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ABSTRACT

Chain of Thought (CoT) prompting has been shown to significantly improve the
performance of large language models (LLMs), particularly in arithmetic and rea-
soning tasks, by instructing the model to produce intermediate reasoning steps.
Despite the remarkable empirical success of CoT and its theoretical advantages in
enhancing expressivity, the mechanisms underlying CoT training remain largely
unexplored. In this paper, we study the training dynamics of transformers over a
CoT objective on an in-context weight prediction task for linear regression. We
prove that while a one-layer linear transformer without CoT can only implement
a single step of gradient descent (GD) and fails to recover the ground-truth weight
vector, a transformer with CoT prompting can learn to perform multi-step GD
autoregressively, achieving near-exact recovery. Furthermore, we show that the
trained transformer effectively generalizes on the unseen data. Empirically, we
demonstrate that CoT prompting yields substantial performance improvements.

1 INTRODUCTION

Transformer-based Large Language Models (LLMs) have demonstrated significant success across
various language modeling tasks, achieving state-of-the-art performance in numerous domains
(OpenAl 2023). Remarkably, these models have also unlocked complex reasoning abilities, par-
ticularly in mathematical problem-solving and coding tasks (Chowdhery et al., |2023} |Anil et al.,
2022;|Achiam et al.||2023). A key method driving this advancement is the Chain of Thought (CoT),
which enables LLMs to generate intermediate reasoning steps autoregressively rather than providing
a direct answer. This process effectively improves the model’s capacity to solve complex problems.
In practice, CoT reasoning can be elicited either by providing few-shot CoT examples or by append-
ing prompts like “let’s think step by step” to bootstrap the model’s response (Kojima et al., 2022;
‘Wei et al., 2022; Suzgun et al.| 2022; Nye et al., | 2021)).

Theoretically, CoT enables LLMs to perform multi-step sequential computations by generating in-
termediate results, thereby significantly improving the expressive power of transformers (L1 et al.,
2024b; |Feng et al., 2024} [Merrill & Sabharwall 2023a)) compared to standard decoder transformers
that generate direct outputs without intermediate reasoning (Liu et al., 2022} [Merrill & Sabharwal,
2023b)). Despite these theoretical insights, it remains unclear how transformers are trained on CoT
data to effectively execute multi-step reasoning. Furthermore, it is unknown whether a transformer
trained specifically with an auto-regressive objective with multi-step CoT can substantially outper-
form one trained to directly output answers without CoT.

This paper takes an initial step beyond expressiveness to study the training dynamics of transformers
when trained on CoT data. Specifically, following the modified in-context learning (ICL) setting on
linear regression proposed by|Ahn et al.| (2023); Zhang et al.|(2023), we use it as a testbed to analyze
the training process with the CoT framework implemented. We name the task in-context weight
prediction where the goal is to predict the linear weight vector from the sequence of input prompts.
Instead of performing direct ICL and outputting a prediction, the transformer with CoT prompting is
allowed to generate multiple intermediate steps before arriving at the final answer. We theoretically
investigate the transformer’s training trajectory on the CoT objective and show the expressiveness
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gap between transformers trained with CoT and those without. Our main results show this separation
is learnable: gradient-based algorithm can learn the constructed transformer with CoT.

‘We summarize our contributions as follows:

* Expressiveness Gap. We characterize the global optimum of the population loss for the in-
context weight prediction task on linear regression using a one-layer transformer without CoT
prompting. Our results show that, without CoT, the transformer at the global minimizer effec-
t1vely performs a single step of gradient descent (GD)(Theorem- leading to significant errors
in predicting the d-dimensional weight vector w* € R? when the number of examples for ICL

isn=06(d) (Corollary . In contrast, we demonstrate that a one-layer transformer with CoT
prompting can achieve near-exact recovery by executing multi-step GD (Theorem [3.2).

* Convergence. We prove the convergence results of running gradient flow on the population
CoT loss under mild assumptions (Theorem[4.1)). Our analysis uses a novel stage-wise approach
combining dynamics analysis and landscape properties: the parameters initially approach the
global minimizer, followed by local convergence toward the final solution. Our proof technique
involves a novel characterization of the complicated population gradient. Furthermore, we prove
that the trained transformer can exhibit both in-distribution and out-of-distribution generalization
(Theorem [4.2) at inference time. We are the first to establish the learnable separation between
transformers with and without CoT under the in-context linear regression setting. We empirically
validate that the trained transformer converges to the minimizer predicted by our theory, with a
distinct performance gap between models trained with and without CoT prompting.

Outline. In Section |2| we formalize the problem setting including the data model, the one-layer
transformer architecture, and the CoT prompting format. In Section [3| we theoretically show the
performance gap between the transformer with and without CoT. Section [4] consists of our main
results, including our dynamics analysis and out-of-distribution (OOD) generalization result. Sec-
tion [5]empirically validates the advantage of CoT.

1.1 RELATED WORKS

Training dynamics of transformers. Several works have studied the training process of spe-
cific transformer architectures. [Jelassi et al.| (2022); |Li et al.| (2023) examined the training process
and sample complexity of Vision Transformer (Dosovitskiy et al., 2020). Tarzanagh et al.| (2023);
Ataee Tarzanagh et al.| (2023)); Li et al.| (2024a) explored the connection between the optimiza-
tion landscape of self-attention mechanisms and the Support Vector Machine problem. [Tian et al.
(2023aic) provided insights into the training dynamics of the self-attention and MLP layers during
the training process respectively.

A related line of research focuses on Markov-like data models. Biett1 et al.| (2024) studied the in-
duction head mechanism from the perspective of associative memory. |[Nichani et al.[(2024) demon-
strated that a simplified two-layer transformer provably learns a generalized induction head on latent
causal graphs. |Chen et al.| (2024b)) further proved that a modified two-layer multi-head transformer
can learn in-context generalized n-gram. Edelman et al.| (2024) investigated the multi-stage phase
transitions during training on bigram and n-gram (n > 3). Additionally, [Makkuva et al| (2024)
studied the loss landscape of transformers trained on sequences from a Markov Chain.

Another growing body of literature aims to understand the training dynamics of in-context learning
(ICL).|Garg et al.|(2022) first empirically studied the ICL capabilities of transformers over a variety
of function classes. |Akytirek et al.| (2022); |Von Oswald et al.[ (2023) investigated the behavior of
transformers on random ICL instances of linear regression. Several works have also established the
existence of deep transformers capable of implementing multi-step gradient descent (GD) across dif-
ferent domains (Fu et al., 2023 Bai et al., 2023} |Giannou et al.,[2023)). Mahankali et al. (2023)); Ahn
et al.| (2024)) analyzed the loss landscape of the linear regression ICL task and [Zhang et al.|(2023)
proved global convergence on a one-layer linear self-attention layer using gradient flow. |Gatmiry
et al. (2024) demonstrated that a linear looped transformer with specific update procedures can learn
to implement multi-step GD for linear regression. Further analyses of training dynamics under more
realistic assumptions about data models and architectures have been conducted by Huang et al.
(2023); Kim & Suzukil (2024); Chen et al.| (2024a). For a detailed discussion see Appendix
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Compared to prior works, our study and [Huang et al.|(2023);|Ahn et al.|(2024)); Zhang et al.|(2023);
Tarzanagh et al.|(2023); |Nichani et al.[(2024); Kim & Suzuki|(2024); Wang et al.|(2024); Chen et al.
(2024b); Ren et al.| (2024) all use similar reparameterizations that combine key and query matrices
to simplify the training dynamics. Moreover, many previous studies (Tian et al.||2023a;|Zhang et al.,
2023 Huang et al., 2023} Nichani et al.| [2024; Kim & Suzuki, 2024} (Chen et al., [2024a; |Gatmiry
et al.| 2024)) adopted the population loss to facilitate the analysis of these dynamics.

A closely related work is |Gatmiry et al.[(2024), which shows that a looped transformer can imple-
ment multi-step GD on the ICL linear regression task to directly predict the query answer in context.
In comparison, the goal of our setting is to predict the weight vector from the input examples using a
realistic CoT autoregressive generation process. Theoretically, we also establish a performance gap
between transformers with CoT and those without. See Appendix[A.2]for a more detailed discussion.

Chain of Thought and Scratchpad The CoT prompting method was first introduced by [Wei et al.
(2022) to enhance the multi-step reasoning capability of LLMs. Before the formalization of CoT,
Nye et al.| (2021) demonstrated that allowing language models to generate intermediate results
on “scratchpads” dramatically boosts the multi-step computation ability of LLMs. Wang et al.
(2022b); |Yao et al.| (2024); |Creswell et al.[(2022); Zhou et al.[(2022)) further proposed variants of the
CoT/scratchpad method to improve the efficiency and reliability of generation.

Recently, several works have attempted to understand CoT from both experimental and theoreti-
cal perspectives. Wang et al.[ (2022a); Saparov & He| (2022); Shi et al.| (2022); |Paul et al.| (2023))
empirically studied the capability of CoT, providing valuable insights on its reasoning processes.
Meanwhile, Wu et al.|(2023)); Tutunov et al.[|(2023)); Hou et al.|(2023)); |Cabannes et al. (2024) inves-
tigated CoT through the lens of mechanistic interpretability. On the theoretical side, Liu et al.[(2022));
Merrill & Sabharwal| (2023a)); L1 et al.[(2024b)); Feng et al.[(2024) explored the expressive power of
transformers with CoT, showing that CoT can significantly extend the expressivity of transformers
in the context of circuit complexity. [Hu et al.|(2024) investigated the statistical foundations of CoT.
However, the training dynamics of CoT remain largely unexplored. To the best of our knowledge,
this work is among the first theoretical analyses of training dynamics on CoT/scratchpad objectives.

2 PRELIMINARIES

In this section, we describe the modified in-context learning linear regression task, i.e. in-context
weight prediction, the one-layer linear self-attention architecture, and the Chain of Thought (CoT)
prompting formulation.

Notation We use [T] to denote the set {1,2,...,T}. Scalars are in lower-case unbolded letters
(y, a, etc.). Matrices and vectors are denoted in upper-case bold letters (W, V, etc.) and lower-case
bold letters (x, w, etc.), respectively. Wy; 51, W[; 1, W, ;) respectively denotes the (i, 7)-th entry,
i-th row, and j-th column of the matrix W. W[, _;; means the last column of the matrix W. The
notation W;; denotes block matrices/vectors on the i-th row and j-th column according to context.
For norm, ||-|| denotes ¢ norm and || - || denotes the Frobenius norm. We use 1{-} to denote the

indicator function. We use O(-) to hide logarithmic factors in the asymptotic notations.

2.1 IN-CONTEXT WEIGHT PREDICTION

Previous works (Zhang et al., 2023 |Ahn et al.} 2023} 2024} |Akytirek et al.| 2022} [Mahankali et al.,
2023)) focus on the in-context learning (ICL) task on linear regression. We suppose the data sequence
is sampled from a linear regression task where the ground-truth

w* ~ N(0,I;) @ ~N(0,I;) y=w* a;forallie [n]. (1)

The goal of in-context learning is to predict the correct label w*quuery given a query Tauery and
the previous example pairs (x;,y;). Most previous works (Zhang et al.| [2023; |Ahn et al., 2024
Mahankali et al.l [2023)) show the transformer predicts the query label yquery by implicitly doing a
one-step gradient descent without predicting the linear classifier w*.

In this work, we go one step further: instead of directly outputting the query label, we require the
transformers to implement gradient descent to learn the ground-truth weight vector w*. We call this
task in-context weight prediction for linear regression. Specifically, the data sequence is in the
following format:
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x, - x, 0 X 0
oy o oy O |y 0 dox (n+1)
Zy = 0 - 0 wol| = |04, wo eR , 2)
o --- 0 1 O1xn 1
where X := [x1,- - ,@,] is the data matrix and wy is the initialization of the linear parameter .

We assume wy = 04 for simplicity, and define d. = 2d 4 2. Our setting is similar to the setting in
Bai et al.| (2023) where multi-layer transformers are constructed to do explicit multi-step GD on the
weight vector w. We separate the input example space and the weight vector space as in Bai et al.
(2023) (the {p; }ie[n+1)) in order to facilitate training. Moreover, we add a dummy token (an extra
I) at the end of each token similar to what Bai et al.|(2023) did in their input sequence format.

2.2 LINEAR SELF-ATTENTION LAYER

We consider a one-layer linear self-attention (LSA) module with residual connection, following the
setting in [Zhang et al.| (2023); |Ahn et al|(2023); Gatmiry et al|(2024): we remove the softmax(-)
non-linearity, consolidate the projection and value matrix into a single matrix V' € R% X% and
merge the key and query matrices into W € R% *dc, We denote

Z'WZ
fisalZ: V. W) =2 +VZ == 3)
The prediction of the transformer will be the last token of the output sequence, namely
Z'WZ, _y
Jusa(Z, VW) .y =2+ VZ- =k @

Since the first (d+1) entries of the full weight tokens (0,0, w, 1) are zero, only part of the W and
V affect the prediction. We can rewrite the parameter V', W into block matrices
Viin. Viz Vi Vi Wi Wi Wiz Wy
V= Vo1 wee Vaz vy N War  waa Waz  way € R(24+2)x(2d+2)
Vi1 Vi Vi Vi W31 Wi Wi Wiy
Vi vz Vig vy Wiy wia Wiz wyy

where the block matrices are in the following shape (i, j € {1,2}):
dxd T T dx1
Vaio1,2j-1, Waic1,2j-1 € R Vai 195, Wai 195, Vo 051, Waij1 € R7 5095 95, w94 25 € R.

In the following sections, we will show only V31, W3, and woy affects the prediction. We will
further prove that all other entries are always zero along the training trajectory if initialized at zero.

2.3 CHAIN-OF-THOUGHT PROMPTING

In language modeling tasks, transformers have been proven to be versatile in various downstream
tasks. However, transformers struggle to solve mathematical or scientific problems with one single
generation, where several reasoning steps are required. CoT was then proposed to make transformers
learn to generate intermediate results auto-regressively before reaching the answer.

With CoT, we allow the transformer to generate k steps before it outputs the final prediction wy,
for the ground-truth w*. Specifically, given the generated input sequence Z; at the i-th step of

generation, we have frg A(Zi)[:,—l] as the prediction of the next token ((i+1)-th token), and append
it to the end of the current sequence s.t. Zi+1 = Zi, fus A(ZAi)[:’,l] . After k generation steps, the

CoT process induces k intermediate sequences {ZAz} k_, in the following form:

x, - x, 0 * *

Z, = |¥ o n 0 x e € REX (it e (k] (Inference)
0 0 wy wyp - w;
o --- 0 1 1 - 1

Here, we define w; := frs A(Zi_l)[d+2:2d+1’,1] as the i-th step prediction for the weight vector.
The other entries in the same column are irrelevant and we denote them as . Finally, the transformer

inputs the last generated sequence Zj, back to the transformer once again to generate the final output
Wy y1 = fLSA(Zk)[d4+2:2d+1,—1] as the prediction of the weight vector w*.
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Different from the inference time generation, the training process is similar to pre-training on the
ground-truth sequence to predict the next token. Specifically, we input the transformer with CoT
ground-truth sequences Z;:

x, - x,, 0 0 - 0
ey, 00 .- 0 . , .
Zi=10 00w wy o | ERCUTE M (Training)
o --- 0 1 1 - 1

T . p— T . . . . .
where w; = w;_q —n - XX Wis1=¥ ) i the ground-truth intermediate weight vector after i

n
gradient steps on the linear regression objective. Each gradient step adopts a fixed learning rate 7
for all possible training instances { X , w} when generating the ground-truth sequence Z;. Note that

Z; is the corresponding ground-truth sequence of Z;.

In the training objective for the i-th step, the transformer is required to predict the next token
Zi+1[;,_1] := (04,0, w;41,1) given the i-th ground-truth intermediate sequence Z;. Finally, we
predict the final ground-truth weight vector w™* with the final intermediate sequence Z;. The CoT
training objective given a sample prompt X, y then becomes:

k
1
(T X, W VW) = 3 > || frsa(Zi) -1 — (04,0, w1, 1)|> ®)
1=0

Here we denote wy4; := w* for clarity. Following Zhang et al.[(2023); Nichani et al.| (2024); |Kim
& Suzukil (2024); [Tian et al.| (2023b); |Chen et al.| (2024a); Gatmiry et al.|(2024), we consider the
gradient flow dynamics over the population loss of the CoT objective:

LTV, W) = Egn(0.1) w0~ (0,1) [T (X, w0 V, W)] (6)

For clarity, we write the expectation as Ex .,+[/]. The following differential equation gives the
gradient flow dynamics of the parameters:

a0 _

dt

When measuring the performance after training, we apply the CoT inference procedure to generate

k intermediate sequences {Z;}*_, and consider the final output token f(Z})[. _1) by inputting the

-vLeT(@), 6:=(V,w).

last generated sequence Zy,. The performance evaluation is measured on the error between the final
output f(Zy)[.,—1] and the ground-truth w™:

1
EEval(Vv W) = i]EX,w* |:

frsa(Zy)p,—1) — (04,0,w",1) (7)
| I

When CoT prompting is not used (k = 0), the evaluation loss £Fv?! is equivalent to £L°T.

3 EXPRESSIVENESS IMPROVEMENT WITH CHAIN OF THOUGHT

In this section, we theoretically explore the performance gap on our data model between transform-
ers with CoT and those without. We first prove that a one-layer transformer without CoT can only
implement a one-step GD and cannot recover the ground-truth, while it can near-exactly predict the
ground-truth parameter with CoT by implementing multi-step GD.

3.1 ONE-LAYER TRANSFORMER CANNOT RECOVER GROUND-TRUTH

For the ICL linear regression task, the optimal prediction given by a one-layer linear transformer is
equivalent to a single step of GD on the MSE objective of linear regression (Mahankali et al.|[2023).
What about our task on predicting the ground-truth weight vector w* in context? The following
theorem proves that the optimal solution is still a one-step GD solution.

Theorem 3.1 (Lower bound without CoT). If the global minimizer of LV (V , W) is (V*, W*),
the corresponding one-layer transformer frsa(Zo)|.,—1) implements one step GD on a linear model

with some learning rate n* = and the transformer outputs (04,0, =Xy 1).

_n
n+d+1
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We briefly present the high-level intuitions in the proof and the detailed proof is deferred to Ap-
pendix We use a similar technique in [Mahankali et al| (2023) when proving the optimality
of one-step GD in the ICL task. The key strategy of the proof is to replace (04,0, w™*, 1) in the

evaluation loss £LFv¥ (V' W) (Equation ) with (04,0, %X y ', 1) in the following form.

2

£Eva1(V’ W) = %E U + C

fusa(Zo)y, 1)~ <0d,0, LxyT, 1)

In order to prove this equation above, we show the gradient of the original loss Equation and
this formula are identical. We first obtain the closed-form formula of the expected gradient for both
sides with regard to X, w*. Then we use the symmetric property of the distribution of X, w* to
simplify the gradient expressions, and eventually prove them equal.

The equivalent form of loss indicates that the evaluation loss only depends on the /o distance
between the output of the linear self-attention module and (Od, 0, %X y', 1). Therefore, any
(V,W) is a global minimizer of this loss function if and only if the output of frsa(Zy)[.,—1] is

(04,0, %Xy—r, 1). Meanwhile, one can assign

0 00 0 001 0
.l o o000l .. 000 -1

Vi=l_pr 000" =]oo0o0 o ®)
0O 00 0 000 0

and the one-layer transformer achieves the optimal solution, which concludes the proof.

Is a one-step gradient solution good enough? Most of the previous ICL work Zhang et al.|(2023);
Ahn et al.| (2023); |Gatmiry et al.| (2024) consider the number of examples n — +oo when d is
fixed. In this case, the one-step GD solution can perfectly find the ground-truth weight vector w*.
However, a simple corollary of this theorem indicates that the one-step solution has a non-negligible
error when there are limited samples, e.g. n = ©(d). This number of examples n is required to
guarantee the reconstruction of w* € R<.

Corollary 3.1. For any parameters (V , W) in the one-layer transformer, LV (V . W) > © (%) .
Moreover, if n = (:)(d)’ LBV W) = é(d) dortoo, .

Proof. By Theorem[3.1] we directly calculate the evaluation loss on the global optimum:

2
1
LER(v W) > FEX e

* * 2
T XXTw — w|| = Extr (I — ”XXT>
n 2 n

since E,,« [w*w*T} =I. ApplyE[ XX "] =nIlandE[(XX ")?] =n(n+d+1)I,

1 ,'7* 2 1 77*2 d2
“Extr(I-—XXT) =_(d-2n"d+"—(n+d+1)d) =0 —
2 n 2 n

n

and we finish the proof by substituting n with ©(d). O

3.2 ONE-LAYER TRANSFORMER WITH COT CAN IMPLEMENT MULTI-STEP GD

The previous subsection shows that the one-step solution by the one-layer transformer without CoT
is not the endgame. Nevertheless, CoT can become the savior for this simple transformer because it
enables the transformer to generate several intermediate computation steps to improve the final per-
formance. The following theorem shows that with the reinforcement of CoT, there exists a one-layer
transformer that can perform multi-step GD using intermediate generations. We show that O (log d)
steps of CoT can remarkably improve the performance, reducing the error from @(W‘ﬁogd) to

O(1/ poly d). With constant learning rate, ©(log d) steps of GD is also necessary to reconstruct w*
accurately. The proof is deferred to Appendix
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Theorem 3.2 (Informal). There exists V* and W* s.t. fusa(Zy).,—1] outputs (04,0, wy, 1) where
wy, 1= (I —(I- %XXT)k)w* is the k-step GD solution with learning rate n on a linear regres-

sion model. Moreover, if n = Q(d), k = Q(logd), n € (0.1,1), then the evaluation loss

|outi) o

With the one-step GD solution in Theorem [3.1] the proof is straightforward: we assign the param-
eters (V, W) in the same form of Equati, with the n* replaced by 1. However, now the
transformer is allowed to generate k steps before reaching the final output. We can inductively
calculate the i-th step of generation, showing that the output is exactly the ¢-th gradient step:

fLSA(Zifl)[:,fl] = (0d70awi71)7 1= 17277k+1

1
EEval(V*’ W*) _ iEX,w*

k+1
H (I _ QXXT) w*
n

After k+1 steps, we have the final output (I -(I-1XX T)k“)w* by induction and the evalu-
ation loss becomes Equation (9). By Lemma the final loss is upper bounded by O(m)
This is strictly better than a one-step GD solution by comparing with Corollary [3.1]

Now we theoretically display the expressivity improvement of transformers brought by CoT. In the
following sections, we will further prove that this separation is learnable simply by gradient flow.

4 GRADIENT DYNAMICS OVER CHAIN OF THOUGHT

In this section, we go beyond the construction and prove our convergence result on the CoT objec-
tive. We show that the final solution found by gradient flow is approximately our construction in
Theorem which is significantly better than the one-step gradient descent solution without CoT.

4.1 MAIN RESULTS

According to our construction in Theorem [3.2] we use the following specific initialization to zero
out the irrelevant blocks while keeping the essential blocks W3, V31, and way.

Assumption 4.1 (Initialization). Let ¢ > 0 be a parameter. We assume the initialization of the
parameters satisfies that

0 0 0 0 0 Wi(0) 0

| o 000 o0 0wy
V=1vu0 o000/ "=loo o 0
0 00 0 00 0 0

Here W13(0) = Z?Zl MWauu! and V31(0) = Zle N w;u/ are symmetric and simultaneously

diagonalizable, )\y < —o, )\ZW € [o, %] Further, we fix woy = —1 forall t > 0.

This initialization follows (Chen et al.| (2024a) by assuming V3; and W3 share the same set of
eigenvectors. It is close to the particular symmetric random initialization schemes discussed in
Zhang et al.|(2023)) with a scaling factor o. We use this specific initialization to zero out the irrelevant
blocks, and we fix woy = —1 to break the homogeneity of the model and avoid multiple global
minimizers. Those simplification facilitates the analysis of the complex dynamical system.

Now we prove that under appropriate initialization, gradient flow will nearly converge to the global
minimizer. We provide a proof sketch in the next subsection. See Appendix for details.

Theorem 4.1 (Informal, Global Convergence). Suppose n = Q(d), n € (0.1,0.9), k = O(logd).
Under Assumptionwith o = O(1), if we run gradient flow on the population loss in Equation ,

then after time t = O(log d+ log %), we have LT (t) < e for any € € (m, 1).
4.2 PROOF IDEAS
In this subsection, we briefly outline the proof of Theorem

Before analyzing the dynamics, we first prove that under Assumption [4.I] the gradient dy-
namics only depend on the parameter blocks Wi3(t), Vi1 (t), waq, while other blocks stay zero
(Lemma [C.2). This is because the Gaussian data assumption makes sure the gradients of these
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blocks are zero once initialized at zero, except for Wi3(t), Va1(t), wes. By this lemma, we can
simplify the linear self-attention formula and consider the following equivalent yet simplified loss

(we denote W := W3, V= V31, and woy is fixed as —1.):

k—1 2
1 1, ~ —~ 1 ~
L°T(0) = -Ex.wr 3 ||[=(VXX W + XX w; — —(V + ) XX "w*
2 imo 11T " 2
1 15 T A7 15 T * ?
+ - Ex ||| I+ VXX W )w,— | -VXX +1I|w
2 n n 9
For ease of presentation, we denote S := %X X 7. To analyze the gradient dynamics, we first

need to compute the exact closed-form gradient instead of keeping the expectation. However, the
formula involves the -th step weight vector w; = (I — (I - nS)Z) w?*, involving the higher order

moments of the Wishart matrix Sﬂ whose closed form is hard to obtain. In our paper, we provide
a tighter estimate compared to previous work (Gatmiry et al., [2024) using the concentration of the
Wishart matrix S (Vershynin, 2018) when n = O(d poly logd) to estimate the expectation. In
particular, we use the exponential decaying tail probability bound for the operator norm of the error
88 := S — I. For example, when estimating the expectation E[(I — nS)’], we can decompose the
expectation into two cases: when |65/, is small, (I — nS)" ~ (1 — n)'I; when ||6S|| is larger
than a threshold, the rest part of the expectation can be controlled by integrating the exponential
decaying tail probabilityE] The concentration lemmas are provided in Appendix @f

The motivation behind a better concentration estimation is to ensure nearly independent dynamics
along different eigenspaces {u;}%_, of W and V. As an extreme case, we consider n — oo and S
converges to I almost surely. Now the gradient component on the u;u; subspace is only dependent

on \Y and A\}¥ without any other AY', AW, j # i involved. That means there is no interaction be-
tween two different subspaces, i.e. the dynamics are independent. However, some interactions are
introduced since the concentration error 6.5 ## 0 when n is finite. Therefore, the improved charac-
terization of the expected gradient is essential to upper bound the interaction between the dynamics
of different eigenspaces {u;}< ;, leading to a nearly independent evolution at initialization. This
independence property motivates us to conduct the following stage-wise analysis:

Stage 1: W, \% converges to near-optimal. In this stage, the dynamics along each direction w;

stay nearly independent. Specifically, we can expand the gradient flow dynamics for V., W and

project them into the eigenspaces u;u,; to get the dynamics of the eigenvalues )\? = u] Vu,,
AW .= u] Wu,;. The dynamics of eigenvalues are characterized by the following Lemmal4.1|where

we can prove that the interaction terms between different subspaces are bounded by O(1/ log2 d).

Lemma 4.1 (Informal version of Lemma . The dynamics of )\Y and )\ZW are given by the

Sfollowing equations with ’5}7‘ < O(mg%d) 5;7[7‘ < O(log%d)_-
A\ NRIER T RN v
J w w w J \% I\w v
L= (k:Jrl)(lf)\j) A (1fAj )+n(27—n) W oty A =148
AW 1. o2 . 1-n o235 1-n.v
L= k1= AV (1= A ) 4 LAY A Y o
d { " 77} ! 7)) Ty Y Trmy T

This nearly independent evolution along each eigenvector u; enables us to analyze the individual

dynamics of \Y and )\}’NV at the beginning of training. Under Assumption )\}7, )\}’NV are initialized

O(1). By Lemma we prove by induction that the eigenvalues will go through two phases: (1) )\jV

'To deal with the similar problem, |Gatmiry et al.|(2024) proposed a simple combinatorial method to estimate
the expectation. We use the same technique to get a certain form of the expectation (see Appendix [D), but the
bound is not tight enough to get the desired results. See discussion in Appendix[@

2This method can keep the (1—n)" factor to prevent introducing unwanted estimation errors when 7 is large.
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increases yet stay smaller than —O <m> , while )\}7‘7 increases to 1 —o(1). (2) /\}7‘7 stays o(1)-
J

close to 1, and )\J‘? also converges to o(1)-close to —n. Here all o(1) terms are some O(1/log®d)
terms for some constant ¢ > 0. That indicates that the distance between the eigenvalues and the

target ‘)\Y JN — 1| converge to O(1/log® d) for all j € [d] at the end of Stage 1.

Stage 2: Local convergence. One may expect that after Stage 1, the transformer can approximate
gradient steps quite accurately since the parameter V W are both o(1)-close to ground-truth along

each direction u,;. Unfortunately, the sum of error in d directions can still be @)(d) since we can
only reduce the error to O(1/ poly log d) in each direction. So for now, the solution cannot recover
the weight vector w* at this stage. To address this issue, we further consider the exact form of the

interaction terms 6JW, 6;-/ and analyze the local convergence. By fine-grained expansion of the error
terms, we notice that 5]W and 5]‘-/ are always coupled with some individual residual like (1 — /\;}V),

(n+ )\J‘?), or some weighted average or those individual residuals. Meanwhile, the coefficient of
the residual in the interaction terms is still upper bounded by O(1/ poly log d). That enables us to

derive some gradient lower bound similar to PL-conditions (Lemma C.12)) when V W are close to
the ground-truth, leading to local convergence to near-optimal at a linear rate.

The final training error is some O(ﬁ), which depends on the inference step k£ and ground-truth

7. Note that the optimal loss value is also at least polynomially small in d given ©(log d) CoT steps.
Therefore, now we can conclude that the transformer can learn to implement multi-step GD when
given intermediate ground-truth states after optimizing the CoT loss with gradient flow.

4.3 QOUT-OF-DISTRIBUTION GENERALIZATION AT INFERENCE

In this section, we prove that after training, the transformer not only correctly predicts the weight
vector in context with CoT generation, but also can generalize out-of-distribution (OOD). The fol-
lowing theorem shows that the trained transformer obtained from Theorem . T|with CoT generalizes
over other problem instances when the input example sequence has an OOD covariance, as long as
the covariance is not too ill-conditioned. Here £5?! is defined as the OOD evaluation loss in eq.
with the in-context examples x; ~ N (0, X) and weight vector w* ~ N (0, I):

1
,CEval(V W)= *]E:c,w\f(o =), w* {

’fLSA Zy)p.—1) — (04,0,w",1) H ]

Theorem 4.2 (Informal, Theorem|C.2). Suppose n = ( ) € (0.1,0.9), k' = O(log d). Assume
the out-of-distribution covariance is well-conditioned: S Amin () < Anax(X) < 27—75](01’ some

constant § > 0. Then after training in Theorem we have Egval(t) < eforanye € (m, 1).
Note that this theorem covers both in-distribution (when = §) and OOD tasks at evaluation,
indicating that the transformer is trained to implement a general iterative optimization algorithm.
Moreover, the inference step number &’ in this theorem can go beyond the training CoT steps k,
achieving better estimation for w*.

One may think once the next-token-prediction training loss £°°T converges to zero based on ground-
truth CoT data, the transformer naturally learns to do multi-step reasoning at inference, i.e. LV is
small. However, at the i-th generation step, the transformer is predicting the next weight token w; ;1
based on the previous generation w; instead of the ground-truth intermediate step w;. It is possible
that prediction error for each step accumulates or even increases exponentially. In this theorem,
we expand the sum of all the prediction errors at each step and show a converging series of errors
throughout the inference process. That ensures we can achieve any O(m)-small evaluation loss

when we have &’ = ©(log d) reasoning steps. The detailed proof is provided in Appendix

5 EXPERIMENTS

In this section, we introduce our experimental setup on our in-context weight vector prediction
task to numerically validate our theoretical results. Specifically, we show that parameters of the
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transformer match the prediction of our theory when optimized over the CoT loss. Furthermore, we
present the gap of evaluation loss £V2! in Equation (7) between transformers with and without CoT.

Experimental Setup We train the transformer architecture in Equation (3) on the synthetic data.
The data distribution follows our in-context weight prediction task in Equation (I). In particular, we
choose the token dimensions d = 10, number of in-context examples n = 20, and GD learning rate
1 = 0.4 for generating the ground-truth intermediate states. We use a batch size B = 1000 and run
Adam with learning rate a = 0.001 for 7 = 750 iterations. More details refer to Appendix[E]

Global convergence Our experiments show that the structure that weights of the full model exhibit
is consistent with Theorem [3.2] At final convergence, all of the entries of W converge to zero
except the elements on the diagonal in the top-right corner block (the red box in the heatmap of W,
Figure[I)), while all the entries of V' are near zero except elements on the diagonal in the bottom-left
corner (the red box in the heatmap of V', Figure|l). Also, the pattern shows Wi3 = oI, wey = —a,
and V3; = —T with some scaling factor o[ which is equivalent to the construction stated in
Theorem[3.2]and Theorem[d.1] That means the transformer implements one step of gradient descent
(Od, 0,-1XX T(w; — w*), 0) before the residual connection, and the autoregressive CoT process
enables model to perform multi-step GD.

Performance improvement We empirically verify the evaluation loss gap between transformers
with and without CoT shown by Theorem [3.1] and Theorem [3.2] Our experiments in Figure [2]
demonstrate that the evaluation loss of transformers with CoT converges to near zero even when
k = 10. In comparison, the optimal expected loss that the one-layer linear transformer can achieve
(the dashed line, from Corollary [3.1]) is much larger than any of the model that applies multiple
steps of computation. We also observe that evaluation loss at convergence keeps decreasing when
the number of reasoning steps k increases from 10 to 40, which is consistent with Theorem
where larger k allows for smaller error e.

57 k=10
— k=20
4 k=30
2 — k=40
,S 3 without CoT
=
g2
- \
0,
0 100 200 300 400 500 600 700
Heatmap of V Heatmap of W iteration

Figure 1: Model weights: We present the  Figure 2: k-step v.s. 1-step: We plot the

heatmap of the weights of the trained transformer. evaluation loss £EV? when n = 20, d =
We initialize V', W randomly at ¢t = 0, where 10. We randomly initialize the transformer.
n = 20,d = 10 and k = 20. After training,  For transformers with CoT, loss converges
all entries of V' and W converge to zero except to near zero while transformers without CoT
the two blocks highlighted in the red box. More- cannot. Moreover, the loss at convergence
over, the pattern matches the theoretical results. decreases when k increases.

6 CONCLUSION

This paper investigates the training dynamics of transformers when the Chain of Thought (CoT)
prompting is introduced. By focusing on the in-context weight prediction task, our theoretical results
demonstrate that transformers can learn to implement iterative algorithms like multi-step GD with
the enhancement of CoT, highlighting the essential role of CoT in multi-step reasoning tasks. Our
empirical findings corroborate these theoretical insights, indicating that CoT prompting provides
significant performance benefits.

There are still many open problems. Can we move beyond population loss on the in-context weight
prediction task and show a sample complexity guarantee? Can CoT empower the transformer to
acquire compositional reasoning capability instead of doing the same iterative steps?

In Figure o > 0 while all a # 0 works for the construction. Empirically, the sign of o depends on the
random initialization, and both positive and negative solutions exist.

10
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A DISCUSSION AND LIMITATION

A.1 RELATED WORKS ON EXPRESSIVENESS

Our work is closely related to the previous works in multi-step GD using multi-layer attention layers,
including [Bai et al.| (2023); |Fu et al.| (2023)); Ding et al. (2023); |Ahn et al.| (2024); Giannou et al.
(2023); |Gatmiry et al.[(2024). These works guarantee that transformers are expressive enough to do
in-context learning by implementing gradient descent, and they serve as the foundation of our work
which focuses on optimization. Most of them focus on the in-context learning setup as the testbed
so we naturally follow the setup to understand the advantage of CoT.

Most of the above works on expressiveness focus on those iterative algorithms, e.g. (pre-
conditioned) gradient descent on various objectives (Bai et al., 2023; |Ahn et al., [2024; Ding et al.,
2023)), Newton methods/matrix inverse (Giannou et al.| 2023)), etc. Those papers have similar con-
structive proof techniques using multi-layer transformers: they construct a basic block(s) to rep-
resent one step of some iterative algorithm and stack them up to do multi-steps of that algorithm.
Sometimes the blocks can be even the same, which means a “looped” transformer, i.e. implementing
the same transformer blocks several times as a loop, can express those algorithms. In our warm-up
construction for a better understanding of the setup, we use similar techniques to construct the linear
transformer that allows auto-regressive generation to iteratively implement the block. However, we
require the practical auto-regressive setting, which is novel in the literature.

Most importantly, despite the close relation between our work and those previous expressiveness
papers, our work mainly focuses on the optimization perspective. It is a big step beyond expres-
siveness because there is no guarantee that one can algorithmically find the constructed solutions
in the previous work. |Ahn et al| (2024)); |Gatmiry et al.| (2024) are the only two papers related to
optimization of multi-layer transformers over in-context linear regression setup. |Ahn et al.|(2024)
analyzed the global optimizer/critical points for multi-layer transformers, but they didn’t prove that
any gradient-based algorithm can reach those solutions. Compared to all the works above, our proof
techniques for the main theorems are completely orthogonal and not straightforward extensions of
the previous papers like Bai et al.|(2023).

Gatmiry et al|(2024) is the most related work to us. They also proved some results on learning to
implement multi-step GD by looped transformer. We will highlight the differences and our novel
contributions of our work in the next section.

A.2 DISCUSSION ON|GATMIRY ET AL.|(2024)

In this section, we compare our work with Gatmiry et al.| (2024). We begin by outlining the simi-
larities and connections between the two works before highlighting our theoretical contributions in
contrast to|Gatmiry et al.[(2024).

Both |Gatmiry et al.| (2024) and our study analyze the dynamics of a one-layer linear transformer
in the context of a linear regression task, demonstrating that transformers can implement multi-step
gradient descent. We adopt similar architectural frameworks to those in |Zhang et al.| (2023); |/Ahn
et al.| (2024; 2023)); Mahankali et al.| (2023), as well as several other works. The key connection
between our work and |Gatmiry et al.| (2024) lies in the observation that both looped transformers
and transformers with CoT prompting through autoregressive generation are capable of naturally
implementing iterative algorithms like gradient descent.

However, our data model and training objective are intrinsically different from those in|Gatmiry et al.
(2024), leading to distinct insights. While |Gatmiry et al.|(2024) focuses on an ICL setting for linear
regression tasks involving examples and a query, our task is centered on predicting the ground-truth
weight vector w* within context, i.e. in-context weight prediction. The final converging solutions
are totally different, even though they both are equivalent to some type of GD. From the perspective
of the training objective, Gatmiry et al.|(2024) uses a standard squared loss over the ICL objective. In
contrast, we use a sum of squared losses across all intermediate steps, corresponding to the CoT loss
defined in Equation (6). Therefore, we highlight the effectiveness in improving the performance
of the CoT prompting on a shallow transformer, while |Gatmiry et al.| (2024) stress a multi-layer
transformer with shared weights (looped transformer) can do multi-step GD through the layers.
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From a technical perspective, |Gatmiry et al.| (2024) fix the outer layer and train only the matrix A,
which is analogous to our matrix W. In contrast, our work allows for training both layers of the
transformer, providing a stronger analysis of training dynamics. Our proof strategy is also novel,
given that our training dynamics are more complicated: obtaining our final solution requires solving
a challenging d-dimensional dynamical system, whereas prior work in ICL reduces the outer layer
to a scalar.

As a more profound theoretical contribution, we rigorously establish a clear performance
gap between the one-layer transformer without CoT and the ones with CoT. Specifically,
the one-layer transformer without CoT is restricted to a single step of GD, with the final error
©(d/ poly log d), while a one-layer transformer with CoT can achieve a O(1/ poly d) loss with only
O(log d) steps. On the other hand, |Gatmiry et al.{(2024) do not show their transformer implementing
the multi-step GD can outperform the transformer with one-step GD. According to Theorem 4.2, the

d5/2L_4L

looped transformer in their setting can only provably get the final loss down to , where L is

the number of loops. However, a one-layer transformer can achieve ©(d?/n) loss by implementing
one-step of GD, asymptotically better than the multi-step solution in|Gatmiry et al.[(2024).

A.3 LOOPED TRANSFORMER LEARNS TO IMPLEMENT MULTI-STEP GRADIENT DESCENT
(IMPROVED VERSION)

In this section, we also discuss how our estimation technique improves the result in |Gatmiry et al.
(2024) for looped transformers. The gap between our analysis lies in our different methods of calcu-
lating the terms in the gradient concerning Wishart matrices. For intuition, we introduce the novel
expectation calculation method in Section (4, which asymptotically improves the estimation of
higher moments of Wishart matrices in|Gatmiry et al.|(2024)). We adopt the combinatorial technique

in|Gatmiry et al.|(2024) to compute the form of E| SAS krs k/} , but when we calculate the expected
gradient we use the concentration tail bound technique to calculate the expectation.

We will demonstrate that applying our techniques proves looped transformers outperform their coun-
terparts without looping in the ICL setting. Here, we follow the notations, models and loss defined
in|Gatmiry et al.[(2024). We focus on the simple setting with 3 = I, but the same technique should
also be applied to cases with other covariance matrices.

Definition A.1 (Corollary A.4 in|Gatmiry et al.|(2024)). The loss for loop Transformer is

L(A,0) = E[tr (I - A%SAé)ﬂ .

By using our techniques, we strengthen the conclusion and obtain the following theorem.

Theorem A.1. Suppose n = Q(dL?log® d) and | A(0)|| = O(1). Consider the gradient flow with
respect to the loss L(A,0):

O%A(t) = —VAL(A(1),0).

L L—1
Then, for any £ > @((dei;)g”) ), after time t > Q<L12 (g) " ), we have L(A(t),0) < &.
In particular, given any polynomially small £ > 9(#@), there exists L = O (log d), the final loss
L(A(1),0) < &

Remark. This result also gets arbitrary polynomially small loss as the case in the CoT setting,
establishing the separation between looped transformer and the transformer without loop.

Proof. Denote \; to be the i-th eigenvalue of A and w; to be the corresponding eigenvector. Let

k=argmax|l — X[, A=A

Suppose u € argmax,,; ;c(q] |1 — ;| is the corresponding eigenvector. Apply Lemma we have

A _
% =oL(I — A" '+ |T - AP 1A,
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Multiply w on both sides (note that w is a fixed direction, so the time-differential is zero), we obtain
d(Au)
dt

Note that the gradient of A has the same eigenvectors u; as A. Therefore, Aoy, have the same
eigenvector as A and we have

d1—-)) du'(I-Au
a dt
By Lemma we have ||[Aqr] < O(@) < L. The dynamics of (1 — \)? become:

=2L(I — A lu+ T - AP Agpu.

= 2L(1 - N 1= Ay

d(1—))?
dt
We can therefore upper bound the difference between A and 1 by solving the ODE:

= —AL(1 - N =201 = N)PuT Agpu < —3L(1 — M2

(1= A@)? < (1= A(0))*2F + BL(L — 1)) 7.

L—-1

When the training time ¢ > £ (le (%) L) , the largest eigenvalue of T — A, i.e.

17— A2 = 0<<§)/>

L
To satisfy the condition on Lemma the £ should be lower bounded by © (d(m(’de) ) .

n

Now consider the loss expression:

N

£(A,0) = E[tr (I— AtSA )QL}

- E[tr ((I - SA)QL)}

- trE((I - SA)2L)

— tr ((IfA)QL n |\I7AH2LA) (By Lemma A7)
< 2d||I - A|I*" <O(6).

By the computation above, £(A,0) < ©(&). In particular, when L = clogd and n > 2(L?dlog* d)
with ¢ > 1, the loss is smaller than O(d°~!). Hence, only O(log d) steps of looping can achieve
arbitrary polynomially small loss O(m). O

Remark. If we have O(log d) steps of GD using this looped transformer, we can get an arbitrary
polynomially small loss. It is a huge improvement compared to Gatmiry et al.[(2024), and this result
successfully establishes a separation between the looped transformer and the ones without the loop.

Lemma A.1 (Equation (24) in|Gatmiry et al.|(2024)). The derivative of the loss can be written as

VAL(A,0) = — i ]E{(I _ SA)'S(I - SA)QL‘l‘i]
=0

Lemma A.2. Assumen = Q(dL?), |I — Al|,p > (9(\/ LQ(“f”)
E[(I— SA)iS(I— SA)QL—l—z} _ (I_A)2L—1 i ||I—A||2L_1A

where A has O (@) -operator norm.

17
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Proof. Denote 65 = S — I. Then we expand the term in the expectation:
(I-SA)S(I-SAP " =(I-A-68-A)(I+5S)(I-A-355 AP

Now take expectation to both sides. Note that E[§S] = 0, so all terms containing first order §.5
vanish. We denote

1T — A2“"'A = (I — SA)'S(I — SA*E"1"1 _ (I — A)/(I +6S)(I — A2~
_i(I_A)i_l'5S'A(I—A)2L_1_i—(2L—1—@')(I—A)2L_2-6S-A

to be the sum of all higher order terms (the degree of S > 2). We can estimate the expectation
using similar technique as in Lemma[D.T]

2L-1 I— A7k es . Ak
1< 3 () I H;_ AH2(L_1 Al (Fermn 1
+2Liﬂ <2L_1_Z> (- a)'ss(r— 4"~ = s 4)t) T )
— 17— A"
N i 2L—1—i<i) (2L—1—z’> H(I_A)i—k(ds,A)k(;S(I_A)2L—1—i—l(5S.A)lH
= = \k ! 17— A

(Term 3)
To get an estimate of the operator norm, we bound each term (Term 1 to Term 3) respectively.

Term 1:

2Lt op ) (- AT RS A IoS] - 4]\
> (") ATt X (ee-0 74

k=2 k=2

Note that ||0.S]| is of order O(\/7 ) with high probability, the term in the middle is less than 1 and

. . . 4S||-||A
the dominating term of the error is ((QL — 1)%) = O(logd).
Term 2:
S |- ayssa - ap s a4
et k 1T — A
L—-1—1 k+1
11— A|* < 18S]| - |A||)
g (2L — 1 — i) 0
|A] ; 1T — A
Term 3:
. . k 2L —1—1—1 l
ini—z( )(2L11> H (I - A)*(3S- A)FS(I — A) (65 - A) H
— L I — A"
_lr—4j (6S|| ||A||>’“ = ( 18S]] - ||A|)l“
< 2L — —_—
Al Z Toay ) 2 (R0

=0

Now we upper bound the operator norm of the error term A :=E [5} :
121 = |[[4]| ==[11]
_ . C’ _ C’
=E[|A|I{ < 1A] < 1< (A
[N = St R3]

!

C oo ~
< >
< togd +/C/ Pr [||A|| > s}ds

logd

18
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When ||A|| > s where s > %, we can first upper bound the || A|| with ||§5]| using : there exists
some constant C; > 0 s.t.

131 < max (€L 58])2, (CaL5s])*).

§1/2  g1/(2L+4)

Therefore, when ||Al| > s, [|6S]| > min{ % &> oz} Toapply the tail bound, we need to make
sure we pick some s’ such that max (4, 6?) < min{ Cl /z, M} to upper bound the integral of

- B 4 8/ o 12 1/(20+4) 1
probability, where § = C(\/g + . Now since s > = —d mln{c g T} > C, oada

/2 1/(2L+4)
for some constant C,,. Therefore, we just need max{ﬁ, 7} < min{%&—+ 01 e ) e s <
. Sl/(2L+4)\/ﬁ Sl/(4L+8)\/E m 31/4\/5
mm{C’g T ,C3 N7 ,Cy=,Cs [

1/(2L+4) 1/(4L+8) 1/4
s VN Cs s v Cy \/sn Cs st/ t/n
i ’ N7 ) 7 VL
where Cs, Cs, Cy, C5 are some constant, we have the error term for the tail expectation,

. B o sl/2 g1/(2L+4)
> < =
/ PefI8) > sJas < [ P16 > min{ 5 o s

Applying the tail bound with s’ = min {C’g

Tog Togd
oo
<9 2 .
< /c, exp{ s }ds
Tog d
Now we estimate the upper bound of error with
. s1/(L+2) s1/(2L+4) Jsn
s'g—mln{C’22~ 2 n,C3 - 7 n,C3 - LQ’C5 7 }
For the first term, let x = %sl/@”):

oo s1/(L+2)
2 / exp{ c. = — }ds
el L2

Tog d

e8] L2 L+2
=2(L +2) ﬁﬂ )ﬁ (C’%n) exp{—z}zl T dz

PA aell
L2 (

L+1 1
2\ (c2n o\ i C\* 1
2AL+2) [ — Z2n -2 < .
(L+2) (an) L2 (logd) P T 2 <logd> = logd
The second term, let x = C% - 81/(2LL+4)

Tog d

3" (_c’
1
2L+3 1
Cin( C' \ 7+ 1
eXpy ——— < .
L \logd log d
For the third term, let x = IR

oo §1/(2L+4)
2/ exp{C’g . n}ds
c’ L
log d
o L 2L+4
_ L 2043
=4(L+2) /c2( o )ﬁ (C§n> exp{—x}z dz
3 ogd
1\ 2t C2n / C' T
<AL+2) | = ==
() ()
Can
i C2sn *° L?
2/ exp{ 42 }d52/ n exp{—z}dx
< 2 ' Cin < 1
—— expq — . .
~ Cin P logd L? | ~ logd
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1/2

The fourth term, let z = CZ - =-—n

0 1/2
2/ exp{—Cg - Sn}ds
C/

o1 L
Tog d
4L2 /oc
= —— exp{—z}zdx
nQCé Cg%(locg,d)uz

IN

A (O ()L
n2CF 2T \logd Py T\ logd = logd

Therefore, we plug this error back into the upper bound of ||A|l:

!’ oo -
a) < -2 +/c/ Pr[JA] > s]as

~ logd <

c’ 00 1/2 1/(2L+4) 1
< Pr|||6S]| > ds <O .
= logd +/15;d r[” | mm{c kT Cik }} o= <1ogd>

O

Lemma A.3. Assume n = Q(dL2), for any A that | I — Al > @(\/ defgzd), we have the

following gradient estimate:

VAL(A,0) = —2L(I — A)*" ' — || T — A2 Ay

where | Aqp || < O(logd>

Proof. We use our technique to estimate the derivative of the loss. By Lemma[A.1] we have

2L—-1
VAL(A,0) Z ]E[ (I-SA)'S(I— SA)QL’l’Z}.

Apply Lemma[A.2]to each term in the summation, we have

E [(I — SA)'S(I - SA)QL’l’l} = (T— A7 T - AP A,

where A; has O(lo d) -operator norm. Denote Ayp, = Z?io_ 1 A; and add all terms together, we
obtain

VAaL(A,0) = —2L(I — A)*"' — | I — A|?* Ay,
where Ay, has O( ) -operator norm. O

A.4 LIMITATION AND FUTURE DIRECTIONS

Architecture and parameterization In this work, we use the single-layer linear transformer to
analyze the training dynamics. Moreover, we adopt the same reparameterization and similar initial-
ization in previous works (Zhang et al., 2023} Tian et al., |2023a};|Chen et al.,2024a; Mahankali et al.,
2023; |Ahn et al., [2024). It deviates from the practical softmax attention with Q, K, V' parameteri-
zation and random initialization, which is a limitation of this work.

However, analyzing the linear counterpart of the model before targeting the more difficult practical
models is common in the development of learning theory. As for linear attention, the connection
between linear attention and softmax attention is also partially justified by the empirical observations
in |Ahn et al| (2023). Analyzing the dynamics using more practical architectures will be a very
important and fundamental future direction.
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Population loss and sample complexity Following most of the previous work, we use population
loss when analyzing the training trajectory instead of using finite sample loss. This modification is
to simplify the analysis and focus on the population dynamics without noise. A possible future step
is to generalize this analysis to a finite sample setting and train the model with online SGD.

CoT on iterative tasks In this work, we mainly focus on iterative tasks, one of the simplest forms
where multi-step CoT can help yield better performance. That serves as the initial step towards
understanding why CoT helps reasoning following the first principle. As a limitation, though CoT
can empower the transformer to acquire compositional reasoning capability instead of doing the
same iterative step, it is a much harder question beyond our paper’s scope. It is a very important
future direction and definitely worth further exploring.

B PROOFS OF THEOREMS IN SECTION 3]

In this section, we prove the expressiveness results of the linear transformers with and without CoT.
In Appendix we prove that a one-layer linear transformer without CoT can only obtain the
one-step gradient descent solution. In Appendix [B.2] we prove that there exists a one-layer linear
transformer that implements multi-step gradient descent with the CoT prompting. As corollaries,
there exists a separation between the one-step and multi-step solutions.

B.1 PROOF OF THEOREM[3.1]

We first restate the theorem:

Theorem B.1 (Lower bound without CoT). If the global minimizer of LEV(V W) is (V*, W*),
the corresponding one-layer transformer frsa(Zo).,—1) implements one step GD on a linear model

with some learning rate n = ﬁ and the transformer outputs 7- X y'.

Proof. Recall the loss expression in Equation (5) when k = 0,

Jusa(Zo)p,—1) — (04,0, w™, 1)”2

1
L(V.W) = 5Exur

1

- iEX,w*

Zy W Zo[. _q

VZ,- — (04,0, w", ())—r (since wy = 04.)

The key insight of the proof is to replace the w* with the one-step GD solution - X y',

2

1

ZJW Zy. _
LV, W) = SE Zo ¥ A0k—1]

n

.
(0d7o, %Xyio) e

‘VZ() :

After proving this property, we can conclude that the optimal solution without CoT is exactly the
one-step solution - X y . We prove this result by showing the gradient of those two loss functions
are the same.

First, before calculating the gradient, we extract the identical parts of the loss. Notice that the
ground-truth entries are all zero in ¢ = 1,2,--- ,d,d + 1,2d + 2 positions in both expressions.
Therefore, that part of error is the norm of the output f1,sa(Zo) ;,—1] in those corresponding entries:

2 2

1
-E
2

ZgW Zo[1.q41,1]
n

Zg W Zopg42,1]
n

VZ,-

VZ,-

1
“E
T3

which is the same for both expressions. Therefore, we just need to consider

ZJW Zoj, )

frsa(Zo)(at2:2d+1,-1] = Vias2:2d+1,9 %0 - -

which corresponds to the ground-truth signals. Here Vig;2.2441,] = [V31, Va2, Va3, Va4]. We only
need to prove that

112

2
+C

n *
E || fLsa(Zo)iat2:2a+1,-1) — w*||" =E HfLSA(ZO>[d+2:2d+1,71] - gXXTw
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for some constant C.

We show the gradients of both sides are the same, and equivalently the differential of both sides
should be the same. The differential of L.H.S. is
)

d(E | fLsa(Zo)at2:2a41,-1) — w*

= 2E[(fLsa(Zo)a+2:2a+1,—1) — w*) " dfLsa(Zo)a+2:2a+1,-1]]

and the differential of R.H.S. is
)

= 2E[(fLSA(ZO)[d+2:2d+1,71] - %XXTw*)TdeSA(ZO)[d+2:2d+1,71}}

d <]E HfLSA(Zo)[d+2:2d+1,—1] - %XXTU’*

Therefore, we only need to prove that

.
E[U’*TdeSA(ZO)[d+2:2d+1,—1}} ZE{(ZXXT’LU*) deSA(Zo)[d+2:2d+1,—1]} (10)

We expand this expression f1,g A(Zo){d+2:2d+17,1] (Note that now we don’t have the assumption of
initialization):

ZTWZO ,—1
Vid+2:2d4+1,9 %0 - %H
r X 0 0
1 y 0| [XT yT 0,xq O 0
== [Va Vi Vi3 Vi nxd  On |y
n[ 31 32 33 34] Ouxn wo| |01xqg O wOT 1 wo
LY1ixn
) 'XXTT XyTT Ogxd 04] [Wia
X 0 0 w .
=2 [Vay Vay Vaa Vi Yy vy 1xd 24 -0
n[ 31 Vo Vi3 Vi) 0 0, Opy 0] | W (since wy @)
L O1x4 0 01xqa 1 Wq4
) _XXIWM + w24XyTT
=—[Vs1 Vi Vi3 Vi yX Wi + wauyy
n Od
L W44
1 «T T * V34waq T, %
:E<V31+V32w )XX (Wis 4+ woaw )+T (y=X w*)

and the differential of frsa(Z0)[d+2:2d+1,—1) i

dfLsa(Zo)(d+2:2d+1,~1]

1 \%Z
= d(n <V31 + V?,Q’lU*T)XXT(WM + w24w*)> + d%wu

1 1
= (dV31 + dV:szw*T)XXT(Wm + woqw™) + ﬁ(d‘/ZM - waq + Vagdway)

1
= (Var + VT ) XX T (AW + dugw)

Now, to prove Equation (I0), we compare the differential for each parameter on both sides. For all
parameter, we start from the left side and prove it equal to the right.
V31: The V3; term of differential in deSA(ZO)[dHQdH),l] is %dV},lXXT(Wm + wagw™),
1
E |:’w*T . —d‘/:nXXT(WM + w24w*)]
n

1
=F [tr <w*T AV XX T (W, + w24w*)>} (It is a scalar in the trace.)
n
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1
tr <nd‘/},1XXT(W14 + w24w*)w*T>}
Eftr (dV31wz4)] E[XXT] = nly, Ejw*] = 0, Elw*w* '] = I,.)
Etr (% : dV},leXXTXXTﬂ E(XXT)’) =n(n+d+ 1)1

[tr (% XX TV XX T (Wi + w24w*)w*T)} (E[w*] = 0, Elw w* ] = I,

= )
n+d+1"°

[ 1
E (%XXTw*)T : ;dVZﬂXXT(WM + w24w*)}

So those two dV3; terms are identical.

V32: The V35 term of differential in deSA(ZO)[dH,QdH,,l] is %w*TXXT(WM + wagw™),

AV
E ’l.U*T . ju}*T‘){){T(‘Jfl4 + U}24’UJ*):|
n
B LT dVaa 1 T . ) )
=E|tr | w" « —w" XX ' (Wi + wagw") (It is a scalar in the trace.)
n

[ /d

=E|tr (V32w*TXXT(W14 + w24w*)w*T)]
n

[ [dVa
—E|tr (fw*TXXTWMw*Tﬂ (E[w*] = 0and w* ' X X Tw*w* " is odd)

[ dV32 T T T T opg% :
=E|tr W/ XX Tww (W, XX " w" is ascalar.)
=E[tr (dV32W14)] E[XXT] = nly,Ew w* ] = I,.)

o \ i
= E[tr (- dVe W XX XX )| E[(XXT)’] = n(n+d+ )Ly = )
—Eltr (%-XXTd‘/g,zw*TXXT(W14+w24w*)w*T>} (E[w*] = 0, E[w*w* "] = I,.)

L n

[ 1
=E (%XXT'HJ*)T . EdV?)Q'w*TXXT(WM + w24w*)}

So those two d V35 terms are identical.

V42 The V3,4 term of differential in d fLsa (Zo)[a12:2d+1,—1] 18 %dV34w44,

1 1
E {w*TndV:szle] =0=E {(ZXXTW*)TndV"MwM}

since E[w*] = 04. Therefore those two are equal.

W42 The Wy term of differential in d fi.s (Z0) ja-r2:2d+1,—1) i * (V31 n Vg,gw*T) XXTdW,,,

E _w*T = (Vgl + ngw*T)XXTdWM]

E ( V31 + Viow™ )XXTdWMﬂ (It is a scalar in the trace.)
E[s < w*TV w*T>XXTdW14>} (E[w*] = 04.)
E < Vi wrw* )XXTdWM)] (Vihw* is a scalar.)
E[tr (Vb dWi4)] E[XXT] =nly,Ew*w* ] = I,.)
E{tr (% . XTV?EXXTdWM)} E(XXT) ] =n(n+d+ DIsn= 757
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1
=E {("XXTw*f = (Vi + ngw”)XXTdWM}
n n
Thus the two dW74 terms are the same.

wayt The woy term in d fLsa(Zo)a42:2d+1,~1] 18 %(Vzn + V?,z’w*T)XXwa%w*,

i 1
E|lw" . - (V},l T V},Qw*T)XXTw*de}

[ 1
=E|tr (w*T - (Vg,l + ‘/32w*T)XXTw*dw24)] (It is a scalar in the trace.)
n
[ 1
=E|tr (( *T‘/;ﬂ)XXT’w*dUIQ4>:| (E[w*] =04.)
n
= Eftr (Va1dway)] (E[XXT] = nly, Ew w* ] = I,.)
, ) .
~E|tr (% : XXTVg,lXXwaM)] E(XXT)’) = n(n+d+ 1)Ly = )
[ 1
=K (QXXT’UJ*)T e (‘/31 + ‘/E))Q’w*T)XXTw*dw24:|
n n
Therefore the differential for ws4 are the same.
wy4: The wyy term of differential in d fLsa (Zo)[a42:2d+1,—1] 18 %‘/34(1’11}44,
w1 1 N n T,..%\ T 1
E|w 7‘/:9,4(11044 =0=E (7XX w ) 7%4(1’[1)44
n n n
since E[w*] = 04. Therefore those two are also equal.
In conclusion, Equation holds since all the differential terms are equal. Therefore, 3C'
«|2 n «|?
E || fusa(Zo)jat2:2a41,-1) — w*||" =E HfLSA(Z())[d+2:2d+1,—1] - EXXTU’ +C
which finishes our proof. O

B.2 PROOF OF THEOREM[3.2]

Here we restate the Theorem [3.2] and provide the detailed proof.
Theorem B.2. Suppose n = O(dlog® d), k > Clogd, n € (0.1,0.9). There exists V* and W * s.t.

Jrsa(Zy)p:,—1) outputs (04,0, wy11,1) where w; := (I - I - %XXT)i)w* is the k-step GD
solution with learning rate 1 on a linear regression model. Moreover, the evaluation loss

1 n k1 ]2 1
LRV W) = SEx |[[(T-2XXT) w0 | € 11
( bl ) 2 X,w [’ n w — d010g<11") ( )
Proof. We construct V* and W* in the following way,

0O 0 0O 0 01I O

. |0 o000 . |00 0 -1
Vi=l_g1 000" =]o0oo0 o 2)

0O 0 0O 0 00 O

Now the transformer is allowed to generate k steps before reaching the final output. We can induc-
tively calculate the i-th step of generation, showing that the output is exactly the parameter after i-th
gradient step (: = 1,2, ...,k + 1):

.
Z]WZi
n

1
= (04,0, w;, 1) + g(Od, 0, V3 (t)XXT(ng(t)wi - ’LIJ)'F)7 0)

Jusa(Zi)p,—1) = (04,0, w;, 1) + V Z; -
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= (0d707wi7 ) (Odao _7XXT( 'LU*),O)
= (0d7 07 Wi+1, 1)
After k+1 steps, we have the final output (I - (I-1XX T)’“H)w* by induction and the evalua-

tion loss becomes Equation (9). By Lemma|D.4] the final loss is

T

%Exﬁw* U‘( ”XXT) w”

_ 1 n T\ 2k 2 o, k]
= SEx.ur {tr (I— 1XX ) Ew*w* ] =1.)
1 n T\ 2k+2
= St Exur [(I -1xx )
L
=gt tr((1 —n)*(1 4 6)I) (By Lemma|D.4)

< d(1— )k < dCles().

C PROOF OF THEOREM

C.1 GRADIENT COMPUTATION OF THE FULL MODEL OVER THE COT OBJECTIVE

In this appendix, we compute the gradient of the full model given the Assumption [4.1] and prove
the equivalence between the dynamics of the full model and a simplified model. Throughout the
appendix, we denote the S = %X X " for simplicity. And recall the i-th step of the linear classifier

isw; = (I — (I —nS)")w

In Section[2.2] we have the full attention model

ZTWZ[:’,”
fusa(Z; VW) =2, _y+VZ- —
and the Chain of Thought (CoT) objective
o 2
'CC T(Va W ]EX Jw* Z HfLSA (0d70 wz+17 H

We define the error for the i-th step
1
Ei = iEX’w*
By linearity of expectation we know the gradient of the CoT objective is the sum of gradients of all

CoT steps: VLT = ZZ 1 VL;. Now we can calculate the gradients of V', W based on the loss
of each CoT step:

2
fusa(Zi),—1) — (04,0, w41, 1)

Lemma C.1 (Gradients of the full model). The gradient of V., W are given by the following equa-
tions:

k T
1 ZIWZ;. _
Vvl = —Ex - (VZZ. ST (04,0, w00 — wi70)—r> Zi  W'Zzz]
- > :

) n
=0

k T
1 Z. WZ;. _
Vwi = *EX,w* E ZiZiTVT (VZl A k] Gl B (Od, 0, w;+1 — w;, 0)T> Zi?:—fl]
n ,

) n
=0

Proof. The loss is given by eq. (6):

LOT(V, W) =Ex w*[ ZHfLSA -1 — (Od,O,wi+1,1)||2] =D L
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Take differential of the loss for the i-th step £; and we have

-
dL; = Ex w+ (frsa(Zi)i,—1) — (04,0, wiy1,1)) dfisa(Zi)},—1

. ZIWZ,,.
= Exwr (fisa(Z0)p. -1 — (04,0, wis1, 1)) d(vzz- : n[”>
T ZIWZ;.
= Ex w (fusa(Zi);,—1) — (04,0, w;11,1)) d(V)Z; - I —
. ZTAW Z;
+ Ex we (frsa(Zi)p,—1) — (04,0, w;41,1)) VZ;- %

Then the gradients of W,V of the L; are:

1
VvL; = EEX’"’* (fLsa(Zi),—1) — (04,0, w1, 1))Z1[T;’71]WTZ¢ZZT

1 ZIWz,, _
—Ex w0 (VZi : %[1] —(0g,0, w41 — ’wno)T> Zi{ . W'Zz,z]

1
Vwli=—Exw ZiZ V' (fusa(Zi)p-1) = (0a,0,wir1, 1) Zif,
1 Z Wz, _
= *EX,w* ZZZZT‘/T <VZ1 . lim — (Od, 0,wi+1 — Wi, O)T> Zif:r—l]
n n ’
Take the sum of the two equations above from ¢ = 0 to &, and we finish the proof. O

Now we consider the gradient flow (GF) trajectory (note that w4 is fixed under Assumption [@.T)):

% =-vLeT(9), 6:=(V,W\{wyu}).

Recall the block matrix form of V', W':

Vii Vi Viz Vi Wi Wi Wiz Wy
Vor wvaa Vo3 oy N Wi waa Was  wyy
Va1 Vaa Vaz Vau| 777 7 |Wip Wiy Wiz Wiy
Vii vae Viz vy Wi waa Wiz wyy

V =

According to the construction in Theorem the blocks W3, V31, woy are the only relevant pa-
rameter blocks, while the others should be zeroed out. Next, we prove that if we initialize those
irrelevant blocks to 0, then they will stay at O along the gradient descent trajectory.

Lemma C.2. Under the Assumption 1| when the linear transformer is trained under GF, we have
for all t > 0, the parameters V (t), W (t) have the following form:

0 00 0 0 0 Wis(t) 0
0 00 0 o0 0 -1
VO =lvue o 0o o/ WHO=10 0 0o o
0 00 0 00 0 0

Proof. To prove this lemma, we prove that when the irrelevant blocks are O, the gradients
Vv L, VwL; for those blocks are always 0 and they never update the corresponding parameter
block. Also, note that woy = —1 forall ¢ > 0.

i i ; ZIWZi. .
First, we calculate the output of the linear self-attention V' Z; - ————>=:
ZIWZ;.
n
0 0 0 O X 0 O --- 0 0
- E ‘/jl(t) 0 0 O Oan wy wi e w; Zz w w;
0 0 0 O O1xn 1 1 A 1 1
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[ Ogxn 00 -+ 0417 X 0 o - 0
1| Oun 0 --- 0 y 0 0 --- 0
T |[Vai(H)X 0g -+ 0g| [Ogxn wo wy - w;

L Oixn 0 -+ 0] [O1xn 1 1 .- 1|

[ O4gxn  0q --- Og] I
_ 1] 01xn 0 - 0| [ X TWit)w,—y"| _1
T | Vai()X 04 --- 04 | 0it1 n

| 01y 0 - 0] I

Wis(t)w;

0y

0y
0

‘/31 (t)XXT(ng(t)wi — ’U)*)

0

The last line is because y ' = X "w*. Now, we consider the gradient for V:

ZIWZ;. _y
VvLi=~Exur || VZi =
0q4
_ L 0
o n2 V};l(t)XXT(ng(t)wz — '117*) - n(wi_,_l - wl)
0
_ 0,
g 0
2 Xwr ‘/31( )XX (ng(t)'wi — 'w*) — n(wiﬂ
_ 0,
. 0
T2 Y Ve (XX T (Wis(Hw; — w*) — n(wiga
L 0
0 0 0 0
. 0 0 0 0
T | Vw Li(t) Vg, Li(t) 00
0 0 0 0

T

Zi  W'Zz]

— (Od,O,wH_l — ’lUi,O)T> Zi[:7_1]WTZ1‘Z;I—

I T
w WllE(t)
_ T
w;) 0, Z,Z;
1L 0
I T
w;rTWE))T(t)XXI — yXTT
w; Wi () Xy' —yy
— wi) Od
1L 0

Therefore, we know all blocks of the gradient are zero except the positions of V31 and V3.

Now look at Vi, L;:

Vv, Li = ﬁEx,w* [(Vai(t)

Note that w; = (I — (I —nS)")w* for all i € [k], and wy4+1 = w*. Therefore, for all i €
-, k-+1} the formula inside the expectation is an odd function of w*. Since w* ~ N (0, I),

{0713"

1

(w; W)Xy —yy')]

XX (Wis(t)w; — w*) — n(wiy1 — w;))

= %EX,'LU* [(‘/31(t))(‘XT(VVLG,(t)’l.l)Z — w*) — ’I’},(wi+1 — wb))

(wiTWg(t)XXTw* —w*

the expectation should be 0.

Similarly, we calculate the gradient of the W:

1 Z'WZ;. _
VwLls = ~Ex e [ZizjvT (VZZ- ST (0,0, w000 — wi,O)T> Zi
n n ’
(0P
b |ziZTVT 0 Z;
T g2 Xwr | 4 Va1 () X X T(Wis(t)w; — w*) — n(w;1q —w;) | 71
0
0d><d 0 XXT‘/gl(t)T 0 Od
_ g |Oixa 0 yX V()" 0 0
n2 X dxd 0 Ogxd 0 |Var() X X' (Wiz(t)w; — w*) — n(wit1 — w;)
Ogxa O Odxd 0 0
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XXV () Vi () X X T (Wis(Hw; — w*) — n(wit1 — w;)] [04] "
_ i]E yXT‘/gl(t)T‘/gl(t)XXT(ng(t)U}Z — ’U)*) — n(wi_H — wl) 0
- n2 X, w* Od w;
0 1
0 0 VW13£i (t) VWMEZ' (t)
_ |0 0 VW23£1' (t) V11124£i (t)
({0 O 0 0
0 0 0 0

Since we fix wsy, we only consider the remaining three blocks. First, we consider the gradient of
the vector block W1 4:

1
VW14£i(t) = E]Ex’w* [XXT‘/:H (t)T‘/gl(t)XXT(ng(t)w, — ’LU*) — TL('U}H_l — 'wz)] .

Notice that the X X T V31 (¢) T Vi1 (1) X X T (Wy3(t)w; — w*)—n(w; —w;) is odd in w*. There-
fore the expectation is 04. Similarly, we consider the other block Was:

1 *
VW%,CZ(t) = E]Ex’w* [(yXTV},l(t)TVgl(t)XXT(ng(t)wz —w ) — n(wH_l - wz))wﬂ

1
= —Ex ur {(w*TXXTVg,l(t)TVgl(t)XXT(ng(t)w,; —w*) — n(wip — w,;))wj }

= 01 xd-
In conclusion, all the blocks have zero gradient except V31, W3 given that they are all zero matrices.

Under Assumption all the irrelevant blocks remain zero matrices for all ¢ > 0. O

By Lemma|C.2] we prove that along the gradient flow trajectory under Assumption[4.1] the objective
of the linear self-attention model with residual connection can be equivalently transform to the
following simplified form.

Lemma C.3. Under Assumption[d.1| we have the training objective

k

1

LTV, W) = FEX w- [E Va1 (SWizw; — Sw*) — Awi|21
1=0

where S = %XXT and Aw; == w;11 — w;, i = 0, 1..., k is the residual for each step i.

Proof. Given the following CoT objective,

1 k
LTV W) = iEX"w* lz ||fLsA(Zz')[:,—1] — (04,0, wit1, 1)H2]
i=0

By Lemma|C.2] we plug in the V', W expressions and get:

ZIWZi,
n

1
= (0d>07 — V31 (XX TWisw, — Xy') - sz‘,O)
n

T

Jusa(Zi)p,—1) — (04,0, w;11,1) = VZ; — (04,0, w; 11 — w;,0)

Since y " = X Tw*, we have

% T
frsa(Zi)p,—1) — (04,0, w;41,1) = (04,0, V3 (ST Wizw; — Sw*) — Aw;,0)

Put it back to the loss expression and we complete the proof. O

Now the chain of thought loss can be rewritten into the form by LemmalC.3] we can directly calculate
the gradient update using the simplified loss for clarity. We denote the only relevant blocks W :=

Wiz and V := V31. Moreover, we can further expand the CoT loss with Aw; = —n - XX !

(w; —
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w*) fori € {0,1, -,k —1}, and Awy, = w* — wy. That leads to the following expression of the
CoT loss:
1 k—1 o 5
,CCOT(B) = *EX w* Z sz + VS(W’LUZ — UJ*> — wi+1H
2 T4 2
=0 (13)
1 2
+ iEX ,w*
Observe that the final loss only depends on the (d + 2) to (2d + 2) entries of the transformer’s
output, indicating we can simplify the model a bit and prune out the irrelevant part. We can define
a simplified one-layer transformer to get the loss form above, where the dynamics of the equivalent
model is exactly the same with the original dynamics of Wi3 and V31. Accordingly, the last token
input of the transformer for ¢-th step becomes w; and the label becomes w,; since the other entries
in the original input/label (0,0, w;, 1) do not affect prediction.

Definition C.1 (Reduced transformer). Let 0 = (‘7, ﬁv/) Define
Jo(X, Z;) = w; + ‘75({47101- — w*)

10 be the reduced model of the one-layer transformer in Equation (3)). For ease of presentation, we
denote fo(w;) := fo(X, Z;).

wy + VS(ka — w*) — w”*

2

In the following sections, we will consider the equivalent form of transformer. Here we present the
gradient with regard to the reduced model. For clarification, throughout this section we will denote

Wy = (I —(I- nS)kH)w* as the (k + 1)-th update, and w* is the ground-truth.

Lemma C.4. The gradient of V and W are given by the following expectations:

% = iE[(fg(wi) - wi+1)(w;ﬁ/—r - w*T) S} + E[(wk+1 - w*)('w,jf)iv/—r — w*T) S},
=0

(ji% = 3 E[SVT(fe(wi> - wiﬂ)w;—] +E[S‘7T(w;€+1 - w*)wT}.
=0

Proof. Given the equivalent CoT loss in Equation , we take the gradient with regard to V of the
loss and we have

% = kZlIE{(fe(wi) - 'wiH)(w;rf/‘v/T - w*T>S} + E{(fg(wk) - w"‘)('w,;rf)[v/'—r — w*T)S}
i=0
k

= ZE[(fg(’UJi) —Wit1) (w;rﬁ,"r - w*T) S} + ]E|:(wk+1 — 'w*)(u:,jf)[\//'—r — w*T) S}
=0

The second step is because we subtract E [(fg (wg) — wrt1) (w,IWT - 'w*T) S} from the second

term and put it into the summation. Similarly, the partial derivative of W should be:
k—1

oL ~ ~
= = SRSV (fo(wi) — wi)w] | +E[SVT (fowy) - w)w] |
ow 3
k ~ ~
= ZE[SVT(fg(wi) - wiﬂ)wﬂ + JE{SVT('w;@H - w*)wﬂ
i=0
Therefore we complete the proof. O

C.2 GRADIENT CHARACTERIZATION OVER THE COT OBJECTIVE

In this section, we compute the exact gradient for the reduced model parameters to facilitate
analysis on the dynamics. For clarification, throughout this section we will denote w4 :=

(I - (I - nS)kH)'w* as the (k + 1)-th update, and w* is the ground-truth.
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We first compute our gradients for the simplfied model deﬁned in Deﬁmtlon@ which is equivalent

to the full model’s dynamics. Recall that under assumptlon we have V| W are simultaneously
diagonalizable, with the orthonormal basis {u;}% ;. We denote the orthogonal matrix formed by

the basis as U. We will observe that u; are always the eigenvector of V W, so we denote V =
UAVUT,W = UAWUT. For clarity, we ignore the timestamp when calculating the gradients
and dynamics.

We present an accurate estimate of the gradient in the following Lemma [C.5] We intensively use
the concentration lemma in Appendix [D]to separate the main terms dominating the gradient flow
dynamics, and some bounded error terms that may complicate the analysis. We also call the error
terms as ‘interaction terms’, since they contain the interactions between two subspaces w;u,; and

u]u;'— The structure of the interaction terms AV, AW are further characterized in this lemma,
which is essential for the final local convergence analysis.

Lemma C.5. Suppose n = O(dlog”d), n € (0.1,0.9), k = [clogd]. Under Assumption if

we run gradient flow on the population loss in Equation (0), then the gradient of V. and W are
characterized by the following equations:

—~ 92 —~ ~
UT&EU=[<I€+1—2+1>AW —2(k+1—1)AW+(k+1)I]AV
ov n o n2-mn) n
_LEAW L r4av,
-

1 72 N, 92 1=1,5 W
UTiU (kz+1—+)AV AW — (k+1—)AV S TIAV AW,
oW (2-mn) U 2-1
where the error terms (interaction terms) HAV < O(lode) < O(log%d)'
op op
Moreover, there exist diagonal matrices AV BV AW BW with O( ) -operator norm,

CV,DV,CW,DW,EW with O(W)—operator norm and EV,FW with O((l —n)k)—
operator norm s.t. the error terms AV | AW can be written as

AV — (A‘7 + nI)A‘N’ + (I - AW)BV Ftr ((I - AW)AW)CV Ftr (I - AVT’)DV +EY,
AV — (AV + nI)AVT’ + (I - AW)B"T’ ttr (I - AVNV)CVT’ Ftr ((AV + nI)AV)DVT’

—~ ~2 —~ —
+ tr ((I — A")AY )EW + F%W.

Proof. Recall the gradients formula of V and W by Lemma

9k _ , TorT _ gl o TrT _ s T
;E[fg w;) w1+1)('w,W w )S:|+]E|:('lﬂk+1 w)(ka w )S}

aa;/ ZE[SVT fo(w;) — wi+1)'wﬂ +]E[S‘~/'T(wk.+1 - 'w*)wﬂ
=0

We expand the reduced model fy(w;) in Definition and get the residual term
fo(w;) —wip1 = w; + VS(W'wZ— - w*) — w1
= ‘N/S(W'wi — w*) +nS(w; — w*)
= (‘75"7‘7 + nS)wi - (17 + nI)Sw*

Substitute fy(w;) — w;41 term in the dynamics by the equation above, we have

g—é = ;E[(VSW +nS>( —(I- nS)i)2ﬁ7Ts} _ gE[(f/SW +n5) (I - nS)i)S}
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_ zZ:]E[(f/+77I)S(I— (I - nS)i)W’TS] +§E[(‘7+’71)52}

- E[(I — Skt ((I - T)S)k> wT - I)]

k 2
o X7 A7 o _ [ el
- ; (V + nI)]E [SW (I (I —1S) ) w 5] (Term 1)
k 2
_ A7 _ _ 1 el
+1 ; E {s (I W) (I (I —1S) ) w S] (Term 2)
k o~ .
- ; (V + nI)E [SW(I — (I —1S) )s} (Term 3)
k —~— .
—ngE[s(I—W)(I—(I—nS))S} (Term 4)
S (7 an)E[s(1- (- gs)) 7S] (Term 3
=0
+ Zk: (V+nr1)E[s?] (Term 6)
=0
- E[(I — Skt ((I - nS)k> wT - I)] . (Term 7)

To get an accurate estimate of the gradient, we apply Lemma [C.T4] Lemma [C.15] respectively to
each of the terms (Term 1 to Term 7) and separate the interaction terms introduced by the moments

of Wishart matrix, which is bounded by O ( loglg d) )

Consider Term 7 and the i-th term in the summation of Term 1 to Term 6. By Lemma [C.14] and

Lemma|C.15| there exist diagonal matrices £, j € [6] satisfying ||£j|\op < O(log%d) such that

E [SW (I —(I- nS)i>2ﬁ7TS_ -U _(1 —(1- n)’“)QAVAV2 + 51] UT

E{S(I - Wf) (I (- 775)1‘)217!75_ _ul

]E[S(I— Wf) (I— (I—nS)i)S: - U:

( )
E[SW/(L (I—nS)i)S: - U:(l —a fn)k)AVNV +£E}UT
i

E[S(I (I- nS)i)WfTs' —U '(1 —(1—n)F)AW + 55} U’
E[S*] =U(I +&)U"
By Lemma there exists diagonal matrix &7 satisfying ||£7|\Op <0 ((1 — U)k> such that

E [(I —pS)FtH ((I (I- nS)’“) wT - I)] —U&UT.
Tog3d
€ — (alAVNV + a2I> (I — AVN") Ftr (I _ AW) (agAW + a4I) Fagtr ((I _ AW)AW)I,

and exist 51 < O(logl%l), By < O(@) such that

Moreover, there exist oy, g < O( L ), a3, g, g < O(ﬁgg,d) such that

&, = Bl(If AW) ¥ Botr (If AW)I.
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We define A? as the sum of all the interaction terms (AV + nI) (61— &3 — &+ &)+n(€2 — &4)

for the i-th term in the summation of dynamics of V. From the analysis above, there exist diagonal

matrices AY, BY, CY, DY with their operator norm O (log%d), such that (note every matrix is

diagonal, so they commute)
AV = (A‘7 + nI) AV 0(2) tr ((I - AW)AW’)B?
+(1-A")cY + 0(2) tr (1-A%)DY.

We define AV, as the interaction term brought by Term 7 since there is no summation in Term 7. Tt

< O((l —n)k)

is obvious that HAYl

O

Now we denote

k
=0

to be the sum of all interaction term of the dynamics of AV From the definition of A,? and A‘:’l
above, there exist diagonal matrices AV, BY, CV, DV and EY satisfying HAV , CVH
O(log%d} BV’ D‘7H < O(@) and HE(?H < O((l — n)k> such that (because k =
O(logd))

AV = (A‘7 + nI)A‘7+tr ((I - AVT’>AVT’)B‘7+ (I - AVT’) cV +tr (I - AVT’)D‘7+E(§7

IN

)

Sum up all the seven terms together and we have

2(1—(1—n)ftt o eks2\
9L _ullk+1- ( )+1 (L =) AW(AVAW—HyI) v
ov 7 n(2—mn)
I 1 k1 o
U <k+1—1(1")>(AVAW+nI) U’
n

UT

[ . k1 N ~
U <k+11(1nn)>AW(Av+nI)

+U :(k +1) (Af’ + nI)] UT +UAVUT

Denote Ef/ to be the sum of all O ((1 - n)k) terms in the dynamics of V:

_ 2(1 — pyFt! 1 — p)2k+2 N o 1 — )+t o .
n n(2—n) 7
Denote EV = Eg/ + E1‘7 and denote AV = AV +E‘7, we have
2 1 72 1 Ui >
vty - {<k+1+)AW 2<k+1>AW+(k+1)I]AV
ov n n2-mn) 7
1— — ~
— TIAW LT AY
2—n
Moreover, AV has the form

AV — (A‘7 +nI)A‘7 Ftr ((I—A"T’)A"T’)Bv + (I— AVT’)C‘7 +tr (IfAVA‘;)DV +EV
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Similar to the calculation of the dynamics of ‘7, we can also have

oLy T Tal T
= ZZE[SV (fows) = wi)w] | +E[SVT (w1 — w)w] |

[SVT(VSW/JrnS)( —(I— nS)} iE[Sf/T(VMI)S(I(InS)i)]

=0

Il
SM”

[SVT (I —78) ’““( (I —9S) )}

I
M»

E [sf/T (ffs(fi/ - I) (Vo nz)s) (1 (- 775)’?)1

.
Il

-

E[sfﬂ (17 + nI) 5(1 (- nsm - E[sfﬂ([ —pS)Ett (I —(I- nS)k)]

_ Xk;;E[Sf/TVS(WI)( — (I —7S) )2] +ZE{SVT(V+7]I)S(I (Ins)i)j

k
- ZE[SW (f/ + nI) 5(1 —(I- nsm - E[sfﬂ(z — St (I —(I- nS)k)]
i=0
We apply Lemma and Lemma to each term, similarly define A}’T/ fori € [k] U {0} as
the sum of all interaction terms for the i-th term in the smmation of dynamics of W. There exists
diagonal matrics AW, BV CW, DW EW with their operator norm O (log%d) , such that
—~ —~ 1 —~ —
AV = (AV +q1)A¥ + (1-A")BY + 0<d) tr (1-A")CW
1 & o\ i 1 s a2\ S
+0 (d) tr ((AV + nI)AV)DXV +0 (d> tr ((I —AW)AY )E;’V
We define A 1 as the interaction term brought by the last term
E [SV/T(I 8t (I (- nS)k)].

It is clear that H

1l <0 ((1 - n)k). Similarly denote
op

k
AW W
= AV - A%,
i=0
then there exist diagonal matrices AW BW,cW, DY, EW,FW

O(log2d> (dlolg,'2d>’

AW - (AV + nI) AW (I - AW)BW Ftr (I - AW) cW

‘FOWH < O((l - n)k> such that

~ ~ ~ —~ ~92 ~ ~
+tr ((AV + nI)AV)DW +tr ((I —AW)AY )EW +FW

Denote Fl‘/"7 to be the sum of all O ((1 - n)k> terms in the dynamics of W, FW — FOW + F1V~V
and AW = AW 1 FIW. Thus we have

Ek: U(1-(-n )AV(AVAW+nI) ZU(l— (1 =n))AY (AV +91)UT + UAVUT
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2100 1y

—U||k+1- + AV(AVAW fq1)|UT

n n(2—n) ( n)

ERPPRE = o s
U <k+1—1(1’7)>AV(AV+n1) UT +UAVUT
n
~2 ~2

_U[(k+1—2+1>AVAW—<I<:—|—1—1>AV 1- ”AV+AW]U

n o n2-mn) n 2 -

Moreover, AW has the form
AW = (AV +nD) AW + (1= AY)BY + 0 (1- AW )CW
~ ~ —~ —~ ~92 ~ ~
+tr ((AV + nI)AV)DW +tr ((I —AW)AY )EW +FY.

Since ||A + B|| |All,, +[Bll,, and |AB]|

op — HAH HBHop’
1 W 1
<o) 141, =0(55)
op log®d op log®d

After obtaining the estimation of the gradient by lemmal|C.3] we can decompose the gradient updates
into the dynamics along each eigenspace u;, which can be characterized by the following lemma.

op = <] it is obvious that

O

Lemma C.6. Supp()se V= 27 1A Vo, u; T W= 27 1A u] . The dynamics of the eigen-
values of V and W are given by the following equations:
ary 2 9 . I B G _
L= | D) (1= ) S (1A ) 4 Y 4 W 1Y
d [(Jr) ) T 7)Y Ty 0
w 1\ . o2 = 1—-n v2.w  1- W
= (k1= A (1) YA AV oW
dt n)’ ’ n@2-n) 7 7 2= ’
v 1
where 5 ’ < O(logzd) O(log2d>'
Proof. This is directly obtained from Lemma|C.5} O

C.3 PROOF OF THE MAIN THEOREM [4.1]

In this section, we prove Theorem [4.1] which characterizes the CoT loss of the trained transformer.
First, we restate the theorem.

Theorem C.1 (Global Convergence). Suppose n = ©(dlog”d), n € (0.1,0.9), k = [clogd],

30-m) 1
@=n) T’

ent flow on the population loss in Equation @ then after time t = O(logd + log %) we have
LET(t) < e forany e > © (bg‘d)Q>

1
s (1

clog (ﬁ) > 2. Under Assumption with some constant ¢ > if we run gradi-

Proof. According to the previous sections, we can reduce the original optimization problem to Equa-
tion (I3), and consider the equivalent reduced model (Definition [C.I). By Lemma[C.5] we fully

characterized the gradient expression, which decomposes the gradient of V and W into main signal
terms with large norm at 1n1t1ahzat10n (terms before AV AW) and interaction terms (AV AW)
with bounded norm O( 5 ) forall t > 0.

The decomposition motivates us to conduct a stage-wise analysis. We first analyze the dynamics
in Stage 1 when the distance between the parameters V', W and the ground-truth is larger than
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O(+—%-). In this stage, the bounded error can be dominated by the signal terms in the gradient,
log® d

leading to nearly independent dynamics along each direction w;. After this stage, we enter Stage 2
as a local convergence phase. We describe the dynamics below in detail.

Stage 1 In the first stage, the dynamics are dominated by the main terms, and the interaction terms
AV AW

AV AW can be somehow be ignored. Specifically, by Lemma  given the dynamics of A", AJ¥:

d)\V —~—\ 2 2 = ~ 1 —~2 ~ 1_,’7 ~ ~
j N4 LA\W N4 w v w_ \%
= [(k+1)<1 Al ) oA (1 A )+7n(2_n)xj }AJ taT N 1S

AW 1\ . o2 o l—n 92w 1-n.9 .o
I — k41— )N (1AW )+ —L 2V AW _\Y W
e G N O R e AR =LA

we can conclude that the dynamics of the eigenvalue /\y7 )\yv mainly depend on themselves when
the main term (terms before & W, V) are larger than O( ), Which is within the stage 1. That is,

the dynamics within the subspace u,;u; for V W are almost independent with other subspaces. In
this stage, we focus on the analysis of )\V AW depending on their own value.

The first stage can be further divided into two phases.

Stage 1, Phase 1. At the beginning of training, we have

v 30 -n) 1 8- 1
2(2_77)(k+1)(1—)\}7‘7(0))< MNCErE S R

7

then by Lemma | we can prove an upper bound of )\V when )\W <1—(k+1) 12,

O () S N
V< 22=1) (k+1)(1- A7)

accordmg to the dynamics for both 51des With this upper bound, we prove 0

— (£)- There-

fore, )\j will convergeto 1 — (k+ 1)~ 12 in t1 = O(log d) time (Lemma .

Stage 1, Phase 2. After time ¢;, we have )\}7‘7 very close to the ground-truth value 1. Meanwhile,
the lower bound for )\]V still holds, and it will further decrease. Specifically,

__— IR 3(1-n) 1
M () =1 (k+1) Af(h) < 2(2—7;)(k+1)(1—A§7‘7(t1))

By Lemma we can prove that /\}’NV will stay close to 1 — o(1):
1= 2k +1)"= <AV (1) <14 (k+1)" 7
for any t > t;. With this condition, a converging condition for ()\V + 1) can be deducted from
Lemmal[C 11t
d ()\f’ + 77) ’ 1

& = T ame—n (Ay+")2

Lemma|C.11|shows that ’)\}7 + 77‘ converges to (k + 1)71712 in ty = O(loglog d) time.
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Stage 2. Now the eigenvalues are already close to ground-truth:
‘Af(tl +t2) + | = O((k+1)7%), 'A?(tl )~ 1] <2k +1) 7.

According to the expansion of the error terms in Lemma we notice that 63‘»7‘7 and 5}7 are always
coupled with some individual residual like (AY + nI), (AW — I), or some weighted average
é tr ( (AV +nI )AV). Meanwhile, the coefficient of this kind of residual in the interaction terms

is still upper bounded by O(1/ log? d). That helps us to derive the PL-condition like gradient lower

bound (Lemma
dtr {(AV+77I)1 dtr {(IAVA‘;)Q]
dt + dt
~ 2 —
<— mu [(AV +771)2] - %(k—i— 1)tr [(I - AW)Q} + a

where o = O((l - n)k) > 0.

By Lemma [C.12, we know ’)\y + 77‘ and ’1 - )\f‘;‘ converge to § € (G(d% 105(1*77”%), 1) in
t3 = O(log 5) time. At this time, there exist diagonal matrices A and B satisfying 1Al,, <©(1)
and || B||,, < ©(1) such that

AV = yI+6-A AV =I+5 B.

Now we consider the CoT loss given by Lemma|C.3]

k—1
1 ~ - 2
CoT _ - A *
£97(8) = SExwr Y H(VSW +nS)w; — (V +nI)Sw"|_
1=0
1 o ~ 2
+ JEx o ||(L+ VSW)wy — (VS + D' ||

Apply Lemma [C.13] we directly obtain that
L£T(0) = 0(5°dlogd).
Since § € (@ (dg log“*”)*%), 1), the CoT loss is smaller than € = ©(d°'° (1="+2]og d). The

local convergence takes t3 = O(log +) = O(log ). Considering all stages, at time ¢ = t1 + t5 +
ts3 = O(logd) + O(2), we have

£E°T(9) <e.
O
C.3.1 TECHNICAL LEMMA IN APPENDIX[C.3|
Lemma C.7. Assume \W <1~ (k+ 1), if —33=7) o (11_”?) < \Y <0, it holds that
J
vV | 3(1-n) 1
d<>\j T 32— (k+1)(1—/\f’)> —0 14
dt
Proof. Directly consider the derivative
d )\‘7 3(1—n) 1 ~ N
< 7 T 3@y (k1) (1-27) dAy 3(1—n) 1 dAYv
dt oAt 2(k+1)(2-1n) (1 7}\‘7,)2 dt
J

36



Published as a conference paper at ICLR 2025

Substitute the derivatives with the equations in Lemma|[C.6] we have

Y 31—y I P\

J

dt  2(k+1)(2—-n) (17»7‘;)2 dt

SN2 2 = = 1 2l o 1—1 5w -
- N AW (] _\W WoLZ\V 2T W v
= [(k+1)<1 AY) A (1= )+n(2_n)AJ }AJ S (1+07)
3(1-n) 1 [( 1) 72 W l-n v2w l-nv W]
E+1— =AY (1-2")+ AV AW L T\V !
J
e — 3(0=n) 1 1%
Since 5= (k+1)(1—/\}7") < Af <0, we have
Y 3(1 - ) 1 AW
dt  2(k+1)(2-n) (1—)\‘7‘7)2 dt
J
w2, 2 \w W I w?]3(1—n) 1
\%% w \%% \%%
< {(k+1)(1—Aj ) Y (1= )+n(27n)Aj ]

22=m (k+1)(1-AW)

+ 1*7’7,\]?17 - (1+6]‘7)

2-1
3(1—n) 1 3(1—1n) 1 i .
+2(k;+1)(2n—77) (1_/\]_‘7,)2 (k+1)(2(2_2) (k+1)<1>\}7‘7)) (1—>\¥V)

2
1—-n [3(1-n) 1 W W
+77(2’7)(2(277)(k+1)(1_)\;2~v)) AjT =0
_3(1—77)(1_)\‘7/) 1 3(l—-n) \w 1 3(L—n) \w?

C2em T R gy (1) 22 =)t

N _ 3(1-n)]° !
+2_ZA;V(1+5Y)+[2<2—M (k+17(1-2F)

31-n]" 1-7 % 1 3(1—1n) 1 v
i {2(2—77)} n(Q—U)AJVV(kJrl)s(l_AJ_W/)“ S 202-1) (k+1)(1_A]vT/)25JW

:{ 1—n (1_)\;7‘7> 1 }_’_ 1 3(1_77))\‘,’T’

2(2 1) S 2—n] Tk+1 2—9 7Y

1 3(1—n) w25‘7+[3(1n)r 1
(k+1)(1-a7)20@-n*" 722 -) e+ 171 _@7)3
31-n)1° 1-9 w 1 _3(1-n) 1 W
db=iE =g )

(2=n)" (k+1)3(1—Af‘7)4 2(2_’7)(k+1)(1—AJV~V)

; : w w _ -
Put in the assumption on A\;* that A" <'1 (k+1) , we have

A ) 1Ay

dt  2(k+1)(2-n) (1_)\@;)2 dt

14 1 3(1—1n) 1 3(1—n) v, [30-m]° 1
= Tae-n k+ln(2—n)+(k+1)f°22n(2—n)2+’5]‘Jr{?(?—n)] (k+1)7
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3(1—m]° 1- 1 3(1=1)| 5
+{ 77} 77(2—1777)(k+1)§+2(2—2)‘5y‘

1+7n 1
= — +0 -
2(2—-mn) <log4 d)
O

Lemma C.8 (Upper bound of AY). Under Assumption.1} if \W < 1 — (k + 1) %, it holds that

NP k) L (15)

T2 ke (1-07)

Proof. We prove by induction. First, check the initialization )\]‘7(0) < —0,0< /\}’NV(O) < i
o> 3(21:77) k%rl, then we have
% 3(1—n) 1 31—n) 1
v
AT O+ 55 oy S T ey kel =
(k+1)(1—>\j (0)) U
If the inequality holds until some time ¢, that is for any ¢ < ¢;, we have
& 1-— 1
A (1) < _3%2_775 W
) (k + 1)(1 —A! (t))
but ) )
W (t) > 73(27”) -
=) (k4 1) (1 - A¥ (1)
By Lemma|[C.7] we have
v 3(1-m) 1
d<>\j + 2(2=n) (k+1)(1_,\;7V)> “0
dt
t=t1
Therefore, there exists some time ¢’ < t; such that
7 3(1— 1
A () = _222 ni W
) (k + 1)(1 Y (t’))
which is a contradiction. Hence, the proof is complete. O

Lemma C.9 ()\}7‘7 converges to near optimal). Under Assumption it takes O(log d) time for )\y‘;
to converge to 1 — (k + 1)_%.

Proof. Recall the gradient of A}’T’ in Lemma

d)\,‘?‘v/ 1 ~2 —~ 1— ~2 ~ 1_77 ~ —
= (k1= A (1=AY )+ ——=A AV + —2) =6V
dt <+ n)J ( ])Jrn(?—n)] J+2—n] ’
Substitute )\}7 with Lemma we have

— 2

AV 1 1— 1 5
i (=0 e wy) (1-4)

U U (k+1)(1ij )
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1—n [3(1—n) 1 \W
(2-n) 2(2_n)(k+]_)(1—)\}/v) !
1-9 3(1—mn) 1 W
2= \22=m gy (1-a7) )7
3(1—n) 1 W
> Z(k+1) 22_0)@“)(1_%?7) (1 AJ)
_1-n[31-n) 1 _‘ﬁ/’
2=\ 2@ =) (o4 1) (1- A1) ’
3 (1—p) 1 W
WeE=n*w+n(1-aw)
J1-n? 1
T 52— 77)2(k+1)<1—)\}7‘7)
1(1-n)° 1
T5(@2-n)?k+1

7

In O(log d) time, )\W can converge to 1 — (k+ 1) 12,

O

Lemma C.10. Assume )\yv(tl) =1—-(k+ 1)_E and )\}7@1) < -3

2(2=1) (g+1) (1 AW (1,

any t > t; it holds that

7
2

1—2(k+1)7% < AW (6) < 1+ (k+1)"

) , for

Proof. First, it is clear that the inequality holds at time ¢;. If the inequality doesn’t hold, then there

exists ¢’ > t; such that

7

1—20k+1)" 2 <AV () <1+ (k+1)"%  foranyty <t <t
w —13
AV(H)=1-2(k+1)

7

or
1=2(k+1)"7 <AV (6) < 1+ (k+1)" "
AV =1+ (k+1)" T2
J

In the first case, it suffices to prove

forany t; <t <t

AV () < ;)E;:Z;(kJr 1) < -5

to show .
w

dA;

dt

which says there exists t; < ¢’ < t’ such that

t=t’

7

W -

AV <1=2(k+1)" 1

and leads to a contradiction. Recall the gradient of )\}7 in Lemrna

v
dA;
dt

:_[(k+1)(1—A?)2+5A§7‘7(1—)\?)+ ! )\W})\V—s-)\w

n2-mn) "’ 2—
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4 7 7 1
< —[4k+1)y 5 +—(k+1) 24+ (k+1) 6|+ ———
4 )7 2o )7 (e ) ]
1 1—n 7
R 0 ST Rt v
2—77+2 n( +1) =+
2 v _ b
n2-n 7 22-n)
and thus we have _
N () < Cem w0 3
If C <0, then
v 3(1—mn) :
\ <fﬂ<, 15
)\J(t)_ 1S 2(2_n)(k+1)
else )
v v Ui
A () <A () = - _n>(k+1>
In the second case,
v 3(1—mn) _ 5
A (¢ 715 1) 12

1420k +1)77 4 (k + 1)‘5HAJ"

still holds for any t; < ¢ < t’. Recall the gradient of /\}V in Lemma

AW 1\ o2 _ 1oy o2
J =(k+1—= )\ (12" )+ —L AV AW ¢ )\V 5W
e | _, <+ n)ﬂ < J)Jrn(?*n) T2
1\ . .v2 _z -n \y2 _z
= = (k1= AV )R AV [ (e 1) T\y _ sW
(+ n)] (6+1) IEPEDE + k4D +2—77
5
(k+1)7 ¢ 1-n ¢ W
S BT A+ o |
= 3 9 Tag_pt %
9(1 —n)? s 3(1-n)? W
( 77)2( +1) 527 ( 77)2(k'+1) 12+’5]VV
82— 42 —n)
1—n)° 5
_d=m s(E+1)" E
(2—n)’
There exists t; < t” < t’ such that
AV > 14 (k+1)77
which is a contradiction. Hence, the proof is complete. O

Lemma C.11 ()\;7 converges to near optimal). Assume

1=2(k+1)"2 <AV(0) < 14 (k+1)7 %
then it takes O(log log d) time for )\J‘-N/ + 77’ to converge to (k + 1)_%.
Proof. From Lemma|[C.10] we know
Y 2 2. W 1 w2lv . =7 v
I _ AW W1 AW = W WV TThw v
o [(k+1)<1 M)+ 2 (1= )+n(2_n)AJ }AJ L (1+967)
< - [4(k:+ 1)76 4= [(k+1) 172+(k+1)g}+[1+2(k+1)172+(k+1)gH)\‘7
B (2 =n) !
1 n _r ‘7’
_ P 1 12 \
2777+27)(k:+ ) +‘6j
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= - :71(21_77) +O((kz+1)_é)} ()\;74-77) +O((k+1)‘%)
and
B o (1) D () g T (1449)
> - —%[(/@H)*% + k1) ] + ﬁﬁ —A(k+1) T +4(I<:+1)EH>\;7
B R
= [ o) (O e vo(e )
Therefore,
~ 2
d )\]V—Fn N d)\y
<dt) =2 +n) 4
<[t rolar )7 <)ol )7 )

v B 1
If ‘)\j + 77‘ converges to € = (k + 1) 12, then

d(A}?+n)2 1 v 2
& = T ame—n (A +)

Thus, there exists ¢ < O(1) such that

~ 2 1
2 = ()\V + ) < 2 (—t)
€ n) <c’exp

! (2 —n)

In O(log (%)) = O(loglog d) time,

)\}7 + 77‘ can converge to €. O
Lemma C.12 (Local convergence). Suppose k = [clogd]. Assume

Ao -1 <2+ )7E V@ +n|=0((k+1)7F),
then there exists o = O ((1 — n)k) > 0 such that AV and AW comply with

dtr [(Af’ +n1)2] . dtr [(I . AVVﬂ

dt dt
2

< - Mtr {(A‘7+n1)2] - %(k—l—l)tr {(I—Awﬂ +a,

thus ’)\}7 + n‘ and ‘1 — )\?‘ can converge to € € (dfg IOg(l%nH%’ 1) in O(log %) time.

Proof. Consider the error term in Lemma[C.6] more carefully, we have

R R e g G
Pt (1) (G 1) ()

07 #0)0(gi) + ()0 )

41



Published as a conference paper at ICLR 2025

and

dlode) Ftr ((AV + nI)A‘N’)O(lelg2 d)
4 tr <(I - AW)A‘72> O(dlongd) +o((-m")

Now we consider the decay rate of the distance between )\Y, /\}}V and their ground truth.

d(Af +n)2 d(/\;’T’ - 1)2
@ T @

:_:(k+1)(1_A?)2+72’A?(1_A?)+Tl(21—n)A?2+O(bglzd>}(>\y+n)2
+ (32 27;’%?7 - n(l;_”n) A1+ O(k)ggd» (1 - Af‘;) (Af’ + ,7)
a3 ) o )] ()’
+(A]‘7+n tr(I AW) (dlog d) AV+77 tr(<I_AV~V)AW)O<dl01g2d>
+(1 AW tr(I AW)o(d ) 1 )\W tr((AvMI)Av)O(le;d)

+ (1= A ) ((1-AW)AY >o(d112d)+0(( -n)")

2
- (k+1 =+
i U

o(dlolg2 d) + (Af + n) tr ((I - AVNV)AVNV)O(C“;de)

1Yo (1= A7)0 () (1A e (A7 ar)a%)o ()

+(1- 2 )t ((I - A"T’>A‘72>O(db}d) +o(a-n")

Utilizing Mean Inequality, we have
e )
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Insert the inequality into the equation and we have

a(xy +77)2 d(AW 1)2
a

B Y ) (V208 S SO T,
(Afw tr I AW (d1012d) A"+n tr I AW)AW)O<dlongd>

(1 )\]W)tr I AW (dlogZd) 1 )\W tr AV+nI>A‘7)O<dlongd>

)t

(1A t((z_Aw)ijo(dgéd)+o(<_ ")

There exist oy, o, a3, g, a5 = O(dl o d) >0and ag = O| (

(-
d(Af+n)2+d(AJV~V1)2 . [ (1 >] AV+77
(1-

e o] (1)
tr(I AWDJraQ’A +n‘-
o
AW -tr((I—AVT’>A‘72>

Notice that for diagonal matrices A and B, we have

E aiiby;
i

) > 0 such that

(1 A")am)
(4% o)

+041‘/\ +n

+a3)1 A\

I—AWD‘FO@ AW

+ a5

—|—Oé6.

tr (AB) < |tr (AB)| = < D laillbil < Jail| Bl = tx(|A]) || B

Plug in the inequality and we have

d(AV+n) +ol(AW 1)
s (k,g oo o))
oAy +ﬂ (7= a™]) +azlry +ﬂ“ﬂf Av])- ]
+ a3 ( WD+a ‘1 AW tr(AV—i-nID HAVH
+as ( WD H + ag
- [n(gl_n) +0 loglé d) ()‘g"/+77) - {772(k+1)+0(k%)](1—)\?>2

: ‘Aern’ tr (‘I,AWD +a4HA‘7H . ‘1 7/\;7’ otr(’Af/JrnID

)-‘I—A;}T/‘-tr(‘I—AWD—i—aG

MG

AVQ‘

+ (Ols + a5
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Take the sum of both sides separately, we have

dtr [(AV n nlﬂ . dtr {(I - Awﬂ

at at
< - ln(;n) +O<log1flid>] tr [(A‘N’ +771)2] ~ [P+ 1)+ o (k)] [(I_AW)T
+ o+ oal| A+ a[AV]) - or (|7 4 n]) - 0r ([7 - AT

A‘72H> -t (‘I— AWD T ag

+ (043 + a5

From Jensen’s Inequality with f(x) = 22, we have

2
<Z?—1 Ai) < Z?:l )‘12

d

Therefore, it holds for diagonal matrix A € R*¢ that
tr® (A) < dtr (A?)

Plug in the inequality and we have

dtr [(AV + nlﬂ dtr {(I - AVNV)Q}

dt + dt
1 ~ 2 772 ~\2
-+ \% _n AW
< 2n(2n)tr[(A +n1)} 2(k+1)tr[(1 A )}—I—O%
Because k = [clog d], we have O(d(l - n)k) — g~ (5)+1 Soin O(log 1) time, )\}7 + 77‘
and ‘1 - )\}7 converge to € € (9 (d% log(l’”H%),l). O

Lemma C.13. Suppose § € (@ (d§ 10g(17")+%), 1) and there exist diagonal matrices A and B
satisfying || Al|,,,, < ©(1) and || B||,, < ©(1) such that

AV= pI+5-A AW =TI+ B,

then it holds that
£9°T () = O(s%dlogd).

Proof. Now we consider the CoT loss given by Lemma|C.J]

k—1
1 o _ 2
CoT _ - R *
LO(0) = JExwr Y |[(VSW +0S)w; - (V +nD)Sw’ |
=0
1 o _ 2
+ 5Ex e |(I+ VSW)w, — (VS + DHw" ||

Plug in the expression of AV and AW, we get

k—1

LOT (9) = %E ; H(AS —SB + 5ASB) (I (- nsy') - ASHi (16)

+ %EH—(I — 8k AVS[—(I — 18 + 5B (1 - nS)k)} Hi (17)
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We first consider the term in the summation:
EH(AS —~1SB +6ASB)(I - (I-7S)') - ASH?
- EH(—nSB +5ASB) (I - 7,5)2') _AS(I - 7,5)"Hi
= trE [(—nSB +5ASB) (I (I - nS)i)2(—nBs + 5BSA)]

- 2trE[(—77.S’B +5ASB) (I - nS)i) (I - nS)iSA} + trE[AS(I - 775)21‘514}

N 2
— tr ((—nr +5A)E [SB (I —(I- nsy) BS} (—nI + 5A)> (Term 1)
P ((nt +SA)E [SB (I — (- nsy’) (I - nsy's] A) (Term 2)
+ tr (AE {S(I - nS)QiS} A) (Term 3)

Apple Lemma [C.15]to the expectation in Term 1, we have

E {SB (I —(I- T,S)Z')QBS]

-(1-0- n)f’)232 + 0<10g13 d) {32 + 0(2) tr(B)B + 0(2) tr (BA)I + 0<d12> 2 (B)I} .

It is obvious that ‘

Therefore, for Term 1 we have

E [SB (I (- nS)i)QBS}

< 0O(1).

op

tr ((nI +5A)E [SB (I (- 775)") QBS} (—nI + 6A)>

N 2
<d|-nI +5A]2,- H]E{SB(I —(I- nsy) BS]

< 0O(d).
op
(all matrices in the inequality are diagonal matrices.)

Similarly, for Term 2 and Term 3, we have

tr ((—nI + AR [SB (1 (- nsy’) (I - nsy’s] A) ] < 0(d)
tr (A]E [5(1 - nS)ziS} A) < 0(d).

Add Term 1, 2, 3 together and we have

E|/(AS — 7SB + 5ASB) (I g - nSY) - AsHi < O(d).

We then consider the second term in Equation (I7):

E|—(I —nS)* +A‘75[—(I—775)k +5B(I_ (I_”S)k)] Hi

—E —(I + AVS) (I-nS)* +5AVSB (I (I- nS)’“) Hi
— tr (E[(I + AVS) (I —nS)*" (I + SAV)D
~25tr (]E [(I n AVS) (I - 78" (I (I- nS)’“)BS} AV)
+ 6% tr (AVE [SB (1 (- nS)k)zBS] A‘7>
< 0(s%d). (1-n)* <9

45



Published as a conference paper at ICLR 2025

Recall the CoT loss in Equation (T6) and Equation (I7). By the analysis above, we directly obtain
that

£9°T(9) = O(6%dlogd).
Hence, the proof is complete. O

Lemma C.14. Suppose S = 13" wxl n = O(dlog®d),k = O(logd),n = ©(1) €
(0.1,0.9), [|Allop < O(1), ||IT|op < O(1 ) Then the expectatlon

]E[SA( (I —9S) )rs} - (1 (- n)k)AI‘ +A,
where ||Allop = O(’“2 ) < O(loggd) Moreover, the error is in the form
A = a1 AT + az tr(A)T + as tr(T)A + aq tr(A) tr(T) I + as tr(AT)T
where o = O(%),ag,ag,og = O(%),(m = O(E—Z).

Proof. We can directly get the lemma by applying Lemmato ]E[SAFS],E[SA(I—WS)kFS .

O
Lemma C.15. Suppose S = %Z Jxix], n = O(dlog’d),k = O(logd),n = O(1) €
(0.1,0.9), [|Allop < O(1), ||IT||op < O(1 ) Then the expectation

2 2
E {SA(I - 775)’“) rs} - (1 (- 77)’“) AT + A,
where || A]|op = O(k dy < O(1 3d> Moreover, the error is in the form
A = a1 AT + az tr(A)T + as tr(T)A + aq tr(A) tr(T) I + as tr(AT)T
where ay = O(%),ag,ag,o% = O(’j—f),oa; = O(Z—Z).

Proof. We can directly get the lemma by applying Lemmato E[SATS],E {S A(I —nS )kI‘S}
and E [SA(I - nsf’“rs] . O

Lemma C.16. Suppose S = %Z Jxix], n = O(dlog’d),k = O(logd),n = O(1) €

7

(0.1,0.9), [|Allop < O(1), ||IT||op < O(1 ) Then the expectation
E [SASF (I (- nS)k” - (1 —(1- n)’“)Ar +A,

where ||Allop = O(%) < O(log%d). Moreover, the error is in the form
A = a1 AT + ax tr(A)T + ag tr(T)A + ag tr(A) tr(T) I + a5 tr(AT)T

2

where a; = O(%),&z,a&% = O(%)a% = 0(33)-

Proof. We can directly get the lemma by applying Lemmato ]E[SASI‘],E{SASI‘(If nS)k .
O
Lemma C.17. Suppose S = lzﬂ xzx], n = O(dlog’d),k = O(logd),n = O(1) €

7

(0.1,0.9), || Allop < O(1), ||1"||Op <O ) Then the expectation
2 2
E {SASF (I (- nS)k) } - (1 (- 7,)’“) AT + A,

where || A|op = O(kj dy < O(l ggd) Moreover, the error is in the form

A =1 AT + ag tr(A)T + ag tr(T)A + oy tr(A) tr(T)I + a5 tr(AT)T

2

where o = O(’€ d) o, 03, a5 = O(%),(u = O(de)'
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Proof. We can directly get the lemma by applying Lemmato E[SAST|,E [S AST(I —nS )k}
and E [SASI‘(I —S)*]. O

C.4 OUT-OF-DISTRIBUTION GENERALIZATION

We restate the formal theorem here. We still denote S := %X X T for simplicity. Note that the
number of steps k can be different/larger compared to the step number in the previous training
theorem.

Theorem C.2. Suppose n = O(dlog’d), n € (0.1,0.9), k = Clogd. Assume the out-of-
distribution input data x; ~ N(04,X),i € [n] where % < Anin(B) < Anax(B) < 277;‘5 for
some constant § > 0.1, and w* ~ N'(0g4, I). Then the trained transformer in Theoremsatisﬁes
that L£21(t) < e for any € € (diClog(min{ﬁ’ﬁ})“ log? d, 1).

Proof. Recall the definition of the evaluation loss and our reduced transformer (Definition C. 1))

1
EEval(Va W) = §EX,w* l:

‘fLSA(ZAk)[i,*l] — (04, 0,7, 1)H2]
= %E[Hf@("bk) - W*HQ}

where Zj, is the generated sequence after k steps and wy, := fo(wy_1) is the k-th generated inter-
mediate weight vector. Note that each step the transformer is inputted with the last step prediction.
We define the prediction error at each step 7 is Aw; := w; — w; = fo(w;—1) — w;. We expand the
term fg (W) — w* and sum up the error accumulation as follows:

fo(wy) —w* < (wi1 —w") + (fo(Wr) — wit1)
= (wk+1 — w*) + ’UAJk + VS(W’UA)]C — w*) — Wk+1

< (wpt1 —w™) + (wk + vS(ka —w*) — wk+1) + (I + VSW)Awk.

After one step of decomposition, we notice that the error Awy_1 can be decomposed into two parts:
(1) The approximation error predicting w4 with ground-truth input wy,. We define it

AZT? = wyg + ‘N/'S(ﬁ?wk — w*) — Wg41

(2) The accumulated error from the last inference step: (I + 17.5"7‘7) Awyg. Therefore, we can

inductively calculate the sum of the error:
fo(wy) —w* < (wi41 —w*) + (wk + vS(ka —w"*) — wkH) + (I + VSW) Awy,.
= (wrp1 — w*) + AT + (I + 17517!/) Awy,
* pred S QYRS pred ~ oo\
— (w1 —w") + AP+ (T VSW) AP 4 (T4 VSW) Awyy
k ,
= (wgp1 —w*) + Z <I + ‘7317[7) Azr_efH (Awp = 0 by definition.)
i=0

Then we have our evaluation loss upper bounded:

k .
(Wi —w') + 3 (T+VSW) AP,
1=0

SE[ o) — w|?] = LE

k
me (E Iween —w)P + Y B[ + ?sﬁf)iAzf?H!f) e
=0
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We first consider the first term: E ||(wps1 — w*)||*:
E |wisr — w*||> = E | (I — (I —n8)")w* —w*|* = tr (B(I — nS)*+2)
<2d(1 —6)%F 2 < 9d~2¢108(155) 41, (Lemma [D.3))

Then we consider the second summation term. Since the parameters of the reduced model V =
= 1 1 1

—nI +A,W =1+ B, where | A, [|B|,, < d=3718(5)+3 for some constant ¢ > 0, we

want to bound the prediction error given the ground-truth input. By Lemma|[D.6| we have

k
EY ||+ vswyapeL, H2
=0

k o o ,
=E), H(I +VSW) (wii + VS(Wwy_; — w*) — “”“*"“))H

< O(d-Cos(Fa) ),
Therefore, plug those back to Equation (¥, the total evaluation loss should be upper bounded by
EEval(e) S 0 (dfc log(min{l%n,lfls})+1 . k’Q) — O(dfc'log(min{l%n,ﬁ})Jrl 10g2 d)

D SUPPLEMENTARY LEMMAS

D.1 CONCENTRATION LEMMAS

In this appendix, we prove some concentration lemmas to estimate the expected gradient more ac-
curately. Throughout the proof, A,I' are both symmetric matrices with orthonormal eigenbasis

{uitiy
Lemma D.1. Suppose S = LY xax! n = O(dlog” d),k = O(logd),n = O(1) €
(0.1,0.9), || Allop < ©O(1). Then 'the expectation

E[SA(I —nS)kS] = (1 —n)k(A+A),
where ||Allqp < O(@) = O(bg%d) Moreover, the error is in the form A = a1 A + ag tr(A)I,

wherecul:0<]C d) o —O( )

Proof. Denote 6S := S — I. Then we expand the term SA (I —nS)*S:
SA(I —nS)*s
= (I+3S)A((1 —n)I —néS)*(I +68)

=(1—n)*I+ 6S)A<I —

n k
=) 55) (I+6S)

=(1-n*I+sS)A| I~ (1’“777)5s+ (’;)( ) 552+Z( )( ) 587
kn

o () ()5 o

Now take expectation to both sides. Note that E[0S] = 0, so all the terms only contain first order
0.8 vanish. We denote

+(1 =T +6S)A| I -

(1—n)*A=SAI —nS)FS — (1 —n)* <A +0SA + ASS — lk” A6S>
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which denotes all the higher order terms (the degree of §S > 2.)

Since we have the tail bound for 4.5 in Theorem 4.6.1 |Vershynin| (2018) (In this lemma || - || is
operator norm if without specification):

Pr (HéSH > max (6, 52)) < 2exp{—32}7 where § = C’(\/Z—F ;ﬁ) (18)

We can estimate the expectation using this property. First, given s = v/d and ||§S|| < max (6,0%) =
C \/g (since n = O(d log® d)), we can upper bound the operator norm of A:

s (@2 S 2|
a2 S|
o @) s ) o
et ) o 0

Now upper bound all matrices with their operator norm and combine all terms with the same degree
of 5. We have

S S ()12 o)) () s

op

op

k+2

<D IAN(Ok) +2(9k) " + (9k)'2) [|8S|1? <9, (5) <k
j=2
k42 d J

< . J — < d.

< 4; IA] - (9%) <c\/;> (58] < C/2)
21.2 2

< BCFD LR 0<13>. (1)
n 1-— (92(11/2 ) n log” d

Given this upper bound, we can now upper bound the operator norm of the error term A := E[ﬁ]
ull

| .
Sul=1 Tal > then the operator norm becomes:

Suppose u := arg max,,

INE N

— 5| Zu|(1{ 131 < Cknd} +1{1311> C'de})]

K2d [ -
<ottt +/ Pe[I A > s]ds
'k2d

n

When ||A|| > s where s > C/’fd, we can first upper bound the || A|| with ||§.S| using the second
row of eq. (*I): there exists some constant C; > 0 s.t.

k+2
A1 <43 A Ok6S]) < max ((Ck5S])2 (CklsS])*2).

=2
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Therefore, when || A > s, [|6S]| > min {CI/Z, lgk:)} To apply the tail bound, we need to make

/2 1/(k+2)

sure we pick some s’ such that max (6, (52) < min{$ C R iron } to upper bound the integral of
.. ’ 1.2 /2 1/(k+2)
probability, where § = C(\/% + %) Now since s > Cﬁ 4 mi {C m o } > \[
. s 5/2 1/2 1/(k+2) ’
for some constant C,,. Therefore, we just need max{ T 2o} < min{gg, e} le s’ <

. s/ (BH2) s1/ k) gy /sn. sV4m
mm{C’g T ,C3 7 ,Cy—,Cs [

sH/42) s/ 2R+ N NG
% ,Cg VE 7C4 % 705

Applying the tail bound with ¢ = min {Cg T

where Cs, C3, Cy, C5 are some constant, we have the error term for the tail expectation,

o 00 81/2 1/(k+2)
> < >
/C Pr[||A|| s}ds / Pr[”éS mln{c PO Hds

o0
< 2/ exp{—s'2}ds.

C'k24d
n

Now we estimate the upper bound of error with

2/ (k+2) 1/(k+2)
PR 5 S 5 S 9 SN o /S
s —mln{CQ- 2 n, Cy - 2 n,C4-ﬁ7C5- A }

2
For the first term, let z = %52/(“2):

o0 L s2/(42)
2/C"k2d exp{—C’2 . kzn}ds

o] k‘2 (k+2)/2 /o
— (k+2) \/an iy %ﬂ <C’27’L> exp{fx}x / dx
(<) 2

n

k/2 2
<ra) (E)TT (G (o exp - C2n (TN TRk
- C2n 2\ n b k2 n ~n

1/(k+2)
The second term, let z = C3 - &—

00 st/ (k+2)
2/ exp{—C’g . n}ds
C’k2d k

o B\ k2
_ okl
=2(k+2) /Cg" (C,ka‘d)ﬁz <C§n> exp{—z}z" " dx

) 1\ kt+1 1
2kt 2)- (F B2 (CEn (K2 L _GnowdyTE _kd
C3n k n P k n ~ n

Cisn_
k2

*° C2sn ° k?
Q/Q’kZd exp{— k2 }ds ; /C /12g O4n C2n exp{=a}de
n n k2

_ K[ CRd Cin\ _ K
X - —_— —
= C2n P n k2 | —

For the third term, let x =

" .
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4k o
= — —z}ad
nzcgl /C?L’(C/fizd)l/z exp{ I}x X

4k2 n [ C'E2d\"? c'k2d\?) k2
< 0 .02Z - < —.
~ n2C# Cs k ( n ) opy ~C5p k ( n ) - n

Therefore, we plug this error back to the upper bound of | A|l:

k%d o ~
sl [ PefIA] 2 s]as
n C’k2d

" T b jes 2 S g~ o( B < of
< PR > = R < .
<0t [, melasiz min( e e as = o ) < 0 )

Finally, since by Lemma [D.8] we know the error is in the form A = a; A + as tr(A)I for all A.
Thereforeoq:O(k d) Qo —O( ) O]

Lemma D.2. Suppose S = 13" xz], n = O(dlog’d),k = O(logd),n = O(1) €
(0.1,0.9), || Allop < O(1), ||1"||op < @( ). Then the expectation

E[SA(I —nS)*T'S] = (1 — n)"(AT + A),
where ||Allop = O(%) < O(log%d). Moreover, the error is in the form
A = a1 AT + az tr(A)T + as tr(T)A + aq tr(A) tr(T) T + as tr(AT)T

2

where av; = O(%),a27a3,a5 = O(%)»CM = O(%)'

Proof. Denote §S := S — I. Then we expand the term SA(I — nS)*T'S:
SA(I —nS)*Trs
= (I +6S)A((1 —n)I —n6S)*T(I +58S)

k
—(1— )" + 5S)A( = )6,5’) L(I+46S)

— (1= p)*(I +6S)A I—(’“_’7)55+(2)( )55%2()( )553 r

(1= n)*(I + 58)A (I— (1’“_7’777)55+ (2)( ) 6S2+Z< >< ) 551>r55

Take expectation to both sides. Note that E[§.S] = 0, so all the first order term vanish. We denote
~ k
(1—n)kA=SA(I —nS)FTS — (1 —n)k(A+6S-AI‘+AI‘-6S— . /y 5sr)
-1
which denotes all the higher order terms (the degree of 6.5 > 2.)

We can estimate the expectation using similar technique as in Lemma First, given s = v/d and
[6S]] < max (6,6?%) = C’\/% (since n = O(dlog® d)), we upper bound the operator norm of A:

1&lop < A<(’;>( )5SQ+Z<>< )asa) )
s (-t ()2 s 5 () ) o)
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kn

wss () () s S () (5) o0 Joos)
(e () () = S () (5) oo Jros

Now upper bound all matrices with their operator norm and combine all terms with the same degree
of 5. We have

S S ()2) () () () s

+ [[0SA| I —

op

k+2
< S IPIIAN((9KY + 209k " + (9k)~2) |58 (2 <0, (%) < k)
j=2
k+2 d J
. J hd d
<43 ITlAl- o0 (c\/; ) (I5s]| < /)
]:
81C%k2%d 1 k2d 1
< 4Ty - S o()
K 1—( ni/z ) n log”d
Now upper bound the operator norm of the error term A := E[Z] Suppose u =

[Au]|
arg max,, lull=1 HuH N

then the operator norm becomes:

INE N

s = 4} i)

k2d > ~
<C't= +/ Pr[||AH > s} ds
n C’'k2d

When ||A|| > s where s > %261, there exists some constant Cy > 0 s.t.
|&] < max ((C1EI8S])*, (CaklIS])+?).
511/2 1/;;2) }. Like Lemma | applying the tail bound

. . 1/(k+2) 1/(2k+4)
|' with s < mln{C’gs = ﬁ,c:),s i I,C4M 05 where Cy, C3, Cy, C5 are
some constant, we have the error term for the tail expectation

[ 0o s1/2 g1/(k+2)
> < >
/C [||A|| s}ds / Pr{éSH mm{c P Ch }]ds

< 2/ exp{—s'Q}ds.

C’k2d

Use the exact same argument, 2 fc,de exp{—s"?}ds < Td Thus, the upper bound of ||A|| is:

K2d [ -
la) < o' == +/ Pr[HAH > s}ds
'k2d

n

o k2d 0 P 55 1/2 1/(k+2) d O k2d O 1
< —_— > = — | < — .
+/52 r{” Iz minl o o }] ’ (n)— <10g3d)

Finally by Lemma D.8] we know the error is in the form A = o AT + az tr(A)T + ag tr(T)A +

ay tr(A) tr(T)I for all A, T'. Therefore a; = O(%‘i),ag,ag = O(%),(M = O<fTZ)' O
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Lemma D.3. Suppose S = 13" xz], n = O(dlog’d),k = O(logd),n = O(1) €
(0.1,0.9), || Allop < O(1), |ITlop < @( ). Then the expectation

E[SAST(I —nS)*] = (1 —n)"(AT + A),
where || Al|op < O(log3 d) Moreover, the error is in the form
A = a1 AT + as tr(A)T + az tr(T)A + aq tr(A) tr(T) T + as tr(AT)T
where oy = O(%),ag,ag,o% = O(%),cu = O(l€2 ).

nd

Proof. Denote §S := S — I. Then we expand the term SAST (I — nS)*:
SAST(I —nS)*
k
55)

s () () o R ()(5) o

J=

)
(1 — )T + 6S)ASST I-+ k” 55+<§>( >5S2+Z<)< >5S9

Take expectation to both sides. Note that E[0.S] = 0, so all the first order term vanish. We denote

= (1—n)*(I +3S)A(I +6S)T (I

=1 —-n*I+5S)AT| I

~ k
(1—n)*A = SA(I — nS)*T'S — (1 — n)* (A +6S- AT + ASST — 17771\1“ : 55),
-n
which denotes all the higher order terms (the degree of 6.5 > 2.)
We can estimate the expectation using similar technique as in Lemma Given s = V/d and

[6S]| < max (6,6%) = C\/g (since n = ©(dlog’ d)), we upper bound the operator norm of A.

We directly expand the formula and upper bound all matrices with their operator norm and combine
all terms with the same degree of 6.5. We have

1By < ’furnnAn (( )G =GR () (ﬂ})) jasip

k+2
< Z IT|[[A]I((9F)7 + 2(9k) " + (9k)"~2)[|6S | (15 <9, (’j) < ki)
j=2
sy a2\’ k2d 1
<4 T||||A| - (9k)7 O\/7 <c’<0( > 58| < Cy /2.
< ;H AL ( )( n) n =\ a ([oS] < =)

Now upper bound the operator norm of A := E[&] Suppose u = arg maxX,,,||y|j=1 ”Hﬁﬁ” , then

1A] = EUuTlu‘ (]1{||A|| < kZd} + Jl{IIAII > ' kzd})]

2 oo N
< o’M +/ Pr[nAH > s} ds
'k2d

n

~ 11,2 .
When ||A[| > s where s > €4 there exists some constant C; > 0 s.t.

JA] < max ((C1EI8S])?, (CakllS])+?).
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Therefore, when || A > s, [|6S]| > min {01/27 I/C(kzz)} Like Lemma | applying the tail bound

§1/(k42) $1/(2h+4) 1/4
with s < mm{C’g . \/ﬁ,Cg NG f,C’4\/127,C5° \/Ef where Cy, C3,Cy, Cs are

some constant, we have

00 0 1/2 1/(k+2) 00 )
> < > < —s"?1ds.
/C/k% Pr{HAH s}ds //kz Pr[||5S|| mm{C ey }} ds < 2/C/k2d exp{—s"}ds

Use the exact same argument, 2 |. g?zzd exp{—s?}ds < %. Thus, the upper bound of || Al is:

2 oo s1/2 g1/(k+2) 2 1
Al < C”M +/ Pr {||5S| > mln{ }] ds = O(knd) < O<)
124

Cik> Cik log®d
Finally by LemmaD.8] we know the error is in the form A = o AT + as tr(A)T + ag tr(T)A +
ag tr(A) tr(T)I for all A, T. Therefore a; = O(k d) Q9,03 = O(%),a;; = 0(7%21)- O

Lemma D4. Suppose S = LY xax! n = O(dlog’d),k = O(logd),n = O(1) €
(0.1,0.9), ||Allop < O(1). Then there exists 6 = O(%) < O(log%d) the expectation is

E[A(I —nS)*] = (1—-n)*1+0)A

Proof. Denote §S := S — I. Then we expand the term A (I — nS)*:

k
kE_ k n
AI—-nS)'=(1-n) A(I a 77)55')

=(1-nkA I—Uk”n)as+(2>( )55%2()( >6SJ

Take expectation to both sides. Note that E[§.S] = 0, so all the first order term vanish. We denote

kX vk (kA RN
(=R = AT =98~ (1= (A= LA s,

which denotes all the higher order terms (the degree of 6S > 2.)

We can estimate the expectation using similar technique as in Lemma First, given s = v/d and

[6S] < max (6,6%) = C\/% (since n = ©(dlog® d)), we upper bound the operator norm of A:

||5||opszx(’;)( )552+Z()( )5SJ

Now upper bound all matrices by operator norm and combine all terms with the same degree of §.5:

5 k k k+2 A
LY (( ) (1277) 16817 < ST IANORISSE (2 <9, (%) < k)
2

op

Jj=2
81C?k%d 1 k2d 1
<Al g SO <0 (58] < Cy/£)
n 1-— (92(3/2 ) n log” d

Aull

Il
[ull=1 Tl

IA] = ‘uTE[ﬁ]u’ - IEUuTﬁu) (11{ Al < O’k2d} + Jl{llﬁll > C’kzd}ﬂ

K2d [ .
<c’—+/ Pr[HAnzs}ds

C’'k2d
n

Now upper bound the operator norm of the error. Suppose w := arg max,,,| we have
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When ||A|| > s where s > led, there exists some constant C; > 0 s.t.
|A]] < max ((CrklI8S1)?, (Cakllas]) ).

Therefore, when || A > s, [|6S]| > min{ Scll/:, 1gk;2) }. Like Lemma | applying the tail bound

with s’ < min{Cgsl/(k:)ﬁ,Cg Sl/(2f;£)f,04 ‘/,:7",05 \/E"} where Cs, Cs3, Cy, C5 are

some constant, we have the error term for the tail expectation

00 0 1/2 1/(k+2) 00 P
> < > < — .
/C . Pr{HAH s}ds //k2 Pr[||5S|| mm{ ok }} ds < Q/C/kzd exp{—s”}ds

'k
n

2
Use the exact same argument, 2 ff;f’ﬁzd exp{75/2}d5 < de_ Thus, the upper bound of || A is:

A <Clk2d oo P 5 . gl/2 g1/(k+2) d O k2d <0 1
| Al +/22 r{” S| mm{ o }] s = (n)_ <long)

Finally by Lemma we know the error is in the form A = a3 A forall A. Soa; = O (%) . O

D.2 CONCENTRATION LEMMAS FOR OUT-OF-DISTRIBUTION DATA

For non-isotropic covariance Gaussian data input, we also have the concentration around the covari-
ance 3 when n = O(dlog®d) for ¢ > 0. We still denote S = X X . The following lemmas
are involved in the calculation for the evaluation process, for in-distribution and out-of-distribution
input examples X.

Lemma D.5. Suppose S = L 3" x;@] where x; ~ N(04,%), % < Amin(2)
2—;‘Sfor some constant § > 0.1, n = O(dlog® d), k = O(logd),n = O(1) €
expectation

< )\max(2> <

(0.1,0.9). Then the

tr (E(I —nS)*) < 2d(1 —0)".

Proof. Denote §S := S — X. Then we expand the term A(I — nS)*:

.
(I —nS)* = (1—6)* (Il‘_”f — 555>

_ (-t <I1_—7752)k— (116_775)<11—_n62)k 6S+Z< )(I nz) (1__n5>j55j

Take expectation to both sides. Note that E[§.S] = 0, so all the first order term vanish. We denote

k k—1
a0t () g () )

—772

which denotes all the higher order terms (the degree of S > 2). Note H

<1.
op

We can estimate the expectation using similar technique as in Lemma First, given s = v/d and
[6S]] < max (6,6?%) = C’\/% (since n = O(dlog® d)), we upper bound the operator norm of A:

k k—j j
~ E\ (I —nX -n .
< E J

op

Now upper bound all matrices by operator norm and combine all terms with the same degree of 4.S:

1Bl < Z (( (%) )wsnﬂ SSORIIBSE (L <9.() < k)

Jj=2
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81C?k2d 1 k2d 1

< : <C'— <O —= 5S|| <\ /2.

S s L e ) (o8lh=eyar
| Al

Now upper bound the operator norm of the error. Suppose u := arg max we have

wllul=1 Tul >

N ‘uﬁm]u’ _ EUUT&L) (n{&u < c’k’;d} + H{HKII > Ckid}ﬂ

< C”M + /O;d PT{HE” > s}ds

n

~ 1.2 .
When ||A[| > s where s > €4 there exists some constant C; > 0 s.t.

|&] < max ((C1k9S]), (CakllaS ) ).

Therefore, when || A > s, [|6S]| > min{ 01/27 I/C(k:)} Like Lemma | applying the tail bound

with s’ < min {02 1/(’:2)\7,03 1/(2:7;)\7,04 */,27",65 5 i/Ef where Cy, C3, Cy, Cs are

some constant, we have the error term for the tail expectation

o oo s1/2 g1/(k+2) o0 ,
> < > < o ]
o (131> sfas < [0 paflosi = ming ., S as <2 [ en{-s2)as

2
Use the exact same argument, 2 fg?ﬁzd exp{75/2}d5 < de_ Thus, the upper bound of || A|| is:

A C" Kd + Pr|||0S]| > m s s ds=0 kd o L 1
<(C'— > = — | < e —.
12 / Clk2d r{l | 111{0 k> Cik }] 8 ( n ) - <log3d) < 2

Finally, the absolute value of the trace should be upper bounded by
I-n=\"
tr ((1 —§)k <( - "6 > + A)) < 2d(1 — 6)*.

The next lemma deals with the prediction error.

Lemma D.6. Suppose S = %Z?:l x;x] where x; ~ N(04,%), and the covariance matrix
satisfies % < Amin(B) € Apax () < 2;n‘;for some constant 6 > 0. Assume n = G)(dlog5 d),k =
O(logd),n = ©(1) € (0.1,0.9). Denote that A == V +nI,B := W — 1Bll,, <
©(d°). Then for any i < k,

op?

PO . __ 2 1— 5 2%
]EH(I + VSW) (wy—;i + VS(Wwy—; —w") — ’wk—i+1))H < O((dgcgl)

Proof. We will adopt a similar method as we did throughout Lemma D.T|to Lemma
First, we expand the left hand side loss:
~ ~ 2
EH(I FVSW)i(wyei + VS(Wawy_; — w*) — wk_iﬂ))”

—E[(1+ VSW) ((VSW +48)(I ~ (I - nS)* yw’ — (V + nI)Sw )’2

— B[+ VW) (VSW +08)(1 = (1= 48)" )~ (V +u1)8) |

< d |1+ VSW) ((VSW +0S)(I — (I —nS)") ~ (V + n1)S) ’

op
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The second equation is due to w; = (I — (I —nS)?), and we arranged to stress the error terms. The
third line is because E[w*w* '] = I. The last line is || - || < \/&||~||Op.

Now we expand each term of the expression within the operator norm into A, B, I, and S:
I+VSW =1-nS+ ASB —nSB + AS.

VSW +1S =ASB —nSB+ AS,V + I = A.
Therefore the formula becomes (consider each term separately)

(1+VSW) =(I-1S+ASB-»SB+ AS)

((f/sﬁ/ +0S)(I — (I —3S)F~1) — (V + nI)S)

= (—nSB + ASB)(I — (I —1S)"™") — AS(I — nS)*~*

We still denote 6S = S — 3. We first consider when the concentration holds, ak.a ||6S]| < C\/% .

Since || A||, || B|| < O(d~¢), their error are dominated by C \/g . We reduce this case to the previous
Lemma[D.5| Therefore we can upper bound the expression by

HI + f/svT/Hi —|I-nS+ASB —3SB + AS||' < 2(1 _ 5
|(=nSB + ASB)(I — (I —n8)F~") — AS(I —nS)" || < O(d™°).
That means this part of the expectation is upper bounded by d- 2 (1 — §)%i-O(d~2¢) = O (21;7221)
Then we estimate the tail expectation. We first upper bound the above formula by [|6S]|:
|1+ VsW| =1 —ns + ASB —nSB + AS|| < O(k(1L ~ 5)' min{|5S]| 1}
|(=nSB + ASB)(I — (I —nS)*~") — AS(I —nS)* || < O(kd~°min{1, [|5S||*~}).

can also be upper bounded by O ( (dl;fff . Combine those two part and we finish the proof.

Use the same argument as in Lemma @Bto calculate the integral of tail bound, the tail expectation

O

D.3 THE FORM OF EXPECTATION
Lemma D.7. Suppose S = % S a:la:;r , then the expectation is in the following form for any k:
E[Susujskutuzsk/} = alususT + agutu: + asI forany s # t.

E[Susu:SkusuZSk/} = oa4usu;r + asI.

Proof. We notice that by changing the basis to {u,}?_;,
E[Su,u! Suu! 8] = UR[(UT SU)e.e] (UTSU) ere] (UTSU) |UT. (19)

Define #; = U " ;. Since gaussian is isotropic, we have E[#;] = U "E[z;] = 0. After we change
the basis, the covariance matrix of &; should also be the same:

Cov(#;) = U Cov(x;)U = 1I.

Therefore @, has the same distribution as x; and we have

UE[(UTSU)e el (UTSU) ere] (UTSU)" [UT = UE[See] S ere] sV |UT.
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Subsequently, we only need to consider the expectation of Se e S*e e S*'. Decompose ; into
the sum of basis vectors and we get x; = Zd Tij€;
g i = 2u5=1Tij€j-

Plug in the decomposition into the expectation and we have

k2R [Sesejskete;rsk/}

_ E : E : T § E o el
=K x’bojoxlojlejo J1 €€, H ‘r“J2lmllJ2l+leJ2lejzz+1

i0=1 jo,j1€[d] =1 \u=1 jg;,ja141€[d]
k

n
T T
€t€y H § § Liyjor Lirjory1€h21 €514

=1 \u=1 jo;,jor+1€[d]

=E z : § : LigjoLiogr * " xik+k’j2(k+k’)xik+k’j2(k+k/)+1
10, ’ik+k,’ G[n] Jose ,j2(k+k/)+1€[d]
T T T T T T T
€j0€j,€s€s €2 €5, €21 €011 €€t Clian12€jay 45 e]2(k+k’)ej2(k+k/)+1
= § : 2 : E[xiojoxio-jl P Ga () Tk Ja (k)41

0,7+ ving o €10 J0, (i )41 €]

eT T

T
€t€4 €55y 12€50y 45 632(k+k’)ej2(k+k/)+1'

T
"€jp €

T T T
€j,€; es€, €j,e okt

gz "
Note that e, e, # 0 only when a = b, so e| ese/ e, # 0 only when a = b = s. Therefore, we
only need to consider the case where joq_1 = joq for any ¢ € [1,k + £’]. By symmetry, we know

E [Sese;r Skee] Skl} is a diagonal matrix, so we have jo = ja(x4/)41. We denote

S T, 2T ... 5. 57 T, T o T
EJD = €5y €;,€5€, €5, €5, €1 €j. €t €1 €jy 1y € €jo

to be one of the standard basis in R4*¢ space. It is a non-zero matrix when j; = s and jp1 = t.
By the analysis above, we have

k+2 T Qk | _ . o . . . . .
n E[Seses S €€, S } E E E |:xi0JOIZO.71 T I2k+k’3k+k/zzk+k’]0] EJO'
G0, 7ik+k/6[n] Jo, 7jk+k16[d]

Let P(2k + 2) be the set of all distinct ways of partitioning {i0Jo, 20J1* * * » tk-+k'Jk+k"s Ttk Jo }

into k + 1 unordered pairs p = ((p1,p2), - » (P2k+1, P2k+2)). From Isserlis’ theorem, we have
k+k’
E {‘riojoxioﬁ to xikJrk/ijrk/IikJrk/jo} = Z H E xp21$P27+1]

pEP(2k+2) i=0
Plug it in the expectation and we have

k+k’

nk+2E [Sesejsketet Sk} = Z Z Z H E['rpzixpziJrl]Ejo

10, 7ik+g~,'€["] Jo,e 7jlc+k,’e[d] pEP(2k+2) =0
k+k'

Z Z Z H E I:wp2ixp2i+1:| Ejo°

PEP(2k+2) do, ik €[n] jo, - ,jk€[d] =0

To make sure the term in the summation is non-zero, paq—1 = P24 should hold forany 1 < ¢ < k+-1.
Now consider the graph G, and G, with vertices {0, 1,- -+, k + k"}. If iy, j,, is paired with iy, jy,,
then we put an edge between u; and us into G, and put an edge between v; and vy into G/, which
means i,, = 4y, and j,, = ju,. Therefore, for a cycle C' = (uq,ug,--- ,u,) in G, or G, we have
Ty = Gyy =+ = Gy, O Ju; = Juy = '+ = Ju,.. Note that we have n or d choices for the value
of the circle. Here we use C(-) to denote the set of circles in the graph and use |C(+)]| to denote the
number of circles in the graph. Let ¢* be the cycle in G, which includes the vertex jo.
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Case 1: s # t. For the partition p where j; € ¢* and ji41 € ¢ # c¢*, there is only one choice

for ¢ and ¢* to take. So the term in the summation should be n!C(9»)ld! C(QPH*QESeI. Simi-
larly, for the partition p where ji+1 € ¢* and j; € ¢ # c*, the term in the summation should be

nl €@)1qlC9:)1=2¢ e For the partition p where j; € ¢’ # ¢* and jp41 € ¢’ # ¢*, there is only
one choice for ¢ and ¢” to take. Therefore, the expectation should be

n* 2R {Sesejsketejsk']

_ 3 nlCO0)| gl CG) -2 T 4 3 nl @14l OG)I =24, o
Pijr€c* jry1éc* P:jry1€c* j1¢c”

+ 3 ale@gl C(g;)mejoejz
P:j1.dkt1éc
_ ) n\C(gp)|d|C(g;)\—2€se;r I S n\C(Qp)|d|C(g;,)\—2€te;F
P:jLEc* jry1¢ct P:jr41€c* jr1gc*
+ Y nl C@)1 g1 CG)I-3

P:j1,Jk4+1Ec

Recall Equation (T9), we prove that

’
E[Susu:SkutuISk = alusuz + ozgututT + asl.

Case 2: s = t. For the partition p where 71, jx+1 € ¢*, there is only one choice for c* to take. So

the term in the summation should be n! €¢(9»)|4| C(gp)lflesez. For the partition p where j; € ¢* and
Jk+1 € ¢ # c*, there is only one choice for ¢ and c¢* to take. So the term in the summation should be

nl @)1l C9)I1=2¢ T Similarly, for the partition p where jx,1 € ¢* and j; € ¢ # ¢*, the term

in the summation should be n! €(9»)1dl ©(9:)1=2¢ e For the partition p where j; € ¢ # ¢* and
Je+1 € ¢ # c*, there is only one choice for ¢’ and ¢ to take. Therefore, the expectation should be

’
n* 2R [Sesezskesezsk

- ¥ ICCCAIFIISCAIR P 3 nl COI g CG,)-2¢ T

P:j1,Jk+1€c* P:jr1€c* jrt1¢c*
n 3 nlCEONGIOG)I2e T 4 3T plCEIGICEI 2, oT
P:jrt1€c*,jrLgc” P:j1,dk+1¢c*
_ ST nlCEld C(g,)l-1 | 3 nl €G] gl C(G,)|-2
P:j1,Jk+1€C* P:j1EC* Jry1¢c*

n S n|0<g,o>d|0<g;>|216363+ 3 0l CG)1 g1 C@)I-3

Pijrr1€c* j1gc* P:j1sdrt1éc*

Recall Equation (T9), we prove that
E[Susuzskusuzsk/] = cu4usu;r + asI.
Hence, the proof is complete. O
Lemma D.8. Suppose S = % Z?zl acla:;r , then the expectation is in the following form for any k:
E [SAs’@rsk’} — BLAT + Bo tr(A)T + B tr(T)A + By tr(A) tr(T)I + s tr(AT)T.

I Ay T 04 T, 7T
where A = Zj:l ANjuju; T = ijl Ajuju;
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Proof. By lemma[D.7] we have:

E[SAS’TSW}

d d d
ZZ )\F alulu —&—aguju +a31 —l—Z)\ )\F a4ulu +a5I)
i=1 i

i=1

The first term here can be expand into the following form:

d d
Z Z /\{XA;-‘ (aluiuj + Olg’lllju;»r + O(gI)
i=1 i
= a1 tr(T)A + as tr(A)T + az tr(A) tr(T) I — (a1 + az) AT — az tr(AT)I
Meanwhile, the second term is directly cy AT + a5 tr(AT)I. We pick B2 = 1,03 = ag9,04 =
as, b1 = a4 — a1 — ag, f5 = a5 — a3, and we complete the proof.

O
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E EXPERIMENTAL DETAILS

For all our experiments, we use pytorch |[Paszke et al.| (2019) and models are trained on an NVIDIA
RTX A6000. Each experiment takes about 1 hour.

Setup In all our experiments, we choose d = 10, n = 20 and 1 = 0.4. The architecture is

ZTWZ,

fusa(Z; VW) =2 _1+VZ- -

and data is drawn from the distribution in Equation (I)). The batch size B is 1000 and the learning
rate « is 0.001. The total time is 7 = 750 iterations. In the first experiment, k is chosen as 20 while
k = 10, 20, 30, 40 in the second experiment. The baseline (evaluation loss of transformers without
CoT) is given by Corollarywhere N = 5rdr:

*2

1
£ (v w) > 3 (d —2n*d + ”n (n+d+ l)d)

In-distribution Generalization We empirically verify the evaluation loss gap between transform-
ers with and without CoT shown by Theorem [3.1] and Theorem [3.2] Our experiments in Figure 2]
demonstrate that the evaluation loss of transformers with CoT converges to near zero even when
k = 10. See Section 3] for details.

Out-of-distribution Generalization In addition, we empirically verify the OOD generalization
result shown by Theorem We sample 10 different covariance matrices from the distribution
which complies to

4] 2-9

- S Amin(z:) S Amax(z) S -

Ui Ui
where 77 = 0.4 and 1 = 0.4. 10 experiments are taken to show the generality of our results for each
set of experiment. Our experiment in Figure [3|exhibits that the OOD loss of transformers with CoT
converges to near zero when k = 10, 20, 30, 40 as the training loss/in-distribution loss converges to
zero. The final loss also drops when the number of reasoning steps increases.

51 k=10
— k=20
41 k=30
— k=40

(93]
L

OOD Loss
»

—_
L

0 50 100 150 200 250 300 350
iteration

Figure 3: OOD Generalization: We plot the OOD loss £5*! when n = 20, d = 10. Each set of

experiments sampled 10 different 3. The mean results are presented as line charts, with variance
represented by shaded areas. As shown, OOD loss will converge to near zero.

Given all experiments above, we conclude that transformers with CoT can converge to our construc-
tion (Theorem [4.T)), surpass those without CoT (Corollary [3.1] Theorem [3.2)) and generalize well to
unseen data (Theorem [4.2)).
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