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ABSTRACT

Given a sample of size IV, it is often useful to select a subsample of smaller size
n < N to be used for statistical estimation or learning. Such a data selection
step is useful to reduce the requirements of data labeling and the computational
complexity of learning. We assume to be given N unlabeled samples {x; }i<n.
and to be given access to a ‘surrogate model’ that can predict labels y; better than
random guessing. Our goal is to select a subset of the samples, to be denoted
by {x;}icq, of size |G| = n < N. We then acquire labels for this set and we
use them to train a model via regularized empirical risk minimization. By using
a mixture of numerical experiments on real and synthetic data, and mathematical
derivations under low- and high- dimensional asymptotics, we show that: (¢) Data
selection can be very effective, in particular beating training on the full sample
in some cases; (i¢) Certain popular choices in data selection methods (e.g. un-
biased reweighted subsampling, or influence function-based subsampling) can be
substantially suboptimal.

1 INTRODUCTION

Labeling is a notoriously laborious task in machine learning. A possible approach towards reducing
this burden is to select a small subset of training samples that are most valuable for training.

Data selection-based learning consists of two steps — (i) Data Selection: given feature vectors X :=
(z;)i<n, select a subset G C [N] of size n (or close to n); (i¢) Training: having acquired labels
for the selected subset {y; };cq, train a model f(-;0) : R? — R (with parameters ) on the labeled
data {(x;,y;) }scc- Throughout this paper we will focus on methods with the following structure.
In the first step, set G is generated by selecting each datapoint ¢ independently with probability
m; = 7(a;). Namely

P(i € G|y, X) = m;, independently for i < N. (1.1)

The second step (training) is carried out by (weighted) empirical risk minimization (ERM) over the
selected set G. Namely, given loss function £ : R x R — R and regularizer €) : R? — R, we solve

. oA - 1
0 =argmin By (0),  Rn(0) = Z w; U(yi, f(x4;0)) + AQ0) . (1.2)
i€G
The weights w; can depend on the feature vectors, and are designed as to reduce the error. A popular
choice is w; = cst/m; because the resulting Ry (0) is an unbiased version of the full empirical risk.

Throughout this paper, we will assume data (x;, y;) to be i.i.d. samples from a common distribution
P € 2(R? x R) and will evaluate a data selection procedure via the test error:

Rlest(e) = IEétest (ynew; f(xnew; 0)) ’ (13)

where expectation is taken with respect to the test sample (Tpew, Ynew) ~ P. We will denote the
(training) population risk by R(0) = E {(y; f(x; ).

Data selection has been extensively studied in a variety of settings, including experimental design,
active learning, learning algorithms and data optimization. While some heuristics (e.g., focus on
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Figure 1: Misclassification error in an image classification problem after data selection (logistic
regression on SWAV embeddings). Left: N = 34345 samples, p = 2048 dimensions. We use
surrogate models trained on a small separated fraction of the data (‘strong’: N, = 14720, ‘weak’:
Ny, = 1472). Right plots: subsampling schemes optimized over ridge regularization \; exponent
« in the data selection scheme (larger « select "harder’ samples); biased vs unbiased selection; and
strength of the surrogate. Constant strategy: biased selection with A = 0.01, a = 0.5, and weak
surrogate. Top: N = 3434; bottom N = 34345. See Section

samples that are most difficult to predict) have resurfaced from different viewpoints, their imple-
mentation and effectiveness depends on the problem formulation. Unlike the most common active
learning scenario, we crucially assume to be given a fixed data sample {z; } ;< (without labels) and
carry out a single data selection step, often referred as ‘Pool-based active learning’ (Settles, [2012)).

Before summarizing our contributions, it is useful to mention some of the existing approaches.

Bayesian methods. Within a Bayesian setting, to select the subsample G is to minimize the con-
ditional entropy of @ given the data|Lindley (1956)); Seung et al.| (1992). This is a first example of
“uncertainty sampling.” We refer toHoulsby et al.|(2011);|Gal et al.|(2017) for recent pointers, with
a focus on online active learning. See|Cui et al.|(2021)) for a recent exception.

Heuristic approaches. Several groups developed measures of the impact of each sample on the
model: Lewis & Gale|(1994) use probabilities predicted by a single current model; [Vodrahalli et al.
(2018) use the norm of Vg l(y;, f(x;,0)); Jiang et al.| (2019) use the loss itself £(y;, f(x;,0)).

Leverage scores have been used for a long time in statistics as a measure of importance of a data
point i € {1,..., N} in linear regression (Chatterjee & Hadi, |1986). Recall that the leverage of
sample x; is defined as H;; = x] (X X )~lx;. Their study was reinvigorated by a numerical
linear algebra perspective (Drineas & Mahoney, 2006} |Drineas et al., 2011). Statistical analyses of
leverage score-based data selection was developed inMa et al.| (2014); Raskutti & Mahoney|(2016);
Ma et al.|(2022). These works all assume w; = 1/7; for unbiasedness.

Influence functions. Let 6, = argming.p,R(0) denote the population minimizer. For M-
estimators (I.2) (under regularity conditions) approximate linearity holds as n — oo for p
fixed (van der Vaartl [2000)

0—-0,= % Zwﬂﬁ(mi, yi) +op(1/vn),

e

where ¢/ : RP x R — R is the so-called influence function. This approximation can be used to
select the probabilities 7; and weights w;. Several authors have developed this approach in the
context of generalized linear models, while assuming unbiasedness w; = 1/m;, resulting in the
choice m; o || (x;, yi)|l2 (Ting & Brochu, 2018} [Wang et al., 2018 |Ai et al.l 2021). [Wang et al.
(2020) shows potential for improvement by using biased schemes. These works assume a specific
asymptotics in which 1 < n < N. In many applications, we would like the generalization error
achieved from the n-subsample to be comparable to the one with full sample and hence focus on the
casen = yN,~v = O(1).
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Margin-based selection. In a recent paper|Sorscher et al.|(2022) show that, in the case of the binary
perceptron, under a noiseless teacher-student distribution, selecting samples far from the margin
is beneficial in a high-dimensional or data-poor regime. This is in stark contrast with influence-
function and related approaches that upsample data points whose labels are more difficult to predict.
While our results confirm these findings, measuring uncertainty in terms of distance from the margin

is somewhat specific to binary classification under certain distributional assumption

2 DEFINITIONS

Since our objective is to alleviate the need to label data, we will focus on data selection schemes
that do not use the labels (yi)ig ~- On the other hand, we will assume to have access to a surrogate
model P, (dy|z) which is a probability kernel from R? to R. We will consider two settings —
(i) Ideal surrogate: In this case Py, (dy|x) = P(dy|x) is the actual conditional distribution of the
labels. Of course this is the very object we want to learn. Since learning scheme is constrained, the
problem is nevertheless non-trivial and informative. (¢i) Imperfect surrogates: In this case P, (dy|x)
is predictive of the actual value of the labels, but does not coincide with the Bayes predictor.

The selection probabilities 7; and weights w; can depend on x; and P, (- |x;) (the conditional
distribution of y; given x; under the surrogate). We will omit the dependence of the surrogate
predictions unless needed, and write m; = 7(x;), w; = w(x;).

It is convenient to encode a general data selection process into random variables S;(x;) > 0 which
depend on x;, P, (- |x;), and also on additional randomness independent across different sample
We recover the original formulation by setting S;(x;) = w(x;) 1icq, P(i € G| X, y) = w(x;). We
can thus rewrite the empirical risk as:

N
A 1
Ry(0) = N Z Si(xi) L(O;yi i) + AUO),  L(6:y,x) ==Ly, f(x;0)). (2.1)
i=1
We will enforce that the target sample size n is achieved in expectation, namely
N
n= ZET((:BZ) ;o) =P(Si(wi) > 0| X, y) . 2.2)
i=1

Definition 2.1. A data selection scheme is unbiased if E{S(z)|X,y} = 1. We denote the set of
unbiased data selection schemes by U .

Throughout, we consider n, N — oo, with converging ratio n/N — ~ € (0,1). We refer to ~y as
to the ‘subsampling fraction.” We are interested in v bounded away from 0 because we want to keep
the accuracy close to the full sample accuracy. Standard notations are summarized in Appendix [A]

3 SUMMARY OF RESULTS

Our theory is based on two types of asymptotics, that capture complementary regimes. In Section
we will study the low-dimensional asymptotics, whereby p is fixed as n, N — oco. This analysis
applies to fairly general data distributions and models f( -;8). In Section we will instead assume
p — oo as n, N — oo, with N/p — §p € (0,00). In this case we study convex M-estimators, for
models that are linear in the features x;. Namely, L(0;y;,x;) = L.((0,x;);y;), with L, convex
in its first argument, and «; standard Gaussian. We next summarize some of the insights from our
work and illustrate them in Figure E] (experiments with real data, described in Section .

Unbiased subsampling can be suboptimal. As mentioned in the introduction, the majority of
theoretical studies assumes unbiased subsampling: w; o< 1/7;. We show both theoretically and em-
pirically that this can lead to potentially unbounded loss in accuracy with respect to biased schemes.

YSorscher et al.[(2022) proposes also schemes that are empirically effective more generally, but the connec-
tion with their mathematical analysis is indirect.
2Formally, Si(z;) = s(Ui, x;), where s is a deterministic function and (U;)i<n ~.i.4. Unif([0, 1]).
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Low-dimensional asymptotics provide a compelling explanation: estimation error is inversely pro-
portional to the curvature of the expected risk. Unbiased methods do not change the curvature, while
biased methods can increase the curvature. In fact, we will prove that unbiased methods are subop-
timal under a broad set of conditions. This result is illustrated in Figure[I} In particular, in Figure
we compare a biased and an unbiased scheme (with selection probabilities which approximate the
influence-function scheme).

Optimal selection depends on the subsampling fraction. Popular data selection methods are in-
dependent of subsampling fraction in the sense that the selection probabilities 7m; can be computed
without knowing the target sampling fraction n/N, except from the overall normalization that en-
forces the constraint (2.2)). In contrast, we will see that optimal schemes depend in a non-trivial way
onn/N. This is very natural: the utility of sample (x;, y;) depends on the other selected samples.

Better surrogate models do not always lead to better selection. How to proceed in absence
of the labels y;? A natural idea would be to start from selection probabilities that use the labels,
mo(yi, x;), and then take a conditional expectation with respect to y;, under the surrogate model:
m(x;) = Ew{mo(yi,x;)|x;}. We show that this is not always optimal, and in particular better
surrogate models do not always lead to better selection (if used in a plugin fashion as described).

Uncertainty-based subsampling is effective. The simplest rule of thumb emerging from our work
confirms earlier research: subsampling schemes based on how uncertain surrogate predictions are,
often perform well. On the other hand, influence-based subsampling is not generally optimal. First:
in low-dimension, stronger bias towards hard examples is beneficial, cf. Section d.2] Second: in
certain high-dimensional cases, this bias must be reversed, and ‘easier’ examples should be selected,
see SectionE] (in agreement with|Sorscher et al.|(2022))). Third, adding nuance to the previous point,
selecting the ‘hardest’ or ‘easiest’ even in high dimension, is not always optimal, see e.g. Section|[f]

Data subsampling can beat full-sample training. Our objective is to select a fraction v € (0, 1)
of the data such that, training on the selected subset yields test error close to training on the whole
dataset. To our surprise, see Figure[I] we discover that good data selection can actually reduce the
test error below the one obtained from the full sample for v as small as 0.4. A naive explanation
would be that information is being passed from the surrogate model to the trained model via data
selection. While this is of course true, the effect is more subtle. Indeed, we achieve a reduction
in test error even when the surrogate model is trained on significantly less than (1 — ) N random
samples (so that overall, we are using significantly less than N labels). Recent empirical studies
(Nakkiran et al., 2021} |Guo et al., [2022; [Yang et al., [2022; Sorscher et al. 2022} |Gadre et al., 2024)
have observed similar phenomenon for deep models with real data but we show that this is true even
for simpler settings.

4 LOW-DIMENSIONAL ASYMPTOTICS

In this section we study the classical asymptotics in which p is fixed as n, N — oo. The asymptotics
of 8 depends on the expectation of the empirical risk 2.1)):
Rs(0) :=E{S(x) L(6;y,x)} . 4.1)

(In this notation, the argument S indicates the dependence on the function that defines the sub-
sampling procedure.) The conditional gradient covariance, and conditional Hessian will play an
important role, and are defined below (recall that 8, = arg ming R(0)):

G(z) =E{VeL(0.;y,x)VoL(0.;y,) |z}, H(z):=E{VEL(O.,y z)z}. 4.2

We consider weighted quadratic error || — 6, 1§ = (6 —6.,Q(6—80.,)), where Q € RP*P, This
covers both the standard /5 estimation error (by setting Q = I') and, under smoothness conditions,
the test error R, (0) (setting Q@ = V2R, (0.)). We define the asymptotic error coefficient p via

E|6 - 6.]5 = p(S;Q)/N +op(N71). (4.3)

In other words, p(S; Q) := limy_,oc NE{||@ — 0*”262} A general formula for p(S; Q) follows
from standard arguments (see Appendix [B)). In the next two sections, we discuss optimal choices of
the subsampling procedure under this asymptotics.
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4.1 UNBIASED DATA SELECTION

We begin by considering unbiased schemes, cf. Definition[2.1] This case is covered by earlier work
Ting & Brochu|(2018); |Wang et al.[(2018);|A1 et al.| (202 1)), but provides useful context.

The key simplification is that, in the unbiased case, the matrix Hg (see Appendix |B) does not
depend on S, namely H g = H, where

H =V?R(0,), R(6):=EL(6;y,x). (4.4)

We thus recover the standard subsampling scheme based on influence functions. (See Appendix [C])

Proposition 4.1. Under the assumptions of Proposition|B.1| further assume Q = 0, H > 0. Then
p(S; Q) is minimized among unbiased data selection schemes by a scheme of the form: S,(x) =
T () ~ 1 with probability T, (x) and Sy () = 0 otherwise, where:

Tuny () = min (1; c(v) Z(w)l/Q) ’
Z(z) =Tr(Gx)H 'QH ') = ]E{||veL(e;y7m)||iHQHﬂ ).

Here the constant c(vy) is defined so that Em,(x) = 7.
Finally the the optimal coefficient pu,(Q) = infgea p(S; Q) = p(Sumw; Q) is given by

pen(Q) = inf E{Z(m)/w(m)}:EmaX(Z(a:)l/Q/c(v);Z(a:)). 4.5)

Em(z)="

Denote by S,,,¢ random subsampling, i.e. Spnqa(2) = 1/ with probability v, and S,.q(x) = 0 else
(Siana is unbiased). We next establish some basic properties of p..,(Q; ), cf. Appendix

Proposition 4.2. Write p,.,(Q;y) for the optimal unbiased coefficient when the subsampling frac-
tion equals 7. Then: (1) puw(Q) < prna(Q) with the inequality being strict unless Z(x) is almost
surely constant or v = 1; (2) v — pun(Q; ) is monotone non-increasing (for Q = 0).

Proof of this proposition is provided in Appendix [D] While monotonicity may appear intuitively
obvious, we will see in the Section [4.3] that it does not hold for biased subsampling.

Remark 4.1 (Connection with influence functions). Under the assumptions of Proposition |4.1| the
influence function is ¢ (x,y) = —H 'VgL(0.;y,x) and therefore we can rewrite (omitting the

capping at 1) 7(x;) o< E{|[¢(z;, yl)HzﬂwZ}l/Q We recovered influence function-based subsam-

pling [Ting & Brochu| (2018)); 'Wang et al.| (2018); /A1 et al.| (2021)). Interestingly, the optimal way to
deal with unknown y; is to take conditional expectation of the square of the sampling probability:

we compute E{||¢(z;, y;) ||2(‘.‘)|a:i}1/2 instead of E{||¢(x;,v:)||@|®:}. See also Appendix

Example 4.2 (Generalized linear models). We assume x; to be a centered vector and

P(dy;|@;) = exp {yi (0, T;) — ({04, x;)) } vo(dy;) . (4.6)

Here 1 is the reference measure, e.g. vy = 041 + 0_1 for logistic regression. We fit a model of
the same type and train via the loss L(0;y, ) = —y(0,x) + ¢((6,x)). Hence Vo L(6;y,x) =
—(y—¢'((0,2)))x" and V2R(0.) = E{¢" ((8,x))xx"} := H. A simple calculation yields:

Z(x) = ¢"((0,,x)) - (x, H 'QH 'z). 4.7)

In what follows, we will consider also a generalization of this model whereby (here, for each z,
P(-|z) is a probability distribution over R):

P(y: € Alzi) = P(A[(00,z:)) - (4.8)
Example 4.3 (Linear regression). Setting vo(dy) = exp(—y2/2)/V2m, ¢(t) = t2/2 above, we
obtain linear regression: L(0;y,x) = L. (0;y,2) = (y — (0,x))?/2. Equation (#.7) yields

Z(x) o (x, X" 'QX'x), and, for prediction error (Q = X), Z(x) o (z, X 'a): we recover a
population version of the leverage score.
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4.2 BIASED DATA SELECTION

We now consider biased subsampling schemes S. It is straightforward to see that the weights can
always be chosen to be deterministic (see Appendix [E). In other words, S(x) = w() with proba-
bility 7(), and S(x) = 0 otherwise, for two deterministic functions w, 7. We can identify these
data selection scheme with the pair (7, w), hence we will also write p(, w; Q) for p(S; Q).

Among these, we focus on ‘non-reweighting schemes’ that are defined by the additional condition
w = 1 and denote them by .#". Non-reweighting schemes are practically convenient since they
do not require to modify the training procedure. Optimal non-reweighting schemes have a simple
structure, as stated below. (See Appendix [F)

Proposition 4.3. Under the assumptions of Proposition [B.1} further assume Q = 0, H - 0,
E{VeL(0.;y,x)|lx} = 0, and x — G(x), H(x) to be continuous. Define G, = E,.G(x),
H. :=E.H(z) where E, f(x) := E{f(z) 7(x)} /E{n(x)}. Finally define the function

Z(x;m) = -Tr{G(z)H,;'"QH "'} + 2Tr{H (x)H,;'QH;'GH,"} . (4.9)

Then there exists T, achieving the minimum of the asymptotic error over non-reweighting schemes
(T, 1; Q) = infse s p(S; Q). Further, if H > O strictly, then ,, takes the form

1 if Z(x;my) > A,
(@) = 4 0 if Z(2;m) < A, (4.10)
b(x) € [0,1] if Z(z;m) = X.

where X and b(x) are chosen so that En,.(x) = ~. The resulting optimal asymptotic error is
pu(Q) = v ' T(Gr, H'QH ) = v Vinf g TH(G-H'QH ).

In many cases of interest, the set {& : Z(x;7.) = A} has zero measure (e.g. if x has a den-
sity). Roughly speaking, the above implies that, under the non-reweighing scheme (and in the low-
dimensional asymptotics) we should select the n examples with largest score (‘hardest” examples).

Another important difference compared to the unbiased case is that the score is now computed with
respect to the selected data, namely H is replaced by H . As anticipated in Section [3] the selected
set depends on < in a nontrivial way.

We compare p, and p,,, proving that unbiased sampling can be arbitrarily worse than non-
reweighting. (See Appendix[G])

Theorem 1. Consider least-squares under the model y; = (0., x;) + &;, with E(e?|z;) = 72. For
any M, there is a distribution of z; and a ~y € (0, 1) such that puw(2;7)/ pu(257y) > M.

4.3 DATA SELECTION CAN BEAT FULL-SAMPLE ESTIMATION

One striking phenomenon illustrated in Figure [1|is that ERM with respect to a selected subset of
n < N samples out of [V total produces a better model than ERM on the full dataset. This is the
case even when the surrogate model is trained on ny, samples, with ng, + n is significantly below N.

Is the non-monotonic behavior compatible with theoretical expectations? The answer depends on the
data selection scheme (see Appendix [H| for details and an illustration): (i) Unbiased data selection
is always monotone, cf. Section (1) The optimal data selection scheme with reweighting is also
monotone by a simple reduction argument. However, for n = N, this scheme does not reduce to
unweighted ERM, but to optimally weighted ERM. (¢i¢) Finally, non-monotonicity is possible in a
neighborhood of v = 1 for non-reweighting schemes, as established below (see Appendix [l)).

Theorem 2. Assume x; ~ N(0,1,), and y; distributed according to Eq. @.8). Let Q = H :=
V2R(0..). Then both for linear and logistic regression there exists P(A[t) such that v — p,(Q;7)
is monotone increasing in a non-empty interval (o, 1).

4.4 IS UNBIASED SUBSAMPLING EVER OPTIMAL?

We will next prove that, in a natural setting, unbiased subsampling is always suboptimal below a
certain subsampling ratio. (The last condition is likely to be a proof artifact, cf. Appendix [J}) We
show in Appendix |J| that the conditions below hold generically for generalized linear models.
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Theorem 3. Consider the setting of Proposition and consider the prediction error under test
loss equal to training loss (i.e. Q = H := V?R(0..)). Further assume: A1. For G(x) and H(x)
defined as in Eqs @.2), we have G(x) = H (x). (This is for instance the case in maximum likeli-
hood); A2. G(x) is almost surely non-zero has an almost sure upper bound; A3. The distribution
of G(x)/Tr(G(z)H )Y/? is not not supported on any strict affine subspace of the set of d x d
symmetric matrices. A4. E{VgoL(0.;y,z)|x} = 0.

Then there exists vo > 0 such that, for any v € (0,70) there is a biased subsampling scheme
asymptotically outperforming the best unbiased scheme.

4.5 IMPERFECT SURROGATES

In a more realistic setting, the surrogate model P, (dy|x) does not coincide with the actual condi-
tional distribution of y; given x;. We model this situation using a minimax point of view. Namely,
we assume that the actual conditional distribution is in a neighborhood of the surrogate model, and
study the worst case error in this neighborhood. The minimax theorem then implies that we should
use data selection schemes that are optimal for the worst data distribution in this neighborhood. We
will not pursue the construction of minimax optimal data selection schemes in this paper. However,
we point out that the broad conclusion is consistent with some of our empirical findings in Section[7]
Namely, in certain cases using a less accurate surrogate model yields better data selection. Theorems
and examples are presented in Appendix [K]

5 HIGH-DIMENSIONAL ASYMPTOTICS: GENERALIZED LINEAR MODELS

We next study a high dimensional setting whereby the number of samples /N and the dimension p
diverge simultaneously. More precisely, we assume n, N,p — oo with n/N — ~, N/p — &y for
some 7, dg € (0, 00). We will restrict ourselves to the case of (potentially misspecified) generalized
linear models already introduced in Example As we will see in this section and the next,
the high-dimensional setting allow us to unveil a few interesting phenomena, namely: (¢) Biasing
data selection towards hard samples (those that are uncertain under the surrogate model) can be
suboptimal; (7¢) Even when biasing towards hard samples is effective, selecting the top hardest
one can lead to poor behavior at small ; (zi7) A one parameter family of selection probabilities
introduced in the next section is broadly effective.

5.1 SETTING

Since our focus is on the surrogate model, we consider a data distribution in which the covariates
carry little or no information about the value of a sample. We assume x; ~ N(0, I,), and (potentially
misspecified) responses y; that depend on a one-dimensional projection of the data, as per Eq. (4.8).
This includes the general misspecified binary response model: y; € {+1, —1} and P(y; = +1|z;) =
(0o, 2:)) =1—Py; = —1|z;).

We specialize the ERM procedure of Eq. (2.1) to

X 1 A
By (0) = & > S0, @) L((0, i), yi) + §||9||§- (5.1
=1

where L : R x R — R is a loss function (we abuse notations here). This is a special case of
Eq. (2.1) in two ways: first, the loss depends on 0, x; only through (0, x;) and, second, we focus
on a ridge regularizer. Our characterization will require L to be convex in its first argument. As

before, it is understood that S; ({8, ;) depends on some additional i.i.d. randomness. Denoting by
0, := argming R (0), we will consider a test error of the form Ry (0)) = E Ly ({02, Trew) s Ynew) -

Because of the rotational invariance the behavior of the empirical risk minimization (5.1} depends
on the surrogate model only through two parameter (POL is the projector orthogonal to 8):
6,0 -
foi= tim 00 g gy | Py

N,p—oco ||00|| N,p—o0

. (5.2)

3The population risk minimizer .. does not coincide necessarily with 8y. We have 8. = c.8y/|/8o|].
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5.2 ASYMPTOTICS OF THE ESTIMATION ERROR

The high-dimensional asymptotics of the test error is determined by a saddle point of the following
Lagrangian (here and below o := (o, s, v ), B := (Bo, Bs,0), ag,s := (g, s, 0)):

2
o) = 3 e - G5+ E{ min S(8.G)) L({e0.G) +u.Y) + sular Gy —w?]}

G = (Go,Gs,G1) ~ N(0,I3), Y ~ P(-]]|600]l2Go) - (5.3)
(Expectation with respect to the randomness in .S is implicit in the symbol E.)

Theorem 4. Assume u — L(u,y) is convex, continuous, with at most quadratic growth, and \ > 0.
Further denote by o, u* the solution of the following minimax problem (o* is uniquely defined by
this condition)

min max.% (o, p) . 5.4)
a p>0

Then the following hold in the limit N, p — oo, with N /p — 8o: If (u, z) — [ Liew(u; y)P(dy|2) is
a continuous function with at most quadratic growth, we have

plim Rs(03) = ELe (05Go +\/(02)? + (a1)2G:Y ), (5.5)
N,p—oo
where expectation is taken with respect to the joint distribution of Eq. (5.3). Further, the asymptotic
subsampling fraction is given by n/N — v = P(S(5oGo + BsGs) > 0).

The proof of Theorem[d]is deferred to Appendix [} which also contains corollaries for special cases
(see also Appendix [M).

6 NUMERICAL RESULTS: SYNTHETIC DATA

In this section we present numerical simulations within the synthetic data model introduced in Sec-
tion for binary labels y; € {+1,—1}. Summarizing, we generate isotropic feature vectors
x; ~ N(0, I,), and labels with P(y; = +1|x;) = f({00, x;)). We then perform data selection, with
selection probability

~ Su

m(a,) = min (e(7) p((8”, @) (1 = p((8", @) 1), (6.1)

where p((6™, ;) = (1 + e’2<ésu’mi>)*1 is the probability of y; = +1 under the surrogate model.
We fix the constant ¢(v) so that Y, -\ 7(x;) = n.

Hence, o > 0 upsamples data points with higher uncertainty under the surrogate model (‘difficult’
data), while @ < 0 upsamples data points with lower uncertainty (‘easy’ data). We then fit ridge
regularized logistic regression to the selected data (cf. Eq. (5.1)) and evaluate misclassification error
on a hold-out test set. For large-dimension d, influence-function based subsampling essentially
corresponds to the case o = 1/2 of Eq. (6.1)) (see Appendix@]for proof).

Figure [2| compare the results of simulations (circles) and theoretical predictions (continuous lines)
for different 69, A\. We consider two misspecified models defined by (here n = 0.95 = 1 — 7,

(=07=1-0):f:
f1(2) =nl.s0 + flaco, f2(2) = Cloc—o.5 + Tl(—0.5<2<0) + Nl(0<z<0.5) + (L2305

Here we use an ideal surrogate: 6" = 6y. In Appendix @] we report similar plots both for well-
specified and misspecified models, exploring the effect of signal strength and of imperfect surrogates

(cf. Figure @ ﬂ

The agreement between theoretical predictions and simulation results is excellent in all the experi-
ments. Theory correctly predicts that, for a suitable choice of «, the non-reweighted data selection
scheme of Eq. (6.1)) achieves nearly identical test error as full data, while using as few as 40% of the

*The code to reproduce theory and simulations with synthetic data can be found at the github repo.


https://github.com/granica-ai/DataSelectionICLR2024
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Figure 2: Misclassification error for logistic regression after non-reweighted subsampling, cf.
Eq. (6-1), under misspecified model P(y = 1|z) := f(z), where z = (8, x). Circles are results of
numerical simulations, and continuous lines are theoretical predictions. Colors represent different
values of the exponent « in Eq. (6.1). Left plot: N = 34345, p = 932; Right plot: N = 6870,
p = 3000. Each panel corresponds to a different choice of f, A. (See main text.)

samples. The optimal choice of « is highly dependent on the setting, with o« < 0 broadly outper-
forming o > 0 when the number of samples per dimension is smaller (Figure[6). Also, we observe
qualitatively different behaviors for misspecified model. Notably: (i) Learning after data selection
often outperforms learning on the full sample; (i) Upsampling ‘hard’ datapoints (i.e. using « > 0)
is most often the optimal strategy with respect to the well-specified case. (ii7) Upsampling ‘easy’
datapoints can be beneficial in the small ~ regime; (iv) For small X and certain choices of 0y, @ we
observe interesting non-monotonicities of error: smaller sample sizes lead to lower misclassification
error. This is related to suboptimality of that value of « and scheme (6.1)) (see Section4.3).

7 NUMERICAL RESULTS: REAL DATA

For our real-data experiments we used an Autonomous Vehicle (AV) dataset and a binary classifica-
tion task. As for synthetic data, we use ridge regularized logistic regression and study data selection
under the one-parameter scheme of Eq. (6.1). This model was trained and tested on unsupervised
features extracted from image data. Appendix [O]provides the details of the dataset and experiments,
and further empirical results supporting the claims.

Figure |1| (left) shows test error for optimal A and o = 0.5 fixed, for unbiased and non-reweighted
(biased) subsampling, using ‘weak’ and ‘strong’ surrogate models. Note that: (7) Restricting to ‘un-
biased’ data selection is unnecessary and sometimes harmful; (i:) The efficacy of weakly supervised
data-selection methods is not highly sensitive to the quality of the surrogate (see also Figure [0 in

Appendix [O).

Figure (right) shows test error for the optimal parameters { A, «, surr, bias}, selected by minimizing
the misclassification rate on the validation set. The reported results are computed on the test set. We
compare this optimal choice by a ‘constant strategy’ that uses A = 0.01, « = 0.5, non-reweighted
subsampling and weak surrogate models. This constant strategy performs almost optimally when N
is large, and still provides consistent improvements over random subsampling when N is smaller.
This strategy reflects influence-function based subsampling, although without reweighting and using
a weak surrogate model. This figure highlights that: (¢) Selection criteria based on the ‘uncertainty’
associated to the label of a data point are effective, however influence function can be suboptimal;
(i) Learning after data selection can outperform learning on the full sample.
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A STANDARD NOTATIONS

The unit sphere in d dimensions is denoted by S?~!. Given two symmetric matrices A, B € R%*¢,
we write A = B if A — B is positive semidefinite, and A > B if A — B is strictly positive definite.
We denote by p-lim,,_, X, the limit in probability of a sequence of random variables (X,,),>1.
We use Op( ), op(-) and so on for the standard Oh-notation in probability. For instance, given a
sequence of random variables X, and deterministic quantities by, we have

X
Xy =op(by) & phm| b
N—o0 N

=0. (A.D)

B LOW-DIMENSIONAL GENERAL ASYMPTOTICS: IDEAL SURROGATE
Recall, the asymptotics of 0 depends on the population risk associated to sampling scheme .S (that
is the expectation of the empirical risk (2.1)):

Rs(0) :=E{S(x) L(6;y,x)} . (B.1)

(In this notation, the argument S indicates the dependence on the function that defines the sub-
sampling procedure.) The conditional gradient covariance, and conditional Hessian will play an
important role, and are defined below:

G(z) :=E{VeL(0.;y,2)VeL(0.;y,z) [z}, H(z):=E{VEL(0.;y,z)z}. (B.2)

Our result characterizes the error under weighted quadratic losses ||0—8), ||2Q = (0-0,,Q(6-6.,)),
for @ € RP*P, This covers both the standard {5 estimation error (by setting Q = I) and, under
smoothness conditions, the test error R (6).

We define the asymptotic error coefficient via

p(S;Q) = plim N||6 — 0.]3 . (B.3)
N—oo

whenever the limit exists. The next result is an application of textbook asymptotic statistics, as
detailed below.

Proposition B.1. Assume the following:
A1. Rg(0) is uniquely minimized at 0 = 6.

A2. 0 — L(0;y,x) is non-negative, lower semicontinuous. Further, for every u € SP~1,
define Lo (u;y,x) € [0, 00]

Loo(usy,x) = hmlnf L(8;y,x), (B.4)

0—+o0
6/116|l—w

and assume inf,csp—1 B{S(x)Loo(u;y, )} > Rs(6.).
A3. 0 — L(6;y,x) is differentiable at 6, for P-almost every (y, x). Further, for B a neigh-

borhood of 6.,
L(6+; — L(65; 2
E sup {S(a:)2 ( 1ay7a:) (227yax)‘ }<OO
0.1#602€B Hel - 02“2

A4. 0 — Rg(0) is twice differentiable at 0., with V>Rgs(0.) = E{S(z)H (z)} >~ 0.

Then, for any Q € RP*P symmetric, the limit of Eq. (B.3)) exists and is given by

p(S:Q) = Egg i}i Tr(GsH3'QHg'), (B.5)

13



Published as a conference paper at ICLR 2024

where
G i E{S(x)*G(x)} Hy e E{S(x) H(x)} B.6)
E{S(z)?} E{S(x)}
In particular, if @ — R, (0) is twice continuously differentiable at 0., with VR, (0.) = 0, then
. 1
thst(e) = R'tcst(g ) N p(S Qtest) + OP(l/N) (B.7)
1

Qui = 5V Riew(62) - (B.8)

Remark B.1. Key for Proposition to hold is condition A1, which requires the minimizer of
the subsampled population risk Rg to coincide with the minimizer of the original risk R. This
amounts to say that the data selection scheme is not so biased as to make empirical risk minimization

inconsistent. If it does not hold, then the resulting error || — 6, |§ will be, in general, of order one.

Proof of Proposition [B.1] Write S;(x;) = s(x;, U;) where (U;)i<n ~ia Unif([0,1]) are the
independent random seed used to compute S; (we omit the dependence on the surrogate model).
For [|€|| < 1, define 6(&) = c(||€]]) &, where ¢(r) = 1/(1 — r?), and, with an abuse of notation,
Rs(§) = Rs(6(£)). Finally
, L(O(&);y;,x; if <1,
Ls(& 7)) ::{ s(xi, U;) L(O(&); yi, x:) 1 €1l h
(@i, Ui) Loo (& yi, ®i) - if (€] =1,

so that Rg(£) = ELg(¢;Z) and Ry (€) = N1 Zfil Ls(&;Z;) are defined for € € BP(1) (the
unit ball in RP). Ifé = argmingepn(1) RN(£), and £, := argmingepgr(1) Rs(§) (the latter is

(B.9)

unique by Assumption A1), by van der Vaart| (2000, Theorem 5.13), we have é — &, almost surely.
By Assumption A2, we further have ||| < 1 strictly. Therefore, almost surely, 8 — 6, = 0(€,,).

Using [van der Vaart| (2000, Theorem 5.14) (whose assumptions follow from A3, A4), we get

N
) 1
-6, = NH?ZV(;LS(H*;ZZ-)+0p(N_1/2), (B.11)
=1
whence
p(8:Q) = ETr(VgLs(O*; Z,)VeLs(0.; Zl)THngHgl) . (B.12)

The claim follows simply by substituting the expression for Vg Ls(0,; Z1).

C PROOF OF PROPOSITION [4.1]

As mentioned in the main text, this result (in slightly different form) appears already in the literature
(Ting & Brochu, 2018} |Wang et al., [2018; |A1 et al.l |2021). We nevertheless present a proof for the
reader’s convenience.

First of all notice that, for S unbiased we have E{S(x)|x} = 1 and therefore Hs = H. Eq.
yields

p(S:Q) =E{S(z)*Z(x)}, Z(z)=Tr(Gx)H 'QH"),

We can always write S(x) = S4 () I(x), where S; (z) > 0 almost surely and, conditionally on «,
S+ (x) is independent of I(x) € {0,1} with P(I(x) = 1]x) = 7(x). The unbiasedness constraint
translates into E(S, (z)|x) = 1/m(x). Hence

p(S:Q) = E{Sy(x)’r(x)Z(z)}
> E{E{S4 (z)|z}*m(2)Z(x)}

-s(Z)
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where the lower bound holds with equality if and only if S () = 1/ (z) almost surely.

The optimal 7 is determined by the convex optimization problem

minimize E{i((g} , (C.1)
subj. to E{n(x)} =1, (C.2)
m(x) € [0,1] Vo . (C.3)

By duality, there exists a constant A = (), such that the optimum of the above problem is the
solution of

minimize IE{ @) )mr(:c)} ) (C4)
subj. to w(x) €[0,1] V. (C.5)

This yields the claimed optimum 7.

Remark C.1. Besides computing expectations with respect to the conditional distribution of y given
x, evaluating the score Z requires to be able to approximate H = E{H (x)}. However, this can

be consistently estimated e.g. using the empirical mean H:=N! Zfil H (x;). We will neglect
errors involved in such approximations.

D PROOF OF PROPOSITION [4.2]

For claim (1), it is easy to compute ppu(Q) = v~ 'E(Z). Therefore, the gain derived from optimal
subsampling can be written as

punb(Q) _ E(Z/Trunb)E(ﬂ-unb)

prand(Q) E((Z/ﬂ-unb) : 71-unb)
The inequality above is due to the fact that .y, and Z/m,,, are both non-decreasing functions of
Z. 1Tt is strict unless the following happens with probability one, for i.i.d. copies Z1, Z of Z:
min(l;chl/Q) = min(l;cZ;ﬂ) or max(Zy; Z11/2/c) = max(Zs; Z21/2/c) However, this happens
only if either Z is almost surely a constant or if ¢Z < 1 almost surely. The latter implies v = 1.

<1. (D.1)

To prove claim (2), note that the mapping = — E{Z(x) /7 (x)} appearing in Eq. (.3)) is monotone
with respect to the partial ordering of pointwise domination. Therefore, we can replace the constraint
En(x) = v by Ex(x) < ~, whence monotonicity trivially follows.

E BIASED DATA SELECTION: DEFINITIONS

Among data selection schemes, a special role is played by those schemes in which the only ran-
domness is the choice of whether or not to select a certain sample <. We refer to these schemes as
‘simple.’

Definition E.1 (Simple data selection schemes). A scheme is simple if there exist function w, T such
that

_ [w(x) with probability (),
S(a) = {0 otherwise E1)

We denote the set of simple sampling schemes by ¥ C o/, where &7 is the set of all data selection
schemes.

As a reminder, we can identify any simple data selection scheme with the pair (7, w), hence we will
occasionally abuse notation and write p(7, w; Q) for p(S; Q).

Lemma E.2. For Q = 0, we have: infgcq p(S; Q) = infsecs p(5; Q) .
Slg; p(S; Q) = ;gfy p(S; Q). (E.2)

We can therefore restrict ourselves to simple schemes without loss.
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Proof of Lemma As in the previous section, we can always S(x) = Si(x)I(x), where
S+ (x) > 0 almost surely and, conditionally on x, S5 () is independent of I(x) € {0, 1}. Further
P(I(z) = 1|z) = (), (E.3)

E(Si(x)|x) = w(x). (E4)

Simple schemes correspond to the case in which S (x) = w(«) is non-random
Recall the formula (B.3) for the asymptotic error coefficient p(S; Q), which we rewrite here as
SN R |
p($: Q) = Tr(B{S% (2)7(2)G()} H, .QH,, - ) (E5)

H, , =E{w(x)r(x)H (x)}. (E.6)

By Jensen inequality (using the fact that G(x), H,, », Q > 0), we get

p(8: Q) = Tr(E{w(x)*n()G(x) } H,, ,QH ) (E7)

and simply note that the right hand side is achieved by the simple scheme.

F PROOF OF PROPOSITION

Recall the general formula for the asymptotic error coefficient p(.S; Q). For a non-reweighting
scheme with selection probability 7, with an abuse of notation we write p(.S; Q) as p(7; Q) (we also
used p(m, 1; Q) in the main text). Explicitly

p(m;Q) = Tr(]E{w(a:)G(w)}E{w(m)H(:c)}_1QE{w(w)H(w)}_1> . (E1)
Notice that this is defined for E{7(z)H ()} > 0. We extent it to E{7(z) H ()} = 0 by letting

p(r:Q) = lim Tr (E{W(:B)G(:B)} (M + E{r(z)H(x)}) QM + E{n(x)H(z)}) *1) .
(F2)

We want to minimize this function over 7 subject to the convex constraints En(x) = ~, m(x) € [0, 1]
for all x.

We claim that a minimizer 7, always exists. To this end, we view p(7; Q) = F(v) as a function
of the probability measure v(dx) = 7(a)P(dx)/v. In other words F is a function of the space
of probability measures, whose Radon-Nikodym derivative with respect to P is upper bounded by
1/~. This domain is uniformly tight. Further, if v, is a sequence in this space and v,, = v, (weak
convergence), it follows by the Portmanteau’s theorem that v, has also Radon-Nikodym derivative
with respect to IP that is upper bounded by 1/7. Hence this domain is compact by Prokhorov’s
theorem. Finally v — [ G(z)v(dz) and v — [ H(x)v(dx) are continuous in the topology of
weak convergence (because G(x), H (x) are continuous by assumption), and therefore v — F'(v)
is lower semi-continuous. Hence, there exists a minimizer v, (dx) = m,.(x)P(dx) /v, with 7, () €
[0,1].

Given any minimizer 7, and any other feasible 7, let 7y := (1 — ¢)m, + tw. By assumption
H . > Ostrictly. Then

p(11; Q) = p(mu; Q) + t/ (m() — moe()) Z (25 70) P(d) + 0(2) - (F.3)
Therefore it must be true that, for any feasible 7,

(i) = / (m(@) — (@) Z(; 7r) P(d) > 0. (F4)

LetQ. := {x € R?: m,(x) € (¢,1—¢)}. The claim {@.I0) is is implied by the following statement:
Z (x; 7, ) is almost surely constant on (). for each £ > 0. Assume by contradiction that there exists
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e>0andzy € Rsuchthat P(x € Q. : Z(x;my) > 20) =p+ > 0,P(x € Q- : Z(x;my) < 20) =
p->0.LetQy :={x € Q.: Z(x;my) > 20}, Q- :={x € Q- : Z(x;my) < z0}. Define
7an(w) —p-€ ifee Q+;
m(x) = m(x) + pre  ifxe@_,
T () otherwise.
It is easy to check that 7 is feasible and
J (75 7) = fp_s/ Z(x;m,) P(dx) +p+€/ Z(x; m,) P(de)
Q+ _
= —p+p,€{E(Z(:c;7rm)’m € Q+) — E(Z(w;wm)|:c € Q,)} <0,
thus yielding a contradiction with Eq. (F4).
Finally, we note that the stated form of p,, follows from Eq. (EI).

Remark F.1. The condition E{V¢L(0.;y,x)|x} = 0 (almost surely) could be eliminated at the
cost of enforcing the constraint E{Vo L(6.;y, x)n(x)} = 0. This would result in a more compli-
cated expression for the data selection rule: we will not pursue this generalization.

G DIFFERENCES BETWEEN UNBIASED AND BIASED DATA SELECTION:
EXAMPLES

We provide concrete examples for optimal biased data selection schemes for two specific cases
contrasting with optimal biased data selection schemes under low-dimensional asymptotics.

G.1 LINEAR REGRESSION: PROOF OF THEOREM 1]

Continuing from Example note that the condition E{V¢L(0.;y,x)|x} = 0 holds. We now
have G(z) = 72xx", H(x) = zx . Since rescaling G' does not change the selection rule, we can
redefine G(x) = xx', whence H, = G, = X,., where X is the population covariance of the
subsampled feature vectors.

A simple calculation shows

Z(w;m) = (x, 3,1 QE 'x) G.1)
1 if(e,2lQT le) > A,
(@) = {o if (2, 3.1Q¥ ) < \. G-2)

In other words, this scheme selects all data that lay outside a certain ellipsoid. The shape of the
ellipsoid is determined self-consistently by the covariance X of points outside the ellipsoid.

Let emphasize two differences with respect to the standard leverage-score approach of Section 4.1

(i) As for general non-reweighing schemes, selection is essentially deterministic, m,. () €
{0, 1} (in particular, if the distribution of « has a density, then 7, () € {0, 1} with proba-
bility one).

(#4) The original covariance X is replaced by the covariance of selected data 3. As anticipated
in Section 3] the selected set depends on  in a nontrivial way.

Given that the leverage score of datapoint ; measures how different is x; from the other data, the
modified score of Eq. (G.I)) can be interpreted as measuring how different is x; from selected data.
Example G.1 (One-dimensional covariates). In order to get a more concrete understanding of the
difference with respect to unbiased data selection, consider one-dimensional covariates x; ~ Px
with Px of mean zero. We study prediction error, i.e. Q = X. Let X, be the supremum of the
support of P| x|, which we assume finite, and X a sample from P . In this case Z(z) = 222 /3.
Provided v < E|X|/X s, we have ¢(y) = yE(X?)/2/(7E|X|) and the optimal asymptotic error
for unbiased subsampling is
2 (BX])?
Punr(2) = — - E(X2)
v E(X?)

(G.3)
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On the other hand, assuming Px has a density, the optimal non-reweighting rule takes the form
me(x) = 1(Jz| > r(v)). The coefficient r = r(y) is fixed by v = P(|]X| > r). The optimal
asymptotic error for non-reweighting subsampling is

E(X?)
(D) =7 ——7 (G.4)
(%) E(X21x)>,)
The ratio of biased to unbiased error then takes the form
(2 E(X?)?2P(|X]| > E|X
() _ E(XPP(X| 2 7) CEX| G3)

pw(®)  EXEX?Lx>,) | Xu

It is easy to come up with examples in which this ratio is smaller than one. For instance if Px =
Unif([—XM, X]\/[]), then

Pur(3) 4y 1
= < -. G.6
pw(®) 3009 50 (G0
More generally, as v — 0, we get
e (2 E(X?)?

on(®) — EXNEXE, T

Notice that this ratio is always smaller than one (by Holder’s inequality) and can be arbitrarily small.
For instance Px (dz) = Cpr o] “11<|)<x,,» @ > 3 then the above ratio is

Pur(2) a—2 1-X;/T\2 1
= : — +o(1). G.8
punb(z) (OZ -3 1- X]_Wa+2) Xlz\/[ O( ) ( )

To be concrete, for « = 4, Xy = 10, unbiased is suboptimal by a factor larger than 30.

Example G.2 (Elliptical covariates). The one-dimensional example above is easily generalized to
higher dimensions. Consider x; = st/ in where z; are spherically symmetric, namely z; = ;u;
with (r;, u;) ~ Pr @ Unif(S?1(v/d)). If we consider test error (and therefore Q@ = X), then it is a
symmetry argument shows that, for optimal 7 the modified leverage score coincides with the
original one

Z(x;m,) = (x, X7 ) = ||z]|2 = 2. (G.9)

We therefore recover the one-dimensional case with P x| replaced by Pr.

G.2 GENERALIZED LINEAR MODELS

Continuing from Example we note that E{ylz} = ¢ ((04,x)). Therefore
E{VeL(0.;y,x)|x} = 0. Further

G(z) = E{(y - ¢/((0..2))|z} - 22’ = ¢"((0.,2)) - z2” = H(z). (G.10)
whence we have the following generalization of the score (G.1)):
Z(w;m) = ¢"((6.,2)) - (¢, H,'QH 'x) . (G.11)

Note that this is similar to the score derived in the unbiased case, cf. Eq. (7)), with two important
differences that we already encountered for linear regression: (¢) The selection process is essentially
deterministic: a datapoint is selected if Z(x;; ) > A and not selected if Z(x;;7) < A; (éi) The
score is computed with respect to the selected data, namely H is replaced by H . The effect of
replacing H by H  is illustrated on a toy data distribution in Figure

We observe that at high v, the two selection procedures are very similar. In contrast, at low ~,
selection based on H is always biased towards selecting “hard samples” (in directions roughly
orthogonal to 8,), whereas selection based on H . takes into account geometry of selected subset
and keeps samples in a more diverse set of directions.
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Figure 3: Data selection in a logistic model (here we optimize test error with respect to log-loss).
Covariates are bi-dimensional and uniformly distributed over the letter g. The red arrow corresponds
to the true parameter vector 8. Selected points are dark yellow (circles) and non selected ones are
light yellow (crosses). Top row: selecting data with largest value of the influence function. Bottom:
optimal non-reweighting selection scheme.
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Figure 4: Cartoon of the monotonicity properties of various data-selection schemes.

We also note that, for GLMs, the optimal asymptotic error coefficient of Proposition [4.3] takes the
particularly simple form

(@) =+ inf THH;'Q). G.12)
Y mEr=y

In the case of well-specified GLMs, biased data selection cannot improve over full sample estima-
tion. Indeed, p,(Q) = Tr(E{H (z)m(x)} 1 Q), and E{ H (z),(z)} < E{H (x)}. On the other
hand, it is clear that p,.(Q) < prna(Q) (because prnqa(Q) corresponds to a special choice of 7 on the
right-hand side of Eq. (G.I2)). Further, the inequality is strict (namely, p,(Q) < prna(Q)) except
(possibly) on a the degenerate case in which Z(a; ) is constant on a set of positive measure.

H MONOTONICITY PROPERTIES OF BIASED DATA SELECTION

Figure[d] provides a cartoon illustration of the following monotonicity properties:

* For unbiased (reweighted) data selection, we saw in Section that the asymptotic test
error is always monotone in the size of the subsample n (at least within the low-dimensional

setting studied here). In particular, full sample data ERM cannot have worse test error than
ERM on selected data.

* Consider then the optimal data selection scheme with reweighting. We claim that this is
also monotone. Indeed given target sample sizes n; < no, one can simulate data selection
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at sample size np by first selecting no samples and then setting to 0 the weights of ny — 1y
samples.

However, for n = N, this scheme does not reduce to unweighted ERM, but to optimally
weighted ERM. As a consequence, this monotonicity property does not imply that original
unweighted ERM on the full sample has better test error than weighted ERM on a data-
selected subsample.

* The main result of the next section will be a proof that non-monotonicity is possible in a
neighborhood of v = 1 for non-reweighting schemes.

I BEATING FULL-SAMPLE ESTIMATION USING DATA SELECTION:
LOW-DIMENSIONAL ASYMPTOTICS

We next state theorems and corresponding proofs showing that non-monotonicity is possible in a
neighborhood of v = 1 for non-reweighting schemes under low-dimensional asymptotics.

Theorem 5. Under the setting of Proposition further assume H > 0, E{||G(x)||3,} < oo,
E{|[H (x)|s,} < oo. Then, there exists a constant C such that, for any X € R such that
P(Zg(x;1) < A) > 0, we have
(@) < pu(@51) — (1= NE{Zg(@:1)| Zg(z;1) <A} +C(1—7)*%, (@D
Zg(z;1) = -Tr{G(x)H 'QH '} + 2Tr{H(z)H 'QH 'GH '}. (1.2)
Further
(a) If 0y pu(Q; 1) = —essinf Zg(; 1). (Note that this is potentially equal to +00.)

(b) IfP(Zg(x;1) < 0) > 0, then there exists 7o = vo(d) < 1 such that
7€ ((d),1) = pu(@:;7) < pu(@;1). (L3)
We next construct specific cases in which P(Zg(x;1) < 0) > 0 for the case of misspecified linear
model, namely (y;, z;) € R x R? with
P(y; € Alz;) = P(A[(60, %)) , (L4

where 8, € R? is a fixed vector. We will show that both in the case of linear regression and logistic
regression, there are choices of the conditional distribution P, for which v +— p(Q); ) is strictly
increasing near v = 1. In this cases, training on a selected subsample provably helps.

Theorem 6. Assume x; ~ N(0,1,), and y; distributed according to Eq. @.8). Let Q = H :=
V2R(0.), (as before, 0, = argmingR(0)). Then in each of the following cases, there exists
P(Al|t) such that Eq. holds:

(a) Least squares, i.e. L(0;y,x) = (y — (0,2))?/2, Ly = L.

(b) Logistic regression, whereby y; € {+1,—1}, L(0;y;, x;) = —y;(0,z;) + 6((0,x;)),
6(t) = log(e! + e~1), Loy = Lt

The proofs of Theorem [5]and Theorem [fare presented next.

1.1 PROOF OF THEOREM[3

Write G = E{G(z)r(z)}, and similarly for H,. Defining 7(x) := 1 — m(x), and using
E{7m(x)} =1 —~, we get

G =G -E{G@)m(2)}, [E{G()T(@)}llp <E{|G@)]5}/ (1 -7, 15
and similarly for H,.

Using the form of p,, in Proposition and Taylor expansion (recall H > 0 by assumption), we
get, for any 7 satisfying En(x) = ~,

pur(Q;7) < pue(@Q3 1) + E{ Zg(; 1)7(x) } + O(|[E{G ()7 ()} |12, + |E{H ()7 (x)}|2)
= pu(@; 1) + E{Zg(z; )7(x) } + O((1 — 7)*/?)
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where Zg(x; 1) is defined in the statement of the theorem.

For ) as in the statement, and all (1 — +) small enough, we can take 7(x) = (1 —v)/P(Zg(x; 1) <
M) if Zg(x;1) < A, and T(x) = 0 otherwise. This immediately implies Eq. (L.I) whence point (b)
follows.

In order to prove point (a), note that, by definition, for any A > essinf Zg (), we have P(Zg(x) <
A) > 0 and therefore Eq. implies, for all 1 — + small enough

(@) < (@3 1) + AL =) + C(1 = 7)*2. (L6)
This implies 0, pn(Q; 1) > —A and therefore 0, p.(Q; 1) > —essinf Zg(x).

Alternatively, assume essinf Zg(x) = A, > —oo. Let m,  achieve the infimum in Proposition
- (Proposition ensures that such m, - exists). By the above argument (letting 7, () =
I — Ty ()

pue(Q:7) = pur( Qi 1) + E{ Zq(@; 1)y () } + O(|E{G ()7 (@)} I3, + |E{H (z)7()}]3,)
This yields 0,0, (Q;1) < —A..

1.2 PROOF OF THEOREM[G[(A)

Both claims of the theorem follow if we can provide an example such that Zg (x; 1) < 0 with strictly
positive probability, in the case Q = H. Specializing to that case, we have

Ze(z;1) = -Tr{G(x)H '} + 2Tr{H(z)H 'GH '} . (1.7)
In the following we will simplify notations and write Z(x) = Zg (x; 1).
We next consider the linear regression setting of point (a). Without loss of generality, we will

assume ||@y|| = 1. By rotation invariance, the population risk minimizer has the form 6, = a..0y.
The coefficient o, is fixed by

0 = VRs(a.0p) = { — (0, x a:}

The only non-zero component of this equation is the one along 6. Projecting along this direction,
we get (for G ~ N(0,1),Y ~ P(-|G)):

IE{(Y — a*G)G} =0.
We next compute

G(z) =E{(y — (0., m))zlw} zx', H(z)=zz'. (1.8)
Note that we can rewrite the first equation as
G(x) = ({00, )z, 1.9)
f(t) = /(y — o t)? P(dylt) . (1.10)
Taking expectation with respect to &
G=al;+b608,, H=1,, (L11)
a:=E{(Y - .G)’}, b:=E{(Y-aG)?*G-1)}. (1.12)

Substituting in Eq. (.7), we get
Z(x) = —f({Bo, x))||x||* + 2a] z||* + 2b(80, x)*

= (80, ®)*[ — ({60, ®)) + 2E{f(G)G*}] (L.13)
2
+[|Pg ], [ - (B0, @) + 2E{f(G)}].
It is easy to construct examples in which essinf Z(x) = —oc. For instance, take P(-|t) = &),

h(t) =t + c(t3 — 3t) for some ¢ > 0 (no noise). Then we get v, = 1 and f(t) = c(t3 — 2t)%. Let
to be such that f(t) > 2E{G?f(G)} for all t > to. Then the claim follows since

P(2: (80,) € [to,to + 1], || Pga], > M) >0, (1.14)

for any M, and Eq. ([.I3) yields Z(x) < 0 on the above event for all M large enough. In fact, we
also have Z(x) < —c for any ¢, by taking M sufficiently large.
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1.3 PROOF OF THEOREM [6}(B)

We next consider a misspecified generalized linear model with y; € {41, —1} and
P(+1]z) =1 —=P(-1|z) = f(2). (1.15)
We set u(t) := 2f(t) — 1. It is simple to compute
VR(0) = ~E{(u((00,x)) — ¢'((0,2)))z} .

In particular VR(0) = —E{(u(G) — ¢'(G))G}8y, where expectation is with respect to G ~
N(0,1). We will impose the condition

E{Gu(G)} =E{G¢'(G))} .
so that the empirical risk minimizer is 8, = 6.
Next we compute
G(x)=g((8,,x)) xx ', H(x) =h((0,,z)) zz", (1.16)
where
g(t) = (u(t) = ¢'(1)* + 1 —u(t)®, h(t):=1-¢'(t)". (1.17)
Performing the Gaussian integral, we get
G=acly+b:0.0], H=ayl,;+by0.0], (1.18)
where a¢ := Eg(G), bg := Eg”(G), and similarly for H. We thus get
H'=¢I,+c0.6], H'GH'=cI,+c0.6], (1.19)

for some constants ¢;, ¢} that are dimension-independent functions of ay, by, ag, bg. Substituting
in the formula for Z(x) = Zg (x; 1), cf. Eq. (L7), we get

Z(x) == —g((0., ) (x, (1T 4+ ¢,0,0])x) + 2h((0., x)) (x, (col 4 + 40,0 )x) .  (1.20)
For large d, we have
(x,(cIy+0,00)x) = cd+ op(1), (L.21)

and therefore

éz@;) = —e1g((0.,3)) + esh((8,, 2)) + op(d) (1.22)

Note that G = (6., xz) ~ N(0,1). In particular, its distribution is d-independent. It is therefore
sufficient to prove that —c; g(G) 4 2¢2h(G) < 0 with strictly positive probability, since this implies
Z () with strictly positive probability for all d large enoug. It is simple to compute ¢; = 1/ag,
c2 = ag/a?;. Therefore it is sufficient to prove the following

Claim: We can choose f so that Eq. is satisfied and —a g g(G) +2ach(G) < 0 with
strictly positive probability.

To prove this claim, it is convenient to define the random variables W = ¢/(G), M = u(G) and
note that the distribution of W is symmetric around 0, and has support (—1,1).

We have g(G) = (M — W)? +1 — M2, h(G) = 1 — W?2. Therefore, the conditions of the claim
are equivalent to (the second condition is understood to hold with strictly positive probability)

E{(M -W)yW)} =0, (1.23)
ag - [(M—=W)?+1—-M?] > 2ag - [1-W?], (1.24)
where 1 = (¢’)~! (functional inverse), and

ag =E{(M —W)>+1-M*}, ay=E{1-W?}. (1.25)
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We will further restrict ourselves to construct these random variables so that 2ag = ag, i.€.
E{l -W? —4W(M - W)} =0. (1.26)

Next define ¢ : R — Rby ¢(x) = u(x)—¢'(z), whence M —W = ¢(G), W = ¢/(G) = tanh(G).
Therefore, it is sufficient to construct ¢ : R — R such that, for some zg € R, € > 0,

E{p(G) tanh(G)} = bo, (1.27)

E{p(G)G} =0, (1.28)

o(x)* +1 — (tanh(z) + ¢(x))? > 1 — tanh(z)? forall z € (g — &, z0 + €), (1.29)
—1 —tanh(z) < p(z) < 1 — tanh(z) forallz € R. (1.30)

where by = E{1 — tanh(G)?}/4 is a constant by € (0,1/4). Note that Eq. ([29) is sufficient
because the law of G is supported on the whole real line. Simplifying Eq. (L29), and assuming ¢ is
continuous, we are led to

E{x(G) tanh(G)} = by (131)
E{o(G)G} =0, (132)

zp(x) <0 for some z € R, (133)

—1 —tanh(z) < p(r) <1 —tanh(z) forallz € R. (134)

We complete the proof by the following result.
Lemma L1. There exists ¢ : R — R continuous satisfying conditions (L.31)) to above.

Proof. We define F : L2(N(0,1)) — R? by F(¢) = (E{¢(G) tanh(G)}, E{p(G)G}), and
C:= {<p € C(R): Vr € R max(—1— tanh(z), —1) < ¢(x) < min(1 — tanh(x), 1)} . (L35)

In particular, any ¢ € C satisfies condition ([L.34). We claim that there exists an open set B C R?,
such that (bp,0) € B and F(C) 2 B (i.e., for every & € B, there exists ¢ € C such that F(¢) = x).

In order to prove this claim, note that F is a continuous linear map and C is convex, whence F(C)
is convex. Hence, it is sufficient to exhibits points 1, 2, p3 € C (the closure is in L2(N(0, 1)) of
C), such that (bg, 0) is in the interior of the convex hull of {F(p;) : i < 3}. We use the following
functions:

1. ¢1(x) =0: F(¢1) = (0,0).

2. @o(x) = sign(x)(1 — tanh(|z|)):
F1 (o) = E{tanh |G|(1 — tanh [G])} =: by > by, (1.36)
Fa(pe2) = E{|G|(1 — tanh |G|)} > 0, (L.37)

(Numerically, by ~ 0.16168, by ~ 0.15143.)

3. p3(z) = pa(z) — M~Y/2 g(xz — M), where g(x) is a continuous non-negative function
supported on [—1, 1], with [ g(x)dz > 0. We have Fy(p3) = F1(p2) — ©(M~/2) and
Fo(p3) = Fa(ps)—O(M'/?). Hence for a sufficiently large M, Fy(p3) > bo, F2(p3) < 0.

This proves the claim, and in particular we can satisfy conditions ([.3T), (32)), (T:34), since (bo, 0) €
B. In order to show that we can satisfy also condition (I.33), let ¢ be defined as above and further
such that ¢(z) < 1/2 for all z. Consider the sequence of functions indexed by k& € N:
pr(r) =Py () —q(z — k). (1.38)
First note that, if 3, € C, then ¢y, satisfies conditions ([33), (L.34). Therefore, we are left to prove
that, for some k, there exists @, € C that satisfies
F1(@r) = bo + E{q(G — k) tanh(G)} =: by + b1k, 1.39)
Fo(?r) = E{¢(G — k) G} =: b2 1 - (L40)
By dominated convergence, we have d = (01 k, 02,x) — 0as k — oo, and therefore (bg, 0) + d), €

B for all k sufficiently large, whence the existence of ¢, for such & follows from the first part of the
proof. O
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J  PROOF OF THEOREM [3]

Let 7, be the optimal unbiased sampling probability (see Proposition {.1), with corresponding
weight Wy () = 1/mum (). Since G(x) = H (x) is almost surely bounded (Assumption A2), it
follows that Z(x) = Tr(G(x)H ') is bounded as well. Therefore, there exists o > 0 such that,
for all v € (0,70), Tum(x) = () Z(x)'/2.

For a bounded function ¢, consider the alternative weight w.(z) = (1 + ep(x)) /mumw(x), which is

well defined for all € small enough. Recall that we denote by p(m, w; Q) the asymptotic estimation
error coefficient for the simple scheme (7, w). To linear order in €, we have

P(Tuns Wes H) — p(mmy, wo; H) = —2e E{W(x) p(x)} + o(e). Jd.n
where
W) = Tr(Em/ (ﬂi’((a;/?))HlH(m)Hl) - Tr(7:i§(azc))Hl) . 1.2)

Assume by contradiction p(m.,we; H) > p(m.,w_; H) for every ¢, € such that w. > 0. By
Eq. (1), this implies W(x) = 0 for P-almost every x. Using assumption Al, and defining

M (z) := HV2G(x)H™'/?, we get

W) = Tr(]Ew/ ( M(a') )M(:v)) -

Tlunb (ZC/)

Tr(M(x)) . d.3)

7Tunb(33>

1/2

we have T, () = c(fy)Tr(M(;lz))l/2 and therefore W(x) = Wy(x) - Tr(M (z)) '~ /c(v), where

Wolz) = Tr (Ew/ (Tr( (J.4)

1/2 ==

Here we defined W (z) := M (z)/Tr(M(x)) ', W = EW (z).

Since | W(x) = 0 almost surely, and G(x) # 0 almost surely (by assumption A2), we must have
Tr(W - W (z)) = 1 almost surely, which contradicts the assumption of G () /Tr(G(z)H ~")~1/2
not lying on an affine subspace (Assumption A3).

Example J.1 (Generalized linear models). Consider again the GLM model of Example (log-
likelihood loss). Recall that in this case

G(z)=H(z) = ¢"((0.,z)) zx" . J.5)

Hence condition A1 of Theoremis satisfied, and A4 is also always satisfied. If P(dx) is supported
on ||z|2 < M, and P(xz = 0) = 0 then condition A2 is also satisfied. (Note that ¢’’(¢) > 0 for any
t > 0 unless vy = J,. is a point mass, which is a degenerate case.) Finally, for condition A3 note that

G() ot
T(G(z)H /2 (x, Hzx)' J.6)

Therefore, a sufficient condition for A3 is that the support of P(dx) contains an arbitrarily small
ball B4(zg;e) C RY,

K LOW-DIMENSIONAL ASYMPTOTICS: IMPERFECT SURROGATES

In this section, we discuss the imperfect surrogates under low-dimensional asymptotics. The main
conclusion of this section is that plug-in schemes can be suboptimal and weaker surrogate models
can indeed lead to better data selection.

Throughout, we will use the notation E{F(y,z)|x} = [ F(y,)Py(dy|z), and similarly for
Po(-|x).
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K.1 PLUGIN SCHEMES

The simplest approach to utilize an imperfect surrogate proceeds as follows: (i) Choose a data
selection scheme under the assumption of ideal surrogate; (ii) Replace the conditional expectations
E{F(y,x)|z} in that scheme by expectations with respect to the surrogate model E,{F(y, z)|x};
(7i7) Replace expectations over x by expectation over the data sample.

In particular, revisiting the schemes of Sections [.T|and[4.2] we obtain the following:

Plugin unbiased data selection. We form

Gu(@) = E{VeL(0";y,2)VeL(8 sy @) |}, (K.1)
H,(z) =E{V3L(0" y,z)x}, (K.2)
and subsample according to
7(x) = min (1; c(7) Zsu(a})l/Q) , (K.3)
Zu(@) = Tr(Gu(@)H, ,QH ), (K.4)
Hy = E{Hq(x)}. (K.5)

We then reweight each selected sample proportionally to 1/7(x). Note that:

e The ‘true’ parameters vector 6, appearing in Vo L(-;y,x), VaL(-;y,x) was replaced
by an estimate obtained from the surrogate model. In certain applications 6" can
be ‘read off’ the surrogate model itself. In general, we can define it via 0 =
arg min Zf\; L(0;y}", x;), where (y");<n are drawn independently according to y; ~
Psu( . ‘:Bl .

* The matrix H g, can be replaced its empirical version H L i=N"1 Zfil H (x;).
Plugin non-reweighting data selection. In this case we select samples such that Z,(x;7) > A, cf.
Eq. (4.10), where

Z(@;m) = ~Tr{Gu (@) H L QHLL} + 2Tr{Ho(2) H L QH LG - HL LY, (K6)
and H,, , := E{H(x)r(x)}/E{n(x)} and similarly for G, .. Again, expectations over x are
replaced by averages over the [NV samples.

Plugin approaches are natural and easy to define, and in fact we will use them in our simulations.
However, we will show that they can be suboptimal. Before doing that, we need to make more
explicit the notion of optimality that is relevant here.

K.2 MINIMAX FORMULATION

We want formalize the idea that we do not know the conditional distribution of y given x, but
we have some information about it coming from the surrogate model P,,. With this in mind, we
introduce a set of probability kernels

Hy C Ay = {P:Br x R? — [0,1] probability kernel } . (K.7)

Informally, J#; is a neighborhood of the surrogate model P,,, and captures our uncertainty about the
actual conditional distribution: we know that IPy|m € . For instance, we could consider, for some
r€[0,1),

Puir) = {P Ez|IP(-|2) = Pu(- [@)[lrv ST}. (K.8)

We will assume .7 (and its variant %% 4 introduced below) to be convex. Namely, for all A € [0, 1],
Po,P1 € #; = Px(dylx) = (1 — N)Po(dy|x) + AP (dy|x) € A5 . (K.9)

We are interested in a data selection scheme that works well uniformly over the uncertainty encoded

in 2.
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Given a probability kernel P(dy|z) (i.e. P : Bg x R? — [0,1]), we write P(P) for the data
distribution (on R? x R) induced by P. Namely Ep(p) F (y, z) := Eo{ [ F(y, =) P(dy|z)}.

Let Rw(0) = EL.(0;y, x) be the test error with respect to a certain target distribution P. Given

an estimator 8, we let 85(y, X ) denote its output when applied to data y, X in conjunction with
data selection scheme S. For clarity of notation, we define

Ry(S;y,X) := Reu(0s(y, X)). (K.10)

We define the minimax risk Rym(-#g) by (here we recall that o7 is the set of all data selection
methods)

R*(S7 %d) ‘= sup ]Ey.,XN]P’(P)R#(S§ y7X) ) (K.11)
Pety
Ry(#2) = inf R.(S; 42). (K.12)

We seek near optimal data selection schemes S, namely schemes such that R, (S; #3) ~ Rum(H#4).
We note that the expectation in Eq. (K.TT)) includes expectation over the randomness in S.

Remark K.1. The set .#; provides information about 8,. This information can be exploited in
other ways than via data selection. For instance, we could restrict the empirical risk minimization
of Eq. (I.2) to a set that is “compatible” with .#;. However, we are only interested in procedures
that follow the general data selection framework defined in the previous sections and hence are not
necessarily optimal against this broader set.

K.3 DUALITY AND ITS CONSEQUENCES
We can apply Sion’s minimax theorem to a relaxation of Ry (#5). Namely,

 We replace .#; by a set of probability kernels RV*? to RV:
HNa C AN g = {P: Bpx x RV*? — [0, 1] probability kernel } . (K.13)

such that each marginal of P € )y ; is in J#;. In other words, we allow for entries of y
to be conditionally dependent, given X . Generalizing the notations above, P(P ) denotes
the induced distribution on y, X.

» We replace the space of data selection schemes .7 by a the set .7 of probability kernels Q
such that, for any A C [N], and any X € RV*4 Q(A|X) is the conditional probability
of selecting data in the set A given covariate vectors X . In other words, we consider more
general data-selection schemes in which the selected set is allowed to depend on all the
data points.

The following result is an application of the standard minimax theorem in statistical decision theory,
see e.g. [ILiese & Miescke| (2008} Section 3.7).

Theorem 7. Assume that any Py € Jg n is supported on ||y|| < M, and that (y,X) —
R(84(y, X)) is continuous for any A. Define

Rum(Hy) = inf R.(S;.#y):= inf  sup Ey x~pey)R(5;y, X). (K.14)

Seaf SE;PNEJ&LN
Then we have

Rum(Hg) =  sup inf By xprpy)Ru(S;y, X). (K.15)
PNGJKdyN Seo

Further, assume Py achieves the supremum over ¥y above. Then any

Swm € arg ?%Ey,XNIF’(PMM)R#(S? y, X) (K.16)
€

achieves the minimax error.
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As is common in estimation theory, the minimax theorem can be difficult to apply since computing
the supremum over P € J#; is in general very difficult. Nevertheless, the theorem implies the
following important insight. We should not perform data selection by plugging in the surrogate
conditional model for y given « for the actual one. Instead, we should optimize data selection
as if labels were distributed according to the ‘worst’ conditional model in a neighborhood of the
surrogate.

Below we work out a toy case to illustrate this insight. Instead of studying the minimax problem for
the finite-sample risk R, we will consider its asymptotics defined in Proposition [B.T We define the
asymptotic minimax coefficients p.(S; #4) and pum(#4) in analogy with Egs. (K.1T) and (K.12).

Example K.2 (Discrete covariates). Consider « taking valuesin [k] = {1,..., k}, with probabilities
pe = P(x = {), and y taking values in {0, 1}, with P(y = 1|x) = 0%, whereby 0" = (07,...,65) is
a vector of unknown parameters. We estimate 8™ using empirical risk minimization with respect to
log-loss

L(0;y,x) = —ylog O, — (1 —y)log(1 —0,) . (K.17)

We are interested in the quadratic estimation error H@ — 0%||q with Q = diag(q1,q2,---,qx). We
consider a non-reweighting subsampling scheme whereby a sample with covariate z is retained inde-
pendently with probability . Either applying Proposition[B.1} or by a straightforward calculation,
we obtain:

. 1
E{16° - 6"3} = < p(m:6",@) + o(1/N), (K.18)
" 0r(1— o
p(m;0%,Q) = qu- (K.19)
Z:1 THT

(Here we made explicit the dependence on 8*.) For # C R* a convex set, we then deﬁneE]

px(m; X, Q) = S p(m0°,Q),  puu(H,Q) :=infp.(m;.4,Q). (K.20)
*e , T

We will assume that .Z is closed (hence compact) and convex. We can apply the minimax theorem

to Eq. (K:20):
pwm (7, Q) := max min p(m; 0", Q). (K.21)
O e w

Hence, the minimax optimal data selection strategy is obtained by selecting the optimum 7 for the
worst case 6, to be denoted by 8. A simple calculation yields

B —— (C(’Y) g MM (1 — oMY, 1) 7 (K.22)
Pz

k
1 Qs
MM __ _ . AT _
6" = arg (géa};max (70(7) G0 (1 — 0,); . 0.(1 935)) , (K.23)
where ¢(+y) is obtained by solving
k
Z min (0(7) qMM (1 — 9¥M);pm) =7. (K.24)
r=1

The above formulas have a clear interpretation (for simplicity we neglect the factor g,). Note that
3™ (1 — 6¥™) can be interpreted as measure of uncertainty in predicting y,.,, at a test point ., =
under the minimax model ™. We select data so that the fraction of samples with z; = z is
proportional to the square root of this uncertainty. Assuming that the inner maximum in Eq.
is achieved on the first argument, the minimax model itself is the one that maximize total uncertainty
within the set 7.

Notice that we are not taking the infimum over all randomized data selection schemes as in Theorem
For simplicity, we are restricting the minimization to non-reweighting schemes. The substance of Theorem [/]
does not change since this set is convex.
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For instance, if £~ = [0y,1 —¢, 05,1 +&] X+ X [0y —¢, by 1 +€] C [0,1/2]%, then ™ = 6, , +¢
for all . We then obtain

MM _ - () .
M — 1nin (pT\/qx(os“*”” +2)(1— e —2)i1) (K.25)

In other words, we should not use the uncertainties computed within the surrogate model, but within
the most uncertain model in its neighborhood.

L HIGH-DIMENSIONAL ASYMPTOTICS: GENERAL VERSION OF THEOREM [4]

In this section, we present the complete version of the Theorem ] followed by the proof.

Theorem 8. Assume u — L(u,y) is convex, continuous, with at most quadratic growth, and X > 0.
Further denote by o, ii* the solution of the following minimax problem (o is uniquely defined by
this condition)

min max.% (o, p) . (L.1)
a pu>0

Then the following hold in the limit N, p — oo, with N /p — 8o: If (u, z) — [ Liex(u; y)P(dy|2) is
a continuous function with at most quadratic growth, we have

p-lim Rey(8)) = ELes (agao +1/(a)? + ()26 Y) , (L2)

N,p—oco

where expectation is taken with respect to the joint distribution of Eq. (5.3).

(b) If Oy € arg minR,.(0), then the excess risk is given by

p-lim Reo(0)) = ELeq (ag‘Go +1/(a0)? + (0% )2G; Y) — Bl (c*GO; Y) . (L.3)

N,p—oo
(See Footnote[3|for a definition of c,.)

(¢) Letting Py be the projector orthogonal to @y and P~ the projector orthogonal to span (8, 6,
we have
0\, Py0" .
=aqyp, p-lim OPb) L(A)su ) =a;, p-lim ||P10,] = o’ . (L.4)
N,p—o0 ||00|| N,p—o0 ||P0 0 H N,p—o0

(d) Further, the asymptotic subsampling fraction is given by

% — v =P(S(BoGo + B:Gs) > 0). (L.5)

We can further specialize the above formulas to the two classes of data selection schemes studied
before: unbiased and non-reweighting schemes.

Unbiased data selection. In this case S;((8", ;) = 1/7((8", x;)) with probability 7((6" , z;))
and S;((8",x;)) = 0 otherwise. The Lagrangian reduces to

A 1 . 1
RACEN ::5\\a||2 pa? + E{ min [L(aoGo + asGs + w3 Y) + S T((8,9)) (u — aLGL)z] } )

25,

Non-reweighting data selection. In this case S;((8”,@;)) = 1 with probability 7((8", x;)) and
S;((8”, x;)) = 0 otherwise. The Lagrangian reduces to

A 1 : 1 2
ZL(a, ) ::5“oé||2 _ ﬁ“ai + E{w((ﬂ,g)) min [L(aGo + oG +u;Y) + oH (u—a1GL) ]} .
(L.6)

We further provide simple expressions in the case of misspecified linear regression, already studied
in Section in Appendix [M]
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Proof of Theorem This proof is based on Gordon Gaussian comparison inequality, following
a well established technique, see Thrampoulidis et al.| (2015; [2018)); [Miolane & Montanari| (2021)).
Our presentation will be succinct, emphasizing novelties with respect to earlier derivations of this

type.
Recall that we consider test error of the form

Rtest(ék) = ]ELlest(<é)\7 $new>; ynew) 5 (L.7)
where 0, := arg minORN(O). We will also consider the excess error Rexc(é,\) = R[est(é,\) —
infg Rtm(O).

Define
(xi,00) (i, Py8") L
Goi = ~——, Ggii=——w—, g, =Pz, (L.8)
T l16ollz CPgeT: 7

where we recall that Pé is the projector orthogonal to 8y and P+ s the projector orthogonal to

span(6@g, 0 ). Further define

<9’ 00> <97 P(Jj_ésu> — L
= , O = ——g—, o = Py 0, L.9)
T 6ol IPse T

With a slight abuse of notation, we can then identify the empirical risk

N
1
Ry(ag,aq,001) = N E 5(B0Go,i + BsGs.i, Us) L(agGo,i + asGs i + (@1, g5), yi)+
i1

A
5 (af +al + @) . @10)

We can identify @, and g, with (p — 2)-dimensional vectors. For any closed set 2 C RP?, let

RN(Q) := min {RN(ao,as,aJ_) i (ao,as,@1) € Q} . (L.11)
Further define
- . . 0 _
RR) =, 0, 00 1 N 00 1) 12
= min max min .2 (o, a5, a1 ;05 €), (L.13)
(00,005,301 )EQ EERN vERM TV
where

A
L0, a0, a@iiv;€) =l (gL, €) + 1€l (h L) — (v,€) + 5 (g +af+ e ]?)

(L.14)

N
1
+ N Z 5(B0Go,i + BsGs.i, Us) L(agGo,i + asGs i + vi, 4i)

i=1

and the identity of the two lines (L.12)), (L.13) holds by the minimax theorem. By an application
of Gordon’s inequality and using Gaussian concentration (Boucheron et al., [2013)), we obtain the
following.

Lemma L.1. There exist subgaussian error terms, err1 (N, Q), erro(N, Q) (with |lerra(N, Q)] y, <
CN~Y2, such that:

1. For any closed set §2:

2. For any closed convex set €):
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Proof. This follows from an application of Gordon’s inequality and using Gaussian concentration
(Thrampoulidis et al.| 2015; |2018}; Miolane & Montanari, 2021). In applying Gordon’s inequality,
we need to check that the minimizer o lie with high probability in a compact set By . This is

immediate for A > 0 by strong convexity of Ry. O

Note that, subject to the constraints @, || = «g, ||€|| = /v N, the minimization over @, and
maximization over £ can be performed before the other optimizations. This yields the reduced
Lagrangian, with argument & := (g, ag, vy ):

h A
23 e, w) = %aw + —=llasgs = ol + 5 lad? (L.15)
1

_|_

=|

N
Z 5(BoGo,i + BsGs.i, Ui) L(aonGo,i + asGs i + vi, i) -
=1

For A € R? x Rxq, let Q4 := {(ag, a5, @) € R? : (ap, as, ||aL|) € A}, and write

R#$N(A) = RN(QA) :min{RN(ao,as,aJ_) : (0[0,0457HHJ_||) S A}, (L.16)
RY N (A) == R§(Qa). (L.17)

We then have
R;’;’N(A) = min max min 92(\,1)(040, g, Q15 1, ) (L.18)

(ao,as,al)eA .U'ERZO veER?

Finally, we can take the limit [V, p — oo. In this limit, the minimization over v is replaced by mini-
mization over a random variable V. Namely, let (S, F, P) be a probability space on which the ran-
dom variables (Go, G5, G4, U,Y) are defined with the same joint law of (Go,1,Gs.1,91.1,U1, y1).
Namely (Go, Gy, G 1,U) ~ N(0,1)®3 @ Unif([0,1]), and Y|Go, G5, G1,U ~ P(-]]|60||Go). For
V another random variable in the same space, taking values in the extended real line R, and letting
o = (ag, a5, ), define

1
L(a;p, V) :=— EQLM‘FE{(QLGL —V)Q}l/zu (L.19)

A
+ Sllall? + B{s(8oGo + B.Gs,U) LiaoGo + a,Gy + V,Y) }

Theorem 9. With the definitions given above, and under the assumptions of Theorem[d) the follow-
ing hold:

1. For any compact set A C R? x R>g

: PG _ pG RS : .
lim Ry N(A) = RZ(A) := Inin #IQH%; Vnelrlrrllff(a, w, V). (L.20)

2. For any closed set A,

. . A 5G

lim ngi;o Ry n(A) > RZ(A). (L.21)
3. For any closed convex set A,

. . A Ye.

lim ]Vlgi;o Ry n(A) = R (A). (L.22)

4. Further, denoting by a* := (o, o, o) the minimizer of

RS = i g; \%
#) = g, T (V)

Conclusions (a) to (d) of Theoremd| hold.
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Proof. Note that we can rewrite Ry y(A) = min{Ry y(a) : a € A}, where

N
. Ay a1
R#,N(a) _ Jwin §||a|| + N ; 5(B0Go,i + BsGs,i, Us) L(anGo,i + asGs i + vi, yi)
subj. to larg, —vl < |hllaL.
(L.23)

Further, this can be written as as a function of the joint empirical distribution of {(Go i, G5, g1 45
U, yi, v;)}. Namely, defining

N
. 1
PN = N Z 5(G0,i7Gs,iagL,i;Ulvyiﬂ]i) ) (L.24)
i=1
we have (with [E;,, denoting expectation with respect to py)
. A
A min §||Of||2 + Epy {5(B0Go + BsGs, U) L(agGo + asGs + V., yi) }
fhpvte) = In?
subj. to Epy {[a1GL - V]*} < Tai.

(L.25)

Let R# (ar) be the same quantity, in which minimization over v is replaced by minimization over
random variables (Go, G5, G, U,Y, V) with (Go,Gs,G1,U,Y) having the prescribed N = oo
distribution, and ||h||? /N is replaced by 1/8o. In fact, se define a slight generalization

A
A min 5”‘1”2 +E{s(B0Go + B:Gs,U) L(agGo + asGs + V,y;) }

Ry(ase) =
subj. to E{la.GL —V]*} < (1—¢e)of .
(L.26)
Let pj; be the joint distribution of that achieves the above minimum at finite N. By tightness,

Py = p* along subsequences, and further the limit satisfies E{[a; G, —V]?} < o2 /d, by Fatou’s.
Therefore

lim inf Ry n(a)> Ry(a;0), (L.27)

N —oco
almost surely. On the other hand, if (Go,Gs,G1,U,Y,V) achieves the minimum to define
Ru(ase), e > 0, let (Goyi, Gsiy G1i, Ui, yiyvi), © < N be i.i.d.’s vectors from this distribution.
Of course this v is almost surely feasible for problem R#, ~(a) for all N large enough. Therefore

lim sup Ry n(a) < Ry(ase), (L.28)

N—00
Finally, we claim that lim. o, Ry(a;e) = Ry(c;0), thus yielding

lim Ry n(a) < Ry(a;0) =: Ry(a), (L.29)

N —oc0

To prove the claim notice that, if V" satisfies E{ [) G fV]Z} <a?,then Vs = (1-0)V+a,6G
satisfies E{ [ G1 — V5]?} < (1 —¢)a?, with e = 2§ — 62. Further, the objective is continuous as
0 — 0 by continuity of L, whence the claim follows.

Next we claim that o — ]:3#7 ~ () is Lipschitz continuous for a € A, where A is a compact set, on
the high probability event

N

i=1

N
5 <Ih2<2N}. (L.30)

To prove this claim, note that on this event, define s; = s(80Go.; + 85Gs.i, Us), ai(a) = aGo i +
asGsi, Li(u) = Li(uyy,), r = Hh||/\/ﬁ such that ||s]|, ||a]] < CV'N, 1/2 < r < 2,itis
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sufficient to prove that & — F'(«v) is Lipschitz on A where
F(a) := min {H(a,v) L ve S(a)} : (L.31)

=% Zsl a)+v;), Sa)={v: |v-—aig, | <aiVN}. (L32)

On the event G above, |H(a1,v1) — H(ow, )| < Cllay — asl| + C|jvy — vs]|/V/N and
dist(S(a1), S(as)) < CVNljag — a2|||ﬂ The claim follows from these bounds.

Since Ry n(a) — Ry(a) for each a € A, a — Ry y(a) is almost surely Lipschitz continuous
with Lipshitz constant C' independent of N, for all N large enough, we have sup ¢ 4 |[R4 n(ax) —
R4 (a)| — 0, and therefore, for any compact set A,

Jim Ry n(A) = Ry(A). (L.33)

For A > 0, both R#7 ~ and R#, n are uniformly strongly convex and therefore the last claim extend
to any closed set A. (Because eventually almost surely arg min Ry y(a) € B for some compact
B.)

Finally, by introducing a Lagrange multiplier for the constraint

R = &z 1%
#(a) = Vrgggﬂrgngfo Z(a; 1, V)

= max min .,2”(04 w, V).
€R>0 vemF

This concludes the proof of point 1 (Eq. (C:20)).
Points 2 and 3 follow from the previous one by applying Lemma[L.1]

Finally, the proof of point 4 is also straightforward. Indeed by taking A = {a € R? x Rx :
la — a*|| > €} and A = R? x R>( and applying points 2 and 3 , for arbitrary ¢ > 0, implies
Eq. (C), thus establishing claim (c) of Theorem 4}

Claims (a), (b), to (d) of Theorem_ follow from the previous one by noting that 8 is uniformly
random, conditional to (8, 65), (6, 8), || P0,]. O

The proof of Theorem []is completed by showing the following.
Lemma L.2. Under the assumptions of Theoremd| we have the following equivalent characteriza-
tions of Ry (o) (where we use the shorthand S(b) = s(b,U) for U ~ Unif([0, 1])):

NG
Rj(a) = ax Jmin_ Lo, V), (L.34)
. A2 .
R#(G) _ min 9 ||O£H + E{S(BOGO + /BSGS) L(QOGO + OésGs + Vvv yz)} (L35)
subj. to E{la. G —V]*} <af,
SG
Ry (o) = Tgé{.i”(a, ) - (L.36)

Proof. The equivalence of Eq. (C:34) and (L:33)) was already established in the proof of Theorem[9}
As for Eq. (L.36), the equivalence with (L.33)) follows by introducing a Lagrange multipliier for the
inequality E{[a; G, — V]?} < a2, whence Ri(a) = max, >0 L (o, 1)

A
(o p) =5l = 5o

+ i {3 Bfl0uGy — VP +B{S(6.6) LiauGa + .G, + Vi) |

A 1 1
=5llal? - 55-not +E{ min [S((8, G)) L(aoGo + .G, +u,Y) + sp(aLGr — u)’

2

SFor S1, 52 C RY, we let dist(S1, S2) := SUD, e, SUPg,es, [[T1 — 22|
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which yields the desired claim. O

M HIGH-DIMENSIONAL ASYMPTOTICS: THE CASE OF MISSPECIFIED LINEAR
REGRESSION

We revisit the case of misspecified linear regression, already studied in Section #.3] We assume
a non-reweighting data-selection scheme, whose asymptotic behavior is characterized by the La-

grangian (C.6).

In the case of square loss, the inner minimization over u is easily solved and we can then perform the
maximization over y in Theorem 4] analytically. This calculation yields the following Lagrangian

Zile) = <\/1E{7T(<ﬂ,g>)[Y (o g)]"} - j;) + 2l (M.1)
+

We then have the following consequence of Theorem 4]

Corollary M.1. Assume the misspecified generalized linear model of Section|3.1} and further con-
sider the case of square loss L(0;y,x) = (y — (0,x))%/2. Let a* = (o), as, o ) be the unique
minimizer of the Lagrangian %y. Then claims (a) to (d) of Theoremlhold

The next statement gives a particularly simple expression in the case of perfect surrogate, and ridge-
less limit A — 0. For n > p this is standard least squares, while for n < p, this is minimum {5 norm
interpolation. Its proof is deferred to Appendix [M.T]

Proposition M.2. Assume the misspecified generalized linear model of Section |5.1| and further
consider the case of square loss L(0;y,x) = (y — (0,x))?/2, and further conSlder the case of a

A Su
perfect surrogate which, without loss of generality, we assume normalized: @ = 0/||0¢||. Define
the quantities

L _ Yeraya. ~pye,
Ar = (BGR(G)),  Boi= EGYR(@)],  Cpi= EY’R(G), (M)

where expectation is with respect to G ~ N(0,1) and Y ~ P(-|G). In particular, we let Ay, By,
C be the quantities defined above with w(t) = 1 identically.

Then the asymptotic excess risk of ridgeless regression is as follows
(here § := d¢y = limy, psoo (n/P)):
1. Foré > 1:

B, B,\’ 1 B2
1 1 o= — . _ ) M.
Aﬂﬁpfiﬁ”(e*) (A1 A,,) i1 (C” ) M3

2. Foré < 1:

2+Bj 5(1—6)
1—6+A5 Ay (1—6+ Ag0)2

32
Cr— =21
*1o ( Aw>
Remark M.1 (Random data selection). In the case of no data selection, 7(x) = ~, we have A, =

Ay =1, B, = By, Cr = (4, and we recover the result of ordinary ridgeless regression (Advani
et al.| [2020; Hastie et al., [2022)

lim p-lim Re.( 0)\ ( (M.4)

A=0 N p—oo

1 B2
0>1: }\li)% ]\?pliﬂ; Ro(8)) = 5°1 (Cl — Al) ) (M.5)
§<1: lim p-lim Re(6)) = BQ(I—(S)—l—L- C—B—% (M.6)
T B0 M e el s—1 \'T Ay ) '
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M.1 PROOF OF PROPOSITION [M.2|

Since we are assuming a perfect surrogate, o, = 0, by applying Theorem[4] we get

p-lim R(8)) = E{(Y — ajGo — ' G1)?}

N,p—o0
=Cy —2B1af + A (af)? + (a)?, (M.7)
whence the excess error is
) B 2
p-lim min R (0)) = <1 - ag) + (a})?. (M.8)
N,p—o0 0 Al

Simplifying the Lagrangian (M.I) in the case of perfect surrogate, we get (recalling that § = 6¢~y)

2
1 o A 9
(g, a1 ) = Cr —2Brag + Ao +a? )—l—a
1( 0 J_) (\/ 0 0 1 = \/g . 27” ||2

5 Gla) + 5[l
In the limit A — 0, a* = (o, @7 ) is given by

ot = argmin{||aH2 ta€ argminaeRxR>0G(a)2} . (M.9)

Depending on the value of 4, the solution of this problem is achieved in different domains of the
plane:

« For § > 1, argmin,cp,p.,G(a)? is uniquely achieved when G(a) > 0, and hence
satisfies VG(a) = 0, G(ax) > 0. Simple calculus yields

of = A (M.10)
B2
o = \/ ) . (M.11)
* Foré < 1, argmin,cg, . ,G(a)®is So G(a) = 0}, and it is easy to see that (for

ro :=Cr — B2/A,):

So = {(ao,aL)R XR>o: Qa) := (1 — 1)0&_ —Aﬁ(ao — %f — 1 > 0}.

] A
(M.12)
Hence we o, solves (for a Lagrange multiplier &)
VQ(a) =¢a, Q(a)=0, M.13)

which are easily solved.

The proof is completed by substituting this solution in Eq. (M:g).

N SYNTHETIC DATA NUMERICAL EXPERIMENTS

It is instructive to compare the scheme described in Eq. (6.I) with influence function-based data
selection, cf. Example [4.2] Within the present data model, the population Hessian takes the form
H = a T+ b.6008] /||6o ]2 where ay = E{¢" (|00 G)}. by = E{¢"(|8,]/G)(G? — 1)}. The
score of Example (cf. Eq. (7)) reads (an overall factor da_ is immaterial and introduced for
convenience)

A&

00, x;)>
Z($i):¢//(<00,$i>){ 7 +b_d<a°’”z0>”2}, (N.1)
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Figure 5: Misclassification error for logistic regression after non-reweighted subsampling under the
scheme of Eq. (@ Here N = 34345, p = 932. Circles are results of numerical simulations, and
continuous lines are theoretical predictions. Each panel corresponds to a different choice of ||6q|,
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Figure 6: Same as Figure with N = 6870 and p = 3000.
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Figure 7: Misclassification error for logistic regression after non-reweighted subsampling with data
generated according to the same misspecified model as in Figure[2] Circles: simulations. Continuous
lines: theory. Here N = 34345, p = 932. Unlike in Figure , we use an imperfect surrogate 6™ that
is fit on NN, samples from the same distribution. Top row: Ny, = 4p. Bottom row: Ny, = 8p. The
values of A indicated in the plot titles are used when learning on the selected subsample.

where a_ = 1/ay,b_ = (ay +b, )" —1/a,. For large dimension d, ||z;||?/d = 1+ Op(1//d),
and (0g, x;) = Op(1). We therefore get

Z(x;) = ¢"((80,2:)) - (1 + Op(1/Vd)) . (N.2)

Therefore influence-function based subsampling essentially corresponds to the case « = 1/2 of
Eq. (6.1).

FiguresE] and@report results of simulations (circles) and theoretical predictions (continuous lines),
respectively in a lower-dimensional setting (N = 34345, p = 932) and in a higher-dimensional
setting (N = 6870, p = 3000). Simulation results are medians over 10 realizations. Theoreti-
cal predictions are computed by evaluating the saddle point formula of Theorem [d] Finally, while
all previous figures use a perfect surrogate, Figure [7] explores the impact of an imperfect surrogate.

Namely, we estimate 6" by using IV, independent samples from the same distribution as the training

samples. We train 6" using ridge- regularlzed logistic regression, with an oracle choice of the reg-
ularization parameter \. This setting gives an intuitive understanding of the ‘cost’ of the surrogate
model. We choose N,, = 4p (top row) or N, = 8p (bottom row), corresponding to N,,/N ~ 10.9%
or N,,/N =~ 21.7%, respectively.

The agreement between theoretical predictions and simulation results is again excellent. Also, we
observe behaviors that are qualitatively new with respect to the previous setting that assumes well-
specified data and a perfect surrogate. Most notably:

1. Learning after data selection often outperforms learning on the full sample.

2. Upsampling ‘hard’ datapoints (i.e. using o > 0) is often the optimal strategy. This appears
to be more common than in the well-specified case.

3. As shown in Figure[7] the performance of data selection-based learning degrades gracefully
with the quality of the surrogate.

4. In particular, we observe once more the striking phenomenon of Figure[I] cf. bottom row,
rightmost plot of Figure l At subsampling fraction n/N = 60%, learning on selected
data outperforms learning on the full data, even if the surrogate model only used additional
N,/N = 21.7% samples. As shown in next section, this effect is even stronger with real
data.
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O REAL DATA NUMERICAL EXPERIMENTS

O.1 DATASET

We use a subset of images obtained from the KITTI-360 train set (Liao et al., 2022). The KITTI-
360 train set comprises 1408 x 376 dimensional 8-bit stereo images, with 2D semantic and instance
labels. These images are sourced from 9 distinct continuous driving trajectories. We only consider
the left stereo image for our dataset. To adapt this dataset for a binary classification task, we initially
center-crop the images to dimensions of 224 x 224 pixels. Subsequently, we assign binary labels,
by setting y; = +1 if the count of pixels containing the semantic label in a certain class surpasses a
predefined threshold. We choose ‘car’ as the label and the pixel cutoff threshold is set at 50, resulting
in a chance accuracy of approximately 0.69.

We then extract SWAV embeddings of the images to serve as feature vectors (Caron et al., 2021). We
use torch.hub.load (‘facebookresearch/swav:main’, ‘resnet50’) asthe base
model and we use the 2048 dimensional outputs from the penultimate layer (head) as the SWAV
features. Following common practice, we normalize the images before computing feature vectors,
using mean and standard deviations of the images calculated on ImageNet. This results in a dataset
with a total of N = 61, 280 images with p = 2048 dimensional features with binary labels indicating
the presence or absence of a car.

0.2 EXPERIMENT SETUP

We randomly partition this dataset into four disjoint sets: Ny, = 34, 345 images to perform sub-
sampling and train models, Ny, = 14, 720 images to train surrogate models, N,,;, = 3665 images
for validation and N, = 8550 images for reporting the final experiment results. Prior to model
training, we center and normalize each of the features using mean and standard deviation calculated
from N, and Ng,.

We proceeded by training a ridge-regularized logistic regression model without intercept. The train-
ing utilized the L-BFGS optimization algorithm with a cap of 10,000 iterations implemented using
the scikit-learn library (Pedregosa et al., |2011). Surrogate models are trained on a fraction k of
the surrogate set (V) where & € {10%, 50%, 100%} using 5-fold cross validation to choose the
regularization parameter A. Note that, the sample sizes used for these surrogate models correspond
to {4.2%,21.4%, 42.8%} of Ny, (but we use a disjoint set of data).

We use the data selection procedure introduced in the previous section, cf. Egs. (6.1), (6.1). We
show empirical results for « € {—2,—1,—-0.5,0,0.5,1,2}, where & = 0 corresponds to random
subsampling and positive (negative) values of « correspond to upsampling hard (easy) examples
respectively. To ensure numerical stability for negative values of @ modify the definition of 7 in
Egs. (61, by limiting’| (8™, ;) to be in [—10, 10].

We also perform experiments in which we select the n samples with the largest (or smallest) values

of p((8”,x;))(1 — p((8”,;))). This corresponds to the limit cases & — oo and @ — —o0
respectively. We will refer to these limit cases as ‘Hard topK’ and ‘Easy topK’, respectively.

0.3 ADDITIONAL RESULTS

All experiments are repeated across five random subsamplings when the data selection scheme is
probabilistic and across three different surrogate models when the surrogate model is trained an a
strict subset of the N, samples reserved for this.

We vary four different parameters in our experiments:

* The ridge regularization parameter A. This is either fixed or selected optimally by tak-
ing \* = argmin, ARval(@ »), where R, is the risk on the validation set and A :=
{0.001, 0.01, 0.03,
0.06,0.1,1,10}.

"Formally, we replace (6™, ;) by T((8™", x;)), where T'(z) = min(max(z, —10), 10).
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Figure 8: Test error on image classification task, for a model trained after data subsampling. Effect
of changing « in the subsampling probabilities, cf. Eq. (6.I). Here we use both unbiased (left) and
non-reweighting (right) subsampling schemes with 1,/ Niain = 4.2%.
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Figure 9: Test error on image classification task. Here A = 0.001, o = 0.5, and non-reweighting
subsampling. Left plot: N = 3434, p = 2048; right plot: N = 34345, p = 2048. Various curves
correspond to different surrogate models.

* The exponent « that parameterizes the subsampling probabilities.

* The ‘strength’ of the surrogate model, surr, namely, the sample size n., € [0, N,,] used

to learn 6. We will report the ratio Ny, /Ny, as this provides a direct measurement of
how much information is required to train the surrogate model. In particular, we will qual-
itatively refer to surrogate models in results and figures as ‘weak’, ‘medium’ and ‘strong’
for the cases where: Ny /Nuwin = 4.2%, N/ Nyain = 21.4% and ngy/Nisn = 42.8%
respectively.

* A binary parameter bias indicating whether we are using unbiased or non-reweighted sub-
sampling (referred to as biased sampling in Fig. ).

Figure [8|reports the misclassification rate on the test set as a function of the subsampling fraction ~
for various values of the exponent cv. We consider both unbiased and non-reweighting subsampling
and use ‘weak’ surrogate models. In this case, we select A optimally, as described above. We observe
that subsampling with o > 0 outperforms training on the full sample down to subsampling ratios
~ 2 0.4. This is most significant with non-reweighing subsampling, as anticipated by the asymptotic
theory of Section @ Further, above this value of +, the test error is fairly insensitive to the choice
of a > 0. The situation changes dramatically at smaller subsampling fractions. In particular, for
non-reweighting subsampling and for v < 0.3, soft subsampling o = 0.5 outperforms substantially
a = 2 and a = oo. Negative o (upsampling easy examples) always underperforms with respect to
random in this case.

Figure [J] investigates the effect of the strength of the surrogate model. In both subplots, we fix
A = 0.001, a = 0.5, and subsampling with no-reweighting. The two subplots correspond to dif-
ferent regimes of the number of samples-to-parameters ratio. The left subplot uses 10% of the total
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available training set (i.e. N = 0.1 X Ny, = 3434) as 100% train data, while the right subplot uses
the entire training set (i.e. N = Ny, = 34, 345). Each subplot shows subselection performance for
three different surrogate models — ‘weak’, ‘medium’ and ‘strong’ described above.

We observe that at larger sample size N (right subplot), the test error of the model learnt after
subsampling is insensitive to the accuracy of the surrogate model. We recover the results of Figure
[§irrespective of the strength of the surrogate. This is encouraging because it indicates that weak
supervision is sufficient for effective data selection. Even more surprising is the behavior at smaller
sample size (left plot). In this case the weak surrogate outperforms medium and strong surrogates.
A similar phenomenon was derived in a minimax setting in Section[4.3]

P SOME USEFUL FORMULAS FOR BINARY CLASSIFICATION

In line with the model introduced in the main text, we consider y; € {+1, —1} and

P(y; = +1|z;) = f({60, ;) . (P.1)
(In other words, P(+1|z) = 1 — P(=1|z) = f(z). We use logistic loss
L(y;z) = —yz + log(e % 4+ ¢€7). (P2)

Formulas below are obtained by specializing the results of Section 3}
Unbiased subsampling. The Lagrangian takes the form
A 1
. 1 2
IE{f(||‘90||G0) min [L(aoGo + asGs +ui+1) + sum((8,9)) (u — a1 G1)]

+ (1= f([I60l|Go)) min [L(aoGo + asGs +u; —1) + %MF(<579>)(U - QLGL)Q] } .

Non-reweighted data selection. In this case Lagrangian reduces to
A 1
1 2
E{f(||00||GO) ((8.9)) min [L(aoGo + .Gy +ui+1) + 5p (u— a1 Gu)’]

+ (1= (1160 Go))7((8. 9)) min [L(cGo + G +u; —1) + %M (u— CUGL)Q] } .

Misclassification error. For L..(y; z) = 1(yz < 0):

R030) = 5~ 5B{ (211001, - 1) (2060 0) - )}, 0= ey B9
aZ + ot
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