iterations of GT are respectively linear in 7;2 (also see Figure
3) and independent of 4, which are order-wise smaller than GCN.
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5.2 EXPERIMENTS ON REAL-WORLD DATASET

Dataset and neural network model: We evaluate node classification tasks on three benchmarks,
a seven-classification citation graph PubMed ( s ), a five-classification Actor
co-occurrence graph ( , ), and a four-classification computer vision graph PascalVOC-
SP-1G ( , ), which are a homophilous, heterophilous, and a long-range graph,
respectively. Please refer to Appendix A for detailed information on these datasets and results on
large-scale dataset Ogbn-Arxiv ( , ). The network contains four layers of four-head
Transformer blocks. We implement the SPD-based PE as defined in (2) with Z = 20 and uniformly
sample 20 nodes across the whole graph for feature aggregation of each node during every iteration.
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Figure 8: The values of entries of b and the test accuracy of PE-based sampling. Left to right:
PubMed, Actor, PascalVOC-SP-1G.
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Figure 9: Test accuracy of GT with/without PE and GCN when the number of labeled nodes varies.
Left to right: PubMed, Actor, PascalVOC-SP-1G.

Success of PE: The blue circled lines in Figure 8 show the average values of each dimension of the
last-layer learned PE vector b(”) in these three datasets. We additionally train multiple models with
the same setup, except that only distance-z nodes are used for training and label prediction, i.e., S™*
(for all labeled nodes n and iteration ¢) and 7" (for all unlabeled nodes n) belong to N7 |S"’t| is
still 20. The red dashed curves show the test accuracy of these models. One can see that the test
accuracy of these models has a similar trend as that of b, values. This justifies the success of PE and
the existence of a core neighborhood defined in Definition 1. Moreover, SPD-based PE also correctly
reflects the homophily, heterophily, and long-range dependency of these three datasets.

Comparison of GTs with/without PE and GCN. We use a four-layer GCN defined in (

, ). The model size of GCN is slightly larger than GT by < 10%. Figure 9 shows that GT
with PE has a better performance than that without PE and is better than GCN. This verifies Theorem
4.2 and discussions in Section 4.5.

6 CONCLUSION, LIMITATION, AND FUTURE WORK

This paper presents a novel theoretical analysis of Graph Transformers by explicitly characterizing
the sample complexity and required number of SGD iterations needed to achieve zero generaliza-
tion for node classification tasks. The analysis is based on a new graph data model that includes
class-discriminative features that determine classes and class-irrelevant features, as well as a core
neighborhood that determines the labels based on a majority vote of class-discriminative features.
This paper shows that the sample complexity and training iterations are reduced when the fraction
of class-discriminative nodes increases and/or the sampled nodes have a clear-cutting vote in the
core neighborhood. This paper also proves that attention weights are concentrated on those of class-
relevant nodes, and the positional embedding promotes the core neighborhood. All the theoretical
results are centered on simplified shallow Transformer architectures, while experimental results on
real-world datasets and deep neural network architectures support our theoretical findings. One future
direction is theoretically analyzing more complex network architectures with milder assumptions.
The authors find no ethical or immediate negative societal consequences of this work.
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APPENDIX

The appendix contains five sections. We add some extra experiments in Section A. In Section
B, we introduce some definitions and assumptions in accordance with the main paper for ease
of proof. Section C first lists some key lemmas and then provides the proof of Theorem 4.1,
Theorem 4.2, Theorem 4.3, Lemma 1, and Lemma 2. Section D shows the proof of lemmas of
this paper. We finally add the extension of our analysis and other discussions in Section E.

A ADDITIONAL EXPERIMENTS

A.1 VERIFYING ASSUMPTIONS MADE ON THE GRAPH DATA MODEL

For the assumption on the graph data model, we conduct several experiments to verify this assumption
on the real-world dataset Cora, PubMed, Actor, and Pascal VOC-SP-1G.

Existence of discriminative nodes. We first compute the eigenvalue of the covariance matrix of the
feature matrix of data of all classes in Figures 10, 11, 12, and 13. One can observe that the feature
matrix is almost low-rank, which indicates that node features from the same class can be represented
by a few eigenvectors. Therefore, for each class, we select the top three eigenvectors and compute the
3-dimensional representations of each node feature with these three eigenvectors. Then, we select all
nodes with features that are less than 7 /4 angle away from the mean of 3-dimensional representations
as discriminative nodes. Non-discriminative nodes are the remaining nodes of each class. Tables 2, 3,
4, and 6 show the fraction of discriminative nodes in each class. One can see a large fraction of the
node features in each class is close to its top three eigenvectors.

The core distance (Assumption 1). We further probe the core distance of each dataset by computing
the fraction of nodes of which the label is aligned with the majority vote of the discriminative nodes
in the distance-z neighborhood. To extend the definition from binary classification in our formulation
to multi-classification tasks, we use the average number of confusion nodes per class in the distance-z
neighborhood as \D; N N[, the number of confusion nodes in the distance-z neighborhood of node

n. Figure 14 shows the value of a normalized A(z) for z = 1,2, , 12, where A(z) is divided by
|| to control the gap of different numbers of nodes in different neighborhoods. The empirical result
indicates that (1) homophilous graphs Cora and PubMed have a decreasing value of the normalized

barA(z) as z increases. The gap between the largest and the smallest normalized A(z) is large.
This implies the core distance is 1 for Cora and PubMed and is aligned with the PE-based sampling
performance of PubMed in Figure 8. (2) the heterophilous graph Actor has the largest normalized
A(z) at z = 1, but the difference from other z is very small. This is consistent with the result in Figure
8 where the PE-based sampling has a close performance of less than 0.5% across z. (3) the long-range
graph PascalVOC-SP-1G has the normalized A(z) when z = 1, but the value when z = 12 is also
remarkable. This corresponds to Figure 8 where the testing performance of PascalVOC-SP-1G is the
highest when z = 1 or z = 12.

We then verify the balanced dataset assumption and show a difference of no more than O(v/N) could
be achieved in practical datasets. Table 9 shows that for Cora and Actor, this condition holds since
the largest gap between the average number of nodes and the number of any class of nodes is smaller

than O(v/N) = 10v/N.

class 1 class 2 class 3 class 4 class 5 class 6 class 7
82.05% | 88.02% | 82.54% | 78.12% | 78.17% | 83.56% | 76.11%

Table 2: The fraction of discriminative nodes in each class of Cora

class 1 class 2 class 3
82.18% | 93.34% | 80.48%

Table 3: The fraction of discriminative nodes in each class of PubMed
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Figure 10: Eigenvalues of the covariance matrix of the feature matrix of all classes of Cora
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Figure 11: Eigenvalues of the covariance matrix of the feature matrix of all classes of PubMed

A.2 EXPERIMENTS ON SYNTHETIC DATASET

This section compares the required number of iterations for Graph Transformer and GCN by their
orders in 4. The experiment setup follows Section 5.1. We set the number of known labels to be
800. For Graph Transformer, es = 0.05. For GCN, €5 = 0.2. Figure 15 (a) shows that the required
number of iterations is independent of +4. In contrast, Figure 15 (b), which is exactly Figure 7
indicates the number of iterations is linear in v 2.

A.3 EXPERIMENTS ON REAL-WORLD DATASETS

We first add an introduction to the dataset PascalVOC-SP-1G we evaluate. This belongs to the
Long Range Graph Benchmark, PascalVOC-SP ( , ), which is a computer vision
dataset for node classification containing 11, 355 graphs, 5,443, 545 nodes, and 30, 777,444 edges
in total. Since this dataset is large, we pick the 2nd graph from the whole dataset and name this
graph PascalVOC-SP-1G, which contains 479 nodes and 2, 718 edges for node classification. The
dimension of the node feature is 14. The number of classes is 3. Note that the size of the graph is not
small compared with WebKB datasets ( , ), including Cornell, Texas, and Wisconsin,
which contain 183, 183, and 251 nodes in each dataset, respectively.

Meanwhile, to verify the scalability of our conclusion, we conduct the experiments on the large-scale
graph dataset Ogbn-Arxiv ( , ), which is a citation network with for node classification.
The detailed statistics of these four datasets can be found in Table A.3.

(T)

We show the results of the Ogbn-Arxiv in Figure 17 and 18, where the dimension of b'*/ is set to

be 5. We still plot bgT) with blue-circled lines for these datasets. Red dashed curves denote the
test accuracy of the models learned with nodes all sampled from the distance-z neighborhood for

class 1 class 2 class 3 class 4 class 5
42.09% | 53.33% | 57.85% | 60.93% | 64.79%

Table 4: The fraction of discriminative nodes in each class of Actor
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Figure 12: Eigenvalues of the covariance matrix of the feature matrix of all classes of Actor
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Figure 13: Eigenvalues of the covariance matrix of the feature matrix of all classes of PascalVOC-SP-
1G

z € {1,2,---,5}. The result of Ogbn-Arxiv shows a large bgT) when z is around 1. One can also

observe that the testing accuracy using only distance-z nodes has a similar trend as bgT) with the
largest accuracy around z = 1. This is consistent with our conclusions on PubMed from Figure 17 in
Section 5.2 since Ogbn-Arxiv and PubMed are both citation networks that are homophilous.

Figure 18 showcases that for Ogbn-Arxiv, GT with PE has a better performance than that without PE
and GCN. The conclusion is consistent with Figure 9

B PRELIMINARIES

We first formally state the Algorithm 1. The notations used in the Appendix is summarized in Table 8.
The loss function of a single data is defined in the following.

Loss(z;, y;) = max{l —y; - F(x;),0}. (14)

The formal algorithm is as follows. At each iteration ¢, the gradient is computed using a mini-batch
B; with |B,| = B and step size 7. We first pre-train W, for T} steps and then implement a full
training with all parameters in 1) except a for T'(> Tj) steps. At iteration ¢, we uniformly sample a

subset S™¢ of nodes from the whole graph for aggregation of each node n. We set that W‘(/O) , Wéo),

and Wl,(((J ) come from an initial model. Every entry of W(()O) is generated from N(0, £2). Every entry

class 1 | class2 | class 3
98.62% | 100% 100%

Table 5: The fraction of discriminative nodes in each class of PascalVOC-SP-1G
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Figure 14: Normalized A(z) for Cora, PubMed, Actor, and PascalVOC-SP-1G.

Pascal VOC-SP-1G
98.54%

Actor
86.31%

PubMed 2
85.73%

Cora
95.68%

Table 6: The fraction of nodes satisfying A, (z,) > 0

201 ‘ | 20 '
«
4 8
210 | 210
8] m
6 10 16 6 10 16
) 2
Y Y4

(a) (b)
Figure 15: The required number of iterations against fyd_Q (a) Graph Transformer (b) GCN.

Table 7: The statistics of datasets.

Dataset #Nodes #Edges #Classes | #Features Type

PubMed 19,717 44,324 3 500 Citation network
Actor 7,600 26,659 5 932 Actors in movies
Pascal VOC-SP-1G 479 2,718 3 14 Computer vision
Ogbn-Arxiv 169,343 | 1,166,243 40 128 Citation network
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Figure 18: Test accuracy of GT
with/without PE and GCN when the
number of label nodes varies for Ogbn-
0 Arxiv. 0

Figure 18: The required number of iterations against fyd_Q (a) Graph Transformer (b) GCN.

Figure 17: The values of entries of b and
the test accuracy of PE-based sampling
for Ogbn-Arxiv.

Table 8: Summary of notations

F (), Loss(zi, y1) The network output for the node x; and the loss function of a single node.

p;i(t), q;(t), rj(t) The features in value, key, and query vectors at the iteration ¢ for pattern j,
respectively. We have p;(0) = p;, g;(0) = g;, and r;(0) = r;.

zi(t), m;(t), 0;(t) The error terms in the value, key, and query vectors of the j-th node
compared to their features at iteration ¢.

W, (0), U,(0) The set of lucky neurons for node [.

On(t), vn(t), pn(t), A\ Approximate value of some attention weights at iteration ¢. A is the
threshold between inner products of tokens from the same pattern and
different patterns.

S;"t S;-l’t is the set of sampled nodes of pattern j at iteration ¢ to compute the
aggregation of node n.
0z The maximum number of nodes in distance-z neighborhood for all nodes,

which is no larger than v/N.

of a(® is sampled from {41/,/m, —1/y/m} with equal probability. b(*) = 0. a does not update
during the training.

Assumption 2. ( ) Define P = (p1,p2,---,pm) € R™XM Q =
(q1,q2, - ,qu) € R™M gnd R = (ry,79, -+ ,7ar) € R™*M ag three feature matrices,

where P = {p1,p2, -+ ,pm}, Q@ ={q1,q92, - ,qm} and R = {r1,rs, -+ , 771} are three sets
of orthonormal bases. Define the noise terms z;(t), n;(t) and o;(t) with ||z;(0)|| < o + 7 and

75 (0)1, l0; ()| < 647 forj € [L]. a1 = 1. g2 = 2. Suppose |[W |, | WP, WS < 1,
0,7 < O(1/M) and 6 < 1/2. Then, for ¢, € S}

1. W‘(/O):Bl =p;+ 2z (0).
2 Wz = q; +n;(0
- Wiz = qj + n;(0).

3. WC(QO):BZ =7;+ Oj(O).

average # of each class | 10v/N | largest gap to the average
Cora 386.86 520.38 431.14
Actor 1520 667 871.78

Table 9: The fraction of discriminative nodes in each class of Actor
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Algorithm 1 Training with Stochastic Gradient Descent (SGD)
1: Input: Training data {(X, y,) }ner, the step size 1), the number of iterations 7', batch size B.
2: Initialization: Each entry of W and a(®) from (0, £2) and Uniform({-1/y/m, —1/+/m}).
respectively. W‘(,O), W[(f ) and WC(QO) are initialized from a fair model. () = 0.

3: Node sampling: At each iteration ¢, sample S™! for each node n to replace 7™ in (1) when
computing the ¢(-) function in (3).

4: Training by SGD: Fort = 0,1,--- , 7 — 1and W € {(WJ), WY W) W b®}
1
W(t+1) = W(t) - n- E Z VW(t)g(wnv Yns a(O)v Wét)v W\(/t)v W[((t)v Wé;)v b(t)) (15)
neBy
s: output: W57, W, Wi Wil p®.

Assumption 2 is a straightforward combination of Assumption 1 in ( , ) and the equation
min;erar |Zn — pjl| < 7,Vn € V by applying the triangle inequality to bound the error terms for
tokens. We then provide a condition which is equivalent to the equation min ;e [|€n — ;]| <
T,¥n € Vsince 7 < O(1/M), i.e., if nodes ¢ and j correspond to the same pattern k& € [M], i.e.,
i € Dy and j € Dy, we have wiij > 1. If nodes 7 and j correspond to the different feature
k,l€[M], k#1lie.,i€Dyandj € Dy, k #1, wehave z;'x; < A < 1. Here, we scale up all
nodes a bit to make the threshold of linear separability 1 for the simplicity of presentation.

Definition 3. Define

-
V,.(t) = W‘(/t) Z wnsoftmaxn(wsTWI(;) Wg):cn + u&n)b(t)). (16)
seTn

for the node n. Define W,,(0), Uy, (0) as the sets of lucky neurons such that

Wa(0) = {i : WG Vi(0) > 0,1 € S}, (17)
Up(0) = {i : WG Vi(0) > 0,1 € S5} (18)

Definition 4. When n € Dy U Dy, we have

L gu(t) = (Toez WP 0 SMln@PHnla@l? 15 jvm n sty -
St ey,

2 0nt) = (ToeaNP A SHla@P-@+0la@I L5 v n smt) -
S”ﬂf B\ —1
1 le= )T

3. palt) = X,ez N N SIHelar OF (oM, (),

When n ¢ D1 U Da, we have

1. ¢,(1)
Sn,t /

= (C.ez(Nr NS
(SPrusyTlet) L

+ IV NS elaOIPHen I WIF f 5~ (AU

)
2. vp(t) = (ZzeZﬂNzn N Sf’t| + |NZn mS;’t|)6||<I1(t)H2*(U+T)||<I1(t)H+b(zt) 4 ZZEZ |(j\/'Z" U
n n NG

S ’t)/(sl tUS2 t)|ebz ) L

3 pa(t) = X.ez NI NS elar®OF —(Hnla®I+y, (1)

We then cite useful results of the concentration bounds on sub-gaussian variables.

Definition 5. ( , ) We say X is a sub-Gaussian random variable with sub-Gaussian
norm K > 0, if (E|X|P)» < K/p for all p > 1. In addition, the sub-Gaussian norm of X, denoted
X || o, is defined as || X ||y, = sup,=1 p~2 (E|X[7)5.
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Lemma 3. ( ( ) Proposition 5.1, Hoeffding’s inequality) Let X1, Xo, -+, XN be
independent centered sub-gaussian random variables, and let K = max; || X;||y,. Then for every
a=(a, - ,an) € RY and every t > 0, we have

al ct?

where ¢ > 0 is an absolute constant.

C KEY LEMMAS AND PROOF OF THE MAIN THEOREMS

We first present our key lemmas, followed by the proof of the main theorems.
For [ € S}"" for the data with y,, = 1, define
-
Vi) = > Wz softmax, (z, W WY, +ul,, b®). 20)

SESn’t
‘We later can show that

-
Vi(t) = Z softmaxn(wSTW[((t) Wg)acn + “&,n)b( p1+ z(t) + Z W;(t
sesp! i#1

—nz S ovewd Y viepw .

b=1 ieW,;(b) iEW (b)

21

We have the following Lemmas:
Lemma 4. For the lucky neuron i € W;(0) and b € [T, we have that the major component of
Wc()t<),; ) is in the direction of p1, i.e.,

2
W s & =2 ~m
‘/VO(L-)p1 ~ aB Z 4B Z apn(t) +¢, (22)
neBby neBy
WY ps—=WY pi. forpe {paps,- o} (23)
O,y F ~ \/E O, Pl 25, P35 sPM 5,
® 2w & = mP(1-2p) m 2
IWo, P> (22D —— 5 > —palt) +6)%, (24)
neBby neby
and for the noise z(t),
WS 2@ < @+nIWs) I (25)
For i € U;(0), we also have equations as in (22) to (25), including
2
o s & nt=(1—2p) m
Woo 22 =5 > " D () +& (26)
neBby neBby
1
Wét()i’_ p S T p17 fOVp € {p17p37p47' o up]\/[}a (27)
(1= 2p) ~ m
W P2 s Z R JORRI 28)
nEBb neBy
For the noise z(t),
WS 20 < @+n)IWs) I (29)
For unlucky neurons i and j € W;(0), k € U;(0), p € P, we have
.
Wg({)_)p = VB mm{ngjw)pl’ WO(k )pz} 30)
W, )zz(t)ll < (@ +DIWE) Il G31)
W5, P < 5 ~ming W2 WE 7). (32)

20
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Lemma 5. There exists K(t),Q(t) >0, t =0,1,--- ,T — 1 such that for r € S ifuey., =1
defining

ai(t) = \ [[a+E5®)a, (33)

ri(t) = | [Tt +@W)rs, (34)

where i = 1,2. Then, we have
S"ﬁm“xz(erWI(?“)WgH)wz +aul ) bH)

cAFE @) las (017 —(+7) g (1) |+

> .
Ty ez NrN SPT |+ K @)l (T2~ (o+7)llan (1) [+687 4 Yes (NP ASHT) — ST vt
(35)
Similarly, for r ¢ SL*, we have
soﬁmaxl(:c,«TW(tH) WSH):B + u( )b(t))
< e
Y es NP N SET 0Kl (D)2 =+ n)llan DI+ 45 (Ne 0 §nT) — ST et
(36)
Lemma 6. During the training, we fix bét) = béo) =QQ). Forz > 1,
o
17217 pu(b)m? €ntm 2 d
SES SD D=L gb R UL e .
b 1 neB, b=1neB, ( )
S M, |- |sl AL |Si*t NN - 18 N ]|

K|Sl,t| K|Sl,t|
~q 1SE N NE = S5 MY

0233 3 oy 3 el S . 30 D

b=1neBb, b=1neB,

(38)
Lemma 7. For the update of W\, there exists A < ©(1) such that

t T T "
Wz =pi—nd (Y ViOWS) + Y AW )4z, jeST, (69
b=1 i€W,(0) igWn (0)

¢ T T
Wzl =py =) (Y. VWS + Y AW )+ z(t), e S, (40)

b=1 i€ld(0) i¢U(0)
t m T
W el —p =0 YOS AGOWS) |+ z(t), jeSTNSTTUSET), @D
b=1 i=1
12O < (o +7), (42)
with
Wi(t) < l/n(t)|SJ7-’\, le S]T-L, (43)
1-2p 1 .
(1) < _=
Vit) S 5 D —opalt), i €Wi(0), (44)
neBy 4
1 1 .
‘/;(t) Z 7pn(t)7 1€ Z/[Z(O)a (45)
neBy _ a
1
Vi(t) > — , if i is an unlucky neuron. 46
)2 -0 if o )
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Lemma 8. ( , ) If the number of neurons m is larger enough such that

m > M?log N,

(0)] satisfies
W), [t +1(0)] = Q(m).

the number of lucky neurons at the initialization [W;(0)|,

Lemma 9. Under the condition that m > M? log N, we have the following result.
Fori € Wi(0) and | € Dy, we have

Fori € Uj(0) and | € Ds, we have

Proof of Theorem 4.1:

Denote the set of neurons with positive a; as K4 and the set of neurons with negative a; as KC_

yn = 1, recall from (10) and Definition 4, we have

1 1
Flz,)= > aRelu(Wg()i)Vn(t))—i— > SRelu(WS) Vi(1)

i€EW (0) ieics v (0) &

- Z L Retu(w, W) Vo (b)),

zEIC,

Therefore,

3 lRelu(ng) Vi (1)

iEW,, (0)
1 1
=y aRelu(Wg()i) Vi) + Y —Relu(WS) V(1)
€W, (0) €W (1)
1
2w Z posoftmax,, (z, "W Wa,) + 2(t) + 3 Wilu)
“ sesy s
T
—nt( > Vit Wg( D> veaw§) ))|Wn(0)| +0
JEWn(O) ngn( )
my1 nt?m 1 — 2p ‘ 1
>E(§Z a2 ( an ) — 0 —T)pa(t) Z Z -
neby neBby b= Bb+
3 nt*(1 — 2p) m
G2 a2 qr0)),
neBby neBby

(47)

(48)

(49)

(50)

. For

(S

(52)

where the second step results from the formulation of V,,(¢) in (21) and the last step is by (140).

Meanwhile, we have

1
Y. SRelu(WS) Vi(t) > 0.
i€y /W (0)

To deal with the upper bound of the third term in (51), we have

1 1
‘ 3 ERelu(Wét(i)Vn(t))’ S Y0 “Rel(WS) Va(0)).
ek <y o

22
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Note that at the ¢-th iteration,

K(t)
t
1 1-—2p En(t+1)32 1 pn(b)
2 ¥ P Y G T n® —o =) g ”
neBy neBy neBy b=1neBb,
3 (1—2p)n(t+1)* ~ m : L
A=+ Y > *pn(t))2>¢n(t)(|31’t| — 57" Dlla (D)1
aB 4B a
neBy neBy
> 1 .
~ellan@®)2=+7)llgqr ()]
(35
Since that T
> .
o)z A+ min  {K(D})
) . (56)
>
2 U+ e ta @)
To find the order-wise lower bound of g1 (T"), we need to check the equation
1
< T
o) S U+ Jemr=—arnta ) >7)
One can obtain
O(ViogT(1— 6 — 7)) = qu(T) < O(T). (58)
We require that
T
T m 1 — 2p
e S pald) =0 = 7)pa(T) Z P Lt
neby neBy =1neBby
3 nT?(1 - 2p) m 2
(o S By (1)) (59)
=D i 2 (D)
neBy neby
i=agn’T° + a1nT?,
>1,

where the first step is by letting a = v/m and m > M?log N. We replace p,, (b) with p,,(T) because
when b achieves the level of T, b°'p,, (b)°2 is the same order as b°* for 01,09 > 0. Thus,

T
D pa(b) 2 T pa(O(1) - 1) 2 T, (1) (60)
b=1

We also require

Bz 0(1), 61)

Note that p,, (¢) is dependent onother ) __~ d. nodes. Hence, we know that each p,,(T’) is dependent

onother 1+ _ - 62 variables of p; (T) for j,n € V. Itis easy to find that p,,(T') is a 1-sub-gaussian
random variable because its absolute value is upper bounded by 1. By Lemma 7 in ( ,
), we can obtain

Ep[e*(Snee Pr(T)=ILEDPA(T)] < (L10+E.c5 095 ©2)

When nT = O(1), we have |b.(T)| = ©(1) and |b.(T) — b, (T)| < ©(1). Therefore, when
n € D1 U Dy, we have
pu(T)

S ez NP N ST |elar DI =(4m)llas (D]1+6
= = . 63
5oz W ASET el (D~ 3N snd) — sy ()

>1—-7°.
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When n ¢ D1 U Dy, we have
pn(T)

=3 AR A SET el DI =@+ lan DI+ (3 (7 A ST 1 IV 0 S3T))
ZEZ z2€Z
el @I =EEDla @I LS vy smT) /(ST U ST let) !
ZEZ

> INEASET(T(1 -6 — 7))Cebt” b5 O (N nSET [+ N NS (64)
z2€EZ z€Z
(T)

(D=6 =) L SV U ST /(ST U Sy Tl )
z2€EZ

W NSy
Ve ASET + Ve ST

¢(=Ep [pn (T)}

—(T(1-6- T))fcebe(T).

>
(

T(1—6—71)°|SHT NNP|eb=T)

Y ez (T(1 =6 —7)C(STT USsT) NNZ[eb=T) + (1)
(T(1— 6 — 1)) (65)
T(1-6—7))¢+06(1)
> (1—qa)(1—es = (T(1=6—7)) e D) 4 74(1 =)
21 —es(l—va) —n°.
Hence, define

+ Ya -
(

1, if n € D1 UDy
pn(T) = P, (T) == W nspT| , (66)
(N2, nSETI+INE, NS T’ ifn ¢ Dy UD,.
Therefore,
Ve nSET
IEt>0mev(pn (T)] — 1] < (1 = v4)Epng(p,up { - = (1 —a)es-
0me FPEEI L (Ne A sET + Ve nSET) (=)
(67)
‘We can also derive
Enec|(1 =9, (T)%)] < 2Ep |1 - p(T)] <201~ qa)es, (68)

where the first inequality is by 1 — (p/,(7))? < (1 — pl,(T))(1 + p,,(T)) < 2(1 — p,(T)). We have

| S 0hT) ~ (o + () =1
neLl

< ﬁ S W (T) = (0 + )P,(T) = Bne| (0, (T) = (0 + 7)), (T)]
eL

(69)
+ Eneﬁﬂl - pfn(T)QH + ]Eneﬁ[(o' + T)p%(T)]
1462 ) -logN
g\/(zrﬁ)'og +2(1 —vg)es + (o + 1),
1 9 (1462 )-logN
_ _ < S~ Eml 2 _
‘w‘ an(T) 1‘ S \/ ] +2(1 — vq)es, (70)
neLl
1 (1+62 )-logN
_ _ < A Aml 7O _
‘IEI Z%pn(:r) 1’ N\/ - + (1= ya)es. 1)
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‘We can then have
pontl-6-mh _gi1-s-m7h )
Vat (1-2p)}

As long as
(1+62 ) -logN
(1 -2(1 —ya)es — (o +17))?

|£] > max{Q( ), BT} (73)

we can obtain

F(xz,) > 1. (74)
Similarly, we can derive that for y,, = —1,
F(x,) < —1. (75)
Hence, foralln € V,
Loss(xy, yn) = 0. (76)
We also have
E,,yn)~p[LOsS(Ty, yn)] = 0, (77)

with the conditions of sample complexity and the number of iterations.

Proof of Lemma 1:
This Lemma is proved by (63) and (64).

Proof of Theorem 4.2:

The main proof idea is similar to the proof of Theorem 4.1. A major difference is that the aggregation
matrix does not update, i.e., p,(t) stays at t = 0. Since that a given core neighborhood and a
~va = O(1) fraction of discriminative nodes still ensures non-trivial attention weights correlated with
class-relevant nodes along the training, the updates of W and W7, are order-wise the same as
Lemmas 4 and 7.

Since that
>z ISHIONT p n,t n,t
pa0) = { Tez |Sl“mN§\+EZZf§z<HX§‘ﬂs:vme:\)efl’ ifnesmus,
n . TEONT . n,t n,t
ZZEZ(‘Sn,t‘,|Sn,€tiNgDJFZZEZ INTAST e’ ifn ¢ (81 U 82 ) (78)
=0(1),
there exists ¢, > 0, such that
Vd
Elpn(0)] =74 0(va) + (1 =12)0(5) = ¢34, (79)
1
Ellpn(0) £ ¢yval?] < 74 - ©(v) + (1 —7va) - O(|7a §|27§) <0(v)). (80)

Therefore,

1 N
‘m an(T)(pn(T) —(o+71)) — Ci’Yﬁ‘
n=1

<| S @) (pn(0) ~ (o +7) ~E[pa(0)(pn(0) ~ (0 +7))]|

+[B[Ipa(0) = (0 + 7Ipa(0) - 221]| 81)

S\/@+ (0 +7)+ \/E[lpn(O) + cwdﬂ ' EDP’L(O) - CW‘H
5\/§+ (0 +7)+0(73),
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where the first step is because p,,(7") does not update since W1(<t ) and Wg) are fixed at initialization

WI((0 ) and ng), and the second step is by Cauchy-Schwarz inequality. Since that

log N

A e+ T) <0(v)), (82)
we have (1 52 )1 N
+ og
L] > QT2 ), 83
and ;N
T = n 2 . (84)

(1-2p)s(1—6—7)273

Proof of Lemma 2:
When ¢t = T', we have T > ©(1). Since that

Srl Ny DN
DIP IS o

b=1neB, b=1neBb,

< eo, (85)

with high probability for some 1 > ¢y > 0, we can derive (13).

Proof of Theorem 4.3:

When b = 0 is fixed during the training, but S™* and 7™ are subsets of A" , the bound for p,,(T) is
still the same as in (63) and (64). Given a known core neighborhood in Theorem 4.3, the remaining
parameters follow the same order-wise update as Lemmas 4, 5 and 7. The remaining proof steps just
follow the remaining contents in the proof of Theorem 4.1.

D USEFUL LEMMAS

We prove Lemma 4, 5, 7, and 6 jointly by induction. Lemma 4 first studies the gradient update
of lucky neurons in W,(t) in directions of p;, p2, and other p. We divide the updates into several
terms and solve each of them. By applying a known result of PDE, we bound the component in the
direction of p;, which is the most important one. The updates of other neurons follow the above
procedure. Lemma 5 computes the gradient update of W and Wi in different directions of x;. By
controlling the gradient update to be positive in the directions of discriminative nodes, we get a lower
bound of B. Meanwhile, we obtain the update of key and query embeddings. Lemma 7 is derived by
considering different components of Wo,, , in the gradient. In proving Lemma 6, we characterize
the update of different distance z in terms of components from different neighborhoods. Combining
concentration bounds, we remove the influence on unimportant terms and only retain one part, which
represents the update of the average winning margin of the majority vote, i.e., the update of A(z).
For Lemma 9, We characterize the updates of the lucky neurons to the desired directions to show
lucky neurons can activate the self-attention output of discriminative nodes along the training.
Proof of Lemma 4:

At the ¢-th iteration, if s € SI‘ ’t, we can obtain

.
V. (t) = Z W‘g)wssoftmaxn(ws—rwg) Wé;):cn +u?s’n)b(t))

seShit
-
= Z softmaxn(wsTWI((t) Wg) + u(s )b( p1+ z(t) + ZWZ (86)
SES; j#1
t ® T @ T
- 772( Z VibWo.  + Z Vi) AW5 ),
b=1 ieW,(0) igWi(b)
I € [M], where the last step comes from Lemma 7. Then we can derive that for k € S;L’t,
St A N |edllar(®)]1+b)
Wi (#) < ML wPn(t); (87)

> ez 1S ANl a1+l )]+
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which is much smaller than ©(1) when ¢ is large. This is the reason why we ignore the impact of
- b by T
Wi(t) on Ezzé@ew VWS "+ S VOIS ). Hence,

OL nsUn
B Z ;:;/w e - B Zy" Z a;l[Wo, Vi(t) = Vi) " (88)

neby neBy lesnt

Denote that for j € [M],

t
b
H, Z ynai LW Vi(t) > 0)(=n) > Vi()WS)  pj, (89)
B3, b=1 keW, (b)
1 t
t b
Hy =% Y mynaid[Wg) Vi(t) > ViOWS) pj, (90)
neBy =1 k¢W;(b)

and we can then derive

t+1) T 6 T
<Wé(z‘>) ’pj>_<W((7<)i> ’pj>

1
=5 > maad[Wg) Vit) = Vi) 'p,
leBy

1
=5 > maad[Wg) Vi(t) = 0z (1) 'p

leBy (91)
1 t T e (t
5D nynai LW Vit) > 0] Y softmax, (] Wi Wa +ul, ,b0)p] p;
leBy s€S)
1 t
+3 IZB eI [WS) Vit) > 0] kzﬂ Wi(t)pg pj + Ha + Hy
€by

:=Hy + Hy + H3 + Hy + Hy,

where

1
= = 3 et W Vi(t) > 0lzi(t) . ©2)
neBby

1 T
Hy, = B zl; nynai]l[Wg()i)‘/l(t) > O] ZS: softmaxl(:cSTW[(;) Wg)a?l‘FUEZ)l)b(t))plija (93)
neby sES;

1
Hs = ZZ; a1 WS Vi(t) > 0] ; Wi(t)p) p;- (94)
neby J

We then show the statements in different cases.
(1) When j = 1, since that Pr(y,, = 1) = Pr(y, = —1) = 1/2, by Hoeffding’s inequality in (19),

one can obtain
log B
> < B¢ 5
>/ 22) < B (95)

Pr (‘zl(t)Tm’ >/ ((c+71))? logm) <m™¢. (96)

(3 3

b

Hence, with a high probability, we have

| Sn((o(:r 7)) /logmBlogB' ©7)

For i € W,(0), by the reasoning in (139) later, we can obtain

() () Ty ® Ty T
W0<i,.) Z W x softmax;(x, Wy Wy —|—u(s7l)b(t)) > 0. (98)
seShit
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Denote p, () = |1 |y, (t)ela DI =260 (DIl Hence, for k ¢ W, (0),

1 1
Hy 205 > gHPle'pn(t)(l*?p), (99)
neBy
Hy =0, (100)
t
1 n? 1 m (c+7)M
HiZ=Y Y o= —pa(®)(1=2p)[p1|*(1 = e — ———)Wo,, ,p1,
B b=1neB, a 2B neBby a (101)
t
1 n? o+71), 1 m
UAEED S DR IS L Ry o N
b=1neBby neBy (102)
2
n-tm
* V/Ba? Wo(k P1
Hence, if we combine (97), (99), (100), (101), and (102), we can derive
t+1) T ty T
<WC()(i) ) 7p1> - <Wé()7) 7P1>
n 1 (c+71)M
2L T 000 -2~ 0+ 1)+ Y 5 3 el = = A,
neBy nEBb
(c+71)M
W, (1—2p) )1 = ey — ——
0, P1(1 = 2p) ”Z Z € - ) (103)
nGBb
ntmWo,,  p1
W palt + (o 7)) = P
nt(1 — 2p) m (c+T1)M
aB > (pa(t)(1 - 2p) — (0+7)+ 55— > pnlt) (L= e — )
neBy neBy
: WO(iy,)pl)'
Since that Wgz) N N(0, %), from the property of Gaussian distribution, we have
(WY 156 <& (104)
Therefore, with high probability for all ¢ € [m], we can derive
0 >
W Iz (105)

When 7 is very small, given p,,(t) as the order of a constant, (103) leads to a PDE on the lower
bound of Wo, p1 since the last step of (103) is always positive. Denote y(t) as a lower bound of
Wo@.,,)ph we have

dy(t)
o (106)
1 nt(l — 2p) m
=0 > (a1 = 20) — (o + 7)) + TS D ().
neBy neBy
Therefore, we can derive
Y(t) mei Tnen, "5 Ten, Eral))( / — Y (a1 =2p) = (0 +7)
nEBb (107)

1 nu?(1-2p)
.e aB ZneBb 4B >

neBy %pn(t)du + CO)
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Note that ,
2
/ 67$ Ynes, wznesb %p"(t)du
S /Oo e_a% ZneBb %%2;)) ZneBb %pn(t)du
—0o0 (108)
_ 1 n(1 —2p) m 1
=V (5 2 g 2 )
neBby neby,
=0(n~ ).
t 1 nu?(1-2p) m
/ e aB XneB, 4B 2nesy, aPn() gy,
0
2/ 6_5 2nen, %Bﬁw 2nen, %Pn(t))du (109)
—o0
=0(n~).
Hence,
-1
y0) = 1= 3 (1 -2) — (0 + 7))+ Co= O )+ Co=&  (110)
neBy

Co=£1-0(n)). (111)

Wby Zy()

n(t+1)2(1—2p)
i Uy, D Z

1
>paB nes, neB, %pn(t)é‘
<

(112)
3 n(t+1)°%(1—2p) ¢~ m
>S5 m
ZaB 2 AB PR HURSS
neBy neBy
(2) When p; € P/p™, we have
Hy =0, (113)
1 n [logmlog B 9
Hs| < 5 > )\ ——F el (114)

neBy

2
n logmlogB 1 m T
|Hy| < ;gl\/iB 75 EEB (WS, p;. (115)
— neB,

For k ¢ W,;(0),
2 2 1t
n°tm n logmlog B 1 m
[Hs| S WWOTW)IH t > V" 5 35 > Epn(t)WoT(mpza (116)
a b=1 neby

with high probability. (115) is from (24). Then, combining (97), (113), (114), (115) and (116), we
have

n 1
<l._— o (t
S5 p 2 )+ ) i
t
pa(b)nm o+ logmlog B
+ bz:; TWO(”)PJ') -5
Comparing (103) and (117), we have
1 1
Wol pi S pWol P (118)

29



Under review as a conference paper at ICLR 2024

(3) If i € U;(0), from the derivation of (112) and (118), we can obtain

2
), ~ &~ nt+ 1)1 —2p) m
Wou P22 05 D 15 > () +E (119)
neBy neBby
1
t+1 t+1)
Wéu,»)pi S ﬁWé@,.) p2, forp e P/ps. (120)

@ Ifi ¢ Wi(0) Ul ,(0)),

log mlog B
|Hy + Ha| < 24| 222252 p)?, (121)

Following (115) and (116), we have

t
n? logmlogB 1 m T

Hy| < — — 122

|[Hy _bgj -~ 55 2 G POWo, P, (122)

neBy

77 2tm (t n? [logmlogB 1 m ()
|Hs| < P+ Z N Y _ (DWW p. (123)
ne

b

Thus, combining (121), (122), and (123), we can derive
T T
(w0 ) - <wgg,_> ,p> |
n pr(b)nm log mlog B (124)
55 (llpll + (o +7) +Z > n =W VPl — Q75

b=1 nGBb

Comparing (103) and (124), we can obtain

Wb S %Wéﬁﬁf 1 (125)
for j € Wi (0).
(5) In this part, we study the bound of Wg()i ) and the product with the noise term according to the
analysis above.
By (42), for the lucky neuron ¢, since that the update of Wg()i,.) lies in the subspace spanned by P,
we can obtain

M
(t+1 t+1 t+1)
WS =S WE T p)? > (Wi py)?
el 020 2) (0
nit+ —2p m 2
>(=>— _
(53 MWD L2 5y,
neBby neby
WSzl <[+ nIws . (127)

For the unlucky neuron ¢, we can similarly get

1
t+1) t+1
W2 <= WS, (128)

where j is a lucky neuron. The proof of Lemma 4 finishes here.

Proof of Lemma 5:
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We first study the gradient of WC(;H) in part (a) and the gradient of W(Hl)

(a) from (14), we can obtain

1 Z 8Loss , yn)

in part (b).

lEBb

B OLoss(X ,yn) OF(X™)
”B 2 F(X") oW,

leBy

1 m
=g Z(—yn) Zail[WO(h_) Z Wy softmax; (x| W, Wox; + u?s’l)b(t)) > 0]
leB, i=1 seSht

. (Wo(z Z vassoftmaxl(ws WK Wox; + U, l)b( ))

seSt:t (129)
. z softmaxl(mrTW;WQa:l + u(TTJ)b(t))WK(a:S — mr)wlT)
reSh:t
1 m
=15 Z (—u1) Zai]l[Wo(i,.) Z Wy xgsoftmax; (x| Wi Wox; + u(Tsyl)b(t)) > 0]
neby i=1 seShit
. <W0<z‘,«> Z vassoftmaxl(msTW;WQccl +u(Ts7l)b(t))
seSht
(Wkx, — Z softmax; (x, ' Wi Wz, + u(TT7l)b(t))WK$T)sclT).
resht

()Ifl e 8" orl € S, say | € S]", we have the following derivation.
At the initial point, we can obtain

0 0 0\ (0
Wé(z‘_) Z W‘(, ):Bssoftmaxl((WI(()ws) Wc(g )wl + u?s’l)b(o)) >0, (130)
seSht
and
softmaxl((WI(()acé) Wc(g )a:l+u( l)b(o)) > Q1 Z softmaxl((WIg)scr) Wé )ml—i—u( l)b( ),
T‘ESL &
(131)
for s € Si7t.

Forr,l € 8", if u(y, = 1, by (35) we have
softmaxl(wTTWI((t)Wg)wl + u(j;,vl)b(t))

ol (112 ()l (8)]|+6%) (132)
ez Ve N SET |elar M= +Dlla DI+ 4 5~ (N snT) - ST [ent”

Likewise, for 7 ¢ St* and | € S'', we have

z

.
softmaxl(:c,.TW}(fH) Wgﬂ):cl + u(TT.J)b(t))

e (133)
ez WA SET felar 2= +nllaM 455 L5~ (N snT) — ST |ent”
Therefore, for s,r,[ € Sf’t, let

.
Wg)azs— Z softmaxl(wTTWI(f) Wg)wl—l—u(TT)l)b(t))Wi((t)wr = BL(t)qi(t) + BL (1), (134)
resht

<

~

where
i(t) 2 = ZzEZ(V\[Zn N Sl’t| _(|;{\)[i N Si’t )ebZ(t) _
Yocz WINPTl Pl + 57 (N 01 8»T) = §7 fett
2 o) (1 - 11,

(135)
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Bi(t) S O Mg, (1)(8"] = [87*]) < ¢u(t)(|S™] = [S17)).- (136)
Meanwhile,
M -
BL(t) ~0(1) - o ( )+ Qe(t )+ Z’ann t) — Z Z softmaxl(wTTWI(g) Wc(;)acl)ra(t)
a=1resht

L(t) + Z ra(t)

(137)
for some Q. (t) > 0and~; > 0. Here
¢ < pri ] (138)
I =F1\" Y an b _ 1 ont)?
|S7t| — |87
for [ > 2. Note that |¢/| = 0if |S™!| = |S}"*
For i € W;(0), by Lemma 9,
.
Wg()) Z W‘(/t)acssoftmaxl(a:sTW}f) Wg)zcl + u(Ts’l)b(t)) > 0. (139)
seSht
Then we study how large the coefficient of gy (¢) in (129).
Ifse S1 , from basic mathematical computation given (22) to (25),
Wg() W‘(,)mssoftmaxl(wsTW;(t) Wg)a:l + g, l)b(t))
t -2 (t
LD (L g S S o
‘ 1 | neby nEBb
Pa(b 3 (1 —2p)n(t +1)° moo
+nm—2 —o+m) (5 Y R Y Ep)?).
b=1neBy neBy neBby
(140)
If s € Sb' and j € SM, from (26) to (29), we have
Wg()i‘_) W‘(/t):cssoftmaxl(mSTWK(t)TWg)ml + uz;yl)b(t))
® Ty (0T 0 T R (14D
§WO<MWV xsoftmax; (z; | Wi ¥ Wy 'z + u(jJ)b(t)) - dn(t) (@)
Ifi € W,(0),s ¢ (SH' USL"), and j € b,
-
Wg()i’»W‘St)acssoftmaxl(scsTWK(t) Wg)ocl + u{s,l)b(t))
0 T |51 s
SWO(i,.)WV a:jsoftmaxl(a:jTWK(t) Wy 'z + u(ijl)b(t))d)l(t) . plzt)
by (30) to (32).
Hence, for i € W;(0), j € S, combining (135) and (140), we can obtain
T
ng,.) Z W‘(,t)mssoftmaxl(msTWK(t) Wg):cl + u&l)b(t))ql(t)T
seSht
Wz, — 3 softmax (= WO WOs 4wl bW T,
K 4s I\ Lr K Q Tl u(r,l) K illr)il)l Z;
resht
1-2 n
G S LRI SF RURTERERE 5 SR LIIIEae)
neby nEBb b 1 neBy
§ (1 —2p)n(t+1)* m 2) It 1t 2
(= it (|8 - |Sh )12
(5 3 LB S 1)) n(t)(8] ~ 185Dl (1)
neBby neBy
(143)
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Fori € U(t)andl € S, j € 8%, and k € W,(0),

.
Z WD, softmax; (x, T W Wc,(gt)wz +ulnd)a(t)’
sesl,t

.
Wz, — Y softmaxi(z, WY Wz +ul, ) bYWz, )2 @
resSn.t

§(1—32p Z §77(t:21) m(é Z pn(b) —oc—7)+ nm—z Z Pa(b) (c+71))

neBby neBby b=1neB,

_ 2 m t
.(a% S (1 2pinB(t+1) 3 ;pl(t))Q)%(t)\SS’ REAGIEAGI
neBy neBby

(%)
Wo(,i,,)

(144)
Fori ¢ (W,(t) Uly(t)) and l € SV, j € &9,

-
Wg()iv) Z W‘(/t)xssoftmaxl(msTWK(” Wét)$l+u2;7l)b(t))q1(t)T
sesl,t
(W, — Y softmax(z, W Wg)wl+u@71)b<t>)wr)mlij
Teslt
-
gwg&w) Z W‘(/t)azssoftmaxl(msTWK(t) W((;)ar:lJr'LL(TS’l)b(t))ql(t)T
seSht
-
WKt)a:é Z softmax; (x .TWI((t) Wg):cg+ué7l)b(t))w,.)mﬁwj~
TESI t

(145)

L
ik

Therefore, by the update rule,

1 OLoss( X, y,
?7*2 (X, yn)

(t+1) _ ®),..
WQ T; = WQ T BWQ

t
W),
neBy

=71(t) + K(t)qu(t) + O(1) - m;(¢) + [Ke[ (1) +Z%¢11 (146)

= (L+ K(1)qu(t) + O(1) - n;(t) + | Kc|(t) +quz

where the last step is by
q1(t) = ka1(t) - m1(2), (147)
and

QQ(t) = kg(t) -’I“Q(t), (148)

for k1(t) > 0 and k2(t) > 0 from induction, i.e., g1 (¢) and 71 (t), g1 (¢) and 7 (¢) are from the same
direction, respectively. Define gc;(x) = " q1(t)/||q1(t)| and denote

A(lyi) =a;1[Wo,, | Z Wy softmax; (x| W Woz; + ugyl)b) > 0]

seSh:t
. (WOW) Z Wy xgsoftmax; (x| Wi Wox +u(Ts,l)b (149)
seSht

- (Wgxy — Z softmax; (x, ' Wi Woz; + u(Tm)b)WKmr)zclT).
reSht
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‘We then have

K(t)
1 . ’
2] X ew Y w@e|-] Y cw Y wlan)
LBy les; ©E€WL(0) 1B, lesh! i€l n (0)
_‘ Z (=) Z th(A(l,i))‘—’ Z (—yl)Zth(A(l,i))’
leBy,leSk? igWi (0)Ul;,, (0) 1€By 1eSL =1

S D DR ) A
i=1

leBy,leSht—8ht—skt

¢
>UBZ (1—2pzfnt+l an 1)+ nm 73;28

neBby neBby nGBb =

R [ i ”’jj;f”” S 1)) an(e)(18™ ]~ 15 laa 1)

neBby, neby
>0,
(150)
1 |Sn,t|
il 5 K(t) s (151)
B 2 O s 15
|K, (t)|<l Z)\K(t)ﬁ (152)
o ~ B =t |Sn,t| _ |S{L’t|
as long as

(o2 s St P L os o > 5 200 )

yres neB, b 1 neB,
1-2 1)
.(a% v Pﬁf“ S %pl(t))2)¢l(t)(|sl’t|—|Si’t|)||(h(t)”2
neby neBy
1-2 n
( ngn e 43 > pald) a—T)+77m* . (0+7))
o= neBy b 1 neBy
1-2 1)
.(a% 3 Pi’;(“ S %pl(t))2)¢l(t)|<§é’t|'51(75)”‘11(t)||2-
neBy neBy

(153)
To find the sufficient condition for (153), we compare the LHS with two terms of RHS in (153). Note
that when |S™¢| > |S]""], by (136),

Gn(D)(IS™ = [S7]) Z BT (1), (154)
Moreover,

12 ¢, (t)[S5"). (155)

For the second term on RHS, we can derive the bound in the same way.
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(ii) Then we provide a brief derivation of Wgﬂ)wj forj ¢ (3{%15 U S;’t) in the following.
To be specific, for j € Sn/(gfat U S;Mf)’

< iy Z OLoss(X, yn) j,q1(t)>

nehy aWQ
1 m/1—2p fnt—i-l 1 < . (b)
> e o - n
N”BZ a( > an 7 T)+”m2BZ a
neBy neBy nEBb b=1neB,
1 —2p)n(t + 1)2 m
Ao S LD = 02) 6 )54 — (S Dl (5)]
oB AB a
neBy neBby
(156)
where
P (1)

Sz [SPT ANT e )T iy KO)ai©—6+nlllar o)+

ez [(SPFUSH) N Nplen®T Sia KOG O-@+lla @I+ 4 gt — | S]] — 85127)
When K (b) is close to 0T, we have

Hv1+K Tla@)F 2 S KOBOT > 3 )y 01 (158)

b=1
where the first step comes from log(1 + ) &~ x when 2z — 0T. Therefore, one can derive that

1 OLoss(X

" Yn) n S .
neBby Q
At the same time, the value of p/, (¢) will increase to 1 along the training, making the component of

qi (t) the major part in 55 D oneB, Mm? This is also the same for ga(t).

awg)
Hence, if j € Sl”’t forl > 3,
WS e = qu(t) +6(1) - ny(t) + O(1) - K(t)(qu(t) + q2(1)) + Z%ql (160)

Similarly, for j € Sy*

W, = (1 K () S )at) + O01) -y 1)+ (1) - K()ar(6)+ Y- ofa6). (61

(b) For the gradient of Wi, we have

1 Z OLoss(xy,, yn) OF (x,)

neBy
1 m
=5 Z (=) Zail[WOu,-) Z Wy xgsoftmax; (x| Wi Wox; + u&l)b(t)) > 0]
neBy =1 seSht (162)

. (WO(M Z Wy x softmax; (x| Wi Wz, + u(TSJ)b(t))Wgacl
seSht

- Z softmax; (x, ' W Wox, —&—u(TS’l)b(t))wr)T).
resSht

Hence, for j € S **we can follow (146) to derive

Wi, ~ (1+Q(6)ar(t) + O(1) - 0j(t) + |Qe(t)|ra(t +va (163)
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where
Q) =K (t)(1—-X) >0, (164)
for A < 1, and
Il S = > Q- s (165)
¥B 4 T -1sT
n b
|Sn t
Qe ()] Q1) 771' (166)
z; S — 2]
Similarly, for j € S " we can obtain
Wiz~ (14 Q1) g () + 6(1) - 0;(t) + |Qe(B)|r1 (1) + Z%rz (167)
For j € Sl”’t, 1=3,4,---, M, we can obtain
Wiz, ~ q(t) +6(1) - 0;(t) +O(1) - |Qs(1)|r1(t) + (1) - Q +an , (168)
where
Q)] S Q). (169)

Therefore, for [ € S?’t, ifj € S?"t,
T
achWI((tH) Wgﬂ)wl
21+ K@)+ Q) q))* = (6 + 7)llq ()] + Ke(t)Qe(t) g2 (t) |2 (t) |
M
+ > wvilla@® e

=3

21+ K@)+ QW) ar®)]* = (6 +7)la(t)l]

M |Sln7t M 1 ISl'IL,t
— L 2|y (8)]|2 - =N K@) ——L 2| qu(t)| 2
2 2: 3 Q) g gr PIn Oy 3 3 K@) Pl

neBy =2 neBy

RA+E®)+ QM) Iar®* — (0 +7)lgr )],

where the second step is from Cauchy-Schwarz inequality.
If j ¢ ST,

T
ijWI(;H) Wgﬂ)wz

SA+EO)QrOlar(®)® + Ke()Qs)llaz)I* + vlla®)l* + ¢ +Dllar() 17D
SQr®lla @ + (6 +7)llar(®)]-

Therefore, for r,l € Si’t, if Uy 1), = 1, we have

(170)

softmax; (z, | WI((t—H) WSH) x + u(Tm) pt+D) )

cHE®)llar ()]1° = (E+7)llqr (1) [+

> .

NZZGZ NN S:}I|e(1+K(t))ch(T)HQ*(oJrT)th(T)legT) +3 s [NEnSHT) — Sf,T|ebgT>
(172)

Similarly, for r ¢ Si’t and | € Sb*, we have

t41) T gy (t41
softmaxl(erWI(< ) Wé? D, + ua’l)b(t))

< %

Y 2 N N SET e KOl (D @+ Dla DI+ L5 (vn n§nT) — SpT[en”
(173)
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The same conclusion holds if I ¢ (S]"" U S;").

Hence

q(t+1) = V(1 +K(1)q (). (174)
a2t +1) = V(1 + K(1))gz(2). (175)
r(t+1) = /(1 + Q)i (b). (176)
ro(t +1) = /(1 + Qt)ra(t). 177)

It can also be verified that this Lemma holds when ¢t = 1.

Proof of Lemma 6:

OLoss( xn,yn)
g Z

neBy
OLoss(xy,, y,) OF (x,
_"B 2 OF ( y ) 8(b :
neBy wn

:775 Z(—yl) Zaﬂl[WOW) Z valsoftmaxl(wsTW;Wle + uz—s’l)b(t)) 0] - (Wo(l

leBy i=1 seShit
. Z vassoftmaxl(wsTW;Wle + uz;’l)b(t)) Z softmaxl(:c,«TWI—(r Woxz, + uz—s’l)b(t))
sES; resSnit

’ (u(s,l) - u(r,l)))

1 m
=15 > (=) ailWo, Y Wya,softmax(z, " Wi Wom + u(;, ") > 0] - (WO(M
leBy =1 seShit

. Z vassoftmaxl(a:STWIzWle + u&l)bm)(u(syl) — Z softmaxl(a:TTW;WQ:m

SES; reSnit

+ u?;,l)b(t))u(hl))) .
(178)
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Therefore, we can derive

Wo., - Z vassoftmaxl(:vsTW;Wle + uz;’l)b(t))(u(syl)z
seStit
— Z softmaxl(a:TTWIIWle +u?nl)b(t))u(nl)z)
resht

=Wo,, , Z vassoftmaxl(zvsTWEWQg;l+u2;’l)b(t))(1
Sesl,thz

- > softmax(x, WA Wom +ul, b)) + Wo Y. Wya,
reSLtNNGE seSLt—NF

- softmax; (x| Wi Womx; + uéyl)b(t))(— Z softmax; (x, ' Wi Wz, + u(Tnl)b(t)))
reSHtNNF
=Wo,, , Z an:ssoftmaxl(msTW;WQ:cl+u(Ts7l)b(t)) Z
seSHLENNF reSbt—N7?
) Z Wy,
seSLt—NF

- softmax; (z ' Wi Woz; + u&l)b(t)) Z softmax;(z,. ' Wi Woz; + ugﬁ’l)b(t))
reSLENNGE

. softmaxl(:cTTWI—(rWle + u(Tnl)b(t)) - Wo,..

=P, + P, + Ps.
(179)
where the second step is by

>+ > softmaxi(zs | W Womy +u/, )b) =1, (180)
SESLINNT ™Y seSht—N7 T
Define

P = Z WO“_)vassoftmaxl(mSWI—gWle + uz;,l)b(t))
sESLENNFNSL?

Z softmax; (x, ' Wi Wz, + u(TT’l)b(t)) - Z Wo,, Wy,
re(Sht—N7F)NSL? s€(Sht—N7F)NSL?

- softmax; (xs Wi Wox; + u(ll)b(t)) Z softmax; (x, ' Wi Woxz; + u(TM)b(t)),
reStNNFNSLt

(181)
1= Z Wo,. , chcssoftmaxl(a:sWI—(rWle + u(ll)b) z softmaxl(mTTWIIWle
eSO St Ny
) 'HLE;,z)b(t)) _ Z Wo..., Wy xgsoftmax; (., Wi Wox, + uz—s’l)b) Z
se(SHt—N1)—8L? rESLENNT
- softmax; (z,. ' Wi Woz; + uz;,,l)b(t)),
(182)
P = Z Wo,. an:ssoftmaxl(mSW;Wle + u(ll)b(t)) Z
seShtNNFNSL? re(Sht—N1)—Sht
- softmax; (z, " Wi Wom, + u(, ,b")) — > Wo,, Wy,

se(Sht—NNSL!

- softmax; (z, W Woz yu/, ,b") > softmax; (z, " Wy Wox; + u(, ,b").
reSttNNF—Sb?
(183)
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Note that ((Sb* — NF7H) N SLH) 4+ (8P N AP N SEY) 4 (8P — Sb) = St For s, j € SYY, by
(223) and (224), we have

WPz, — W2 < O(|z#)]) <. (184)

Combining (25), we can obtain

n,t 1 n,t n,t 1
(t) |S1 ﬂNz| |S1 ‘ _ |S1 mNz|
|P1| S(O—+T)||WO(!)|| ISl’t‘ ( |Sl’t| |Sl’t| ) (185)
Let
T = Z WO(Mchcssoftmaxl(a:sWI—(rWle)
sEShINNF —SLt -8t
Z softmaxl(erWI—{FWle + uz;_’l)b(t)) - Z Wo.,., (186)
resht—Nl SE(SL—N1)-SLP -8
. vassoftmaxl(acSW;Wle) Z softmaxl(:chW[—(rWQa:l + u(TT’l)b(t)),
reSLtNNGE
T = Z Wo(i’_)anzssoftmaxl(wsW[—(rWle + u&l)b(t))
seShtNNFNS
Z softmaxl(mrTW;Wle + ual)b(t)) — Z Wo Wyvzs
re(Sht—NHNSL! sE(SHE—NHNSL*
- softmax; (x, Wi Wz, + uz;,yl)b(t)) Z softmax; (x, ' WL Wz, + uz;yl)b(t)L
reSbtNNFNSY!
(187)
Ts= > Wy, Wyasoftmax(x, Wi Wom +ul, )b") >
sESLINNFNSL? restt—N1-8h?
- softmax; (x, ' Wi Wox; + u(TT)l)b(t)) - Z Wo,, Wy,
sE(SHt—NHNSL
- softmax; (xs Wi Wz, + u(TsJ)b(t)) Z softmax; (x, ' Wi Woxz; + u(Tr’l)b(t)).
reSLINNF —S*
(188)
Therefore,
P=T+Ty + T3, (189)
(A Lt _ l,t 1.t 1
() IV, =S =S4T |8t — MY
Tl < (O—+T)HWO(131_)H ’ |Sl7t |8l7t| ’ (190)
It 1 It Lt 1
T2 < (O'+T)HWO(L,)H |Sl’t| (‘Sl’t |Sl7t| ) (191)
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Fory, =1,s € Skt and j € S;’f, by (223), (224), and (225), we have

WS WPz, - wz,))|

t
t ® T b T
=IWS) (p1—p2+ 2t nz Sooviows) o -ad Y viows) )

b= lzewm(b) b=1 icl(b)
by T (b T
S0 Y wowd -0y Y wows)
b=1 i¢ W, (b) b=1 igU(b)
1-2 t 1
(52 e +2 an )—o—7)
neBb nGBb
pn(b) & 1—2p)n(t+1)2 m
b 33 O (G 3 S 5 ),
b=1 neBb, neBy neBy
(192)
n €ntm ntm  Ent’m
||W0t() )(W‘(/t):ps WVt) )H < 4+ ( = )2. (193)

Given ¢ € W;(0), with regard to P», we first consider the case when ¢ = 0. Then with probability at
least 1 — (MZ)=C for C,C" > 0, when z = 2,

N
1 .
=1 - (194)
‘|5“le| 1D; NN log|s™t| _ 1
N [S™f] -~ poly(Z)’
1 X
‘WZIU € SH AN - Su| Z [j € S A N]
=1 =t (195)
‘lsltﬂ/\/’l ‘Nz% 10g|8”’t| < 1
S| N [S™t -~ poly(Z)
For z = z,,ify; = 1
1 1 1
|(D1U D) N D |
Therefore, we have
[SE AN [SE NN - IV 1 (197,
|kt IS AN 4+ |SE (v =N T IV A+ [V =N poly(Z)
For: = 3,4,---, M, when z = z,,, we can derive
SENW-ND]_V-N] L e _ISInW-ND] L e e
SN T IV ol T s N po(2)
S AW =AY _ISEN V=N o)
ol = X : (199)
ISht AN Eriali¥d poly(Z)
Hence, we have
l,t 1 Lt _ 1 ;,t 1 Lt _ 1
|She| St poly(z)
SE NSOV =N ISEOMIS v -l 1 o)

| |85 = poly(z)’

|41 |
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Then take the case where g is the class-relevant pattern as an example, we have

SV N LS - M) 018

(8™ —NM) NS

P+ T >( 1— )2 : —(1+40)?-
I S (1+0) [Stife
|Sht N N7 NS (1-2p)3 pa(b)m fnt m
e ) g Sy L p|? + 1
b=1neB,

Sl’t| \Sl’tﬂ/\/'l|—|8l’tﬂj\/'l| (1-2p)3 pn(b)m fnt m
>(1— 2. | 1 1 z 2 2zl n 2
N( U) |Sl’t| |Sl’t| n B b§ / ;EB ) || 1H
neby,
(202)

given that
Ty := Z Wo,. ., stcssoftmaxl(wsW;Wle + u(ll)b(t))
SESLINNFN(SL USLY)

Z softmax;(z,. ' W Wox; + u?nl) b))

resht-N1-Syt -5 (203)
- > Wo,, ., Wy ,softmax (x,Wx Woz; +uf, b")

se(Sht—NHN(SLushh)
Z softmax; (x,. ' W Wz, + u(TT,J)b(t)),
rESLINNF =S4t -8t

and
73 tPm?3

Tal < (0 +7)

|| | - (204)

poly( )
One can obtain the opposite conclusion if

SO A] VoA e IS v =Nl e
ISt aNy T IV poly(Z) — |Sf’t NN poly(Z)
y SNV -ND o)
S NN poly(Z)

(205)

We can conclude that b, will increase during the updates with the condition (198) and decrease with
the condition (205). When ¢ is large, given that |N!| = ©(|S"!|), define

_ OV _ inlp®
K : rzneag{bz} rzrélg{bz 1. (206)

Therefore,
P+ T3
(@iawa?ﬁwaw“ann$ﬂ
R K|su AN + |51 — NT))2

1—2p) .
G O pzzp S 2

b=1neB,

K[S7' - (ST NN = IS5 nNE)) (1 —2p)° pa(b)m Ent*m
>(1 _ 2, 1 1 z 2 zl/ . n
=0 s AN e —NE B 2 X o

—(1+0)%-

(8" — N N8P KIS NAF N Sy! )
(K[SM NN+ (85 — )2

~

S
|

SPONI IS 0N (=2 5~ 5~ pulm 0t

>(1—0g)2.
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By combining (185), (190), (191), and 207, we can derive,

1 Z 8Loss OLoss(X™, yn)

neBb
Z 1*217 Z Z pn(b)m? (fﬂt m) o1 % 52| |Si’tﬂNzl|_‘5;’etmNzl|
NUB ) p1 St K|St

neBy b=1neBy

(208)
Ifu(sxl)z* -
OLoss(X", yn)
T t+1 t 7 n
ul (b b0) =y 3 S (209)
neBy #
(b
t t It 1 L.t 1
1 (1—2p)3 P (b)m? nt2 s alST NN =[S NN
>n— RSl .12
IV DS by ETMEIRTIRLL b
b=1nebBb, b=1neB,
(210)

If we want to compute the difference term bg) — b(t) note that we only need to study the differences

in P3 + T3 given the previous analysis. Since that the term WO(,,,.) W‘/:cssoftmaxl(:I:SWI—{r Wox; +
uz;’l)b(t)) is larger when s € N, we can bound the difference P; + T3 using terms in (207). To
find the lower bound, we apply the result in (192) and then directly use the fraction of sampled nodes
in different neighborhoods because concentration bounds can control the error. To be more specific,
on the one hand, if NV. é is too small for one z € [Z — 1] and [ € V, the left-hand side of (200), (201),
and (202) are close to zero, and these three equations still hold. On the other hand, if we want to
see whether terms (200) and (201) with z = 2z, are larger them with other z # z,,, we have the
following derivation. Take (200) as an example,

DL ANID; N (Y = N~ [D; A NYIDE A (Y = N = [DL AN - [Dy] — [Di A - D).
@211)
DLAN ([P0 (V= A2 )| = [Din AL (1D A (v = AL )
~(IDL ANID: A (V= M| = 1D ANIDL A (V = AD)))
=(IDL NN, |~ [DL AN - D3] — (1D AL, [ = [Di N VY)) - DL

—(NY T INDD - YD — (1D AN | — 1D AN - 1D
_(|sz| ‘NzD 2|D1| (‘Dlmsz‘ |DlmNzD |D*| (212)

Yd Yd
+(IDinAN, |- W,im\g — (DL NN - Wilg)) arx

— DL, NN}

1
_§(|Dl NN T

Zm

— (DL NN = DY N AT))) - D]
=0,

where the first step is by (211), the second step comes from mathematical derivation, the third step is
obtained from that p;, © = 2,3, -+, M is uniformly distributed in the whole graph, and the last step
is by the definition of z,, in (6). We can derive (201) in the same way. Hence,

bgt) _ bgt)
(1- 2p P (b)m? 57715 m 2 Vd
>
nB ; Z Z D el / 21 A o13)
neBby b=1neB,

ISYE AN |- |s;: NN, | |si=t NN = S5 NN
K|Sl,t| o K|8l,t|

Note that finally 7" = ©(1). Therefore, K = ©(1).
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Proof of Lemma 7:

For the gradient of Wy,
OLoss, 1 Z OLoss(X ™, y,) OF(X™)
oWy OF(X™) oWy

neby
1 m
=5 Z(—yl)ai]l[Wou,.) Z Wy a;softmax; (x| Wi Woxz; + u(TSJ)b) > 0]
neBy i=1 seSt:t
'Wo(z Z softmaxl(a:.g WKWQa:l +u(§l)b) s .

seSt:t

Consider a node n where y,, = 1. Letl € S”’t

Z softmaxn(a:sTW( )T Wg)wn + u b(t)) > pu(t).
SGS{L’t

Then for j € S¥*, g € V,

OLoss(X™, yn)
5> oW

nEB

W(f)

(214)

(215)

i T
:E Z(—yz) Zai]l[ngi,‘) Z softmaxl(msTWI((t) Wg);cl + U(Ts,l)b(t))W‘g)ccs > 0]

lEBy i=1 seSht

T T
Wg’()iv) Z softmaxl(wsTWI((t) Wg)wl—i-ual)b(t))ws—rwj

seSnt
(> ViyWo, "+ > AVit)Wo, "),
iEWL(0) igWi(0)

If i € W;(0), we have

S X -
2B neBb+
Similarly, if i € 2 (t),
1 — 2
V; N p Z 7pn
nEBb,

if ¢ is an unlucky neuron, by Hoeffding’s inequality in (19), we have

11
Vi)l S—= -

a.

Uo

Therefore, we can derive

® T
_”Z O(z Z V WOQ)
JEWI(0)
1 3 nt* (1 - 2p) m 2
—Mn b : Y - s ——FMn t b)
o) (S5 3 LIS T )
b=1 n€Bb+ neBy neBy
t
b
> Wor, X1 ViWep
b=1 JEU; 1 (0) -
77 pn t
EZ S O 2y,
b=1n€eBy
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ntm|p|*
“nitWo., >, VilhWo,, S5 IWS) I (222)
JEWL(0)Uly,7,(0))
Hence,
()Ifj € S foronen € V,
(t+1) o _ (8 n OLOsS(X™, Yn) |11 (1) .m
W W - 77( 8WV WV ):B]
t+1 @ T t+1 w T (223)
=pi-ny, Y VOWs ) > AW +z().
b=14iEW(,b) b=14i¢Wn (b)
(2)If j € S5, we have
OLoss(X™, y,)
t+1 0 yIn 0
W‘(/ ):cj = W‘(, )m? - n(—aWV W‘(, ))a:;l
t+1 o T t+1 w T (224)
=p2—n)_ > ViOWS  —nd > AOWS) -+ z(0).
b=1icl(b) b=1 i¢U(b)

(B)Ifj € 8™ /(S" USY"), we have

(D) g — PO g OLosS( X", Yn) |1x,(0)\ .0
Wy, Wy ] —n(T‘/n Wy, )a}j
t+1 m o T (225)
=pe—n D Y AGOWS) -+ z().
b=1 i=1
Here
|z (t)]] < (o +7) (226)

for ¢ > 1. Note that this Lemma also holds when ¢ = 1.

Proof of Lemma 9:
We prove this lemma by induction.
When ¢t = 0. For i € W;(0) and [ € Dy, we have that

T
ngl)( Z softmaxl(wsTWI((t) Wét)wl+0)pl+z(0)+z Wjﬂ(())pj) >&0(1)—o—1) > 0.

sesy”* j#1
(227)
Hence, the conclusion holds. When ¢ = 1, we have
Wi v
.
:Wét()i’_) ( Z softmaxl(:psTWI((t) Wg):cl + uzrs’l)b(”)m +z(t) + Z Wi (t)p;
seSP j#1 (228)
- ® T ® T
“ad (Y VWS Y Vienws) ).
b=0 ieW,;(0) i¢W,(0)

Denote 6! as the angle between V;(0) and W(O) . Since that W(O) is initialized uniformed on the
mg — 1-sphere, we have E[0}] = 0. By Hoeffdlng s inequality (19), we have

log N

1 ,
9? _ 0! 229
[wn 2 on 2 =V 227
1€W;(0)
with probability of at least 1 — N _10. When m 2> M?log N, we can obtain that
1 . - 1
_ 0, — El6; —). 230
I = o - < ogp (230)

1€W;(0)
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Therefore, for ¢ € W;(0), we have

t—1
(b)
Woi, . > W, | >0 (231)
b=0ieW;(0)

Similarly, we have that Zz;é 2 i Wi (0) Wgz)l) is close to —V;"(0). Given that A < 1, we can
approximately acquire that

t—1
0 b T b T
~WE > (> VWS o+ T iaws) ) >o. (232)
b=0 €W, (0) igWi(0)

After the first iterations, we know that u (s, b(f) increases the most from (s, b(o) by 74 fraction
of discriminative nodes if s € ! . Because the softmax is based exponentlal functlons the most
T
significance increase in ! enlarges Y- _sr.¢ softmax; (z, T W Wg)acl +uf l)b(t)). Since that
m < 1 k)
i € Wy (0), we then have

.
WS (Y softmaxi(@, W W@+ ul ,b0)p1 +2(t) + Y W (t)p;) > 0. (233)
seST j#1
Therefore, we have
W) v (t) > 0. (234)

Meanwhile, the addition from ngz , o Wél() ) is approximately a summation of multiple V;(0)

such that ng _)Vj(O) > 0and j € S7. Therefore, ‘/j(O)TW(O) > 0. Therefore, we can obtain

wgngl(@ > 0. (235)

(2) Suppose that the conclusion holds when ¢t = s. When ¢ = s + 1, we can follow the derivation
of the case where ¢ = 1. Although the unit vector of Wg?_ , ho longer follows a uniform distribution,

we know that (229) holds since the angle is bounded and has a mean which is very close to V;(0).
Then, the conclusion still holds.
One can develop the proof for U ,,(0) following the above steps.

E EXTENSION OF OUR ANALYSIS AND ADDITIONAL DISCUSSION

E.1 ASSUMPTION ON THE PRE-TRAINED MODEL

For the assumption on the pre-trained model, we provide the following discussion.

We would like to clarify that the training problem of the graph transformer (GT) is very challenging
to analyze due to its significant non-convexity, and some form of assumptions is needed to facilitate
the analysis. In fact, even for the conventional Transformers, the existing state-of-the-art theoretical
optimization and generalization analyses all make some assumptions on the data, embedding or initial

models, or make further simplifications on the Transformer model. For example, ( )
assumes orthogonality on the raw data. ( ) simplifies the self-attention layer by only
considering the positional encoding (PE). ( ); ( ) use linear activation in
the MLP layer. About the initialization, ( , ) assumes orthogonality on the initialization
of embeddings. ( ) requires that the initialization of the query embedding is close
to the optimal solution.

The initialization assumption made in our manuscript is the same as ( , ) but for a
GT. We would like to emphasize that our initialization assumption is at least no stronger than the
existing initialization assumptions in ( , ) and ( , ). Notably, our

work proposes a novel theoretical framework for the training dynamics and generalization of GT
for the first time, where the number of trainable parameters is more than the above existing works.
Third, although we have assumptions on the initialization for theoretical analysis, our experiments on
real-world datasets in Section 5.2 are implemented from random initialization. The performance is
aligned with our theoretical findings.
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E.2 EXTENSION TO OTHER POSITIONAL ENCODINGS

Our theoretical analysis is general and can be applied to different positional encodings. Specifically,
Theorem 4.1 is based on proving these two parts, (i) the success of positional encoding, i.e., the
positional encoding can identify the correct structure information (which is the core neighborhood
in our data model), (ii) if structural information is known, analyzing the sample complexity and
convergence rate of Graph Transformer. We next discuss the extension of both parts to other positional
encoding separately.

For part (i), the success of positional encoding, because different types of positional encoding can
learn different types of structure information the best, this analysis needs to be case-by-case for
different positional encoding. However, our technique and insight can be potentially useful with some
modifications to other positional encodings. For example, Laplacian eigenvectors can essentially
divide a graph into several clusters considering its relationship to spectral clustering (

) and would work best for a data model where data labels depend on clusters. Moreover, Random
Walk PE can encode structural information such as whether the node is part of an m-long circle

( , ). Degree PE ( , ), one of the standard centrality measures,
can capture the local degree information. PE using distance from the centroid of the whole graph
( , ) can represent global distance information. Our techniques in analyzing

the core neighborhood can be useful in analyzing these positional encodings. Similarly to our
framework of the core neighborhood, where a large amount of class-relevant nodes is located, one
can respectively construct data models for these positional encodings where class-relevant nodes
are dominant for nodes within the corresponding structures, such as a cluster, an m-long circle, a
certain degree, and a certain distance to the centroid of the whole graph. The remaining step of the
generalization analysis is to learn this data model by Graph Transformer using positional encoding,
which is elaborated in detail in the next paragraph.

For part (ii), our proof technique can be easily generalized to other positional encodings with some
straightforward transformation. Specifically, positional encoding can be divided into absolute and
relative positional encodings. What we study in this work belongs to relative positional encodings.
Absolute positional encodings can be formulated as a concatenation to the initial node feature, either
by their raw definition ( s ; s ) or by transferring from a bias
term ( , YWz +a=(W, W) ,b'")T, where the trainable positional
encoding a is transferred into a fixed augmented feature b’ and a trainable augmented weight W),
The structural information is then incorporated into the node representation (x,b’). Denote the
positional encoding b’ for a query node q as b;. Denote the PE of one core-neighborhood node ¢ and
one other neighboring node o for this query node as b, and b, respectively. Suppose all the b’ are
normalized. Then, given that the defined positional encoding b’ can locate the core neighborhood,
i.e., the distance between b/, and b/, is much smaller than the distance between by, and by, we can
deduce that the inner product between b/, and b; is much larger than the inner product between b/, and
b; This leads to a dominant attention weight between the query node ¢ and the core-neighborhood
node c based on the definition of self-attention. Then, one could ignore other neighbors and focus
only on core-neighborhood nodes when computing the Graph Transformer output. Then the proof in
Theorem 4.1 for part (ii) applies directly.

E.3 EXTENSION OF THE ANALYSIS ON GAT

From a high-level understanding, a one-layer GAT can be regarded as a Graph Transformer that only
uses distance-1 neighborhood information. Therefore, our Theorem 4.3 can be applied to analyze the
generalization of a one-layer GAT when its self-attention follows the self-attention mechanism in 1
of our manuscript, given the distance-1 neighborhood as the core neighborhood. From a perspective
of training dynamics, GAT's also share a common mechanism that computes the aggregation based on
the similarity between node features as Graph Transformer does, although the attention layer of GAT
( s ) is different. In this sense, one-layer GAT can generalize as well as Graph
Transformer if the graph satisfies that the latent core neighborhood is the distance-1/distance-small
neighborhood, such as homophilous graphs. The generalization analysis of using GATs on graphs
with a larger distance of core neighborhoods and its comparison with graph transformers needs more
effort, and we will leave it as future work.
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E.4 EXTENSION TO GRAPH CLASSIFICATION PROBLEMS

Since we aim to make a comparison with GCN, which focuses more on node classification tasks,
our work also mainly studies node classification. However, our analysis is extendable to graph
classification tasks. Consider a supervised-learning binary classification problem on a set of graphs
{G:} . Denote the feature matrix of the graph G; by X;. Following ( , ;

, ), we apply “Mean” or “Sum” as the READOUT function. Hence, we have

F(X,)=K Z a, Relu(Wo Z vassoftmaxn(msTW;WQccn + u(TS,n)b)). (236)
neT? seTt

where K = 1 if READOUT is“Sum”, and K = 1/|7;| if READOUT is “Mean”. When we compute
the gradients, the only difference is that we sum up or average over all nodes in each graph.

Data Model The data model follows from Section 4.2. The difference is that the core neighborhood
is defined based on the graph label, i.e., we assume the ground truth graph label is determined by
the summation/mean of the majority vote of ft1, po nodes in the core neighborhood for some nodes
in each graph. This is motivated by graph classification on social networks, where the connections
between the central person and other people in the graph decide the graph label. For example, if
Zm = 2 and the distance-z,, neighborhood of nodes in R determines the label, then for the ground
truth graph label §; = 1, D} N (UjeriN? )| is larger than |D5 N (Ujer: N7 )|, where D} and D
are the set of w1 nodes and po nodes in G;. Such a data model ensures that the graph label comes
from the graph structure. Meanwhile, it prevents us from assuming a more trivial model where the
number of p; nodes and po nodes in each graph indicates the label and no graph information is used,
which is almost the same as that in the ViT work ( s ). Hence, when we compute the
graph-level output, the distance-z,, neighborhood of nodes in R still plays a vital role. Then, we
can apply the generalization analysis of node classification based on the core neighborhood to the
graph classification problem.

E.5 EXTENSION TO MULTI-CLASSIFICATION

Consider the classification problem with four classes. We use the label y € {+1, —1}? to denote
the corresponding class. Similarly to the previous setup, there are four orthogonal discriminative
patterns. We have @ = (a1, az), Wo = (Wop,, Wo,), Wy = (Wy,, Wy,), Wk = (Wk,, Wk,),
Wq = (Wq,,Wg,), and b = (b1, b2). Hence, we define

F(ch) = (Fl(mn)7F2(mn))7 (237)

Fi(x,) = a] Relu(Wp, Z Wvla:ssoftmaxn(alrzs—rWI—(F1 Wao, x, + u&n)bl)), (238)
seT"

Fy(x,) = aq Relu(Wp, Z Wy, zgsoftmax, (z, ' Wi, Wo,, + u&n)bg)). (239)
s€TS

The dataset D can be divided into four groups as

Al ={(X", yn)lyn = (1, 1)},
={(X", yn)lyn = (1,-1)},
" (240)
{(X 7yn)|yn = (717 1)}7
A4 _{(Xnvy'rz)|yn = (_17 _1)}
The hinge loss function for data (X, y,,) will be
Loss(@p, Yn) = max{l — ynTF(wn),O}. (241)

Therefore, when computing the gradient, the problem becomes a binary classification. One can
make derivations following the binary case. One notable difference is that we can assume two core
neighborhoods for this four-classification problem.
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E.6 COMPARISION WITH OTHER FRAMEWORKS OF ANALYSIS

In this section, we provide a comparison with other frameworks of analysis.

First, we focus on five other frameworks: Rademacher complexity, algorithmic stability, PAC-
Bayesian, model recovery, and neural tangent kernel (NTK). Rademacher complexity (Tolstikhin
et al., 2014; Garg et al., 2020; Esser et al., 2021), algorithmic stability (Verma & Zhang, 2019),
and PAC-Bayesian (Liao et al., 2021) only focus on the generalization gap, which is the difference
between the empirical risk and the population risk function, for a given GCN model with arbitrary
parameters and the number of layers (Liao et al., 2021). They do not discuss how to train a model
to achieve a small training loss. In contrast, our framework involves the convergence analysis of
GCN/Graph Transformers using SGD on a class of target functions and the generalization gap with
the trained model. The zero generalization we achieve is zero population risk, which means the
learned model from the training is guaranteed to have the desired generalization on the testing data.
The model recovery framework (Zhang et al., 2020b) requires a tensor initialization to locate the
initial parameter close to the ground truth weight. For the NTK (Du et al., 2019) framework, they
need an impractical condition of an infinitely wide network to linearize the model around the random
initialization.

Then, we compare existing works on Transformers. As far as we know, the state-of-the-art gen-
eralization analysis on other Transformers (Li et al., 2023a; Tarzanagh et al., 2023; Oymak et al.,
2023; Tian et al., 2023) did not consider any graph-based labelling function and trainable positional
encoding, which are crucial and necessary for node classification tasks. However, we cover these in
the formulation and provide the training dynamics and generalization analysis accordingly.
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