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Abstract

Despite the progress in the development of generative models, their usefulness in
creating synthetic data that improve prediction performance of classifiers has been
put into question. Besides heuristic principles such as “synthetic data should be
close to the real data distribution”, it is actually not clear which specific properties
affect the generalization error. Our paper addresses this question through the lens
of high-dimensional regression. Theoretically, we show that, for linear models,
the covariance shift between the target distribution and the distribution of the
synthetic data affects the generalization error but, surprisingly, the mean shift does
not. Furthermore we prove that, in some settings, matching the covariance of the
target distribution is optimal. Remarkably, the theoretical insights from linear
models carry over to deep neural networks and generative models. We empirically
demonstrate that the covariance matching procedure (matching the covariance of
the synthetic data with that of the data coming from the target distribution) performs
well against several recent approaches for synthetic data selection, across training
paradigms, architectures, datasets and generative models used for augmentation.

1 Introduction

The controllable generation of arbitrary amounts of synthetic data for training machine learning
models has long been considered as one of the key implications unlocked by more capable generative
models [Kingma and Welling, 2014} |(Goodfellow et al.| 2014} |Shrivastava et al., [2017, Nikolenko
et al.,2021]]. After all, synthetic data can not only be abundant, which would already be tremendously
impactful in data-scarce applications such as medicine [Esteban et al.| 2017, [van Breugel et al.| 2024]],
but it can also address other difficulties of observational data, such as privacy [Jordon et al., 2018]],
imbalancedness [Parihar et al.| 2024} Ramaswamy et al., 2021]] and overall difficulty to collect, as
the domain can be specific [Dunlap et al.|[2023] or the task complex [Wang et al.,2023]]. At the same
time, while generative models have progressed significantly, experimental results are still mixed.
Prior studies highlight both the promise [Trabucco et al., 2024} [He et al., [2023] |Azizi et al.| 2023
Dunlap et al.| 2023]] and pitfalls [Fan et al., 2024, Burg et al., 2023| |Geng et al., {2024} [Shumailov
et al.| 2024, [Wyllie et al.,[2024] of synthetic data. What emerges here is a broad challenge which
consists of understanding how extra synthetic data, for example from a generative model, helps
training predictors. Our paper tackles this challenge theoretically and empirically. To do so, we
assume access to a training dataset (X, y;) that contains i.i.d. samples, as well as to an additional
synthetic dataset (X, ys). The samples from the synthetic dataset are also i.i.d., but they come from
a different distribution, since they are obtained from a generative model and not from the training
dataset. We perform empirical risk minimization (ERM) using the augmentation ((X;, Xs), (v¢, ¥s)),
and evaluate the performance on an independent test sample with the same distribution as (X, ;).
In this context, the challenge above leads to the following concrete question:

How to select the dataset (X, ys) in order to minimize the test error? Q
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By studying this question, we can identify which properties of the distribution of (X§, y,) improve
generalization, thus guiding the selection of data obtained in practice from generative models.

Formalization of the problem. We assume that the distributions of both the original training
dataset and the additional synthetic one are mixture models. The number of mixtures corresponds to
the number of classes in the datasets, with each mixture component corresponding to a single class.
As common in practice [Burg et al., [2023]], the data augmentation occurs class-by-class. We then
address the question (Q) when (X;, ;) and (X, y,) correspond to a single class. While this is a
strong assumption chosen for mathematical tractability, we highlight that the resulting data selection
procedure is extensively tested in practical settings where it performs well against existing baselines.
For related work, see Appendix [A]

Main contributions. Our analysis reveals a surprising behavior: while the shift in the covariances
of X; and X affects the test error, the shift in the means of X; and X is irrelevant, as long as the
training dataset (X}, y;) is not too small compared to the synthetic dataset (X, ys). This allows
synthetic data selection to be formulated as an optimization over the covariance X5 of X, and
covariance matching (s < X, where ¥, is the covariance of X;) yields optimal performance in
some settings. Empirically, relying on this principle alone performs on par—or even outperforms—
several recent approaches for synthetic data selection. We summarize our contributions below:

* We precisely characterize the test error of the min-norm least squares estimator when the dimensions
of 3, y;, and y, grow proportionally. In both under- and over-parameterized regimes (Theorems [3.1]
and[D.T)), the test error converges to a deterministic limit depending only on the covariances %, 3,
and not on the means pi, (5.

* Our characterization implies that we can select synthetic data minimizing the test error based on their
covariance. We then show that, under some conditions, taking ¥5 o< ¥4, i.e., covariance matching,
is optimal (Theorems [3.2]and for under-parameterized and over-parameterized regimes).

* We validate the effectiveness of covariance matching as a way to select synthetic data in several
practical scenarios. This simple approach matches or surpasses the recent baselines [He et al.| [2023]
Lin et al.| 2023} |[Hulkund et al., 2025]] across various training paradigms (training from scratch,
distilling a bigger model, fine-tuning a model trained from a larger dataset), architectures (ResNets,
transformers), datasets (CIFAR-10, ImageNet-100, RxRx1), and generative models used to obtain
synthetic data (StyleGAN2-Ada, SANA1.5, PixArt-«, StableDiffusion1.4, MorphGen).

2 Preliminaries

Data model. We consider data augmentation in the context of linear models. Formally, we observe
two datasets (X¢, y¢) and (X5, ys), denoting training data and augmenting synthetic data, such that

Yy = XiyB + €3, (i) € {t, s}, 2.1)

where X(;) € R"®*P, 3 € RP, and ¢(;y € R"®. Thus, we are given n; training samples and
ng synthetic samples, all of which are p dimensional. We denote the total number of samples as
n = n; + n,. For (i) € {t,s}, each entry of the noise vector ;) is i.i.d. with mean zero and
variance o2, and the rows of X, (#) are independent random vectors with p X p population covariance

matrix E(i) and mean ;. By omitting subscripts, we introduce X = [X; XS}T € R™*P,

T
y=1[y ysl
Risk and estimator. We test estimators on data sampled from the same distribution as the training
dataset (X¢, y;) and, given an estimator /3, its out-of-sample excess risk is defined as

Rx(8;8) = El(a] B~ ] B2 | X] =E[I18 = B, 0,7 | X], 22)

where 7, has the same distribution as a row of X; and |z||%2, := =" Mx. Specifically, we are
interested in the performance of the min-norm least squares regression estimator of ¢ on the whole

dataset available X, i.e., 3 == argmin {|[b]> : b minimizes ||y — Xb[|3}. This estimator is also
motivated by its close relation to the gradient descent optimum

€ R™. We will consider our results under mild assumptions on X (see Appendix .

3Gradient descent converges to the interpolator closest in £ norm to the initialization (see Equation (33) in
Bartlett et al.[[2021]]) and, as such, /3 corresponds to the gradient descent solution starting from 0 initialization.



3 Theoretical results

We characterize the excess risk of the min-norm interpolator using both training and augmenting
synthetic data. We then use the explicitly derived formulas to optimize the data selection process,
in which, surprisingly, distribution means play no role. We contrast this setting with having only
synthetic data available, where means instead impact the excess risk. Our findings hold in both the
under-parameterized and over-parameterized regimes.

For clarity, we present the under-parameterized regime here, and defer the analysis of the over-
parameterized regime to Appendix D] Accordingly, we assume that n/p, n,/p, ns/p € [1 + 7,1/7],
for some small 7 > 0. This implies that n > p, indeed making the setting under-parameterized.
The following result provides a precise asymptotic characterization of the excess risk, extending the
results by [Yang et al.| [2025] to non-zero centered data. Its proof is deferred to Appendix [E.2}

Theorem 3.1. Let M = 2;1/2252;1/2 and denote its eigenvalues as \y > --- > \,. Then, under
the assumptions from Section 2| and the start of this section, it holds that, with high probability,

R 2
Tim. Rx(ﬂ;ﬂ)—%Tr [(a1M+a21,,)‘1} =0, 3.1)

where a1 and oo are the unique positive solutions to the following two equations

p

al—&—ag:l—%, al—i—lZﬁ:%. (3.2)
Theorem [3.1] gives a deterministic equivalent of the test error obtained using training and syn-
thetic data in the under-parameterized regime. In fact, Rx ( B; 8 ) is a random quantity (the data is
random), while Uy—f Tr[(cn M + s I,)7!] is deterministic as it depends on properties of the data
distributions. Remarkably, the deterministic equivalent depends only on the covariances >, 3¢ (via
M=%, Y 2232; Y 2) and it does not depend on the means i, p1s. The independence of the test
error on the mean shift is surprising, and it is in stark contrast with the setting in which we only train
on (X5, ys), where the performance does depend on s, i (see Appendix .

The deterministic equivalent can be optimized to find the covariance > ; minimizing the error. Towards
that end, let us denote the deterministic quantity from (3.1)) as

O'2 1
Ru(M) = T Tx [(alM tool,)” } : (3.3)

where o1 and « satisfy li This corresponds to the limit of the risk Rx (B ; B) due to Theorem
[3.1] Thus, the guiding question (Q) posed in the introduction can be formalized as:

Given X4, what is the optimal ¥4 that minimizes RH(E;UQESE;UQ) ?
The following theorem exactly treats this. Its proof is in Appendix [E.4]

Theorem 3.2. Let M = {M € RVP . Tr[M] = p}, where RU(P denotes the set of p x p positive

definite matrices. Then, it holds that I, = arginf ;c y Ry (M).

Theorem [3.2] proves that, having fixed Tr[M], the limit risk R, (M) is minimized for M proportional
to I,. The imposed trace normalization is justified in Appendix[C.2] Thus, given a training covariance
>, choosing synthetic data with X5 o< X4, i.e., matching the covariances, is optimal.

4 Experimental results

Our theoretical results in Section [3|and Appendix [D]show the optimality of covariance matching
(¥s x ;) in both under-parameterized and over-parameterized regimes. We now consider clas-
sification problems, assume access to a large pool of synthetic samples obtained from generative
models, and perform the augmentation per class. We implement covariance matching via a greedy
algorithm: we initialize S = @ and, until |S| = n,, we add the x from the generated pool that
minimizes | X(S U {z}) — X;|| p, where X(-) and X, denote the sample covariance of CLIP features
of the synthetic samples and real samples respectively and || - ||  is the Frobenius norm. To accelerate
the selection, we compute covariances in a 32-dimensional PCA space fit on the n; real reference
features. After the selection, we train a classifier on the union of real and selected synthetic samples.

Experimental setup. When using CIFAR-10, we evaluate three training paradigms. (/) Scratch:
train a ResNet-18 [He et al., 2016] from scratch on the available data. (2) Distillation: train a ResNet-



18 using soft targets (logits) from a ResNet-50 trained on full CIFAR-10, following |[Hinton et al.
[2015]). (3) Pretrained: fine-tune an ImageNet-pretrained ResNet-18 with a new classification head.
We also repeat the Scratch and Distillation experiments replacing the ResNet with two transformer
models (ViT and Swin-T). Unless stated otherwise, we use n; = 200 real images and augment with
ns = 800 synthetic images per class. The features for the selection algorithms are extracted with CLIP
ViT-B, yielding a p = 512-dimensional feature space, which places us in an under-parameterized
regime. We report in Table [§]in Appendix [F]an additional experiment in the over-parameterized
regime. We additionally consider ImageNet-100 as a more diverse dataset and RxRx1 [Sypetkowski
et all [2023]] as a specialized one, see again Appendix [F for details.

Baselines. We compare Covariance matching with the following baselines. (1) Center matching |[He
et al., 2023, (2) Center sampling [Lin et al.,[2023]], (3) DS3 [Hulkund et al}[2025]|, (4) K-means [Lin
et al., [2023]], (5) Random (equivalent to methods “No-filtering” [[Hulkund et al.| 2025]], “Match-
dist” [Hulkund et al.} 2025]], and “Match-label” [Hulkund et al.,|2025]] due to having the same number
of data for each class), (6) Text matching [Lin et al.,[2023]], and (7) Text sampling [Lin et al., [2023]].
We also include No synthetic (using only n, real samples) and Real upper bound (using n; + ng
real samples). Results are averaged over 10 seeds (5 for Table[2a]in Appendix [F) and reported as
mean =+ 1 standard deviation. Details of all baselines are provided in Appendix [F|

Main findings. First, we test diversity/quality trade-offs. To do so, for each class we generate
images with StyleGAN2-Ada [Karras et al., 2020] under different truncations [Karras et al.,|2019]:
6K images from a 0.2-truncated model with three randomized truncation centers and 4K images
from a 0.6-truncated model with two randomized centers. This produces synthetic data with varying
diversity and fidelity. The results of Table [I|demonstrate that covariance matching outperforms all
baselines for all training paradigms. Table[9)in Appendix [F]suggests that this superiority is partly
due to selecting more diverse samples, evident from the improved Recall [Kynkddnniemi et al.|
2019]}, FID [Heusel et al., 2017]], and KID [Binkowski et al.,|2018|| scores guaranteed by covariance
matching. We also demonstrate the effectiveness for transformer models in Table d]in Appendix [F

Second, we test fext-to-image (T21) generative models. To do so, for each class we generate 4K
SANA-1.5 [Xie et al., 2025]], 4K PixArt-« [[Chen et al.,[2024]], and 2K StableDiffusion1.4 [Rombach
et al, [2022] images. Table [I] shows that covariance matching also performs well in this mixed
setup. Finally, to demonstrate the generality of our findings, we consider a broader dataset from
computer vision (ImageNet-100) and a specialized dataset from fluorescence microscopy (RxRx1,
[Sypetkowski et al.,|2023]]). Once again, the results reported in Tables in Appendix [f| show that
covariance matching performs on par with the best baselines in all settings.

Table 1: Covariance matching outperforms all baselines across three training paradigms on CIFAR-10,
when the synthetic data is generated via five truncated StyleGAN2-Ada and various T2I models.

Truncated generators T2I generators
Method Scratch Distillation Pretrained Scratch Distillation Pretrained
No synthetic 4436 £1.51 47.33+£0.57 63.40+1.33 44.36 £1.51 47.33+£0.57 63.40+1.33

Center matching [He et al.|2023]  50.04 £2.84 53.83+0.59 67.01+0.89 53.46+1.95 57.67+0.58 66.52+0.81
Center sampling [Lin et al.{[2023] 50.48 £2.03 54.91+1.07 67.71+0.90 50.15+1.79 56.05+0.65 65.38 £0.98

DS3 [Hulkund et al.|[2025] 52.83+2.19 58.32+£0.43 68.21+0.66 54.15+2.17 59.43+£0.73 66.00+0.94
K-means [Lin et al.|[2023 50.74+£1.77 56.06 £0.68 66.50+1.11 51.63+1.29 56.77£0.89 65.23 +0.61
Random 49.38 £2.43 54.89£091 67.65+0.77 51.26+1.96 55.27+£0.74 65.24+1.01

Text matching [Lin et al.|[2023] 50.94+1.40 55.17£0.57 67.81+0.76 51.20+£1.82 56.08+0.57 65.93 +0.59
Text sampling [Lin et al.[|2023 50.28+1.18 54.82+£0.72 67.45+1.02 5031+1.70 55.79+0.68 64.93+1.12
Covariance matching (ours) 54.00+1.89 59.77+£0.61 69.20+0.56 54.45+2.11 59.17+£0.64 66.69+0.70

Real upper bound 61.08 +£2.54 65.38+0.51 74.35+£0.56 61.08+2.54 65.38+0.51 74.35+£0.56

5 Conclusion

This paper offers the first step in understanding the precise connection between training on a mix
of real and synthetic data and generalizing on real data. We start with a high-dimensional linear
regression analysis, where we find that only covariance shifts, and not mean shifts, affect the
error. Even if our theory ignores the interactions between classes that would affect neural network
training, the resulting insights transfer to realistic settings. We empirically demonstrate that matching
the covariance between samples from real image classification datasets and generative models
(irrespective of whether they are from GANs or diffusion model variants) improves the accuracy of
deep networks (ResNets and Transformers) under different training regimes (from scratch, distillation,
and fine-tuning). In fact, our principled approach even performs on-par or better than existing



baselines [Hulkund et al.;,|2025| He et al., 2023} [Lin et al.| |2023]]. Our analysis provides a foundation
for studying real-synthetic data interactions, and extending these results to more complex models
and data settings opens several directions for future work (see Appendix [G)).
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A Related work

On the theoretical side, we focus on the high-dimensional regime in which both the number of
features (i.e., dimension of ) and the number of samples (i.e., dimensions of y,, y;) are large and
scale proportionally. This setup was considered by a line of research using random matrix theory
to characterize test error and various associated phenomena (e.g., benign overfitting [Bartlett et al.,
2020] and double descent [Belkin et al., |2019]]). More precisely, the test error of ridge(less) regression
was studied by [Hastie et al.|[2022], Wu and Xu|[2020]], Richards et al.| [2021]],|Cheng and Montanari
[2024], the distribution of the ERM solution by [Montanari et al.[[2019]],|Chang et al.|[2021], Han and
Xu|[2023]], and the impact of spurious correlations by [Bombari and Mondelli [2025]. This motivates
us to look for practical insights into synthetic data selection by performing a high-dimensional
regression analysis. Closer to our work are specific analyses involving more than one distribution,
which in our case are the training/test distribution and the synthetic one used for augmentation. More
precisely, the test error under distribution shift was analyzed by |[Patil et al.|[2024]], Mallinar et al.
[2024], but this assumes training on one distribution and testing on the other, as opposed to training
on both and testing on one. Training on surrogate data was considered by [Ildiz et al.|[2025]], [Kolossov
et al.|[2024]], Jain et al.|[2024]: Ildiz et al.|[2025]] assume that the surrogate data comes from a teacher
model and study the phenomenon of weak-to-strong generalization; |[Kolossov et al.| [2024]] consider
data selection given unlabeled samples plus access to a surrogate model that predicts the labels
better than random guessing; Jain et al.| [2024]] integrate surrogate and real data, but the analysis
is limited to isotropic covariance. Most closely related to our theoretical setting is when training
occurs on multiple data distributions and testing occurs on a single one of them, which was analyzed
both in under-parameterized [[Yang et al.| |2025]] and over-parameterized [Song et al., [2024] regimes.
However, | Yang et al.| [2025]],[Song et al.|[2024]] assume that the data distributions have zero mean,
which is unrealistic in our context. In fact, centering the data would require access to the mean of the
test sample, which is equivalent to having access to its unknown label.

On the practical side, several papers studied how to incorporate synthetic data into training pre-
dictors. Besides simply training better generative models, empirical work focused on upgrading
the sampling process itself, under the assumption that better conditional generation would lead to
more accurate predictors. More precisely, the CLIP model [Radford et al., 2021]] underpins many
filtering and selection algorithms for generative data. He et al.|[2023]] propose using CLIP similarity
to labels to prune low-quality samples from augmentations. |[Lin et al.| [2023]] introduce sampling
and filtering strategies based on CLIP similarity to either labels or the mean representation of real
data, incorporating diversity via clustering. Almost concurrently, other works argued that synthetic
images underperform in scaling laws [Fan et al., 2024 and, if the generative model is pre-trained on
external data, simple retrieval baselines can be better [Geng et al.| 2024} Burg et al.,2023]]. Our work
can be interpreted as a more fine-grained investigation of the same problem, characterizing which
properties of the generated data improve generalization. At the same time, our results do not preclude
that the extra data is real data from another dataset, as tested in Figure [2]in Appendix [F] Closer to
our solution, Hulkund et al.| [2025] explore the problem of data selection given a fixed test set and,
taking a purely empirical stance, compare several filtering methods, including an approach inspired
by |Gadre et al.|[2023]] that selects clusters of image embeddings. As a heuristic, we find that this
works rather well but has shortcomings, as empirically demonstrated in Table [3|in Appendix [F}

B Model assumptions

Recall that we work with datasets X ;y, for (i) € {t, s}, rows of which are independent random
vectors with p X p population covariance matrix ;) and mean pi(;). This can be written as:

Xy = ZD(B@)"? + Lng, sy € R, (B.1)

where Z(V) € R™"&*P p;y € RP, 1, € R™ is the all-ones vector, and all entries [ZJ(;)] are
independent with zero mean and unit variance. By omitting subscripts, we denote by (X, y) the two

datasets (X¢, y¢) and (X, ys) stacked, i.e., X := B((t} € R™*P gy = [Zt} € R™.

S g8
We make assumptions on the data distribution which are common in related work [[Yang et al., [2025,
Song et al.,[2024]. Let 7 > 0 be a small constant. We assume that, for ¢ > 4, the v)-th moment of

ZEQ is upper bounded by 1/7, i.e., E[\Z;Z) |¥] < 771, which means that the tails do not decay too



slowly. The eigenvalues of 3(;), denoted as )\gi), cee )\](f), are all bounded between 7 and 71, i.e.,
<A <o <A < AW < 771 which means that the covariance matrix is well-conditioned
(i.e., the distribution is well-spread). Furthermore, the entries of £(;) € R"* have bounded moments
up to any order, i.e., for any k € N, there exists a constant C, > 0 s.t. E[\e(i)j |¥] < Cy (noise is not
heavy tailed). The sample sizes are comparable with the dimension p, i.e., v := n/p, v := n¢/p,
and v 1= ng/p, with 0 < 7, < 1/7and 7 < 7, v, < 1/7. Lastly, let ||,u(z-)||2 = 7(i),/P> Where
7(;) is a constant, with a constant angle between them ¢ = |1, fe)| /(|| 125 ]|5 [|12¢]|5). This is a

technical assumption to simplify the proof notation. If ¢ is allowed to depend on n, p, all results (and
corresponding proofs) still hold verbatim, as long as either ¢ < 1 — § for some constant § > 0 or

p=1

C Under-parametrized regime addendum

C.1 Training only on synthetic data

We adjust the assumption at the beginning of Section[3] Namely, we assume that vy =0, 1 4+ 7 <
~vs = v < 1/7, which means that we are training on data from a single distribution that is different
from the one we are testing on.

Proposition C.1. In the setting described above, it holds that, with high probability,

(™)

2
. - o ADtyTh
lim |Rx(8;8) — & - —— - | Te[Sex; Y + |55 22 — | -22e o) =0, (1)
n—o0 n ’7—1 ||Es / ,USHQ

This result (proved in Appendix [E.3) extends the zero-centered expression by [Hastie et al.| [2022]).
We observe consistency if we disregard means (115 = p¢ = 0) and covariance shift (3,31 = I,)).
Proposition [C.1] also extends the zero-centered anisotropic setting of [Yang et al.| [2025]] to the case
without samples from the training distribution, and consistency follows after setting ps = p; = 0.
The effect of the mean shift is captured by || 55 /% uel|2 — (1) S s /|55 /% 115 ||2)2: what matters
is (i) the cosine similarity between E;l/ 2 s and E;l/ 2 1, and (ii) the alignment of the principal
directions of 3¢ with y;. In other words, the excess risk decreases as (i) the mean of synthetic training
data aligns with the mean of test data in the directions of the synthetic covariance matrix, and (ii) the
principal directions of the synthetic covariance matrix align with the test mean.

C.2 Trace normalization

Note that, increasing the scale of X also reduces the risk proxy R, (%, 1/ 2252; 1/ 2), which we
formulate in the following proposition. See Appendix for the proof and Figure for an
illustration.

Proposition C.2. For any M € RUP and any constant n > 1, it holds that R.,(nM) < R (M).

Recalling M = 3, 1 2282; Y 2, this suggests that greater diversity in synthetic data is advantageous.
However, as Theorem@] relies on bounds on the spectra of ¥;, > (see Section @), 1 must be of
constant order, i.e., it cannot grow with n and p (otherwise, the error between Rx (5; 8) and R, (nM

may not vanish as in ). This motivates the trace normalization (Tr[M] = p) in Theorem 3.2
While other normalizations exist (e.g., on the determinant in [Yang et al., 2025])), they overly restrict
the search space and make interpretation for synthetic data selection less clear.

C.3 Numerical simulation

We illustrate the theoretical insights from Section |3| via synthetic numerical experiments. Figure
[Ta] highlights the independence of the test error on the mean shift, as suggested by Theorem [3.1]
Namely, it shows that the excess risk remains unchanged upon varying the cosine similarity between
the means. Moreover, the conclusion around Theorem [3.2]is corroborated by Figure [Th] illustrating
that the risk decreases as the covariance matrices >; and >, become more similar.
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Figure 1: Excess risk using training data from A (p, 3;) and synthetic data from N (us, X5 ), where
>, 2 are Kac—Murdock—Szegd matrices (Toeplitz matrices with geometrically decaying entries)
with parameters p;, ps, scaled so that Tr[M] = p. We pick ||utll2 = ||usll2 = 2v/p. pr = 0.9,
p = 600, ny = 1200, ns = 1200, unless varying the parameters in the plot. Each value is computed
from 100 i.i.d. trials, the error band is at 1 standard deviation, and theoretical predictions are
continuous lines. Different curves correspond to different values of ps. (a) Changing the cosine
similarity of the mean does not impact the risk (here, 3, is scaled by n := p;). (b) Larger p, gives
lower risk since X, is closer to ;. (¢) Scaling X5 reduces the risk.

D Over-parameterized regime

As opposed to Section 3] let us assume that 7 < 7,7,,7: < 1/(1 + 7), so that n < p and we are in
the over-parameterized regime. We sample § from a sphere of constant radius, independently from
X, e, 5. We also assume that 35 and X; are simultaneously diagonalizable. This assumption is of
technical nature and common in related work [Song et al., 2024} [Mallinar et al., 2024} [Tldiz et al.,
2025]). ertlng out thls condition, we have the SVDs ¥, = UASU ', ¥, = U AtU ', Let us denote
by A7 = A At and introduce the spectral probability dlstrlbutlons used in our claims:

’L’L’

P
H ()\S )\t p Z 1{(As A)=(A$, Af)}, GP(AS, At) = Z <ﬂ,ui>2 1{(}\3,)\t)=(Af7Af)}. (Dl)
=1

=1

This section follows the same blueprint as Section 3] for the under-parameterized regime. Namely,
Theorem [D.1] gives a deterministic equivalent of the excess risk using training and synthetic data
and, in doing so, it extends results by [Song et al.| [2024] to non-zero centered data. The deterministic
equivalent depends only on regression coefficients 5 and covariances >, X, and it does not depend
on means /iy, jts. Then, Theorem finds 34 that minimizes the limit risk from Theorem[D.T|when
>t = I,, thus showing the optimality of covariance matching (3, o< ¥;) with isotropic training data.
The proofs of these results follow a similar argument chain as in Section 3] although they tend to be
more technically involved. We briefly discuss differences, deferring the full arguments of Theorems

[D.T]and[D.2]to Appendices[E.7]and [E.8] respectively.

Theorem D.1. Under the assumptions from Section 2|and the start of this section, it holds that, with
high probability,

Tim R (3 8) = V(2 0) = B(Z,, 50, B)| = 0, (D2)
where t( t) ( ) ,
A (asA®+ag N - / b3 A+ (bsa+1)N N -
Y, g dH, (A’ XY, B(Xs, 25, 8) =] —————F—=dG,(A°\Y),
V( ) 7/(@1)\5+a2)\t+1) p( ) ( ¢ B) (bl)\s+b2At+1)2 p( )

and a;, b; (i € {1,2,3,4}) are the unique solutions to the equations reported in Appendix@

We highlight two additional difficulties in the proof of Theorem [D.I] arising from the over-
parameterized regime: (1) the inverse does not replace the pseudo-inverse in (E.2)), and (2) the

bias term does not vanish. We address the former by introducing the A-regularized ridge estimator 3y,
i

which approximates B for small A and admits inverse-based formulas similar to (E.2). Addressing
the latter requires a delicate control of the inverse, obtained via Woodbury formula.

Theorem D.2. Let S := {¥ € RIP : Tr (X) = p}, where RGP denotes the set of p X p positive
definite matrices. Recall the definitions of V(3s, $4), B(Ss, ¢, B) from Theorem|D.1} and define
Ro(Xs, X4, 8) = V(2s, 54) + B(Zs, X4, B). Then, for any X5 € S, with high probability over the

sampling of B over a sphere of constant radius, it holds that
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RO(Ip7 Ip7 ﬂ) S RO(ZS7 I;D7 6) + 0(1)7
where o(1) denotes a quantity that vanishes as n,p — co.

Due to the complexity of the expressions for V(3,, ¥;) and B(X4, 3¢, 8), the optimality of covariance
matching (X4 oc ;) in the over-parameterized regime is shown for isotropic training data (3; = I,,).
At the technical level, we note that the bias generally depends on the eigenspace decomposition of
the covariance matrices via Gp, as defined in . However, when Y, = I,,, cancellations in the
equations for b; (i € {1,2,3,4}) give that the bias B(X,, I, 3) is close to % I8]l5 for any X.
Having obtained that, the variance is then optimized following the approach of Theorem

E Proofs of the theoretical results

Additional notation. We use the shorthand [n] := {1,...,n} for an integer n. Given a matrix M,
its operator norm is denoted by || M||2, its i-th largest singular value by o;(M) and the corresponding
i-th left-singular (resp. right-singular) vector of unit norm by u; (M) (resp. v;(M)). Additionally,
when applicable, we denote the i-th largest eigenvalue of M by A\;(M). We use R’;Ep to denote the
set of all p x p positive definite matrices, and SP~! to denote a (p — 1)-dimensional unit sphere. We
denote by e; the i-th element of the canonical basis of R!, where the exact exponent [ is assumed from
context. We will say that an event £ happens with high probability (w.h.p.) if and only if P(£) — 1
as p,n — co. Moreover, we will say that an event = happens with overwhelming probability if and
only if, for any large constant D > 0, P(Z) > 1 — p~ for large enough p. Lastly, throughout this
appendix, we use c to denote a constant (independent of n, p) whose value may change from line to
line.

For convenience, we recall some notation and definitions from Section @ Namely, we denote by
7 € R™P a random matrix with i.i.d. entries having zero mean, unit variance and bounded )-th
moment (for some ¢ > 4). Recall 1(;) € RP, for (i) € {s,t}, such that H,u(i) H2 = r(;)y/D> Where 1
is a constant, with a constant angle between them ¢ = | (s, ti)] /(|| tss]l5 || 142 ]]5) - Also, let X, ¢ €

RP*P be covariance matrices with bounds on their spectrum as in Section [2| Then, we consider
1/2
tht/ + 17ltiutT

a data distribution X =
ZSE§/2 + 1t

€ R™*P and introduce its zero mean counterpart

1/2
Z3 . . . o T
X0 = |7t /2| - The corresponding sample covariance matrices are defined as 3 = XX and
ZSES n
S X0TxO . . . _ .
Yo = “—=—. Lastly, unless stated otherwise, we work in the regime n/p = -, where v # 1 is a

fixed constant independent of n and p.

E.1 Bias and variance decomposition

The excess risk as defined in (2.2)) can be further decomposed into bias and variance as
R (8; B)=IIE[B | X]=BII3, 1,7 +Tr[Cov(B | X)(Se+pep) )]:=Bx (5; B)+ Vi (6; 8). (E.D)
Then, plugging the known expression for the min norm interpolator B = (XTX)"X Ty (seee.g.
[Yang et al., [2025] Equation (2.7)]) into (E.1) yields closed-form expression for bias and variance,
ie.,
2
~ ~ o N
Bx (8;8) = BTI(S: + et JTIB and V(B 8) = ——Tr[SH (S + ety )], (B2)

where 3 = XTX/n,and Tl = I — MDY (projection on the null space of X).

E.2 Proof of Theorem 3.1]

We first state and prove useful results, in which we analyze the behavior of singular values of a
low-rank perturbation of matrices.
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Z“Flnl";r

NI Then, there

Proposition E.1. Let 01 > -+ > Opnin(n,p) be the singular values ()fZ =
exists a constant ¢(vy) > 0 independent of n, such that, almost surely,
lim inf 040 (n,p) > c(7).

n—oo

Proof. To simplify notation we will refer to oy,;, as the smallest singular value of a matrix. Let
us choose an orthogonal matrix Q € R"*™ such that Q1,, = y/n e;. Since singular values are left
orthogonally invariant, we may replace Z by

- QZ

7 = % + e /,I,;I—
Writing the rows of Q7 as

2 P (n=1)xp
QZ:Z , 21 €ERP, Zy €R ,
2
we have
2] T
Z/ _ ﬁ + /’Ls
Za
Jn
For any unit vector x € RP?,
7! _ 2 x T 2 Z. 2 Z
et = o)+ [l > 2,
Hence, by the variational definition of singular values, we have
Jmin(Z) Z O—min(%) = n,i:l Jmin( 52_1) (ES)

By the Bai-Yin theorem [Bai and Silverstein, 2010, Theorem 5.11], for an (n — 1) x p random matrix
Z5 with 1.1.d entries with mean zero, unit variance and bounded fourth moments it holds
z a.s.
ol ) 2 L= VA= D).
Therefore, applying lim inf,,_, », to (E.3), we have
lim inf O'min(Z) > lim inf "—Aamin(z—)

2
n—o0 n—o00 n \/ﬁ

= 1 n=l, (22
= lim 2ol )

1—7_1/2‘ >0,

which gives the desired result as v # 1.
O

2:5)"% + 1,11
Z5? 41, 7

singular values of X, and vy, ..., v, be the corresponding right singular vectors. Then, as n — ©0,
the following results hold:

Proposition E.2. Let X, = X/yn=-L € R"*P, Letoy > --- > o, be the

7

1. For ¢ < 1, we have
la. 01 = O(y/p), 02 = O(y/p), and o3 = O

2

—~

1);

1b. V1,Ms (va, s =1-0 1
Torlolellz |+ | ToaTly sl p)>
(vi,pe) (v2,pit) =1-0 (l)
Tox T el Toali el )

2. For ¢ =1, we have
2a. 01 =0O(/p), 02 = O(1);
2
2b. —1-0(%).

(v1,ps)
lvoallalles Il
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Proof. Let us first abuse notation and write 1,,, = [1, ..., 1, 0, ..., 0]T € R"*! (n, ones followed

by ny zeros) and 1,,, = [0, ..., 0, 1, ..., 1]T € R"*! (n, zeros followed by n; ones). Then if we
write
X 1 Zt 1/2
n \/> Z521/2 )

it holds

Ly g + 1,1
vn '

To obtain the wanted result, we will need to express the non-zero singular values and the corresponding

right singular vectors of the rank-2 perturbation P, that is o;(P,,) and v;(P,), ¢ € [2]. Notice that

X, =X, + P, where P, = (E.4)

PP, = aluspul +ofpp
where ag = / % and oy = +/ % Moreover, it holds
PP, =Q,Qp, (E.5)

where Q, = {zszs} € R2*P, Note that
thie

2 2
QpQT — |: Qg ||IU’SH2 [eFe% </’LS7/21‘t>:| — |:a b:| ,
P oo (o) of el bd

and it is enough to analyze its SVD, since
1
Ui(Pn) = Ui(QpQ;)a and Ui(Pn) = m%‘(@p@;—)—r Qp~

The previous equations hold due to (E.3), since 0;(Q,) = 04(P,), and
1

T Ul(Qp) 0 Ul(Qp)
Uz( n) (QPQ ) Qp = (QP)UZ(Q:D) [ul(Qp) u2(Qp)} { 0 Uz(Qp) v2(Qp) .
This implies that, for ¢ € [2], the singular vectors v;(P,,) are in the span{us, u:}. Recall that the
angle between p; and p, is fixed to ¢ = m

We first consider the case when ¢ < 1. It holds that the eigenvalues of QPQ;,r are

a—i—d:l:\/(a—d)z—i-élb2

T
012(QpQ, ) =
~ (r2a -H“toztpi\/r a2 —ria?)?p? + da2riarie?p? E6)
= 5 .
> (rZa? +riof) — \/(r2a2 — rfa})? + 4a2r2afrip?
- 2
=Dp-C,
2,2 2.2\ _ 2,2 2\2 2.,2,.2
with ¢; = (roots try ) ‘/(rsa‘”‘z reaq )T HAagrias Ty oF > 0, since ¢ < 1. This implies that

0i(Pn) = ¢ /P,

for some constant c.

Furthermore, it almost surely holds that

01(Xn) =1/ o1(X,] Xp)

_ \/al(zi/QZJZszi/z + 21277 Z,51%)

< \/al(zi/QZSTZsEi”) + o (222] 7,31
<\ 20+ vA)2 =0,

due to the convergences of the largest eigenvalue of the sample covariance matrices Z, Z, and Z,' Z;
by Bai-Yin theorem [Bai and Silverstein} 2010, Theorem 5.11] and the boundedness of the spectrum
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of X, and ¥;. Then, from Weyl’s inequality for singular values (see e.g. [Horn and Johnson, [2012]
Chapter 7]), we have that

O'l(Xn‘i’Pn)ZO'l(Pn)*Ul( ), fori:I 2
03(X,, + P,) < 03(Py) + 01(Xy) = 01(Xy),
which implies that 01 »(X,, + P,,) > ¢+ /p, whereas o;(X,, + P,,) = O(1), for i > 3. For the upper
bound, note that from it holds
rfaQ +r2a?)p+ 7’2043 +r2a?
Ul,Q(QQT)S ( s™'s t t)p2( ERat: tt
implying o;(P,) < c¢- /p. Applying Weyl’s inequality for singular values once more, we get
concluding the proof of 1a.

)P

=Dp-C,

Moving onto singular vectors, let us recall the definition of spectral distance between two k-
dimensional subspaces W < RP and W < RP, as it will be used to conclude thg proof. Towards this
end, we first introduce principal angles 6 . .. 65 € [0, 7/2] between W and W, which are defined

recursively from ¢ = 1 as
Wy, W
cos(0;) = max M
wiew,meW [[willy @3],
subject to w;, w; being orthogonal to the previous maximizers. Then, the spectral distance between
W and W is defined as ~
d(W, W) := maxsin ;.
i€ (k]

There is an alternative way to express this spectral distance between subspaces, using their orthonor-
mal basis. Namely, let W € RP*F and W € RP** be such that their columns form an orthonormal
basis of W and W, respectively. Then by [[Stewart and Sun, 1990, Chapter II, Corollary 5.4] it holds

dOV, W) = H(I— WWT)WHQ. (E.7)
T = 4T
Pn) V1 (Xn):| ¥ .
Let us denote by V := 1 , V= ~ and by V, V the subspaces spanned by their
B Epi i —
columns. Then, by Wedin’s sin © theorem, [Stewart and Sun, (1990, Chapter V, Theorem 4.4.] it

holds that

~ O’l(Xn) _ 1 _ i
WV V) S R TP —os(Xa £ P e ypro@)  ° (ﬁ)

As v1(Py),v2(P,) € span{yus, pu:} and they are linearly independent, this implies that V =
span{ s, ,ut} Choosing matrices Vi 6 RP*2 and V, € RP*2 such that their columns are orthonormal

bases of V and their first column is Hub 8 and Hu H respectively, one gets that
Hs T\ T\Y) Y 1
(1-vv7) ~[u-vvrval, < |u-vvon|, —avm <o( ).
H sz 1l 2 2 VP
1243 T\ TN ~, 1
1-vvT :HI—VV V61H gHI—VV Vil =aw, v <0<).
-y | = fa-vvnial, < Ju-vviu] - av v <o
From this, 1b directly follows. The case ¢ = 1 is handled analogously. O

Proposition E.3. In the under-parameterized regime, i.e., when p < n, it holds that

1 A 1 A 1
LOu{S (0 4 ) = - TS0 40 (p) . (E8)

Proof. We break down the LHS of (E.§) into two terms
1 .
~ T[S (S )] = T1 + T,
where ) L
= Tr[E%], and T = T[S F gy .

We will deal with each of the terms individually.
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Bounding the term 77. It holds that
1 .
Ty =—Tr(X1%)
n

-
Lo <X2;1/2> Xy, 2

(E.9)
1 I
=T ((X7%)")
n
a n i=1 01'2 (X)7
— —-1/2 _
where X = XE# € R™ P and k < p is the number of non-zero singular values of X. Let us

prove that op(X ) > ¢ for some constant ¢, implying that k¥ = p. Towards this end, we write out
XTX = XX, + X X,

S X.uy 1/2 B (Z 21/2+1”5M5 )271/2 Xy
where X, = . = NG and X; = o
From Proposition it follows that for large enough n, almost surely

op(Xs) > ¢, op(Xe) > ¢,
for some constant ¢, which is just ¢(+y) from the proposition adjusted by the bound on the eigenvalues

~1/2 (Z,E}“Hntut )2 1/2
NG )

of ¥, /2 and s 1/2 (recall that the smallest eigenvalue of >, ¥, is lower bounded by 7). Plugging
this in gives

0p(X)? > 0,(Xs)? + 0p(X;)? > 262 (E.10)

_ oy—1/2 — _
Let X0 := 22" and note that X is a rank-2 perturbation of X© (see ). Then, due to Weyl’s

inequality for singular values, it holds that, fori € {3,...,p — 2},
0i12(X°) < 04(X) < 0i-2(X°).
Therefore, we have

2 D

1 = 1 1 1

I S Ty oeion
=1 Uz i=3 0i (X) i=3 0 (X )

An application of the Ba1—Y1n theorem [Bai and Silverstein, 2010, Theorem 5.11] gives that there

exist constants a and b such that
0<a<o,(X° <01 (X% <b< +oo,

for large enough n. Therefore, it holds
=1 UZ )

which implies that

ot S o (6)

i= 1Uz ) = o6



Combining all the pieces, it holds that
=t Ep: .
LG (X
152 1 1
- - 10z
n 2 KR (n)
I 1 1
= — —_— O —
0 2 ooy T (n)
1 o e — 1
S ((X0TX0) ') + O()

n n
1 e 1
- Te[3§ %] + O(p) .

Bounding the term 7). First, recall the shorthand X,, = X/+/n and note that

0p(X0) = 0p(X5}%) > 0,(X) - 0,(5)?) > ¢ 7, (E.11)
where the last inequality follows from (E.10) and the bounds on the spectrum of 3;. Recall that
n/p = ~, which implies 0(%) ~0 (%) Then, it holds that

1
Ty = —p S

n
T
M Ty M
pi - 1 o o \T Mt
== > X )Qvi(Xn)v,(Xn) NG (B.12)
=1 7 n
~ 2 ~ 2 - 2
B 1 <01<Xn)a,ut> N 1 <vz(Xn)7ut> N z”: 1 <vi(Xn)a/~Lt>
B 01 (Xn)Q 0-2()271)2 n i=3 Ui(Xn)2 n

where the penultimate inequality follows directly from (E.IT) and Proposition[E.2}

Finally, combining the bounds on the two terms we get
1 - 1
Tl +T2 = 7Tr[28_2t} +O (> )
n p

proving the claim. U
We conclude this appendix with the proof of Theorem3.1]

Proof of Theorem Since n > p in the considered regime, 3= X T X/n is full rank almost
surely, which implies that II = I — S8 =1 — %718 = 0. From , it follows that Bx (B, B) =
0, so the risk is only characterized by the variance Vi (B ; 3). From this follows
~ ~ 0'2 a T
Rx(B,8) =Vx(B;B) = ; Te[SF (3 + pepay ))-
By directly applying Proposition it holds



where £ = XO\;EXO. Plugging in the expression of %2 migzt] given in [Yang et al. 2025,
Theorem 3] gives the desired result. L

E.3 Proof of Proposition [C.1]
Since we are in the setting where n > p, it holds that Bx ( B ; 8) = 0, which implies

2

~ ~ o ~

Rx(B,8) = Vx(B; 8) = - Te[SH (S + pepf )]-
Note that v; = 0 implies that X; = 0 and X = X,. We also note that still holds for X; = 0,
implying that X is of rank p almost surely and, therefore, invertible. Thus, it holds
T[S (S + pup] )] = Te[S7H (S + pup ).
To simplify exposition, we break this down into two terms
RX(B B) =Vi+Va,

with V; == "72 (815, Vo == & Tr[S 1) ], and treat each of them separately.

Bounding the term V5. Note that v, = 0 implies n = ng, so we will use these two values
interchangeably throughout the proof. From the cyclic property of trace, we have

2#?2_1%

o’ S—1 T
Vo= —Tr[X" upy ] =0
n n

Note that

. XTx\7!
pl s 1/~J=uf( - ) e

-1
T (Zszi/Q + 1nsﬂ;r)T(ZsE§/2 + 1%#;)
= My n Ht

T —
= ( 1/2ut)T (ZS * In, (231/2“5)T> (ZS Lo, (Esl/Qus)T) | (2;1/2ut)
n

= NtTE/ et

Z. " T\ T Z. " /T
where we use the notation p} = Xy 1/2 ey f = g 1/2 s and 3= (Zet i ) (Zet ot )

Note that due to the assumed bound on the spectrum of 3, it holds that ||x;]|, = O(\f ) and
llslly, = O(\/p). Next, let us break down the vector p; into its orthogonal projection onto the
subspace {y/,} and {u}+ as

ATs)
sll2

Moreover, as a decomposition into orthogonal spaces, it holds ””2“3”5 + (s s H; = |4l = O(p).

e = g L where =

By using this decomposition, we will shift the focus from g to p} | .. Namely, it holds

vy o2t S o Wyt M) "X gy + i)

n n

/ !
2 ML g1 Fils | oo 2HeLe gy 1Phls | Pl gyt Pls

\/ﬁ Vi vn VooV Vn

QNthE/ 1/‘th +O< 1 ) E.14
e e O\ 19

where the last line follows from derivations analogous to the ones around (E.12)), this time applying

=0

case 2. of Proposition To ease further exposition, we introduce fit | = \’;*, noting that
Hﬂtls”z = O(l)~
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In order to bound V5, we relate 37=1 to its zero-mean counterpart, as it is easier to work with mean
zero data. Towards this end, we write out X/ as

o Zot o) (Zo+ 1)

n

ZSTZS ZsTln /‘T ;17—[ ZS
_ ( n sHs + I ns +M/M/T

n n SIs

R VA Tl 1T / 1T 7

_ (ZIQ + s nslus + /”Ls ns“<'s +/J/;/J/;T ,
n n

for 26 = % All the terms above, except the first one, have rank 1, so we use Woodbury formula

to take them out of the inverse when computing /. We introduce the following notation

Mls — Zs i In,

v VT T

U:=[uv]€RP*? andC = {711 (1)] € R?*2,

u =

Under this notation it holds
Z s T 1n Al l@ l;zr Z s
sHs n Hsln,g
n
Then, using Woodbury formula, we have

+ ol =UcuT.

. . -1
Y= (26 +uv’ +ou' + nuuT)

~ —1
- (zg +UCUT)
=yttt —uTtsy o) tu T L

We now compute the 2 x 2 block

o1 _ TS -1y — BTAD YA 1—uT3) | —a 1-9
0 = 1—vTﬁ36_1u _n_,UTﬁ:é—lU T |1=-b —n-—-d|’
where
a:= uTXA]{)_lu, b:= UTXA:E)_IU = UTig_l’lh d:= UTEEJ_IU'
Hence
~ _ 1 | —p — _
(c™-UTSTU) = [ ive b_al} o As=alntd) - (1-0)%

Plugging back and simplifying gives the explicit formula:

1 - .
x Y7 ((—n—d)uu" — (1 =b)(uv" +ou’) —ave) S,

which is valid whenever A # 0, i.e., whenever C' -1_U TZA]{)*IU is invertible.
We will now analyze the a, b, d terms. First, for some constants ¢y, co > 0 it holds almost surely that
ca > M (2h) > A (20) > ¢ >0, (E.15)

2/—1 — 26—1 _
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which follows from Bai—Yin theorem [Bai and Silverstein, 2010, Theorem 5.11], as Z, has i.i.d
entries with mean zero, unit variance and bounded fourth moments. From this, it follows that

al = |u"3
0

1T /
Hs &r—1 Hs

Vi T Vall,

J7a S Wy
< 136712

Vi, P NP
<eg,

as well as
la] > - (A (Z) " > e >0,
Similarly, we have
,UJ;T &vo—1 Z;rlns s ZsTlnS

Vit fHﬁz NG

.
where the last inequality follows with high probability over the sampling of Z, since ZTl isa

n

= o758 = | 157

<cyp, (E.16)
2

vector with p i.i.d entries of mean zero and O(1) variance. Finally, we have
|d| = UTig_lv‘

120,y 7T,

NV N
Zs—rlns -/ —1 Z;rlns
< 13672
NZO | Lo
< ¢p,

again with high probability.
We can now prove that, with high probability, A = Q(p). Using Cauchy-Schwarz, it holds that
b? = [{u,v)| g1 < |Jull g1 0]l 41 = ad,
from which it follows that
A=a(n+d) —(1-0b)%>an—142b=Q(p), (E.17)
since a is lower bounded by a constant and |b| < ¢,/p.
Turning back to the value of interest, we write out
S s = i 5 s
N 1 &, &1~
— ML‘SZ S ((—n—d)yuu” — (1=b)(uv" +ou’) —ave) S i
= ﬁ;rlsiéjilﬁu_s + Tu,u + Tu,v + Tv,m
where T, ,, is the summand corresponding to uu ", T, , touv " +vu', and T, , to vo . We will
prove that each of these terms, except for [i; lsE{)_l/lt 1s, 18 vanishing.

First, we state a useful claim, that for arbitrary deterministic unit vectors w; € RP and wy € RP? it
holds with overwhelming probability

wi Sy = # (w1, ws) + O (™), (E.18)

for some constant ¢; > 0.

Proof of claim in (E.I8). The result follows directly from [Yang et al.l 2025 Theorem 27]. For
clarity, we refer to the relevant parts of Section B.3.1 of that work. While Theorem 27 is stated in
the more general anisotropic setting, it specializes to our isotropic case by taking A, U and V from
(B.3) from their work to be the identity. Substituting these choices into equation (B.6) from Yang
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et al.|[2025] for z = 0, implies
-1
a1(0) + az(0) =1 — % - VT
Substituting this into (B.7) and applying Theorem 27 from the mentioned paper, yields with over-
whelming probability

TS/—1 T Y —c
leO wg—wlﬁpwg <n

for any ¢; < —1/2 + 2/1. Recalling that Z, has its 1-th moment bounded for ¢» > 4, implies
c1 > 0. &

We can now use (E.T8) to tackle the terms T, ,, and T, ,,. Namely, we have that

~ SV — ~ i ~ —c
/L;I—LSE(/) 1U = HutLSHQ ||UH2 <'7_1 <:U’tlsvu> + O(TL 1))

S

=0(n~),
with high probability. From this, it follows that
d R R
Ty = % fiers ShV uu S iy = O(n~2). (E.19)
Similarly,
1=b_ o1, 7 Ty v —15
| Tuw| = N Yoo (wv +ou ) X0 s
= |2 S5 0) - (508 )
—c — Z;r 1, N — ~
<o) - |15 2| (1267, el
— O(n~), (E.20)
where the last inequality holds with high probability due to (E.13)), (E.16)), and (E.17).
Let us denote by Ins = 1\/"5 and turn to the term 7, ,,.

Notice that

a . -1 T —1~
ﬂ),v = Z Htls E0 vv E0 Mtls

-1
_na (L, Z (22
- A \/ﬁ\/ﬁ Htls

n
T -1 ?
1 Zs [ Zs Z -
=c |1, ﬁ ( — ) fitis | - (E.21)
Let us introduce a matrix Q = [¢1 ... ¢p] € RP*P, whose columns form an orthonormal basis,
such that ¢; = T [ZTSH . Then, we have that
sll2
-1 —1
— Z, (2, Z 1 Z zZ,' Z
1T s s s ~ _ 1T s T s s ~
N \/’ﬁ ( n Mtls N \/EQQ n Htls
-1
P T
T Z Zs Z,
= I g [T s E.22
; Ng \/HQIC Qk n Mtls ( )



Using (E-I8) and a union bound, it holds with overwhelming probability that

—1 ~
Z,' Z, . ~ _ L lfesslly +O(m™), k=1,
ak fitts = —— (qr, irss) + O(n~1) =47
" N —1 O(n=1), k>1.

Plugging this into (E:22) yields
-1
 Zs (2,72 -t Z v L
I = =) s =1, s —— +O0(n™) i, E.23
ns \/ﬁ ( n > HtL ns \/H:U’U- v — 1 zz: ( )

Let us first analyze the mean and variance of the random variable ln f [it1 s, namely,

7, 1 o
E[lT fuus]ZE 7ZZZi,j(1ns)i(NtJ_s)j =0,

Z, 1 P
Var (IT fuus>=Var NG ZZ )ifiiLs);

2~ 2 1
o lAeLslly =0 <n> :

Therefore, using Chebyshev inequality, we have that

- Z
Iy s
N \/ﬁMU-
with high probability, for some constant 1/2 > ¢o > 0. Similarly, we calculate the mean and variance

of the random variable Y27 _; 1,7 Z=q. as

Il
—

Ns

=0(n ),

- 1 U .
T “s _
e300 ] 2| 3033 s | <o
k=1 k=11i=1 j=1
L 1 2 p B
Var Zl; “qr | = Var —ZZZZW(M )i(qk);
k=1 \/> " k=11i=1 j=1

=0 (n_cl/Q) ,

with high probability. Plugging the obtained results into (E:23)) and using a union bound on the
probabilities, we get that

T —1
iT Zs [ Zs Zs N
"S\/ﬁ n Htls| = 2

=0 (n_cl/ 2) ,
with high probability. Then, we directly obtain a bound for (E.21)) in the form of

Tyo=0(Mn"), (E.24)
which holds for some constant ¢; > 0 with high probability. Combining the bound in (E.I8) and the
three bounds on the terms (E.19), (E.20) an (E.24), we get

fir X il . = % ||ﬁus||§ +0(n~°), (E.25)

¢ i e

ng %Mus
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for some ¢ > 0. Using this in (E.T4) yields

V= 0% sl + O™,

with high probability. Lastly, note that

2
- 1 2 1 2 ro2 1 —1/2 2 pf X5 s
e P e (T AN I W o R L
n e 152l

Bounding the term 1. By following exactly the proof of the bound of the term 77 in Proposi-
tion[E.3] one directly gets the same conclusion that
2 - 1
Vl = i Tr[ZglEt] + O () .
n p
Notice that

. XTX  XTx, xYV2zTzxl?
20: — s S: S s S S .

n n n

Thus,

2 A 2 AR -1 2
Ty [zalzt] S R (S) 2729, =2
n n n n

—1
Z—l/QEtE—l/Q (Z;FZS> ] ]

n

Let us write the SVD of 35 /25,2512 as

P
SPE T2 =) N 2R wiw]
=1

where w; == vi(Es_l/ 22,525_1/ 2). Then it holds with overwhelming probability

2 T -1 T -1
iﬂ lz;l/?ztzgl/Q (Zs Zs) g ZA1(2;1/22t2;1/2)w;— (Zs ZS) w;
n n . n

027 P
—( o ZM&”ﬁEJ“)) +0(n°)
i=1

2
= ———Tr (%2, ') +O(n™°),

where the second line holds with overwhelming probability by using and the union bound.
The previous bound also holds with high probability, since overwhelming probability implies it.
Finally, by combining the bounds on V; and V5, one gets that, with high probability,
2
R o2 0% _ o2 ¥ _ MTZs_lﬂs —c
Rx(8.8) — &~ (251) - T (9 23 - | L) || =0,
ny-1 ny-l1 1Zs " psll2

for some constant ¢ > 0. Taking the limit n — oo on both sides yields the desired result.

E.4 Proof of Theorem[3.2]

We start by removing cv, from the fixed point in (3.2) and replacing it by 1 — £ — a;. We rename o
as « for convenience. Plugging this into the definition of R, (M), we get

M= T M Id )ty !
Ru(M) = —Tr (1M + azIdps,) ]_TLE_;)‘O‘H_z_a
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where as in Theorem- 3.1)we referto Ay > --- > ), as the eigenvalues of the matrix M. Furthermore,
the fixed point equatlon (3.2) can be rewritten as follows

p+na—ng n— nNg
= = —_ 1. E.26
;/\ia—&—l—%—a 1-2 ¢ n<n—p—na > (E.26)
Thus, we have
2 _ 1 ns
RoM)="Z " q) =02 (——mn 1), (B.27)
n n—p-—nao 1-2—qa

Now, due to the RHS of (E.27), it can be seen that R, (M) is an increasing function of c.. Let us

denote by X := [A1,. .., \,]. Then, for fixed n, p, n, and X, we will refer to c(X) as the solution to
the fixed point equation (E.26). Note that following Yang et al.| [2025|[Appendix B.3.2] we have that

this solutions is unique and 0 < a(X) < L,

Consider a function f : R, — RY,. We call a function f good, if and only if

P P
> — L — <) ! . (E.28)
= fN)iaN)+1 =B —a(X) i Na(N)+1-E—a(N)

We claim that if f is good, then

a(f(X) < a(X). (E.29)

Proof of the claim. Consider a good function f. Then, we have
p

1 P 1 n— ng
= = — =n ——1].
; () ()+1 a()\)<;)\ia()\)+1—%—a()\) (n—p—na()\) )

Furthermore, setting o = O we get

P n
}: =p

— 04+1-2-0 " n-—p
>np_ns
n—p

n — N,
(n—p—n-O >

By continuity, there exists a € (0, (X)) for which

p
Z 1 n—"ng

)\ :n< _1>,
— f(Niaog+1 -2 —ag n—p-—na

=1

implying a(f(X)) = ag < a(X), which concludes the proof. &

Next, for 4, j € [p] s.t. i < j, we introduce a function f27 : RY; — R defined as

)\i—C ki:i,
f? Nk =qAi+c¢ k=j,
)\k k#l,]7

where ¢ > 0. We now claim that f#/ is good for any 4, j € [p] and ¢ > 0, such that \; > \; + c.

Proof of the claim. The claim is equivalent to

1 1
= =+ = =
Ni—c)aN)+1=2—a(d) (Nj+c)ad)+1-2—a))
< 1 n 1

Na() +1 -2 —aX)  NaX)+1—-2—aX)
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For simplicity, let § := 1 — £ — a(X) and o := «(X). Then,

1 1 1 1
()\i—c)a+(5+ (Aj+c)a+6 < )\ia—|—5+)\ja—|—5
a()\i—s—)\j)—i—% Ot()\i-‘r)\j)-‘rQ(S

A (M —ca+d)(Aja+ca+6d)  (Ma+0d)(A\ja+9)

—= (Na+0)(Nja+) < (hia—ca+d)(N\ja+ca+d)
= ca(\a+6) —ca(Nja+8) —c*a® >0
< ca’?(\i — \j) > c?a?
= A\ > )\j +c,

which proves the claim. &

This implies that, for ¢ € (0, 1), transformations of the form
()\i7 )\J) — (t)\l + (1 - t))\j, (1 - t)>\i + t)\j), (E.30)
are good.
Let us denote by N o= [1,...,1], which corresponds to eigenvalues of M’ := I, € M. Pick any
X #+ X that corresponds to some matrix M" € M, so it satisfies A} > \J > ... > /\Z, as well as
DA = p.
1=1""

We recall the definition of majorization, as it will be used to conclude the proof. Namely, we say that
T € RP is majorized by § € RP whenever for all k € [p]

k k
i=1 i=1
and
P P
Z Ty = Z Yi-
i=1 i=1

Firstly, we claim that X is majorized by \”. Suppose otherwise, that for some k € [p]

k k
DN <> 1=k,
i=1 i=1

implying also that A} < 1. Then, we have
P
P=Y N <@-kXN+k<@-k+k=p,
i=1

which is a contradiction.

Next, as ' is majorized by X, X’ can be derived from X\ by a finite sequence of steps of the form in
(E.30) with ¢ € [0, 1], see [Marshall et al., 1979, Chapter 4, Proposition A.1]. Since both vectors \’

and )" are non-increasing, the ¢ = 0 transformation can always be omitted. Moreover, ¢t = 1 is just
the identity transformation, so it can also be omitted and we actually have ¢ € (0, 1). In formulas, we
have that

N = fidu( L fiai ()LL),

Since each of the functions above is good, we have that al(X') < a(X"). As R, (M) is increasing
with «, the smallest R, (M) is achieved for A" == [1,...,1], that is, I, = arginf ;c \ Ry (M).

E.5 Proof of R, (nM) < R,(M)

Consider the function gy, : Rgo — Rgo defined as gn(X) = 775(, for some 1 > 1. Note that, for all 4,
1 B 1 _ 1
gn(X)ia+1_%_a_n>\ia+1—§—a Nia+1—L2—q’
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Thus, g,,(X) = n\ is good in the sense of 1| From li we obtain that a(nX) < a(X). This
implies the desired result as R,, is monotonically increasing in « from (E.27).

E.6 Coefficient defining system of equations of Theorem [D.1]

The (a1, as, as, aq) is the unique solution, with a1, as positive, to the following system of equations:

1 al)\s + (ZQAt 2 t Vs ]-/ al)\s ] t
0=1—— | —————————dH,(\*,\ 0=——-——- | ————dH,(\°,\"),
/al)\é—l—agx\t—l—l p(A% A, v A + as\t +1 p(A%,A)
(E31)
1 as\® + as\t N . 1/a3)\5+)\5)\t(a3a2a4a1) N :
=—— dH,(\°, A =—— dH,(\%, A
d1tas 7/(a1As+a2)\t+1)2 XA == N T (A%,

and (by, by, b3, by) is the unique solution, with by, by positive, to the following system of equations:

1 b1 A + bo At - , Vs 1/ b1 \? B .
0=1—-=- | ———=" _dH,(\*,\ 0=—— — _dH,(\*,\
/bl)\s+b2)\t+1 p( ’ ), ’}/ b1>\s+b2>\t+1 p( ’ )7

(E.32)

5(bg—bi A )+ (by—ba\t) - ' /)\S(bg—bl)\t)—i-)\s)\t(bgbg—b4b1) . '
= dH,(N\°, A = dH, (A%, \%).
0 / (D1AS + ba At +1)2 (A%, A%, 0 (b1 A® + boAt + 1)2 p(A%, A7)

E.7 Proof of Theorem D.1]

Recall from (E.2) that bias and variance for non-zero centered data can be expressed as

N ~ 2 A
Bx(8:6) = BTIE: + pop JUB and Vi (3: 8) = T T[S (S0 + o] )]

where ¥ = XTX /nand Il =1 — D (projection on the null space of X'). To obtain the wanted
result, we make a connection to zero-mean data and then use results from|Song et al.[[2024] to handle
the zero-mean case. Unlike in the under-parametrized case, the bias term does not necessarily vanish.
Thus, we start off by breaking it down into two terms

Bx(B; B) = Bx(5; B) + B% (3; B),

where B% (B, B) = BTIIX,IIB and B% (B, B) = B, TI3. Moreover, we split the variance
term as

Vx(B;8) = Vx(B: B) + VR (B; B),

with Vi (3; 8) = & Te[S+ 5] and VE(3; 8) = © Te[S ] |- We will deal with each of these
terms individually.

Bounding the term B% (B ,B). Recall that X, = % Then, similarly to li we can write the
SVD of 3 as

k
Z o2 (Xn)vi(X)vi (X)) T,

where k& < min(n,p) = n is the number of non-zero singular values of X,. Asin ll we can
conclude that k = n. Therefore, we have

n p
I-SN=T-) ui(Xp)ui(Xn)" = > vi(Xp)vi(Xn) "
=1 1=n+1
By definition, it holds that ITy; = (I — 3% %), from which it follows
p
M = vi(Xy) <Ui(Xn)a ut> :
1=n+1

Due to Proposition[E.2] it holds almost surely that

~ 2 ~ 2
<'U1(Xn)aﬂs> <U2(Xn)nufs>

>1-—
sl sl

c-p

bl
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from which it follows
2\ ; 2_ 1 e
a3 = 30 (oK) )| < = lally =
i=n+1 €p
Since /3 sampled independently from a sphere of constant radius and Il is of bounded norm, it is
standard result that |(3, Iz, )|” is sub-exponential and, using Bernstein inequality, we can get that

5 2 1
B%(8,8) = |8 Myt , = (8, Tae)|* = O (p) , (E.33)
with high probability over the sampling of 5.

Bounding the term B (B ,B). We first introduce an object coming from a bias term of a ridge
regression estimator with coefficient A:

BY(\) = A28 (S + M) 7R (S + M) 718, (E.34)
defined for any A > 0. It is more convenient to work with B% () than B (3, 3) and, in addition,
B ()\) approximates well B} (3, 3) for small \. We formalize the second claim as

|BX(8,8) - Bx()| = o) (£.35)

proved in the same manner as [Song et al., 2024, D.82]. For convenience we also carry out the proof
here.

Proof of the claim in li Let us write the SVD 2 = UDU ". Moreover, we denote by 1p—o
and 1p~¢ the diagonal matrices such that

(1p=0)ii = {(1): gzz ig (1p>0)i;i = {(1): gzz i 8
Then it holds that
By (8;8) =BT (I-St0)% (I -2t%)B
=B TULp=oU " S,Ulp—oU" B
=BT ULp—gAlp—oU' B
= [ A2 1p=oU T B3,
where we set A := U " %, U. Furthermore, we have
B\ = N28T(S+ADT'S(S+ )18
=\NBTUMD+AN)TTAD + AU B
= [|AY2N(D + AU B 5.

Therefore, we have

|\ BX(B;8) =/ BX (V)| < |AY*(1p—o = MD + AI)""U T 8|5

< AL IAD +AD 1poll2
A
<2 — o),
on(X)
where the third inequality holds as || A2 = ||2¢]l2 = O(1) and the last inequality follows from
Proposition in the same manner as (E.11). Notice that BY (), BL(3;8) = O(1), since

18]35 [|2¢]| = O(1) and 6,,(3) > c. This finally implies
|BY(3:8) - Bx(\)| = 00,

proving the claim. &

The next step is to prove the claim that, for 1 > A > p’0'49, it holds that

-2
BY(\) = X287 (S0 + M) 'S (So + AT+ 0O (Ap> ) (E.36)
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Proof of the claim in (E.36). Towards this end, we have

- 1
Y=-(X"TX)
n
1
= E(XO Lo+ Lo pd) T (X0 + Lo + Lpy)
X0Tx0 x0T, XOT1, ] w1l X0 p 1] XO .
( i St o B B 3 Wyl + Zpanl ),
n n n n n y ~y
where abusing notation we write 1,,. = [1, ..., 1, 0, ..., 0]T € R"*! (n, ones followed by n;
zeros)and 1, = [0, ..., 0, 1, ..., 1]T € R"*! (n, zeros followed by n; ones).

All the terms above, except the first one, have rank 1, so we use Woodbury formula to take them
out of the inverse when computing (3 + AI)~!. We consider the case ¢ # 1, as the case ¢ = 1 is

analogous (it is in fact easier as some steps can be omitted). We first focus on the term (ﬁ) + M)t

T T
0 lnt/"‘: + “‘tlntX
n n

0
and demonstrate how to handle = + %ut p, . For this purpose, we introduce the

following notation
-
X0 Lyl el X0

A=+ — BT
n n ¥
x0T1

— L/, v = Tn (E.37)
n n
L]
U:=[uv]€RP*? and C = KW 0] € R#*2,
Under this notation it holds
XOT].n T 1T 0
Mt n Ht I &utugr —vucuT.
n Y

Then, using Woodbury formula, we have
—1
(4"t = <A +uv +ou’ + n%uu—r>
Y

=A+Ucun)?
—AT AUt —UTAT )T U T AT

We now compute the 2 x 2 block

—ul AT 1—u'A — 1-0
-1 T 4—177 _ u u u _ a
¢ -UATU = 1—v' Al —n%—vTAflv _{1—17 —nlt —d|>
where
a:=u A lu, bi=v A" lu =u" A" o, d:=v A . (E.38)
Hence

_nt _ _
(C_l_UTA_lU)_lzl[n d b—1

Yt 9
5 ._
— b1 a]’ A a(nﬂy—i—d)—(l—b). (E.39)
Plugging back and simplifying gives the explicit formula:

(S+A)t=A"1— %A‘l ((—n% - d) uw’ — (1=b) (' +ou') —a va> AT
v

which is valid whenever A # 0, i.e., whenever C -1 _ UT AU is invertible.

We will now analyze the a, b, d terms. First, recall that

X0Tx0  x0T1, 4T pel] XO©
+ sHs n Hsln,

n n n

A:

+ Bl + AT =5, + AL
"
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where 3, == (XOH"S“:):L(XUH”S“:). Thus, we have
A, = A7
From this, it follows that
ol = "] = | arr i < 2 a2 ] <o
Similarly, we have
|b| = |UTA71’U,|
= ‘ @A—l&
it v
0T
<ed b,

0T
where the last inequality follows with high probability over the sampling of X°, since % isa
vector with p i.i.d entries of mean zero and O(1) variance. Finally, we have

|d| = |vTA*1v|
|, x© o X071,
RN NG ,
0T 0T
- X071, 1A, X071,
NGO | Vol
<cA'p,

again with high probability.
From a slight adjustment of the second part of Proposition[E-2] it holds for the top singular value

o1(A) = 01(5) + A = <01 <W>)2 +A=00),

and for the corresponding right singular vector

(e | = (i) = o () ) =y o ()

Note that, for ¢ < 1, it holds that ‘<
Cauchy-Schwarz gives

()

>’ = ¢ < 1. Using the triangle inequality and

1
S<p+0(>.
2 p

T, Hut\|2

<[y e+
Tielly” el

K

is
v (A) — Ml e
14 el

sl

2
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Therefore, it holds that

la| = ’uTA_lu’

2

< D)
2 [ |:f||2>r
1A Z (s |
(oo

since 0 (A) = 09(2,) + A = O(1) due to the second part of Proposition Note that, for ¢ = 1,
we do not need this argument, as the p terms are taken out of the inverse as well. In that case, we

take A = (@ + )\I), which immediately gives o1 (A) < c.

We can now prove that, with high probability, A = Q(p). Using Cauchy-Schwarz, it holds that
b2

[, )] g1 < Jull g1 (V][ 4-2 = ad,
from which it follows that

Aza(n:t+d>—(1—b) >an7y 14 2b=Q(p),

since a is lower bounded by a constant and [b] < cA™t,/p < ¢p®??

At this point, we have all the necessary bounds and we work towards proving the claim. We first
expand the bias term

BYO\) =BT (S +AD)TIS(Z+AD)7IB
= AT+ AN (A+UCUT) 1B
=XNBTE+ANTIS (A ATt u (et -uTAT )T UTATY B
=N+ AN ATI B+ S,

where S = —\28T (S + M) '8, AU (C = UTATIU)'WUT A8,
We now prove that S' is small. To do so, we decompose
S=-NTES+A) AU (CT -UTATIU)TIUTATB

- 1
= )\I)_lEtK At ((n:yyt + d) uw + (1 =b) (' +ou') +a U’UT) A™lp

= Tu7u + Tu,v + Tv,'ua
where T, ,, is the summand corresponding to uu, Ty to wo! +ou', and Ty, to vo . Zooming
in on one of the terms, it holds that
d
(n,yf/z+ ) A71 uuTAflﬁ

- <@, 228 4 an U ED u> (uTATY,B).

Tyu=NBT(Z+ A"

A
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Note that

< c)\*l,
and [|u” A7!||, < A", Using this, we get that, with high probability, it holds

A2(2+AI)*1EtW (mye/v +d)

Al <@ ean = i, P D A ful,

2

/\—2
[Tyl <c—.
p

This is similar to how we obtained (E.33)), since 3 is sampled independently from a sphere of constant
radius. With analogous passages, we have that

/\—2 /\—2

‘Tu,v S C—, ‘Tv,v <c—
p p

holds with high probability over the sampling of 5. Putting all together, we get
- A2
BY(\) =X BT (S + M) A8+ 0 () .
p
Using the same argumentation applied now to (£ + A\) =1 in A287 (3 + AI) 12, A1 3 gives
)\72
BY(\) = X874, 471840 (> .
p
Lastly, doing all of this again to take out the terms containing s from A, i.e., by taking
X1, 0] psly X
n n

A=A—

- %usu;r =30 + Al

we get
- - A2
BY(\) = BTATIS, A7+ 0 (> ,
p

proving the claim. &
From [Song et al.,[2024] D.82], it follows that

. -1 . -1
BTIo%, o8 — A287 (20 + )\I) 5, (EO + AI) ﬁ‘ =0\, (E.40)
where IIg = I — XAIS' 3. Thus, by combining dE.35|), (IE.36|) and (]E.40|), we conclude that
« A2
|BY(3.8) - BTHoZ0lo8| = O(A) + O (p) =00™"), (E41)

where the last step is obtained by taking p = A~'/3 (this also satisfies 1 > X > p~%4°, which was

required to obtain (E.36)). As Bx (8, 8) = Bx(3,8) + B%(5,8) and B%(3,8) = O(1/p) with
high probability by (E.33)), we conclude that

[Bx(8,8) — 8 MpSallof| = O~ "/?) (E42)
holds with high probability over the sampling of 3 and X . Plugging in the expression of 3 I1o X, I1y3
given in [Song et al.| 2024, Theorem 4.1] yields, with high probability,

. b3A® + (by + 1AL 4 ‘ _
B = dG, (A%, A O(p~¢
X(ﬂaﬁ) /(b1A5+b2>\t+1)2 p( ’ )+ (p )7

where (b1, ba, bs, by) is the unique solution, with by, by positive, to (E.32). Taking the limit p, n — co
gives the desired result for the bias term.

Bounding the term V3 (B, B). Notice that the term VZ( 8,8 ) coincides with T3 from Proposition
Moreover, we can follow the proof of the bound on 75 verbatim, only substituting p for n in
appropriate places (as we are now in an over-parametrized setting) to get

~ 2 R 1
Vz(B,8) = % Te[Sd pepl | = O (p) : (E.43)
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Bounding the term V. ( B, B). To make a connection with zero-centered data, we will first prove
that, with high probability, it holds

. 2 1 e 1
Vx(B,8) = % Tr[XFS] = - TS5 + O (pm> : (E.44)

Similarly to the computation for B ( B, B), we introduce an object coming from a variance term of a
ridge regression estimator with coefficient A:

V(A = % Te[(2 + M) 285,

defined for any A > 0. It is more convenient to work with Vi (\) than V1 (3, 8) and, in addition,
V)l( (A\) approximates V}( (8, B) well for small A. We formalize the second claim as

VE(B,B) = V(\)| = O(N), (E.45)

proved in the same manner as [Song et al., 2024} D.78]. For convenience we also carry out the proof
here.

Proof of claim in (E.45). Let us write the SVD & = UDU . Then it holds that
. 1
V}((B? B) = - ’I‘r(UDJrUTEt)u
n
1
Va(\) = — Tr[U(D + M) "2DU T %4].
n
Therefore, we have

V(3.8) ~ VA = [T 0TS0 (D — (D + M) D)

1 & 1 \i(D)
< lorel, 2 ol
12X
= 7 A (D)?
A
=c- 7/\n(2)2 =0(\).

Here, we used the inequality 2! — (x + \) 22 < 2)\/2? and the fact that 3 has n non-zero singular
values, each bounded below by a constant, which follows from (E.T0). This completes the proof of
the claim. &

Relying on the derivations in [Song et al., [2024, D.2] we have that

Vi) = % (A T (55 + )\I)1>> .

n
Let us denote by

We claim that, for any ¢ > 0, it holds

‘V}((A) - % (f/}((x FEN) — V}(()\))‘ — O(tA72). (E.46)
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Proof of claim in[E.46, We begin by transforming the LHS:
1 -~ - 1 . -1 . -1
S (VEO+EN) = VE(N) = n”ﬁ(Zt ((/\—i-t/\) (Z+(/\+t/\)l) —)\(Z—i—)\l) ))

A
1 1 1 . -1 1. -1
- Ty, = SHI) — (=24
" r<tm<<A+u +) <)\ *) ))
I (s, 12+I - 12+I LI S 1 ST -
= — r —_— — — _—— —
n L A A+ A A tA

- %Tr (Et (E + AI)_l > (E + A+ t>\)1>_1>

1 . -1, -1
=Ty ((2 + (M + tA)I) (z + /\I) 22t> :
n
where the last line follows from the cyclic property of the trace and the commutativity of 3,

. -1 . —1
(Z + )\I) and (E + A+ t)\)I) . Plugging this into the LHS of (E.46)) yields

V) - 5 (T 1) - V}(w)\

_ Tr<( E+>\I (2+(A+M)I)_l) (2+>\I)122t>‘
_ Tr(< + (A +tN) )_1(2+A1)222f)‘

zt( +(>\—|—t>\)) (S + )2

tA -
S TrY = O(tA?),
5 M
where the last line follows from the bound % TrY = O(1), which holds due to Proposition &

IN

Let us denote the zero-centered counterparts of the corresponding V3 terms as

VE(B.8) = - TSR

VO = %Tr[(EoJr)\I) 255,] = % (2 Tr (250 +M)1)>,

A
VRO = ST (S0 +AD 7).
Analogously to (E45) and (E-46), it holds that
. 1 /-~ . B
VR(B.B) - VR =00, VRO = o5 (VRO + 1) = V)%(A))\ =0(tA2). (E47)
The next step is to prove that, for1 > A > p

-2
Ve(\) =V 40 (An> ) (E.48)

—0.49
9

Proof of the claim in (E.48). Expanding the expression, we want to prove that
~ A . by R /\_2
V(A = ST (Zt(E - )J)‘l) =~ Tr (zt(zo + )J)‘1> +0 (n> )

Notice that V, (A) crucially contains (3 + AI)~! in its expression, which we have already analyzed
in the context of B% (53, 3). Recalling the definitions of A, u,v,U,C,a,b,d, and A from (E.37),
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(E.38), and (E.39), we can then expand V() as

A

n

A

=T (S (AT —ATWU(CT =UTATIU)TIUTATY)
n

%ﬁ (ZE+AD™) = ST (Bi(a+UCUT) )

_ Ay (2 A7Y) + 8,
n
where S = —2 Tr (3, A~'U (C~' —UTA™'U)~'UTAY).
‘We now prove that S is small. To do so, we decompose

- 1
S = %Tr (ZtA A1 ((n:y; + d) uu' + (1 =b) (ww’ +ovu') +a ’U’UT> A_1>

= Tu,u + Tu,v + Tv,va

where T}, ., is the summand corresponding to uu", T, , to uv” 4+ vu’, and T, , to vu ™. Zooming
in on one of the terms, it holds that

. A 1
Tu,u =—Tr (Et A_l (n% + d) ’LLUTA_I)
n A ~
Yt
i n +d
n A
nlt +d

i 2 wTATIE A .
n A

Tr (EtAfluuTAfl)

Note that
)\72
A7 s AT |, < —

-

and |lu||, < c. Using this, we get that, with high probability, it holds
. A2
[Tyl < c—.
n

)

With analogous passages, we have that

A2 . A2
<e—, |Typ|<e—
n n

‘Tu,v

holds with high probability over the sampling of Z. Putting all together, we get

A N ) A2
S (BE+ADT) = ST (DA 40 <n)

Lastly, doing all of this again to take out the terms containing s from A, i.e., by taking
i XOTlns:“;— psly, X0 v

ng

A=A- — —,usﬂ;r:flo—l—)\L
n n y

we get

%Tr (ZE+An7) = %Tr <2t (20 + AI)_1> +0 (A:> ,

proving the claim. &
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Finally, combining (E.45)), (E.46), (E.47) and (E.48), for 1 > A > p~%49 and ¢t > 0, we have that
VA(B,8) - VR(B,B)| < V(5. 8) - VA (x ] + VEO) = VRO)| + VR (B, 8) - VRO

<O + |V - o L (O - f/;((x))‘

>

FTRO) - 5 (VRO 1) - 720) ’

n % (}(Htx) - V}((/\)) - % (V}%(Hﬂ) - VQ(A))‘

< 0( )+o<;2>+1 [V O = VR O[5 [T ) - 72 00|
— O(\)+O(tA

A
(\)+O(tA2)+ (t_1A

Taking t = A% and A = n~ /7, we get ‘VX B,8) = V(5,8
(E44). As Vx(8: 8) = Vit (85 8) + V3 (8; 8), and VE (B, 8) =

‘ O(n -1/ 7), proving the claim from

O(1/p) by (E.43) we conclude that

\/\_/

2 0_2 .
(6 B)=— Tr[2+(2t + ey )] T Tr[Zath] +0 (p_1/7) .

Plugging in the expression of %2 Tr[fla' Y] given in [Song et al.,2024, Theorem 4.1] yields, with
high probability,

)\t ag)\s+(l4)\) ~ _
== dH, (A, A ¢
V@i = -2 [ 2N g 000 + 067,

where (a1, as, as, aq) is the unique solution, with a1, as positive, to (E.31). Taking the limit p, n —
oo gives the desired result for the variance term and concludes the proof.

E.8 Proof of Theorem[D.2]

For ¥; = I, and X, € R, it holds that
Ro(257Ip76) = V(Esalp) + B(Zsajpvﬂ)'

We analyze each of the two terms separately.

Calculating 5(X;, I,,, 5). Note that X, = I, implies A} = 1 in all the equations in (E.32). Plugging
this in, one gets that the third and fourth equation in are satisfied for by = by and bs = by.
From the uniqueness of a solution (b1, ba, b3, bs) to the whole system of equations in , and the
fact that b3 and b4 only show up in the mentioned third and fourth equation, we get that it must hold
by = be and bs = b;. Plugging this into the bias term we get that

b3 \® + (b4 + 1))\t N ‘
Y, 1 = §
B(%s, Iy, B) /(blkubwﬂ)Qde(A DY)
_/ biAS + by + 1
a (b1)\s + by + 1)2

dGp(A\*, N

_ Z (B, Uz
by )\S + by + 1’
noting that u; € RP is the eigenvector of the matrix 3, corresponding to the eigenvalue ;.

Recall that we have assumed in the setup of Section [D]that 3 is sampled from a sphere of constant
radius, which we will denote by rSP~1, i.e., 7 = || 3]|,. We now prove concentration of B(Xs, I, 3)
over this sampling of . Towards this end we introduce a matrix A € RP*? such that

P
1
B(Z,,1,,8) =BT AB, A::E — .
( pB) =8 AP — biA] b+ 1
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Notice that first equation of (E-32)) yields
z”: b b
b1 Al +ba+1 ’
which gives

1
(A= ——  —p-n
r(4) i:Zlbl)\erngrl pn

Since both by and by are positive, as stated in Theorem[D-1] it holds
1
Aly=MA)= ———F—<1
41 = () = ety <
Note that

p 2
T o < 7ui>
Bprsr 1 STAP =B G

_ i;Ew u->2
7i:1b1)\f+b2+1 P

1< 1 )

LS e

f i Al +b2+1

_p=ns (E.49)
p

Furthermore, the function 3 — BT Af is Lipschitz over the sphere. Namely, for two vectors
B, B2 € 7SP~L, it holds that

B8] ABL— B3 AB2| < |B] A(B1—B2)|+183 A(B1—B2)| < 2r |Ally 181 = Bally < 2 [|B1 = Ball, -

Then, due to the concentration of Lipschitz functions over the sphere [[Vershynin, [2018| Theorem
5.1.4], we get that, with overwhelming probability,

18T AB—EBT A| = O(n~),
for any constant ¢; < 1/2. Plugging (E.49) gives

B(Ss,1,,8) = BT AB = pp" >+ 0(n~),

with overwhelming probability. We can readily calculate the bias term for X, = I,:

Z ﬁ’uz _p—nrz
by +bs+1 p

Thus, for any X, € R’;Op, we have
B(1,,1,,8) < B(Xs, I, 8) + O(n™), (E.50)

with overwhelming probability.

Calculating V(X,, I,,). Note that

1 /\t(ag)\s —|—a4)\t) ~
SoL) = — 2= H s \t
V( 59 17) g vy / (al)\s —|—a2)\t—|—1)2d P()‘ 7/\ )

1 S R
=/ e (A

~ a1 A +ag + 1)2
=o%(a1 + az), (E.51)
where the last equality follows from the third equation in (E.31) and the fact that \} = 1 for all 7 € [p].
Moreover, subtracting the second from the first equation in (E.31)) yields
s 1y
0=1-Jo_ 2y % (E.52)

y “Ypi:lal/\f‘f'@"‘l
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Analyzing just the first equation in (E.3T), we get

1 P 1 1 & e\ +ay
oS ) - e
vp i:1a1/\i+a2+1 ’ypizlal)\i—i—ag—&—l

which gives
LN a1 PO
i=1

Plugging this into (E.52)) we get that ay =

is the unique solution to

- 1
—— =P~ E.53
;al NTo P (E.53)

for ¢y = 11”7 + 1 > 0. From , we have that V(X, I,,) only depends on 3, through a;, with
which it monotonically increases. To conclude this section, we will apply the majorization argument
from the proof of Theorem [3.2] with a slight modification. Almost all parts of the argument are
analogous, and we restate them mainly for convenience.

Let us denote by \* = [Af,...,A7]. Then, for fixed n, p and X5, we will refer to al(XS) as the
positive solution to (E.53). Note that from Theorem|[D.T|we have that this solution is unique. Consider
a function f : Rgo — RO. We call a function f good, if and only if

P

Z Ry Z (E.54)

<
i=1 a1(>\5)f( +C2 i=1 (11 )\s )\S +62
We claim that, if f is good, then

a1 (F(X)) < ag (X®). (E.55)

Proof of the claim. Consider a good function f. Then, we have
P P

3 T

— al(Xs)f(As Jitea S a3 + e
Furthermore, setting a; = 0 we get
- 1 1
> P A
o 0 f(A)i+ 2 — T
p—n
=p
D—"ns
>p—n.

By continuity, there exists a} € (0, a1 ()*)) for which
P
L R
= Al f(A%)i + 2 7
implying a1 (f(X*)) = @} < a1(X*), which concludes the proof. &

Next, for 4, j € [p] s.t. i < j, we introduce a function f7 : RE | — R defined as

A —c k=1,
SNk = A e k=]
Nk k#i.J,

where ¢ > 0 is a constant. We now claim that f% is good for any i, j € [p] and ¢ > 0, such that
Aj > A+ e

Proof of the claim. The claim is equivalent to
1 1 1 1

+ = < = + = .
a1 (N%)(Af —¢) + ¢ al()\s)()\‘; +o)+tea  ar(A)A + e al()\s)/\j + ¢
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For simplicity, let us denote a := a; (XS) Then,

1 1 1 1
+ < +
a(A; —c)te2 a(Aite)te  aditc adite
a(A + )\js) + 2¢9 a(A + )\JS) + 2¢o

(Afa—ca+ca)(Nja+catca)  (ANa+ca)(Aa+cz2)
= (Na+ec)(Nja+c2) < (Na—ca+ecz)(Nja+ca+co)
<= ca(Aa+ca) — ca(Nja+ca) — c?a? >0
= ca’(\i — Aj) > c*a?
= A >\ +q,

which proves the claim. &

This implies that, for ¢ € (0, 1), transformations of the form

(A, A7) = (BN + (1= )AF, (1 = t)A] +tA)) (E.56)
are good. Let us denote by Nid = [1,...,1], which corresponds to the matrix I,,. Pick any xS # Xid

that corresponds to some matrix 35 € S, so it satisfies A7 > A3 > -+ > A7, as well as P A =0

Firstly, we claim that Xid jg majorized by Xl Suppose otherwise, that for some k € [p]

k k
SN <> 1=k,
=1 =1

implying also that Aj < 1. Then, we have
P
P=> N<p-kMN+k<(p-kl+k=p,
i=1

which is a contradiction.

Next, as X? is majorized by X%, X can be derived from \* by a finite sequence of steps of the form
in (E.56) with ¢ € [0, 1], see [Marshall et al.,|1979, Chapter 4, Proposition A.1]. Since both vectors

Xid and X* are non-increasing, the ¢ = 0 transformation can always be omitted. Moreover, ¢t = 1 is
just the identity transformation, so it can also be omitted and we actually have ¢ € (0, 1). In formulas,

we have that g o N
A = fg;’”(...fg”l()\s)...).

Since each of the functions above is good, we have that a; (X4) < a; (X®). As V(2 I ») 18 increasing
with a1, this directly implies that, for any ¥, € R’;ﬁp ,
V(Ip, Ip) < V(Es, Ip).
Combining this with (E.50), we get
RO(IINIP’B) < R0(287Ip>6> + 0(1>7

with overwhelming probability, which concludes the proof.
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F Additional numerical results

Setup details. We train for 200 epochs using SGD as optimizer, and we use cosine annealing; the
initial learning rate is 0.1 for Scratch (0.2 for the experiment of Table[2a) and 0.01 for Distillation and
Pretrained. The Distillation teacher is a ResNet-50 trained on CIFAR-10. We use an early stopping
with patience 20 based on a validation subset (10% of the full training dataset). We avoid up-scaling
images in the Pretrained experiments to better demonstrate the effect of synthetic data augmentation.
On the generation side, to generate the images by T2I models, we use CLIP’s text encoder prompt
template on CIFAR-10 and ImageNet labels. Moreover, as models like StableDiffusion1.4 sometimes
generate low quality data or images discarded by the safety checker, before applying all the algorithms,
we do an initial pruning of 2% of the generated pool based on the distance to the CLIP embedding of
the label. For RxRx1, we used images from four common perturbations (1108, 1124, 1137, 1138)
on HUVEC cells as the real training samples and train a linear classifier on frozen features from an
ImageNet-pretrained ResNet. For each class, MorphGen [Demirel et al.,[2025]] generates a pool of
500 synthetic images; we augment the real training set (30 images/class) with 60 selected synthetic
images/class and evaluate on a disjoint test set of 20 images/class. We repeat the experiment 10 times
by resampling the real subset from 120 images/class. As in the main setup, CLIP features are used
for the selection algorithms.

Table 2: Covariance matching performs on par with the best baselines for two additional datasets.
In (a), we train a ResNet-18 from scratch on ImageNet-100 with synthetic images from StyleGAN-
XL and T2I models. In (b), we train a linear model on top of an ImageNet-pretrained ResNet for
perturbation classification on a small subset of RxRx1 [Sypetkowski et al.| 2023|] augmented with
synthetic images from MorphGen [Demirel et al.| [2025]].

Method Truncated models ~ T2I models Method MorphGen

No synthetic 40.78 +£1.29 No synthetic 86.83 & 2.44
Center matching [He et al.|[2023] 53.39 £ 0.37 53.96 £+ 1.06 Center matching [He et al.|[2023]  88.17 +2.35
DS3 [Hulkund et al.|[2025] 57474087  53.51+0.31 Random 87.33 + 2.03
Random } i 54.14 +0.82 49.84 +£1.32 K-means [Lin et al.|[2023] 89.00 &+ 1.70
Text matching [Lin et al.|[2023] 53.39 £ 0.99 53.37 £0.72 DS3 [Hulkund et al.|[2025] 89.67 + 1.45
Covariance matching (ours) 57.52 +0.36 53.07 £ 0.89 Center sampling [Lin et al.l 2023] 88.75 +2.27
Real upper bound 62.67 £+ 0.65 Covariance matching (ours) 90.00 + 1.86

(a) ImageNet-100 dataset (b) RxRx1 dataset

Baseline Details. We briefly describe all baselines compared against Covariance matching in the
main text.

Center matching [He et al.,[2023: selects the ns generated images nearest to the centroid of the n,
real training features.

Center sampling |Lin et al[2023]]: samples generated images with probability proportional to their
cosine similarity to the n; real training features.

DS3 [Hulkund et al., 2025]]: clusters the generated pool into 200 clusters; for each real image,
retains its nearest cluster and uniformly samples n; images from the retained set.

* K-means [Lin et al.l 2023 clusters the generated pool into ns clusters and selects one representative
per cluster.

* Random: uniformly samples n, images from the generated pool. The methods “No-filtering,”
“Match-dist,” and “Match-label” [Hulkund et al.l 2025]] are equivalent to this baseline in our setting,
since each class has the same number of data points.

Text matching [Lin et al.|[2023]): selects the n, generated images nearest to the class text embedding.

Text sampling [Lin et al.,|2023]]: samples generated images with probability proportional to their
cosine similarity to the class text embedding.

* No synthetic: uses only n; real samples from the training distribution (synthetic data discarded).

Real upper bound: uses n: + n s real samples from the training distribution (synthetic data replaced
by in-distribution data).
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F.1 Controlled experiments

In Table E], we consider zero-diversity generators. Specifically, for each class, we combine 2K
StyleGAN2-Ada images with a total of 8K images produced by two zero-diversity generators. Each
of these generators emits a single prototype per class: one near the class center of the real samples,
and one near the class label’s CLIP embedding. This yields high precision, but low diversity relative
to the real distribution. Our results show that, again, covariance matching performs well as it avoids
selecting many samples with low diversity (collapsed clusters). In contrast, not fully taking into
account the diversity of selected samples, methods like DS3 perform rather poorly. In Figure 2} we
consider inserting images from the target distribution into the pool of synthetic images and test the
ability of different methods to select them. Specifically, we form a pool of 4K StableDiffusion1.4
images and 1K images from the target distribution (different from the n; = 200 images forming the
training distribution), letting each method take ns = 800. Our results show that covariance matching
selects the highest fraction of images coming from the target distribution, whereas other selectors
largely fail to do so.

Zero-diversity generators. To assess the importance of filtering low-diversity data, we construct a
pool per CIFAR-10 class with 2K images from StyleGAN2-Ada and 8K images from two collapsed
generators. The first collapsed model emits the image whose CLIP embedding is closest to the class
label; the second produces images near the mean embedding of the class’s real subset. We sample 4K
images from each collapsed generator, yielding a total 10K images per class. As shown in Table[3]
most baselines over-select from the collapsed generators because they ignore the diversity of selected
samples. In particular, DS3 retains the two clusters formed by the collapsed outputs and thus fails to
filter them. By contrast, K-means and Covariance matching draw more from the 2K non-collapsed
subset and achieve higher classification accuracy.

Table 3: Covariance matching performs on par with the best baselines across three training paradigms
on CIFAR-10, when the synthetic data is generated via a StyleGAN2-Ada model and two zero-
diversity generators.

Method Scratch Distillation Pretrained
No synthetic 44.36 £1.51 47.33+0.57 63.40+1.33

Center matching [He et al.|[2023]  45.33 £2.43 47.50+0.55 62.96 &+ 1.26
Center sampling [Lin et al.}|2023] 46.88£2.59 51.11+0.60 65.38 =1.14

DS3 [Hulkund et al.[|2025] 53.74+£1.92 59.16 £1.56 69.43£0.93
K-means [Lin et al.||2023] 60.20 £1.35 65.03£0.81 72.83£0.48
Random 50.31+£1.28 51.82+£0.91 66.27£1.21

Text matching [Lin et al.|[2023] 42.890+1.89 47.38+0.76 62.82+1.31
Text sampling [Lin et al.|[2023] 48.13£1.81 50.81 +£0.77 66.12 4+ 1.06
Covariance matching (ours) 58.97 £1.67 64.85+0.63 72.38+0.66

Real upper bound 61.08 £2.54 65.38 £0.51 74.35£0.56

Leak experiment. We consider inserting (“leaking”) images from the target distribution into
the pool of synthetic images and test the ability of different methods to select them. We use 1K
leaked CIFAR-10 images, disjoint from the 200 (n;) real reference samples. From a pool of 4K
StableDiffusion].4 images and 1K leaked images, each method selects 800 (n,). Figure 2] shows,
for each method, the fraction of selected samples drawn from the leak. Because replacing synthetic
with real augmentations yields the best accuracy (Real upper bound), an effective selector should
prioritize leaked real images: covariance matching does, achieving the highest leaked fraction among
all methods.

F.2 Ablations

In Tables [5}{6] we repeat the experiments of Table [I| with DINO instead of CLIP features, demon-
strating that the gains of covariance matching are not tied to a particular feature extractor. In Table
we compare covariance matching with the direct optimization of the objective given by Theorem
[3.1] As the outcomes of these two procedures are largely similar, this further justifies the covariance
matching objective. In Table|8} we show that our findings replicate in an over-parameterized regime.
Finally, in Table[9] we examine the distribution of selections produced by each method, quantifying
alignment with the test distribution and identifying which metrics best predict downstream accuracy.
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Percentage of selected leaked samples Percentage of selected leaked samples

) o ,
Covariance matching 66.15% Covariance matching | 70.14%

DS3 51.8%

Center matching - 40.79% DS3 46.17%

K-means - 32.31%

Center matching { 35.16%

Center sampling | 19.25%

Random- 18.25% K-means 32.32%

18.21%

Text sampling -

i ] 18.79%
Text matching l 433% Random o

i 2 0 10 50 £ 0 o 2 % 4 s e 7
Portion of leaks among selected samples Portion of leaks among selected samples

=-

(a) CLIP-based algorithms (b) DINO-based algorithms

Figure 2: The portion of samples chosen from the set of leaked images shows that our proposed
algorithm reliably selects real samples among the pool of generated examples.

Transformer-based models. In Table[d] we use the same setup as Table[T] but instead of ResNet,
we train a ViT and a Swin-T model from scratch. We use a patch size of 4 and Adam optimizer with
learning rate 0.0001 for this experiment. We observe that, in accordance with our previous findings,
covariance matching surpasses other algorithms.

Table 4: Covariance matching outperforms all baselines when fully training a transformer model on
a mix of real and synthetic data.

Method ViT Swin-T

Scratch Distillation Scratch Distillation
No synthetic 40.11£0.59 40.32+1.01 40.02+£0.70 40.84+£0.73
Center matching | 43.89 £0.97 45.61 £0.68 44.39 £0.54 46.64 £0.53

Center sampling [Lin et al. | 43.894+0.95 46.294+0.80 43.94+1.76 46.97 £0.59

DS3 [Hulkund et al. 45924049 48.61+0.67 46.57£0.68 49.55+£0.72
K-means [Lin et al.| 4424 £1.13 4744 £097 44.71£0.32 48.49£0.64
Random 44.07+0.82 46.50+£0.78 44.38£0.77 47.35£0.50

Text matching [Lin et al.|2023 44.57 £0.57 46.02+£1.00 45.15+0.58 46.55 £+ 2.52
Text sampling [Lin et al.;[2023 43.80 £0.98 46.00 £0.98 44.59 £0.93 47.62 +£0.71
Covariance matching (ours) 46.09+£0.91 49.534+0.61 46.64+£0.96 50.73+0.44

Real upper bound 51.85+£0.47 ©53.11+£043 5243+£1.39 54.80+0.69

Changing the feature extractor. In the main experiments, we use CLIP features for all selection
methods. To test the dependence on the feature extractor, we repeat the setup of Table[I]with DINO-v2
features. As shown in Tables[5}{f] covariance matching matches or surpasses the best baseline across
settings, indicating that its effectiveness is not tied to a specific feature extractor. We also repeat the
leak experiment of Figure 2] see the bar plot in (b), showing again similar results.

Table 5: Covariance matching outperforms all baselines across three training paradigms on CIFAR-
10, when the synthetic data is generated via truncated generative models and features are extracted
with DINO-v2.

Method Scratch Distillation Pretrained

No synthetic 44.36 +1.51 47.33£0.57 63.40+ 1.33
Center matching [He et al.]2023]  50.06 +1.45 54.50 £0.62 66.23 & 0.72
DS3 [Hulkund et al.|[2025 52.93+1.65 58.69+£0.81 68.04+0.71
K-means [Lin et al.[[2023] 51.66 £2.10 55.97+£0.58 67.00+0.84
Random 49.97 £2.45 54.79+0.68 66.57 £0.92
Text matching [Lin et al.|[2023 51.52+1.67 55.17+£0.57 67.13+0.45
Covariance matching (ours 54.97£2.60 59.41£0.81 68.87+0.41
Real upper bound 61.08 £2.54 65.38 £0.51 74.35+0.56
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Table 6: Covariance matching performs on par with the best baseline across three training paradigms
on CIFAR-10, when the synthetic data is generated via text-to-image (T2I) generative models and
features are extracted with DINO-v2.

Method Scratch Distillation Pretrained

No synthetic 44.36 = 1.51 47.33 £0.57 63.40 +1.33
Center matching [He et al.||2023] 51.75+2.01 55.67 +0.63 66.00 4+ 0.58
DS3 [Hulkund et al.||2025] 52.33 £2.07 58.80+£0.96 66.68 +0.63
K-means [Lin et al.|[2023] 51.14 +£1.90 56.93+0.46 65.71+£0.71
Random 50.45+1.41 55.86£0.73 65.67+0.82
Text matching [Lin et al.|{[2023] 51.38 £ 1.51 55.81 £0.65 65.76 + 1.00
Covariance matching (ours) 52.65+1.47 58.78 £0.53 67.04 +£0.83
Real upper bound 61.08+2.54 65.38+£0.51 74.3540.56

Optimizing the theoretical objective. We also implement a greedy algorithm that, at each step,
adds the sample minimizing the objective in (3.1) (Alpha matching). This method requires computing
the eigenvalues of the current sample covariance and is therefore more costly than Covariance
matching. As in Covariance matching, we first fit PCA on the real samples and project all features,
then iteratively add the sample that yields the smallest value of (3.1)). Without loss of generality, we
drop the noise variance term since it scales all candidates equally. The results of Table[7]show that
Alpha matching performs similarly to Covariance matching.

Table 7: Covariance matching performs on par with Alpha matching across the experiments on
CIFAR-10.

Experiment Method Scratch Distillation Pretrained
Zero-diversity model Covariance matching  58.97 £1.67 64.85£0.63 72.38 £0.66
Cro-aiversity models  ajpha matching 59.30 £2.50 64.72+0.55 72.76 +0.73
Truncated models Covariance matching  54.00 £1.89 59.77 £0.61 69.20 + 0.56
Alpha matching 52.25£2.11 59.18£0.68 68.32 £ 0.58
T2 models Covariance matching  54.45 £ 2.11 59.17£0.64 66.69 £0.70
) Alpha matching 53.37+1.85 59.03+0.64 66.23 4+ 0.66

Over-parameterized setting. We repeat the setup of Table[]taking n; = 200 (instead of s = 800).
This gives a total of ns + n; = 400 samples, which is less than the number of features p = 512, thus
placing us in an over-parameterized regime. As shown in Table[8] the quantitative trends mirror those
in the under-parameterized case.

Table 8: Covariance matching outperforms all baselines across three training paradigms on CIFAR-
10, when the synthetic data is generated via truncated StyleGAN2-Ada models [Karras et al.| [2019]]
in the over-parameterized regime with 200 training and 200 augmenting synthetic samples.

Method Scratch Distillation Pretrained
No synthetic 44.36 =£1.51 47.33£0.57 63.40£1.33

Center matching [He et al.|[2023]  46.45+£1.97 50.83+£0.50 64.40+1.11
Center sampling [Lin et al.||2023] 47.294+1.33 50.89+0.78 65.64 +0.74

DS3 [Hulkund et al.[2025] 48.09+£2.04 52.65+0.61 66.41+1.35
K-means [Lin et al.[|2023] 47.75+£0.82 51.56 £0.68 65.47 £0.99
Random 47.39£1.63 50.96 £0.22 65.49 £1.12

Text matching [Lin et al.||2023] 47.56 £1.09 51.67+£0.65 65.74 +0.78
Text sampling [Lin et al.][2023] 46.93 +1.95 50.64+0.49 65.13+1.13
Covariance matching (ours) 48.95+1.28 53.28+£0.45 66.62 + 0.57

Real upper bound 50.79 £1.70 54.66 £0.91 68.97 £0.88

Distribution of selected samples. Beyond accuracy, we assess how well each method’s selections
match the test distribution. In the CIFAR-10 setup of Table[T} each method selects 800 samples per
class given 200 real samples. We then calculate how well these samples match the CIFAR-10 training
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dataset. The selection obtained via Covariance matching consistently achieves lower FID/KID and
covariance distance than all other baselines. Metrics that couple fidelity and diversity (e.g., FID/KID)
show larger gains than quality metrics (e.g., Precision [Kynkdanniemi et al.| | 2019], Density [Nacem
et al., |2020])), indicating improved distributional alignment rather than mere sample quality. The
results are reported in Table 0]

Table 9: Covariance matching selects samples that better match the target distribution according to
various evaluation metrics.

Method FID | KID | Precision 1 Recall 1 Density 1 Coverage I  Covariance Shift |

K-means [Lin et al.|[2023 366.52+£2.62 0.59+0.04 0.77+0.01 041+0.00 0.87+0.04 0.5840.01 118.91 £ 0.62
Center matching [He et al.[2023]  544.56 £5.57 0.83+0.06 0.78+£0.01 0.33+£0.01 0.82+0.03 0.49£0.01 212.55 £ 3.03
Center sampling [Lin et al.[|2023]  450.27 +£3.86 0.61+0.04 0.77+0.01 0.44+0.01 0.86+0.03 0.53+0.01 150.49 +£0.79
DS3 [Hulkund et al.[|[2025] 273.59£6.72 0.42+0.04 0.79+£0.01 0.45+0.01 0.84+0.03 0.64=+0.01 106.52 £ 2.44
Random 45839 +4.16 0.63+0.04 0.77+0.02 044+0.01 0.86+0.05 0.53+0.01 150.66 + 1.08
Text matching [Lin et al.|2023] 454.23 £2.66 0.69+0.05 0.81+0.01 0.36£0.00 0.90+0.03 0.54+0.01 172.70 £ 0.66
Text sampling [Lin et al.|[2023] 44753 £3.99 0.61+£0.04 0.77+£0.01 0.44+0.01 0.86+0.03 0.53+0.01 149.98 £+ 0.95
Covariance matching (ours) 242.09+1.93 0414+0.04 0.78+0.01 0.50+0.01 0.84+0.03 0.68+0.01 95.55 £ 0.58

G Future work

Future work could extend the analysis to multiple Gaussian mixtures, which corresponds to optimizing
the actual risk as opposed to modeling individual classes. We speculate that this may yield different
insights when the training data have extremely imbalanced or fine-grained classes. It would also
be interesting to introduce a model shift (different S between synthetic and real samples). In fact,
synthetic data often has small differences compared to real data, which a model may overfit on, and
the phenomenon could be the cause of the collapse sometimes observed in practice [Shumailov et al.}
2024]. Finally, we have only focused on generalization, but other quantities may be studied in this
framework, including uncertainty calibration [Nixon et al., 2019], differential privacy [Dwork| [2006],
fairness [Barocas et al., |2020], and validity for prediction-powered causal inference [Cadei et al.|
2025].
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