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MAXIMUM LIKELIHOOD ESTIMATION IS ALL YOU
NEED FOR WELL-SPECIFIED COVARIATE SHIFT

Jiawei Ge*'  Shange Tang ¥  Jianqing Fan'  Cong Ma‘  Chi Jin®

ABSTRACT

A key challenge of modern machine learning systems is to achieve Out-of-
Distribution (OOD) generalization—generalizing to target data whose distribu-
tion differs from that of source data. Despite its significant importance, the fun-
damental question of “what are the most effective algorithms for OOD general-
ization” remains open even under the standard setting of covariate shift. This
paper addresses this fundamental question by proving that, surprisingly, classical
Maximum Likelihood Estimation (MLE) purely using source data (without any
modification) achieves the minimax optimality for covariate shift under the well-
specified setting. That is, no algorithm performs better than MLE in this setting
(up to a constant factor), justifying MLE is all you need. Our result holds for a
very rich class of parametric models, and does not require any boundedness con-
dition on the density ratio. We illustrate the wide applicability of our framework
by instantiating it to three concrete examples—Ilinear regression, logistic regres-
sion, and phase retrieval. This paper further complement the study by proving
that, under the misspecified setting, MLE is no longer the optimal choice, whereas
Maximum Weighted Likelihood Estimator (MWLE) emerges as minimax optimal
in certain scenarios.

1 INTRODUCTION

Distribution shift, where the distribution of test data (target data) significantly differs from the dis-
tribution of training data (source data), is commonly encountered in practical machine learning
scenarios (Zou et al., 2018; Ramponi & Plank, 2020; Guan & Liu, 2021). A central challenge of
modern machine learning is to achieve Out-of-Distribution (OOD) generalization, where learned
models maintain good performance in the target domain despite the presence of distribution shifts.
To address this challenge, a variety of algorithms and techniques have been proposed, including
vanilla empirical risk minimization (ERM) (Vapnik, 1999; Gulrajani & Lopez-Paz, 2020), impor-
tance weighting (Shimodaira, 2000; Huang et al., 2006; Cortes et al., 2010b; Cortes & Mohri, 2014),
learning invariant representations (Ganin et al., 2016; Arjovsky et al., 2019; Wu et al., 2019; Rosen-
feld et al., 2020), distributionally robust optimization (DRO) (Sagawa et al., 2019), etc. See the
recent survey (Shen et al., 2021) for more details. These results claim the effectiveness of the corre-
sponding proposed algorithms in different regimes. This leads to a natural fundamental question:

What are the most effective algorithms for OOD generalization?

This paper consider a widely-studied formulation of OOD-generalization—covariate shift. Under
covariate shift, the marginal distributions of the input covariates X vary between the source and
target domains, while the conditional distribution of output given covariates Y | X remains the
same across domains. We consider learning a model from a known parametric model class under
well-specified setting, where well-specification refers to the problems where the true conditional
distribution of Y | X lies in the given parametric model class. We argue that well-specified setting
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becomes increasingly more relevant in modern learning applications, because these applications typ-
ically use large-scale models with an enormous number of parameters, which are highly expressive
and thus make the settings “approximately” well-specified.

Unfortunately, even under the basic setup of well-specified covariate shift, the aforementioned high-
lighted problem remains elusive — while the seminar work Shimodaira (2000) provides the first
asymptotic guarantees for classical Maximum Likelihood Estimation (MLE) algorithm under this
setup, and proves its optimality among a specific class of weighted likelihood estimators, his results
leave two critical questions open: (1) Does MLE remain effective in the practical non-asymptotic
scenario when the number of data is limited? (2) Do there exist smart algorithms beyond the class of
weighted likelihood estimators that outperform MLE? This paper precisely addresses both critical
questions and thus resolving the highlighted problem under well-specified covariate shift.

Our contributions. Concretely, this paper makes following contributions:

1. We prove that, for a large set of well-specified covariate shift problems, the classical Maximum
Likelihood Estimation (MLE) — which is computed purely based on source data without using
any target data — finds the optimal predictor on the target domain with prediction loss decreases
as O(Tr(ZrZg")/n). Here Tr(-) standards for trace, Zg,Zy are the fisher information under
source and target data distribution respectively, and n is the number of source data. Our result
does not require any boundedness condition on the density ratio, and is, to our best knowledge,
the first general, non-asymptotic, sharp result for MLE on a rich class of covariate shift problems.

2. We provide the first minimax lower bound under well-specified covariate shift for any algorithm,
matching the error rate of MLE. This implies that MLE is minimax optimal, and no algorithm is
better than MLE in this setting (up to a constant factor), justifying “MLE is all you need”.

3. We instantiate our generic results by considering three representative examples with distinct prob-
lem structures: linear regression, logistic regression and phase retrieval. We verify preconditions,
compute key quantities, and directly give covariate shift guarantees for these applications.

4. We further complement the study of this paper by considering the mis-specfied setting where
MLE ceases to work. We establish the first general, non-asymptotic upper bound for the Maxi-
mum Weighted Likelihood Estimator (MWLE) provided bounded likelihood ratio. We prove that
MWLE is minimax optimal under certain worst-case mis-specification.

MLE versus MWLE. This paper shows that importance weighting should not always be the go-to
algorithm for covariate shift problems. Despite MWLE works under more general mis-specified
setting given bounded density ratio, in the well-specified regime, MLE does not require bounded
density ratio, and is provably more efficient than MWLE in terms of sample complexity. MLE is all
you need for well-specified covariate shift problem.

1.1 RELATED WORK

Parametric covariate shift. The statistical study of covariate shift under parametric models can
be dated back to Shimodaira (2000), which established the asymptotic normality of MWLE and
pointed out that vanilla MLE is asymptotically optimal among all the weighted likelihood estimators
when the model is well-specified. However, no finite sample guarantees were provided, and the
optimality of MLE is only proved within the restricted class of weighted likelihood estimators. In
contrast, this paper establishes non-asymptotic results and proves the optimality of MLE among
all possible estimators under well-specified models. Cortes et al. (2010a) studied the importance
weighting under the statistical learning framework and gave a non-asymptotic upper bound for the
generalization error of the weighted estimator. However, their rate scales as O(1/4/n) compared
to our rate O(1/n), where n is the sample size. A recent line of work also provide non-asymptotic
analyses for covariate shift under well-specified setting, however they focus on linear regression
or a few specific models which are more restrictive than our setting: Mousavi Kalan et al. (2020)
introduces a statistical minimax framework and provides lower bounds for OOD generalization in
the context of linear and one-hidden layer neural network regression models. When applied to
covariate shift, their lower bounds are loose and no longer minimax optimal. Lei et al. (2021)
considers the minimax optimal estimator for linear regression under fixed design, the estimator they
proposed is not MLE and is much more complicated in certain regimes. Finally, Zhang et al. (2022)
considers covariate shift in linear regression where the learner can have access to a small number of
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target labels, this is beyond the scope of this paper, where we focus on the classical covariate shift
setup in which target labels are not known.

Nonparametric covariate shift. Another line of work focuses on well-specified nonparametric
models under covariate shift. Kpotufe & Martinet (2018) presented minimax results for nonpara-
metric classification problem, which was controlled by a transfer-exponent that measures the dis-
crepancy between source and target. Hanneke & Kpotufe (2019) delves deeper into the advantages
of unlabeled target data and demonstrates that typical importance sampling methods do not offer
any improvements over the minimax rate already achieved by ERM. Inspired by the aforementioned
work, Pathak et al. (2022) studied nonparametric regression problem over the class of Holder contin-
uous functions with a more fine-grained similarity measure. When considering reproducing kernel
Hilbert space (RKHS), Ma et al. (2023) showed kernel ridge regression (KRR) estimator with a
properly chosen penalty is minimax optimal for a large family of RKHS when the likelihood ratio
is uniformly bounded, and a reweighted KRR using truncated likelihood ratios is minimax opti-
mal when the likelihood ratio has a finite second moment. Later, Wang (2023) proposed a learning
strategy based on pseudo-labels. When the likelihood ratio is bounded, their estimator enjoyed the
optimality guarantees without prior knowledge about the amount of covariate shift. Although these
works focused on covariate shift problems, they considered nonparametric setting, and hence are
not directly comparable to our work. As an example, Ma et al. (2023) showed that MLE (empiri-
cal risk minimization in their language) is provably suboptimal for addressing covariate shift under
nonparametric RKHS assumptions. In contrast, we show that MLE is optimal for covariate shift for
a well-specified parametric model. We also highlight that our lower bound is instance dependent
in the sense that it depends on the source and target distributions. This is in contrast to prior work
(e.g. Ma et al. (2023); Kpotufe & Martinet (2018); Hanneke & Kpotufe (2019)) that consider the
worst-case scenario over certain classes of source-target pairs (e.g., bounded density ratios).

Maximum likelihood estimation. A crucial part of this work is analyzing MLE, which is a domi-
nant approach in statistical inference. There exists a variety of work studying the behavior of MLE
under the standard no-distribution-shift setting. It is well known that MLE is asymptotically normal
(Casella & Berger, 2021) with the inverse of Fisher information as the asymptotic variance. Cramér
(1946); Rao (1992) established the famous Cramer-Rao bound for unbiased estimators, which also
showed that no consistent estimator has lower asymptotic mean squared error than the MLE. White
(1982) gave the asymptotic distribution of MLE under the mis-specified setting. More recently,
non-asymptotic behaviours of MLE are studied under certain models. Bach (2010); Ostrovskii &
Bach (2021) established the non-asymptotic error bound for MLE in logistic regression using self-
concordance. This line of work does not consider covariate shift, which is an indispensable part of
this paper.

Importance reweighting algorithms. Lastly, importance reweighting (or importance sampling)
is a classical method to use independent samples from a proposal distribution to approximate ex-
pectations w.r.t. a target measure (Agapiou et al., 2017). Chatterjee & Diaconis (2018) studied the
sample size (depending on the KL divergence between two distributions) required for importance
sampling to approximate a single function. Sanz-Alonso (2018) extended analysis to the case with
general f-divergences. Zhai et al. (2022) studied overparametrized linear models and showed that
Generalized Reweighting (GRW) algorithms, upon achieving zero training error, yield the same
results as ERM, thus offering no advantage over it. In addition to correcting covariate shift, impor-
tance reweighting has been central in offline reinforcement learning. For instance, Ma et al. (2022)
showed a truncated version of importance reweighting is minimax optimal for estimation the value
of a target policy using data from a behavior policy. For learning the optimal policy from the be-
havior data, Swaminathan & Joachims (2015) presented upper bounds of an importance-reweighted
estimator. This spurs a long line of work of using importance weighting in offline RL. See the recent
work Gabbianelli et al. (2023) and the references therein.

2 BACKGROUND AND PROBLEM FORMULATION

In this section, we provide background on the problem of learning under covariate shift. We also
review two widely adopted estimators: maximum likelihood estimator and maximum weighted like-
lihood estimator.
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Notations. Throughout the paper, we use c to denote universal constants, which may vary from line
to line.

2.1 COVARIATE SHIFT AND EXCESS RISK

Let X € X be the covariates and Y € ) be the response variable that we aim to predict. In a general
out-of-distribution (OOD) generalization problem, we have two domains of interest, namely a source
domain S and a target domain 7". Each domain is associated with a data generating distribution over
(X,Y): Ps(X,Y) for the source domain and Py (X, Y") for the target domain. Given n i.i.d. labeled
samples {(z;,y;)}7-, ~ Ps(X,Y) from the source domain, the goal of OOD generalization is to
learn a prediction rule X — Y that performs well in the target domain. In this paper, we focus on
the covariate shift version of the OOD generalization problem, in which the marginal distributions
Ps(X) and Py (X) of the covariates could differ between the source and target domains, while the
conditional distribution Y | X is assumed to be the same on both domains.

More precisely, we adopt the notion of excess risk to measure of the performance of an estimator
under covariate shift. Let 7 := {f(y|z;8) | 8 € R?} be a parameterized function class to
model the conditional density function p(y | z) of Y | X. A typical loss function is defined using the
negative log-likelihood function £(z,y, 8) := —log f(y | z; B). The excess risk at 3 is then defined
as

R(ﬂ) = IE’T [3(1’7%6)] _lnfﬁET [Z(x7y76)]7 (])
where the expectation E is taken over Py (X, Y"). When the model is well-specified, i.e., when the
true density p(y | z) = f(y|z; 8*) for some 8*, we have infz Ep[l(x,y, 8)] = Er[l(z, y, 5*)]. As
a result, we evaluate the loss at 3 against the loss at the true parameter 8*. In contrast, in the case of

mis-specification, i.e., when p(y | z) ¢ F, the loss at § is compared against the loss of the best fit in
the model class.

2.2  MAXIMUM LIKELIHOOD ESTIMATION AND ITS WEIGHTED VERSION

In the no-covariate-shift case, maximum likelihood estimation (MLE) is arguably the most popular
approach. Let

0n(B) := £ 30 Ui, i, B) 2)

be the empirical negative log-likelihood using the samples {(z;,v;)}? ; from the source domain.
The vanilla MLE is defined as Sy := arg mingcgaly,(53).

One potential “criticism” against MLE in the covariate shift setting is that the empirical nega-
tive log-likelihood is not a faithful estimate of the out-of-distribution generalization performance,
ie., Er[l(x,y,B)]. In light of this, a weighted version of MLE is proposed. Let w(z) :=
dPp(z)/dPg(x) be the density ratio function and

0o(B) = L0 w(@)l(wi, i, B). 3)

be the weighed loss. Then the maximum weighted likelihood estimator is defined as SywLe =
arg mingcgafy; (3). Itis easy to see that the weighted loss is an unbiased estimate of Er [((z, y, B)].

To ease presentations later, we would also recall the classical notion of Fisher information—an im-
portant quantity to measure the difficulty of parameter estimation. The Fisher information evaluated
at 8 on source and target is defined as

IS(ﬁ) = ExN]P’s(X),y |z~ f(y | z;8) [Vzé(m7 Y, 6)] ) IT(ﬂ) = ExN]P’T(X),y |z~ f(y|x;B) [V2€(1', Y, 6)] .

Here, the gradient and Hessian are taken with respect to the parameter (.

3  WELL-SPECIFIED PARAMETRIC MODEL UNDER COVARIATE SHIFT

In this section, we focus on covariate shift with a well-specified model, that is, the true conditional
distribution falls in our parametric function class. This setting aligns with the practice, since in
modern machine learning we often deploy large models whose representation ability are so strong
that every possible true data distribution almost falls in the function class. We assume there exists
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some B* such that p(y | ) = f(y|z; 5*), and denote the excess risk evaluated at /3 under true model
parameter 5* as Rg-(06), i.e.,

RB* (5) =E z~Pr(X) [g(xa yvﬁ)] —E z~Pr(X) V(%y, 5*)] . 4)
yle~f(ylz;8*) yle~f(ylz;8)

While the objective of MLE is not an unbiased estimate of the risk under the target domain, we will
show in this section that MLE is in fact optimal for addressing covariate shift under well-specified
models.

More specifically, in Section 3.1, we provide the performance upper bound for MLE under generic
assumptions on the parametric model. Then in Section 3.2, we characterize the performance limit
of any estimator in the presence of covariate shift. As we will see, MLE is minimax optimal as it
matches the performance limit.

3.1 UPPER BOUND FOR MLE

In this subsection, we establish a non-asymptotic upper bound for MLE under generic assumptions
on the model class.

Assumption A. We make the following assumptions on the model class F:

A.1 There exist By, By, N(§), and absolute constants c,~y such that for any fixed matrix A € R3*4,
any 0 € (0,1), and any n > N (), with probability at least 1 — 0:

Vlog § By || Al log 4
4T3~ EIT (3D, < e[ o 4 Byalaiog” (21212) 252

log ¢
|V26u(8) ~ EIV2eu(8)]]|, < Bay| —=2, ©)

where V = n - E||A(VL,(B8%) — E[VL,(8%)))||3 is the variance.

A.2 There exists some constant By > 0 such that |V30(z,y, 8)||2 < Bs forallx € Xs U Xp,y €
Y, B € RY, where Xg (resp. Xr) is the support of Ps(X) (resp. Pr(X)).

A.3 The empirical loss {,,(-) defined in (2) has a unique local minimum in R?, which is also the
global minimum.

Several remarks on Assumption A are in order. Assumption A.l is a general version of Bernstein
inequality (when v = 0 it reduces to classical Bernstein inequality), which gives concentration
on gradient and Hessian. This assumption is naturally satisfied when the gradient and Hessian are
bounded (see Proposition D.2 for details). Assumption A.2 requires the third order derivative of log-
likelihood to be bounded, which is easy to satisfy (e.g., linear regression satisfies this assumption
with B3 = 0). Assumption A.3 ensures the MLE is unique, which is standard in the study of the
behaviour of MLE. We can see that it naturally applies to traditional convex losses. It is worth noting
that our general theorem can also be applied under a relaxed version of Assumption A.3, which will
be shown in Theorem 4.5. In Section 4, we will see that Assumption A is mild and easily satisfied
for a wide range of models.

Now we are ready to present the performance upper bound for MLE under covariate shift.

Theorem 3.1. Suppose that the model class F satisfies Assumption A. Let Iy := Ir(f*) and

Is := Zs(B*). Forany § € (0,1), if n > cmax{N*log(d/d), N(d)}, then with probability at

least 1 — 20, we have Rg«(Pmie) < Cm for an absolute constant c. Here N* :=
1 1

Poly(d, By, B, By, | T |2, |77 Z5 ' T 15 1)-

n

For an exact characterization of the threshold N*, one can refer to Theorem A.1 in the appendix.

Theorem 3.1 gives a non-asymptotic upper bound for the excess risk of MLE: when the sample size
exceeds a certain threshold of max{N*log(d/d), N(d)}, MLE achieves an instance dependent risk
bound Tr(ZrZg Y /n. Tt is worth noting that our analysis does not require boundedness on the den-
sity ratios between the target and source distributions (as have been assumed in prior art (Ma et al.,
2023)), which yields broader applicability. In Section 4, we will instantiate our generic analysis on
three different examples: linear regression, logistric regression and phase retrieval.
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3.2 MINIMAX LOWER BOUND

In the previous section, we have established the upper bound for the vanilla MLE. Now we turn to
the complementary question regarding the fundamental limit of covariate shift under well-specified
models. To establish the lower bound, we will need the following Assumption B that is a slight vari-
ant of Assumption A. Different from the upper bound, the lower bound is algorithm independent and
involve a model class rather than a fixed ground truth. Hence, Assumption B focuses on population
properties of our model as opposed to Assumption A, which is on the sample level.

Assumption B. Let 5y € R? and B > 0. We make the following assumptions on the model class F:

B.1 Assumption A.2 holds.
B.2 There exist some constants Lg, Lt > 0 such that for any 1, B2 € Bg, (B):

|1 Zs(B1) — Zs(B2)l|2 < Ls||B1 — B2ll2s | Zr(B1) — Zr(B2)|l2 < Lr||f1 — B2l|2-

B.3 For any 3* € Bg,(B), the excess risk Rg«(83) defined in (4) is convex in 3 € R%.
B.4 We assume Ls(3) and Ly () are positive definite for all 3 € Bg, (B).

Assumption B.2 essentially requires the Fisher information will not vary drastically in a small neigh-
bourhood of Gy. This assumption is easy to hold when the fisher information has certain smoothness
(e.g., in linear regression, the fisher information does not change when /3 varies). Since Assumption
B is a slight variant of Assumption A, both assumptions are often satisfied simultaneously for a wide
range of models, as we will show in Section 4.

Theorem 3.2. Suppose the model class F satisfies Assumption B. As long as n > Ny, we have

. _ -1 1
inf sup T (Zr(BYI5' (8) B sirac) [ Re(B)] 2
B B*eBg,(B) yilzinf(ylaiB%) "

where Ny := Poly(d, B~", B3, Ls, L, | Zs(B0)ll2, |Zr (Bo)ll2, | Zs (Bo) " |2; 1 Zr (Bo) ~*{l2)-
For an exact characterization of the threshold /Ny, one can refer to Theorem A.4 in the appendix.

Comparing Theorem 3.1 and 3.2, we can see that, under! Assumptions A and B, then for large
enough sample size n, Tr (Zr(8*)Z5 "' (8*)) /n exactly characterizes the fundamental hardness of
covariate shift under well-specified parametric models. It also reveals that vanilla MLE is minimax
optimal under this scenario. To gain some intuitions, Zg ! captures the variance of the parameter
estimation, and Z7 measures how the excess risk on the target depends on the estimation accuracy of
the parameter. Therefore what really affects the excess risk (on target) is the accuracy of estimating
the parameter, and vanilla MLE is naturally the most efficient choice.

4  APPLICATIONS

In this section, we illustrate the broad applicability of our framework by delving into three distinct
statistical models, namely linear regression, logistic regression and phase retrieval. For each model,
we will demonstrate the validity of the assumptions, and give the explicit non-asymptotic upper
bound on the vanilla MLE obtained by our framework as well as the threshold of sample size needed
to obtain the upper bound.

4.1 LINEAR REGRESSION

In linear regression, we have Y = X7 3* + ¢, where ¢ ~ N(0,1) and ¢ 1L X. The corresponding
negative log-likelihood function (i.e. the loss function) is given by ¢(z,y, 8) := 3(y — z78)%. We
assume X ~ N(0, I;) on the source domain and X ~ N'(«, 0%1;) on the target domain.
Proposition 4.1. The aforementioned linear regression model satisfies Assumption A and B with
v=1, N(0) = dlog(1/)), By = eVd, By = ¢v/d, Bs = 0and Lg = L = 0. Moreover, we have
Tr(ZrZg') = ||al? + o2d.

"It is worthy to point out that, it is not hard for Assumptions A and B to be satisfied simultaneously. These
assumptions will hold naturally when the domain is bounded and the log-likelihood is of certain convexity and
smoothness, as we will show in the next section by several concrete examples.



Published as a conference paper at ICLR 2024

By Theorem 3.1 and Theorem 3.2, since Assumption A and B are satisfied, we immediately demon-
strate the optimality of MLE under linear regression. The following theorem gives the explicit form
of excess risk bound by applying Theorem 3.1:

Theorem 4.2. Foranyd € (0,1), ifn > O(N log g), then with probability at least 1 — 20, we have
al|2+0? og ¢ 2 2 2

Rg+(BumLe) < C%, where N :== d (1 + W%Qj) .

Remark (Excess risk). Regarding the upper bound of the excess risk, we categorize it into two

scenarios: large shift and small shift. In the small shift scenarios (i.e., ||||3 < o2d), the result is the

same as that in scenarios without any mean shift, with a rate of o2d /m. On the other hand, in the

large shift scenarios (i.e., [|a||3 > 02d), the upper bound of the excess risk increases with the mean

shift at a rate of ||a||3/n.

Remark (Threshold N). For a minor mean shift, specifically when |||l = co for a given constant

¢, the threshold is N = d. This aligns with the results from linear regression without any covariate

shift. On the other hand, as the mean shift increases (i.e., |a|s = od” for some 0 < k < 1 /2), the

threshold becomes N = d***+1  increasing with the growth of k. In scenarios where the mean shift

significantly surpasses the scaling shift, denoted as o > 0v/d, the threshold reaches N = d°.

4.2 LOGISTIC REGRESSION

In the logistic regression, the response variable Y € {0,1} obeys P(Y = 1|X = z) =
1/(1+¢e*"8), P(Y =0|X =2) = 1/(1+ e #"). The corresponding negative log-likelihood
function (i.e. the loss function) is given by #(x,y, 3) := log(1 + exTﬁ) — y(2T B). We assume
X ~ Uniform(S8¢=*(v/d)) on the source domain and X ~ Uniform(S?~1(1/d)) + v on the target
domain, where S4~1(V/d) := {z € R? | ||z|o = V/d}. In the following, we will give the upper
bound of the excess risk for MLE when v = 737, where 37 represents a vector perpendicular to 3*
(i.e., 85T 3*=0). Without loss of generality, we assume ||3*||2 = || 8% ||l2 = 1.

Proposition 4.3. The aforementioned logistic regression model satisfies Assumption A and B with
v =0, N6) =0 B, =cVd By = cd, By = (Vd+7)% Lg = d“® and Ly = (V/d +7)>.
Moreover, we have Tr(ZrZg') < d + 2.

By Theorem 3.1 and Theorem 3.2, since Assumption A and B are satisfied, we immediately demon-
strate the optimality of MLE under logistic regression. The following theorem gives the explicit
form of excess risk bound by applying Theorem 3.1:

Theorem 4.4. Foranyd € (0,1), if n > O(N log %), then with probability at least 1 — 25, we have
2
Ra«(BuLe) < cw, where N := d*(1 + r®).

Remark (Excess risk). The bound on the excess risk incorporates a r term, which is a measurement
of the mean shift. This is due to the fact that the MLE does not utilize the information that v 3* = 0.
Therefore, v” BuLe is not necessarily zero, which will lead to an additional bias. Similar to linear
regression, we can categorize the upper bound of the excess risk into two scenarios: large shift
(r > v/d) and small shift (r < v/d).

Remark (Threshold N). We admit that the /N here may not be tight, as we lean on a general frame-
work designed for a variety of models rather than a specific one.

4.3 PHASE RETRIEVAL

As we have mentioned, our generic framework can also be applied to the scenarios where some of
the assumptions are relaxed. In this subsection, we will further illustrate this point by delving into
the phase retrieval model. In the phase retrieval, the response variable Y = (X7 3*)2 + ¢, where
e ~N(0,1) and e 1L X. We assume Pg(X) and Pr(X) follow the same distribution as that in
the logistic regression model (i.e., Section 4.2). Note that both the phase retrieval model and the
logistic regression model belong to generalized linear model (GLM), thus they are expected to have

similar properties. However, given the loss function ¢(z,y, 3) == 1 (y — (xTﬁ)Q)Q, it is obvious

that Assumption A.3 is not satisfied, since if 5 is a global minimum of ¢,,, —f3 is also a global
minimum. The following theorem shows that we can still obtain results similar to logistic regression

though Assumption A.3 fails to hold.
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Theorem 4.5. Foranyd € (0,1), ifn > O(N log %), then with probability at least 1 — 25, we have
Rg+ (Buie) < 0%, where N := d®(1 4 r®).

5 MIS-SPECIFIED PARAMETRIC MODEL UNDER COVARIATE SHIFT

In the case of model mis-specification, we still employ a parameterized function class F :=
{f(y|z;B)| B € R4} to model the conditional density function of Y | X. However, the true density
p(y | «) might not be in F. As we previously showed, under a well-specified parametric model, the
vanilla MLE is minimax optimal up to constants. However, when the model is mis-specified, the
classical MLE may not necessarily provide a good estimator.

Proposition 5.1. There exist certain mis-specified scenarios such that classical MLE is not consis-
tent, whereas MWLE is.

Proposition 5.1 illustrates the necessity of adaptation under model mis-specification since the clas-
sical MLE asymptotically gives the wrong estimator. In this section, we study the non-asymptotic
property of MWLE. Let M be the model class of the ground truth Y | X, and M € M be the ground
truth model for Y | X.

We denote the optimal fit on target as *(M) := argmingE, p,(x)[¢(,y, B)]. The excess risk

ylz~M
evaluated at 3 is then given by Ras(8) = Eunpr(x) [, Y, B)] — Evnrr(x) [z, y, B (M))] .
yle~M yle~M

5.1 UPPER BOUND FOR MWLE

In this subsection, we establish the non-asymptotic upper bound for MWLE, as an analog to Theo-
rem 3.1. We make the following assumption which is a modification of Assumption A.

Assumption C. We assume the function class F satisfies the follows:

C.1 There exists some constant W > 1 such that the density ratio w(x) < W for all x € Xs U Xr.
C.2 There exist By, By and N (§), and absolute constants c,~ such that for any fixed matrix A €
R?¥4 any § € (0,1), and any n > N(6), with probability at least 1 — §:

Vlog 4 W B || A2\ log ¢
IIA(Wi:’(ﬂ*(M))—E[Vfti’(ﬂ*(M))])llgSC\/?+W31||A”210@( 1}/”2> oié’

og
|92 (5" (M) ~ B0 5* (M), < W B |25,

where V.= n - E||A(VE¥(B8*(M)) — E[VL¥(8*(M))])||3 is the variance.

C.3 Assumption A.2 holds.

C.4 There exists N'(0) such that for any § € (0,1) and any n > N'(8), with probability at least
1 — 6, the empirical loss 0 () defined in (3) has a unique local minimum in R%, which is also
the global minimum.

Assumption C.1 is a density ratio upper bound (not required for analyzing MLE), which is essential
for the analysis of MWLE. Assumption C.2 is an analog of Assumption A.l, in the sense that
the empirical loss ¢, is replaced by its weighted version /Y. Assumption C.4 is a weaker version
of Assumption A.3 in the sense that it only requires /.’ has a unique local minimum with high
probability. This is due to the nature of reweighting: when applying MWLE, w(z;) can sometimes
be zero, which lead to the degeneration of ;¥ (with a small probability). Therefore we only require
the uniqueness of local minimum holds with high probability.

To state our non-asymptotic upper bound for MWLE, we define the following “weighted version”
of Fisher information:

Gw(M) = E:L’N]P’S(X) [w(x)Qvg(Ivwa*(M))vg(xayaﬁ*(M))T] 5

ylz~M
Hy,(M) = ExN‘]pS(X) [w(z)V(z,y, B*(M))] = E@.NIPT(X) [VZU(z,y, B*(M))] .
yle~M yle~M
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Theorem 5.2. Suppose the function class F satisfies Assumption C. Let G, :== G.,(M) and H,, :=
H,(M). Forany § € (0,1), if n > cmax{N*log(d/d), N(8), N'(8)}, then with probability at
r(Gw ~1) og 4
least 1 — 35, we have Ry (Buwie) < CM for an absolute constant c. Here N* :=

Poly(W, By, By, B, ||[H, Y2, Tr(GWwH,2), Tr(GwH,?)™h).

For an exact characterization of the threshold N*, one can refer to Theorem C.1 in the appendix.

Compared with Theorem 3.1, Theorem 5.2 does not require well-specification of the model, demon-
strating the wide applicability of MWLE. The excess risk upper bound can be explained as fol-
lows: note that Tr(G., H,,') can be expanded as Tr(H, H,'G,H,'). As shown by Shimodaira
(2000), the term /n(BuwLe — 8*) converges asymptotically to a normal distribution, denoted as
N(0,H,'G\wH,'). Thus, the component H, 'G,, H,,! characterizes the variance of the estimator,
corresponding to the I;l term in Theorem 3.1. Additionally, the excess risk’s dependence on the
parameter estimation is captured by H,, as a counterpart of Z in Theorem 3.1.

However, to establish Theorem 5.2, it is necessary to assume the bounded density ratio, which
does not appear in Theorem 3.1. Moreover, when the model is well-specified, by Cauchy-Schwarz
ineqaulity, we have Tr(G.,, H, ') > Tr(ZrZg"), which implies the upper bound for MWLE is larger
than the vanilla MLE. This observation aligns with the results presented in Shimodaira (2000), which
point out that when the model is well specified, MLE is more efficient than MWLE in terms of the
asymptotic variance.

5.2 OPTIMALITY OF MWLE

To understand the optimality of MWLE, it is necessary to establish a matching lower bound. How-
ever, deriving a lower bound similar to Theorem 3.2, which holds for any model classes that satisfies
certain mild conditions, is challenging due to hardness of capturing the difference between M and
F. As a solution, we present a lower bound tailored for certain model classes and data distributions
in the following.

Theorem 5.3. There exist Ps(X) # Pr(X), a model class M and a prediction class F satisfying
Assumption C such that when n is sufficiently large, we have

. _ —1 A
inf 5 sup e g Tr (G (M)HG (M) Epopg(x) [RM(B)} 2t @)

By Theorem 5.2, the excess risk of MWLE is upper bounded by Tr(G., H,,')/n. Therefore, Theo-
rem 5.3 shows that there exists a non-trivial scenario where MWLE is minimax optimal.

Notice that Theorem 5.3 presents a weaker lower bound compared to Theorem 3.2. The lower
bound presented in Theorem 5.3 holds only for certain meticulously chosen Pg(X), P (X ), model
class M and prediction class F. In contrast, the lower bound in Theorem 3.2 applies to any
Ps(X),Pr(X), and class F that meet the required assumptions.

6 CONCLUSION AND DISCUSSION

To conclude, we prove that MLE achieves the minimax optimality for covariate shift under a well-
specified parametric model. Along the way, we demonstrate that the term Tr(ITlgl) characterizes
the foundamental hardness of covariate shift, where Zg and Zr are the Fisher information on the
source domain and the target domain, respectively. To complement the study, we also consider the
misspecified setting and show that Maximum Weighted Likelihood Estimator (MWLE) emerges as
minimax optimal in specific scenarios, outperforming MLE.

Our work opens up several interesting avenues for future study. First, it is of great interest to extend
our analysis to other types of OOD generalization problems, e.g., imbalanced data, posterior shift,
etc. Second, our analyses relies on standard regularity assumptions, such as the positive definiteness
of the Fisher information (which implies certain identifiability of the parameter) and the uniqueness
of the minimum of the loss function. Addressing covariate shift without these assumptions is also
important future directions.
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A PROOFS FOR SECTION 3

A.1 PROOFS FOR THEOREM 3.1

The detailed version of Theorem 3.1 is stated as the following.

Theorem A.l. Suppose that the model class F satisfies Assumption A. Let Iy = Zr(B8*) and
Zs :=ZIs(B*). Forany § € (0,1), ifn > cmax{N*log(d/d), N(5)}, then with probability at least
1 — 26, we have

Tr (ZIrZg") log 4

* <
Rg«(BmLe) < ¢ "

for an absolute constant c. Here
N*i= (14 7/w)? - max {7~ a3 1og? (1 +&/w)i~"a3) , o, &1+ T3 15 T7 5 %)ad }
where a1 = Bi|[Z"[1y/% az == Ba|[Zg |12, as = Bs||Z5 I3,
_ Tr(ZrZgh) . Tr(Igl)'
1222522 s 1Z5 ]Iz

For proving Theorem A.1, we first state two main lemmas. Informally speaking, Lemma A.2 and
Lemma A.3 capture the distance between Sy g and 5* under different measurements.

Lemma A.2. Suppose Assumption A holds. For any 6 € (0,1) and any n >

cmax{Ny log(d/d), N(6)}, with probability at least 1 — §, we have BuiLe € Bp«(c w)
for some absolute constant c. Here

,2
B%lelfslllé”log“(/%‘l/zal)) d

Ny = max{Bsnzslnz,B%HI;H%T'(IS K ( Tr(Zy")
S

Tr(Ig.l) ’ Tr(Igl)

Lemma A.3. Suppose Assumption A holds. For any 6 € (0,1) and any n >
cmax{Ny log(d/d), Nolog(d/d), N(8)}, with probability at least 1 — 25, we have

Tr(ZrZg")log ¢
e\ )08 5
n

1
(B?Bsnzslnélog“(fe1/26“)) > B2|T5V3 log%(w?m)}

IZZ (Buie — B2 <

for some absolute constant c. Here N1 is defined in Lemma A.2 and

3% “1)\ 2 373 “1y15)
R {(BQII%ISQI@Tr(Isl)) 7<Bs||ITIs |%Tr<zsl>1~5> |

Tr(ZrZg') Tr(ZrZg')

B2B I%I_% 21751121002 (R—1/2 8 B3B I%I_% 2|1 72113 10037 (R —1/2 3
iBal|Z7Zs * 1511 Zs "[15 1og™ (% o) i B3| Z7Zs * 151125 " (I3 1og™ (R o)
Tr(ZrZgt) ’ Tr(ZrZg") ’

11 _ B
B2 Zs* 31125 " |2 Jog™ (s 1/2a1>}
Tr(ZrZg"h)

The proofs for Lemma A.2 and A.3 are delayed to the end of this subsection. With these two lemmas,
we can now state the proof for Theorem A.1.

Proof of Theorem A.1. By Assumption A.2, we can do Taylor expansion w.r.t. 3 as the following:

Rp-(Buie) = E  wnpp(x)  [U(z,y, Buie) — £z, y, B7)]
ylz~f(y|z;8%)

<E seprxy [VOz,y, 89" (Bue — B%)
ylz~f(ylz;8%)

+ %(6MLE = BT Zr (Bwie — B*) + %HﬁMLE — B*I3.
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Applying Lemma A2 and A3, we know for any & and any n >
cmax{Ny log(d/d), Nalog(d/d), N(§)}, with probability at least 1 — 26, we have

Tr(ZrZ5") log &
(Bue — B85 Zr (Buie — B*) < C%
and

Tr(Z5')log ¢
e — Bl < e 25 S,

Also notice that, B, p,(x) [V{(x,y,3*)] = 0. Therefore, with probability at least 1 — 24, we

ylz~f(ylz;8*)
have

c Tr(ZrZg ") log log 4
Roe () < S TS I8 | € gy s

for any § and any n > cmax{Njlog(d/d), No log(d/é), N(0)}. If we further assume n >

—1\1.
(%)2 log(d/4), it then holds that
S

Tr(ZrZg')log 4
- .

Rp«(Bmie) < ¢
Note that
2

—1\1.5
maX{Nl,NQ, <B3Tr(IS_)1 ) }
Tr(ZrZg™)

= max {BSIIIs_lII%,B?IIIs_lII%Tr(Is_l)v (

BEBy||Z5" |3 log™ (-~ 1/2a1) \ [ B3Bs|Zg ' ||31log® (i ~/2as) \ *
Tr(Zgh) ’ Tr(Zgh) ’

11 1N 2 11 _ 2
B2||Z5 " 3108 (771 %an) (BQHIT?ISQH%Tr(Isl)) <Bg||1;152|%w<zs1>1~5>

Tr(Zgh) Tr(ZrZg') Tr(ZrZg')
2 1 1 1
BB\ [BIZs 3 log™ (' %0n) \* ( BEBsITETs * I31Z5 3 10g™ (' 2an) \
1 D2l Lp+g ~li2ll+g 112108 1 1B3llLp+4g ~ll2ll4g 12108 1
Tr(ZrZgh) ’ Tr(ZrZst) ’

11
B\ 22 Zs 131175 |2 log™ (v~ /%an) (BSTr(I )15> }
Tr(IrZg") Tr(IrZg")
= max {ag, a3, 0/11/3 2/35-2/3 log¥/3 (7= 1?ay), a?/zaéﬂkflm log®/2 (12 ay), a2k log?" (%),

- 4/3 2/3 _
%3//12,%/04/;@ 2/3

a2(k/K)?, a3k 10g47/3(/%*1/2a1),ozi’/Qozé/zf(l/Qlog3”/2(/%*1/2041),

2k og? (k7Y 2%0), 02k m_2||1' Ig 1I"’H2 }
§max{/<; o2 log®” (1+&/k)Ea]) k™ La2log? (L+&/r)E "), 03, (R/K)a3,
Rk, (5 n)od, k0| T T3 2 %3}

< (14 #/r)> - max{i "o} log® ((1+ #/k)i~"a?) a3, A(1 + |Z2T5 ' T2 [3%)a3)

=: N*.

To summarize, for any §, any n > cmax{N*log(d/d), N(§)}, with probability at least 1 — 24, we
have

Tr(ZrZg ") log ¢

* <
Rg+(BmLe) < c -

In the following, we prove Lemma A.2 and A.3.
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Proof of Lemma A.2

Proof of Lemma A.2. For notation simplicity, we denote g := V£, (5*) —

E[V{,(5%)]. Note that
V =n-E[|A(VE,(8) — E[VE.(5%)])12]

=n-E[VL,(8*) AT AV, (8Y)]

= n-E[Tr(AVE,(8%)VE,(84)T AT)]
= Tr(AZgA").

By taking A = I§1 in Assumption A.1, for any §, any n > N(d), we have with probability at least
1-9:

_ Tr(Zg')log ¢ B BIZY, | log ¢
||Islg\|2 < C\/T‘*‘Bﬂfglblogv IZs "l 5

Tr(Zsh ) "
Tr(Z3! log d - B log d
=c\/ % + B ||Zg 1||2 logw(/fl/Qal)T‘s,

log 4
1V26,(8*) — BIV2£, (8], < Bot| —2-2.

®)

)
Let event A := {(8), (9) holds}. Under the event A, we have the following Taylor expansion:

B — a8 (8 = BTV + (8- BTV L(B(E — 5 + 28— 5

V(B*)=0

(8= 87+ 58— BV V(85— B) + 22018 — )

by (9) log & B
< (6B g+ 58— 6 Ts(B — B+ Ba\| —2|l5 — 513 + 22118 — B3
Agi=p—B

* 1 log ¢ Bs
ALg+ 5A§IsAﬁ + B[ — 2| Agll + fllAﬁHg

1 1 log ¢ Bs
= §(A6 —2) ' Tg(Ap —2) — ngIsz + By - | Agl3 + gIIAﬁHg (10

where z := — glg. Similarly
L1 1 log ¢ Bs
ba(B) = a(B7) 2 (A5 — ' Ts(Dp —2) - §ZTISZ — By n5 1As13 — gHAﬁH%-
(11)
Notice that Ag«, . = 2, by (8) and (10), we have
2
* * ]. logé Tr Iil logé _ o logé
ln(B* +2) = Ln(B )SQZTISHBQ\/ = (c\/ ( Sn) L+ Bi|[T5 2 log” (R 2an) —*
1 d d ’
B Tr(Z5 ) log 4 log ¢
# B0 o TS 2 g () 2
I p 2 -1 log% 1.5 2 1012102y 2—1/2 log% 2.5
§—§z Isz~+2¢"BoTr(Zg)( - ) ° +2Bi Bs||Zg |5 10g” (R ag)( - )
2 _ log ¢ 2 _ L log ¢
BT (R0 4 S BB 75 $log® (7 ) (2 ),
(12)
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where we use the fact that (a + b)" < 2"71(a™ + b") in the last inequality. For any 3 €
Bg- (3cy/ "5 128y by (1), we have

n

1 1
Kn(ﬁ)_gn(ﬁ ) §(A,3_z) IS(AB_Z)— izTISz
d
g BTz s _ g s BE s g
n 2 n

(13) - (12) gives

1
() — a3+ 2) 2 L (85— 9T Ts(85 ~ 2

1 9 1
<9c ByTr(Z (Oié)15 S BaTHIZ) Oié)
d
2 ByTe(T5) (L)1 4 2 Bl 75 g (5 e (L e

log ¢ 2 log ¢
5)15+3BSB3||I 13 10g™ (72 )( n‘s)3

+ %c B Tr(Zg")5(
1
=585~ 2)TTs(Ag — 2)

log 4 31 log ¢
n5)1.5+ 3B3TI’(I )15( nd)

— (11c232Tr(I§1)(
2 -1/2,, IOg% 25 , 253 -1/2,, IOg% 3
+ 2B} By || Z5 |3 log™ (% a1)(— )" + 3 Bi Bs|| T Y13 log™ (% a)(— %)
(14)

Consider the ellipsoid

= {6 € Rd %(Aﬁ — Z)Tl's(Aﬁ — Z)

logé)

log ¢ 1
< 112 ByTr(Z5 1) (—22 )15 36 & ByTr(Z5 )15
n n

-~ log 4 2 _ log ¢
+2BiBy||Z5 |5 log™ (R~ *a 1)(75)2'5+*Bf'33||1 3108 (72 1)(7‘3)3 :

3
—1
Then by (14), for any 8 € By (3¢y/ s 108§y 4 pC
y y 8 o

0(B) = Lu(B* 4 2) > 0. (15)
Notice that by the definition of D, using A}, (Zs) = || Z5 (|2, we have for any 3 € D,
2 2 —1 _yy log § L5 313 1 s g § )
185 = 2]l < 226" Bo|| g [|2Tr(Zs ") (— =) 3 ¢ BsllZs 2 Tr(Zg )2 (— )"
-~ log ¢ 4 _ log ¢
+4B} Bo||Z5 |5 log™ (™% o) (— )" + 3 BiBs| Ig" I3 10g™ (R~ 1201 ) (—2)%.

Thus for any 5 € D, we have
145115 < 2(1Ap — 2[5 + [12113)

log 4 62 log 4
(B 1 2 By |75 o Tr(Eg ) ()

by(8) 9 1 _
< 44¢*Bs||Zg |2 Tr(Zg 3

_ logf 8 _ logg
+ 8B2B, | Z5 |3 10g? (72 )(75)25+3B3Bg||zs 3108 (R 200) (=2 )°

Tr(Zg7)1 log &
2 TS I85 | g1z B logh (20 (5,
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Tr(Z5 1)1
To guarantee % w to dominate the rest of the

%5 s the leading term, we only need
terms. Hence, if we further have n > cN; log(d/¢), it then holds that
Tr(Zs ") log £
Ag]3 < 93@7
n

ie., B € Bg(3c Tr(177)1()gg) Here

Y

,2
B%Bzﬂfs1||§10g27(ﬁ_1/201)) |

Ny = maX{BQHI ||g»B§||I§1HgTr(IS_1), ( Tr(Iil)
S

1
LTl N o AT
Tr(Zgh) ’ Tr(Zgh) ’

—1
In other words, we show that D C B+ (3cy/ w) when n > cmax{N; log(d/d), N(d)}.

Tr(Z5') log ¢ C
Recall that by (15), we know that for any 8 € Bg« (3c\/ —=—=) N D,

£n(B) — (B 4+ 2) > 0.
Note that 8* + 2z € D. Hence there is a local minimum of #,,(3) in D. By Assumption A.3, we
know that the global minimum of ¢,,(8) is in D, i.e.,

Tr(Zz 1) log ¢
e € D € By | TV

Proof of Lemma A.3

—1
Proof of Lemma A.3. Let E := {fue € D C Bg«(cy/ M)} For any 4 and any n >
cmax{N log(d/d), N(5)}, by the proof of Lemma A.2, we have P(E) > 1 — 0.

1
By taking A = 17 T¢ !in Assumption A.1, for any 6, any n > N (&), we have with probability at
least 1 — §:

THZ:'Zy) log & - Byl[Z2Z5Y, | log ¢
( S n) J —‘y—BlHII%ISlHQlO o1 1” TS H2 n5
Tr(Zg'Zr)
)

Tr(Z5 Zr) log & 1 log &
<eyf w + By | Z2Z5 |2 1ogW(ml/2a1)%. (16)

We denote E' := {(16) holds}. For any § and any n > cmax{N;log(d/5), N(6)}, we have
P(ENE')>1— 2.

Under ENE’, Bue € D, ie.,

1
§(A/BMLE - z)TIS(A,BMLE - Z)

1 —
IZ7Z5 gl < ¢

log 4 1
< 1B Tr(Zs ) (<20 )15 4 3L s g Tr(z )5 (28 ‘5)
n 6 n
_ log ¢ L log ¢
+ 2B B || 5[5 log™ (72 1)(75)25+3B333||Is 15 10g™ (R~ ?a1) (—2)%.
In other words,
1
HISQ‘ (AﬂMLE - Z)”%
log ¢ 31 1
< 2262 By Tr(T3 1) (20 )15 4 B TH(I) (S 08§ )1
n n
. log 4 , o log ¢
FABIBIT5 1067 (7 2an) (U502 4 L BB T [ log™ (7 2an) (L )P (17)

17
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Thus we have

IZ2 (Buie — 8%)]2
= |12 D pel3

= |2 (A — 2) + Z22113
< 22 (A — )3+ 21Z2213
= 2|1 Z3T5 % (T2 (Apue — 2)II3 + 2|1 Z3Z5 13
< 2Z2T5 * 312 (Dpe — 23 + 2| Z2Z5 13
by (1 7)3101(16) 12 Tr(ZrZg")log ¢

n
d d
IOgE IOgS)I.S

11 _ 62 11 _
+44¢* By | T2 T 2 (|5Tr(Zg )( )+ 30333”112"15 25 Tr(Zg )5 (

2 E 5 2071112 1027 (2—1/2 log% 25 , 853 T B2 7—1)3 103V 2—1/2 logg 3
+8B1 Bl 11T * 2l|Zs "lI2 log™ (R~ /") (—=2)"" + g Bi Bl T7 I * 21| T [l log™ (R e ) (— )
11 log ¢
BT 315 o og” (v 20 (22

T(IrIg

TpT5t ! log ¢ i
r(ZrZs) - V198 § 1 dominate the rest

d
To guarantee - 1€ 5 is the leading term, we only need
of the terms. Hence, if we further have n > ¢N» log(d/d), we have

1 Tr(ZrZs!)log ¢
||I% (Bue — B2 < QCZM_

n
Here
11 2 11 2
N (AT BT (BT Tz
' Tr(ZrZg") ’ Tr(ZrZg") ’
2 11 . B X
BYBs|| T2 T * 31T 3 log™ (R~ /2an) \ [ BIBs|ZAZs 3125 I3 log™ (R~1/%au) | ©
Tr(ZrZgt) ’ Tr(ZrZg") ’
11
BE |22 Zs * |31IZ5 " ||z log™ (v~ /2 an) }
Tr(IrZg") '
To summarize, we show that for any ¢ € (0,1) and any n >

cmax{N log(d/é), Nalog(d/d), N(8)}, with probability at least 1 — 26, we have
2 Tr(ZrZg") log ¢ .

1
I (B — 5713 <9 s

A.2 PROOFS FOR THEOREM 3.2

The detailed version of Theorem 3.2 is stated as the following.

Theorem A.4. Suppose the model class F satisfies Assumption B. Then we have
. *\T— x\) —1 A
inf swp Tr(Tr(BT5 (8) B crscv)  [Ree(B)]

B B*€EBg, (B) yilzi~ f (yl=;8%)
1 1

> :
16 20 T (Zr(B0) 25 (Bo) Tr (Zr(50)Zs (Bo))

where

min (Z7(50)) -min{ Auin(Zs(Bo)  Amin(Zr(Bo)) B}.

R : b b
! 4L s max(Zs(B0)) 4Bs + 2Ly

_ 1 [ Amin(Zr(fo))
o 4 )\Inax(IT(ﬁo))

18
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We first present some useful lemmas that will be used in the proof of Theorem A .4.

Lemma A.5. Under Assumptions A.2, B.2 and B.3, we can choose Ry < B such that for any
B, 6% € Bg, (Ro):

% "I (Bo) 2 Zg " (B) = 2+ Zg " (Bo), (18)
5 Tr(B0) <E r 0 [V, B)] 22-Tr(50). (19

ylz~f(yle;8%)
We can further choose Ry < Rq such that for any f* € Bg, (R1),5 ¢ Bg,(Ro): Rg«(8) >
R+ (Bo)-

Taking 8* = 3, Lemma A.5 (19) implies for any 8 € Bg, (Ro):

& Tr(fo) 2 Tr(B) X2 Tr(fo). (20)

Lemma A.6. Let Cg,(B) := {3 € R?| 3— By € [~ B, B|?} be a cube around (3. For any 3y € R?

and B > 0, there exists a prior density \() supported on Cg,(B) such that for any estimator 3,
we have

Eperr@E aipsx) (BB Zr(B0)(B - 8)]

yilzi~ f(ylz; 8%)
y Tr (Zr(B0)Z5 ' (50))”
" nEgeong) [Tr (Zg ' (Bo)Zs(B*)Zg (Bo)Zr(Bo))] + Z=Tr (Zr(Bo)Zs>(Bo))

The proofs for the above lemmas are delivered to the end of this subsection. With Lemma A.5 and
Lemma A.6 in hand, we are now ready to prove Theorem A.4.

Proof of Theorem A.4. For any estimator B , we define

B;D — B B: € ]BBO (RO)
’ Bo B ¢ BBD(RO)'

By Lemma A.5, for any * € Bg,(R;), we have Rg-(3) > R (7). We then have

. _ -1 5
inf sup Tr (IT(ﬁ*)IS 1(5*)) E 4~Ps(x) {RB* (5)]
B B*€Bg,(B) yilzi~f(ylz;8%)

>inf  sup Tr(IT(ﬁ*)I?(B*))%E 2inPs(X) {Rﬁ*(é)}

B B*€Bg,(R1) yilzi~ f(ylz;BY)
. — *\) 1 3
>inf  sup  Tr(Zr(BNZ5'(BY) B siems(x) {RB*(ﬁp)}
BP B*€Bg, (R1) yilzi~f(yle;8”)
. * - ) 1 3
> inf sup  Tr(Zr(B)Z5'(8%)) E zi~Ps(X) [Rﬁ* (ﬂ)} ) 2D
BEBg, (Ro) B*€Bg, (R1) yilzi~f(ylz; %)

where the first inequality follows from the fact that R; < Ry < B, the second inequality follows
from Rg«(3) > Rp«(0P), and the third inequality follows from 5P € Bg, (Ry). For any g* €
Bga, (R1) C Bg,(Ro), by (18) and (20), we have

Ir(B*) = 2Zr(Bo), Ig'(B*) = 2Z5' (Bo),
which implies
_ 1 _
Tr (Ze(89Z5H(8Y) " = {Tr (Zr(Bo)Z5" (5) - (22)
Combine (21) and (22), we have

. — x| 1 3
inf sup Tr (IT(B*)Isl(ﬁ )) E 4 ps(x) [RB*(@}
B B*€Bg,(B) yilzi~f(ylz;8*)

1 _ -1 . N
> JT(Te(Bo)T5 (50) T inf s B |Re(D)]. @3
PEBso (Ro) BrEBag (R1)  yslzs~f(ylw:iB8*)

19
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By Taylor expansion, for any 3 € By, (R), 5* € Bg, (R1), we have

Rg«(B) = Rp-(B*) + (B—B)'E sopr(x) [VEl(z,y,8%)]
yle~f(ylz;87)
1 *
+ 5(5 —B)E  popr(x)
ylz~f(y|z;8%)
1 -

= 5(5 = BYTE  sorr(x) [Vzg(x,%g)} (B- 5%

ylz~f(ylz;B*)
for some 3 € Bga, (Ro). By Lemma A.5 (19), it then holds that

V2,9, 8)] (B - B7)

Rg(B) >

By (23) and (24), we then have

=

(8- B)"Zr(Bo)(B — BY). (24)

. _ —1 ~
1r}f sup Tr (IT(B*)ISI(B*)) E z;~Pg(X) |:RB* (5):|
P B*€EBsy (B) vilwinf (y]2;8*)
1 . _1 ) ) . X
> TﬁTr (Zr(Bo)Ig'(Bo)) =~ inf sup E 4 upg(x) [(ﬁ — BT (Bo) (B - B )}
BEBg, (Ro) B*€Bpy (R1)  y;|zi~f(y|z;8%)
1 . 1 ) R A
T @I 60) " it s E e (B80T Tr(50)(B -84
PEB (Ro) preCpy (BL)  wilzinf(yleiB*)

Y

(25)
where the last inequality follows from the fact that Cg, ( Ry

ﬁ) C Bg,(R1). By Lemma A.6, there
exists a prior density A\(3) supported on Cj, (%) such that for any estimator 3, we have

Epa)E ainpscr) [(B= B Tr(Bo)(B - 8Y)]
yilwi~ f(ylo:87)

Tr (Zr(80)Z5 " (Bo))”
" nEgeng) [Tr (Zs ' (Bo)Zs(B*) 5" (Bo)Zr(Bo))] %TF (Zr(Bo)Z5*(Bo))
Tr (Zr(B0)Z5  (50))”

2T (Zr(Bo)Zs ' (Bo) + AT (Zr(Bo)Z5 > (Bo))

Here the last inequality uses the fact that for any 5* € Cg,(
we have Zg ' (By) =< 2Z5"(8*), which implies

L) € B, (Ro), by Lemma A.5 (18),

Eg-xa) [Tr (Z5 " (Bo)Zs(B*)Zgs " (Bo)Ir(Bo))] < Epensy [Tr (2251 (B*)Zs(B*)Z5 " (Bo)Ir(Bo))]
= 2Tr (Zr(B0)Z5 ' (Bo)) -

We then conclude for any estimator B

s B gmeco) |(B= B Tr(B0)(8 - 8Y)]

5*6050(%) yilzi~ f(ylz;87)

> Epea@E  ainbscx) |(B— 8 Tr(80)(B - 8Y)]
yilzi~f(y|=:87)

> T (Zr(50)T5 ! (50)° 26)
20T (Zr(Bo)Z5 ' (Bo)) + Tt Tr (Zr(Bo) 5 (Bo))

20
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Combine (25) and (26), we have

inf  sup Tr(IT(ﬂ*)Igl(B*))flE winPs(X) [Rg*(B)}

B preBgy(B) vilei~f (yle:B*)
1 _ —1 Tr (IT(BO)I_l(ﬂo))2
> —Tr (Zr(Bo)Z5 " : =
235 IS ) e s () + T (G o))
1 1
16 9, + %TF (IT(BO)Igz(ﬁo)) Tr (IT(BO)Igl(ﬁO))_l.
Thus we prove Theorem A 4. O

In the following, we prove Lemma A.5 and Lemma A.6.
Proofs for Lemma A.5
Proof of Lemma A.5. We choose

)‘fnin(IS(ﬂo)) Amin (Z1 (Bo)) B} R ,:1 Amin (Z1 (Bo))
ALsAmax(Zs(B0))” 4Bs+ 2Ly "~ 7 7 4\ Muax (Zr(Bo))

In the sequel, we will show the aforementioned choices of Ry and R; satisfy the conditions outlined
in Lemma A.S.

Ry = min{ - Ry.

First of all, we show (18) holds. Fix any 5 € Bg, (R). By Assumption B.2, we have
1Zs(8) = Zs(Bo)ll2 < Lsl|B — Boll2 < LsRo,

which implies
LsRy

IZ5(8) = Zs ' (Bo)ll2 < IZ5 " (Bo)ll2 - I Zs(B) = Zs(Bo)ll= - 11 Z5 " (B)ll> < N (T (Bo)) i (T3 (B))

By Weyl’s inequality (Lemma 2.2 in Chen et al. (2021)), we have
[Amin(Zs(8)) = Amin(Zs (Bo))| < [[Z5(8) = Zs(bo)ll2 < LsRo-
Note that

A2 (Zs(Bo)) Amin(Zs(Bo))
Fo < 4LsAmax(Zs(Bo)) = oLs

Thus we have
Amin(Z5(58)) > Ain(Z5 (80)) — LsRo > L i (Z (50)).

which implies

1250~ 5 ol < 5 T < T ) 2Amax<lfs<ﬁo>>é27)
Then for any z € RY, we have
o7 (Z5109) - 57560 ) 0 = o7 T o) + o7 (351(6) ~ T (60) @
> o el 1256 - 75 0l
~ 018 ( 55—y ~ 1559 - 75 Gl
>0,
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where the last inequality follows from (27). Thus we conclude Zg ' (8) = 1Z5'(Bo). Similarly, we
can show that Zg () < 2Z5'(Bo). As a result, we show that (18) holds.

Next, we show (19) holds. Fix any 8*, 8 € Bg,(Ro). By Assumption A.2, forany x € X,y € ),
we have

IV2(x,y, B) = V2U(x,y, 8*)|l2 < Bs||8 — B*|l2 < 2B3Ro,
which implies

E oobrx) V2,9, B)]—E sopnix) [V(x,y, %)
yle~f(yle;8*) yle~f(yle;8*) 2

<E aeprx) [IV2z,y,8) — V(z,y, 5%)|l2] < 2BsRo. (28)
yle~f(ylz;6%)

By Assumption B.2, we have

1Zr (8*) — Zr(Bo)ll2 < Lr||B* — Boll2 < LT Ry (29)

Thus, by (28) and (29), we have

E wobrx) [V2(2,y,8)] — Ir(Bo)
yle~f(y|z; %)

2

IN

E onprx) V2,98 —E suprx) [VH(x,y, 0]
yle~f(yl@;8%) yle~f(yl@;8%)

< (233 + LT)RO

< %Amm@T(ﬁO)),

+ [|Zr(8*) — Zr(Bo) |2

where the last inequality follows from the choice of Ry. Consequently, for any 2 € R%, we have

1
a” (E z~Pr (X) [sz(x’y,ﬁ)] - QIT(60)> T
yla~f(ylz;8%)

1
= §$TIT(50)39 +a” (E onbr(x) [V, y, B)] IT(ﬁO)) x
yle~f(ylz;8*)

1
Z§HIII§/\min(IT(ﬂo))*||x||§ E oorrx) [V(2,y,0)] = Zr(Bo)

ylz~ f(y|z;8”)
> L2 Amin (T (B0)) — = ]2 Amin (T (B0)) = 0
=9 2/\min \+T'\ PO 2x2mmT0—~

2

We then conclude E . p,(x) [V3(z,y,8)] = iZIp(Bo). Similarly, we can show that
yla~f (y|z;8)
E oopr(x) [VZ((z,y, )] < 2Z7(Bo). Thus we show that (19) holds.
yle~f(yla;8)

Finally, we need to show that for any 5* € Bg,(R1),5 ¢ Bg,(Ro): Rg«(8) > Rp«(Bo). Fix any
B* € Bg,(R1), 8 ¢ Bg, (Ro). We denote

A= {8+ 1 =NB A€ 0,1} N {B'| 18" = Boll2 = Ro} -
By the choice of R;, we know that R; < Ry/2, which implies
! * / * RO
18" = 8%l > 18" = Boll2 = |Bo — B*[l2 > Ro — Ry > 5 (30)
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By convexity of Rg-(-) assumed in Assumption B.3 and Rg«(8) > Rg+(8*), we have Rg« () >
Rg+ (). Thus, we obtain

Rg+(B) — Rp+(8") = Ry« (') — Rp+(8")

T = BYTE ampe) (V2w DI - 5)
yla~f(yle;8%)

by (19)

2 16 - B T B0 (B - B)

1 / *
> Z)\min(IT(BO))HB - 813
by 30) R2

> 1D (T (50) 31)

Note that

R« (Bo) — R~ (B7)

(B = BVE pe(x) [VUw,y, D) (B0 — )

1
2 ylo~f(ylz;8%)

by (19) T .
(Bo = B*)" Zr(Bo)(Bo — B7)

< Amax(Zr(Bo))l1Bo — B*113

S R%)\max(IT(BO))

R
- ﬁ)\min(IT(ﬁO))a (32)
where the last equation follows from the choice of R;. By (31) and (32), we obtain Rg«(3) >
Rg+(Bo). Thus, we finish the proof of Lemma A.5. O

Proofs for Lemma A.6

Proof of Lemma A.6. Let By = [Bo1,---,B0,4]"s B=1[B1,--.,34T and

We define the prior density as
_ [T fi(Bi) B € Cpy(B)
o) = (= F ey

which is supported on Cj, (B). In the sequel, we will show this prior density satisfies the condition
outlined in Lemma A.6.

For notation simplicity, we denote
A= (4ij) = L7 (Bo), C = (Cyj) = Ir(Bo)Z5" (Bo)-

By multivariate van Trees inequality (Theorem 1 in Gill & Levit (1995)), for any estimator B, we
have

Egex(®)E  2inps(x) [(5 — B Zr(Bo) (B 5*)}
yilzi~f(yle;87)
y Tr (Zr(Bo)Z5 " (o))"
" nEgxg) [Tr (Zs' (Bo)Zs(B*)Zg (Bo)Ir(Bo))] + Z(N)

(33)

where

.5,k L

~ NP !
I\ = /CBO(B) (Z AijCiijéaﬁkA(ﬂ)aﬁé)\(ﬁ)> Wdﬁ.
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By the choice of A(/3), we have

0 0 1
A;iCiCip——\B)=—A\ —d
/;gO(B) i%é Jj“ik J‘gaﬂk (ﬁ)aﬂé (B) A(B) 6
ey
S D DP WM ACATALS) SNACATE
Cso(B) i j ke
ey
= A;iCiCy 4 / i i(Bi)d
z;c:é iCirCije /CBD(B) Te(Br) fo(Be) Wi o fi(Bi)df
ey
=0.

Here the last equation follows from the fact

Bo,k+B Bo,e+B
/ FL(Be)dBr, = / Fi(Be)dpe = 0.
B

0,k —B Bo,e—B

Note that

0 0 1
AiiCin O
/CBO(B) E iiCikCje AB) == A(B) ag

i,5,k,L aiﬁk 87& )\(5)
k=¢
MZ;A”C”“O”“LBO(B) Fu(e) Ak dB A5

Bo,k+B [ g1 2
=Y agcucy [ I g,

1,5,k Bo,xk—B fk(ﬂk)
2
= ﬁ ZAijCiijk
W5,k
71'2 T
Thus, we have
- 5 5 .
W= |2 ascuciggr @50 | 54
o\

0 0 1
+/ AijCirCio=APB) 5 AB) | —=dB
Cso(B) i,jZk:,é o jeaﬂk ()865 )
k=t

71.2

= ﬁTr(ACCT)
2

= 5 Tr (Zr(B0)Z5*(50) - (34)

Combine (33) and (34), we prove Lemma A.6.
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B PROOFS FOR SECTION 4

B.1 PROOFS FOR PROPOSITION 4.1 AND THEOREM 4.2

Proof. For our linear regression model,
1
—(y—a"B)>

1

(a9, 6) = 3 los(2m) + 5
The convexity of £ in 5 immediately implies Assumption B.3. We then have

V£<£L',y, 6) - 7x(y - ZT5)7

ng(% Y, ﬁ) = 0)

Ts = Eppg(x)[z2’] = Iy,

Ir = Eppr(x) [z2T] = aa® + o?1,.
Therefore Assumption B.2 is satisfied with Ls = Ly = 0 and Assumption B.4 trivially holds.
Note that V£(z;, yi, 6*) = —a;e;. Since ||2;||2 is V/d-subgaussian and |g;| is 1-subgaussian, by
Lemma 2.7.7 in Vershynin (2018), it holds that ||z;||2|¢;| is v/d-subexponential random variable.
Thus ||AVA(z;,ys, %)|2 is || A||2/d-subexponential random variable.

Then, by Lemma D.1 with u; = A(VE(z4,y:, 8%) — E[VE(z4,y:, 8%)]) = AVE(z4,y:,08%), V =
Ef[juil}3] = n - E| A(V£(5%) ~ B[V, (8)])[3 @ = 1and B = ¢/d|| A5, we have for any
matrix A € R%*? and any § € (0, 1), with probability at least 1 — J:

oc & 5. lo d
1A (VE,(8*) = EIVE(B))], < e W+ﬂ|A||210g(¢%)1?; ’

which satisfies the gradient concentration in Assumption A.1 with By = ¢vdand v = 1.

Note that z; ~ N(0,I;). Thus, by Theorem 13.3 in Rinaldo (2018), for any 6 € (0,1), with
probability at least 1 — d, we have

V200 (8%) — E[V20,(8*][)» = H sz
2
0 ( dlog(1/8) dlog(1/5)>
dlog(1/6)

where the last inequality holds if n > O(dlog %) Hence linear regression model satisfies the

matrix concentration in Assumption A.1 with B, = ¢V/d, N(§) = dlog % Since V3¢ = 0, we
know Assumption A.2 holds with B3z = 0.

Note that
1 1
V23,(8) = - al = —XTX,
(5) n;x% -
where X := [z1,...,2,]T. Given that {z;}", are i.i.d N(0, I;), it follows that X is almost surely

full rank when n > d. Hence, when n > d, we have
1 — 1
==Y ma] =-X"X -0
n < n

Consequently, ¢,,(-) is strictly convex and thus satisfies Assumption A.3. Finally, Theorem 4.2
follows directly from Theorem 3.1 with v = 1, By = ¢V/d, By = ¢V/d, B3 = 0, N(6) = dlog %,
Is=1gand I = aaT + (TQId.

O
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B.2 PROOFS FOR PROPOSITION 4.3 AND THEOREM 4.4

Proof. In the following, we will show the logistic regression model satisfies Assumptions A and B.
For logistic regression, the loss function is defined as

((w,y, ) = log(1+ " 7) — y(a" B).
We then have

X
VU@,y,8) = 15 — W
T
xrxr
V3 (z,y, ) = 9+ o—778 4 oTh’
3 et B _ "B
V3w, y, B) = p TETOT

(2+ e ="F 4 2" B)

Here ® represents the tensor product and z ® * ® € R4 with (z ® * ® x);;1 = x;7;7). The
convexity of £ in 5 immediately implies Assumption B.3; Assumption B.4 trivially holds. Note that

on source domain ||z|| = v/d and |y| < 1. Hence we have for any (z, i) on source domain:

Ve, y, 8z = H oy

X X
_ < || ————1| + |z <||z|l2 + ||x :2\/&
e 2_H1+6M llell <l -+l
zal

2+ e =B 4 er B

< [lea® |z < ||zl < d.

126z, . B | = H
2

By Lemma D.1 with u; = A(V{(z;, y;, B*)—E[VE(xi, yi, B*)]) = AV (3, y:, B*), V = E[||ui]3],
a = 400, BY = 2v/d|| A2, we have for any matrix A € R?*¢, and any § € (0,1), with
probability at least 1 — §:

)

Vlog 4 N Vd|| A3 log ¢
n n

A (VE(B7) — E[VE. (6]l < ¢

which satisfies the gradient concentration in Assumption A.l with B; = ¢v/d and v = 0. By matrix
Hoeffding inequality, logistic regression model satisfies the matrix concentration in Assumption A.1
with By = cd. We conclude that logistic regression model satisfies Assumption A.1 with N (é) = 0,

3126\/&,’}/20,322661.

Note that for - on source domain, we have ||z|| < v/d; for = on target domain, we have ||z, <
Vd + 7. Thus, it holds that

3 e B ' B 3 3
IV, B)lle = || G e ey @ 7@2| <@ le@e@re <l < (Vd+1).
2
Here (7) uses the fact that
e=2' B _ 2B e~ B e’ B 1

< < < 1.
(2+6—mTﬁ+ezTﬁ)2 - (2+€—1Tﬁ+ezTﬁ)2 - 2+e—zTﬁ+emTﬁ <1

Hence logistic regression satisfies Assumptions A.2 with B3 = (v/d + 7). Notice that this also
implies Assumption B.2: By definition,
IS (ﬁ) = ECENPS(X) [VQZ((E, Y, 5)]7
therefore
IZ5(B1) = Zs(Bo) | = [Banes () [V2U(z,y, B1) = V(. y, Bo)] |
< EINPS(X) [”VQZ(J;? Y, 61) - VQE('/E7 Y, 52)”]
< (Va)’ 1By = Ball-
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Similarly
I Zr(B1) — Zr(B2) || < (Vd +1)3||B1 — B2

These inequlities shows that logistic regression model satisfies Assumption B.2 with Lg = d'-® and
Lt = (v/d+ r)3. Note that

n n

1 1 me
V2%, 8) == V(x;,y,B) =~ XTAX
(8) n; (@, i, B) = ZHWHW -

where X := [z1,...,2,]7 € R"*%and A := diag(l/(2+e’w?5+em’?ﬂ)) > 0. Whenn > d, X is
full rank (i.e., rank(X) = d) almost surely, consequently, £, (-) is strictly convex and thus satisfies
Assumption A.3.

By Theorem 3.1, we have when n > O(N* log g),

Tr (ZrZg") log ¢

, <
Rg«(Pume) S -

Here
N*i= (14 7/w)? - max {7~ a3 log? (1 +&/w)i~"a?) , o, &1+ |TFT5'T7 5 %)ad }
where aq = Bl||I§1||(2)5, Qg 1= B2||I§1||2, Qa3 1= Bd||I§1||%5,

Tr(ZrZg') . Tr(Zgh)
P S S B 1
|Z2Z5 T2 2 125 Il2

Now it remains to calculate the quantities N* and Tr (ITl'gl) for this instance, where the crucial
part is to identify what are Zg and Zr. The following two lemmas give the characterization of Zg
and Zp.

Lemma B.1. Under the conditions of Theorem 4.4, we have Ts = Udiag(\1, A, ..., o) UT and
Ir = Udiag(A1, A2 +72X3, Xa, ..., \o)UT for an orthonormal matrix U. Where

N (372
1-= wNUniform(Sd_l(\/E))[Q+exp(5*Tx)_’_exp(_B*Tm)]’
2 = Bttt 3 5 o 35T) (TR

A= E [ : |
3 +— Tz~ Uniform(S4—1(Vd)) 2+exp(ﬂ*Tx) +exp(—ﬂ*Tx) :

Lemma B.2. Under the conditions of Theorem 4.4, there exist absolute constants c,C,c’ > 0 such
that ¢ < A1, A2, A3 < C, ford > .

The proofs for these two lemmas are in the next section With Lemma B.1, we have ITI§ L=
Udiag(1,1 + r2/\3 L DUT, TG = Udiag(s-, 55+ -»x5)UT. By Lemma B.2, since
A1, A2, A3 = O(1 ), we have Tr(ZrZg') = d+ 1242 < d+ 7%, |TpZg ' la = 1+ 7252 < 1472
Similarly Tr(Zg') = A\7' + (d — 1)\ ! =< d, ||IS1||2 = max{\[*,\;'} < 1. Also recall that

-1
B; = Vd, Bg = d, B3 = (v/d + r)?, plug in all those quantities we have x = Tl(f;{f\lz = Clli;z,
~ Tr(I

= H = d, o1 = BI||Z51 8% =< Vd, g = Bo||Zg |2 = d, a3 = B3| TgH[[3° = (Vd+r)>.
S
Therefore we have when n > O(N* log g),

Tr (ZrZ5') log 4 d+r?)log ¢
RB*(BMLE),S (TS) 6/\_\/( ) gé’

n n
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where

1 1
N* = (1+&/k)? -max{i%_lozf log? (1+&/k)E" "), o3, R(1+ ||I%I§127%H2_2)a§}

(14 2~max{1 P+ (1)) (Vi)
d+r? Y

= (1+ d+T2d>2-d(\/Zi+r)6.

d+r?
When r <1, N* < d* When 1 < r < Vd, N* =< r*d*. When vd < r, N* =< r0d°, O

B.2.1 PROOFS FOR LEMMA B.1 AND B.2

The intuition of proving Lemma B.l and B.2 is that, when d is large, distribution
Uniform(S¢=1(+/d)) behaves similar to distribution A/(0, I;) which has good properties (isotropic,
independence of each entry, etc.)

Proof of Lemma B.1. By definition,

ILUT

Ts 1= Battorm(st= (/i) 5 o 377) T exp(— BTa).

Let z ~ N(0, 1), then x and zﬁ have the same distribution. Therefore

.I‘J?T

IExNUniform(Sd—l(\/E))[2 4 exp(ﬂ*Tx) + EXP(—B*T{E)]
22T 4
=E.n0,10)] =1 ]
zr~, La
2+ exp(B*Tz - Hﬁz) +exp(—p*Tz - H\Z/ng)
(8*8T + ULUL)ZZ EH

2+ exp(B*Tz - Tl ) +exp(—p*Tz - vd )]

Is=

=E. x|

where [3*, U] € R4*? is a orthogonal basis.

With this expression, we first prove 8* is an eigenvector of Zg with corresponding eigenvalue A;.

(B*B*T + UJ_ULT)zzTﬁ

N "
T _]EZNN(O,Id)[2+eXp(ﬁ*TZ ”\1 ) +exp( B*Tz. l‘z/i)]ﬁ
BT
7E2NN<o,zd>[2+eXp<5gz nﬁz) ( prTz- uﬁz)]
+E.ono,10)] i, |
2+ op(F T Mz) xp(—B+Tz - L)
=E.n0,10)] - ) % v
2+ exp(8*72 - 4L) *eXp( 5*TZ' )
+ E.ono,10)[ UJJ; T 4 |
2+ exp(BTz- ) + ( ’B*TZ. ”Zﬁi)
W +]EZNN(07Id)[2_~_eXp(ﬂ*TZ Hﬁz) ( BTz |\z/|(\72)].
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Therefore we only need to prove

T T
E.n0,1)[ |]=0
2+ exp( L) + ( BTz Ly
In fact,
T *
E.n0,1) vis HZHQﬁ ]
zr, a
2+ exp(B*Tz - H\QQ)"‘QXP( BTz - IE ”2)
\ dHZ (ULZ>(ZT5*)
:Ez~N(0,1d)[ NG| vd ]
24 exp(B7z - ) + exp(—B*2 - )
N S—
Al2+||B||?
=E. n0,10)] JEI Il ]

—Va i
2+eXp<A ‘A|2+”B‘|2)+eXp( A |A\2+HB”2)

where we let A := 2T %, B := UT 2. Notice that by the property of z ~ N(0,1,), A and B are

independent. Also, B is symmetric, i.e., B and — B have the same distribution. Therefore
d
E.on0,10)] PSS ]
i VA AL VA
2+ exp(A: - +exp(— A i)
Y

E N (0,1 )[ — ‘A‘QH‘BIPAB ]

FrA L Nd _A.

2teld- i) +ee-A

d
_ g A ErE AP
= sz(O,Id)[ Nz ]7

Vd

replace B by —B

Vd )
[A]2+] B2

which implies
T,,T_d_p*
UrUL22" b =
2+ exp(B*7z - L) + exp(—B+Tz - L)

[E llzll2

E.an,10)]

Next we will prove that for any 3, such that |3, |2 = 1, 3*T 8, = 0, 8. is an eigenvector of Zg
with corresponding eigenvalue Ao. Let [, , U] be an orthogonal basis (8* is the first column of U).

I3

IspL = Ez~/\/(0,ld)[2 (BT H\Z@‘) (T H\Z/li)]ﬁL
=E. N, )[ BLﬁLZZ WﬁL ]
T2 4 exp(BAT 2 - Hﬁz) +exp(—=p*Tz - H\z/l\gz)
E UUT 22T Wﬁj_
- Z~N<o,1d>[2+exp(ﬁ*TZ T +exp( s Hiui)]
=E. .~ Id)[ (/BLZ) = % 181
T2 exp(B Tz L) 4 exp(—B T - )
. vuT;.T WBL
- 2~N<o,zd>[2+exp(ﬁ*j,z L)% exp( 5T ujﬁiz)]
=Xf1L +0
= AaflL
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Here
UUT 22T 4 b1
E.on,10)] - J=0
9 exp(5*Tz - %) +exp(—p*Tz - ”\Z/li)

because of a similar reason as in the previous part.

For Zr, the proving strategy is similar. For 2 ~ Uniform(S¢~1(1/d)) + v on the target domain,
where v = 1%, letw = x — v = x — r/3%, then w ~ Uniform(S*~*(v/d)). Let z ~ N(0, I,;), then
w and zﬁ have the same distribution. We have

.IZ.IT

IE:Jc~Uniform(Sd—1(\/3))Jrv[2 + exp(ﬂ*T:U) + exp(—ﬁ*Tx)]
e (w -+ v)(w + )T
(' D) 3 o (FT w4 0) + exp( BT (w + 1)
ngz*:o E ' ) [ ww? +woT +vwT + voT ]
w~Uniform(S2—1(/d)) 24+ exp(ﬁ*Tw) + exp(—ﬁ*Tw)

Ir =

]

Therefore

ww? + wuT + vwT + v
IrB*=E . 4 *
T w~Uniform(S3—1(v/d)) [2 4 exp(B*Tw) 4 exp(fﬁ*Tw) ]6

WT=0 o . ) [ wwT 15
w~Uniform(S4—1(+/d)) 24 EXP(B*T’LU) i exp(—B*Tw)

=ZIsp"

= )\16*7

where the last line follows from the previous proofs. Similarly, for any /1 such that I B l2 =1,
BB =0,

~ wwT + wvT 4+ vwT + voT ~
IrpL = IEmeniform(Sd_l(\/3))[2 + exp(B*Tw) + eXp(—ﬁ*TU})]ﬁJ—

vThi=0 g _ [ wwT 1§
w~Uniform(S4—1(1/d)) 21 EXP(B*T’U)) 4 exp(—B*Tw) L1

=TsB1

= X\af31.

For /37,

N ww? +wol +vw? + 00T
ITﬂJ_ = ]EwNUniform(Sdfl(\/E)) [2 + exp(ﬁ*Tw) + exp(—ﬁ*Tw) ]5l

— E [ wa LB*

— Hw~Uniform(S2-1(Vd)) 2+exp(ﬁ*Tw)+e><p(—ﬁ*Tw) L
T

wv N

+ IEu;NUniform(Sd*l(\/E))[2 4 exp(ﬂ*Tw) 4 eXp(fﬂ*Tw)]ﬁJ'
T

VW N

+Ew~Uniform(Sd*1(\/3))[2+exp(6*Tw) _;'_exp(_B*Tw)]Bl
T

VU
Bi

E . 1
+ w~Uniform(S4 (\/E))[Q 4 exp(ﬂ*Tw) 4 exp(fﬂ*Tw)]
= Il +Ig+]3+[4
As in the previous proofs,
Iy =ZIsB] = 237
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T
wWv
L, =K . _ b
2 w~Uniform(S¢ 1(\/&))[2 + eXP(ﬁ*TUJ) + exp(—ﬁ*Tw)]/BL
L [ whi' B ]
w~Uniform(S4—1(+/d)) 2+ exp(ﬂ*Tw) 4 exp(—ﬂ*Tw)
l8L1=1 E [ w ]
w~Uniform(S4—1(1/d)) 24+ exp(ﬂ*Tw) 4 exp(fﬂ*Tw)
=0.
where the last lines follows from w is symmetric and R ,B*Tw)lﬁ-exp(— ) is a odd function of
w.
T
VW
I.=F . _ >
3 w~Uniform(S¢ 1(\/3))[2 4 eXp(B*TUJ) 4 eXp(fﬂ*TU})}BL
i g [ BluTs] |
- w~Uniform(S4—1(+/d)) 24 exp(B*Tw) + exp(—ﬁ*Tw)
w' BT «
= rEwaniform(Sdfl(\/a))[Q 4 exp(B*Tw) + exp(fﬂ*Tw)]ﬁJ—
=0.
where the last lines follows from w is symmetric and STexp( 5*TZ?-€3X S(=FTw) is a odd function of
w.
T
VU
I,=E . _ 1
4 w~Uniform(S4 1(\/3))[2+exp(ﬂ*Tw) +exp(7ﬂ*Tw)]ﬁJ—
v=rfi op [ BLBT B |
- w~Uniform(S4=1(+/d)) 24+ exp(ﬁ*Tw) + exp(—B*Tw)
IBLI=1 o 1 *
= E . _
r w~Uniform(S% 1(\/3))[2 + exp(B*Tw) + eXp(—ﬁ*TU})]ﬁJ—
= 7"2)\351.
Combine the calculations of I, I, I3, I4, we have
ITﬂj_ =L+ +1Is+ 14
= )\QBI + 7"2)\351
= ()\2 —+ T'Q)\g)ﬂi.
In conclusion, we have Zs = Udiag(A1,A2,...,\2)UT and Zp = Udiag(A, A2 +
7?X3, Aa, ..., A2)UT for an orthonormal matrix U, where U = [8*, 8%, ---]. O

Proof of Lemma B.2. Recall the definition of A1, Ao, A3:

N LE [ (8T x)? |—E [ EHGA |
LT e niferm(SE (VD) 1 exp(BT) + exp(—pTw) N Ol exp(T4LB72) + exp(— 4L AT 2)
2 = L Unifor -1 * * = L2~N (0,1 ’

Uniform(8*~ (V)13 I exp(B+T) + exp(— BT x) O3+ exp(RLL BT 2) + exp(— AL BT 2)
1 1

As:=E__,. _ =E.. .

# = Banitonm(si-1 (v [ 1 exp(8*Tx) + exp(—ﬁ*Tw)] N0 [2 + exp(p4L B°72) + exp(— 4 WTZ)]

Next we will show that there exists constants ¢, C, ¢’ > 0 such that when d > ¢/, we have ¢ < \; <
C. The proofs for A5 and A3 are similar. Notice that, when d is large, ﬁ concentrates around 1. If
2

we replace W by 1 in the above expressions, we have
2

(IB*TZ)Q
2+ exp(B*T2) + exp(—B7T2)

]

M ~RE.no,10)]
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Since 8*T2 ~ N(0,1) when z ~ N(0, ;) and || 3*|| = 1, we have

*T \2 2
E.on0,10) (p ) | =Eynonl Y ]
T2 4 exp(BTz) + exp(—F*T2) YEETR2 4 exp(y) + exp(—y)

which is a absolute constant greater than zero and not related to d. Following this intuition, we can
bound A; as the following. We first state the concentration of the norm of N'(0, I;). By Vershynin
(2018) (3.7),

P(||[z|| — Vd| > t) < 24’ (35)
for some absolute constant ¢ > 0. Take ¢t = @, we have
Izl 1 3 —ed
P(— —. =]) < 2e7°,
(g #lgrgh <2

With this concentration, we do the following truncation:

d *T )2
M =E. x| G ]
T2 ep(p BT 2) + exp(— BT 2)

[EIP Iz]l2
W(B*TZF .
[
2 + exp( 4L B*T2) + exp(— 4L f*T ) Ve <l

uzd\l% (572)*

=E.n(0,10)]

]

[N

s

et (VL BT2) 1 oxpl - L) Al

=J1 + Jo.
For Js, it is obvious that

0< < ZP(”jC',Z' ¢ o) < 5o (36)
For upper bound of Ji,
G
h= EZNN(O’I“[Q + exp(p4LBT2) + exp(— 4L B*TZ)H ety g1

< Esz(O,Lﬂ[@] =1

Therefore
A =1+ J2

It’s obvious that there exists an absolute constant ¢’ such that when d > ¢/, \; < 2.
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For lower bound of .J;, we have

e SR
1=E.n(0,10) Izl c(1 s
2+ exp(AL 7 2) + exp(— AL +Tz) Ve 13
3(BT2)?
>E,. 9 -
- N(O’Id)[2+exp(2ﬁ*Tz) T exp(—28+Tz) JG[%,%]]
4 *T . \2 4 *T \2
5B 2 5 (B 2
=E.on(o.10)] fT( ) 7o)~ Beenon| fT( ) Syl
24+ exp(20*Tz) 4+ exp(—26*Tz2) 2+ exp(20*Tz2) + exp(—26*T2) va
g(ﬂ*TZ)2 4(6*T )2
>E,. 9 —E.. EAELCAN i
- N(O’Id)[2+exp(2ﬁ*Tz)+exp(f2B*Tz)] Vo1 4 Ll &E[%,%]}
é(ﬂ*Tz)z ||z||2
>E,. 9 —E.. 27 ).
- N(O’I‘l)[2+exp(2ﬁ*Tz)+exp(f2B*Tz)] =N .10 9 “A&E[%%l]
4,2 2
5Y [121I3
=E 9 —E I
N 05 T exp(2y) + exp(ny)] SN (0,10 | 9 L ¢(s,8]
12113
=c1—E.ono,10)] 9 211\\\% %7%]]
Notice that here ¢, is a positive constant not related to d. For the second term,
[EIE
Eeeno10[ g Tistgry )
12113 [EE
Z]EZNN(O,Id)[ 921[ %]‘FEsz(Old)[ 92]1\ I %]
||Z|| 1 > 1
_ > t)dt + — > d
e d 1 [ ) d. .,
< c - > w c
< 35 2e %% + 9 s P(||z|l5 > t)dt + 426
(y+1) 1
*Cd+§/ 2d(y + DB(|2lls > Vi + Vy)dy
by (35) 1
< demd 4 s/, " od (y + 1)2e4edv” 4y

<de 4+ 2d/1 y6746dy2dy

1
S de—cd + 7e—cd
4c

Combine this inequality and previous inequalities of J; and Jo, we have

=J1+ Jo

1
> — defcd o Zcefcd

Therefore it’s obvious that there exists an absolute constant ¢’ such that when d > ¢/, A\ > %1

The proof for )y is almost the same, the only difference is that in the numerator, we replace 3*7 z
by 8%T 2. The proof for A3 is even simpler. For upper bound,

1
B*T2) + exp(— H\Z/\i BTz)

1<

NH

A3 =K. n0,10)]
2 + exp( ”‘Z/”EZ
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For lower bound,

Mo =E [ : ]
3 = Lz N(0,14)
2 + exp( Hﬁz B8*T2) + exp(——”;/l“i B*Tz)
1
> E.n,10)[ Tpey oraos9)
2+ exp([UL A2 + exp(— UL Tz) Vi 122
1
>E,. Tpag o1
- N(O’Id)[2 T exp(28°T2) + exp(—28*T2) ‘A 6[5’%]]
—E [ ! |-E [ !
= RN (0125 exp(20*Tz) + exp(—28*Tz) N O L) 57y exp(26*Tz) + exp(—28*Tz)
1_ |zl 13
= — —]P> E— -, =
C2 4 (\/a ¢ [27 2])
> o — ge*Cd.
Therefore there exists constant ¢’ such that when d > ¢/, A3 < %2 O

B.3 PROOFS FOR THEOREM 4.5

In this section, our objective is to establish the upper bound of MLE for the phase retrieval model.
A direct application of Theorem 3.1 is impractical, as Assumption A.3 is not met; notably, both
5%, —* serve as global minimums of population loss. To circumvent the issue of non-unique global
minimums, we employ a methodology similar to that used in proving Theorem 3.1, though with a
slightly refined analysis.

Proof of Theorem 4.5. In the sequel, we will use the same notations as in the proof of Theorem
3.1. Even though the global minimum of population loss for the phase retrieval model isn’t unique,
meaning it could be either 5* or —5*, we can still show that the MLE falls into a small ball around
either g* or —(3*.

Lemma B.3. Under the settings of Theorem 4.5, if n > O(d* log %), then with probability at least

1 — 6, we have
. . . d?log 4
min{||BvLe — B* |2, |BuLe + B2} S \/ TS-

Without loss of generality, in the sequel, we consider n > O(d* log %) and assume

d2log 4
|BmLe — B%l2 S \/ Ta’ 37

Recall that for the phase retrieval model,

(a9, 0) = 3 log(2m) + 5 (y — (7 B))°.

which implies Smie € Bg«(1).

It then holds that
Vi(z,y, B) = 2(a" B)’x — 2(z" B)ye,
V2U(z,y, B) = 6(z” B)2xaT — 2yxaT,
Vi(x,y,8) = 12(z" Bz @z @ .

Note that for Y = (X7 3*)2 + ¢, we have V/(X,Y, 3*) = —2(X7T3*)Xe. Therefore (recall that
18*Il = 1) |V€(zi, ys, )| is 2d-subgaussian, by Lemma D.1, we have for any d, with probability

atleast 1 — 6,
Tr(Z5') log ¢ d2||Z5||? log ¢
Tlglla <) —=2220 4 gIZ |y [log — =51 =4 38
1Zs gll2 S - IZs "4/ log Tz n (38)

34

I

1 gy, 3]



Published as a conference paper at ICLR 2024

Which can be viewed as setting B; = d andy = 1 in Assumption A.1. Hence 3*+z = 8* ~Ij'ge

—1
Bg- (1) when n > O(max{Tr(Zg")log ¢, d||Zg" |24 /log dillésgll‘; log 41).

We then show the concentration inequality for the Hessian matrix. Note that

n

* 1 . * 4 * 2 =
V20, (%) = - szﬂ(mi7yi,6 )= - Z(x?ﬁ Vwxl — - Zslxlx;‘r
i=1 i=1

i=1

Since ||(z73*)2x2T || < d?, by matrix Hoeffding, with probability at least 1 — &, we have

8logd 1 Slog
Er, (e 8)%a0"] - d?\| =221y < - 3" (al )2l < B[ 8) aa"] + dz\/Tgm
n n i=1 n
(39)

Moreover, by matrix Chernoff bound, with probability at least 1 — &, we have

8log ¢ 1 & 8log ¢
—dy| B0y < Y el < dy | 2l (40)
n n P n

Combine (39) and (40), we obtain

8log ¢ 8log ¢
V2(5*) — 6d24 %Id < V20, (8%) < V2(B*) + 6d2\/%1d, (41

which can be viewed as setting By = d? in (9).

For any 8 € Bg- (1), we have
IV26(z,y, B)ll2 = 12[|(z" Bz ® z ® al| < 24(Vd +7)",

Thus, we can view as if this model satisfies By = (v/d + 7)* in Assumption A.2.
Then same as (12) we have with probability 1 — 4,

L p 2 1 loggl 2 192 1/2 logQQ
(" +2) = n(B7) < =527 Isz +2¢" B Tr(Zg ) 2)1° 4+ 2B B | T5 |3 log (R /2 an ) (—2)*°
n
2 log ¢ 2 log 4
T S A BTHIZ) (220 4 BBy |T5 [ log (7 2an) ()
(42)
By Lemma B.3, we have (37). Then same as (13) we have with probability at least 1 — §,
1 1
gn(ﬁMLE) - en(ﬁ*) 2 i(AﬂMLE - Z)TIS(AﬁMLE - Z) - §ZTISZ
log 4 log 4
_ O(BQdQ(%)lﬁ +B3d3(&)1'5). (43)
Consequently, by (42), (43) and the fact that £,,(BuLe) — £n(8* + 2z) < 0, we have
T -1 IOg% 15 2 —1)2 ~—1/2 log% 2.5
(Bpwe = 2)" Is(Apue = 2) < O BaTr(Zg ) (— )" + Bi Bo||Zg [[2 log(R ™ au)( )
-1 15log% 1.5 3 —-1)3 ~—1/2 15log§3
+ B3Tr(Zg" )™ (T) °+ By Bs||Zg |3 (log (R~ /")) (T)

log ¢ log ¢
+B2d2( 0og 5 )1.5 +Bgd3( og 5 )1.5>
n n

35



Published as a conference paper at ICLR 2024

Then, same as the proof of Lemma A.3, we further have for any §, with probability at least 1 — 24,
(Buaie — B Zr(Bue — 6%)
Tr(ZrZg")log 4

n

1 1
e (BQHI;IS 2Tr(zs )

<

~

log % d

11 _ o log &
)%+ BB | T2 Ts * (131125 (13 log (7 1/2611)(75)2'5

112 1aslog s 3 S5 27—1)3 ~_1/2 15/log 8 g
+ Bs||Z7Zg 2 [|2Tr(Zg ) (771 )7+ ByBs||Z7Zg * 511 Z5 (|3 (log (R 1)) (771 )
11 log ¢ 11 log ¢
+ Ball TR T IBaA (o0 ) + Bl T T | ()

L1 _ _ log 4
+ BT BT tos( 2o (52
 Tr(IpZg ') log §

n
11 _ logd 11 _ o 10%‘4
+O(PIZET HBTHES B 4 | T IS o ) (2B 24
11 _ logi 11 _ o logd
+ (Vd+ )| T2 T 5Tr(Zs 1)1‘5(7‘5)1'5 +d*(Vd+ )| T2 T 13| Z5 13 (log (7 1/2041))1‘5(7‘5)3
d
log §

11 11 logd
ATITS B (Vi + ) TR B )

27375271 ~1/2 log %,
+ &I Zs * 121125 [l log(w ™ Pan ) (— )

(44)
1
To guarantee T(ZrZs )18 § i the leading term, we only need n > O(N; log 4), where

Tr(ZrZgt)

d2 I%I*% 27 (71 2 d I%I*% 2117112 10e (R~ 1/2 § Vd 4 I%I*% 2T (7=1)15
N, ::m{< | 272 2 I3Tr(Zs )) ( IZ2Z5 * 131125 13 log( a1)> (( + ) ZE T * 3 Tr(Zs )

Tr(ZrZgt) Tr(ZrZg')

Tr(ZrZ; ") Tr(ZrZg")

. 11 s 5 3 11 2 . 11
(dw& +r) 22T, " |§||Isl||3<1og<n1/2a1>>1v5> (d‘*IIITzIs : |§> (dwm I ZEZ5 |13

Tr(ZrZg')

1 1
|| T2 Z5 2 31|Z5 |2 log (s~ /2a) }
Tr(ZrZg"h) :

That is, for any &, when n > O(max{d*, Tr(Zg"),d||Zg" |2 log”® (R~ 2a1), N1 } log ¢), with prob-
ability 1 — 24,
Tr(ZrZg")log ¢

n

Then following the proof of Theorem 3.1, do Taylor expansion w.r.t. 5 as the following:

Rp-(Buie) =E  wnpp(x)  [U(z,y, Buie) — Uz, y, B7)]
ylz~f(ylz;8%)

<E serrx) [V, 89" (Buie — B*)
ylz~f(ylz;8%)

(Bue — B Zr(Bwe — B*) S

+ %(BMLE = BT Zr (Bwie — B*) + %HﬂMLE — B*13.

- ETr(ITIgl)logg N A log 4
-2 n 6

d*(Vd +r)’(

)1.5.
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. . B d®(Vd+r)*\2 dy
with probability at least 1 — 2. If we further assume n > O((5 7 =17 TeZoh) ) log §), it then holds that
r TLg

Tr(ZrZg')log ¢
Rp+ (Buie) < C%.
Therefore we conclude that for any §, when n > O(N log g), with probability at least 1 — 26,

Tr(ZrZs ) log ¢
R (BuLe) < CM7

n
where
B(Vd+r)t
N = max{d*, Tr(Z5"), d||Z5" |2 1og° (2 ay ), Ny, 2
x{ (Zg"),d||IZg " ||l2 log™( 1), N1, ( TS )7}
11 B 2 11 B ~ 2 11 _ 2
:max{ | T3T5 2 3Tr(Z5 ) dM|Z2 T4 |31 Z5 |3 log (7 2ay) (Vd +1)Y|Z2Z 2 ||3Tr(Z )15
Tr(ZrZg') ’ Tr(ZrZg"h) ’ Tr(ZrZst) ’

i _1 _ L % 11 2 L )
(Vi + ) |22 T |BI1Zs [3log(R 1 2a0)) 2\ T (dUIZFZ5 21 ((Vd+ ) T2 |3
Tr (ITIS_‘ 1 ) ) Tr (ITIS_' 1 ) 3 T (ITIS_ I ) ,
1 _ 1
| T2 T 2 31IZ5 " l2 log (k" 2an) B+ )
Tr(ZrZg h ™ ITIgl)

Now it remains to calculate N and Tr(ZrZg 1). Similar to logistic regression (see Lemma B.1 and
B.2), we have the following two lemmas that characterize Zg and Z7.

Lemma B.4. Under the conditions of Theorem 4.5, we have Ts = Udiag(\1, A, ..., o) UT and
Ir = Udiag(A1, A2 +72X3, Xa, ..., \o)UT for an orthonormal matrix U. Where

_ _ o1 d? \/8+T 4
A8 TH(Z5Y), dZ5 " 2 log® (e ), (L ))2}.

Ap = 4E:c~Uniform(5’i’1(\/E))Kﬁ*Tz)zl]’
L *T N2 (xT ,.\2
Ag 1= 4Ez~Uniform(Sd_1(\/3))[(B JJ) (/BL $) ]a

/\3 = 4Ew~Uniform(Sd'—1(\/E)) [(B*Tx)Q]-

Lemma B.5. Under the conditions of Theorem 4.5, there exist absolute constants c,C,c’ > 0 such
that c < A\, Ao, A3 < C, ford > (.

The proofs for these two lemmas are in the next section. With Lemma B.4, we have ZrZg L=
Udiag(1,1 + r2f\—g,...71)UT, It = Udiag(%,i,...,/\iz)UT. By Lemma B.5, since
A1, A2, A3 = O(1), we have Tr(ITIle) = d+r2§—2 = d+r2, HITI§1H2 = 1—|—7‘2/A\—g = 1+72. Sim-

1
ilarly Tr(Zg') = A\{ '+ (d = DA < d, [|Z5 ]2 = max{\[ ', A5 ' < 1, o = By||Zg Y| 5 < d.
Plug in these quantities, recall

_ Tr(ZIpZgt)  d+o?
_ 1 1 - 2
1Z2Z5'z2), 1T

we have

N = max {dﬁn_2, dik~3 log%(/%_l/zal), B(Vd + )82, 3 (Vd+r)?k~2 log%(/%_l/Qal), Br72,d(Vd +r)8r2,
&2k log(k~V2an), d*, d, dlog? (R */2ay), dS(Vd + r)8n2||ITI§1|2}

1SS {dwa+ P2 AV + )T T 1“2}

\|ITI§1||:><1+T221 i

(\/g+ r)8k2
_ dS(vd +7)3(1 + r?)?
(d+12)?
We can see that when r < 1, N < d8. When 1 < r < vd, N < d8r%. When r > v/d, N = d®r8.
O

= d°(d+r%)%(1 +r?)?
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B.3.1 PROOF OF LEMMA B.3

In the following, we prove Lemma B.3. The intuition is that, although ¢ is not convex in f3, ¢ is
quadratic in M := 37T,

Proof of Lemma B.3. With a little bit abuse of notation, for matrix M € R?*?, we denote
1
g(xa Y, M) = §(y - <xxT7 M>)2
Under the case where M = 337, we have

Sy (T B5Y = Sy~ (T8 = Eeu B).

E(‘/E)y7M) = 2

We further denote

(M) = 3 iy M) = 5o 30— {asaT M)

: 2n “
=1 i=1
and M* := g*p*T.
It then holds that
1 n 1 n
Cn(M*) = —— Dei, V2 (M*) = = i iT ,(M) = 0.
Vi ( n;vecxx)a,v ngvecx wec(zizl)T, V30, (M)

Denote Yg := E,p,(x)[vec(za)vec(zz”)T], then by Lemma D.1 with V' = Tr(Zg), o = 2,
B2 = cd for some absolute constants ¢, ¢, we have with probability at least 1 — 4,

Tr(Xg)1 2d?
TEDBS | 10g ik
rzg n

IV (MF)]|2 < ¢ 45)

By matrix Hoeffding, we have with probability at least 1 — 4,

8log ¢ 8log 4
g — d*y| %Id < V20, (M*) < X + d%/%fd. (46)

Before conducting further analysis, we need some characterizations of X g. By the definition of Xg,
we can see that the ((4, j), (k, 1)) entry of Xg is Exp,(x)[X:X; Xz Xi]. Since X is symmetric and
isotropic, we have

Exp,x)[X2X?] ifi=jk=1landi#k
Ex~ps(x)[XZX3] if {i,j} = {k, I} and i # j
EXNPS(X)[X,?] ifi=j=k=1

0 Otherwise

Exnps () [XiX; Xp Xi] =

For the calculation of moments, using (3a) in Cao (2020) with a = (1,0, O)T and € = %X

we have Ex p, (x)[X1] = %, Ex~ps(x) | X X3] = d+2 Since X is isotropic, we have

A ifi=j k=1landi #k

d+2
4o if {i, 5} = {k,1} and i # j
o — [+2 1 ) ) J
() (1), (k1)) TR N (47)
0 Otherwise
Therefore
s) = ZE[X?XZ] =d(d - 1)L + d?’—d =d>. (48)
— vt d+2 d+2

The following lemma characterizes the “minimum eigenvalue” of X5 on a special subspace, which
will be useful in our analysis.
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Lemma B.6. For any vector a = (a:j)(;,j)e[d]x[d] € R% satisfies a;; = aj;,

2d
T 2
a ES’(] > ——|la .

Proof.

a"Ssa =Y aan(Ss) ().

,5,k,0
by (47)
y (4 d+2 Za” +2awaﬂ +Za”a]j +3Za”
i#£j i#£j i#£j
@ij =i m Z aj; + Z Q055 + 3 Z a”
+ i#j i#j
T3 + )+ (Coun + 368
i#£] i#]
d
= d+2 2”@H2 Zan
2d 9
> — .
> = lal}3

O

With Lemma B.6 and (48), we are now able to prove Lemma B.3. By Taylor expansion, we have for
M = ppT, M* = p*B*T, with probability at least 1 — &,

3, 1
0a(M) — £,(M*) ¥ 270 vec(M — M*) Ve, (M*) + gvec(M — M*) V20, (M )vee(M — M)

Ad? )% log
Tr(Xs) n

1 5 o |8log d
+ 5 vee(M — M*)TSgvec(M — M*) — | M — M*||%d TJ
by Lemma B.6 and (48) d , [8log 4 ) " d?log ¢ log 4 N
> - B - M - + a2 | M — M
d+2 n n n

d?log ¢ log ¢
> Lias - ar - [ /TS S s

when n > O(d*log 4).

by (45),(46) Tr(Xg) log &
2 - are TS

Slish

—_

[\

We denote My := BMLEﬁI\GLE' Note that €n(MMLE) — gn(M*) = ‘gn(ﬁMLE) — €n(ﬁ*) < 0. Thus

we have
%HMMLE_M*H%_CN W”loig | Mye — M*||p <0,
which implies
| Mwe — M*||5 S \/@ﬂibgz < \/@.
n n -
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Thus so far we have shown, if n > O(d*log %), then with probability at least 1 — §, we have

d?log 4
[Mmie — M*[|p < 2.
n
By Lemma 6 in Ge et al. (2017), we further have
. . . . d*log §
min{||AumLe — B*l2, [|BmLe + B* |2} < ||5*|| [Mme — M*||r < —

B.3.2 PROOFS FOR LEMMA B.4 AND B.5

The proofs for Lemma B.4 and B.5 are similar to proofs for Lemma B.1 and B.2.

Proof of Lemma B.4. By definition,
Is = 4E1~Uniform(8d—1(\/g)) [xxT (xTﬁ*)Q]
Let z ~ N(0, 1), then x and zﬁ have the same distribution. Therefore
IS = 4Em~Uniform(Sd*1(\f))[mxT(xTB*)2]
Vd

12]]2

_4EZNN(0 ]d)[ZZ ” ” (5*T )2]

= 4B w01 [(°*T + ULUT)=2 (5472 o]

where [3*, U] € R4*? is a orthogonal basis.

With this expression, we first prove 8* is an eigenvector of Zg with corresponding eigenvalue A;.

* * d2
TsfB* = ABerun(o,10)[(B°8"" + ULUT)z2" (87 2)" ||Z||4]6*
2
= 4E.n(0.1 8" B 22T (B 2)? ||ZH4B*]
+HAE. (0,19 ULUT 227 (81 )2|| ||4B]
T _\4 dQ
=A4E. n0,1) (B 2) 718"
12115
+A4E. nr0, 1) [ULUL 227 (87 2)? ||Z||4B]
= MB* + 4B n(0.1p)ULUT 22" (877 2)* = 8],

Iz ||4

Therefore we only need to prove

E.on (0,10 [ULUTL 227 (87 2)? B ”4ﬂ*]—

In fact,

EzNN(O,Id)[UfZZT(ﬁ*TZ) H ||4 ﬁ*]
d2
3 4]

= ]EZNN(O,Id)[(U}:Z) (B*TZ) ||ZH
2

d 2 43
ZEZ~N(0,1d)[(W) A°BJ
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where we let A := 27 3*, B := U”2. Notice that by the property of z ~ N(0, I;), A and B are
independent. Also, B is symmetric, i.e., B and — B have the same distribution. Therefore

d

2 43
E ||45 = ZNN(O,Id)[(W) A°B] =0

E,n0.1)ULUL 227 (8% 2)?

Next we will prove that for any 3, such that |3 s = 1, 3*T 3, = 0, 3, is an eigenvector of Zg
with corresponding eigenvalue \o. Let [3, , U] be an orthogonal basis (3* is the first column of U).

2d2

T = oo (318 + VU2 (379
2

181

d2
2
||z||3/m

Bl

= 4E2~N(0,14) [5LBIZZT(ﬂ*TZ)

4B (0.1 UV T 227 (87 2)? ||z||4
T d2
= 4B, p0.1p[(B72)2(8 7 2)?

+4E. N 0,1.) [UUT 22" (B 2)?

= X8 +0
=31
Here
2 &?

12112

AR, p0, 1) [UUT 227 (BT 2) Bi]=0

because of a similar reason as in the previous part.

For Zr, the proving strategy is similar. For z ~ Uniform(S%~1(1/d)) + v on the target domain,
where v = 73%, letw = x —v = x — r3%, then w ~ Uniform(S%~1(\/d)). Let z ~ N(0, 1), then
w and zﬁ have the same distribution. We have
Ir = 4EI~Uniform(Sd’1(\/3))+v[mwT(a’.Tﬁ*)Q]
= 4Ew~Uniform($d*1(\/E)) [(w + U)(’LU + U)T((w + U)Tﬁ*)Q]

0T B*=0
= 4E, _uniform(si-1(va) [(wwT +wv? + vw” + voT)(wT 5*)?]

Therefore
IrB* = 4Ew~Uniform(sd—1(\/E))[(wa + wol +vw? + ) (w? %)% 8*
vT =0
= 4Ew~Uniform(Sd*1(\/3))[wa(wTﬂ*)z}B*

=1ZIsB*
= Alﬂ*v

where the last line follows from the previous proofs. Similarly, for any 3. such that I B Il =1,

BTaL =0,
IrfL = AR Uniform(s-1(va)) [(ww? + wuT 4+ vw™ +voT)(w? 8*)4] 61
v gL =0 oy s
= 4Ew~Uniform(Sd*1(\/E))[wa(wTﬁ )Q]ﬂj_
=I5B
= Xof3.
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For 37,
IrBy = 4Ew~Uniform(Sd*1(\/E))[(wa + wol +ow? + o) (w? 5%)?)8%
= 4Ew~Uniform(Sd*1(\/E)) [wa(wTB*)Q]ﬁi + 4Ew~Uniform(Sd’1(\/3)) [wUT(wTﬁ*)2]Bi
+ 4Ew~Uniform(5d*1(\/3)) [ow® (w" 67)*]81 + 4Ew~Uniform(Sd*1(\/E)) [oo” (w 57)?] 81
2111+I2+13+I4.
As in the previous proofs,
I =ZgB1 = AP
I, = 4E : [woT (w? *)?)8%
2 w~Uniform(S2—1(/d)) L

v=rB]

- 4TEw~Uniform(Sd*1(\/a))[w(ﬁiTﬂi)(wTﬂ*)z]

I811=1 *
= 4rEw~Uniform(Sd*1(\/E))[w(wTﬁ )2]

=0.
where the last lines follows from w is symmetric and w(w? 3*)? is a odd function of w.
‘[3 = ZHEwr\dUnh"orm(Sd71 (\/E)) [va (wTB*)2]Bj_

v=rpB%
=" 4rEw~Uniform(Sd*1(\/E))[ﬁj—wTﬁj— (wTﬁ*)Z]
=47E,, Uniform(si-1(va)) [(w"B87)(w” 8%)]8%
=0.
where the last lines follows from w is symmetric and (w? 8% )(w? 3*)? is a odd function of w.

I4 - 4Ew~Uniform(5d’1(\/&)) [UUT (wTﬂ*)z]BI

v=rB% *
2B, st vy 318171 (w7 )2

1BLI=1
= 4T2Ew~Uniform(Sd—1(\/E))[ﬁj—(wTﬁ*)z]

.2 *
=T )‘3BJ_~
Combine the calculations of 1, I, I3, I, we have
I =L+ 1o+ I3+ 14
= X1 + r?A3B7
= (A2 +7203)8%.
In conclusion, we have Zg = Udiag(Ai,\e,..., 2)UT and Iy = Udiag(A1, A2 +
7?X3, A2, ..., A2)UT for an orthonormal matrix U, where U = [3*, 3%, - - -]. O

Proof of Lemma B.5. Recall the definition of A1, Ao, A3:

* * d2
M= 4B, nitorm(sa (vap (87 #)1] = 4B-no.1) (B TZ)4W]7
2
2 d2

12113

A2 1= 4B,y (yap (BT 02 (B1T0)?) = 4Beno.1 (372 (B 9P oo,

* * d
Az = 4Ew~umform(sd—l(\/a))[(ﬂ Tx)2] =A4E. (0,1, [(B TZ)2W]-

Next we will show that there exists constants ¢, C, ¢ > 0 such that when d > ¢/, we have ¢ < \; <
C. The proofs for A\s and A3 are similar. 35 With this concentration, we do the following truncation:

S (g
—ANA1l — 2~ N 0,1,
4 (0-10) 1213
_E (3T & |+E S 1
AN Od) [2l3 Vaetna T O [=]§ 2 #le2]

=Ji + Jo.
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For Js, it is obvious that

13
0<J. <0121P>M — 2] < 2d%e . 49
For upper bound of .J;,
T N4 &
J1 = EZNN((),I(!)[(/B* z) HZHg]IH‘;g e[%,g]]
< Eono,10)[16(8*72) "] = 48
Therefore

1
1)\1 =J; + Jo < 48 + 2d%e %,

It’s obvious that there exists an absolute constant ¢’ such that when d > ¢/, i)‘l < 50.
For lower bound of .J;, we have

d2
Bl

2]l va <l

=

Ji =E.ono1)(872)* %]]

1
2

)t 3.

> E. ool ()E72) =

Therefore

1 2
N =S +J>(5)*3
M 1+ 2_(3)

Therefore it’s obvious that there exists an absolute constant ¢’ such that when d > ¢/, i)\l > % The
proofs for Ao and A3 are almost the same.

O

C PROOFS FOR SECTION 5

C.1 POOFS FOR PROPOSITION 5.1

Proof. We consider the case where Y = X2 + ¢, ¢ ~ N(0,1), ¢ 1L X, and we have X ~
N (-10,1) on the source domain and X ~ A/(10, 1) on the target domain. Then the optimal linear
fit on the target is given by

. —1
B* — arg mlnBeRE(a:,y)NPT(X,Y) [(y — ‘TB)2} = (EmNN(IO,l) [,132]) ]E@N_/\f(lol) [],‘3] > 0
However, the linear fit learned via classical MLE asymptotically behaves as

-1
. 1 n ) 1 n ) 1 n
n—oo —1
= (Evmn(—10)[2%]) " Epmnr(—101)[z%] <O0.
Hence, the classical MLE losses consistency. For MWLE, we have

n

1

. 2
PmwLE = arg mingeg 5 - Zl w(w;)(yi — i)
1 n -1 1 n
- (i 5ren) (3 Ewiesem) =
i=1 i=1
which asymptotically provides a good estimator. O
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C.2 PROOFS FOR THEOREM 5.2

The detailed version of Theorem 5.2 is stated as the following.

Theorem C.1. Suppose the function class F satisfies Assumption C. Let G, := G, (M) and H,, :=
H,(M). Forany 6 € (0,1), if n > cmax{N*log(d/d), N(6), N'(8)}, then with probability at
least 1 — 36, we have

Tr (GwHy') log %

Ruar(Bmwie) < ¢ -

for an absolute constant c. Here
N* = W2 max{\~1a? log® (W?\~1a?), a3, \a3},

where &1 = Bi||H 9% a2 = Ba|Hytlle, a3 = Bs|H,'35 and N =

Tr(GuwH ) /IH 2

The proofs for Theorem C.1 is similar to proofs for Theorem A.1. For notation simplicity, through
out the proofs for Theorem C.1, let 8* := §*(M), Hy, := Hyw(M), Gy := Gy (M). We first state
two main lemmas, which capture the distance between Sywie and 8* under different measurements.
Lemma C.2. Suppose Assumption C holds. For any 6 € (0,1) and any n >
cmax{Ny log(d/é), N(6), N'(6)}, with probability at least 1 — 20, we have Buwie €

3 4
Bﬁ* (C Tr(GuwHy ") log < )

n for some absolute constant c. Here

2
3B2R. I H-11121 2y A 1/24 3
N ;—max{W2B§||Hw1§,W2B§Tr(GwHw2)||Hw1||§,(W 15[y |3 log (W O‘l)) 7

Tr(GywHy?)
1
(W4Bi”BsIIH;1II§1og3”(WA‘”26zl>>2 WQB%IHJIélogz”(WA‘“Qéu)}
Tr(GywHy?) ’ Tr(GwHw?) '

Lemma C.3. Suppose Assumption C holds. For any 6 € (0,1) and any n >
cmax{Ny log(d/d), Nalog(d/d), N(8), N'(5)}, with probability at least 1 — 30, we have

Tr(GwH,') log %
" .

1
| H2 (Bawie — B3 < ¢

for some absolute constant c. Here N is defined in Lemma C.2 and

N, max{(WBQTr(GwHw2))2 (WBgTr(GwHw2)1~5>2 <W3BfB2||Hw1||§log27(W)\1/2&1)>3

Tr(GywHy') Tr(GywHy") Tr(GywHy")
1
(W‘*B?BaIIHJlII%1og3”(WA‘”2d1)>2 WZB%IHalIzlogz”(WA‘l/le)}
Tr(GwHyt) ’ Tr(GwHyt) )

The proofs for Lemma C.2 and C.3 are delayed to the end of this subsection. With these two lemmas,
we can now state the proof for Theorem C.1.

Proof of Theorem C.1. By Assumption C.1 and C.3, we can do Taylor expansion w.r.t. 3 as the
following:

R (BuwLe) = E )by (2,y) (2, Y, Buwie) — £z, y, B7)]

< E(gy)nbr @) VU@, ¥, B8] (Buwie — B*)

1 N . WB N

+ i(BMWLE — BT Hy(Buwie — B%) + ?BHﬂMWLE - B*113-

Applying Lemma C.2 and C.3, we know for any § and any n >
cmax{N log(d/d), Nolog(d/d), N(8§), N'(5)}, with probability at least 1 — 30, we have

Tr(GwHy')log 4
C
n

(Bwwie — B%)" Hy (Buwie — B*) <
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and

Tr(GuwHo?)log ¢
| BmwLe — B2 < C\/ ( - ) L

Also notice that, B, ) py (2,9) [VE(2,y, B%)] = 0. Therefore, with probability at least 1 — 34, we
have

cTr(GuH, ) log ¢

Ry (Buwee) < = ( log 5
2 n

W B3Tr(G,H %) 5
Tr(GuwHL")

log %

3
+%WB3Tr(GU,HUjZ)1'5( S a1,

If we further have n > ¢( )2 log(d/§), it then holds that

Tr(GwHy')log 4
. )

Rur(Bmwie) < ¢
Note that

—2)\1.5\ 2
maX{Nl,Nz, (WBgTr(waqu ) ) }
Tr(GuwHy )

2
W3BI Byl H, ' |13 10g2”(WA‘1/2d1)> °

Tr(GwHy?) ’

1
(W‘*B%BsHH;lII% log37<WA—1/2d1>> * WEBH|H,'|3log® (WA~Y24,) }
Tr(GywHw?) ’ Tr(GywHy?)

= W2 max{a2, \a2, & a2 * A2 log B (WA264), &6 * A1 2 1og® 2 (WA /264), A1 a2 log? (WA~ 2a,)
< W2 max{\"'aZlog®" (W2X~1a2), a2, \a2}
= N*.
Here the first equation follows from the fact that
Tr(GuH,?) = Tr(H, PGy Hy P HLY) < ([Hy o Tr(H VG H Y ?) = [ H |2 Tr(GuHy ).

To summarize, for any 6 € (0,1) and any n > cmax{N*log(d/d), N(d), N'(6)}, with probability
at least 1 — 36, we have

_ max{W2B§||H;1||§, W2B2TH( G H ) | |2 (

- d
Tr(GuHY) logg.

w

Ry (Buwee) < ¢

n

In the following, we prove Lemma C.2 and C.3.

Proof of Lemma C.2

Proof of Lemma C.2. For notation simplicity, we denote g := V{¥(8*) —Ep, [V£¥(8*)]. Note that
V =n-E[|A(VE(8%) - E[VE (B3]
=n-E[VL; (8*)T AT AV (67)]
=n - E[Tr(AVE (58%)VE (6*)TAT)]
= Tr(AG,A").

By taking A = H_ ! in Assumption C.2, for any § and any n > N(J), we have with probability at
least 1 — ¢:

- Tr(CuwHu®)log § _ WBy[|H > | log 4
||legH2 <C\/ ( ) 9 —|—WB1||Hw1||210g"/ 1” w HQ S
! Tr(GuHs?)) "
Tr(GwHy?)log ¢  log ¢
:c\/ : n 0% + W B || Hy' 2 log” (WA™H2a,) ——= (50)
2 pw (% 2 0w/ ok lOg%
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Letevent A := {(50), (51) holds} and A’ := {£*(-) has a unique local minimum, which is also global minimum}.
By Assumption C.2 and Assumption C.4, it then holds for any ¢ and any n > max{N(d), N'(5)}
that P(AN A”) > 1 — 24. Under the event A N A’, we have the following Taylor expansion:

by Assumption C.1, C.3 1 WB
6 (B) — 67(8%) < (8= B5)TVE(5") + G BTV (B) (B — B*) + —— I8 — B*13
Ep [VEY (5*)]=0 1 N w ~  WBDB
UE T (BT (B BV (BB~ )+ 18— 6*||2
by (51) 1 log ¢ N WB
S (BP9 + 58— B Hu(B = B) + WB\| =I5 = B3 + =116 — 513
d
Ag:=B—B* g s WB
=" Afg+ AaH Ag+WB, 2| Agll3 + 3||ABH2
1 1 gd WB
= 5 (85 = ) Hu(Ap = 2) = 557 Hoz + WBA\| =L Ag]3 + =181
(52)
where z := —H_1g. Similarly
w wioxs 1 1 log WB
£2(8) = 2(8°) = 5(8 = )T Hy(Ag = 2) = 327 Huz = WB\| =2 | 8113 — =21 453
(53)
Notice that Ag« . = 2, by (50) and (52), we have
0y (8% +2) — £ (8%)
2
1 log 4 Tr(GywHyp?)log ¢ log &
< 2THy»+ WBQ\/ %85 c\/ r{ 085 v By | HZ [ log? (WA—1/26,) 255
2 n n n
5 3
: Tr(GwHy?) log & log ¢
4 W5 c\/ i VOB 5 3 By |2 1 og™ (WA~ 1/26,) 1288
6 n n
I 7 2 2 IOg%N 3 2 12742 1/2 log%%
< =52 Hyz + 28 W By TH(Gw H, ) (—5)1 + 2WE B Bo||H, | log TWATY 260, (—2)*

logg)3

2 B log4 2 _ —1/9~
- gCSWBgTr(GwHw2)1'5(T‘S)1'5 + §W4B§B3||Hw1||§ log® (WA=Y2a,)(
(54)

For any 8 € Bg-(3cy/ w)’ by (53), we have

(8) — 6257 2 5(8a — ) HulAs = 2) - 327 o

l\D\»—t

log ¢
75)1.5' (55)
n

log &
_ 9c2WB2Tr(GwH,;2)(%)1'5 - gCSWBgTr(GwH,;2)1-5(

(55) - (54) gives
0 (B) = £7(B" + 2)
> %(Aﬂ —2)THy(Ap = 2)

log 4 31 log ¢
_ (1102WB2Tr(Gle;2)( 08 5 )1.5 + €C3W33TI’(GWH;2)1'5( 0og 5 )1.5
n n
log 4 2 log 4
REL 2 1 2w Bl g lor (WA ) (EL ) )
(56)

+ 2W3B2B,||H |2 log® (WA~ 2a4)( )25 4
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Consider the ellipsoid
1
D= {5 € R? 58— 2)THy(Ap — 2)
log 4 1 log 4
< 1AW By Tr(Gy Hy?) (—ot )15 4 %c?’WBgTr(Gij)“(—Og 5)15
n
3 2 —1(271 .02 —1/2~ IOgng
+2W B By||H,, (|5 1og™ (WA™/Zan ) (—)™7
2 log ¢ .
+ IWB B g (WA 2 (52|
2
Then by (56), for any 3 € Bg- (3cy/ w) N DC, we have
6 (B) = £7(B" + 2) > 0. (57)
Notice that by the definition of D, using A{ (H,,) = ||H||2, we have for any 3 € D,
log 4 31 log ¢
18 = 213 < 223 Hy |2 W BTG Hy, ) (2o 0) 1 4 26 [ oW By Tr(G )0 (220 )0
-1 3 2 —127..2 ~1/2 % logg 2.5
A Hy WP B Bo| | H, |3 log™ (WA an ) (—)~
d
log §

4, _ C1jos
S IHG W B B3| H 5 1og™ (WA™!2a0) (—2)%.

Thus for any 8 € D,
1Asll5 < 2(114s = 2[5 + [12113)

by (50) log 4 62 log 4
< U H oW B TH(GuH ) (Zo0 )0 4 2| Hy 2 W B Tr(Gu )5 (2 5)1

_ ~ 1sa. . logd
+ 8||H oW B Ba || Hyy |13 log™ (WA 26, ) (—-2 )25

8 _ 1ja. . logd
+ gIIHw1||2W4B§’Bs|\Hw1\|3log?”(W)\ V2a)(—2)®

log % log g

+APTH(G W Hy?) —2 + AW2 B} | Hy '3 log™ (WA 26, ) (—2)2,

n
To guarantee Tr(G, H,,?) % is the leading term, we only need Tr(G, H,,?) % to dominate the
rest of the terms. Hence, if we further have n > ¢Nj log(d/4), it then holds that

1 d
1853 < 96 Tr(Gly Hp2) 228

e
ie., B € Bg(3c M). Here

n

2
3B2R, I H-1121 2y A 1/24 3
N :max{W2B§||H1§,W2B§Tr(GwH2)||Hw1||§,<W 1Bsl|H,, |15 1og™ (W 0‘1)) 7

w w Tr ( Gw HEQ)
(W‘*Bi‘BgllH;lH%1og3”<WA—1/2d1>>2 WQB%|H;1|%log2”(WA—1/2a1)}
T (G Hy?) ’ Tr(GuwHy®) '

2 4
In other words, we show that D C Bg- (3¢ M)
Tr(Gw Hl;2) IOg % )

n

. Recall that by (57), we know that for
NnDC,

6 (B) = 6, (8" +2) > 0.

any 3 € Bg+ (3¢
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Note that 8* + z € D. Hence there is a local minimum of £%(3) in D. Under the event A’, we know
that the global minimum of £ () is in D, i.e.,

Tr(GuwHy?)log &
n

BmwLe € D C B« (36\/ ).

Proof of Lemma C.3

N —2 d
Proof of Lemma C.3. Let E := {Buwie € D C Bg-(1/ M)} Then by the proof of

Lemma C.2, for any § € (0,1) and any n > cmax{N; log(d/d), N(5), N'(8)}, we have P(E) >
1—26.

_1
By taking A = H,, ? in Assumption C.2, for any ¢ € (0,1) and any n > N (¢), with probability at
least 1 — §, we have:

1
W B1||Hw 2|2 logg

+ WB | Hy ? |2 log”
Tr(GuHZY ) "

_ 1
[Huw?gllz < ¢

\/Tr(Gqujl) log %
n

Tr(G Hy') log & L By||Hy* log ¢
gc\/ ! V85 W By log WA e =
n VTG [ ) "
Tr(GwHy') log 4 1 log 4
:c\/ d - Jlog 5 FWBLHy 2 log? (WA™/261) =5 (58)
We denote E’ = {(58) holds}. Then for any 6 and any n >

cmax{N;(M)log(d/8), N(6), N'(6)}, we have P(E N E') > 1 — 34.
Under E N E/, BmwLe € D, i.e.,

1
§(AﬁMWLE - Z)THM(ABMWLE - Z)

log 4 1og§)1'5

n

< 11EW B, Tr(GowH,?)( )R %C3WBgTr(GwH;2)1'5(

) B e logé 2 . o logi
+ 2W3BI By H,, |3 log® (WA~ /%6 ) (—2)%5 + §W4B?BBIIHM1II§10g3”(W/\ V2a)(—2)*,

In other words,

1
HHH% (ABMWLE - Z)”%

log & 1 log ¢
< 222 W By Tr(Go Ho2)(—88)15 %CZ‘WBgTr(GwH;?)lﬁ(—og 5)1:5
n
d d
log § 4 5

3

log

+AWS BBy H,, |3 log™ (WA™Y26) (—)>% + S W B Bs | H,, |3 log™ (WA™Y/2a )(

(59)

).
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Thus we have

HHé (BwwLe — B%)|I2

= 1HE Apyunell3

= | HE (A — 2) + Hi 213

< 2| HE (D ppe — 2)13 + 21 He 213

1 _1

= 2| H3 (Apue — 2))II3 + 2[1Huw * g3
=4 =4 — d

bY(OF))gﬂd(O?S) 22 Tr(GwHy ') log §

n

log 4
4 A4EW By Tr(Go H2)( 285

logg 15, 62 5 2\1.5 1.5
54 2 W B TH(C W Ho2) " :
B s B ow By Tr(@u ) o (D)
_ 1ja-  logd 8 _ e
+ 8WP B} Bo| | Hy, |3 log™ (WA 1/2011)(7715)2'5 + §W4B§’33||Hw1||§10g37(w>\ 26,)(

log %

+AW2BY| Hy |2 log® (WA 26, ) (—2)? (60)

1 4
To guarantee w is the leading term, we only need
of the terms. Hence, if we further have n > ¢Ns log(d/d), we have

Tr(GuH,Y) log%
" )

Tr(GwH ) log 4 .
(GuwH, )los 5 to dominate the rest

1
| Ha (Buwie — 8%)13 < 9¢2

Here

log %

Tr(GwHu") Tr(GwHy") Tr(GwHy")
<W4B%Bg||Hw1||31og3V(WA1%))2 W2Bg|Hw1|210g2~<m1/2@1)}
Tr(GywHy") ’ Tr(GywHy") ’
To summarize, we show that for any 1) and any n >

cmax{N; log(d/d), Nalog(d/d), N(5), N'(4)}, with probability at least 1 — 34, we have
Tr(GuHY) logg
" :

1
|HZ (Buwie — 8|12 < 9¢

C.3 PROOFS FOR THEOREM 5.3

Proof of Theorem 5.3. For any W > 1, we construct Pg(X), Pr(X), M and F as follows. We
define P (X) := Uniform(B(1)) and Pg(X) := Uniform(B(W 1)), where B(1) and B(W #) are
d-dimensional balls centered around the original with radius 1 and Wa, respectively. For notation

simplicity, we denote Q := B(1) and P := B(W4) in the following. The density ratios is then
given by

_dPp(xz) (W ze@
w(w) = dPs(z) 0 x¢Q’
which is upper bounded by 1. We further have
Wi 1
Zs(B) = Epopg(x)lza’] = 3d I3 =0, Ir(B) = Eppy(x)[za’] = 37dld = 0.

Let F := {f(y| x; B) | B € R} be the linear regression class, i.e., — log f(y | x; 3) = (log 27)/2+
(y — 27 3)? /2. We assume the true conditional distribution belongs to a class M that is defined as

M ={Y | X st p(y|z) = f(y|: B)Lizeqy + F (] 23 85)Liwer\ay. 51, B3 € By, (B)}
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for some By € R? and B > 0. We utilize the function class F to approximate the true conditional
density function, which subsequently results in model mis-specification. In the sequel, we will show
the lower bound of excess risk for any estimators under this model class M.

Fix any ground truth model M & M, that is, we are assuming the true conditional distribution
follows the form:

pylx) = f(ylz; B))Lizeqy + f(y| 25 83) L zer\0}

where /7 and /33 are arbitrarily chosen fixed points from Bg, (B). Note that the model is actually
well-specified on the target domain. Hence the optimal fit on the target is given by

6*(M) = arg min,@E(m,y)NPT(X,Y) [f(x,y,ﬁ)] = ﬁf

For linear regression, it is easy to verify that Assumption B.2, B.3 and B.4 hold. Let Ry and R; be
the parameters chosen by Lemma A.5. Then similar to the proofs of Theorem 3.2, we have

ir}f sup E(Ii,yi)NPS(X1Y) [RM(B)}
B MeM

= inf sup E(z, y:)~Ps(X,Y) [RBI (B)}
ﬁ ﬁl 526]3[‘30(3)

> inf sup E(z; yi)~Ps(X,Y) [Rﬂl (B)}
B Bi.B5€Bs, (R1)

>  inf sup E (2 yi)~Ps(x,y) | F5: B}
BEBg, (Ro) B; B85 €Bs, (R1)
1 . A * ) *
> 7. inf sup E(z, y)~Ps(X,Y) [(5 — B T (Bo) (B — B )}
BEBg, (Ro) B7,B85€Bg, (R1)
1 . A * 2 *
> 7. inf sup E(z,,y:)~Ps(X,Y) {(ﬁ — B T (Bo) (B — ﬂ1)}
PEBy (Fo) pr B3 eCyy (51)
1 . 3 3
=% i sup Ege,yo~ps ey (B = 8D Tr(Bo) (3= 87| 61)

3 R
BEBg, (Ro) [ﬁIT’ﬁET]EC[ﬁgﬁg](ﬁ)

By Theorem 1 in Gill & Levit (1995) (multivariate van Trees inequality) with ¢(8F, 83) = 57,
C(Bt,B5) = C := [W,,0] € R¥*2d and B(B%, 85) = B := L (o), we have for any estimator
3 and good prior density ) that supported on Clar 61 (%),

N Wd2
B 33713 Etenanrscer) [ (B = 81 Ze(50) (B - 87)] = M
where
. o - 0 _ - 1 -
) /CWOT](%) Z CaCi gz MB35 B) | 503

Let Bo = [Bo.1s- -+ Bo.ds Bois- - B0.a) s B =B, Bea)” and

mVd w™d, .
filz) := —— 4R1 S<2R1 (x—ﬂo,i)>,z—1,...,2d.

We define the prior density as

3 R
)\(8) :_ {Hlefz(Bz) 6~ € C[ﬂg,ﬁg](gﬁ) )
0 B¢ Crer 11 ()
Then following the same argument as in the proof of Lemma A.6, we have
~ 2d T2W23d _
I\ = R2 Tr(BCCT) = TTr(ITl(ﬁO))'
1
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As a result, for any estimator B , we have

Eigir a3m1maE (e, pi)~Ps (x,Y) (B = B)TZr(Bo) (B - B7)
(Wa)?

> 2 2 b
2nWd + & W dTr( fl(ﬁo))

which implies

sup Bz, y:)~Ps (X,Y) {(5 B T (Bo) (B — 5?)}

(617,85 T1EC 57 57y ()

> Ej;7 gm1rBenan~ps(xy) | (B — B Zr(50)(8 - 8]
S (Wd)?
T 2nWd + =TT (Bo))

(62)

Combine (61) and (62), we have

2
8 B ()] 2 3 g 2
when n is sufficiently large.
Recall that

Hy(M) =E(y yymrrxy) [V, Y, B5(M))] = E@yrrx,y) [V, Y, 8Y)] = Ir(B7).

and by the definition of w(x), we further have

Guw(M) = E(z4)ps(x,v) [W (2)?Ve(z,y, B*(M))VE(z,y, B*(M))"]
= B y)nbr(x,y) [0(2)VE(z,y, ﬁ*(M))V (x,y, 87(M))"]
= WE (s y)~pr(x,y) [VE(2,y, B5(M))VL(z,y, B*(M))T]
= WE(m y)~Pr(X,Y) [Vﬂ z,Y, 51 é(x,y,ﬂf)T]
= WIT(51)-

Therefore Tr(G,,(M)H,,(M)~') = Wd, which gives the desired result. What remains is to verify
that M satisfies Assumption C.1, C.2, C.3 and C.4. Assumption C.1 is trivially satisfied. For
Assumption C.2 and C.3, notice that

Vﬁ(x, yvﬁ) =—z(y — xTﬁ)v
V3 (x,y, B) = aa”,
Vt(z,y. 8) = 0.

and

w(x) =

dPr(z) {W zEQ
dPs(z) |0 x¢Q’

By the definition of M, we can write the distribution of y as
' eIps+e i ¢Q’

where ¢; is a V(0, 1) noise independent of all z;’s. Therefore let u; := Aw(z;) V(x4 y;, B*(M)),
we have

w — —WAz;e; z; € Q
T 0 $Z¢Q’
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which indicates that ||u;|| is || A|| W -subgaussian. Therefore by Lemma D.1, the vector concentration
in Assumption C.2 is satisfied with v = 0.5, By = 1. For the matrix concentration, notice that

Wazzl x;,€Q
0 ZT; §é Q ’
therefore my matrix Hoeffding, ||w(z;)V2€(x;, yi, 8*(M))|l2 < W, thus the matrix concentration

in Assumption C.2 is satisfied with Bo = 1. Further more, N(6) = 0 is enough for satisfying
Assumption C.2.

W) V(s i, (M) = {

Assumption C.3 is satisfied with B3 = 0 since V3/(z,y, 3) = 0.

For Assumption C.4, we can prove that it is satisfied with N'(§) = max{8W log %, 2dW }. This is
because,

P(V22¥(B) = 0 for all B) = P(% > 2wl Tseq = 0)
i=1
> P(#{x; € Q} > d)
=1- P(#{.’EZ € Q} < d)

by Chernoff bound d
> 1-exp(—E(1-9)?)
2 %
Z 1- 67
where 1 := 3, and the last inequality hold when n > N’(§). Therefore when n > N'(9), with
probability at least 1 — 6, £ is strictly convex, therefore has a unique local minimum which is also
the global minimum. O

D AUXILIARIES

In this section, we present several auxiliary lemmas and propositions.

D.1 CONCENTRATION FOR GRADIENT AND HESSIAN

The following lemma gives a generic version of Bernstein inequality for vectors.

Lemma D.1. Let u,u,- -+ ,u, be i.i.d. mean-zero random vectors. We denote V- = E[||u||3] and

B(® = inf{t > 0 : E[exp(||u]®/t*)] <2}, a>1.

u

Suppose Bq(fl) < 00 for some o« > 1. Then there exists an absolute constant ¢ > 0 such that for all

d € (0,1), with probability at least 1 — 0:

1/«
n log 4 (a) log &
l E wll <e % + Bl(ba) log Bu 083
n — ) V n VYV n

Proof. See Proposition 2 in Koltchinskii et al. (2011) for the proof. O

The following proposition shows that when gradient and Hessian are bounded or sub-Gaussian (sub-
exponential), Assumption A.1 is naturally satisfied.

Proposition D.2. If |V{(x;, yi, B%)||l2 < by for all i € [n], then the vector concentration (5) is
satisfied with By = by and v = 0. Alternatively, if ||Ve(x;,y;, 8%)||2 is bi-subgaussian, then (5)
is satisfied with By = by and v = 1/2. When ||V{(x;, y;, 8%)||2 is bi-subexponential, then (5) is
satisfied with By = by and v = 1. For the Hessian concenntration, if |[V?{(x;,y;, B%)||l2 < bo for
all i € [n], then (6) is satisfied with By = ba.

Proof. The vector concentration (5) is a direct proposition of Lemma D.1. The Hessian concentra-
tion (6) is a direct consequence of matrix Hoeffiding inequality. O
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