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Abstract

To understand the training dynamics of neural networks, prior studies have considered the
mean-field (MF) limit of two-layer NNs as the width tends to infinity, establishing theoretical
guarantees for its convergence under gradient flow training as well as approximation and
generalization capabilities. In this work, we study the infinite-width limit of a type of
three-layer neural network where the first-layer weights are untrained. To rigorously define
the limiting model, we extend the MF theory by lifting the representation of neurons from
Euclidean to functional spaces. This allows us to establish the MF training dynamics as
a functional gradient flow with a time-varying kernel that remains positive-definite under
suitable assumptions, thus proving a linear-rate convergence of its training loss. Furthermore,
we define novel function spaces that contain the solutions obtained through the MF training
dynamics and prove Rademacher complexity bounds for these spaces. Notably, our analysis
applies to a range of scaling choices of the model, resulting in two distinct regimes of the
MF limit that both exhibit feature learning through training.

Keywords: neural network training, mean-field limit, feature learning, linear-rate conver-
gence of gradient flow, function space of neural networks

1. Introduction

Despite involving a non-convex optimization problem, the training of neural networks (NNs)
can often be solved in practice via simple algorithms such as gradient descent (GD) and
its variants. To understand this, prior studies have obtained insights by examining the
training dynamics of NNs when their layers are sufficiently wide. In particular, a line of
works has considered two-layer (2L, a.k.a. one-hidden-layer or shallow) NNs in the mean-field
(MF') scaling (Mei et al., 2018; Chizat and Bach, 2018; Rotskoff and Vanden-Eijnden, 2018;
Sirignano and Spiliopoulos, 2020). On an input space X C R?, a (scalar-valued) 2L NN
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defines a function that maps any & € X to

%Zaia('w; ‘x) (1)
i=1

where m is the width of the hidden layer, o : R — R is the (nonlinear) activation function, and
the weight parameters of the first and second layers are contained in W' = [W; jlicim) je[d =
[wi, ..., w,]T € R™*% and a = [@iliejm) € R™, respectively, which are optimized during
training. With the “1/m” scaling factor in (1) inspired by the MF theory of interacting
particle systems (McKean, 1966; Braun and Hepp, 1977), the model admits an integral
representation and attains an infinite-width MF limit as m — oo in the form of

/ ao(w' - @) pu(da, dw) | (2)
RxR4

where y is a probability measure on R x R?. The gradient flow (GF) training dynamics (i.e.,
GD with an infinitesimal step size) of the model’s parameters corresponds to an evolution
of u under a Wasserstein GF (Ambrosio et al., 2008) in the space of probability measures,
which, in the MF limit, is known to converge to global minimizers of the loss under suitable
conditions (Nitanda and Suzuki, 2017; Chizat and Bach, 2018; Rotskoff and Vanden-Eijnden,
2018; Mei et al., 2018; Wojtowytsch, 2020). Moreover, generalization and approximation
guarantees can also be obtained for functions that exhibit an integral representation like (2)
(Bach, 2017a; E et al., 2022), thus establishing a solid theoretical framework for MF 2L, NNs
that covers optimization, approximation, and generalization. Nonetheless, the theory is still
limited in two major aspects: (1) an extension of the theory to deeper NNs is not apparent;
(2) no convergence rate of the training loss is known in general settings, making it challenging
to derive theoretical guarantees for finite training time (see discussions in Section 1.1).
In this work, we consider a type of partially-trained three-layer (P-3L) NN defined as:

m 1 <
i (x;a, W) = W;amz(hi(w,w)) )

m (3)
. 1 L
Vie[mo] 0 hi(asW) = p— ;Wijal (ng ),
where the pair (mi,mg) =: m denotes the widths of the first and second hidden layers,

o1 and o3 : R — R are the activation functions of the first and second hidden layers,
and « is a scaling exponent whose important role will be discussed later. The matrix
W = [Wijlicima),jeim) € R™*™ and the vector a = [a;]ig|m,) € R™2 contain the weight
parameters of the middle and output layers, respectively, and are both trained by GD.
(For simplicity, we do not include bias terms in the model in the main theoretical analyses;
in Appendix H we describe a generalized version of the P-3L model with the bias term
included in the second hidden layer.) The input-layer parameters, 21, ..., 2m, € RY, are
sampled randomly at initialization and untrained, hence the term “partially-trained”. For
each i € [mg], we refer to the function h; as the pre-activation function (a.k.a. feature map)
represented by the 7th neuron in the second hidden layer. We will often drop the dependency
on a and W in f™ and h; for notational simplicity.
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When a = 0, if m; = msg and the activation functions are 1-homogeneous (e.g., identity or
the ReLU function), (3) under i.i.d. random initialization of the parameters is equivalent to a
three-layer NN under the Neural Tangent Kernel (NTK; Jacot et al. 2018) parameterization.
In particular, as the widths tend to infinity, the model approaches a limit where the training
dynamics is described by a functional GF with respect to a fixed kernel function — the NTK.
Guided by this observation, prior works have proved linear-rate convergence guarantees of
the training loss (Du et al., 2019b,a; Allen-Zhu et al., 2019; Zou et al., 2020; Oymak and
Soltanolkotabi, 2020; Chen et al., 2021) as well as generalization bounds (Arora et al., 2019;
Cao and Gu, 2019; E et al., 2020) for different kinds of NNs when the widths are sufficiently
large. However, this simplified analysis arises from the large parameter scaling (in other
words, a small ), a regime where neurons in wide networks barely move during training,
resulting in a lack of feature learning (Chizat et al., 2019; Woodworth et al., 2020). For
this reason, the NTK analysis does not explain the ability of NNs to perform representation
learning through training, whose benefit has been shown by theoretical and empirical studies
such as Wei et al. (2019); Geiger et al. (2020); Ghorbani et al. (2019, 2020); Lee et al. (2020).

Alternatively, Chen et al. (2022) consider the P-3L NN model with o = 1/2 and show that
when both m; and mo are large but finite, not only the model exhibits feature learning but
also its training loss converges to zero at a linear rate in a regression setting. An intriguing
question then is whether any well-defined infinite-width limit exists for this model. Note that
if my is fixed while mo tends to infinity, the model amounts to a 2. NN in the MF scaling on
top of a fixed embedding map, and hence an infinite-width limit can be derived analogously
to that of 2I. NNs. However, this approach is no longer valid when m; also grows to infinity,
and a new theory is needed to define the limiting model.

In this work, we develop a novel functional-space MF theory for the infinite-width limit
of the P-3L model with a > 1/2. This allows us to examine the training dynamics in the
infinite-width limit rigorously, which can be written as a functional GF with a time-varying
kernel, and prove a linear-rate convergence guarantee of the training loss. We see distinct
behaviors of the infinite-width limit when o = 1/2 versus a > 1/2, and for both regimes, we
characterize the space of functions corresponding to the MF model and prove bounds on
their Rademacher complexity.

1.1 Related works

Convergence rate of training dynamics of MF 2L NN. A number of studies have
established the rate of convergence of the training of 2L NN in the MF scaling, but typically
only 1) under strong assumptions, 2) with modifications to the learning algorithm, or 3) for
special tasks. For example, Javanmard et al. (2020) prove the linear-rate convergence of 2L
NN under GD under the assumption of displacement convexity, which is often too strong. Hu
et al. (2021); Nitanda et al. (2022); Chizat (2022a) prove that mean-field Langevin dynamics
on 2L NN can converge exponentially to global minimizers if the entropic regularization is
strong enough. Rotskoff et al. (2019); Wei et al. (2019); Nitanda et al. (2021); Chizat (2022b);
Oko et al. (2022) propose other modifications to the GD algorithm under which the training
loss of MF 2L NN converge at an exponential or polynomial rate. Li et al. (2020) prove that
a type of 2L NNs trained by truncated GD in a student-teacher setup with Gaussian inputs
learns the target function in a polynomial number of iterations. In contrast with these works,
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we will study the training of P-3L NNs in general Lo regression tasks via vanilla GF without
additional noise or regularization. On the side of negative results, Wojtowytsch and E (2020)
prove that if we train a 20 NN to fit a Lipschitz target function under population loss, the
convergence rate cannot beat the curse of dimensionality. In comparison, we are interested
in the empirical risk minimization (ERM) setting, where the loss function is evaluated on
finitely many training data. The work of Chen et al. (2022) proves a linear-rate convergence
guarantee for the Lo training loss of the model defined by (3) when o = 1/2, which holds
non-asymptotically when width is large. Our current work first establishes the limit of this
model as m1 and mg jointly tend to infinity for both the o = 1/2 and the a > 1/2 settings.
Then, we prove a similar linear-rate convergence rate guarantee for the limiting model by
analyzing its training dynamics as a functional GF with a time-varying kernel function.

MF theory of multi-layer NNs. The generalization of the MF limit from 2L to deeper
NNs is an intriguing and non-trivial task, and we refer the readers to Sirignano and Spiliopou-
los (2022, Section 4.3) for an exposition of the main challenges. Several works have made
notable progress in this direction: Nguyen (2019) derives a MF limit of multi-layer NNs
based on a symmetry among the neurons; by modeling the paths of weights, Araijo et al.
(2019) obtain a similar type of limit when the first and last layers are untrained; Sirignano
and Spiliopoulos (2022) consider an alternative regime where the widths of the hidden layers
tend to infinity sequentially. Notably, Nguyen and Pham (2023), Pham and Nguyen (2021a)
and Fang et al. (2021) derive MF limits of multi-layer NNs by defining neurons as feature
maps on the input domain, opening up a perspective that inspires the function-space MF
theory that we develop. However, we note some limitations of these highly interesting results:

e Even though Nguyen and Pham (2023); Pham and Nguyen (2021a); Fang et al. (2021)
have proved global convergence results of the training dynamics, they rely on either diver-
sity assumptions on the neurons (further discussed below) or certain re-parametrization
and regularization. Moreover, no convergence rate guarantee has been derived.

e There is a lack of theoretical characterization of the space of functions corresponding
to these multi-layer MF NNs. Relevant to this point, Weinan and Wojtowytsch (2020)
study a type of multi-layer models called neural trees and propose a corresponding
function space that generalizes the Barron space of 2. NNs. However, the neural tree
models form a much larger model class than NNs.

e The multi-layer NNs studied by these works all adopt the “1/width” scaling in each layer
(i.e., setting @ = 1 in (3)), whose limitation we further discuss in the next paragraph.

Besides fully-connected NNs, a few studies have also derived the MF limits of deep ResNets
(Lu et al., 2020; E et al., 2022; Ding et al., 2022), whose behavior is nevertheless quite different
from NNs with large widths in all layers. Finally, Korolev (2022) develops an approximation
theory of 2. NN on Banach space inputs but does not study its training.

Scaling choices of wide multi-layer NNs. Under the o =1 (a.k.a. the classical MF')
scaling, the neurons lose diversity if the widths tend to infinity and the parameters are
sampled i.i.d. at initialization (Nguyen and Pham, 2023), which calls for a reconsideration of
how the model should be scaled based on the width (Luo et al., 2021; Zhou et al., 2022). In
particular, Yang and Hu (2021) propose an alternative mazimum-update (1P ) scaling such
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Main theoretical contributions Results Examples of o9

Convergence to MF limit Theorem 9 tanh

Linear-rate loss decay of MF dynamics Theorem 11 | tanh, ReLU-like*, linear
a > 1/2 | Corollary 15 | (leaky) ReLU, linear
Rademacher complexity bound | o > 1/2 | Corollary 19 | tanh, ReL.U-like*, linear

Table 1: Summary of main theoretical results and examples of the activation function o9 that
satisfy the assumptions therein. *: “ReLU-like” includes ReLLU, leaky ReLLU, ELU, GELU,
SiLU, softplus and Swish.

that the infinite-width limit under i.i.d. initialization exhibits both feature learning (Ba et al.,
2022) and a diversity of the neurons’ features, and it is connected to the asymptotic limit of
approximate message passing (Bayati and Montanari, 2011) and the dynamical mean-field
theory from statistical physics (Bordelon and Pehlevan, 2022). However, neither convergence
guarantees nor the associated function spaces have been derived for this limit.

1.2 Our contributions

In this work, we derive an infinite-width MF-type limit of the P-3L. NN model trained for Lo
regression by GF. By characterizing the neurons in its second hidden layer via the functions
they represent on the input domain, we define the limit as a probability measure on function
spaces, and hence the name functional-space MF limit. In particular,

e We prove its existence for both the “1/width” scaling (corresponding to o = 1 in (3))
and the pP scaling of Yang and Hu (2021) (corresponding to o = 1/2) under i.i.d.
initialization. A key to the proof is establishing its connection with the MF limit of a
corresponding non-parametric 2. NN on R™ (where n is the size of the training set),
which is different between the two scaling regimes.

e We prove that in the MF limit, training loss can converge to zero at a linear rate via
an insight that the training dynamics follows a functional GF under a time-varying
(thus allowing feature learning) kernel that remains positive definite.

e We derive complexity measures that characterize the functions learned by the MF P-3L
NNs and prove bounds on the Rademacher complexity of the function spaces associated
with these complexity measures.

e We perform numerical experiments on two synthetic tasks to illustrate 1) the existence
of the infinite-width limit, 2) distinct behaviors between the scaling choices of o = 1/2
vs a = 1, and 3) differences with the NTK model, 2L NN and fully-trained 3L NN.

In summary, the functional-space MF theory allows us to rigorously study P-3L NNs in the
infinite-width limit and establish its novel and interesting properties.

2. Problem setup

In this work, we focus on the supervised Lo regression setup. Let X’ be the input space which
is a compact subset of R?, ) C [~1, 1] be the output space, and D be an underlying joint
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distribution on X x ). The goal is to find a function f that achieves a low population risk

Rp(f), defined as

1

Ro(f) = 5By~ [(f() —9)?] - (4)

In practice, instead of the true distribution D, we are typically given a training data set
consisting of n i.i.d. samples from D, S = {(x1,y1), ..., (Xn,yn)} ~ D™. Then, the strategy
is to find a function that minimizes the empirical risk as a proxy for (4), defined as

n

> (flar) —ye)” (5)

k=1

~ 1
Rs(f):%

To find such a desired function, we parameterize the function by a P-3L. NN and optimize its
parameters using the empirical risk as the loss function:
2] m 1 ¢ m 2
L(a, W) = Rs(f™(- ;a,W)) = 5= > (f™(@r;a, W) —yp)* . (6)

2n
k=1

with f™ defined in (3). For simplicity, we do not consider any regularization term. The
optimization problem is solved numerically by a combination of random initialization and
GD training. First, we initialize each a;, W;; and z; with values a; 0, W; jo and z;o which
are drawn randomly and independently from distributions p,, pyw and p,, respectively. Next,
for t > 0, we fiz the value of each z; while evolving each a;; and W; ;; by GD with respect to
the loss function L. In this work, we limit our scope to studying the continuous-time version
of GD, often called gradient flow (GF). Thus, if we use 8, > 0 to represent the learning rate
of a; = [a; t]icpm,) (relative to Wiy = [W; jtlicmo) je[m,]) and rescale the learning rate of a;
by msg and that of the W; by mgm%afl (see Remark 1), then each a;; and W; j; evolve in
time according to

d oL Ba

7%t = —Bama Dais (ay, W) = . ;::1 (f™M (k) — y) o2 (hig(xr)) (7)
d oL
aWiJvt = — QO% 1 aWLj’t (ata Wt)

n (8)
a
== Z{t_a Z (ftm(wk) - yk)02/(hi7t(wk))01 (ZJT : ﬁck) .
nm;” % —
We write fi* = fi*(a;,W;) for the output function and, for each i € [m], hit(x) =
m%f Z;”:ll Wijo1(2] - ) for the pre-activation function of the ith neuron in the second hidden

J
layer at time ¢. Induced by (7) and (8), the latter evolves in time according to

%h@t(w) za;’t Z (S (xr) — yr) o2 (o (1)) G™ (ks ) (9)

k=1

where given x,x’ € X, we define G (x, x’) = n% >t o1 (z]T ‘)0 (z]T -a’). The evolution

of the output function can then be expressed as
d m 1 . m m
%ft (x) = n Z (ft (xx) — yk)’Ct (xp, ) | (10)

k=1
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where for z, @' € X, we define Ki"(z, ') = B K7 (2, x') + Kip, (2, '), with

Ti@,a) = - > oalhia(@)oa(hicl@)
| ()
Ky (z,z') = < Z(az‘,t)202/(hi,t(w))az'(hi,t(x’))>le(:c,:c’) )

m2 i3
K&y and Ky, can be viewed as representing the contributions from the movements of a;
and W; to the loss decay, respectively.

Remark 1 The choice to rescale the learning rates by ma in (7) and momi®~* in (8) is

consistent with prior literature for both the oo =1 (Pham and Nguyen, 2021a; Araijo et al.,
2019; Fang et al., 2021; Sirignano and Spiliopoulos, 2022) and the o« = 1/2 case (Yang and Hu,
2021). With this rescaling, the magnitudes of both Kf" and KW stay constant as the widths
grow, suggesting a meaningful infinite-width limit that belongs to the feature learning regime.
Furthermore, when o = 1/2 and the activation functions are 1-homogeneous, the training
dynamics above is equivalent to that of a Xavier-initialized model up to reparameterization
(see Appendiz A as well as Chen et al. 2022, Appendiz C). We refer the readers to the work
of Yang and Hu (2021) for further discussions on the interplay between learning rates and
feature learning in deep NNs.

A main question to be addressed in this work is whether the dynamics of f{™ through
training admits a limit as mq,mo — 00, and if so, what properties of the limiting dynamics
can be deduced. To this end, we establish a functional-space MF theory in the next section.

2.1 Additional notations

We will use bold, lower-case letters to denote finite-dimensional vectors, e.g., € = [x1, ..., 24].
For a matrix G € R™*", we use Gy to denote its entry at the (k,1)-th position and Gy, .
to denote its k-th row as an n-dimensional vector. We define Gin = minge,) G, and let
Amin (G) denote the smallest eigenvalues of G when it is symmetric. We write Id,, for the
n X n identity matrix.

We let C = C(X,R) denote the space of continuous functions on X equipped with the
Borel sigma-algebra (which coincides with the cylindrical sigma-algebra since X is compact;
see e.g. Applebaum and Riedle 2010, Section 2). For any measurable space €2, we let P(Q)
denote the set of all probability measures on 2. If T is a measurable map between measurable
spaces Q and ', we let T denote the push-forward map between P(£2) and P ().

For a Banach space U and ¢ > 0, we let B(U;c) = {||ullys : v € U} denote the centered
ball in U with radius ¢. If T is a map between spaces U and V, we let T denote the map
from R x U to R x V defined as T'(a,u) = [a, T(u)], and refer to it as the lifted version of T.

Suppose p € Ny and {z}, ...,z } be a subset of X. We let G[x], ..., x| and G"™ [z], ..., x})]
denote the p x p matrices defined by (G[z}, ..., x,] ks = G(x), ;) and (G 2], ..., )] )p1 =
g (), x;) for all k,l € [p], respectively. We define a finite-dimensional evaluation map
et ay i C— R* that maps any continuous function f on X to [f(x}), ..., f(x,)] € RP. Its
lifted version, &, 4, thus maps any (a,f) € R xC to [a, em’l,...,:c;(f)]T € R x RP. We also
introduce the following shorthands for finite-dimensional evaluations with respect to the
training data: ea = ez, .. z,, €A = €z, 2

n*
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3. Towards a Mean-Field Theory on Functional Space

Suppose first that we fix m; while letting ms tend to infinity. Then, by the mean-field theory
of a 2L NN, the limit can be described via a probability measure on R x R™. Namely, if
we consider the empirical measure on the parameter space, mLQ Y2 0, (da)on, , (dw) €
P(R x R™), it converges weakly at each time to a MF measure as mo — 0o, which evolves
in time according to a Wasserstein GF in the space P(R x R™1). When m; also tends to
infinity, however, the space on which the probability measure is defined also grows in its
dimension, and hence a more general theory is called for.

In this work, we propose a MF theory on functional space instead of finite-dimensional
parameter spaces. We begin by observing that, regardless of mi, the pre-activation of each
neuron in the second hidden layer, h;;, always represents a continuous function on the input
space X as long as g7 is continuous, and its evolution as a function during training is fully
given by (9). Thus, without directly tracking the individual weight parameters, we can
instead track the evolution of the following empirical measure on the product space between
R and the space of continuous functions, C := C(X,R):

" (da dh) = b, (da), () (12)

ait

Notice that we can write f{™ = f(-;uy™), where for any u € P(R x C), we define

[z p) ::/]R caag(h(w))u(da,dh) , VeelX. (13)

In other words, the empirical measure ;™ completely determines the output function.

To see the connection between the GF dynamics of the weights in Euclidean space and
the dynamics of pf™ in P(R x C), notice that any solution to (7) and (9) can be written
as [ait, hit] = ©7*(ai0,hio), where for ¢ > 0, ©* : R x C — R x C is a measurable map
that can be decomposed as ©7*(a, h) = [A7™*(a, h), H™(a, h)], with A7* : R x C — R and
H™ : R x C — C satistying the following equations:

@A) = 2037 (7 ) — w)oa (H7 . h) ) (14)
k=1
G H 0 ) = A @) (7 x) — oo (HI (0, W) (@)™ (s, ), (15)

k=1

together with the initial conditions
A’(’)‘n(a7 h)=a, Hgn(aah) =h. (16)

Hence, the dynamics of pf™ is given as the push-forward of p{* by the time-varying transport
map O on R x C, ie., p™ = (O7")xpny*, where ©* plays an analogous role as the
characteristic flow map for the transport equation describing interacting particle systems
(Braun and Hepp, 1977; Rotskoff and Vanden-Eijnden, 2022).

Based on the function-space picture, we are now able to sketch out a candidate for the
MF limit. Suppose (and we will prove later) that u{®* converges to a limit po as m; and mo
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tend to infinity. For ¢ > 0, analogously to f/™, ui"™ and ©7" in the finite-width case, we look
for fi : X = R, uy € P(C) and Oy : R x C — R x C which satisfy

fo=f(5 ) (17)
pt = (O¢) o (18)
O(a, h) = [Ai(a, h), Hi(a, h)] (19)

with A; : R xC — R and Hy : R x C — C evolving in time according to

d a
%At(a h) = /B ; (ft(wk) — yk)ag (Ht(a, h)(:nk)) , (20)
d n
aHt(a h) *At (a,h) Z fi(xx) —yk 02 (Ht(a h)(mk))g(%'k,) ) (21)
k=1
together with the initial conditions
A()(CL, h) =a, H()((I,h) =h. (22)
Here, we define
Gz, o) = ligl G" (x,x’) :/ o1(27-@)o1 (27 - @) p.(dz) , (23)
mi—r00 R4

where the limit holds almost surely by the strong law of large numbers (LLN). In the
literature, G sometimes bears the name of the random feature kernel or conjugate kernel
(Neal, 1996; Rahimi and Recht, 2008).

Remark 2 The equations (20) - (22) define a measure-valued nonlinear transport partial
differential equation (PDE) of McKean-Vlasov type (McKean, 1966; Braun and Hepp, 1977).
But unlike in the MF models of interacting particle systems or two-layer NNs, in our case,
the evolving object p is a probability measure on a functional space which is in principle
infinite-dimensional. Hence, results in prior literature on the existence of the McKean-Viasov
MF limit and the LLN do not immediately apply.

To rigorously show that the above indeed defines the MF limit, we want to prove that: (i)
At t =0, po exists as the limit of uf* as mj, ma — oo; (ii) There exists a tuple of f, uy and
O, that satisfy the system of equations in (17) - (22); and (iii) V¢ > 0, p; is the limit of
uy™ as mi, mo — 0o. As we will demonstrate, choosing o > 1/2 versus @ = 1/2 results in
qualitatively distinct behaviors of the MF limit. Hence, in the next three sections, we will
first prove (i) and (ii) for the (easier) case of @ > 1/2 in Section 4, then (i) and (ii) for the
a = 1/2 case in Section 5, and finally (iii) for both cases together in Section 6. The main
proof structure for the a > 1/2 case is illustrated in the diagram of Figure 1.

4. Neurons in Reproducing Kernel Hilbert Space: « > 1/2
4.1 MF limit at t =0

Suppose that a > 1/2 and the parameters are randomly sampled i.i.d. at initialization. Then
as my — 0o, by the LLN, we see that for any i € [ms] and any « € X, h; o(x) converges to
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+
—m—oo _—
Ko Lem. 3 Ko %T# 0
Finite NN GF MF WGF (
Lem. 4 v
(14)—(16) (20)—(22) § ™ O#

+

Hy Lom. 8 Mt 1, t

Figure 1: Structure of the analysis in Sections 4 and 6 for proving the v = 1/2 case of
Theorem 9. To show that the GF training dynamics of P-3L. NNs converges to a well-defined
MF limit as the width m goes to infinity, we (i) prove the convergence holds at ¢ = 0 by
the LLN (Lemma 3); (ii) prove the MF dynamics exists as a Wasserstein GF through an
equivalence with n-dimensional 2L, NN models (Lemma 4); and (iii) use a propagation-of-chaos
argument to prove that the convergence as m — oo holds at all finite time (Lemma 8).

zero almost surely. Thus, p{* converges to the measure po(da, dh) = py(da)de(dh), where dg
is the singular measure at the constant-zero function. More concretely, under the following
assumptions on o1, 02, pe, pw and p., we can prove that ug® converges in 1-Wasserstein
distance to pp under all finite-dimensional evaluations (as defined in Section 2.1):

Assumption 1 oy is continuous. os is differentiable and its derivative oo’ is bounded and
Lipschitz-continuous: ILy,, Ly, > 0 such that Vu € R, |02/ (u)| < Ly, and 09 is Ly, -Lipschitz.

Assumption 2 py = N(0,1), p, is compactly-supported and symmetric with respect to
zero, and py is sub-Gaussian.

Lemma 3 (LLN at ¢t =0, o > 1/2) If a > 1/2 and Assumptions 1 and 2 hold, then u{*
converges weakly in all finite-dimensional evaluations to pg = pg X do almost surely.

Concretely, for any finite subset {z}, ..., @)} C X, if we write piy o 2 = (8a 2 )stbu

and Mg:’17~--7w; = (éw37..,,w;€)#u?"”, then ugfx,ﬂ_”w; converges weakly to 1o, ...z, almost surely.
Moreover, Ve > 0, 3Ry, Ry > 0 (depending on € and the set {x,...,z}}) such that

]P) <W1 (Mgrvlmll,..qw;c?'uo’w/lv“'vmgc> = 6) < O (eilel + €7R2m2) : (24)

This lemma is proved in Appendix C. Note that the almost-sure convergence is a consequence
of (24) and the Borel-Cantelli Lemma.

4.2 2L NN on Hilbert Space

For t > 0, we see that within the space of functions on X, the right-hand side of (21) belongs
to the linear span of {G(xk, ) }iejn), which we write as Ha = {hx : A € R"} by defining

h)\ = Z )\kg(ack, ) . (25)

k=1

10
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In fact, Ha is a finite-dimensional subspace of a larger Hilbert space, H, which is the
reproducing kernel Hilbert Space (RKHS) on X associated with the kernel function G.' Thus,
for all £ > 0, the measure y; is supported on R x Ha C R x H only, and hence ©;, A, H;
need only to be defined on R x HAa.

Interestingly, this allows us to interpret the model as a generalized MF 2L model where
the first-layer parameters belong to a Hilbert space instead of the Euclidean space R?, and it
could be categorized as a functional nonparametric model (Ferraty and Vieu, 2006). Moreover,
its training dynamics corresponds to a Wasserstein gradient flow in P(R x H). Specifically,
similarly to the Euclidean case (Chizat and Bach, 2018), the Fréchet derivative of the loss
can be defined as, fora € R, h € H,

n

L, (a,h) = %Z (fCs ) (k) — yi) o2 (h(z)) - (26)

k=1

Recall the reproducing property of H as an RKHS: Vh € H,Vx € X, h(x) = (h,G(x, ")),
where (-, )9 is the inner product on H. Hence, we derive that V}, (h(xy)) = G(xk, ) € H,
and thus (20) and (21) can be equivalently written as

d :
Z6u(a,h) = =VL, (Or(a. 1) . (27)

where for p € P(Rx H),a € R and h € H,
(o h) = IS (fCs () — yi) o2 (h(xy))
VA1) = o 5B R ) ) — ) o (1)) G s ) (28)

is the gradient of the Fréchet derivative (26). Thus, (27) together with (18) expresses a
Wasserstein gradient flow in P(R x H), which is well-defined owing to the inner product
structure of the Hilbert space H.?

4.3 Existence via equivalence to MF 2L NN on R"

To show the existence of u; as defined above, we rely on its equivalence with an alternative
MF 2L model on a finite-dimensional Euclidean space that shares an isometry with Ha. Let
G € R™" be the matrix defined by Gi; = G(xy, x;) for k,1 € [n]. First, we define a pair of
linear maps 7' : R" — Ha and T : C — Ran(G) as

@) (29)

~ea(h), (30)

TN @) = h g,

Tt (h) = (GT)

NI= o

where G denotes the Moore-Penrose pseudo-inverse of G and (29) uses the notation of (25).
We see that T is a bijective map from Ran(G) C R™ to Ha, with 7" being its inverse map
when restricted on Ha. In fact, there is

1T, = AT ((GH)2)T-G - (GF)7 - A = |Praniy VI3 (31)

1. We verify in Appendix B that G is positive semi-definite and hence a valid kernel function for RKHS.
2. This is in contrast with considering 2I. NNs with inputs from general Banach spaces, e.g., Korolev (2022).

11
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and hence T is an isometry between Ran(G) and Ha. Moreover, for all A € R™, it holds
that hx(z) = >0 _; MG(xg, ) = (T (ha))T - E(z), where we define E: X — R" as

Z(x Zga;k, J(GH)2)p,, VomedX. (32)

Since the image of R™ under T is Ha, this implies that Vh € Ha,
W) = (T"(h)" - E(z) . (33)

Since p is supported within R x Ha, we then obtain that

fi(@) = / aoa (T ()T - E(@)) e(da, dh) . (34)
RxHA
Let us define
g(&v) = / ac (AT - €)v(da,dX), VEER", (35)
RxR"?
for v € P(R x R™), which is equivalent to a MF 2L NN on R"™. Then, (34) can be written as
fi(@) = g(E(x); v1) =: g:(E()) , (36)

where we define v; = (T) 4, with Tt : R x Ha — R x Ran(G) defined by T+ (a, h) =
[a, T (R)] being the lifted version of TF. Notably, g, can be viewed as a MF 2L model on
R™ trained on an alternative set of training data, { (&, yk)}ren) With & = E(zx) = (G%)k’:,
and the evolution of 14 follows a Wasserstein GF in P(R x R"™). In other words, in the MF
limit, the P-3L NN model becomes equivalent to a (non-parametric) MF 2L model applied
to the input transformed by E. In particular, since vy = (T T)upo = pa x (00)™, we will refer
to the latter model as the dim-n MF 2L NN with 0-initialization.

Thus, we can show the existence of u; by constructing it from 14, whose existence as a
Wasserstein GF on finite-dimensional Euclidean space is well-known (Chizat and Bach, 2018;
Sirignano and Spiliopoulos, 2020). Specifically, 14 can be expressed as the push-forward of
a time-varying transport map ¥; on R x R", vy = (¥;) 41y, where for a € R and A € R”,
Uy(a,A) = [Cila, ), Ai(a, A)] with Cp : R x R™ — R and A4(a, A) : R x R™ — R", satisfying

%Ct(a, A) = 72 9¢(&x) — yi) o2 (Ae(a, N)T - &) (37)
%At(a A) = *Ct(aa A) Z (Qt(Ek) - yk)Uzl(At(aa A)T- Ek)ék ) (38)
k=1

together with the initial conditions Cp(a,A) = a and Ag(a,A) = A. Then, if we define
A RXxHA — Rand Hy : R X Ha — Ha through

Ai(a,h) = C(a, TT(h)) , (39)
Hi(a,h) = T o Ay(a, TT(R)) , (40)

it can be verified that they satisfy (20) - (22). In other words, the linear maps 7" and T are
commutative with the GF dynamics, as illustrated in Figure 2. We therefore conclude that:

12
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Figure 2: In the case of o > 1/2, the linear h é A =T+(h)
isometric maps between H A and Ran(G) (T / T

T, horizontal) commute with the flow maps @t(a")l l\pt(a")
induced by the GF dynamics (vertical). Hy(a,h) % Ay(a, )

Lemma 4 (Existence of MF dynamics, a > 1/2) Suppose a > 1/2 and Assumptions 1
and 2 hold. ¥t > 0 and Yy € P(R x Hp), Jus € PR X Hp) and Oy : R x Ha — R X Ha
such that py = (O)gp0, where py = pg X 0 and ©y = [Ay, Hy] satisfy (20) - (22). In
particular,

filx) = g(B(x)) = /]Ran aos ()\T . E(m))l/t(da,d)\) , (41)

where vy = (TT) gpue = (Ug) g0 with vg = pa X (8)".

5. Neurons as Continuous Functions: a = 1/2
5.1 MF limit at t =0

When a = 1/2, even at ¢ = 0, the limiting MF measure pg is no longer supported within
R x H. In particular, the probability measure n«% > "% On, . (dh) approaches the sample path
distribution of a Gaussian process with covariance function G (Yang and Hu, 2021), which,
almost surely, does not belong to H (Gross, 1967). This suggests that we need to consider
the neurons as elements from a larger functional space than H. Fortunately, we show that C

suffices as such a choice:

Lemma 5 (LLN at t =0, a = 1/2) Suppose Assumptions 1 and 2 hold. When oo = 1/2,
there exists a probability measure jig = pg X GP(0,G) on R x C such that puf* converges weakly
in all finite-dimensional projections to o € P(R x C) almost surely. Here, GP(0,G) denotes
the law of the sample paths of a Gaussian process with mean zero and covariance function
G. This means that for any finite subset {x!,...,x}.} C X, ’I“Lg?wiw-@k converges weakly to

to., ...z, almost surely, and moreover, Ve > 0, IRy, Ry > 0 such that (24) holds similarly.

The proof is given in Appendix D and has two main steps: 1) proving that GP(0,G) is
supported in C using the Kolmogorov-Chentsov continuity theorem, and 2) the convergence
of ug%,, . to g @,z 1 the 1-Wasserstein distance.

y LY 5o L ) [}

5.2 Modified MF 2L NN on R"

Like in the a > 1/2 case, we may consider the measure v; = (U;)uvy = (U;)(T)4p0,
which also satisfies a Wasserstein GF in P(R x R") except for having a different initial
condition, vy = pg X N(0,1d,,). Nonetheless, as u; is not supported within H, the equality
(34) does not necessarily hold for all x € X', and hence we no longer have a full equivalence
between f; and ¢¢;(Z2(-)) on all of X. The commutative relation in Figure 2 breaks down
because T is not injective onto C.

Meanwhile, the two functions are still equal on the training set. The reason is that, if
h € C satisfies ea (h) € Ran(G), then by (42), it holds for all k£ € [n] that (P, (h))(xz) =
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Figure 3: In the o = 1/2 case, h PHa Psy, (h) T A
the commutative relation in n T

Figure 2 holds after we project O4(a, - )l O:(a, - )l U, (a, - )l
from C to Ha via Py, . Note Py, -

that Tt oPy, =T on C. Hi(a,h) — Py, (Hi(a, h)) - Ai(a, N)

(G-G* -ea(h)) = h(xy). Hence, (34) holds for & = xj, as long as u A has zero mass
outside of R x Ran(G), where we introduce the shorthand pi; A = pt z,.... @, This condition
is indeed satisfied because at ¢t = 0 it is guaranteed by Lemma 5 (since the sample paths of
N (0, G) belong almost surely to Ran(G)), and at any ¢ > 0 it continues to hold because (21)
implies that Hy(a,h) — h € Ha.

Moreover, we observe from (21) that %Ht(a, h) is fully determined by the values that
Hy(a, h) takes on the training set, or equivalently, by its projection onto Ha, Py, (H¢(a, b)),
where we define for any function h € C that

n

Pro(h) =ToTHh) =3 (G" - en(h), Glw.) , (42)
k=1

Thus, to show the existence of u:, we can construct it from v4 by defining A; through (39)
and H; alternatively through

Hi(a,h) = h+ T (A(a, T (R)) — T*(h)) i
=T o Ay(a,T"(h)) + Pz, (h) , (43)
where we define Pff‘A (h) = h — Py, (h) for any h € C. We can then verify that (20) - (22)

are satisfied (details in Appendix E), and the relations among ©;, A;, T, T", and Py, are
illustrated in Figure 3. Analogous to Lemma 4, the result can be summarized as follows:

Lemma 6 (Existence of MF dynamics, a = 1/2) Suppose a = 1/2 and Assumptions 1
holds. ¥t > 0 and Vg € P(R x C) such that pio a is supported within R x Ran(G), 3 €
PR xC) and O : R x C = R x C such that py = (Of) 40, where O, = [Ay, Hy| satisfies
(20) - (22). (In our case of interest where pg is the limit of pg* as my, mo — oo, Lemma 5
guarantees that the assumption on the support of pig A holds under Assumption 2.)

In particular, Ve € X, it holds that

N

ft(zc)—/ aEz n0,1) ag(T(w)Z+Z((G+) -/\)kg(a:k,a:)) v(da, dX)
RxR™ k=1 (44)

= / aEzn0,1) [02 (T(a:)Z + AT E(m))] vi(da,dX) ,
RxR™

where T(x) = \/Q(w,w) =2 k=1 9(@, )G (x, 21) (G )k > 0 and vy = (TH) g = (U) 410
with vy = (T+)#NO-
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The full proof of the lemma is given in Appendix E.

To understand (44), we see that Vk € [n], 7(xr) = 0, and hence (44) agrees with (41) on
the training data. Outside the training set, the term 7(x)Z in (44) is a consequence of the
additional term P3; () in (43) compared with (40). Heuristically, it can be interpreted as
adding an input-dependent smoothing to the activation of each neuron.

6. Mean-Field Limit

So far, we have shown the existence of y; as a dynamics in the space of P(R x C), which can
be restricted to P(R x Ha) when o > 1/2. Next, we examine the convergence of f™ to fi
as mp, my tend to infinity. While Lemmas 3 and 5 establish the convergence at t = 0 under
random initialization, for ¢ > 0, since the training dynamics introduce nonlinear interactions
among the neurons, further arguments are necessary.

Classical studies of interacting particle systems rely on a propagation-of-chaos argument
to bound the deviation between the finite-size system and its infinite-width limit through
evolution using the Lipschitz-continuity of the evolution map (Braun and Hepp, 1977). This
approach has been adapted for showing that 2L NNs converge to the MF limit when the
widths tend to infinity (Mei et al., 2018; Rotskoff and Vanden-Eijnden, 2018, 2022; Chizat
and Bach, 2018; Sirignano and Spiliopoulos, 2020). Here, we want to adopt a similar approach
but face the challenge that the probability measures are defined on functional spaces rather
than Euclidean space.

To circumvent this challenge, we again leverage the fact that the system can be de-
termined from a transport dynamics of probability measures on finite-dimensional space,
vi = (T) gt € P(Hp), or equivalently, y; o € P(R™). First, we will prove the convergence
of ui"s to pga as my and me tend to infinity. Specifically, if the activation function oy is
addifionally assumed to be bounded, we can prove an upper bound on their 1-Wasserstein
distance at time ¢ based on their 1-Wasserstein distance at time 0, which has been controlled
by Lemmas 3 and 5. Compared to propagation-of-chaos results for 2L NNs, an additional
complication is caused by the finiteness of m, which introduces an extra term involving the
deviation of G = G™[xq, ..., xy] from G. The results are as follows:

Assumption 3 oy is bounded. Specifically, M5, > 0 such that Yu € R, |o2(u)| < M,,.

Lemma 7 (Propagation-of-chaos, I) Suppose Assumptions 1 and 5 hold and p; exists.
Then for any t > 0, 3C1(t) > 0 such that

Wi, pin) < C1(t) Wilko,a, iga) + G = G™ l2) (45)

This lemma is proved in Appendix F. Next, we can extend the bound to any finite-dimensional
evaluations (not just on the training set) of ui™ and p;. Let {),...,x],} be any finite
subset of X. We define the shorthands p:a = (ém’l,...,m',)#ﬂt, pia = (ém'l,...,m’,)#u’trn7

. !/ / mi1 . / / .
Ga =Gz, ..., zp, 2, ..., 2] and GY" = G"™ [, ..., Ty, &), ..., 2] ,]. Then, we have:

Lemma 8 (Propagation-of-chaos, II) Suppose Assumptions 1 and § hold and p exists.
For any t > 0, 3C5(t) > 0 such that

Wi (pe,as pia) < Ca(t) (Wr(poas #5%) + Wi(po,ns pha) + 1Ga — G l2) - (46)
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This lemma is proved in Appendix G. As in standard propagation-of-chaos results based on
Gronwall’s inequality, the constants C(t) and Ca(t) in the above lemmas grow exponentially
in t. It remains open whether one can reduce the dependence on t by further exploiting the
properties of the MF dynamics, perhaps by leveraging ideas considered by Chen et al. (2020);
Pham and Nguyen (2021b); Glasgow et al. (2025).
Thus, combining Lemmas 3, 5, and 8 as well as concentration bounds of G™ (Lemma 23),
we see that V¢t > 0,e > 0, IR3(t), R4(t) > 0 (dependent on €, {x1,...,x,} and {z},...,z/,})
such that
P (Wi (pie,a, 1i7y) > €) < O(e™Fsmi o= Raltymay (47)

which implies an almost sure convergence through the Borel-Cantelli lemma (analogous to
the last step in the proof of Lemma 5 in Appendix D). Finally, choosing n’ = 1 and &} = @,
we are able to prove our main result on the MF limit:

Theorem 9 (MF limit) Suppose Assumptions 1, 2 and 5 hold. Then piy = (©y)4po exists,
where ©, = [Ay, Hy] satisfy (20) - (22), and po = pa X X, where x = dg if &« > 1/2 or GP(0,G)
if « = 1/2. Moreover, V& € X,t > 0, f™(x) converges almost surely as my,may — o0 to
fi(x), which can be characterized by (41) and (44) when a > 1/2 and o = 1/2, respectively.

Remark 10 Because the bounds obtained in Lemmas 7 and 8 are non-asymptotic in my1 and
ma, the MF limit established in Theorem 9 does not require my and meo to tend to infinity
either in a particular order or under certain asymptotic relations.

7. Convergence Guarantee of the Mean-Field Dynamics

In this section, we further investigate the evolution of f; over time as a function on X. At
initialization (t = 0), there is fo(z) = ([ apa(da)) ([, o(h(x))x(dh)) for any & € X. Hence,
if pg is symmetric with respect to zero (Assumption 2), then for either choice of «, fy is the
zero function on X.
For t > 0, the evolution of the measure u; induces a dynamics of f; that can be expressed

as a functional gradient flow:

d 1 ¢

%ft(w) = Z (fe(zr) — yi) Ke(zg, ) | (48)

k=1

where Va, ' € X, we define the kernel function Ky (x, z') = B, Ko (@, ') + Ky (z, '), with

Kot(m,2') = /R (@) o (h(a) (e, dh)
Kwi(z,z') = Qi(z,2) Gz, '),
where  Qi(zx, ') :/RXC aoy (h(z)) oo’ (M')) pue(da, dh) .

The dynamics (48) can be viewed as an infinite-width analog of (10) as mj, mga — 0o, which
is now well-defined through the functional-space MF theory developed in the previous section.

In the NTK regime (equivalent to a = 0 if o is 1-homogeneous), the corresponding kernel
function is static during training, which leads to a linearized training dynamics and excludes
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the possibility of feature learning (Chizat et al. 2019; also see numerical results in Section 9).
In contrast, when a > 1/2, the kernel function KC; changes over time as u; evolves during
training. Inevitably, this complicates the convergence analyses compared to the NTK model,
but we will show below that a linear-rate convergence guarantee can still be derived through
a fine-grained analysis of the kernel function.

7.1 Linear-rate convergence with a time-varying kernel

To analyze the convergence rate of the training loss, we define a n x n kernel matrix K;
associated with the kernel function K by (K)g; == K¢(xk, ;) for k,1 € [n]. Similarly, we
define n x n matrices Ky and @); associated with Ky ¢ and Q;. It is easy to see that these
matrices are all symmetric and positive semi-definite. Then, from (48), the decay rate of the
training loss can be computed as

CLi= > () — w (o) — ) (Kot (49)

k=1

Using the definition £;, we obtain the following bound by focusing on the contributions from
the movement of W; (and hence it does not depend on the learning rate of the last layer, 8,):
d 2

LS~ Amin(KDLe <~ (K)o (50)
Thus, if Amin(Kw,) has a positive lower bound throughout training, (50) establishes a
Polyak-Lojasiewicz (PL) condition (Polyak, 1963; Lojasiewicz, 1963), through which one can
prove that £; converges to zero at a linear rate. Under the NTK limit mentioned above,
since the kernel remains fixed during training, it suffices to prove that the kernel matrix is
positive definite at initialization, which indeed holds in various settings (Du et al., 2019a,b).
When « > 1/2, the kernel moves substantially during training, and thus a uniform-in-time
lower bound on Awin(Kyy,) is much less trivial. Nonetheless, we notice that the matrix Ky,
can be written as the Hadamard (i.e. entry-wise) product of two matrices that are both
positive semi-definite, Q; and G. Thus, to show the positive-definiteness of Ky, we can
take advantage of Oppenheim’s inequality (Markham, 1986) to write

det(Kwy) = (T (@) det(@) . (51)

k=1

On one hand, G is independent of ¢t and often guaranteed to be positive definite, such as
under the following assumptions on p,, o1 and the training data (Du et al., 2019a,b):

Assumption 4 p, is d-dimensional standard Gaussian and oy is either 1) analytic and
non-polynomial or 2) the ReLU function.

Assumption 5 The training set {x1,...,x,} does not contain any pair of aligned vectors.

Thus, Ky, is guaranteed to be positive definite as long as the diagonal entries of (); have
a positive lower bound uniformly throughout training. For the latter to be established, we
require that the activation oo satisfies:
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Assumption 6 There exists an open interval I = (I, I,) C R on which o is differentiable
and |o9'| is lower-bounded by some Ky, > 0. If a > 1/2, we need to further assume that
0el.

The first part of this assumption is satisfied by most activation functions in practice, such as
ReLU and tanh. The additional assumption 0 € I is needed for the case a > 1/2 due to the
bias term in the second hidden layer being omitted. If the bias term is added and randomly
sampled from pp € P(R) at initialization, then this assumption can be replaced by pp(I) > 0.

Assumption 6 is needed to ensure that, heuristically, the back-propagated gradients are
not fully vanishing due to the multiplicative factors involving the terms {o%(h(x))}kepm)-
To show that this property holds true throughout training, we need a fine-grained analysis
of the neurons’ dynamics, specifically, bounding the speed of the movement of the second-
hidden-layer neurons by the decay rate of the training loss (Lemma 26).

Together, we prove that the training loss converges to zero at a linear rate without
requiring the kernel to be frozen during training:

Theorem 11 (Linear-rate convergence of training loss) Suppose that Assumptions 1,
2, 4, 5 and 6 hold. Then there exist a and r > 0 such that if p, ([a,00)) > 0, then it holds
that vVt > 0,

Ly < LoeT 8 Amn(@1 (52)

where r depends on pq ([a,00)), Ir — I, ||Gllco; Gmins Moy, Loy and Ke,.

This theorem is proved in Appendix I. Note that the condition on p, is satisfied if, for
example, it is a uniform distribution on a wide-enough interval. While a non-asymptotic
version of this result for the case a = 1/2 and 3, = 0 has been given in Chen et al. (2022),
the analysis here provides asymptotic results for the broader settings and novel insights via
the functional GF formulation.

8. Complexity Measures and Function Spaces

For 2L NNs in the MF scaling, prior works have characterized the functions they represent
via the Barron norm (a.k.a. variation norm or R-norm) as a complexity measure of functions,
which in turn defines the Barron space as the space of functions with finite Barron norms
(Bach, 2017a; E et al., 2019). In this section, we will similarly introduce function spaces
corresponding to functions learned by the MF training dynamics of P-3L. NNs through
new complexity measures of functions. We will see that when o > 1/2, the function space
can be viewed as a straightforward extension of the Barron space; whereas to incorporate
the ae = 1/2 setting, we will define a novel complexity measure based on Wasserstein-type
distances between distributions of functions.

For simplicity of presentation, we will concentrate here on the easier case where 5, =0
and leave the 8, > 0 case to the Appendix.

8.1 Barron norm generalized (« > 1/2)

We consider the following type of function spaces as a generalization of the Barron space. Let
U be a vector space of real-valued functions on X equipped with a norm || - |y and 0 : R — R
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be an activation function of choice. Then, for any function f on X', we can define:

Guo(f) = inf / lal|Alls(da, dh) | (53)
B JRxU

X

where the infimum is taken over all 4 € P(R x U) such that f(z) = [5,,, ao(h(x))u(da,dh).
For ¢ > 0, we then use F,, . to denote the space of all functions f on X" such that €, ,(f) < c.
We further define 5y o = Ues0F 14,0,

Example 1 If we choose U = R? (identified with the space of linear functions on R?), then
FRrd, coincides with the Barron space associated with activation function o (E et al., 2022)
and is equivalent to the “F1” space from Bach (2017a) when o is 1-homogeneous.

Meanwhile, choosing U = H and o = o9 defines a function space that contains the f; from
Lemma 4 for the a > 1/2 case:

Proposition 12 If o > 1/2 and Assumptions 1 and 2 are satisfied (for Lemma 4 to hold),
then fi € Fa oy, YVt > 0.

This result is a consequence of the the following lemma that bounds the evolution of the flow
maps by the loss trajectory:

Lemma 13 Under the conditions for Proposition 12, it holds that

t d 1/2
/ | Hy(a, h) — hlly, po(da, dh) < / (~ %) s (54)
RxC 0 ds

Moreover, when B, =0 and Assumptions 1 — 3 hold, we also have

t
sip [ Hi(a h) — llyy < V2(1G]1o0) 2 amaLe, / (£o)"2ds | (55)
(a,h)€esupp(uo) 0

where |G|l = maxgex |G(x, )| and amax = MaXgecsupp(pa) |al.
The proof of Lemma 13 with an extension of (55) to the 8, > 0 case is given in Appendix J.

8.1.1 RADEMACHER COMPLEXITY

When o is 1-homogeneous (e.g. ReLU or linear), we can control the Rademacher complexity
of Fiy,o,c by that of the unit ball in ¢/ via the following lemma, which is proved in Appendix K:

Lemma 14 If o is 1-homogeneous and L,-Lipschitz, then Rad,(Fi0.c) < cLyRad,(B(U;1)).

Hence, via standard Rademacher complexity bounds of RKHS (e.g., Mohri et al. 2018,
Theorem 6.12), we obtain the following as a corollary:

Corollary 15 If o is 1-homogeneous and L, -Lipschitz, then
Radp(Fyo.0) < CLU(”gHOO)l/Q/\/ﬁ . (56)
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8.2 Complexity Measure via Transport Distance in Function Space (« > 1/2)

While the complexity measure (53) is suitable for characterizing the functions obtained by
the MF training dynamics when « > 1/2, it falls short in the case of a = 1/2: there is no
guarantee that 6%, (fi) < oo since the i is no longer supported within H even at ¢t = 0.3
We need an alternative complexity measure that is more tailored to the dynamics.

We recall from (43) that for (a, h) in the support of g, even though neither h nor Hy(a, h)
necessarily belongs to H, their difference, (H;(a,h) — h), always does. In other words, pu
is obtained as the push-forward of pg via a flow map whose displacement is everywhere
bounded in H. Therefore, we can let our space include all functions representable as f(-; )
for which p is within a certain distance from pg, where this distance is measured by an
optimal-transport-type metric between distribution of functions, as we will introduce below.

We start from a general setup where & and V are two Banach spaces with norms || - ||z
and || - ||y such that 4 C V, and we define an optimal-transport-type extended metric
between probability measures on R x V as follows*. Let p, it/ be two probability measures on
R x V, and let J(u, ') denote the space of probability measures on R x V x V that satisfy
fv 7(-,+,dh') = p and fv 7(-,dh,-) = p’. Then, inspired by the Wasserstein metrics® between
probability measures on metric spaces, we define

Woo(p, s U, V) = inf ess sup \h—hu - (57)
m€J (1t')  w(da,dh,dh’)

Note that since the right-hand-side may not be finite, this is an extended metric on P(R x V).
Let us now focus on the case where V = C. Specifically, let unase be any base probability
measure on R x C. Then, for any function f on X', we define:

Cgu’gﬂ"‘base(f) = lﬂf WOO (/’1’? ,LLbase;Z/{, C) ’ (58)

where the infimum is taken over all 4 € P(R x C) such that f(x) = [, . ac(h(x))p(da,dh).
As in the a > 1/2 case, for any ¢ > 0, we use Fy/,p,,...c t0 denote the space of all functions
f on X such that €,qu,,..(f) < ¢, and we further define Fiy 5 4. = Ues0F 1,0, 000,0-

Remark 16 A concurrent work by Neumayer et al. (2024) also proposes an optimal-transport
based complexity measure for functions represented by infinite-width 2L NNs, which is similar
to (58) (and the generalized version defined in Appendiz M) when we choose U as the space of
linear functions on R®. In comparison, by allowing more general choices of U, our definition
1s relevant to more general models including P-3L NNs in the MF limit.

We refer interested readers to Section 2 of Neumayer et al. (2024) for a discussion on
further theoretical properties of the version defined therein. We focus below on relating our
complexity measure to the MF training dynamics and deriving Rademacher complexity bounds
on the corresponding function space.

3. Although by choosing U to be C with a suitable norm, we could easily show that éc,-(f:) < co at finite
t > 0, it will be difficult to derive Rademacher complexity bounds since C is too large to avoid the “curse
of dimensionality”.

4. The definition that follows is tailored specifically to the simpler case of 8, = 0; for the case where 3, > 0,
the more general definition is given in Appendix M.

5. Wasserstein metrics are parameterized by an exponent p € [1, +oc], and the definition (57) corresponds
to the case p = co. An analogous definition for p € [1, 00) is given in Appendix L.
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Then, setting U = H, 0 = 09 and ppase = po allows us to define appropriate spaces for
the functions f; obtained by the MF training dynamics when o > 1/2 (note that pg is
different in the two cases of @ > 1/2 and a = 1/2). In particular, (55) implies that for
any t > 0, fi € Froppuo With Gopp0(f1) < V2(|G]l0) 2amaxLles [o(Ls)Y2ds. We see
that the dependence of the right-hand-side of the bound depends on the training set and
training time only through the integral fot (ﬁs)l/ 2ds, which is controlled by the decay rate
of the training loss. In particular, if the conditions of Theorem 11 are satisfied, we have
fooo(ﬁs)l/st < 2(L0)Y2/(radmin(G)) (with the same 7 and @ as defined therein), which
yields a finite bound for all time that depends on the the training set through 1/Anin(G).
Formally, this leads to the following result:

Corollary 17 Suppose that Assumptions 1 — 6 are satisfied. If amax > G, then it holds for
allt > 0 that

2v2([|9]o0) "/ L
<
Cr,oauo (ft) < 702 Amin (G) ’

where r and a have the same definition as in Theorem 11.

(59)

8.2.1 RADEMACHER COMPLEXITY

The Rademacher complexity of Fi/, ,....c can still be controlled by that of the unit ball of
U, in fact without homogeneity assumptions on o (unlike Lemma 14):

Lemma 18 If o is L,-Lipschitz, then V¢ > 0,

Radn(flxl,mubase,c) < Lo (/
R

This lemma is proved in Appendix M. As a corollary of the Rademacher complexity bounds
of RKHS, we therefore derive that:

Corollary 19 Under Assumptions 1 and 2, it holds for all ¢ > 0 that
Rady(F,o0,0,0) < CLozamaX(HgHOO)I/Q/\/ﬁ . (61)

|a|ppase(da, dh)) Rad,(B(U;c)) . (60)

xC

9. Numerical experiments

We present numerical experiments to complement our theoretical analysis above on P-3L
NNs and provide empirical evidence for their large-width limit, the connection with the
n-dimensional 20 NNs, the impact of the choice of « as well as the comparison with related
NN models (NTK, 2L NN and fully-trained 3L NN).

9.1 Tasks

We consider two synthetic data distributions on R? with binary labels and train our models
in an Ly regression setting. Task I is introduced by Chizat and Bach (2020) for comparing
kernel versus feature learning regimes in 2L NNs. Task II has a data distribution supported
on three concentric circles where the labels depend alternatingly on the radius. This task is
inspired by prior theoretical results on the advantage of deeper NNs compared to 2L NNs in
approximating and learning radial functions (Eldan and Shamir, 2016; Safran and Lee, 2022).
We choose n = 18 and 100 as the sizes of the training set in the two settings, respectively.
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9.2 Models

We choose three variants of the P-3L NN model: P-3L (aw =1), P-3L ( =1/2) and
P-3L (NTK). The first two are defined by (3) with their respective choices of «, while the
third is a 3L NN under the NTK parameterization with the input-layer weights untrained.
All three models have the same width in the two hidden layers (m; = mg = m) with various
choices of m. For comparisons, we also include 2L NNs (2L) and fully-trained 3L NNs (3L)
with the same widths. In Figure 11 in Appendix N, we additionally compare P-3L NN with
a = 1/2 versus under Xavier scaling in the case where o3 is ReLU.

To validate the connections between MF P-3L NN and the n-dimensional MF 2L NN (i.e.,
g+(E(x))) established in Section 4, we also consider finite-width realizations of the latter, i.e.,
2L NNs on R™ trained to fit the same training set under a transformation: {(&x, yx) }rejn)- We
include two versions, dim-n 2L (N-init) and dim-n 2L (0-init), with vy = p, x N(0,1d,)
(corresponding to aw = 1/2) and vy = pg X (dp)" (corresponding to a > 1), respectively.

We choose o1 as ReLLU so that Assumption 4 is satisfied and the kernel function G can
be computed analytically. We choose o9 primarily as tanh (which satisfies Assumptions 1,
3 and 6) while also including the case where oy is ReLU for Task II. The bias term in the
last hidden layer is included and initialized to be zero, and we set 8, = 0 and 5, = 0.5. All
models are trained with full-batch GD. We choose a step size of 0.05 for the P-3L models
and dim-n 2L models and adjust it for other models when needed to ensure training stability.
For each pair of task and model, the experiment is run three times with different random
seeds for parameter initialization (held identical across all models). The error curves are
averaged over the three runs while the other visualizations are based on the first run.

9.3 Results

Figures 4 and 5 show the empirical results on the two tasks when o5 is tanh, and Figure 6
show the result on Task II when o9 is ReLU.

Large-width asymptotics. When o3 is tanh (hence satisfying Assumptions 1 and 3), our
theory predicts the existence of an infinite-width MF limit for P-3L NNs with o =1 and 1/2.
This is consistent with the first row of Figures 4 and 5, where loss curves of both training and
testing are nearly uniform across different choices of m. In particular, the training curves
are close to that of the corresponding n-dimensional 2. NNs, which is consistent with our
theoretical result that the two types of models coincide in their infinite-width limits on the
training set. We note, though, that the MF theory concerns the “finite ¢, m — o0” limit,
whereas if we fix m, the discrepancy can increase as t becomes large.

Meanwhile, when we choose o2 as ReLU, which does not satisfy the regularity assumptions
for Theorem 9, Figure 6 shows that P-3L (a = 1) no longer shares the same infinite-width
limit as that of dim-n 2L (0-init). In the latter, all neurons in the second hidden layer
represent the zero function (i.e., vy is a singular measure at the zero function). Since ReLU
is not differentiable at 0 (and we typically choose the zero subgradient in back-propagation),
v will not evolve at all during training. By contrast, with random initialization breaking
the symmetry, a finite-width P-3L NN with a = 1 does not suffer from the same lack of
gradient signals. We illustrate how this key difference manifests during the early dynamics
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Figure 4: Numerical results on Task I. Row 1: Curves of training (solid) and testing (dashed)
errors for different choices of m. In the first two columns, the red curves are the training
and testing errors of the respective dim-n 2L NNs with m = 8192. Row 2: Contour plots of
the output function after training with m = 8192. Row 3: Pre-activation values of neurons
in the (last) hidden layer evaluated on the two unit vectors in R? with m = 8192, before
(yellow) and after (blue) training.

in Figure 10. It shows an example of the infinite-width limit breaking down when the
differentiability assumption is not satisfied.

Further comparisons between P-3L NNs and their corresponding n-dimensional 2. NNs
in terms of learned functions and pre-activation value distributions are given in Figures 7 — 9.

Comparison with NTK parameterization As expected from prior analyses on lazy
learning (Chizat et al., 2019), under the NTK parameterization, the second-hidden-layer
neurons barely move throughout training in terms of the pre-activation values. This results
in qualitative differences in the learned functions as well as higher test errors on Task II. A
theoretical comparison between the NTK and our scaling choices for P-3L. NNs is beyond
the scope of this work, though we refer the interested readers to Wei et al. (2019) for an
insightful analysis in the context of 2L NNs.

Comparison with 2L NN From Figures 5 and 6, we see lower training and test errors
achieved on Task II by both the P-3L and the 3L NNs compared to 2L0 NNs, which corroborates
the theoretical results on the advantage of three- versus two-layer NNs in terms of both
approximating and learning radial functions (Eldan and Shamir, 2016; Safran and Lee, 2022).
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Figure 5: Numerical results of on Task II with o9 chosen to be tanh. The plots are defined
in the same way as in Figure 4.

Training of input layer. On both tasks, both P-3L (a =1/2) and 3L (aa =1/2)
achieve training losses well below 1074, though the latter has a faster decay of training loss
with the training of the input-layer weights. Visually, in both models, the second-hidden-layer
neurons exhibit significant movements in their pre-activation values through training. The
output functions that they learn can be slightly different (e.g., see second row of Figure 4).
On Task II (Figures 5 and 6), it is worth noting that the P-3L NNs achieve even lower test
errors than the 3L NNs. Interestingly, the 3L NN example constructed by Safran and Lee
(2022, Theorem 4.3) which learns the ball indicator function efficiently under GD also has
the first-layer weights random and fixed. This suggests that three-layer NNs can exhibit a
benefit of depth even when the input-layer weights are not trained.

10. Conclusions and Limitations

In this work, we defined the infinite-width limit of P-3L. NN by rigorously developing a
functional-space MF theory. Through this framework, we proved a linear-rate convergence
guarantee of the empirical loss for the limiting model. We then characterized the functional
spaces explored by the MF dynamics via novel complexity measures based on optimal-
transport-type distances between distributions of functions and bounded their Rademacher
complexity. Our analysis covers two different regimes of scaling the model output by its
width (o > 1/2 and a = 1/2), which result in different behaviors through training despite
both exhibiting feature learning.
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Figure 6: Numerical results of various models on Task II, where we choose g2 to be ReLLU.
The plots have the same setting as in Figure 4.

Our theory is still limited in several ways. First, by only focusing on the unregularized
setting, we do not have a priori generalization bounds derived. Second, a comparison of
the new function spaces with the ones associated with 2. NN is still lacking. Third, the
theoretical result on the MF limit needs boundedness and smoothness assumptions on the
activation function of the second hidden layer, which is relatively standard in the literature
but excludes e.g. the ReLLU function. Lastly, the P-3L NN model assumes that the parameters
in the first layer are fixed, which is not often seen in practice. Despite these shortcomings,
the framework developed in this work is a helpful stepping stone for further advances. In
particular, we refer the readers to a follow-up work that extends the idea of a functional-space
MF theory to cover more general multi-layer NNs where all layers are trainable (Chen, 2024).
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Appendix A. « =1/2 is asymptotically equivalent to Xavier initialization

Consider a three-layer NN (with omitted bias terms and m; = mg = m) defined by

f@) =" 0" (hi=)) (62)

i=1
d
Vielm| : hi(e)=Y 00 (Ze kxk) , (63)
j=1 k=1
with weight parameters {Hj(zk) }j cml keld) {Hl(zv)}” elm] and {91-“ }Z €lm] initialized according

to Xavier-normal initialization (Glorot and Bengio, 2010), meaning that we sample each

02(] ) iid. from N(0, m+m) N(0,L), each H(k) ii.d. from A0, mid), and each 91@ ii.d.
from N (0, +1) at t = 0. If m — oo while d remains fixed, the latter two distributions

become approximately N'(0, 2). Thus, by redefining a; = \/>9 \/>0(W) nd

Zjg = ,/mej(.ig, we can write

(=) :\/1% Z a0 (hi()) | (64)

Vie[m] : hiz) \FZWJCU(\FJ ) (65)

and where a;, W; j and z;;, are all initialized from normal distributions with variance O(1)
as m — oco. If o1 and o9 are homogeneous (e.g., ReLU or leaky ReLU), the \/—% factors and
the activation functions commute, and hence this is equivalent to the definition in (3) under
the choice of & = 1/2 and m; = my = m at initialization.

Furthermore, the equivalence continues to hold into the GD training of the P-3L. NN

under the learning-rate rescaling of (7) and (8). To see this, note that af (m) \}‘Z’; Ef)
of(x) 1 Of(x)

and Wy = T g Then, since performing GD on 05 9 and 0,57 g ) with step size § means

updating them accé)rding to

p@ g _ 5 9L
7 1 80(a) ?
’ 66
o) g 5 Ok o
i,
this is equivalent to updating W; ; according to
' (a) oL N 0L
a; <—\/ﬁ<91 680(a)) = a; méaai ,
(67)
y w) _ 5 9L e 9L
Wiy /im0 500(W)> Wig —mbgi—

7]
which is equivalent to (7) and (8) when o = 1/2, mqy = mg = m and (3, = 1.
For numerical evidence of this asymptotic equivalence, see Figures 11 and 12.
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Appendix B. Proof that G is positive semi-definite

It is obvious to see that G is a symmetric function in its two arguments. To show that it
satisfies the positive semi-definite condition, consider any @i, ...,x) € X and c1,...,c; € R.
It holds that

k k
ciGx), ) = Z/ T. g/ T.g. d
Z cic;G(x;, ;) Z CiCj 9 o1(2" - x})o1 (27 - x;) p2(dz)

ij=1 ij=1
k
= / Z cicjor (27 - xi)o1 (27 - x})p2(dz) (68)
Rd 5
2,7=1
k 2
= / <Zci01(zT~m§)> pz(dz) >0
RT\i=1

Appendix C. Proof of Lemma 3

Let {z},...,z/,} be any finite subset of X. We write G’ = Gz, ...,x! ], G’ = g™ [z}, ..., ],

n
€s = em'l,...,w’n, and o ew’l,...,m;,'

Recall that when a > %, éa (o) = pa X do. By the triangle inequality of 1-Wasserstein
distance, there is

Wi(ea(ug*), éal(po)) = Wi(éa(ug®), pa x do)

< Wipa x N(0,m}7>*G"™), pa x 8o) (69)
+ Wl(él(lu’an)apa X N(Oa m%_QaG,ml)) .

First, we examine the first term on the right-hand side. By the property of Wasserstein
distances on product measures (e.g. Mariucci and Reift 2018, Lemma 3), we have

Wl(Pa X N(OamiikyG/ml)a Pa X 50) <W (paa Pa) + WI(N(Oam%ihéG/ml)v 50))
< Wl (N(Oa m%_2aG,ml)7 50))

1
a2\ 2
< <EZ€N(07GW1) Mm}ﬂ ZM) (70)
1Mm1y\1/2 1m1 \1/2
_ (TG ()
- a—1/2 — a—1/2
my my

For the second term, we see that, when conditioned on 21, ..., Zm,, {[a®, b (), ..., B (2],)] }icpms]
is distributed i.i.d. across i € [mg] according to p, x N(0,m] 2*G'™"). Hence, when con-
ditioned on G'™" (which is measurable with respect to z1, ..., zm, ), €a(p*) has the same
distribution as the empirical measure of ms i.i.d. samples from p? x A'(0,m1~2*G"™"), which
we denote by v(,,) € P(R x R”,). Therefore, by conditioning on G'™, we can leverage
concentration inequalities in Wasserstein distance of empirical measures of i.i.d. samples:

Lemma 20 (Adapted from Fournier and Guillin (2015), Theorem 2) Given a prob-
ability measure v € P(RY), let V(m) be the empirical measure of m i.i.d. samples from v. If
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J¢e > 1,3y > 0 such that

£ (V) i= /R 'y (da) < o0 (71)
then Ym > 1,Vu > 0,
C —sz(u/log(2+1/u))2]lu C —Cgmub]lu ifd=2
POV1(V(m),v) > u) < 16_0 a _C§1 —t e b Z.f (72)
Cre™ 2™ <y + Cre™ 2 1yt ifd > 2,

where C1 and Cy depend only on d, v,y and &€, ().

In particular, choosing v = p, x N'(0,m] 2*G"™),1 =2,y = m, there is

1 —2a rmiy &
Ean(V) = ]L o ]@ ,67w?+"& G2 wll3) =1l day o, (da)
2 mn'

(2m)
< e’ 1 / (2 YA (G =) 3 g
(2m)z JRY (73)
< rlaa)? 27 / o ull3/2 40,
(2r-2)7 JrY
< 9% (9 PAnax (™) < o
Therefore, applying Lemma 20, we have Vu > 0, 3C1, Cs > 0 such that
P (wl(éA(ugn), pa X N(0,m1=29G"™)) > y ) G’ml) _p (Wl(y(m), V) >u ‘ G’ml) -
74

tl\ax{n/+l,4}m2
Y

Scrle—Czu

where C and Cs depend only on n’ and Apax(G'™"). Furthermore, if we condition on the event
that |G —G'||2 < A for some A € (0, Amax(G’)], which is measurable with respect to G,

then by choosing ¢ = 2 and v = m, we have &, ,(v) < 2% e(amax)?/ (PAmax(G™1)) <

27 ¢(@max)?/Amax(G™) < oo Therefore, Vu > 0, 3C1,Cs > 0 depending only on n’ and
Amax(G’) (instead of Apax(G'™")) such that,

P (Wi(ea(), pu x N(0,mE22G™)) > | |G = Glp < A) < Cpe a4 0ma
(75)
Thus, choosing A = Apax(G’), we know from Lemma 23 that

P (HG/ml _ G/”2 > A) < 03(n/)2€—04 min{A,C5A2}m, ] (76)

Fix an € > 0. Conditioned on the event that |G’ — G'||a < A = Anax(G’), (70) implies
that

Wl(pa X N(Oam%_zaG/ml)vpa X 50) < S€, (77>

1
2
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when mq > (S’Z%)l/(m*l). Thus, putting things together, if m; > (S’Z%)l/(%‘*l), then

P (Wi (ea ("), &a (10)) > €)
<P (Wiea (i), pa % 00) > € | [G™ ~ Gla < A) +P(JG™ ~ &[> > A)

~ m —2a 1 1 m m
<P (Wilea ) o x MO 26 ) 2 e [ 67 — G < &) +P (16 = G2 2 )
SC&e*Cz(6/2)““"“‘{",“’4}7”2 + C3(n)2e % min{Amax(G"),C5 (Amax(G"))*}m1
(78)

Thus, with any pair of increasing Ny -valued sequences {mi x}ren, and {my}ren,, denoting
my, = (M1, may), there is

> POWi(ea(ug™), a o)) > €) < oo (79)
k=1

Since this holds for any € > 0, the Borel-Cantelli lemma implies that

Hm Wi(ea(ug ™), éaluo)) =0, (80)

k—o0

almost surely, and hence &, (p( ") converges weakly to €, (uo) almost surely.

Appendix D. Proof of Lemma 5

Two parts of Lemma 5 need to be proved: the LLN as mi, my — 0o and the existence of
GP(0,G) as a probability measure on C.

Part 1: Convergence as mq,my — o0

Let {z}, ..., @, } be any finite subset of X and let G’ = Gz}, ..., x|, Q'™ = g™z, ..z,
ea = ey o, and &y =&y o . Let Ay = [|G'[2 > A2 > --- > Ay be the eigenvalues of
G', and A1 > --- > A,y be the eigenvalues of G'™". Let 1 = miny, ;¢ 3, 23, Ak — .-

Recall that when o = 1/2, é,(u0) = pa X N(0,G’). By the triangle inequality of
1-Wasserstein distance, there is

Wi(éa(ug"), éaro)) = Wi(éa(ug"), pa x N(0,G"))
< Wi(pa x N(0,G"™), pa x N(0,G")) (81)
+Wi(éa(1g*), pa x N(0,G™)) .
First, we examine the first term on the right-hand side. By the property of Wasserstein
distances on product measures (e.g. Mariucci and Reifs 2018, Lemma 3), we have

Wl(pa x N(O’G/ml)vpa X N(()? G/)) < Wl(pa’pa) + Wl(N(O7 Glml)aN(OvG,))

< WV (0,6, N(0,)) (82)

Before establishing an upper bound on the 1-Wassertein distance between N (0, G'"") and
N(0,G"), we first prove that the G’ and G’ are close in terms of eigen-decomposition.
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Lemma 21 If |G'™ — G'||s < in, then there exist eigen-decompositions of G' and G'™,
G' = VAVT and G"™ = VAVT, where V = [y, ...,Bp] € RY*" and V = [vy,...,v,] €
R™ " gre both orthonorma/lm?mtrices, and A and A are both diagonal matrices, such that
Wk €[], o v > 1 — (=22

Proof of Lemma 21: Let G' = USUT be any eigen-decomposition of G, where the diagonal
entries of 3 are sorted in non-ascending order. To account for the possible multiplicity of the
eigenvalues, we can write 3 as a block-diagonal matrix diag(2y, ..., %,) with p < n/, where
Yq € [p], i]q is a d4 x dg diagonal matrix with all diagonal entries equal to some value (g,
such that ¢; > ... > (, > 0 and moreover, Zz’:l dg = n’. We then write U = [Uy, ..., U],
where Vk € [p], U, € R" %%,

Meanwhile, let G’ = UXUT be any eigen-decomposition of G’ , where the diagonal
entries are sorted in non-ascending order. Like with ¥ and U, we can also write ¥ =
diag(%1,...,3,) and U = [Uy, ..., Up], where Vq € [p], ¥, € R¥*% and U, € R™ *da_ Note
that unlike in ¥, each 3, does not necessarily have all its diagonal entries equal.

By the definition of 7, we know that Vg, q" € [p] such that ¢ # ¢/, there is |(; — (7| > 7.
By Weyl’s inequality for the eigenvalues of perturbed symmetric matrices, we know that
Vp € [W],]|Z — Spllz < |G'™ — G'||a. As a result, if [|G"™ — G'||2 < in, then Vq,q' € [p]
such that q # ¢/, we know that Vr € [d,],Vr’ € [dy], there is [(Sq)rr — (E¢)r| < 37. Then,
applying the “sin # theorem” of Davis-Kahan (Davis and Kahan, 1970), we know that Vq € [p],
the d, x d, matrix Uj - U, admits a singular value decomposition Ej - diag(cos(8,)) - Fy,
where Eg, Fj, € R%*da are orthonormal matrices and @ € R% with each entry in [0, 5], which

satisfies ”G/ml el H
. 2 — 2
[ sin(6g)[loc < BE— (83)

where the cos and sin functions are applied entry-wise to the vector 8. Thus, since the

entries of 8 are in [0, %], we know that |1 — cos(6g) oo < [|1 — cos?(0y)[loc < || sin?(8)|loc <

(w)g Defining V, = U, - E, and V,, = U, - F,;, we then have
V] -V, = E] - E, - diag(cos(8y)) - F] - F; = diag(cos(8y)) . (84)

Thus, writing V = [V4,...,V,] and V = [Vi,..,V;] € R">*™ | A = diag(E] - &1 - Ey, ..., E] -
Y, - E,) and A = diag(F) - X1 - Fu,..., FJ] - X, - F},), we see that

p
G =050 =%0,-5,-0I

P
— Z‘Z]’(E;'iq‘Eq)"_/q =V.A-VT,

and similarly, G’ = V - A - VT, which give eigen-decompositions of G’ and G'™. In
particular, Vk € [n'], if v, and vy are the kth columns of V' and V| respectively, then we
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2|G"™ =G 2

; )2. This proves the lemma. Bl

have |1 — o] - vg| < (

With this lemma, we can prove an upper-bound on the 1-Wasserstein distance between

N(0,G") and N(0,G"™):
Lemma 22 If |G’ — G'||2 < 37, then

! mai _ cvr||2 mai |3
W1(N(0,G/ml),N(O,G/)) S \/n/ (”G/ml _ G/H2 4 SHG H2”G772 G H2 + 8HG 772 G ”2> )

(86)

Proof Using the eigen-decompositions of G’ and G'™! constructed in the proof of Lemma 21,
we can apply Lemma 2.4 from Chafai and Malrieu (2010) to bound the 1-Wasserstein distance
between N(0,G") and N(0,G'"™):

WLN(0,G"™), N'(0,G"))

< (\/5\ — )\k)2+2\/ S\k/\k:<1 —17; ~’Uk)

k=1

n'! ~ _ (87>
< Z\)\k—/\k\+2max{)\k,)\k}(1—f);-vk)

k=1

oG — G
< \/n (nG""l @+ 2| + ™ — G'||2><‘17”2>2>
H

Next, we look at the second term on the right-hand side of (81). We see that, when
conditioned on z1, ..., Zpm, , the collection {[a®, (), ..., h{(x],)] }icpmy i distributed i.i.d.
across i € [ms] according to p, X N'(0, G"™"). Hence, when conditioned on G'™", which is
measurable with respect to z1, ..., Zpm,, €a(ug") has the same distribution as the empirical
measure of mg ii.d. samples from pQ x N'(0,G™), which we denote by ¥(;,,) € P(R x R™).
Therefore, by conditioning on G'™, we can again leverage concentration inequalities of
empirical measures of i.i.d. samples in Wasserstein distance, as given by Lemma 20. In

particular, we choose d = n' + 1, v = p? x A/(0, G'™") and choose a = 2, v = m

Recalling that N (0, G'™") is also the distribution (G’ml)% -u, where each entry of u € R" is
independently distributed as A/(0,1), we can then write

ga,y(y):/ 1 // ev(a2+|\(G’m1)%-uH§)%e—HUHEdupa(da)
R (21)z JR
< @ 1 / PAmax(G™ ) =D [ul3 g,

/

IN

ew(a?naan, / o ull3/2 g,
(27 -2)2 JRY

27€(a0max)2/(2)‘maX(G/ml)) < 0.

IN
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Moreover, for u > 0, log(2+ %) <1+ %, and hence m > u“—fl > u?. Therefore, applying

Lemma 20, we have Yu > 0, 3C7,Cy > 0 such that
P (Wi (ea(i™)s pa x N(0,G™™)) 2w | 6™ ) =P (Wi (v, v) 2w | ™)

n)ax{n/+1,4}
)

(89)
<C16—Cgm2u

where C1 and O3 depend on n/, a¥ . and Apax(G'™).
Furthermore, if we condition on the event that |G’ —G’||2 < A for any A € (0, Apax(G')]
— which is measurable with respect to G’ — then by choosing ¢+ = 2 and v = m, we

have £, ,(v) < 2% (@hax)?/ (2Amax(G"™1)) oo Therefore, Vu > 0, 3C1, Cy > 0 depending

only on n/, a¥ .. and Apax(G’) such that,

max{n’+1,4}

g <W1<éA<u6n>,pa x N(0,G"™)) > ul||G™ = @'||2 < A) < Cremm (90)

Thus, our overall strategy is to control the first and second terms on the right-hand side
of (81) via Lemma 22 and (90), respectively, by restricting to the high-probability event
that ||G'™ — G'||2 < A for some A > 0. Specifically, we will use the following concentration
result of G'"*:

Lemma 23 (Chen et al. 2022, Lemma 4) Let {x},...,x,} be any finite subset of X.
Let G' = G[z), ...,z || and G™ = G™[z},...,x’,]. IC3,Cy,C5 > 0, which depend on L,

n n

and the sub-Gaussian norm of p, such that, VA > 0
P (HG/ml . G/H2 > A) < Cg(n/)zefalmin{A,C%AQ}ml ) (91)

Fix an € > 0. Define

2 2,2\ 3
A, = min 177, ¢ , il =, €1 . (92)
2712077 (96 Anax(G)) 2 \ 967

Then, conditioned on the event that |G — G’[|2 < A, it holds that [|G"™" — G'||» < In
and Wi (N(0,G"™),N(0,G")) < ge. Thus, putting things together,

P (Wi(ea(ug*); €aluo)) > €)
< P (Walea(uf). ea(imo) > e

|G = Gz < A) +P(IG™ = Gl = A)

mi 1 mi m
<P <W1(éA(,u6n),pa XN(0,6™) 2 5e | 16T ~ |2 < A€> +P(|G™ = G2 > A

§016_C2 (e/2)"‘ax{nl+1v4}m2 + 03 (n/)2e—C4 min{A¢,C5(Ac)%}my )
(93)

Thus, with any pair of increasing N -valued sequences {m1 ;. }ren, and {mg}}ren, , denoting
my, = (M1, may), there is

SOP (Wi(ea (15™), 8a(10)) > €) < 0 . (94)
k=1
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Since this holds for any € > 0, the Borel-Cantelli lemma implies that
lim Wl(éA(:u'(r)nk)’éA(MO)) =0, (95>
k—o00

almost surely, and hence &, (y"*) converges weakly to &, (uo) almost surely.

Part 2: Existence of GP(0,G) as a probability measure on C

Since the set of all given finite-dimensional distributions clearly satisfy the consistency
conditions for a projective family of probability measures, the Kolmogorov extension theorem
(e.g. Kallenberg (1997), Theorem 5.16) implies that there exists a random field with X
being the index space, { By }zcx, such that Vay, ..., x,/, the random vector [Bg,, ..., Bz ,| is
distributed as N (0,Glx1, ..., Ty]).

It remains to apply the Kolmogorov-Chentsov continuity theorem (e.g. Kallenberg 1997,
Theorem 2.23) to prove that there exists a continuous version of B. Note that Va,xs € X,
By, — By, follows a Gaussian distribution with mean zero and variance

Var(Bg, — Bg,) =G(x1,x1) + G(22, 2) — G(x2, T2)

=Ezcp. [01(zT21)01(2T®1) + 0(2T@2)01(2T2) — 201 (2T@1)01 (2T X2)]
—Eacp. [(01(2T21) - 01(2Ta2)?]
Mo, Ezep. [(ZT(iBl - 962))2}

Mo lpzllsc e — 22
(96)

where ||pz||sg < oo is the sub-Gaussian norm of p, (Vershynin, 2018). Thus, Vp € N4,
E ||Bz, — sz‘Qp} < (p = D! (Var(Ba, — Ba,))” Cpllas — 22|, (97)

with some constant C},, > 0. Therefore, by the Kolmogorov-Chentsov continuity theorem,
there exists a version of B whose samples paths are locally Holder continuous with exponent
%—;d. In fact, since this argument applies to all p € N4, we know that Vo € [0, 1), there
exists a version of B whose samples paths are locally Holder continuous with exponent «.
In particular, there exists a version of B whose samples paths are continuous, since Holder
continuity with any exponent a > 0 implies uniform continuity. Then, the law of sample

paths of such a B is indeed supported on C.

Appendix E. Proof of Lemma 6

The dynamics of v is a Wasserstein gradient flow on finite-dimensional Euclidean space,
whose existence has been proved in prior works such as Braun and Hepp (1977); Sirignano
and Spiliopoulos (2020); Mei et al. (2018). Below, we prove that the characteristic flow maps
A; and H; constructed from vy via (39) and (43) indeed satisfy (20) and (21).

First, as an intermediate step, we construct a candidate for (éa)xp; from vy For ¢ > 0,
we define two maps, AtA R x R" — R and UtA = [Utﬁ, ceey Utﬁl} R x R™ — R", by

AP (a,u) = Ci(a, (G1)? ) (98)
UP(a,u) = G2 - Ay(a, (GT)2 - u) | (99)

N
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for (a,u) € supp(po,a). We let @A = [AtA, UA] R x R® — R x R?, and want to show that

AS(a,u)=a, U(a,u)= (100)
d
aAtA a,u) Z tk a,u)) (ft%g — k), (101)
)
d
%Uﬁc(a u) =— —A (a,u Zaz (ftl — )Gy , (102)

if we define jy A = (@t )#tto, A and ft’k = foRn aoo (uk),ut,A(da,du). First, there is
fﬁf = /R . AtA(a,u)ag (Uﬁ(a,u))uo’A(da,du)
>< n

= / Ci(a, (GJF)% -u)ag((G% - A(a, (G*)% -u)), ) po,n (da, du)
R (103)

= / Ci(a,N)os (At (a, \)T- ﬁk)VO (da,dX)
RxR?

= / aos ()\T : &-) vi(da,d\) = g¢(&k) -
RxR"™

Recall that po A = po X N(0,G) if @ =1/2 and p, x do if a > 5. Hence, in e1ther case, if
(a,u) € supp(po,a ), then u belongs to the range of G2, which 1mphes that G - (G+) ‘U= u.
Thus, for any (a,u) € supp(uo,a), there is AOA<CL, u) = Cp(a, (G*)% -u) = a and U0 (a,u) =
G2 - Ag(a, (GH)2 -u) = G2 - (GT)2 - w = u. Moreover, it holds that

d d 1
aAA(a w) = = Ci(a, (G1)7 - )
;Z (9¢(&r) — yr) o2 (As(a, (G*)2 ~u)T - &) (104)
k=1
1 n
= — ; (ftk — yk)ag(UﬁC(a, u)) y
k=1
and
d 1 d 1
GUhaw = (65 SAG G w)
- %Ct(a, (G2 u) D7 (&) — w) o2 (Aula, (GF)2 - u)T - ) (G2 - &)y
k=1
= L w3 (7 - m)or (U 0 w) G
k=1
(105)
which verify (101) and (102). In addition,
d 1 / "
SUP ) = = AR @w) G (15 - v (U5)] (106)
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and hence

n

UL (a,u) = u— G- % /0 A2 (aw) [(£5 —~ w)or (U5 e w)]_as  (107)

belongs to the range of G for all t > 0. We also observe from (98) and (99) that for
(a,u) € 10,1
(G1)2(67 (a.w) = A((G)2 (a, ) (108)

and therefore,

v = (M) £((G1)2) ghon = (GH)2) (08 gron = (GH)2) ghun - (109)

Next, we will construct p; from g A, by defining, for (a, k) € supp(to),
Aila,h) = AP (a,e4(h) = Cila, (G1)7 -en(h) | (110)

and

Hy(a,h) = h+ f: (G+ : (UtA(a, en(h)) — th)))k G(zy, )
k=1

- (111)
=+ D2 ((EE (Ala (G -ea(®) = (G)E -ea(®)) Glan)
k=1
We first check that,
Ao(a,h) = A5 (a,en(h)) =a (112)
Ho(a,h) = h+> (G+ . (UOA(a, en(h)) — eA(h)»k Glap,)=h. (113)
k=1

Next, for all (a,h) € supp(uo), ea(h) belongs to the range of G, and thus (107) implies that
UtA(a, ea(h)) belongs to the range of G as well. Therefore, Vk € [n],t > 0,

Hia, ) (@x) = hiwy) + (G- G- (U (a,en(h) — ea(h))

k (114)
= U/ (a,en(h))

Moreover,

fi(zy) = /RXC Ai(a, h)oa(Hy(a, h)(zk)) po(da, dh)
= AP (a,en ()02 (U7 (a, en(h))) po(da, dh) (115)

RxC

- /R AR WU (0w s (da,du) = £
>< n
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and hence,
C A0, )= AP @ ea(h) = — 2 3 (5~ w)oa (U@ en(h)
1 zl (116)
= — EZ(ft(wk) — yr) o2 (Hy(a, h) () |
k=1
and
%Ht(a,h) =) G(z,) <G+‘$Ut (aveA(h))>k

3 Gl (iAﬁ(a,em)) GG [(ft%—yl>a2'<Uﬁ<a,eA<h>>)}" ).

=1
k=1

1 n
k:l

n

- —%Atm,m () — ) (o, ) o)) Gl )

k=1
(117)
which verify (20) and (21). This proves the existence of p.
Furthermore, (110) and (114) imply that for (a, h) € supp(uo), there is
6n(O4(a, h) = OF (éa(a, h) . (118)

This implies that Vt >0, = (@tA)#(éA)#ug = (6a)#(O) %o = (éa)#u, and hence
also vy = (GH)2)ppen = ((GF)2)4(8n) s Therefore,

fi(x) = e Ai(a, h)og (Ht(a, h)(:n)),uo(da, dh)

= [ atawe(s +Z (69} (e (D) = (69 w)) Glo)

((éwl ..... wn,w)#,uﬂ)(da, du, dv)

3

— /Ran AtA(a,u)EZNN(O,I) [0'(7(:10)2 +3°((GN)? - As(a, (GT)z <)), G, '))]MO,A(da,du)

[ ot o017 (07 A,
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Appendix F. Proof of Lemma 7

We define 13" = (éa)xpf™. The goal then is to provide an upper bound for Wi (s A, 115" )-
Since py™ is obtained via the push-forward of O7", which satisfies (14) and (15), we see that
1y can be written as 3" = (@T’A)#,ugk, where @T’A = [A:n’A, Utm’A] : RxR™ — RxR"
evolve according to 7 7

d 1 —

£Atm’A(a,u) = ZUQ(UZZ’A(G7U)) (ftTZ’A —Yk) (120)
k=1

d m 1 m & m m m

%Um’ﬁ(a,u) =4 Ha,u) Y oo (U (a,w) (7S —we) Gy . (121)

k=1
with AT"*(a,u) = a and U(;T,Z’A(a, u) = ug, and where ft";’A = Journ @02 (ur) 1% (da, du).
Thus, our strategy is to use the triangle inequality of 1-Wasserstein distance to write
A A
Wilpe,n, i n) = Wi((O )gto,n (e )#1GA)
A A A A
S WO ) 0,05 (O ) 1iin) + Wi((OF ) pritin . (OF )gmin)  (122)
= Wl (Ht,A) ﬂ{,nA) + W]- (lu’:,nAa ﬂ’tr,nA) )
where we define 7" = ((9tA )4 lg A -
To bound the first term on the right-hand side of (122), we use the following inequality:

Wi (e, i) < Wi((OF) ghi0.n, (07 4pfln) < Lip(O)Wi(pons i) - (123)

To bound Lip(@tA ), we need the following lemma:

Lemma 24 Forn € Ny andt > 0, there exists Ci(n,t) and Ca(n,t) that are non-negative
and non-decreasing in t such that ¥t > 0, Va € supp(p,),u € R",

AT (@, u)] < Ci(n,t), AT (a,u)] < Ci(n,1) (124)
and for all x € X,
sup |fi(zx)| < C2(n,t) , sup |f{"(zk)| < Ca(n, 1) (125)
ke[n] ke[n]
Proof There is
50 < [ |48 w) s )
RxR (126)
<M sup A% (a u)‘ .
= P} t )
a€supp(pa ), uER™
Then,
A 1 A
AP w)] < lal+ | S (55 + luel)ds
k=1 (127)

t
< ol + o+ 002 [ sup
0 a€supp(pa),u€R™

A%(a, u)‘ ds .
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Thus, by Gronwall’s inequality, there exists C(n,t) such that

sup A% (a, u)‘ < Ci(n,t), (128)

a€supp(pq), UER™

and hence Va € X, |fi(x)| < My, Ci(n,t) =: Ca(n,t).
AT (a u)( and ™ (). m

Similar arguments apply t0 SUP,esupp(p,), uckr

Define the following ODE for z(t) = [20(), ..., 2n(t)]T € R"TL:

d
S2(t) = F(2(1) | (129)

where VI € {0, ...,n},

~ Y o(a)(fi —wm) k=0

130
—20 e 02’(zl)(f$ — )Gy, ken]. (130)

(F(2)r = {

Then, @tA : RxR™ — R x R™ can be considered as the map from the initial condition z(0) to
the solution z(t) at time ¢ of this ODE. Recall that the solutions of an ODE with a Lipschitz-
continuous function on the right-hand side depends continuously on the initial condition.
Since within the interval [0, ¢], the function F' is Lipschitz-continuous with Lipschitz constant

Lip(F) < nMy, (C2(n,t) + [|[Yloo) (1 + nCy(n, t)Ms,M,, ) =: Ch(n,t) < oo, (131)
we know that
Lip(02) < !5 —: Cy(n,t) < oo . (132)
Thus,
Wi (pe,ns i n) < Ca(n,t) Wi(po,n, Bon) - (133)

Next, we consider the second term on the right-hand side of (122). Define

AATE = / A7 (@, w) = AP (a,w) |uf'a (da, du) (134)
RxRn?

) N R R W A RS
X n

Note that at initialization, there is AAS"’A = AUgn’A = 0. For the second term on the
right-hand side of (122), we then see that

~ VAN A
Wi (i ns i n) < / 1687 (a, u) — O (a, u)[2157A (da, du)
RxR" (136)
<AAT™S £ AU™S
Therefore, from (122), we deduce that that

Wi (a0 18578) < Cs(n, t) Wh(jio, s ) + AATS + AU (137)
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Moreover, (120) and (101) imply that

dt ‘Am o) = A7 (0, w)

< 3|7 ) — (U )| (s )] + Tl
k=1

keln]

- m,A m _ T
+§_jl\g2(<ut <a,u>>)\:;[g]|ft (k) — fil)| (138)

< Mo, (CQ(nv t) + ”yHOO)AUw;m’A + nlMg, (Lﬂzcl(n7 t) + MUz) Wl(:u;t’,nAv Mt,A)
< oLy Ca(n, 0) [ AT (0, w) = AT (a, )| + (g, ) 2247

+ (Mg (Ca(n, 1) + Ylloo) + 1Moy (L, C1 (1, 8) + Mg)) AU

+ nMO’Q (Lag Cl (n7 t) + M02)03(n7 t)Wl (M?A? NO,A) :

Meanwhile, (121) and (102) imply that, Vk € [n],

d (1 m
T <Ut7l A(a,u) — Ut%(a, u))'

)Amﬁ(au (UL (a, ) H o - yk)‘leH
+ AT (a,w) ki 02’(Uﬁc(aau)) - 02'(U$’A(a7u))‘ ‘(fﬁg - yk)’ |G,
=
+ |47 (0, u) kz 0 (U (@ w) || (A% = )| Gl
=1
+ |47 (a,w) 2 o2 (UF S 0, w) | (5 = w) = (7 = ) |1t = G

< nMg, (Mg,)*(Ca(n, >+ lylloc) A AT
+ Loy (M) 2C1 (1, )(Ca(n, ) + [yl oc) AU™
+ 1Moy (Mg, )2 C1 (1, 1) (Mg, + C1 (1, Mg, ) (C(n, ) Wi (0,2, 1i'8) + AATS + AU
+ VM, C1 (n, 8)(Ca(n,t) + [yllo) |G — G™ s .

(139)
where we use the inequality that Vk € [n],
m,\ AN m
= 5] = [ a6 - ),
RxR"™
(140)

< (MUz + Cl (77’7 t)MO'Q) Wl (,U’ZIAJ ,ut,A)
< Mgy + C1(n, )Mo, ) (C3(n, YW1 (1A o,0) + AA,?"A + AU{”’A) )
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Together, (138) and (139) imply that
AATS 4 AU

t
< [ (Calns)(BATE 1+ AUT) 4 Calrn,5) Wi i) + Colm,|G™ = Gl) s
0
(141)
Thus, by Gronwall’s inequality, we have

AATS £ AU <Cs(n,t) Wi(uia, to.n) + Co(n, 8)|G™ — G2

t t
+ / (Cs(n,s) Wi(pgas to,n) + Cs(n, s)[|G™ — Gl|2) Ca(n, s)efs Ca(n,r)dr g
0
t t
<C5(n,t) (1 +/ Cy(n, s)efs 04(”’7")de3) Wi (ug'A» Ho,n)
0

t t
+ Cs(n,t) <1 + / Cy(n, s)els 04(”’T)d’”ds> IG™ — G2
0
=: C7(n,t) Wi(ug'a, po,n) + Cs(n, )[|G™ — G2,
(142)
which also implies that
Wi (pins pen) < Cr(n,t) Wilug'as to,a) + Cs(n, 1) |IG™ — G|z, (143)

and

sup [ (@n) = fi(@r)] < (Mo, +Ci(n, )Ms,) (C7(nt) Wiugin, po,0) + Cs(n, 1) [|[G™ — Gl2)
en

(144)

Appendix G. Proof of Lemma 8

For each t > 0, we write Ht,a = (éwh...,:cn,a:’l,...,:v;,)#M:&n and :U’m = (é:cl,...,wn,:v’l,...,w;,)#Nt'

It is straightforward to show that we can write p;a = (04 )4 (p0,a) and pf7y = (6:”")#(/%'3),
where OA = [AA UA, VA : RxR" xR? — RxR” xR" and ©"* = [AT"* U™, V™*] .
R x R" x R" — R x R" x R are defined by, Va € R,u € R",v € R,

Ar(a,u,v) = A (a,u) |

AT A (0, u,v) = A (a,u) (145)
U (a,u,v) = U (a,u) ,
Utm’A(a,u,U) = Utm’A(a, u) ,
and for all k" € [n/],
d. a LA N A /
&Vt,k’(a’uvv) = -4 (a,u) Yoo (Upyp(a,w)) (filzr) — yk) G @k, @)
. - = X (146)
SV (@u ) = = — A (a,u) p oo (U (0, w) (7 (@n) — ui) G (@ @)
k=1
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with VA (a, u,v) = V™ (a,u,v) = v.

Define i’y = (O4)4 1g'a- By the triangle inequality,

Wi (g s tie,a) < Wit as iif'a) + Wipga, fira) -

For the first term on the right-hand side,

Wi (p,as ira) < Lip(Of) Wi(poa, igta) < Co(n,t) Wi(po,as ko) -

For the second term, we observe that

Wi (it fita) S/ 187 (a, u,v) — O (a, u, v)|24574 (da, du, dv)

RxR™ xR
<SAATA + AU + AV

where we define

AP = [ A (0w ) — A (0w ) (da du)
RxRn ’
AU™ — / U™ (0, w, v) — UA(a, w, v) |1 1% (da, dus)
RxR"® ’
= Z ‘UZ,‘ZA (CL, u, U) - Utfk(aa u, ’U)‘,U,’t'?‘ (da7 dU) ’
RxR" k=1

AV = /R IV ) = VA0, 0) 7 (o )
>< n

= [ Wt )~ Ve w0 da du)
RxR™ =7 ’ ’

With the definitions in (145), we see that
AATA — AATYD AU = AU

and hence, (142) implies that

AAT + AU™ < Cr(n,t) Wi(pon, 15'a) + Cs(n, 1) |G™ — G2 -
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Moreover, (146) implies that

/RXJR”

< /R N <‘Aln’ﬂ(a,u) A7 (a,w)| En: o (U0 )| | (Fuleen) — ) 16, i)
x k=1

d (o m
i (V;k,’l(a, u,v) — Vi (a,u, v)) ‘ i a(da, du)

n

+ A7 ()| Y [ob(UF (0 w) = a5(UF (@, w) | (i) = )| |G @, @)

i
I

+ AT (0, )

\E

(U7 (@ w)| | (o) = i) = (F™ (@) = )| G (n, )]

o

S

—_

A )| Y Jos 07 0| (@) = ) 16 he) = Gl o) ) s (o)
k=1

<My, (Moy)2(Ca(ny 1) + [|ylloo) AAT
+ Loy (Ma)2C1 (0, 1) (Ca(n, ) + ||yl o) AU
+ 1My (Mo )20, ) (Mo, + Cr(n, )Moy ) (Ca(n, ) Wi (o, p, i) + AATS 4 AU™S)

+ \/ﬁM02C1(n7t)(02(n7t) + HyHOO) Z ’gml (wk,w;c’) - g(wkv :132/)’ .
k=1
(157)

Thus, together with (142), we see there exists a function Cg(n,t) that is non-negative and
non-decreasing in ¢ such that

t
AV </0 Co(n, s)(AATY2 + AU + Wi(o.n, p'a) + |GT — Gall2)ds

t
</ Cro(n, s)(1 + Cr(n, ) + Cs(n, s)) Wilpo,a, ng'a) + IGX" — Gall2)ds  (158)
0

<efi Croa) LT Cs DS (W, (g o i) + [|GT — Gial2)
=: Cri(n, ) Wi(po,a, noa) + 1GXH — Gall2) -

Therefore,

Wi’y pe.a) <Co(n, t)Wo(po,a, o7a) + Cra(n, ) Wi(po.a, no'a)) + [GET = Gall2)

. ! (159)
<2C11(n, ) Wi (po,as 0a) + G — Gall2)

since Wi (po,n5 1g'a) < Wi(to,a, 1)
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Appendix H. Extension to include the bias term

We can define a more general version of the P-3L. NN model with the bias term included in
the second hidden layer, as

(x;a,b, W) = mz;aiag (hi(z)) ,
m (160)
1
Vi € [ma] hi(x) = b + — ZWngl (z] w) ,
1 j=1

where b = [by, ..., by, | € R™2. During training, its dynamics is given by

%bi,t = _Poie Z (f™(xr) — y) o2 (hig(zr)) (161)

k=1

where 5, > 0 denotes its learning rate relative to W;. As mj,ms — oo, the model can be
described by a similar functional-space MF limit, namely, p; = (©¢)xpo with po = pa % x.
Compared to the bias-less case, (21) is replaced by

n

%Ht(a, h) = %At(a, h) (fe(zr) — yi) o2’ (He(a, h)(xk)) (Bp + Gk, -)) (162)
k=1

and moreover, x = [p dppp(db) if @ > § and x = [ GP(b, G)py(db) if a = 5, where for any
b € R, dp denotes the singular measure at the constant function on X with value b. The
proof for the existence of the MF dynamics and the LLN is similar to the biasless case and
can be found in Appendix D.1 of Chen (2024), a follow-up work by the authors.

Appendix I. Proof of Theorem 11

With the value of & > 0 to be specified later, we define &max = min{% (I, — I;), 3a} if o« = 1/2
and min{37,, —31;, 3a} if @ > 1/2 (note the additional condition in Assumption 6 in the
latter case). We choose any & € (0,&max) and define an open interval Ie = (I; + &, I, — §).
For each k € [n], we define sets E, EL e R xC as

1
Ek:{aER,hGC:Mz2&,h(azk)el} , (163)
1
EL:{aER,hGC:]al > §d+§,h(wk) EIg} . (164)

43



CHEN, VANDEN-EIJNDEN AND BRUNA

We see that
d At a h
_@Et Z/RXC ((an;l 0'2 Ht(a h)(mk))az (Ht(a h)(ml))
- (fi(@r) — yi) (fe(x1) — yi)Grapo(da, dh)

2
> / M/\mm (agl(Ht(a, h)(wk)))Q (ft(il?k) - yk)Quo(da, dh)
RxC

2
n s (165)

Amin Z/ (Ae(a, ))? (o' (Hela, h)(ax)))? (Felmn) — ye)po(da, dh)

k=1"Y=k

(Kaz)Q)‘min(G) ~2 <
> o2/ 7mmi e/

- 2n “

i Zk) | Lt .
El k>> t

In the following lemma, we provide a lower bound on the term mingcy, ut(Zg) for t > 0 via
a fine-grained analysis of the dynamics:

Lemma 25 Vt > 0, Va > 0,

Wi

3
K\ 2
- _ 166
min e (S )—((iréﬁ“()( k) a) : (166)

1

3((8a) 2 +(1G010)2 ) 1yll2

EOmin(@) Koy
This lemma is proved in Appendix 1.1, and it extends the analogous results proved in Chen
et al. (2022) for the non-asymptotic setting restricted to having 3, = 0 and oo = 1/2.

By assumption, p,((—00,a] U [a,00)) > 0. When o > 3, if Assumptions 2 and 6
are satisfied, we know that for any k € [n], MO(EZ) = pa((—00, 30 — & U [3a + &, 00)) >
2pq([a,00)) > 0. When a = 1/2, for any k € [n], since (&z,)4p0 = N (0, Grr), we know that

where K1 =

I— 2
ol=h) = pull—oe. 2~ gL+ ) [ l; e s -
> ﬂpaqa,oonme‘w > 0.
Thus, defining
2pa([a,00)) , if a > %
fa= V2pa([a, 00)) it ) . ifa=1/2, (168)
it holds that minyp, ,uO(EL) > Ky > 0. Hence, if we choose a > 4K /(3(K )%) then Vt > 0,
min i (S) > (§(K2)$) = K> 0. (169)

This allows us to conclude that

_i[’ Amin(G) (K02)2d2
dt 2n

and hence £, < Loe ™ wind”t where r = (K,,)2K5/(2n).

KoLy (170)
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I.1 Proof of Lemma 25

We first prove a relevant lemma about the dynamics of A; and H.

Lemma 26 Vt > 0,

2

d
/ —Ai(a,h)| po(da,dh) < ﬁa L’t ,
RxC dt
and Vx € X,
d 2
[ |GHan @] wdedn) < -0
RxC

Proof Fort>0,a € R,h € C, define a function g;(-;a, h) on R? by, Vz € RY,

gi(z;a,h) = —%At(a, h) Zag' (H(a,h)(xg)) (fi(xr) — yp)o1(zTxy) .

k=1

On one hand, there is

G @) = [ o nn(Ta)odz)

and so V& € X, by the Cauchy-Schwarz inequality,

— Hi(a, h)(z)

IN

d
dt

IN

(1611 [ orGas 001 (02

On the other hand, we see that

/Rd l9:(2;a, h)[? p=(dz)
B /]Rdle‘At(a’ miFy <U2’ (Hi(a, h)(zy)) o2’ (He(a, h) (1))

k=1

(folan) — i) Ful) — yl>al(sz)al(szl)pz(dz))
= 2|At a,h)* Y 0o’ (Hi(a, h) (@) o2 (Hela, h)(@0) (fil@r) — ye) (fi(a)

k=1

45
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(173)

(174)

(175)
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and hence

—%ﬁt /RXC 3 E:: fe(®r) — yi) (fe(@) — yi)oz (He(a, h)(zk)) o2 (He(a, h)(x1)) po(da, dh)

+/ —A(a,hQ
[ e

k=1

(az' (Hia, h) () o2’ (Hy(a, h)())

- (Ful@r) — y) (s (@) — 90)Gapo(da, dh))

2

_ d
=8 1/ tht(a h)| po(da,dh) + / |l9:(2; a, h)|? pz(dz)uo(da, dh) .
RxC RxC JR4
(177)
Thus,
d 2 d
/ D ptah)| polda, dn) < — 8Lz, (178)
Rrxc |dt dt
d
[ ] oz a ) patdz)nolda, dn) < - 21 (179)
RxC JR? dt
and by (175), we know that V& € X,
d 2 2
e @) pofda.dn) <10 [ [ lazan)l o (@z)o(de, dn)
RxC Rd (180)
< - Hglloofﬁt :
|
Next, we will prove Lemma 25. Since Vk € [n], Vt > 0, there is
2L C(0) 7 (E) U{a € RheC: |Aa,h) — a] > €} (181)
U{a€eR,heC:|Ha,h)(xg)— h(xzk)| > &},
we know that
polEL) < e (Z) o ({a € Boh €€ | Ayfa,h) — a] > €)) )
+uo ({a € Ryh € C i |Hy(a, h)(xg) — h(xg)| > E£}) -
Meanwhile, we know that
/ |A¢(a, h) — a| po(da, dh) (a, h)|dspo(da, dh)
RxC RxC
1
t d 2 2
< / / —Ag(a,h)| po(da,dh) | ds (183)
0 RxC ds

(SIS

< (Ba)

t d %
/0 <_d3£ ) ds s
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and Vk € [n],

/Rxc\Ht(aa h)(xr) — h(zk)| po(da, dh) < /RXC /Ot
<[ (L.
< (1G]} /O (~se) as.

dspo(da,dh)

%Hs(m h)(21,)

=

2

2
wo(da, dh)> ds

<L H(a, 1) ()

(184)
Thus, by Markov’s inequality,
no({a €RhEC: [ Ayfa,h) —a] > €}) < 51/R 14u(a. ) io(da )
1 ) 1 (185)
(Ba)2 (" d >
<O [ (ae) e
and Vk € [n],
po ({a € R,h € C: |Hy(a, h)(xr) — hlxg)| > €}) < €71 e |H¢(a, h)(xg) — h(zg)| po(da, dh)
(911 [*(_d . \?
< [ (ae) -
(186)
Hence, Yk € [n],
D2+ (IG1)? [t d )2
(@0 > o)) - L= (A )y, (187)

2 1
Thus, defining 7; = min¢y,) MO(EL) w fo ( £ L,)? ds, we have minge ) pe(Eg) >
1. Therefore, via (165), we deduce that
_iﬁt > )‘min(Kaz)2&2
dt 2n

On the other hand, the definition of n; implies that

mLe . (188)

d (B +(IGl)? (_d .\
— 2= (Ba) +€(”g|| ) (_dtﬁt> . (189)
Combined together, they imply that
d (B)? +(IG)? [ d d .\
el () (42
% % . 272 _%
BCALE: é\gum) <_5t £t> (Am(;)ng) (190)
(B2 +Ugl)?) s g
< i ne) 2(Ly) 72 <_£t) .

f()‘min(G)) 2Kgy a0
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Therefore,

i72 ca o (BF+dglE) ety
at <3(77t>2> = ()2 gm > S(Amin(G))%Kagd (Li) 2 %ﬁt
(8% +(1911)¥ ) 2m)% 4 o
— g()\min(G))%Ko_Qd % (Q(Et)§> s
which implies that
2o = 2005 + 22 ()t + (191=x)E) ot ((e0® - (£0)?)
R EOmin () P o 192)
N ol GOkl oL L
= 3 ke O £ Omin(G)) 3K, 0 v
and hence
; = : =t %_9 2
min (1t (Zk) > e > (%’2}% 1o(Zy,)) a) : (193)
where we define
32 (87 + (160 ) 03 3((B)2 + (1]100)?) 1wl
C = (Lo)z = . (194)

£ min(G)) Ko, € (Amin(G)) 2K,

Appendix J. Proof of Lemma 13

We will prove an extension of Lemma 13 to the case of 8, > 0, where the only change is to
replace (55) by

1 t S 1
sup  [[Hi(a,h) = hlly < ﬁ(lglloo)%@/ (amax+ \/iﬁaM@/ (ﬁr)er> (Ls)2ds.
(a,h)€supp (ko) 0 0
(195)

Note that ||G||c < 0o by the assumptions on o7 and p, and the compactness of X.

We first consider (54). From the results in Bach (2017b) on the duality between integral
transforms and RKHS, it follows from (175) that

|4 Hy(a, )5, Z/Igt(z;a,h)\zpz(dz) . (196)
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Thus,

/ | Hu(a, h) — hl3guo(da, dh)
RxC

< /R C/tHjsHs(a,h)HHdsuo(da,dh)
/ /| ( [tz ety ,oz<dz>) po(da, dh)ds
< /0 < | [z e @=)p(da dh)) ds

and then (54) follows from (179).
To obtain an “L*°-type” bound for the second part of the lemma, we start from (176)
and see that

(197)

[ om0 Postdz) < o 1AW Y a2 (F @) = ) (@) — )G
z kl=1

()AL ||gnooi2§j V) )

IN

< (amaX,t)z(Laz) 1Gloo - 2£t )

where we Write amax,t = €SS SUD(q h)esupp(uo) At(a; h). Therefore, from (196) we derive that

t
| Hy(a,h) — bl < /0 |4 H,(a, h) — hllads

-/ t ([ itz h>|2pz<dz>)%ds (199)
< VLo, (I6l)? [ s (L) s

and hence it only remains to bound amax. From (20), we have that

‘tht a h) BaMUz Z‘ft wk yk|

< bt (jl > 5w) ~ )

- 5a(2£t>%M

2 (200)

Therefore, we have

\Au(a, ) —a] < /0 |4 A, (a, h)| ds

< V28N, / ‘(Lo)hds
0

from which apax, can be bounded and hence (195) is derived.

(201)
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Appendix K. Proof of Lemma 14

Using “sup,” as a shorthand for taking the supremum over all u € P(R x U) such that
Foat lollIalbass(da, dh) < , we have

— 1
Radg(F(U,c)) = —E; SUPZTk/ aos(h(xy))u(da, dh)
n = RxU
| ", a oa(h(a))
= —E, sup/ T — K B lwp(da, dh
DB S 2l il @l dR)
- n (202)
C a O'Q(h(a)k))
< —E; sup T — ————2>
n _aER,heu; “lal (17l
C n ~
< —
< nET _ sup ZTkUg(h(mk))“ ,
LIheBU;1) k=1

where for the last line, we use the 1-homogeneity of o, which implies that for any h € U \ {0},
h/||h|jzs belongs to B(U; 1) and satisfies V& € X, (h/||h|lu)(x) = h(x)/||h]u-

Moreover, the 1-homogeneity of o also implies that o2(0) = 0. Thus, since 0 € B(U; 1),
we have supj, /.1 > peq To2(h(zg)) = |supﬁ€B(u;1) > he1 o2 (h(w))| > 0. Therefore,

n

Rads(F(U,c)) = <E, | sup Zmaz(ﬁ(wk))]

heBU;1) =1
L, . 203
< JET [ sup ZTkh(wk)] (203)
" heB(U;1) =1

= LocRads(BU; 1)) ,
where for the second line, we use Lemma 27 with ®y(u) = oa(u), Vk € [n].

Lemma 27 (Ledoux-Talagrand contraction lemma) Suppose F is any function class
and for each k € [n], @y is an L-Lipschitz function. Then

1
E,

n

sup T (P o h) (g
DRCRE

< E [supZTkh wk] . (204)

heF

A proof can be found in Mohri et al. (2018), while a similar result appears in Ledoux and
Talagrand (1991).
Thus,

Rad, (F(U,c)) = Egopn |Rads(F(U,¢))| < LycEgpn |Radg(BU; 1))
= L,cRad, (B(U;1)) .

(205)
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Appendix L. Wasserstein-type metric with p € [1, c0)

For p € [1,00), we can define

-

me,u';u,w:( inf |ar|rh—h’nw(da,dmdh’))”, (206)
TET (pa1t')

in place of (57), and .
(gul,)a','u,base (f) = iﬂf Wp(,ua Hbase; C, /H) ) (207)

in place of (58). Then, for any ¢ > 0, we can use Fi/,5,4,...p,c t0 denote the space of all func-

tions f on X such that %ng C)r - (f) < ¢, and further define Fi/ . pup,ccp = Ues0F U0 pnce pic-

It is clear that for 1 < p < p’ < oo, there is ngj({pc)f ubase(f) < (gZ/([p(;),ufbase(f) for any function

I

Appendix M. Proof of Lemma 18

We will state and prove a more general version of Lemma 18 that is also applicable when
Ba > 0. First, we extend the definition of the norm ¢y 5 .. to include the case 8, > 0 as
follows. For a Banach space U, we define the following norm on R x U:

(@, W)ller = max{Cg,al, [|Aler} , (208)

where Cg, € [0,00] is a constant to be specified that depends on f3,. This norm induces a
metric on R X U: Vai,as € R and Yhi,ho € U,

dy((a1, h1), (a2, h2)) = [[(a1 — az, h1 — ha)|lu - (209)

Let U and V be two Banach spaces with norms || - [jz/ and | - ||y such that & C V. Let p, 1’ be
two probability measures on R x U, and let J (i, p’) denote the space of probability measures
on (R x V) x (R x V) with marginals equal to p and p/, respectively. For p € [1,00), we
define

WP(M,M,;U,V) = ( E}I(lf /)du((al,hl), (ag,hg))pﬂ(dal,dhl,dag,dh2)> s (210)
T Mo

and,
Weo (i, p';U, V) = inf ess sup du((a1, ), (a2, ha)) . (211)
we€J (p,u') m(da,dh,da’,dh’)
When 3, = 0, we set Cg, = oo. Thus, under the convention “0 - co = 07, we see that (210)
and (211) are equivalent to the definitions (206) and (57). We then also define €, and

‘szi)f,ubase through (58) and (207), as well as Fi/,6. 1 0c0.c A0 Fif 6y ace.poc 1D the same way as

before.
Under the generalized definitions, we state the following lemma, which extends Lemma 18:

sHbase

Lemma 28 Assume that o is Lo-Lipschitz and foc |a|ppase(da, dh) = a < co. If B, > 0,
we further assume that |o(u)| < My,, Yu € R. Then it holds that,

My

C
VnCg,

Rads(Fu,opperc) < Lo (a + Cc> Rads(BU; ¢)) +
Ba

(212)
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Proof Given any f € Fu o jyaee,c: et o denote its corresponding measure. Define the function

fbase IRXC aa(h(w)>ﬂbase(dau dh) on X. Since Woo(,ubasea M C7 H) <eg, dr € j(ﬂbase’ ,U,)
such that almost surely with respect to 7(day, dhy,das, dhs),

d((al,hl),(ag,hg) § C. (213)
We then see that
/ 0,0 (ha(@)) 1(da, dh)
RxC
- / a0 (he(@))r(da, dh, da,, dh,) (214)
RXxCxRxC

_ / (a+ @) (h(x) + h(@))7(da, dh, da, dF) |
RXCxRxC

where 7 is the push-forward of 7 under the map (a,h,a’,h’) — (a,h,a’ —a,h’ — h). Let
¢(da, dh; a, h) denote the Radon-Nikodym derivative of & with respect to ppase (or in other
words, the conditional probability measure of a and h with respect to a and h). Then,
(213) implies that ppase(da, dh)-almost surely, &(-, -; a, h) has probability mass 0 outside of
B(R x U;c). Thus,

=
&
[
T

/ (a+a)o(h(z) + h(x )¢ (da, dh; a, h) finase (da, dh)

xC JRxC (215)
_ / / (a+ a)o (h(@) + h(w))E(da, dh; a, h) pase(da, dh)
RxC JBRxUc)
and
f(w fbase )
= /RXC (/B(qu . a+ a)oy(h(x) + h(x))¢(da, dh;a, h) — aa(h(m)))ubase(da, dh) (216)

— / / (a + a)og(h(z) + h(x)) — aa(h(m)))g(da, dh; a, h) pipase (da, dh) .
RxC JB(RxU;c)
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Given S = {x1,...,x,} C &, the empirical Rademacher complexity of F o p,.0.c 1S

@S(f’r'{,ﬂ',#basev )

1
=K, sup Z T f(xk)
n fe}-,H”'“baseCk 1

n

:lET sup Z Tk (f(ilrk;) - fbase(xk)>

_‘f.e]:’H’a"'L‘base’C k=1

——E, |sup /RXC /M ;Tk((a + a)o(h(ag) + hlay)) — aa(h(a:k))>g(da,dh; a, h),u,base(da,dh)]

=—E, /R sup (/R ZTk (a+a) ( k) + B(mk)) - aa(h(:l:k)))f(dd, dh;a, h)) ubase(da,dh)]

xC £(-,3a,h)

n

g(fggh) /qu kzl Th ((a + a)o (h(zr) + IN"L(a:k)) - aa(h(wk)))ﬁ(d&, dh;a, h)] Ubase(da, dh)

n

~sup ZTk ((a + a)o (h(zr) + B(wk)) - aa(h(a:k))>] Hbase(da, dh) |
(a,h)eB(RxU;c) =1

(217)

where in lines 4 - 6, the supremum is taken over all & such that pipase(da, dh)-almost surely,
(-, ;a, h) has probability mass 0 outside of P(B(R x U;¢)). For any a € R and h € C, we
see that

%ET s S n <(a +a)o (h(ay) + hz)) — aa(h(mk)))]
(a,h)eB(RxU;c) =1
S%ET ”ils”up Z TkCL(U(h(.’Bk) + B(wk)) — U(h(wk))>]
usck=1

(218)

3

+ lET ! _sup Zrkd <a(h(wk) + h(zy)) — a(h(:z:k)))]
(a,h)EB(RXU;c) =1

3,_.

— [ sup zn:TkEw(h(wk))].

lal<c/Cgq —1
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We bound the three terms on the right-hand side separately. For the first term,

%ET llslup ZTka(U(h($k) + h(zk)) — U(h(flfk)))]
uscg=1

SMET[ sup

L hll<e

f: i (o (h(@y) + b)) — o (h(xy)) ) ' ]

k=1

n

<l (ET [ sup zn:ﬂf(U(h(ka) +h(y)) ~ U(h(fck)))]

Al <c =1
o IIBSIIup Z(_Tk)<a(h($’f) + h(xy)) — U(h(mk)))] > (219)
u<cp=1
§2|§ET il >~ (o (hewn) +hiew) _U(h(wk))>]
UsC =1
SLa\a\ET[ sup Zn:mﬁ(mk)]
m Lbllu<e k=

—L,|a/Rads(B(U; c)) ,

where the second inequality uses the fact that B(U;c) contains the zero function for any
¢ > 0, which implies that for any 7, SUD| 7,1, <c > b1 Tk (a(h(:z:k) + ﬁ(:ck)) — a(h(azk))> >
S opeq 7k (0(h(xk) + 0) — o(h(xk))) = 0; the third inequality uses the symmetry of the
Rademacher distribution; and the fourth inequality uses Lemma 27, with each ®(u) defined
to be o (h(zi) + u) — o (h(xy)).

For the second term,

n

%IET ~swp Zrkd<a(h(mk) + () —a(h(a:k)))]
(a,h)eB(RxU;c) k=1

1 n 3
<-E. su su mralo(h(x h(xg)) —o(h(x

n |a\§c/%ﬁa ||f1||f)<c,fzz1 ¢ ( (h(@y) + hi@k)) = o (A k’)))]
< E. | su o o(h(zy) + h(zy)) — o (h(zk) u

Coom :?LMPSc ; k< ' ' (e )) (220)
§C2Cn]ET sup ZTk (J(h(xk) + ﬁ(mk)) - J(h(mk)))]

Ba :HhHMSCkzl

< Lot E; | su . mh(x )]
~Cpam _ﬁupgc; e

LyC —
<="“Radg(B(U;c))
Cs

a

where the third and fourth inequalities again use the fact that B(U;c) contains the zero
function for any ¢ > 0 and Lemma 27, respectively.
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For the third term,

1ET[ sup iﬂcfw(h(a:k))] =

e

n jal<e/Ca, i3 ”Cﬁa
9T\ (221)
M,c
<
- nCﬁa =Vn nCg,
Therefore, from (218) we deduce that
1 - ~ Msc
—E, sup e(a + a)o (h(zk) + h(mk))] (L laf + ) Rads(B(U; c))+—=
n [(:ioezs(ﬂexu;c); Cba VnCs,
(222)
Hence,
— Msc
Rads(Fr,opppee,c) < / <L a + > Radg(B(U;c)) + 9 Ubase(da, dh)
( Hb, ) RxC ’ ‘ C ; ( ( )) \/ﬁcﬂa (223)
c — Msc
<L, |(a+ —=— ) Radg(BU; .
<t (o4 g ) Wasteeso) +
In particular, when 3, = 0, the results above reduce to Lemma 18 and Corollary 19 (and
does not require o to be bounded). |

Appendix N. Additional Experiment Results
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Figure 7: Comparisons between P-3L NNs and their corresponding n-dimensional shallow
NNs on Task I. The plots are defined in the same way as in Figure 4.
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Figure 8: Comparisons between P-3L NNs and their corresponding n-dimensional shallow
NNs on Task II with o9 as tanh. The plots are defined in the same way as in Figure 4.
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Figure 9: Comparisons between P-3L NNs and their corresponding n-dimensional shallow
NNs on Task II with o9 as ReLU. The plots are defined in the same way as in Figure 4.
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Figure 10: Comparison between P-3L (v = 1) with various m and dim-n 2L (0-init) in
terms of pre-activation values of second-hidden-layer neurons during early training. At initial
time, as m increases in P-3L (a = 1), the neurons’ pre-activation values shrink in their
magnitude and converge to the zero due to the LLN. But because they are not exactly zero,
gradients can be back-propagated through the ReLLU activation and weights are able to evolve
during training. In contrast, those in dim-n 2L (0-init) are exactly zero at initialization
and therefore at all times as well due to ReLU being not differentiable at zero.
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Figure 11: Comparison between P-3L and 3-L NN with o = 1/2 versus under the Xavier
scaling on Task II with ReLU as o5.
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Figure 12: Direct comparison between two regimes for parameterizing the P-3L model:
a = 1/2 vs the standard parameterization with Xavier-initialized parameters on Task II with
ReLU as 09. We plot the pre-activation values of the second-hidden-layer neurons in the
P-3L NN before and after training.
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