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ABSTRACT

Understanding how transformers learn and utilize hidden connections between
words is crucial to understand the behavior of large language models. To study
this mechanism, we consider the task of two-mixture of linear classification which
features a hidden correspondence structure between words, and study the training
dynamics of a symmetric two-headed transformer with ReLU neurons. Motivated
by the stage-wise learning phenomenon observed in our experiments, we design
and theoretically analyze a three-stage training algorithm, which can effectively
characterize the actual gradient descent dynamics when we simultaneously train
the neuron weights and the softmax attention. The first stage is a neuron learning
stage, where the neurons align with the underlying signals. The second stage is
an attention feature learning stage, where we analyze the feature learning process
of how the attention learns to utilize the relationship between the tokens to solve
certain hard samples. In the meantime, the attention features evolve from a nearly
non-separable state (at the initialization) to a well-separated state. The third stage
is a convergence stage, where the population loss is driven towards zero. The
key technique in our analysis of softmax attention is to identify a critical sub-
system inside a large dynamical system and bound the growth of the non-linear
sub-system by a linear system. Finally, we discuss the setting with more than
two mixtures. We empirically show the difficulty of generalizing our analysis of
the gradient flow dynamics to the case even when the number of mixtures equals
three, although the transformer can still successfully learn such distribution. On
the other hand, we show by construction that there exists a transformer that can
solve mixture of linear classification given any arbitrary number of mixtures.

1 INTRODUCTION

Since the invention of self-attention (Vaswani et al.l [2017)), transformers have become the dominat-
ing backbone architecture in many machine learning applications such as computer vision (Doso-
vitskiy et al.l [2020; [Liu et al., [2021)), natural language processing (Devlin et al., 2018)) and protein
structure prediction (Jumper et al., 2021). Within the past two years, ChatGPT and GPT-4 (OpenAl,
2023} | Bubeck et al.| 2023) along with other large language models (LLMs) (Touvron et al., 2023}
Manyika & Hsiao| 2023} |Geminil 2023} |Anthropic}, [2024)) have demonstrated astonishing abilities
in language understanding, math Olympiad (AlphaProof & AlphaGeometry,|2024) and coding, etc.

Despite the wide range of success of transformers, how those models can achieve such impressive
performance still remains largely unknown. One mystery lies in how transformers are trained to
utilize the connections between words to solve various tasks. For example, consider the prompt
“Bob is watching television in the living room. Where is Bob?”. To answer the question, the model
must utilize the (hidden) correspondence between “Where” and “living room”.

There are many previous works studying the mechanism of self-attention under different settings
through training dynamics such as (Li et al.| |2024b}; [Huang et al.| [2024; Li et al.| 2022} Tarzanagh
et al.,|2023bja; |Vasudeva et al.,2024). However, many of those previous works were either focusing
on attentions that are position-based or studying a setting where the words in the dictionary don’t
have explicit relationships between each other. The goal of this work is to study some simple yet
informative setting such that we can get a clear understanding how the softmax attention learns and
utilizes certain connections between words to solve tasks through training. To achieve this goal, we
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consider the task of mixtures of linear classification. In this task, we have a dictionary consisting
of group identifiers and classification features, and there is a hidden correspondence structure:
each group identifier is associated with one classification feature. Each input contains a group
identifier and a corresponding signed classification feature. The rest of tokens are sampled from
signed classification features from other groups. The label of the sequence is determined by the sign
of the classification feature corresponding to the group identifier. Thus, a model needs to capture the
correspondence structure between group identifiers and classification features to solve this task. To
see how attention can solve this task, later in our training dynamics analysis, we are going to show
that the softmax attention builds such correspondence structure by allocating more weights on the
group identifier when it sees classification feature queries.

Although the intuition suggests that we can construct a transformer to solve this task, it is still
unknown that how the transformer models can be frained to learn such a hidden correspondence
structure. This inspires the following intriguing question:

How do transformers learn and utilize the hidden correspondence structure to
solve mixture of linear classification via gradient descent?

Our contributions. In this work, we study the training dynamics of a two-headed transformer given
two mixtures. Our contributions are summarized as follows:

1. As a guidance for our theory, we first conduct experiments to observe the training dynamics
of the transformer where we train all the weights simultaneously. Our experiment results
show a clear stage-wise learning phenomenon where the neuron weights learn before the
attention modules.

2. Motivated by our experimental observations, we design a three-stage layer-wise training al-
gorithm and further analyze its gradient flow dynamics. We characterize the feature learn-
ing process where the attention features evolve from a nearly non-separable state to a well-
separated state. In particular, our analysis captures how the self-attention associates the
group signals and classification signals to solve this task. Our analysis closely reflects the
actual behavior of the gradient descent dynamics when we train all weights simultaneously.

3. In order to analyze the change in softmax attention, we formulate a set of relevant variables
whose evolution can be characterized by a large non-linear dynamical system of ordinary
differential equations. To make the analysis of the dynamical system tractable, we reduce
the dimension of the system by identifying some key variables and forming a smaller sub-
system. We are able to relate the evolution of the smaller system with a linear dynamical
system to track its dynamics. Our proof techniques can be of independent interest.

4. We explore the training dynamics of the transformers when the number of mixtures goes
beyond two. We empirically show the difficulty of analyzing training dynamics even when
the number of mixture equals three, although the two-headed transformer model can still
learn this distribution. On the other hand, we give a general two-headed transformer con-
struction that can solve mixture of linear classification given arbitrary number of mixtures.

1.1 RELATED WORK

Mixture of linear regression/classification. Mixture of linear regression/classification is a classi-
cal model in statistics and machine learning (De Veauxl {1989; Jordan & Jacobs) |1994) which was
applied in areas such as object recognition (Quattoni et al., 2004) and machine translation (Liang
et al.|[2006). This problem can be solved by tensor-based methods (Anandkumar et al.||2014;2012;
Hsu et al., 2012; Chaganty & Liang} [2013)) and the expectation-maximization algorithm (Khalili &
Chen, 2007; |Y1 et al., 2014; Balakrishnan et al., 2017; |Wang et al., 2015). Previously, mixture of
linear classification has been used in studying mixtures of experts (Chen et al., [2022).

Training dynamics of transformers. The training dynamics of transformers have been studied
under various settings. One particular category is in-context learning. For example, in-context linear
regression has been studied under linear attention (Zhang et al., [2024), softmax attention (Huang
et al., |2023)), non-linear embedding (Yang et al.), and multi-task with multiple heads (Chen et al.,
2024). Other in-context learning settings include classification (Li et al., [2024b), causal structure
(Nichani et al.| [2024)), Markov chain or n-gram (Edelman et al.l [2024; Makkuva et al., 2024} |Chen
et al.), nearest neighbor (Li et al.||2024c) and chain-of-thought (Li et al., [2024a)).
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For non-in-context settings, it has been shown that trained transformer can learn spatial structures
(Jelassi et al., 2022), topic models (L1 et al.| 2023b), and feature-position correlation (Huang et al.,
2024)). In addition, (Tian et al.l[2023) showed that self-attention behaves like a discriminative scan
algorithm. There is one line of works studying a setting where the attention weight can converge
to a SVM solution (Tarzanagh et al., 2023bja; |Vasudeva et al., [2024). In addition, (L1 et al., [2022)
studied a classification task with label-relevant and label-irrelevant tokens. (Li et al., |2023a) pro-
vided analysis of training graph transformers for node classification tasks. (Wang et al.) showed
transformers can learn a sparse token selection task which lead to an optimization-based separation
between transformers and MLPs. There are also works trying to prove convergence of transformer
training via NTK (Wu et al.|, [2023; |Deora et al.) and mean-field (Kim & Suzukil [2024; |Gao et al.).

Our work also study a non-in-context learning setting. However, many of the previous works were
either considering attentions that are position-based or studying a setting where the words don’t
have explicit relationships with each other. Our study complements the above work by considering
a setting where the dictionary possesses a correspondence structure.

2  SETTINGS

Notations. For a vector v € R?, we use diag(v) to denote a diagonal matrix with v being the
diagonal entries. When we subtract the vector v by a scalar a, we subtract each entry of v by q, i.e.,
v—a € R%and (v —a); = v; — a. For a set S with elements in R and |S| = n, we can vectorize

the set S in any arbitrary but fixed order and denote the vector as vec(S) € R"”. We use §~2, 0,0 to
hide polylogarithmic factors.

2.1 DATA DISTRIBUTION

Definition 2.1 (Mixture of linear classification). Define the K -mixture of linear classification data
distribution D as follows: Assume d > 2K. Let C = {Ck}§:1 C R? denote the group signals and
V= {Uk}ff:l C R? denote the classification signals, where C UV is orthonormal. Let L be the
number of tokens per sample. Each data entry (X,y) € R>*L x {41} is created as follows:

1. Sample y ~ Uniform({£1}).
2. Sample k ~ Uniform([K]) and ly ~ Uniform([L]). Set X;, = c.

3. Sample Iy ~ Uniform([L]\ {lo}) and set X}, = yvy.

4. Foreachly € [L)\ {lo, 11}, sample k' v Uniform([K]\ {k}) and set X;, = evis, where
e VR Uniform({£1}).

Based on our data distribution, the model needs to utilize the correspondence between the group
signals and classification signals to solve this task. We further elaborate our data model as follows.
We take the sequence X = [c1, y2v2, Y101, y3vs] with y1, 42, y3 € {£1} as an example. Based on
the form of X, the token ¢y indicates that this instance is in group 1. Then the label of this sequence
depends on the sign associated with v; (that shares the same index with ¢;), and hence is given by

Yi-

For the training dynamics part of this work, we consider X' = 2 and L = 3, and we discuss the
setting with arbitrary number of mixtures in Section [] Since the samples are invariant of permu-
tation between tokens, we can ignore the order of the tokens and define Xy, s & = (cx, Svk, S'Uk)
for k # k' € [2],s,8 € {£1}. We refer to the samples X, 5 s as consistent samples and samples
X},s,—s as conflicting samples.

2.2 TRANSFORMER ARCHITECTURE AND LOSS FUNCTION

Given inputs X € R L we first define a single softmax attention head H : R¥*L — R as
L
H(X)= Z w ' Xsoftmax (XTI/VI—(r Wo:)
=1
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where w € R, b € R, Wi, Wg € R™*4, and z; denotes the [-th token in X . Then, we define our
one-layer symmetric two-headed transformer with ReLU neurons f : R¥*% — R as

f(X) =0 (Hi(X)+b) —o (H-(X) +) (D

where b € R and o is the ReLU activation function. We denote the weights in H as
wy, Wiy, Wo4 and similarly for H_. We introduce a shorthand notation Ky = Wk, X
and Q4 = Wgo4X. For p,v € X, we define the output of attention, or softmax probabil-
ity, as pé:)NAkHJ(X) = softmax (XTWI—{F_,’_WQJ,_/J) o’ where [(v) denotes the index such that

(v

Xl(u) = V.

Loss Function. We train w.+, Wi, W4 to minimize the population loss E(x ) [¢(y f(X))] where
£(z) = log (1 + exp (—x)) is the binary cross-entropy loss. The gradient of the cross-entropy loss

is given as /() = — 7= and we denote g(z) := 1/(1 +e").

3 GUIDING EXPERIMENTS AND ALGORITHM

3.1 EXPERIMENT RESULTS

To understand the dynamics of the training process, we train the two-headed transformer in Equa-
tion (I) on the data distribution in Definition[2.1] In our experiments, all the weights in the trans-
former are trained simultaneously via gradient descent with learning rate 0.1.

Loss Neuron alignment with signals Scores

i e R N
— auzkwz

o 1000 2000 3000 4000 5000 0 2000 4000 6000 8000 10000 12000 14000 0 2000 4000 6000 8000 10000 12000 14000

(a) Loss (b) Neuron alignments (c) Attention scores

Figure 1: Experiment results. The attention scores and neuron alignment are of the positive head.

We make the following observations from our experimental results in Figure[I] which will guide us
to further develop our three-stage training algorithm and our analysis in Section 4}

* Learning for different types of samples follows different orders. From Figure|la} the loss
for the samples with consistent signs drops in the early stage of training, while the loss for
the samples with conflicting signs only start to drop after sufficient amount of training.

* There is also a learning order of the weights. From Figure the neuron weights start to
align with the underlying signals since the beginning of the training. On the other hand, by
Figure|lc| only after sufficient amount of training, the attention scores start to exhibit no-
ticeable change. We further conduct experiments by fixing the neuron weights as Gaussian
and only training the attention. Our results show that the model is not trainable in this case.

* The time when the attention scores exhibit noticeable change coincides with the time when
the loss for samples with conflicting signs drops. This suggests that attentions play a central
role in learning those samples.

* The attention weights are positively associating the group signals and classification signals
from the same group and negatively associating them from different groups. This can

be seen from Figure |lc| that the score clTW;(t)IWC(ﬁvl is increasing to a large positive

magnitude and the score ¢; WI(E)J ngrvg is decreasing to a large negative magnitude.

In order to understand the mechanism of neurons and attentions separately, the second observation
suggests to decompose the training process into stages: neurons are trained first, followed by training
the attention. The process can be finished by training neurons again to drive the loss towards zero.
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3.2 THREE-STAGE TRAINING ALGORITHM

Motivated by our experiment results, we introduce our three-stage layer-wise training algorithm in
Algorithm [I] In our layer-wise training algorithm, in the first stage we train the neuron weights
w4, w—_. In the second stage, we train the attention weights Wy, Wo4, Wik _, Wgo_ on the sam-
ples with conflicting signs. In the third stage, we train the neuron weights again. Our algorithm
design closely reflects our experimental observation in Section 3]

Algorithm 1 Three-stage Training

Initialize wf ) W]((Oi, Wc(goi) ~ N(0, WQ%) and b to be a sufficiently small positive constant
such as 1/2.
while t < T do > Stage 1: training the neuron weights with all samples
dw'?
Ti()z —1(E)(x,y> [V%)ﬁ(yfg(X )l
t t
[WKivWQi] = Wki, WQQ'

end while
while ¢ € [T7,T5] do > Stage 2: training the softmax attention with the conflicting samples
d[W(t) 7w(t)]
Kﬁt L = 7E(X7y) [V[WK17WQi]£(yf(t) (X))|X = Xk.,s,—sy
’U)(t) _ w(Tl)
+ =wi .
end while
while ¢t € [T, T5] do > Stage 3: training the neuron weights to minimize the population loss
dw(®
—i = ~Exy [V, Ly fO X)),
(t) @1 — ™) iy (T2)
[WK:tv Q:I:] - [ K+ vWQ:I: }
end while

4 MAIN RESULTS

Before we state the main results, we first introduce the parameter conditions used in our analysis.

Condition 1. We use the following parameter conditions:

* The attention initialization scale satisfies w < C' < 1 for some sufficiently small constant

C.

« The attention weight embedding dimension m > €(1).

We now state the guarantee for Algorithm |1| under an idealized infinite-width transformer model
which we will introduce later in Definition Our experiment results show that this idealized
model is indeed an accurate model that captures the real training dynamics.

Theorem 4.1 (Main theorem). Under Condition |I| and the infinite-width transformer model in
Definition for 1/e < O(poly(m)), there exists Ty = O(1), To — T1 = O(log(1/w)),
T3 — Ty = O(1/€) such that after running Algorithm we have E[¢(y (™) (X))] < €. The neuron
weights of the transformer satisfies

* Positive alignment with the signed classification signals wiTB)Tvk = é(l) and
(T5)T e
w2 (—vg) = O(1).

e Positive alignment with the group signals wiTg ey, = O(1).

o Symmetry between heads and groups: wg_Ta)Tvk = w(_TS)T(*

(T5)T (TB)TCk _ w(_Ta)T wg_TB)T

_ o (T3)T
w+ Vg, U)+ Ck, C1 = w+ Co.

In particular, the output of the softmax attention for sample X,  _ satisfies the following properties:
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* Concentration on the group signal key:

P (X)L (X ) = O(1)

qv1,k<ci - pq<—'u1,k<—cl

BT e (X o) =™ (Xg o) = O(1)

pq(——vz,lﬂ—cl _pq<——v27k<—cl

(+,T3) (X17+7_) (—=,T3) (X17+7_) >0

pq(—cl,kx—cl - pq(—cl,k:(fcl

* Near symmetry within a single attention head:

P (Ka) = T (K1 o)| < Ow)

qv1,kv1 T Py k——va
(+,T3) (+,T3) N
pq{——vz,k:<—v1 (X17+7—) - pq<——v2,k<——v2 (X17+7_) < O(w)

(1) (X1,4,-) (hTs) (X1,+77)‘ < O(w).

‘pqecl,kevl - pq(—cl,k(—fﬂg

We now describe how the transformer can correctly classify the sample X;  _. Based on Theo-
rem the output of the transformer f(73)(X 1,4,—) can be analyzed as follows: by the attention’s

concentration on the group signal key, we have

wiTs)Tcl ( (+,T3) (X1’+,7) +p(+’T3) (XLJr’f) (+Ts) (Xl,Jr,*))

pq<—vl,k<—c1 q+——va,k<c1 +pq<—cl,k<—c1

— w(_T3)T01 ( (=T5) (XL_;'_,_) er(_’TS) (Xl,-ﬁ-,—) (T8 (X1,+,—)) > Q(l)

pq(—vl,lﬁ—cl q——va,k<cy +pq<—cl,k<—cl

On the other hand, due to attention’s near symmetry property, regardless of queries, we have
)T )T

wf?’ vy and w +T3 (—vy) approximately cancelling each other:

T5)T +,T: +,T: +.T
wg- Y (—v2) (pt(y—vf,)kx——vz (X1,+7—) +p<(1<——3v)27k<——v2 (X17+7—) +p¢(1<—c13,)k<——v2 (X17+7—))

T3)T +,T: +,T: +,T:
+ w(+ 2 U1 (pgevf,)kevl (Xl,-‘n—) + péefv)Q,kevl (X17+7—) + pf}(—cf,)k}(—’vl (X1;+7—)) ~ 0.

Therefore, the positive head can output a value larger than the negative head and thus the sample can
be correctly classified. Our results on the behavior of the softmax attention in Theorem [.1] agrees
with our experiment results in Figure[Ic} By symmetry, the trained transformer will behave similarly
on other samples with conflicting signs.

We now introduce another interpretation of Theorem [.1] that relates to logistic linear regression.
Notice that the transformer architecture in Equation (1)) can be rewritten as
c(Hi(X)+b) Elel Xsoftmax (X "Wy, Wqia)
F(X) = [wl, wl 1] | —5(H_(X) +b) SF | Xsoftmax (X TW,._Wq_;) 2)
c(Hy(X)+b)b—6(H_(X)+b)b

F(X)

We define the vector F(X) € R24+1 to be the attention feature of input X . Thus, if the transformer
model can successfully learn the data distribution D, we must have the set of attention features
{F(X)}xep linearly separable. We show in Lemma 5.4 that the attention features under uniform
attention is not linearly separable and we describe how the attention features evolve and become
well-separated after training in Section[5.2}

Finally, for samples with consistent signs, although their attention features also change after stage
2, we are able to show that those changes do not affect the separability of their attention features.

5 PROOF OUTLINE

In order to analyze the training dynamics of the softmax attention, first of all, we need to keep track
of the dynamics of the score variables 1" W, - Wqv for u, v € C U'V. However, upon writing down
the gradient flow updates for 1" W W, it can be seen that their updates are governed by the
variables in the form of yu" Wy Wxv and p" W Weor which we call key and query self-score
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variables. By keeping track of the gradient flow updates for those three types of variables all at
once, we now have a complete dynamical system where all the terms appearing in the updates are
tracked. The gradient flow dynamical system can be found in Appendix[B.2]

Before we analyze the training dynamics, we observe one complication brought by random ini-
tialization: from our data distribution in Definition 2.1 the two mixtures are symmetric to
each other and thus, ideally, the transformer’s behavior should be the same for each class, e.g.,
T wioT Wg}rvl =W’ Wg}rvg. However, due to random initialization, ¢] W) Wéolvl #
c;— WI((OJ)FT Wgﬁvg. In order to solve the above complication, we consider the infinite-width trans-
former where the embedding dimension m of the softmax attention goes to infinity. Within this

model, we can derive nice symmetry properties between two groups and between two heads (Ap-
pendix [C), that are convenient for our analysis.

Definition 5.1 (Infinite-width transformer). The infinite-width transformer is defined as the archi-
tecture in Equation () with m — occ.

Our experiment results show that as long as the initialization scale w is small enough, and the
embedding width is large enough, the infinite-width transformer can indeed serve as an accurate
model reflecting the true dynamics. For clarity, we present all of our results and analysis under
the infinite-width transformer model. The finite-width transformer is a discretized version of the
infinite-width transformer. Thus, the actual gradient flow dynamics can be seen as the infinite-width
dynamics with perturbation introduced by finite-width discretization. We discuss how to take the
discretization into account in Appendix [G]

5.1 STAGE 1: NEURONS ALIGN WITH THE SIGNALS

In stage 1 of Algorithm[I] we train the neuron weights and keep the attention weights fixed at their
random initialization. Since the neuron weights are zero-initialized, the outputs of the two attention
heads are both zero at initialization. Recall that we fix the bias term b in our transformer (Equa-
tion (I))) to be some small positive constant. Thus, there exists a period of time from initialization
that the outputs of ReLU will be positive for all samples. We first characterize how the neuron
weights align with the signals in such a case.

Lemma 5.2 (Neuron alignment, stage 1.1). Under Definition for t € [0,Th], if
HY(X), HY (X) > —bforall X € D, then for k € {1,2},

dw(jﬁvk 1 dwg)Tvk 1
e (X0 oo - kR __Z (X0 o o
dt 8 Z g ( k’,s,s ) ) dt 8 Z g ( k’,s,s )
k'€[2],s=s’ k'€[2],s=s’
At the same time, for k € {1, 2},
dwE:)Tck _o dwg)Tck 0
a7 a

From the above lemma, we can see that when the output of ReL.Us are positive for all samples, the
neuron weights will align with the signed classification signals while not aligning with the group
signals at all. A direct consequence is that the attention head output H g_t)(X 1,—,—) will keep de-
creasing until it becomes smaller than —b, as long as b is not too large. Then the neuron weight w
is no longer able to receive gradient from sample X; _ _. We can show that when this happens, the
neurons start to positively align with the group signals.

Lemma 5.3 (Neuron alignment with group signals, stage 1.2). Under Deﬁnition fort €10,T1),
if H (X)) < =bfor k € {1,2}, then

dwg)Tck 1
s S N ¢ )
m g9 (X, +,4)-

At the same time, the neurons still keep aligning with the signed classification signals. Thus, if
T) = O(1), then we have wa)Tvk = 0O(1) and wif)—rck. = ©O(1) after stage 1.
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Although the neuron weights can learn the signals in stage 1, it is not hard to show that the trans-
former will output zero for samples with conflicting signs like X; | _ and thus those samples are
not correctly classified. In fact, we can show that under the averaged initial value model, our data
distribution D is not learnable by merely training the neuron weights.

Lemma 5.4 (Non-separability of uniform attention feature). There exist no neuron weights w such
that yf(X) > 0 forall X € { Xy s —s}ref2),se{+1} When the softmax attention is uniform.

Recall our definition of attention feature in Equation (2). Lemma[5.4]can be interpreted as that the
uniform attention feature is not linearly separable. Due to randomness, the actual attention feature
at initialization is not exactly uniform. However, by a simple continuity argument, Lemma can

be translated as the maximum margin of the initial attention feature is at most 5(w2 /v/m). [!

5.2 STAGE 2: ATTENTION LEARNS FROM THE SAMPLES WITH CONFLICTING SIGNS

Since by Lemma [5.4] the samples with conflicting signs are hard to learn by merely training the
neuron weights, in stage 2, we directly train the softmax attention weights W+, Wo+ on those
hard samples. As we mentioned in the beginning of Section [5] in order to keep track of how the
softmax attention changes during training, we need to analyze a dynamical system with all the score

variables " Wl(ff Wg}ru, key self-score variables 1" Wl(ff W;Qru and query self-score variables

MTWSJ)FT ngu From the gradient flow update in Appendix observe that we can write the

dynamical system in the following form:

Vec({MTWgZ;ngV}u,uecuv) VeC({MTWg);W%;iV}u,ueCUV)

t t t t

& Vec({uTWI((tZFTWI((fLV}N,VECUV) =AW Vec({MTWI((flTWKtLV}“aVGCuV)
vee({iT WG} Wil v}uveew) vee({u "W WS v vecov)

where A(®) is a square matrix with dimension |{MTWI(§)+TWSJ1V}M,V| + {u" WI(QFT Wi((tzry}w, +

|{,uTVVgiT WSJ)J/}MA = 16 + 10 4+ 10 = 36. Thus, directly analyzing the dynamical system can
easily become intractable. We need to come up with ways to utilize the structure of the problem to
reduce the dimension we need to analyze.

One observation from Figure |lc|is that the score variables clT ng ngvl and clT WI(QFT Wg}r Vs
exhibit the maximum magnitude change compared with all other score variables. In fact, these two
quantities play a key role in making H{ (Xq 4 ) > H_(X; 4,_). Thus, if we are able to prove

that ¢ ngngrvl will become sufficiently large at the end of stage 2, then we can make good
progress on proving that the attention features become separable.
To make our presentation simpler, for a moment, assume we have the near symmetry properties:

TWETW G~ — W W

AWTWE e~ — [ WETWE, e,

t)T t )T t
v;—WéJ)r Wéivl ~ —UIWéi Wé}rvg
which can indeed be made rigorous in Lemma Applying this near symmetry property to the
gradient of ¢ WI(QFT Wg}rvl att = T (see Appendix , we have
def WO WS vy 1 2
Q+ ~ T Ty (T T 7 (Th) ()T
0 . ~ gg( )4 (1)1 WQ-; WQ_,: U1> (3w+1 Cl>

1 2
+ gg(Tl)Zl (clTWI(gi)TWf(gl_)cl) <3wiT1)Tcl> .

Due to symmetry and cancellation at initialization, it only depends on 2 self-score variables:
clTWI(ngWI(ﬁ_cl and vlTWgJ)rTngvl. At the same time, the gradient of clTWI((tlTWI(glcl and

'Recall that the maximum margin of a set S is defined as y := MaX||y||,=1 Milges w' .
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vy ngWétJ)rvl at t = T also depends only on clTW,((t)IWSJ)rvl. Thus, if this simpler depen-
dence can hold through the rest of stage 2, then we get a much smaller 3 x 3 system to analyze.
Unfortunately, this is not true. Take the gradient of ¢] W}ff Wg}rvl as an example. Training the

attention weights can break the symmetry that holds at 7y, and the gradient of ¢; Wl((tf ngvl will

start to depend on other self-score variables. The way to overcome this issue is to realize that as
long as the maximum change in the output of the softmax is not too large, we can bound the effects

)Ty ®

from other self-score variables and the gradient of clTWI(;-5 4 Wgi v is still mainly contributed by

T WTWE 1 and o] WS WS 0y,

Now, we have successfully reduce the dimension of the system that we need to analyze to 3 x 3.
However, there is still a problem we need to handle: the system has a matrix with non-linear depen-
dence on those 3 variables. Generally, it is impossible to derive a close-form solution. Fortunately,
we can show that (1) those 3 variables are increasing throughout the training and (2) when the change
of the softmax attention (from initialization) is within a certain range, the growth of those 3 variables
can be lower bounded by a linear dynamical system.

Lemma 5.5 (Informal version of LemmalE.2). Fort > T}, when all the score variables are bounded
within some range, there exists a constant b > 0 such that

CIWI(Q;W%QM 0 1 1 CIWI(Q;WC?J)FM

t t t t

@ CIWI%lTWK}rCl >b h 8 8] CIW%ZFTWI%Q
T it

With Lemma we can prove that the score ¢; Wl((tf Wg’ivl will become sufficiently large at the
end of stage 2.

On the other hand, when the query token is the group signal, we can prove

UIWETWSJ_Q <0, v;WI((t);ngcl > 0.
By symmetry, this implies p((;_?l pey (X1,4,-) > p<(1<_—2 kec, (X1,4,—). This finishes the proof of
the trained attention’s property on the concentration on the group signal token in Theorem [{.1]

Finally, when v; and v9 are the keys, we can prove the near symmetry property between scores:

T t)T T t)T
vy Wi((l- Wa v = —v, W;(Zr Wa+u1,

vl W W va ~ =0 Wi Wo v
)T

t )T
v;—WI((Jr Woia ~ —U;Wél Wo+rar

which can be translated to the near symmetry property within a single head in Theorem[4.1]

5.3 STAGE 3: CONVERGENCE

In stage 3, we train the neuron weights again. At the end of stage 2, the attention features for samples
with conflicting signs becomes well-separated. In addition, we can show that the attention features
for the samples with consistent signs are still well-separated. Thus, the training in stage 3 behaves
like logistic linear regression on linearly separable data and training the neuron weight can drive
the population loss towards zero. This proves the part in Theorem that the population loss can
become sufficiently small after training.

6 GENERAL NUMBER OF MIXTURES

In this section, we study the case when the mixtures have more than two groups. Our experiment
results can be found in Appendix [A.4] We summarize our experimental findings below.

Observation 1. The transformer architecture in Equation (1) can learn the data distribution for
K > 3. However, the near symmetry property in the attention no longer holds. In addition, the
training takes longer with more groups.
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On the other hand, we observe that for K = 3, the training dynamics is still stage-wise and there
are score variables exhibiting major growth compared with others. Thus, the techniques developed
in our work can be used to study the training dynamics for X > 3.

Although the training dynamics for X > 3 has some differences from the K = 2 case, we are able
to provide a construction of transformers that can solve any arbitrary /K mixtures.

Lemma 6.1. There exists a transformer architecture solving K-mixture of linear classification.

Proof. The construction is given as follows. Let

K K K
Wy Woy =2C- kac;r —FC’-chc;r +C-kav,—€r,
k=1 k=1 k=1

K K K
We_ Wq_ =20 Z vgep +C - chcz +C- kav;
k=1 k=1 k=1

The transformer is given as

K K
FX) = vl Xsoftmax(X "W, W X1,) + > Y —v) Xsoftmax(X "W Wo_X,)
ll k=1 ll k=1

Let C' — oo. First of all, consider classification signal query v. Then,

K K

Z v, Xsoftmax(X "Wy, Woivg) + Z —vp Xsoftmax(X "W Wovk)
k=1 k=1

= v,;rvk — v,;rvk =0

Similar analysis for query —vy. On the other hand, for group signal query cg, suppose the corre-
sponding classification signal in X is vy, we have

K K

Z v, Xsoftmax(X "Wy, Woicr) + Z —v, Xsoftmax(X "W, Wo.cr)
k=1 k=1

= v,jvk — v,;rck =1

Similar analysis if the corresponding classification signal is —vj. Thus, we have yf(X) > 0 for all
(X,y) € D. O

7 DISCUSSION

In this work, we studied the training dynamics of a two-headed transformer solving two-mixture
of linear classification. We characterized the feature learning process of how the softmax attention
utilizes the relationship between the class signals and their corresponding classification signals in
this task. One open problem is that the current proof techniques critically utilize the fact that both
the transformer architecture and the data distribution are symmetric. Can we discover some hidden
structures of the problem such that we can analyze the training dynamics for X > 3? More interest-
ingly, we demonstrated that during training, the attention features evolved from a near non-separable
state to a well-separated state, i.e, the maximum margin of the attention features increases during
training. What properties does the data distribution need to have such that the maximum margin can
increase in training? We leave those interesting questions as future works.

REFERENCES

AlphaProof and teams AlphaGeometry. Ai achieves silver-medal standard solving international
mathematical olympiad problems. 2024. URL https://deepmind.google/discover/
blog/ai-solves—-imo-problems—at-silver-medal-level/l

10


https://deepmind.google/discover/blog/ai-solves-imo-problems-at-silver-medal-level/
https://deepmind.google/discover/blog/ai-solves-imo-problems-at-silver-medal-level/

Under review as a conference paper at ICLR 2025

Animashree Anandkumar, Daniel Hsu, and Sham M Kakade. A method of moments for mixture
models and hidden markov models. In Conference on learning theory, pp. 33—1. IMLR Workshop
and Conference Proceedings, 2012.

Animashree Anandkumar, Rong Ge, Daniel J Hsu, Sham M Kakade, Matus Telgarsky, et al. Tensor
decompositions for learning latent variable models. J. Mach. Learn. Res., 15(1):2773-2832, 2014.

Anthropic. The claude 3 model family: Opus, sonnet, haiku. 2024.

Sivaraman Balakrishnan, Martin J Wainwright, and Bin Yu. Statistical guarantees for the em algo-
rithm: From population to sample-based analysis. 2017.

Sébastien Bubeck, Varun Chandrasekaran, Ronen Eldan, Johannes Gehrke, Eric Horvitz, Ece Ka-
mar, Peter Lee, Yin Tat Lee, Yuanzhi Li, Scott Lundberg, et al. Sparks of artificial general
intelligence: Early experiments with gpt-4. arXiv preprint arXiv:2303.12712, 2023.

Arun Tejasvi Chaganty and Percy Liang. Spectral experts for estimating mixtures of linear regres-
sions. In International Conference on Machine Learning, pp. 1040-1048. PMLR, 2013.

Siyu Chen, Heejune Sheen, Tianhao Wang, and Zhuoran Yang. Unveiling induction heads: Provable
training dynamics and feature learning in transformers. In ICML 2024 Workshop on Theoretical
Foundations of Foundation Models.

Siyu Chen, Heejune Sheen, Tianhao Wang, and Zhuoran Yang. Training dynamics of multi-head
softmax attention for in-context learning: Emergence, convergence, and optimality. arXiv preprint
arXiv:2402.19442, 2024.

Zixiang Chen, Yihe Deng, Yue Wu, Quanquan Gu, and Yuanzhi Li. Towards understanding the
mixture-of-experts layer in deep learning. Advances in neural information processing systems,
35:23049-23062, 2022.

Richard D De Veaux. Mixtures of linear regressions. Computational Statistics & Data Analysis, 8
(3):227-245, 1989.

Puneesh Deora, Rouzbeh Ghaderi, Hossein Taheri, and Christos Thrampoulidis. On the optimization
and generalization of multi-head attention. Transactions on Machine Learning Research.

Jacob Devlin, Ming-Wei Chang, Kenton Lee, and Kristina Toutanova. Bert: Pre-training of deep
bidirectional transformers for language understanding. arXiv preprint arXiv:1810.04805, 2018.

Alexey Dosovitskiy, Lucas Beyer, Alexander Kolesnikov, Dirk Weissenborn, Xiaohua Zhai, Thomas
Unterthiner, Mostafa Dehghani, Matthias Minderer, Georg Heigold, Sylvain Gelly, et al. An im-
age is worth 16x16 words: Transformers for image recognition at scale. In International Confer-
ence on Learning Representations, 2020.

Benjamin L Edelman, Ezra Edelman, Surbhi Goel, Eran Malach, and Nikolaos Tsilivis. The
evolution of statistical induction heads: In-context learning markov chains. arXiv preprint
arXiv:2402.11004, 2024.

Cheng Gao, Yuan Cao, Zihao Li, Yihan He, Mengdi Wang, Han Liu, Jason M Klusowski, and
Jianging Fan. Global convergence in training large-scale transformers.

Team Gemini. Gemini: a family of highly capable multimodal models. arXiv preprint
arXiv:2312.11805, 2023.

Daniel J Hsu, Sham M Kakade, and Percy S Liang. Identifiability and unmixing of latent parse trees.
Advances in neural information processing systems, 25, 2012.

Yu Huang, Yuan Cheng, and Yingbin Liang. In-context convergence of transformers. arXiv preprint
arXiv:2310.05249, 2023.

Yu Huang, Zixin Wen, Yuejie Chi, and Yingbin Liang. Transformers provably learn feature-position
correlations in masked image modeling. arXiv preprint arXiv:2403.02233, 2024.

11



Under review as a conference paper at ICLR 2025

Samy Jelassi, Michael Sander, and Yuanzhi Li. Vision transformers provably learn spatial structure.
Advances in Neural Information Processing Systems, 35:37822-37836, 2022.

Michael T Jordan and Robert A Jacobs. Hierarchical mixtures of experts and the em algorithm.
Neural computation, 6(2):181-214, 1994.

John Jumper, Richard Evans, Alexander Pritzel, Tim Green, Michael Figurnov, Olaf Ronneberger,
Kathryn Tunyasuvunakool, Russ Bates, Augustin Zidek, Anna Potapenko, et al. Highly accurate
protein structure prediction with alphafold. nature, 596(7873):583-589, 2021.

Abbas Khalili and Jiahua Chen. Variable selection in finite mixture of regression models. Journal
of the american Statistical association, 102(479):1025-1038, 2007.

Juno Kim and Taiji Suzuki. Transformers learn nonlinear features in context: Nonconvex mean-field
dynamics on the attention landscape. arXiv preprint arXiv:2402.01258, 2024.

Hongkang Li, Meng Wang, Sijia Liu, and Pin-Yu Chen. A theoretical understanding of shallow
vision transformers: Learning, generalization, and sample complexity. In The Eleventh Interna-
tional Conference on Learning Representations, 2022.

Hongkang Li, Meng Wang, Tengfei Ma, Sijia Liu, Zaixi Zhang, and Pin-Yu Chen. What improves
the generalization of graph transformer? a theoretical dive into self-attention and positional en-
coding. NeurIPS 2023 Workshop: New Frontiers in Graph Learning, 2023, 2023a.

Hongkang Li, Meng Wang, Songtao Lu, Xiaodong Cui, and Pin-Yu Chen. How do nonlinear trans-
formers acquire generalization-guaranteed cot ability? In ICML 2024 Workshop on Theoretical
Foundations of Foundation Models, 2024a. URL https://openreview.net/forum?id=
HizDrDvxLPL.

Hongkang Li, Meng Wang, Songtao Lu, Xiaodong Cui, and Pin-Yu Chen. Training nonlinear trans-
formers for efficient in-context learning: A theoretical learning and generalization analysis. arXiv
preprint arXiv:2402.15607, 2024b.

Yuchen Li, Yuanzhi Li, and Andrej Risteski. How do transformers learn topic structure: Towards a
mechanistic understanding. In International Conference on Machine Learning, pp. 19689-19729.
PMLR, 2023b.

Zihao Li, Yuan Cao, Cheng Gao, Yihan He, Han Liu, Jason M Klusowski, Jianging Fan, and Mengdi
Wang. One-layer transformer provably learns one-nearest neighbor in context. 2024c.

Percy Liang, Alexandre Bouchard-Coté, Dan Klein, and Ben Taskar. An end-to-end discriminative
approach to machine translation. In Proceedings of the 21st International Conference on Compu-

tational Linguistics and 44th Annual Meeting of the Association for Computational Linguistics,
pp- 761-768, 2006.

Ze Liu, Yutong Lin, Yue Cao, Han Hu, Yixuan Wei, Zheng Zhang, Stephen Lin, and Baining Guo.
Swin transformer: Hierarchical vision transformer using shifted windows. In Proceedings of the
IEEE/CVF international conference on computer vision, pp. 10012-10022, 2021.

Ashok Vardhan Makkuva, Marco Bondaschi, Chanakya Ekbote, Adway Girish, Alliot Nagle, Hyeji
Kim, and Michael Gastpar. Local to global: Learning dynamics and effect of initialization for
transformers. arXiv preprint arXiv:2406.03072, 2024.

James Manyika and Sissie Hsiao. An overview of bard: an early experiment with generative ai. AL
Google Static Documents, 2, 2023.

Eshaan Nichani, Alex Damian, and Jason D Lee. How transformers learn causal structure with
gradient descent. arXiv preprint arXiv:2402.14735, 2024.

OpenAl. Gpt-4 technical report, 2023.
Ariadna Quattoni, Michael Collins, and Trevor Darrell. Conditional random fields for object recog-

nition. Advances in neural information processing systems, 17, 2004.

12


https://openreview.net/forum?id=HizDrDvxLP
https://openreview.net/forum?id=HizDrDvxLP

Under review as a conference paper at ICLR 2025

Davoud Ataee Tarzanagh, Yingcong Li, Christos Thrampoulidis, and Samet Oymak. Transformers
as support vector machines. In NeurIPS 2023 Workshop on Mathematics of Modern Machine
Learning, 2023a.

Davoud Ataee Tarzanagh, Yingcong Li, Xuechen Zhang, and Samet Oymak. Max-margin token
selection in attention mechanism. In Thirty-seventh Conference on Neural Information Processing
Systems, 2023b.

Yuandong Tian, Yiping Wang, Beidi Chen, and Simon Du. Scan and snap: Understanding training
dynamics and token composition in 1-layer transformer. arXiv preprint arXiv:2305.16380, 2023.

Hugo Touvron, Thibaut Lavril, Gautier Izacard, Xavier Martinet, Marie-Anne Lachaux, Timothée
Lacroix, Baptiste Roziere, Naman Goyal, Eric Hambro, Faisal Azhar, et al. Llama: Open and
efficient foundation language models. arXiv preprint arXiv:2302.13971, 2023.

Bhavya Vasudeva, Puneesh Deora, and Christos Thrampoulidis. Implicit bias and fast convergence
rates for self-attention. arXiv preprint arXiv:2402.05738, 2024.

Ashish Vaswani, Noam Shazeer, Niki Parmar, Jakob Uszkoreit, Llion Jones, Aidan N Gomez,
Lukasz Kaiser, and Illia Polosukhin. Attention is all you need. Advances in neural informa-
tion processing systems, 30, 2017.

Zhaoran Wang, Quanquan Gu, Yang Ning, and Han Liu. High dimensional em algorithm: Statistical
optimization and asymptotic normality. Advances in neural information processing systems, 28,
2015.

Zixuan Wang, Stanley Wei, Daniel Hsu, and Jason D Lee. Transformers provably learn sparse token
selection while fully-connected nets cannot. In Forty-first International Conference on Machine
Learning.

Yongtao Wu, Fanghui Liu, Grigorios Chrysos, and Volkan Cevher. On the convergence of encoder-
only shallow transformers. In Thirty-seventh Conference on Neural Information Processing Sys-
tems, 2023.

Tong Yang, Yu Huang, Yingbin Liang, and Yuejie Chi. In-context learning with representations:
Contextual generalization of trained transformers. In ICML 2024 Workshop on Theoretical Foun-
dations of Foundation Models.

Xinyang Yi, Constantine Caramanis, and Sujay Sanghavi. Alternating minimization for mixed linear
regression. In International Conference on Machine Learning, pp. 613-621. PMLR, 2014.

Ruiqi Zhang, Spencer Frei, and Peter L Bartlett. Trained transformers learn linear models in-context.
Journal of Machine Learning Research, 25(49):1-55, 2024.

13



Under review as a conference paper at ICLR 2025

CONTENTS

[3_ Guiding Experiments and Algorithm|

3.1 Experimentresults| . .. ... ... ... ... .. .

3.2 Three-stage Training Algorithm| . . . . ... ... ... ... .. .. .......

4__Main Results|

5 Proof Outline

[5.T Stage T: Neurons align with the signals| . . . . . . . . . . .. . .. ... .. ...

[5.2Stage 2: Attention learns from the samples with conflicting signs| . . . . . . . . . .

B3 Stage 3: CONVergence] . . . . . . v v v

(6 General Number of Mixtures|

[7_Discussion|

A" Additional Experiment Results|

B_Gradient Flow]
IB.1 Gradients of each weight matrices| . . . . . ... ... ... ... ... ....

IB.2  Gradient Flow Dynamical System| . . . . . ... ... ... ... ... ....

[DStage 1: Training neurons to learn the signals|

ID.1  Stage 1.1: Growth of neuron alignment with classification signals| . . . . .. . ..

ID.2  Stage 1.2: Growth of neuron alignment with group signals| . . . . ... ... ...

ID.3 Properties attheend of stage 1| . . . . . . .. .. ... ... ... ...

[E Stage 2: Self-attention learns from the conflicting (hard) samples|

O 0 N &

10

16
16
16
17
17

18
18
19

19

23
23
24
25

26



Under review as a conference paper at ICLR 2025

E2

E3

E4

ES

IE.5.2 Thekeyself-scores| . . . . ... ... ... ... .. . ..
[E.5.3 The query self-scores| . . . . . ... ... ... ... oL

E6

Sum of partial gradients|. . . . . ... ... L L

E7

Expanding theupdates| . . . . . ... ... ...

IE.7.1 Thekeyself-score| . .. ... ... ... ... .. .. ... .......
[E.7.2 The query self-score| . . . .. .. ... ... ... ... ... ... ...,

|G Handling the finite-width discretization|

15

52

55

56



Under review as a conference paper at ICLR 2025

A ADDITIONAL EXPERIMENT RESULTS

A.1 SOFTMAX ATTENTION

We provide the softmax probability of the positive head on different samples.

cl vl v2 cl -vl -v2
0.7 0.7
cl cl
0.6 0.6
0.5 0.5
0.4 -vi 0.4
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cl vl -v2 cl -vl v2
045
0.7 a 0.40
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-vl
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© X1,4,—- (d) X1,— .+

Figure 2: Softmax attention of the positive head on different samples. The vertical axis denotes the
query tokens and the horizontal axis denotes the key tokens.

A.2 ONLY TRAIN THE ATTENTION

Recall that in Section [3] we observed there is a learning order when all the weights are trained
simultaneously: the attention weights learn after the neuron weights. To further study whether
this learning order is necessary, we conduct another experiment where we initialize the neurons as
Gaussian and only train the attention. Our result suggests that in this case, the transformer is no
longer trainable.

Training Loss of Attention-Only Training
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0.698 - — loss
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0.696 1 —— loss_conflicting_samples

0.694
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0 2000 4000 6000 8000 10000 12000 14000

(a) Loss

Figure 3: The loss for training only the attention while keeping the neurons fixed at initialization.
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A.3 FULL ATTENTION SCORES OF TWO MIXTURES

Scores

— qiclkicl

— q:vlkiv2
— qv2,kvl
— q:v2,kiv2

0 2000 4000

6000 8000 10000 12000 14000

(a) Score

Figure 4: Full attention scores for K = 2.

A.4 EXPERIMENTS ON MULTI-MIXTURE MODELS

In this section, we provide experiment results on synthetic data for multi-mixture models. Specifi-
cally, Figure[5] Figure[6] and Figure[7]respectively indicate that the training dynamics of 3-mixture,
4-mixture and 8-mixture models are all showing some similarities as that for 2-mixture model,
demonstrating the broad applicability of our developed theoretical results.
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(b) Neuron alignment
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(d) Scores with width 260

Figure 5: The experiment results for the case with K = 3 mixtures.
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Loss for 4 mixtures
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Figure 6: The experiment results for the case with K = 4 mixtures.
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Figure 7: The experiment results for the case with K = 8 mixtures.

B GRADIENT FLOW

B.1 GRADIENTS OF EACH WEIGHT MATRICES
dw'’ 50 (+,1)
—t _E X
3 Z P
dw® L (v
— = Xp
ai ;
A | L gyttt
i =" g“> RIS 3 S Pl MY
=1 h=1 =1 95 pr
i oGO 33 0 350 =)~ e
L =1 h=1 h'=1
i L
=E |[¢® (X)ydﬂf) Z ( Xp(+ t) (t)(Xp(+ t)) + qH)wIXdiag(le’t))XT)]
L =1
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B.2 GRADIENT

X)ys! Z o) (—wlxp{p{H 0T 4 w] Xdiag(p{ ™)) XT]
(t (t) Zq+lpl+ t)Tdiag ( Ty _ U)IXP(JF t)) X 1
(t (t)zw+ZXthl(,+t) (h="H)— (,h/ )kﬁ/ ()T ]
=1 h=1 h'=1

y0'+) Z ( TXpl+ ,t) (K(t) (+, t)) Kgf)dlag(pl(+’t))XTw+) xlT‘|

(®) (X)yc'rﬂf) ZKJ(:) <7wIXpl(+,t)pl(+,t) + diag(pl(+’t))XTw+> x?]

L
g (X)ydgrt) Z KJ(:)diag ( wy — wJr (+ t)) pl(Jr’t)a:lT]

=1

FLOW DYNAMICAL SYSTEM

Let p,v € VUC. We have

dwsf)Tu 0 +t) T
dTwO Ty ® L
K(i; Q+H _ E Z g_)i_T Sflle t)leag (wgf)TX — wf:)TXle’t)) X'
LE |0 (x ZVTWW K diag (X Twy —w] Xp{™) o af u]
d Tw(t)Tw(t)
v K(i; K+H E Z VTWI(Z_T S:l (+: t)Td1ag ( 1X - w+Xp(+ t)> XTu
8o S AT e (L - L) 2
=1
dTwTw)
- Qg l g0 (x Z,ﬁ Wi KD diag (X Twy —w] Xp{™) oVl
+E |¢®(x ya’ Z W t)T d1ag (X wy — IXpl(+’t))Pz(+’t)xlTV]

C SYMMETRY

In this section, we
acterize the initial

Lemma C.1. The

derive symmetry results for the infinite-width transformer model. We first char-
values of the softmax attention weights:

initial values of the attention weight in the infinite-width transformer satisfy:

TW(O)TW(O) =Eg, w, {VTW;WQM] —0
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a7

(0T 7(0) Eg, v WxWkp| =0,  v#pu
W + Wichp L TTOTTr

Eg, |t WrWrp| =0, v=np

[ Tt ]
T OT© ) By [V WoWau| =0, v#u

v Wos Woin = LTI ] 2

EWQMWQWQM =w’, Vv=u

where Wi, WQ € R™*4 and (WK)U, (WQ)U ~N(0,w?L).

Proof. Let (Wgk4);,(Wg4); denote the i-th row of Wy, Wg,, respectively.  Then,

we have VTWI%)[TWSEM = YW (W(O))T Notice that (Wi))] v
N(0,w?L), (W(O)) ~ N(0,w?L). Thus, VTW(O)TW(O)M has the same distribution as

LS | aib; where a;, b, b; R N(0,w?). By the Law of Large Number,

1
lim VTW(O)TWéi)/z = mlgnoC o Z a;b; = E[a1b1] = E[a1]E[b1] =0

m— o0
=1

The rest can be proved similarly with an additional fact that for w ~ A(0, 1), w " p is independent
ofwvifu L v. O

The symmetry results contain two parts: symmetry between two groups and symmetry between two
attention heads.

Lemma C.2 (Symmetry between two groups). Under the infinite-width transformer model in Def-
inition let py,v1 € {c1,v1} and po,ve € {co,va} such that uy, po are the same type signals
(i.e., either p1, s € C or 1, ua € V) and vy, vo are the same type signals. For all t,

wi? iy :wﬁf”ug 3)
TW(t)TW Sl = vy W t)TW(t) TW(t)TW S = TWI((tJr W(t) 4)
A W Wi = TW(”TW(“ Wi Wil = Wi W;(Elm )
o WO WS = v, W“”ng pa, vl WL WS e =g WTWE L ©)

The symmetry between the two groups also holds for the negative head.
Corollary C.3. Let s, s’ € {£1}. Forallt,
p(+7t) (Xl,s,s’) = p(+7t) (X2,s,s’)7 p(_7t) (Xl,s,s’) = p(_7t) (XZ,S,S’)
H.(:) (Xl,s,s’) = H.(:) (XQ,S,S’); H(_t) (Xl,s,s’) = H(_t) (XQ,s,s/)
FO (X)) = FD(X26,0)
Proof of Lemma|[C2] First of all, by Definition 5.1} all the equalities hold at ¢ = 0. Thus, we only
need to show the gradient flow updates satisfy all the equalities if all the equalities hold at time ¢.

Assume all the equalities hold at time ¢. This implies that p(+’t)(X1,s7s/) = p(t)(Xy 4 ¢) (recall
that since our model doesn’t have any positional encoding, we can consider ordered inputs in our
analysis), which further implies that H'\" (X, o) = H\ (Xa0), HY (X1 00) = HY (Xa00)
and f(X, 5 4) = fO(Xa ) forall s, s" € {£1}.

First, we prove Equation (3):

dw'?T M1 = )
+ (.t
dui i1 (xp9)
i 5 (017)
L
—FE. . 1 (t)(X1 )sg (X, Z(Xl ,p(+ >(X1 /)>T,U1
S,8 2 s,s’ + ,8,8" i ,8,8"M] 8,8
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L
1 . T
+ ig(t) (XQ,S,S’)SUS_t)(XZ,s,s’) Z <X2,s e’pl(+ )(X2,s,s’)> ,ul‘|
=1
L T
:Es s’ 5 (t)(X255)30+ XQSS ;(XZSS’pl (X255)> H2

L T
Z(Xlés’pl (Xléb )) M2

2 (t)(X155)30'+ Xléé

=1
(by p(+ 2 (Xl,s,s’) = p(+7t) (X2,s,s’))
On
(#),,5(1) (+.1) _ dwy
N

Next, we prove the first equality in Equation ():

T (t)
dv TWKJr Wy
dt
1 HT (¢ T HT 6T it
Lo [ STt (s ) X
1 _
+ iES’S/ (t)sa(t) Z,u]— ngTqul)le 2S)leag (wg)TXQ’S’S/ — w(t)TXg s S/le )> XQTS’S/UI}
L 1=1
1 r L
. T .
+ iES’S/ g(t)sa_(:) ZV?W}Q’_ K_(:)dlag (Xﬂs7s/w+ — X1 8! p(+ t)) (+, t)(Xl 5.5 )1 Ml]
L 1=1
1 L
(¢ DT 7-(t) 5 t it
+ iES’S, g(t)sag_) ZV;—WIQr K_(F)dlag (X;:S’S,w+ - wIX27S s/pl(+ )) pl(+ )(XQ,S’S/)Z—F/Jl‘|
L =1
L
1 HT T T T
o L S e e e
1=1
1
o oo L e I A B AR
1 [ .
+ iES,S/ g(t)sasrt) ZV;—WI(ELTKg)dlag (X;s,s’w+ - wIXQ’S S’pl(+ t)) o )(XQ s,s’ )l M21
L 1=1
. -
+ §]Es’s/ g Sa(t) Z 2TWK2|— K(t)d1ag (Xl s,/ Wt — w+X1 s s/pl(Jr t)) l(+7t) (Xl,s,s’)lnﬂ]

=1

TWI((l— W(t)
dt
The rest equalities in Equation (), Equation (3)) and Equation () can be proved similarly.

O

Symmetry between two heads: notice that for the negative head, we can view it as training

the model —f(X) on the dataset where the label is —y and the set of classification signals is
{7’01, 7’1)2}.

Lemma C.4 (Symmetry of two heads). Suppose Definition[5.1|holds. Let p1, puo € VUC. For all t,

W = 0Ty - (—1)10mEV) ()

TWI((l- W(t-)i-M = u3 W(t)TW(t) . (_1)]1(#26\/)(_1)]1(#16\/) (8)

W(t)TW}(:l_/JI — /JTW(t)TW(t) . (_I)H(#QEV)(_I)H(#IGV) (9)
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13 WL WS = 1 WETWE) - (—1)1 20 ()1 €) (10)

Corollary C.5. Ler s, s’ € {£1}. Forallt,

p(—ht) (Xk,s,s’) = p(_’t) (Xk,fs,fs’)

H.(:) (Xk,s,s’) = H(_t) (Xk,—s,—s’)

Sf(t) (Xk,s,s’) = _Sf(t) (Xk,fs,fs’)-
Proof of Lemma|C.4] First, all the equalities are satisfied when ¢ = 0 by Definition[5.1] Assume all
the equalities hold at time ¢ and we are going to show that the gradients with respect to ¢ also satisfy
the equalities. Equation (8)) implies that p(*+?) (Xks,s) = p(—t) (Xk,—s,—s), which further implies
H (Xi) = HO (X o) and sf O (X ) = =8O (X am0):

Define zi/ := - (—1)'#€V) for y € V U C and Xposr = [Cr Vi V] = ek, =k, —vi] =
Xk,—s,—s’-

We first prove Equation (7):

dul iy 0,50 % (+,1)
_ gt
e M N I
dw(j)TMi - ) "
—5 = Erss g“se 5—21 (sts'pl ’ ) 1
L
= ]Ekvsas/ lg(t)sa(_t) Z (Xllc,s s’pl(_ t)) ] /u‘l
=1
which implies
dwgf)Tul _ dw®T
a At
We next prove Equation (8):
)Ty
duTWKJr Woin
dt

i (o056 W (T ) X

-I-IEk,S’S/[(t)sa ZVTW(t)T t)dag(sts,w+ wIthsrpl(th)) D (X o) u}

AW TwE
di

= _Ek s,s’ lg(t)sa_t) Z(N/)Twégt)_—rqgl)pl(_7t)-l—diag ( T Xk s,s" T w(t) Xk ( ' )> Xk s s/V]

L

~ B [g‘”so‘*“ >0 TWT K Odiag (X, w- —w X ) P )] u’]
L

=Eg,s,s [g(t)saj) Z(/’/)Tchtl-rq(—tl)pl(i’t)—rdiag (w(—t)TXI/c,s,s’ - wg)TXl/c,s,s’pl(i’t)) XkTS s’l/‘|
L

+ Eg. 5,6 [g(t)sd_t) Z(V')TWI((t)jK(_t)diag (ij—s_’s/w, - w—_rX,'ﬁsyS,pl(_’t)> pl(_’t)(X,'cysys,)lTu']
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which implies

WTWET W aw)TwTwE

dt dt

The rest of equalities Equation (9) and Equation (I0) can be proved similarly. O

D STAGE 1: TRAINING NEURONS TO LEARN THE SIGNALS

D.1 STAGE 1.1: GROWTH OF NEURON ALIGNMENT WITH CLASSIFICATION SIGNALS

Due to our zero-initialization on the neuron weights, both attention heads are outputting zero. Since
we add a small positive bias in the ReLU, for a short amount of time from the random initialization,
we can ignore the ReL.U activation.

Lemma D.1 (Neuron alignment with the classification signal, stage 1.1). Under Definition[5.1] for
teo, T if HV(X), HD(X) > —b forall X € D, then for k € {1,2},

AT,
dw Vi 1
—a —s| X Gk

dt
k'€[2],s=s'
dw(_t)TUk 1
—a 5l 2 9V Ekes)
k'e[2],s=s’

Proof. Take k = 1. By the gradient flow update, we have

wi oy S +0) "
#:E g(t)yc'r+ Z(Xpl , ) vy

=1

L
:Elg yZ(Xth) ]vl
1 iy 1
SH{POTLENN) AT . (Z B D e
1
8

S

t +.t)
Z S/ ( ) X2 s,s’ quel k<—s’vy X2;37S')
s#s!

L
1 .t
S POPLENE) ST NNEI) B

s=s’ =1
’

1

Z g(t)(Xk’,s,s’) . (by Corollary [C.3)

k'€[2],s=s'

O

Lemma D.2 (No neuron alignment of group signals, stage 1.1). Under Definition as long as
HY(X), HY(X) > —bfor all X, and for k € {1,2},

dwg:)Tc;€ _o dw(_t)Tck _0
dt ’ dt '

Proof. By the gradient flow update, we have

dwl e, 0 = (+,8)
+ o (t) . (t +.t
TR e, ZH (Xp ) ]C’“

23



Under review as a conference paper at ICLR 2025

=1

L T
=E |gVy > (xp{"") ] o

L
- () S S
=0 ) (by and Corollary[C.3)
O
Corollary D.3 (Duration of stage 1.1). There exists a time Tos = ©O(1) such that

HS(T°'5)(X;€7_S7_S) < —bfors e {£1}.

Proof. Lemmaand Lemmaimply that gV (X) = Q(1) for t < O(1). Since b is chosen to

be a sufficiently small constant, there exists a time T 5 = ©(1) such that H. S(TO'S) (Xp,—s,—s) < =D
for s € {£1}. O

D.2 STAGE 1.2: GROWTH OF NEURON ALIGNMENT WITH GROUP SIGNALS

In this sub-stage, we are going to show that (1) the neuron weight will keep positively aligning with
the signed classification signal and (2) the neuron weights start to positively align with the group
signal.

Lemma D.4 (Growth of classification signals, stage 1.2). Under Definition[5.1] for t € [0,Ty], if
Hf)(Xk,_7_) < —bforall k € 2], then
T

dw+ Vk 1 (t)
—_— = X./
dt 3 k,z[:]g (Xkr 4.4)

Similarly, if H (Xy 4 1) < —b for all k € [2], then
dw(_t)Tv;€ 1
—5 ~ % Z gD (Xp )

dt k'€(2]

Proof. Take k = 1. If HJ(:)(X,C,)_7_) < —bforall k' € [2], then

WO L .
U1 .
7& =E [g(”yagf) > (xpi™) ] v

=1

1 ot 1 +t
A (o S )} (S R
=1 s#s!
L 1 L
it
T3 ] (g( (X244 Z q<—l k<—v1 X2 +»+)> ) Z s'g"" (X250 t(1<—l)k<—é o (X2s,57)
=1 s#s! l:l
1
=3 Z 99 (X 1) | - (by Corollary [C3)

O

Lemma D.5 (Growth of group signals, stage 1.2). For ¢t € [0,T1], ifH_(‘_t)(Xk,,y,) < —=b for
k € {1,2}, then

dwg)Tck B 1

ZoO(x
dt 89 (X, 4,4 )
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Similarly, if H (Xy 1) < —bfor k € {1,2}, then

1
= R Z(x )
89 ( kyfvf)

Proof. 1t H" (X}, _ ) < —b, then

dul’ e ) )"
+ L (t 4.t
a Wyoy Z(Xpl ) ]C’“

<Zg(t) X +,s7) quel ke ep (Xiotsr) = 9 (X, - quel kc ka”)

1
= gg(t)(Xk,+,+)- (by Corollary [C.3)

Similarly, if H" (Xk,+,.4) < —bfor k € [2], then
L T
(t)ydg) Z (Xpl(_’t)> ] Ck

L
( Zg(t) Xk,—vs Zpt(le’l)keck Xk =58’ ) +g(t) Xk = qu%l k<—ci Xk’+’_)>

= gg(t)(Xk,—,—)~ (by Corollary [C.5)

dw(f)Tck
dt

O

D.3 PROPERTIES AT THE END OF STAGE 1

Corollary D.6 (Activation of different types of samples). Fort € [Ty 5,11] and s € {£1},k € [K],

only dgt) (Xk,—s,—s) = 0 and all the rest of cases equal 1.

Proof. First of all, by the neuron signal alignment lemma stage 1.2 (Lemma[D.4]and Lemma [D.3),
we have

dwE:)T(’Ul +U2) . dw(t)T 1
dit dit

Since the attention is uniform during stage 1, by Corollary we continue to have ¢ (X5 _ _) =
0 in stage 1.2. O

Corollary D.7 (Neuron alignments at the end of stage 1). There exists a time Ty = ©(1) such that

iTl w=0()forall p eV UC.
Proof. This is a direct consequence of Lemma[D.4 and Lemma[D.3] O

As a result of stage 1, we can show that the transformer model now can produce a positive margin
on the consistent samples but it fails to classify the conflicting samples.

Theorem D.8 (Stage 1). Under Definition we have f(Tl)(kasys) = s Q) and
f(Tl)(Xk,s,—s) =0.

Proof. Since the attention during stage 1 is uniform, this is a direct consequence of Lemma |D.1]
Lemma|D.4] Lemma|[D.5and the symmetry between two heads in Lemma [C.4] O
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E STAGE 2: SELF-ATTENTION LEARNS FROM THE CONFLICTING (HARD)
SAMPLES

E.1 GROWTH OF SCORES

The following result states that there exists a range where (1) the growth of
TW(t)Tng_vk and —c; WELTW(U v, dominates other score variables; (2) the growth of
W(t)T
T (t)T () T ®OT () 3

growth of ¢, Wi Wiy ek, —cp Wil Wi’ ¢ dominates other key self-score variables.
Lemma E.1. For t > 1Ty, there exists a constant C > 0 such that as long as

max,, yeyuc |MTWI(2?W(2V| < C, then there exist a constant 0 < ¢ < 1 such that

W(t) TW(t) Wéivk/ dominates other query self-score variables; and (3) the

T 117(t )T 157(t
i (T W~ W)
> max TWK+ W(t) ’} \ U {‘ TW(tWW(t) TW(t)TW(t),U
s VECUV k#k'€[K]
(11)
T oI W OT (t)
.k;érlgm ]<v W WQ+ ey — WQ W )
> max Tw(t)—rw(t) Twéj_ W(t) ’ W(t)TW(t) ‘} (12)
k;élc’e[K]
t)T t t)T t
-kirg}ln X ( TWI((ZF W]((l c;—Wél Wz((lck’>
zmax | Wi wilal, |l Wi Wil e | ol Wi W e |} ) a3)
k#k' €[K]
and
w® 2 5 w® 2 w 2 5w 2 14
IWoivelz 2 IWgiellzs  [IWiiellz = [[WiZvkllz. (14)

Proof. The proof is by inspecting the gradient flow updates in Appendix [E.3]and proving by induc-
tion. Att = T1, all the scores equal 0 and further, we have

1%

j

T T /() T (O T 7 ()
dey, Wiy WQJrvk ’ _dck Wiy WQ+v;C _ %g(Tl)oﬂm (wsrTl)Tq B wSrTl)TXpl(+,T1))
dt dt 3
t=T1 t=T4

4 022,07

— 39 gt A

On the other hand, we have

d T T T O Ty TWOT
argmax&t . U {‘,u Wiy WQ+V’} \ U {‘ Wi Woivkls |ee Wiy
1 u,veECUY k#k'€[K]
do] WO WS e
dt
t=T\
and
doy WETw ) 4 4 1
1 K:i-t Q+1 _ 7g(T1)w2wSrT1)TXpl(+,T1) _ gg(Tl)w2§wSrT1)Tcl
t=T,
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Thus, Equation (TT) is satisfied at ¢ = T7.

Next, we have ||Wg_;f)vk||§ = w2 v,;rWé;l)TWg;:)vk/ = 0, v,;rWéE)TWg_E)ck = 0,
v;Wéﬂ:)TWéﬁ)ck/ = 0 and cZWéﬂl)TWéﬂ)ck/ = 0. Further,
ATy OT 7@ OT pp7(®) O T 157 ()
dv,IVVQ+ WQ+vk/ dv,!—VVQ+ WQJrc;C dv,;'—WQJr WQ+ck/ dc,I WQ+ WQ+ck/
dt ’ dt ’ dt ’ dt
t=T1 t=T4 t=T1 t=T14
Hence, Equation (12) is satisfied at t = T4.
Similarly, we have |[W{ Ve = w2 WD W Ve = 0, of W TW Ve, =
0, vy WD TW (I e = 0 and of WD TW v = 0. In addition,
def WO W, en doy WOTWD ¢, dof WOTWD, e doy WDT WD vy
dt ' dt ’ dt ' dt
=T, =Ty =T, =T

Thus, Equation (T3)) is satisfied at t = 7). Finally, Equation (T4) is also satisfied at t = T4.

Now, assume Equation (1)), Equation (12) and Equation (I3)) hold at some ¢ > T;. We are going to

show that the gradients at ¢ also satisfy those inequalities. We are going to prove the inequality be-

tween ¢;. Wl((tf ng vg and v W,(;)I ngr c1. The proof for the rest of cases is similar by checking

the gradient flow dynamical system in Appendix [E-3]as they all follow similar structures.

W WS T W W
dt

. . . i . d )
First of all, notice that if we replace p(*-*) with p(+:7%) in and - , it

holds that there exists a constant 0 < ¢’ < 1 such that

1 1
- gg(t)2 (vfwgfwgim — v;ngngrm) (wgf)—rq - wS:)TXpl(+’T ))

1
+ g9(75)2 (CIWI((thI({tlcl - CIWI(;ILTWSLCQ) (wi")Tcl - wEf)TXpl(J“Tl))

1 T ®T @ T Ty ®) (OT 3, (+:T1)
> <3g(t)2 (cl Woyr Woier —eg Wiy WQJch) (—w+ Xp, ! )

1
+ gg(t)2 (UIWS)JW}QFW — vIngW,(;va) (—wﬁf)TXpl(Jr’Tl)) )

(N (N
+

since wg)—rcl — wgf)TXpl(+’T1) = %w ¢y and wi Xpl(+’T1) = %wgf)—rcl. Next, we calculate

the deviation of replacing p(**) with p(*-71) in the gradients

def Wi Wil v
d

Q+

(E

L
g(t)ydg) Z CIWI(?JKJ(:)diag (XTw+ - wIXpl(J“Tl)) le"Tl)sclTUl] )
1=1

L
g(t)yé._(p Z Uirw(t)—rqf:l)pl(-th)Tdiag (wE:)TX _ wf:)TXpl(-th)) XT01‘|
=1

+E

L
E g(t)ydg) Z vlTng_qul) (pl(+’t)Tdiag (wPTX — wgf)TXle’t))
=1

_ pl(‘f’,Tl)Tdiag (’LUS?TX _ wg:)TXpl(+’Tl)) )XT61]

+E

L
g(t)y&it) Z CIWI((thS_t) (diag (XTwJr — wIXpl(J“t)) pl(+’t)
1=1
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— diag (XTw+ _ wIXpl(+,T1)) pl(+,T1>)xlTUI]

Thus, there exists a constant C' > 0 not too large such that max,, ,evuc |AL—'—T/VI(QFT ngld < C,
and thus ||pt+%) — p(+T1)|| . = O(1) and then

TW(t)TW(t) T JT1)T T T T
= < [g yU+ Z (tJ)r $2p§+ 1) dlag( () X—wgf) Xp* n) XTCl]

gt ya+) Z TVVKJr K(t)dlag (X wy — erXp(Jr Tl)) pl(+’T1)xlTv1] ) ‘
1=1

+E

< C,,<;g(t)2< TW(t)Tng_ vy — W(t)TWg}rw) (wﬁf)T 1 — <t)TX (+,T1 )

1

+ 2992 (W W e — T WET W, o) (T er — 0T xp{ 1) )

for some sufficiently small constant ¢’ > 0. This implies that if ¢ satisfies ¢ + ©(1) < ¢ < 1 then
de TW(t)TW(t) dvl W(t)TW(t)

¢ dt = dt

Based on Lemma we can show that there exists a time range where the dynamical system
exhibits exponential growth.

Lemma E.2 (Score growth lemma). Fort > Tj, there exists a constant C > 0 such that as long as

max,, ,eyuc |,uTWI(2Ir Wy t) v| < C, then there exists a constant b > 0 such that

(®

TW%TW“)ivl 01 1 cIW%:W 1
t t t
a | = Lo o] et i
W WQ+ 1 vr Wol WQ+ 1
Proof. First, as long as ||p(Jr t)( X) - (+ Tl)( X)||oe = O(1) for all X and [, we have g(Y)(X) >
Q(1). Now, applying Lemma to the update of clTWl,(Qr W(t) vy in Appendix , we can
derive that there exists a constant b; > 0 such that
dCTW(t)TW(t) v
e Waus s (Wi Witer + o] W WG
and similarly, there exists bs, b3 such that
def W& W, ey
Ty Ty ()
dt Zb2~01WK+ WQ+1)1
TW(t)TW(t)
T T /@)
dt 263'01 WK+ WQ+1}1
Take b = min(by, bo, bg) we finish the proof. O

Lemma E.3. There exists a Ty such that Ty — T} = O(log %) and

TW Tz)TW(T2 ,—c] W Tz)TW(T2 _ @(1).

Proof. We can define a process x(t) b

0 01 1

d b
2(0) = |w?|, &= " Az, A=1|1 0 0
w2 dt v/ M 1 0 0
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and by Lemma[E2] we have
Tw(TlJFt) W(Tl+t)
R S
T 1 1
ol WEL Wy
Now, we analyze x(t). We can compute the eigen-decomposition of A as

A 11
det(AAI)—det(ll ~A OD—AM%—O = A=0,+V2
10 -

The eigenvectors can be found by finding the null space of A — AI:

—A 1 1 I1 0
=

1 0 A I3 0
0
1]
1

and the eigenvectors for the non-zero eigenvalues are

A
1
1

Thus, the eigenvector for A = 0 is

C.

C.

Therefore, plugging in the initial value x(0), we have

x(t) = w—z exp (\/ﬁbt) \? + exp (—\@bt)

-2
1
1 1

Hence, there exists 75 — 71 < O(log —5) such that ¢/ W(TZ)TW(E)U >x(Ty—Ty) > Q(1). O

E.2 GROWTH OF ASYMMETRY
The following result shows that there exists a near-symmetry between the score and self-score vari-
ables.

Lemma Ed4. For t > T3, there exists a constant C > 0 such that as long as
max,, ,eyuc |MTW;(;) Wo ®) v < C, if we define

+
AW =
(t)T (t) Ty O T (@) O T/ (@) O T /(@)
Mlélga(c{ (c1 +02) Wit Wo y (o1 +v2) Wil Woik|, W WQ+(61 + o), W WQ+(v1 +vg)’
‘(61 +e) W(t)TWI(eru‘ (1 +v2) TWETWED ] (er + o) TWETWELu) [(or +02) TWE WL ’}
then
daA®
dt A
Twi) i = O

at

and

AW <O (w)
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Proof. First of all, by the symmetry between two groups in Lemma|[C.2] we have

(1 +e2) T WTWE o = T WETWE) (01 + v2)
(

c1 + 02) Wl((tlT tJ)r Cc1 = TWI((tJr W(t) (Cl + 02)
(Ul + ’U2) (t)TW(ti V] = TWI(;JF WQ+(U1 + ’U2)
(U1 —l—’UQ)TWI((t_i_ g_),'_ c1 = TWI((t_i_ WQ+(C1 +CQ)

Thus,

.
A = max, {(q +e2) TWATWEL (01 +v2) W WL,

(e + ) "W Wi i, (o1 +02) TWT WD, (1 + e2) TWSLTWEL i, (01 +02) TWSLT Wélu}

Att =T, we have A(T) = 2 and by the updates in Appendix [E.5| we have

dA®)

=0
dt

t=T,

Define Ap(t) = maxy, i,e[L],XeD |jvl(f)l2 (X) — %|. Fort > Ti, from the gradients of the score
variables in Appendix [E-3|and Appendix [E.6] we have

dA®
%] <o o)
OT
This can be seen from the following. Take % as an example: Define
TW(t)TW(t)
dt P+t =p(+.T1)

g(t)ya ) ZUTWQ_): _(:l) (+, Tl)leag ( (t)TX - wf:)TXle’Tl)) X

Xk,s,—s]

+E | gWye? ZCIW§+ K" diag (X Tw, = w]Xp{™™) e vy

=1
Then, following similar steps in deriving Appendix [E.3] it is not hard to derive that if we replace

(75)T (t)
def Wi W LV
+.,t +,71) ; 1 1
p( ) by p( 1) 1n T

W(t)

Xkﬁs,s‘|

we have

d W(t)T

dt
P+ ) =p(+.T1)

1 2
_ §g( ( ”r(t)T”rQ+,U 4] W t)TW(t) ) <3w_(‘rT1)Tcl)
1 2
+ gg() ( TWOTWD o) — T WOTWO, ) <3wg_T1)Tcl)
and thus,

de] WI((T Wéﬁ (v1 + v2)
dt

=0.

p+ D =p(+ T =1

Further, by the chain rule, we have

dt TR dt dt

deTWOTW® (41 4 0 AW (v +o dey A
TWOTWE) (01 + va) T O o4 (v +v2) N K+t W(t) ) (01 +v2)
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®
. AWy (vitwv . .
Therefore, expanding W via Appendix M we have

+
dt

chWI({t)JWS) (v1 + v2) chWI((thgJ)r(vl + v2) B chWI(f)IWgJ)F (v1 + v2)

dt dt

pHD=p(+ T =1
<o)
Applying similar analysis to all other asymmetry variables, we get Equation (T3).

Now, we analyze the growth of A(*). Consider a specific time 7" such that ¢, WI((TQTWC(QZ)M =

O(w) for the first time and by Lemma [E.1} we have [Ap®)| < O(w) for all ¢ < T". Further, by
Lemma E.2]and similar analysis in LemmalE.3] we have 7" — T; < O(log(1/w)). Thus,

[
+
| dt

AT Ow?)  ~
’ ’ S S O ((JJ) b
e WI((T+)T Wc(gi)wl O(w)

‘A(T’)

< ‘A(Tl) dt < w?+ O(w?).

This implies that

Finally, comparing the gradient of A(*) with the gradient of ¢ W}ﬁf Wg}rvl fort € [T", Ts] (fol-
lowing similar analysis in Lemma [E-T)), we have

dA®

dt <O()
7 7 ~ w).
dt

where the O is independent of ¢. Notice that this inequality on the ratio of gradients also
holds for t < T since Ap®) < O(w) for t < T’. This implies that [A(T>)| < |AT)| +

~ )T T )T T ~
O(w)|clTWI(<_i) Wéj)vl - clTWI(<+) Wé+)v1| < O(w). O
E.3 WHEN THE QUERY IS THE GROUP SIGNAL

The main goal of this section is to analyze the group signal queries. To do this, we need to know the
sign of the group signal queries. This can be analyzed by induction-like argument over all the scores
and self-scores below.

Lemma E.5 (Sign of all the score and self-score variables). Fort € [Ty, T5),

ClWI((tlTngfUl Z 0, CIWI(;Z'»TW(t) Vg S 0

Q+
le}((thgj_vl <0, UlwngWSJ_y2 >0
ClWI(;lTWgJ_Cl >0, Clwgl—rWéﬁicQ <0
WO W e <0, oW TW e >0
c1WgJ)rTngv1 >0, clwgfw(g%z <0
c1WgJ)rTWg)+cl >0, ClWéffngcQ <0
UIWétiTWg_),'_Ul >0, U1WétlTngv2 <0
c1WI((tlTWI(2_vl <0, CIWI(Q-TWI(ELW >0

clwgfwglcl Z 0, clwngWI((tlcQ § 0
vlwngI((tlvl Z 0, UlwngWI((tlvg S 0

Proof. First of all, at ¢t = Ti, all the variables are zero and thus the results are satisfied. Now,
assume all the inequalities hold for some ¢ > T, we show that the gradients of those score variables
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also satisfy those inequalities. We first prove the inequalities in the first column. First of all, by
LemmalE.2] we have

dey Wi Wl def Wi wiler o] WS WL v
dt ’ dt ’ dt -
We now prove v, W(t)TW( J)rcl < 0 as an example and the signs of all the other score variables can

be analyzed simllarly By Appendlxm we have

dv TW(t)TW(t) ) t)T ) (+,6)T T (T 5, ()
dt E gyl ZC o+ 4P diag( X —wi™ Xpy )XTUI Aot ]
L
+E | g0y S T W ¢Opi 0 diag (wgf)TX—wa)TXle’t)) X Ty Xk,—,-i—]
=1
L
+E | gOye" > ol WO K Vdiag (X Tws — w] Xp[t ) pf " a] e Xkl
=1

We first analyze the sign of the sum of the first two terms.

£ |0 3L T (7 o) X X]
o) S WL (X ) X e

) T )
(C?Wéf W (2t (000 2 (N0,

+ C1TW(t) W(t) v wﬂf) vy (pgii)l v, (X14.-) — Péit)vl o (X2,+,f))
) (+ t) T OT @) (+ t) (N ,
W WQ+ 1 q<ci, k<—111 (_w+ X 7pgj>_i)l) W WQ+ 2 q<—ca2, k+—— v1 (_w+ X27+77p((1‘ttc)2>

+ t +.t t —+.,t +,t t
TW( ) W( ) ( ) (pl(]% )vz,lﬁ—vl (_wsr) X 1,+,— p((]<— )Uz) +pt(1<—v)27k<—fv1 (_wsr) X2,+7 pg;{-%))

e W e Ton (<85 oy e ) P e (Ko, )

pq‘f v2,k+v1 qva,k——v1

Q+ 2pq<—('2 k<+—vq

+01TW5) Wé;}r 11”5;—?1 kv (X1’+f)w(+tﬁ”1 +ec W(t)TW o (X2,4,— )wi)Tm>

t)T t +.t t)T +.,t +.,t T
+g(t ( W( ) W( ) ( ) (p((1<— )'Ul,k<— —v (—U)S'_) X - +pt(1<— )v1) +pz(1<—v)1,k<—vl (—wg_) X2»*7+p£1<+—7?1)>

TW(t) W(t)( DT (v )(P(H) (X1,—4) — P50 (ng‘”“))

q——v1,k<——v1 pq<—'u1 k<v1

T
e WETWELenlD e (ol T X plE) ) = W WP (—l) T X D)

-
+01 W W(t) (pf;_% [ (—w(t) X1 - +p£,:tv)2) +p,(;_t)1,2 o (—wgf) X +P,g:t)v2)>

TW(“ W& s w7 (o) (P, ey (X16) = DL e (o))

qv2,k<—v1 pq(— va,k<v1

q<—c1,k<——v1 q<—c2,k<v1

+ clTngTWé?ticlp(+’t) (X17_,+)w$)—r(—v1) - W(t)TWg_)Fch(J“t) (X27_7+)w$)—rv1>

Define

| o) "W W),

AsY) .= max { ’(01 +c2) W(t)TW(t)
pnevuc
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w' Wf((tf ng (c1 4 ¢2)

)

WTWTWE (o + o) |

Notice that
) o (X1 ) —piEY (Xa.4.-) = O(As")

pq(—m,k(—vl pq<——v1,k<——vl

(+:t) wgf)TX (+.t) (+,t) (X1,+,_)(1 () (X17+7_))/2 + O(As(t))

pq(—v17k<—v1 17+7_pq<—'l)1 = pq(—vl,k<—cl pq<—v17k<—cl

(+.1) OTx, _,pitd (+,1) (X1 4)(1—p+d (X1_.4))/2+O0(As®)

pqefvl,kefvlw-‘r APge—v; = pqefvl,kecl pqeful,kx—cl

Now consider the function y(z) = (1 — z)z/2. Notice that if 1 <  and 1 < 2o < 2, then

)Tngvﬂ < C, we

y(x2) > y(x1). Therefore, there exists a constant C' > 0 such that if |clTW1§;t 4

have
+,t +.t +.t +,t
pf](—v)l,kecl (leJﬁ*)(l - péev)l,kecl (X17+,*>)/2 > pé(—f)ul,kecl (XL*FF)(l - pz(1<—f)v1,k<—c1 (X1;*;+))/2
Next,
4t +,t +.t +5t
pt(](—v)l,k(—cl (Xl-,+7—)(1 - p((;<—v)1,k<—cl (X1,+7—))/2 - p((1<——)v1,k<—c1 (le—r*')(l - p((1<——)v1,k<—c1 (le—»+))/2
= 0(c] W Wlv) > 0(as®)
where the inequality is by Lemmal[E.4] Thus,
Ty Ty () (+:t) T , (+:t) T (+:t)
1 WQ+ WQ+U1 (pqevl,kevl (—’LU+ X1a+7_pt(14<_—2))1> +pq<—7v1,k<—7v1 (_w-i- X27+7—pq<——’01>>
T rrr(t )T 4t 4t
+ CIWé)l Wé)ivlwgr) U1 (pgev)l,kevl (X1:+77) _péef)vl,kefvl (X2,+,*))
Trrr ()T rr(t +,t T +,t +,t T ,
+ef WETWEL o) (P2, ey (o0 pE0 ) 2, e, (—l X))
T /(¢ T t Jt
+ e WS WL (ol (=on) (P22, ey (K1) = YD, e, (Yo 1)
<0
Similarly,
Ty Ty () (+:t) (T (+:t) (+:1) (N )
€1 WQ+ WQ+(_U2) (pq(ff'ug,k:(f'ul (_w+ X17+7—pq<—*v2> +pq<—v2,k<—7v1 <_w+ X27+,_p((1‘<i‘_§))2))
T rrr(t )T +t +t
+ CIWCE)i Wé)iUng») U1 <_pz(1<——)v2,k<—v1 (XLJD*) + pfﬁ—v)g,lﬁ——vl (X27+,*))
T /(¢ +,t T , +,t )T +,t
JrClTWé-)F WC(Q-)FUQ (pt(1<—v)27k<——v1 (7ws-) Xl,—,+Pg<+_f,)2) +p¢(1<——)v2,k<—v1 (711)5-) X27—,+p51<——)v2>)
)T T it ,
e WS W e - 0T (—01) (B0 ey (Kam ) =P e, (Kamh))

<0

Finally, since vlTWI((thgj_q <0, v;WEi_TWg_)Fcl >0,

DT (¢ +t HT DT rp/(t +.t )T
ClTWé)J)r Wé?iclpz(zec)l,kem(X11+7*)w(+) U1 +CIWC(QJ)F Wégjrczpflec)z,kefvl (X2,+,f)wgr) v
DT /(¢ +.t HT DT (¢ +t HT

+ CIWéi Wé)lclpfy—c)l,k(——vl (X1a77+)w‘(‘r) (_Ul) - CIWCSJF Wéj’czp((ﬂ—c)g,k(—'vl (X217a+)w5r) Ul
<0
Thus,

DT (¢

do] W WS el
dt -

The inequalities in the second column can be proved by noticing the symmetric structure of the
gradients of score variables in Appendix [E.6] Thus, the gradient of the variables in the second
column has the exact opposite sign of the corresponding variables in the first column. [
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E.4 PROPERTIES AT THE END OF STAGE 2

Lemma E.6 (Activation in stage 2). Fort € [T}, Ty],

Vk e [2],s € {£1}: oﬁf)(Xm,_s) >0

Proof. This is a direct consequences of Corollary [D.7]and Lemmal[E4]

Theorem E.7 (Attention at the end of stage 2). There exists a To = O(log(1/w)) such that

* For samples X1 4 + and X1 _ _,

— when the query token is the group signal cq,

P (X)L, (Ko 0)| < O ()
P (Ku) = P, )| <O @)
PR ks X)Ly (X0 2)[ S O (@)
— when the query token is the classification signal,
P e (X1) = DY o, (X0, ) SO (W)
Pocunken X1e4) =00 pc L, (K- )| <Ow)
P[(,tff,)kevz (X14.4) — pf,tﬁ)?,%_m( 1) <O (W)
Pyimee (Xiaa) =T (Km0 w)
pf}ifj,)kevz (X14.4) — pf]tjjzv)l,kefvl( 1,--)| < O (w)
P[(,tfz,)kevl (X144) — pf,ifzﬁl,%_m (X1--)[ <O (w)
* For samples X1 + — and X1 _ 1,
— when the query is the group signal c;,
Pétff,)kecl (X14,-) > pf]iff}k(—cl (X1,—4)
(X ) = T (Xip )| <O )
pf;tf,)ke—ul (X1,-4) *Pétff,)kew (Xl,—,+)’ <0 (w)
— when the query is the classification signal,
pf;t?l,keCl (X14.-) — péttf)yl,kecl (X1,-4)=06(1)
2o vy e (K14 2) = 2, ke (X0 4) = O(1)
Pt (X ) =D (X1,+,—)‘ <O (w)
P e K ) = Y (K1) SO @)
PSEY cen (X1 0) = Y e (K1) < O @)

Proof. The proof is a direct consequence of Lemma[E:3] Lemma[E-4]and Lemma[E3]
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E.5 THE UPDATES OF THE SOFTMAX ATTENTION AT t = T}

In this section, we give out the explicit updates for the scores and self-scores at ¢t = 77.

The equations in this section are derived by the following:

1. Notice thatp(+ T % forly,ls € [L] and thus w( I)Xk s, _sp(+ T %wS_Tl)Tck where
s € {£1}.
2. Therefore, by Corollary wS_TI)Tck = (1) and thus diTl)(XL_h_) =

o (K1, p) = 6 (Ko o) = 60 (Xp - 4) = 1,
3. By symmetry between two groups and two heads in Lemma [C.2] and Lemma [C.4] we

have wS_Tl)Tcl = U)S_Tl)TCQ and ¢T)(X; 4 ) = ¢"I(Xy_ 1) = ¢TI (Xoy ) =

g™ (X3 _ ). Thus, we denote g(7) = ¢(T) (X, , ).

E.5.1 THE SCORES

t)T t
def WO W v

dt

t=T4
=E | gWysl! va Wi a1 diag (wﬂf)TX - w(f)TXle’t)) XTey Xk,&s]
t=T1
g(t)yo. (t) ZCTW(t)T t)dlag (XT’LU+ _ TXpl(+ t)) (+, t)J? v1| X 57_;|
t=T

= gg(Tl)Q (UIWC(Q?TWCSE)W - UIWéE)TWéE)Uz) (wsrTl)Tcl wSrTl) XPZH’Tl))
1
4 22 (WETW o — e W TW ey (w) e, — T X
1
= gg(Tl)Q (UlTWC(QTl) Wg:f)v - W(Tl)TW(Tl) ) <3wS_T1)T 1)

1 2
+ 59(T1)2 (ClTWéTi)TWIQTi)Cl - ClTWéTi)TWI(?l)C ) (SW(TI)TQ)

+ “2 +
def T 157 ()
Wi WQ+ 2
dt
t=T4
1
_ §9<T1)2 (U;Wéﬂl)TWéﬁ) ] W(Tl)TW(Tl) ) (w(+T1)Tcl B wiTl)TXpl(Jr,Tl))

1
+ 5972 (—cIWI&)TW(TﬂcI + TWI((T”TW}(T;)@) (wngl)Tcl — w7 Xle’t))
1
_ gg(T1)2 (U;”fc(;ji)—r”ré;;l) an(Tl)Tmf(Tl) ) <3’LU5FT1)TCI>

1 2
+ gg(Tl)Q (—cIWéTi)TWI((Ti)Cl + CIWI((Ti)TWI((E)Cg) (3wiT1)Tcl>

def Wi Twi) e
dt
t=T,

o3 i (w7 ) 7

C1 Xk,s,s‘|

t=T1
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(+:1),.T

ya+ Z W}(Q_T dlag (XTw+ —w_‘_Xp(Jr t)) x; C1 Xk737_81

t=T1

1
~ Ly ( T Wy — W TWE ) (w e — T )

1
+ gg(Tl)2 (CIW[((E)TW[((Ti) TWI((/I}, WI((Ti) ) ( (T1 X (-’r Tl))
1
= 2g(™2 (ché?TWéfi) W T, <3wm )
1 1
+ gg(Tl)Q (ClTng)TW;&)m - clTW(T1 WKTi ) ( Wy Tl)T )

def WT W) ey
dt

t:Tl
1
= L0 (WS T 0y — TWETWE ) (0 ey — )

1
+ gg(Tl)Q (ClT”g)TW;(TJr)W - CI”;&)TWQ%Q ( (Tl) Xp (+ Tl))
1 2
- §g(t)2 (ClT”Cg;)T” 527::)“2 - ClTch:)TWézﬁ)Ul) (3w(+T1)T02>

1
wErTl)Tcl)

1 1 1
+ 5012 (T Wi Wi vy — T WD T ) (_3

TW t)TW((QtJ)r 1

dt

t=T1

L

T HT 4. T T ,
g(t)yo+ chT QtJ)r (flpl ?) diag (wﬂf) X—wﬁf) ngJr t)) XTvl X;,C?S,_S]
t=T,
L
ya+ Z TWI(er K(t)dlag (XTw+ - w_,rXp(Jr t)> + t)xTcl X;%s,_s]
=1 =T,

Q
1
4 g9(7“1)2( TW(Tl)Tw(Tl)U — v WI((TJi Wl((ﬁ ) ( (T1 Xpl(+ Tl))

1 1
zgg(T1)2 (clTWC(ng) W(’-:})C _ TW(T1)TW Tl) < § (TlT >

1
=592 (CIWS_E)TW(I_E)Q — e WEPTWE e ) (—uf™ T xp{ )

1 T
g2 (T W W T WA ) (LT, )

dUQ W t)T W(t)
dt

t=T

- %g(Tl)Q (—clTWé;:)lTWC(Qﬁ)cl i clTWC(;JE)TWC(;:)Q) ( (Tl) Xp* T1)>
429 (o WETWIT oy o W T ) (< xpf )

B %g(TI)Q (_clTngi)TWé?Tl)c + el WeT Wc(;:)%) (_1w5rT1)T01)

+ %g(T1)2 (UJWI((Ti)TWI({Ti)Ul _ U;I'WI((Ti)TWI(g;l)v2) (_;wiTl)Tq)

36



Under review as a conference paper at ICLR 2025

do] WO WS v
dt
t=T1
E | g®yel va Wi a0 diag (wgf)TX - w(f)TszH’t)) X Ty Xk,s,s‘|
t=T1
E | gMys! ®) Zv WKJr K<1t diag (X wy — Xp(+ t)) p(Jr Dl Xk’s’sl
t=T1

= gggl)? (or W TP —of WD TWEes) (—ul™ T xpP )

1

+ 392 ( TWITW e, o] W}({T; W}({g) )( )T, <T1>TXp<+T1>)
1 1

1 2
+ 392 (JW}QTW}f;) T W T ) (3 ()T )
Tw(t)Tw(t)

dt
t=T1

1 T T 15(T T)T 11 (T )T T
:gg(T1>2(U;Wé+l> W ey — o] WS Wéﬁ@) (_wgn xptt n)

1
+ 592 (=l WD TWer ol WD TWi D ea ) (wl)Ter — ™ Txp )
1 1
— g (T WS ey — o] WS TW e )(—3w5rT1’Tcl)
1 2
+ 50 (o W T+ T WD W) (e )
E.5.2 THE KEY SELF-SCORES
TW(t)TWI((tZF Vo
dt
t=T1

g(t)yo_ (t) Z’UTWKtE— S:z (+, t)leag ( Ty _ wIXpH t)) X vy

Xk,s,—5‘|
t=T

g(t)ya ®) ZU;WKT— S:z) (+, t)leag ( X - w_IXp(+ t)) X Ty Xk,&_s]

t=T,
T i

1
+ gg(T1)2 (—vJWI((T; W(Tl +vg Wy Tl)TW(Tl) ) w{™ T xp ™™
1 1

- ggm)g (vIW}(Ti)TW e, — o] WD TW e ) gwiTl)Tcl

1
+ gg(T1)2 (—UTW[(g;i)TWéTl)C + vy W(Tl)TW(Tl) ) Su}iTl) c1

dof Wi Wil v
di

t=T1

1 T T 11,(T T) T 15-(T T 3T
:gg(mzl(vlrw}(ﬂl) Wy — ol W Wéﬁl)@)( w7 xp* n)
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. 1
- gg(T1)4 (vfwéii)Twéﬁ)cl - UIW}(Ti)TWéﬁ)Q) (_SwsrTl)Tcl)
def WETW, e
dt
t=T
L
=FE g(t)ydg_t) Z ClTW[((tqugl)pl("ﬁt)Tdiag (wIX _ wIXpl(J“t)) XTe, Xk’&_S]
=1 -
L
+E | gWysl? 3 A WO ¢\ pi T diag (wIX _ wIXpl(—i-,t)) XTe, Xk,s,—s‘|
=1 -

1
= 59(T1)2 (CIWéTi)TWgﬁ)vz — clTWéTi)TWéﬁ)m) (U}SrTl)TCQ — wsrTl)TXle’Tl))

(wsrTl)Tq — wsrTl)TXPlH’Tl))

)
)
)

1 2
#3002 (W Wy - W T W) (2u e )

1 T T 11 (T T T 11 (T
+ 292 (W TWE v — T WD T

(Tv)
1 T oo (1) Ty (Th )T 11, (T
= gg(T1)2 (Cl WI((Jr) Wé+)’02 _ CIWI({JF) Wéng)'Ul

3
)T t
def WETwid )
dt
=T,
1
= gg(Tl)‘l (ClTW[((Ti)TWg::)m — clTWéTi)TWQ(;:)vg) (wiTl)Tq - wsrTl)TXpl(+’Tl))
1 2
L (T~ T ) (B0
8Ty (t
def WDTwid,
dt
t=T4
L
=E g(t)yz'vﬂf) Z CIWI((tlLTqS_tl)le’t)Tdiag (wIX — wIXpl(Jr’t)) X Ty Xk75,81
=1 t=T1
L
+E | gWys" > ol Wi gt ding (w] X — w]Xpf") XTey Xk,s,s]
=1 =Ty

= %g(Tl)Q (clTWI((T_il_)TWéﬁ)cl — clTWI(gl)TWg_E)Q) (—wiTl)TXpl(J“Tl))
+ %Q(Tl)Q (vlTWI(gl_)TWg:f)m — UITWI((T_:_)TWéE)U2> wiTl)Tcl — wiTl)TXpl(J“Tl))
= %g(T1)2 (CIW}(Ti)TWéﬁ)Cl — CIWI((Ti)TWC(;i)c?) (_
+ %Q(Tl)Q (UIWI((T?TWC&)M - UTW;((TPTW&)W) (gwfl)Tq)

def Wi Twid v,

dt

t=T1

1 T)T 1 (T T)T 11 (T )T T
= 392 (W)W e = S WD TW Ve )~ xp(M V)

1
+ gg(Tl)Q (UIWI(Q)TWC&)W - vlTW;gTi)TWé?ﬁl)m) wiTl)TQ - wiTl)TXpl(Jr’Tl))
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1 1
= gg(Tl) ( TW(TI)TW(TI)C —cy W}(gi) ngﬁ)cz) (—3w5rT1)Tcl)

1 2
#5002 (T W WG v T W WG ) (ST
E.5.3 THE QUERY SELF-SCORES

T OT O,
do] WHTWE)

dit

t=T

L
[g yo.+ Z TW(t Sf)diag( w+—w+Xp(+t)) (+t)xT,U2
=1

= §g<T1>2 (—ol WS T W e+ ol WEDTW e, )
+%g(T1)2( TWEDTW I e — o WD T ) @)T, _
1
= gg(T1)2 (7UIW((QZ_E)TW}((T1 ¢+ v W(Tl)TW(Tl
1
+ gg(Tl)Q (U;Wéﬁ)TWI((TI)cl — WD TW I, )

T OT O,
do] WHTWE)

dit

t=T,

1
= gg(Tl)Q (UIW&E)TWI((E) c1— v W(Tl) WI((:Z;I_)CQ) (wsrTl)T 1 —w
(w_(i_Tl)Tcl —w

1 2
= gg(Tl)Q( TVV(TI)TW(TI)C - W(Tl) W[(<T_~l_)62) (3w(+T1)Tcl>

4 ,g(Tl)z (UIWQSE)TWI((Tl)Cl — v W(TI)TW(Tl)

1
3

0 S e (s )

(wsrTl)Tcl —w

(1
()
g

g (TI)T
3

)

Xk,s,—s]
t=T

Xk s —;|
t=T1

SrTl)TXpl(+7T1))

(Tl)TXp(Jr T1)>

.
() Xpl(+,T1))

T ’
I xp(* T1)>

2
n ggm)2( TWETW e, — ol WD TW e, (3w(f1”c1>
def WS W) e
dt
t=T1

L
lg(t)yd Zc W @ TK(lt dlag( Wy — erXp(+ t)> p(+ )T
=1

T, C2

L
g ya+ Z TW(t K(t diag (XTw+ —erXpl(+ t)> z(+ t)xl c1
1=1

Xk,s,s‘|
t=T4

st s]

t=T,

_ § (™2 (CTW(TI)TW(Tl)Uz _ CIW(Tl)TWI({Tj-)Ul) (_ws’_Tl)TXpl(Jr,Tl))

+ g(T1)2 ( TW(TI)TWI(;]}_)U —cy W(Tl)Tw(Tl)

( (TI)TX (+ Tl))

1
=§g(T1>2(cIW$)TW;§T+“v2 W) (~holrTe)

1
+ 292 (g WH TWT v — S W W v, ( w{™T
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E.7 EXPANDING THE UPDATES

To help us analyze the sign of the scores and self-scores in Lemma [E3] we rearrange the gradient
flow updates for those variables into forms that are convenient for such analysis.
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F STAGE 3

In stage 3, we show that training the neuron weights can drive the training loss to be arbitrarily small.
This is possible since the attention features now are linearly separable with at least a constant margin.
This can be seen by considering the neuron weight w; = ¢y +co+v;+v2 and w_ = ¢ +co—v1 —vs.
Simple calculation can show that this will make y f(X) > Q(1) for all (X,y) € D.

(®)

® ._
+ - =

Lemma F.1 (Growth of classification token alignment). Let g\’ := ¢)(X;, 1) and g

g(t) (X17+,_). Fort € [Tg,Tg], ke [2],

de:)Tvk B

dit
Proof. First of all, by symmetry, we have ggf) =gW(Xo 4 4)=gW (X1 _)=9g"(Xs_ _)and
g = gW(Xy 4 ) =gW(X1_4) =g (Xs_ ,). In stage 3, we have

dwgf)—rvl

dt

52



Under review as a conference paper at ICLR 2025

=E lg(t)yé(ﬁ) XL: (Xp§+’t))T v
=1

= égg-t) (pét?l,kevl (X1,4,4) +Pgti)1,k<—v1 (X1,4,4) +p§ti)2,kw1 (X1,4,4)

+ol7 (X1 ) (Pgttc)l,ke_m (X1,-,-) +pét?q;1,k<——1)1(X17*7*) +Pgt?1;2,k<__m (XL,,,))

+pz(1—:?2,k<—v1 (X24,4) +péti)1,k<—v1 (X2,4,+) +péti)2,k<_m (X2,4,4)

#6000 ) (A s (o 4 (o) 4, (e )) )
#5390 (P2 ke ) A () 2, ()

D5 pe o (X ) P e () S e ()

- péiil,kem <X2,+,—) - pt(lt?vl,kefvl (X27+,—) - péti)z,kefvl (X2,+,—)

(+:1)

+,t +,t
- pf](—c)g,l«—vl (X27_>+) - pt(zev)l,kevl (X27—7+) - pq(**’l)g,k(f’ul (X2>_)+)>

By Theorem [E.7, we have
(+:t)

(+:) (+,t)
pq(—cl,lﬁ—vl (X1y+’+) + pq(—m,k(—vl (X1’+’+) + pq(—vg,l«—vl (X1’+’+)

- (T +,t +,t +,t
+ 6 0 (X1, ) (P50 s (X ) e (X )+ 050, (K0))

(+:t) (+1) (+:1)
+ pq(—cz,kx—'ul (X27+7+) + pq(—vl,kx—vl (X2»+7+) + pq(—vg,kx—vl (X27+7+)
( (+:1)

. (t +,t +,t
+ U(+) (XZ*’*) (p¢(1<—c)2,k<——v1 (XZ*’*) + pq<——)v1,k<——v1 (XQ’*,*> + Py vy ke——ny (XQ’*,*))
=0e()
and by symmetry between two groups Lemma@

+,t +,t +,t
pgec)hkem (X17+,—) + pgev)l,kevl (X17+7—) + p((y—f)'uz,lﬁ—vl (X17+7—)
(+:t) (+:t) (+:)
+ pqecl,kefvl (Xla_v"’_) + pqef'ul,kef'ul (X17_,+) + pqev2,k<—7v1 (X17_7+)
(+:¢) (+:t) (+:¢)
- pq<—62,k<—7v1 (XQ;JF,*) - pq(ffvl,kefvl (XQ,JD*) - pqevg,lﬁ—fvl (X27+x*>
Tt Tt Tt
~ P ko X ) =P, (X2m ) =000 i, (K2 )
=0 (w)
Thus,
dw v ~
ngitl = @(gg)) +0 (wg@) .
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Lemma F.2 (Growth of group token alignment). Let gg) =g (X, 4 ) and g = g® (X14.-)
Fort € [TQ,T?,], ke [2],

®T
7dw+ LI Q(g(t)) +0 (wg(t)>
a = 7 +

Proof. In stage 3, by Theorem [E.7] we have
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Theorem F.3 (Convergence). There exists Ts such that Ts — Ty = O(1/€) and E[{(y ) (X))] < e.
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dt ( q(—,cl,k<—c1 +pq<—)v1,k<—cl +pq<—’v2,k<—cl)
duw" _

_ &= Uld@)( (—t) 400 (=)

— q<—ci1,k<v1 q<v1,k+v1 +pq<7712,k<7v1
dt

07
dw- U2(-,<t>( (—) (=)

dt — q<—ci1,k<v2 +pq(7'u1,k<7v2

(7at)

- + pqevg,k(ﬁv2>
dwer o (=) (-

- dt o_ (pqécl,k(fcl +pq<—)'u1,k:<—cl +pq<—)v2,k<—cl>

By symmetry, we have

dw(j)Tvl —t —t -t
di <p¢(1<7’c)1,k<—v1 (XlﬂL;Jr) + pt(zév)l,kevl (XlﬂLxJF) + p¢(1<—’v)2,k<—v1 (X17+x+))

dw Ty o, it —t
- T (pqéc)l,k:(f'ug (X1,+7+) + p((ﬂ;'u)l,k:(f'uQ (X1»+7+) + pf](—’v)z,k:evg (X1,+7+))

_ dw® e, ( —t)

- (=) (=)
dt pqecl,lﬂ—cl (X17+7+) + pq(f'ul,kx—cl (X17+7+) + pq(—'ug,k:(—cl (X17+a+))

dw'® Ty
= —— (Pt e (X ) i (X1--) + o (X1--))

- dt ( gé—c1,k+——v1 q——v1,k<—v1 q——va,k<——v

dw'? Ty
+ U2 ( (+1) (+:1) (+:1)
(pq<—01 Jk——v2 (le_v_) + pq(——vl,lﬁ——vg (le_v_) + pq<——v2,k<——v2 (le_v_))

dt
dwTer (1) (1)
o dt (pqéclvkﬂ_cl (X1—2) F P00y ey (K1 2) F P20, ey (le_’_)>

Thus,

df(t) (X17+7+) _q dwE:)Tvl n dwgf)TUQ N 5 wdw(_t)Tcl
dt dt dt dt

= Q(gsrt)) +0 (wg@) (by Lemma[FT)
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For conflicting samples X}, s _, we have

)T
df (X4 ) dw v, ( (+4t) NERD NG )
dt - dt q—c1,k<v1 pq(—vl,lﬂ—vl pqefvbk(—vl
dw Moz (4 (+:2) (+:2)
- dt ( q—c1,k+—va +pq<—vl,k<——vg +pq<——'112,,’€<——112)
T
dw)’ ¢
+ 1 (+:1) (+:t) (+:%)
dt ( q<—ci1,k<c1 +pq<—’u1,k(—cl +pq<——vg,k<—cl>
dw(t)T'Ul (t)
- . (=t (=) (=)
+ dt o_ (pq<—cl,k<—v1 +pq<—vl,k<—v1 +p(]<——1}2,k<—1}1>
dw® Ty )
— . - (=) (—t)
- ?07 (pq<—c1,k<——vz +pq<—v1,k<——vz +p(1<——”27k’<——”2)
dw®Ter )0
— . ) (7725) (77t)
- dt o_ pq(—cl,k<—c1 +pq<—v1,k<—c1 +pq(——v2,k<—cl)
dw(t)Tcl ~ dw(t)Tvl
QO == O|w—F "
( a )T\
_ (t) A (t)
=Qg2") + O (wgy (by Lemma[F2)
Thus,
dE[L(yfD(X))] _ 1d6(fD(X11.4)) n 1de(f(Xa4,0))
dt 2 dt 2 dt

dfO(Xq 4.4)
dt

df® (X 4-)

Lo e
P, R

= %fl(f(t) (X14+.4))
=—a (" + (")
-0 (zQ(f(t)(X1,+,+)) + £2(f(t’(X1,+,—)))

which implies that

Bl 00N < 0 (=7 )

G HANDLING THE FINITE-WIDTH DISCRETIZATION

In this section, we describe how to incorporate the finite-width discretization. As we mentioned
in the beginning of Section [5] the gradient flow for the finite width transformer can be seen as the
gradient flow for infinite-width transformer model with perturbation. Thus, we need to calculate
the deviation of the finite-width gradient flow from the infinite-width gradient flow. Since we only
train the neuron weights in stage 1 and stage 3, we only need to consider how the finite-width
discretization will affect stage 2.

First, at initialization, by the standard concentration bound, we have the following:

Lemma G.1. With probability at least 1 — 0 over the randomness of the initialization of Wi, W,

forany u,v € CUYV,
0 0 /4 8§ 4 8
‘<W;()M,Wé)u>’ < w? < mlog6+mlog6>
4 8 4 8
‘<W}£)ﬂ,wl<£)y>’ < u? (,/mlogé +—log 5) ,
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©) O of [4, . 8, 4, 8
‘<WQ e >’ “’( miosg t o les |

and forany p € CUYV,

©),12 — il 8 il 8
Wi pllz =w ( ( —log =+ —log 5
© 12 — il 8 il 8
W pllz = w ( ( og 5+ —log >

Proof. Since I/VI((O )p, W((?O)I/ ~ N(0,w?I), we apply Lemma to get the corresponding bound.
O

Next, recall that from Section[5.2]the score and self-score variables evolve according to the dynam-
ical system

vee({u T Wi W v veeoy) vec({uTW AW, ?u},wem

T T
ar [veetln win! Wﬁ{iu}wem =41 VeC({uTW%))T tu}wem
vec({,uTW() W )V}u VECUV) VCC({/,LTWQ+ WQ_A,_V}M,UGCUV)

for some matrix A®) with | A®)||, = O(1). By Lemma stage 2 lasts O(log(1/w)) time. Thus,
the perturbation at the initialization will be amplified by a poly(1/w) factor and the perturbation to
the gradient flow is at most poly(1/w)O(1/+/m).

H PROBABILITY

Lemma H.1 (Bernstein’s inequality for bounded random variables). Assume Z1, ..., Z, are n i.i.d.
random variables with E[Z;] = 0 and |Z;| < M for all i € [n] almost surely. Let Z = Y| Z,.
Then, forall t > 0,

12/2 - t* t
P[Z > 1] < exp (- ST EZI+ Mt/3> < exp <_ mm{2ZJ VB[22 2M}>

which implies with probability at least 1 — 6,

n

1 1
Z < [2) E[Z% log < + 2M log .

Jj=1

Lemma H.2. For wi,ws € R™ with wy,ws b N0, I,,/m),

4 2 4 2
2_ > . — _ — <
[ lwal3 1\_\/m10g5+m10g5] )
4 2 4 2
P [(wl,w2> 1/ log = 3 4+ — log 51 )

E [|lw13] [Z wi ] =1

Notice that w? i is a sub-Gamma random variable with parameters (
inequality,

Proof. We have

4

4 4
mm

4 2 4 2
|||w1||§ —E [”wl“g” ERY Ebgg + mlogél <4

56

). Thus, by Bernstein’s



Under review as a conference paper at ICLR 2025

Next,

E[(w1,w2)] = E

m
E wiwe;| =0
i=1

By Bernstein’s inequality,

4 2
P | [{wy,we)| > \/—longrilogg <4
m 6 m 1)

57



	Introduction
	Related Work

	Settings
	Data distribution
	Transformer architecture and loss function

	Guiding Experiments and Algorithm
	Experiment results
	Three-stage Training Algorithm

	Main Results
	Proof Outline
	Stage 1: Neurons align with the signals
	Stage 2: Attention learns from the samples with conflicting signs
	Stage 3: Convergence

	General Number of Mixtures
	Discussion
	Additional Experiment Results
	Softmax attention
	Only train the attention
	Full attention scores of two mixtures
	Experiments on Multi-mixture Models

	Gradient Flow
	Gradients of each weight matrices
	Gradient Flow Dynamical System

	Symmetry
	Stage 1: Training neurons to learn the signals
	Stage 1.1: Growth of neuron alignment with classification signals
	Stage 1.2: Growth of neuron alignment with group signals
	Properties at the end of stage 1

	Stage 2: Self-attention learns from the conflicting (hard) samples
	Growth of scores
	Growth of asymmetry
	When the query is the group signal
	Properties at the end of stage 2
	The updates of the softmax attention at the beginning of stage 2 
	The scores
	The key self-scores
	The query self-scores

	Sum of partial gradients
	Expanding the updates
	The key self-score
	The query self-score
	The scores


	Stage 3
	Handling the finite-width discretization
	Probability

