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Abstract

In this thesis we consider several aspects of parameter estimation for statistics and
machine learning, and optimization techniques applicable to these problems. The goal
of parameter estimation is to find the unknown hidden parameters, which govern the
data, for example parameters of an unknown probability density. The construction
of estimators through optimization problems is only one side of the coin, finding
the optimal value of the parameter often is an optimization problem that needs to be
solved, using various optimization techniques. Hopefully these optimization problems
are convex for a wide class of problems, and we can exploit their structure to get fast
convergence rates.

The first main contribution of the thesis is to develop moment-matching techniques
for multi-index non-linear regression problems. We consider the classical non-linear
regression problem, which is unfeasible in high dimensions due to the curse of di-
mensionality; that is why we assume a model, which states that in fact the data is
a nonlinear function of several linear projections of data. We combine two existing
techniques: average derivative estimator (ADE) and Sliced Inverse Regression (SIR)
to develop the hybrid method (SADE) without some of the weak sides of its parents:
it works both in multi-index models and with weak assumptions on the data distri-
bution. We also extend this method to high-order moments. We provide theoretical
analysis of constructed estimators both for finite sample and population cases.

In the second main contribution we use a special type of averaging for stochastic
gradient descent. We consider generalized linear models for conditional exponential
families (such as logistic regression), where the goal is to find the unknown value
of the parameter. Classical approaches, such as Stochastic Gradient Descent (SGD)
with constant step-size are known to converge only to some neighborhood of the
optimal value of the parameter, even with Rupert-Polyak averaging. We propose
the averaging of moment parameters, which we call prediction functions. For finite-
dimensional models this type of averaging surprisingly can lead to negative error, i.e.,
this approach provides us with the estimator better than any linear estimator can
ever achieve. For infinite-dimensional models our approach converges to the optimal
prediction, while parameter averaging never does.

The third main contribution of this thesis deals with Fenchel-Young losses. We
consider multi-class linear classifiers with the losses of a certain type, such that their



dual conjugate has a direct product of simplices as a support. The corresponding
saddle-point convex-concave formulation has a special form with a bilinear matrix
term and classical approaches suffer from the time-consuming multiplication of ma-
trices. We show, that for multi-class SVM losses, under mild regularity assumption
and with smart matrix-multiplication sampling techniques, our approach has an iter-
ation complexity which is sublinear in the size of the data. It means, that to do one
iteration, we need to pay only trice O(n + d + k): for number of classes k, number
of features d and number of samples n, whereas all existing techniques use at least
one of nd, nk or dk arithmetical operations per iteration. This is possible due to the
right choice of geometries and using a mirror descent approach.

Keywords : parameter estimation, moment-matching, constant step-size SGD,
conditional exponential family, Fenchel-Young loss, mirror descent.
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Résumé

Dans cette thése, nous examinons plusieurs aspects de ’estimation des paramétres
pour les statistiques et les techniques d’apprentissage automatique, aussi que les
méthodes d’optimisation applicables a ces problémes. Le but de l'estimation des
parameétres est de trouver les parameétres cachés inconnus qui régissent les données, par
exemple les paramétres dont la densité de probabilité est inconnue. La construction
d’estimateurs par le biais de problémes d’optimisation n’est qu’une partie du prob-
léme, trouver la valeur optimale du parameétre est souvent un probléme d’optimisation
qui doit étre résolu, en utilisant diverses techniques. Ces problémes d’optimisation
sont souvent convexes pour une large classe de problémes, et nous pouvons exploiter
leur structure pour obtenir des taux de convergence rapides.

La premiére contribution principale de la thése est de développer des techniques
d’appariement de moments pour des problémes de régression non linéaire multi-index.
Nous considérons le probléme classique de régression non linéaire, qui est irréalisable
dans des dimensions élevées en raison de la malédiction de la dimensionnalité et c¢’est
pourquoi nous supposons que les données sont en fait une fonction non linéaire de
plusieurs projections linéaires des données. Nous combinons deux techniques exis-
tantes : “average derivative estimator” (ADE) et “Sliced Inverse Regression” (SIR)
pour développer la méthode hybride (SADE) sans certains des aspects faibles de ses
parents : elle fonctionne & la fois dans des modéles multi-index et avec des hypothéses
faibles sur la distribution des données. Nous étendons également cette méthode aux
moments d’ordre élevé. Nous fournissons une analyse théorique des estimateurs con-
struits a la fois pour les cas d’échantillons finis et les cas population.

Dans la deuxiéme contribution principale, nous utilisons un type particulier de
calcul de la moyenne pour la descente stochastique du gradient. Nous considérons des
modeéles linéaires généralisés pour les familles exponentielles conditionnelles (comme
la régression logistique), ou 'objectif est de trouver la valeur inconnue du paramétre.
Les approches classiques, telles que la descente a gradient stochastique (SGD) avec
une taille de pas constante, ne convergent que vers un certain voisinage de la valeur
optimale du parameétre, méme avec le calcul de la moyenne de Rupert-Polyak. Nous
proposons le calcul de la moyenne des paramétres de moments, que nous appelons
fonctions de prédiction. Dans le cas des modéles a dimensions finies, ce type de calcul
de la moyenne peut, de fagon surprenante, conduire a une erreur négative, c¢’est-a-dire
que cette approche nous fournit un estimateur meilleur que tout estimateur linéaire ne
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peut jamais le faire. Pour les modéles a dimensions infinies, notre approche converge
vers la prédiction optimale, alors que le calcul de la moyenne des paramétres ne le
fait jamais.

La troisiéme contribution principale de cette thése porte sur les pertes de Fenchel-
Young. Nous considérons des classificateurs linéaires multi-classes avec les pertes d’un
certain type, de sorte que leur double conjugué a un produit direct de simplices comme
support. La formulation convexe-concave & point-selle correspondante a une forme
spéciale avec un terme de matrice bilinéaire, et les approches classiques souffrent de la
multiplication des matrices qui prend beaucoup de temps. Nous montrons que pour les
pertes SVM multi-classes, sous hypothése de régularité légére et avec des techniques
d’échantillonnage efficaces, notre approche a une complexité d’itération qui est sous-
linéaire dans la taille des données. Cela signifie que pour faire une itération, nous
n’avons besoin de payer que trois fois : O(n + d + k) pour le nombre de classes k,
le nombre de caractéristiques d et le nombre d’échantillons n, alors que toutes les
techniques existantes utilisent au moins une des opérations arithmeétiques nd, nk ou
dk par itération. Ceci est possible grace au bon choix des géométries et a l'utilisation
d’une approche de descente en miroir.

Mots Clés : estimation des paramétres, méthode des moments, SGD & pas con-

stant, famille exponentielle conditionnelle, fonction objectif du Fenchel-Young, de-
scente en miroir.
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Contributions and thesis outline

In Chapter 1 we give a brief overview of parameter estimation, concerning the
method of moments, maximum likelihood and loss minimization problems.

Chapter 2 is dedicated to a special application of method of moments for non-linear
regression. This chapter is based on the journal article: Slice inverse regression with
score functions, D. Babichev, F. Bach, In Electronic Journal of Statistics |

, |. The main contributions of this chapter are as follows:

— We propose score function extensions to sliced inverse regression problems,
both for the first-order and second-order score functions.

— We consider the infinite sample case and show that in the population case our
estimators are superior to the non-sliced versions.

— We consider also finite sample case and show their consistency given the exact
score functions. We provide non-asymptotical bounds, given sub-Gaussian
assumptions.

— We propose to learn the score function as well, in two steps, i.e., first learning
the score function and then learning the effective dimension reduction space, or
directly, by solving a convex optimization problem regularized by the nuclear
norm.

— We illustrate our results on a series of experiments.

In Chapter 3 we consider special type of averaging for Stochastic SGD applied to
generalized linear models. This chapter is based on the conference paper published as
an UAT 2018 paper, which was accepted as an oral presentation: Constant step size
stochastic gradient descent for probabilistic modeling, D. Babichev, F.Bach, Proceed-
ings in Uncertainty in Artificial Intelligence | , |. The main
contributions of this chapter are:

— For generalized linear models, we propose averaging moment parameters in-
stead of natural parameters for constant step size stochastic gradient descent.

— For finite-dimensional models, we show that this can sometimes (and supris-
ingly) lead to better predictions than the best linear model.

— For infinite-dimensional models, we show that it always converges to optimal
predictions, while averaging natural parameter never does.

— We illustrate our finding with simulations on synthetic data and classical



benchmarks with many observations.

In Chapter 4 we develop sublinear method for Fenchel-Young losses, this is joint
work with Dmitrii Ostrovskii. We have submitted this work to ICML 2019 under a
title Sublinear-time training of miticlass classifiers with Fenchel-Young losses, Dmitry
Babichev, Dmitrii Ostrovskii and Francis Bach. The main contributions of this chap-
ter are:

— We develop efficient algorithms for solving the regularized empirical risk min-
imization problems via associated saddle-point problem and using : (i) sam-
pling for computationally heavy matrix multiplication and (ii) right choice of
geometry for mirror descent type algorithms.

— The less aggressive partial sampling scheme is applicable for any loss mini-
mization problem, such that its dual conjugate has a direct product of simlices
as a support. This leads to the cost O(n(d + k)) of one iteration.

— The more aggressive full sampling scheme, applied to multiclass hinge loss
leads to the sublinear cost O(d + n + k) of one iteration.

— We conclude the chapter with numerical experiments.



Chapter 1

Introduction

In this chapter we give the brief overview of two main pillars of this thesis: param-
eter estimation, and optimization (mostly convex minimization and convex-concave
saddle point problems).

1.1 Principles for parameter estimation

Parameter estimation is a branch of statistics and machine learning, that solves
problems of estimation of an unknown set of parameters given some observations.
There are a big variety of different methods and models and we consider the three
probably most famous of them: moment matching, maximum likelihood and risk min-
imization. The main application of parameter estimation is density and conditional
density estimation (and more generally model estimation), which in turn are used in
regression, classification and clustering problems.

1.1.1 Moment matching

Moment matching is a technique for finding the values of parameters, using sev-
eral moments of the distribution, i.e., expectations of powers of random variable.
The method of moments was introduced at least by Chebyshev and Pearson in the
late 1800s (see for example | , | for a discussion). Suppose,
that we have a real valued random variable X drawn from a family of distributions
{7(-10) 106 < ©}.

Given a sample (z1,...,z,), the goal is to estimate the true value of the parame-
ter 6*. The classical approach is to consider the first & moments: u; = E[X?] = ¢;(0),
i1 =1,...,k, and solve the non-linear system of equations to find the estimator 0:

N . ;
H1 = — in = 91(9)>
n =1



Even though the method is called moment matching, it is non necessary to use
moments of random variable, but in general it can use any functions h;(X) as long
as the expectations [ h;(z)f(x]6)dx can be easily computed. This approach can be
extended for the case of random vectors and cross-moments | , |- Now we
discuss some good and bad points of this approach. Also we illustrate the method
on several examples, starting from the toy ones and finishing with state-of-the-art
methods applicable to non-linear regression.

Disadvantages and advantages

The main advantage of this approach is that it is quite simple and the estimators
are consistent under mild assumptions | , |. Also in some cases the solu-
tions can be found in closed form, where maximum likelihood approach may require
a large computational effort.

However in some sense, this approach is inferior to the maximum likelihood ap-
proach and estimators are often biased. In some cases, especially for small samples,
the results can be outside of the parameter space. Also the nonlinear set of equations
may be hard to solve.

Uniform distribution example

Let us start with a simple example, where we need to estimate the parameters
of the one-dimensional uniform distribution: X ~ Ula,b]. The first and the second
moments can be evaluated as p1 = EX = $(a +b) and pp = EX? = £(a® 4 ab + b?).
Solving the system of these two equations, given a sample (z1,...,z,) and using the
sample moments [i; and [ip instead of true ones, we get a formula for estimating
parameters a and b:

(a,b) = (fu — \/ 3(fi2 — ﬂ%)’ fa + \/ 3(fi2 — ﬂ%))

Linear regression example

Consider now a simple linear regression model, where y = 27b + ¢, where y € R,
vectors z,b € R? and error € has a zero expectation. The goal is to estimate the
unknown vector of parameters b. Consider the cross moment E(z'y) = E(2'z"b), for
i =1,...,d, where 2! is the i-th component of z. Replacing the expectations with
empirical ones for the sample (z;,7;), we get the equation:

n B n ’
which is the traditional normal equation | , |- Finally, arranging the

vectors in the matrix X € R™? and y € R", we recover the b = (XTX)1XTy,
Hence in this particular formulation the moment matching estimator coincides with
the ordinary least squares estimator.



Exponential families

Note, that for exponential families with probability density given by f(x|f) =
h(z)exp(0"T(x) — A(), moment matching is equivalent to maximum likelihood es-
timation | ; ]. We discuss this in more details in the next
section.

Score functions

Consider the general non-linear regression problem
y=f(x)+e, xRy ecR, error ¢ independent of the data and Ee = 0.

The ambitious goal is to estimate the unknown function f, given samples (z;,y;).
However it is impossible to solve this problem in this loose formulation, due to the
curse of dimensionality and non-parametric regression setup. Indeed, classical non-
parametric estimation results show that convergence rates with any relevant perfor-
mance measure can decrease as n~/? | , , , |. This
means that the number of sample points n to reach some level of precision is expo-
nential in the dimension d. A classical way to circumvent the curse of dimensionality
is to impose an additional condition: the dependence on some hidden lower dimension
of data. Let us start with a simple assumption:

— g is normal and f(z) = g(w'z), with a matrix w € R¥*,

If £ = 1, this model is called a single-index model and a multi-index in the other
case | , |. In this formulation, the goal is to estimate the unknown matrix
of parameters w € R**? and we can use moment matching techniques. We use again
cross-moments and it is not difficult to show that for a single-index, using Stein’s
lemma, that E(yz) ~ w; | : , , |. Indeed, using independence
of noise, the Gaussian probability density p(r) ~ exp(—z?/2) and integration by
parts:

E(yz) = E((f(z) + £)z) = E(g(w] 2)z) = / g(wl 2)p(e)eds =

~ [ otwlo)Vpla)ds = [ Votul o)z ~ w.
The straightforward extension of this approach uses the notion of score function:
Si(z) = =Vlog p(x),

where p(z) is the probability density of data z. We use a moment matching technique
in the form E(S;(z)y) ~ w; as it is done in | , |- The most recent approach
for multi-index models by | , | and | , | uses
the notion of high-order scores S,,(z) = (—1)’”% (which are tensors) and cross

moments Ely - S,,,(x)] to train neural networks.



Contribution of this thesis

One more extension of the method of moments uses conditional moments E(z|y),
known as Sliced Inverse Regression (SIR, [Li, ) and second order moments
E(xz"|y) (Principal Hessian Directions PHD, |[Li, |) which use a normal dis-
tribution assumption. We develop a new method, combining strong sides of Stein’s
lemma and SIR in Chapter 2 of this thesis. We proposed new approaches (SADE and
SPHD) and develop analysis for both population and sample cases.

1.1.2 Maximum likelihood

Maximum likelihood estimation or MLE is an another classical approach to es-
timate the unknown parameters, maximizing the likelihood function: it means intu-
itively, that the selected parameter makes the data most probable. More formally, let
X = (1,...,x,) be a random sample from a family of distributions {f(-|0) | 6 € ©},
then

0 € argmax £(0; X),
0co
where L£(0;X) = fx(X|0) is the so-called Likelihood function: that is, the joint
probability density for the given realization of sample.

In practice, it is often convenient to work with the negative natural logarithm
of the likelihood function, called the negative log-likelihood: 1(0; X) = —In L(0; X).
If the data (x1,...,z,) are independent and identically distributed, then the joint
distribution density can be written as a product of densities for a single x; and the
average negative log-likelihood minimization problem takes the form:

. 1 <&
argmin (0 ; X) = argmin——Zlnf(xi | 6),
0e® 0e® N

where f(x;]0) is the value of the probability density at the point x;.

Advantages and disadvantages

Under mild assumptions the maximum likelihood estimator is consistent, asymp-
totically efficient and asymptotically normal | , , , |. Even
though for a simple model, solutions can be found in closed form, for more advanced
models, methods of optimization must be used to get the solution. Hopefully the
optimization problem is convex for a wide class of likelihood estimators, such as ex-
ponential families and conditional exponential families | , ,

, |. On the other hand, the optimization problem could be not convex if
we consider for example mixture models. Moreover, maximum likelihood estimators
are robust to mis-specified data: if the real data distribution f* does not come from
the model {f(-|0) | & € O}, we can still use the approach and the solution with
infinity data will be the projection (in the Kullback-Leibler sense) of f* to the set of
allowed distributions.



Example: Exponential families

The probability density for an exponential family can be written in the following
form:

f(x0) = h(z) exp( " T'(x) — A(6)),

where h(z) is the base measure, T'(z) € R? is the sufficient statistics and A the log-
partition function, which is always convex. Note that we do not assume that the
data distribution p(z) comes from this exponential family. Then the average negative
log-likelihood is equal to

R 1<
Uo:2) =~ > [A(0) - 07T,
(0:) = > [AO) 07T (@),
=1
which is a convex problem and can be solved, using any convex minimization ap-
proach. Another view to this problem is moment matching: the solution can be

found as:
/ 1 -
A'(0) = - > T(a),
i=1

where we consider the moment of the sufficient statistics 7'(x). Note, that in a fact
a big variety of classical distributions can be represented in this form: Bernoulli,
normal, Poisson, exponential, Gamma, Beta, Dirichlet and many others. However,
also, there are few which are not for example Student’s distribution and mixtures of
classical distribution are not in this family.

Example: Conditional Exponential families

Now, let us consider the classical conditional exponential families:

fWlz,0) = h(y) - exp(y - no(x) — a(ng(w))).

Again, writing down the average negative log-likelihood, the goal is to minimize
1 n
=5 [ = mola) + alm())]-
i=1

These families are used for regression and classification problems and closely related to
the generalized linear models | , |, if the natural parameter
is linear combination in known basis: 7y(z) = 07 ®(x). On of the most popular choices
of function a'(+) is the sigmoid function da/(t) = o(t) = 1/(1 4 e~ "), which leads to the
logistic regression model. Let us illustrate the connection of logistic regression with a
Bernoulli distribution. Let p be a parameter of Bernoulli distribution with x € {0, 1},
then the probability density is written as:

a(alp) = wlogp — (1 — ) log(1 — p) = wlog T— + log(L - p)



— exp(z - 0 — log(1 + ¢%)),

where 6 = log l%p and hence logistic model is unconstrained reformulation of Bernoulli
model, and the lack of constraint is often seen as a benefit for optimization.

Another common choice is Poisson regression | , |, where a(t) =
exp(t), which is used, when the dependent variable is a count.

Contribution of this thesis

In Chapter 3 of this thesis we consider constant step-size stochastic gradient de-
scent for conditional exponential families. Instead of averaging of parameters 0, we
propose averaging of so-called prediction functions p = a/(07®(x)), which leads to
better convergence to the optimal prediction, especially for infinite-dimensional mod-
els.

1.1.3 Loss functions

One more view to the parameter estimation problem is risk minimization, which
goes beyond the maximum likelihood approach. A non-negative real-valued loss func-
tion /(y,y) measures the performance for classification or regression problem: i.e.,
the difference between prediction g of a and the true outcome y. The expected loss
R(0) = E[l(f(x]0),y)] is called the risk. However, in practice the true distribution
P(z,y) is inaccessible and the empirical risk used instead. Hence, the classical regu-
larized empirical risk minimization problem is written as:

mein%iﬁ(f(xi@,yi) £ A0(0), (1.1.1)

where () is a regularizer, which is used to avoid overfitting. There are several
classical choices of loss function, and we start with in some sense the most intuitive
ones:

0—1 loss

This loss, which is also called misclassification loss is used in classification prob-
lems, where the response y is located in a finite set. The definition speaks for itself:
the loss is zero, in the case of true classification and one in the other case:

((f (i), 4:) =1 = f(xil0) # yi-

It is known to lead to NP-hard problems, even for linear classifiers | ,
, , |. That is why in practice people use a convex relaxation
of the 0 — 1 loss functions (see below).



Quadratic loss

One of the other classical choices for loss function in the case of regression problems
is the quadratic loss:
O(f(ilf) ye) = (f (il6) — )"
It has a simple form, smooth (in contradiction to the ¢; loss) and convex. Thus, the
empirical risk minimization problem becomes mean squared error minimization.
The connection with likelihood estimators can be shown, using the linear model

with Gaussian noise:
y =120+ ¢, where ¢ ~ N(0,07).

Then, the negative log-likelihood is
Uy:a,0) ~ (270 —y)?,

and the empirical likelihood minimization problem for this problem is equivalent to
the mean squared error minimization (but the application of least squares is not
limited to Gaussian noise).

Let us illustrate also a connection of quadratic loss with regression: consider that
we are looking for a function f, such that y = f(x) + ¢, where x € R? and y € R.
Then, the expected loss (risk) can be written as

R(f) = / (f (), y)pla.y) dr dy.

Solving this functional minimization problem for the quadratic loss, we get the solu-
tion f(z) = E,[y|x], which is the conditional expectation of y given x and is known
as the regression function.
Convex surrogates

Here we consider the main examples for convex surrogates of the 0 — 1 loss, which

make the computation more tractable.

Hinge loss. [t is written as

O(f (2:]0),yi) = max(0, 1 — f(z:|0)y:),

and is used in soft-margin support vector machines (SVM) approach introduced in its
modern form by | , |. The method tries to find a hyperplane
which separates the data. In practice, usually regularized problem is considered due
to non-robustness, especially for separable data:

1 n
- Z max (0,1 — y;0x;) | + A[|0]|.
i=1

The classical way of solving the minimization problem is to switch to quadratic



programming problem (originally | : |, see also | ) D-
However, now the most recent approaches are used, such as gradient descent and
stochastic gradient descent types | , -

Logistic loss and Exponential loss. The logistic loss is defined as ¢( f(z;]0),vy;) =
log(1 + exp(—y - f(z4]0))) and the Exponential loss is defined as ¢(f(x;]0),y;) =
exp(—y - f(z;]0)). In fact, these two losses are dictated by maximum log-likelihood
formulations: the logistic loss takes its origin in logistic regression and exponential loss
is used in Poisson regression. Moreover, we can say that every negative log-likelihood
minimization problem is equivalent to loss minimization problem, if we introduce the
corresponding log-likelihood loss. The opposite is typically not true (for example for
the hinge loss).

Graphical representation

We summarize the discussed losses in the Figure 1-1, where we renormalize some
of them to pass through the point (1,0). The dashed line represents the regression
formulation and solid ones are for classification problems.

3 "‘_ Exponential loss
‘,‘ === Hinge loss
‘_ m— (-1 0SS
257 '\‘ = |_0gistic loss
‘.‘ ==== Square loss
2 |
n
o)
w0
L 15
—
1
05
ot ‘
-2 -15

Figure 1-1 — Graphical representation of classical loss functions.

Contribution of this thesis

In Chapter 4 of this thesis we consider so-called Fenchel-Young losses for mul-
ticlass linear classifiers, which extend convex surrogates to the multiclass setting.
This leads to saddle-point convex-concave problems with expensive matrix multipli-
cations. Using stochastic optimization methods for non-Euclidean setup (using mirror
descent) and specific variance reduction techniques we are able to reach sublinear (in
the natural dimensionality of the problem) running time complexity per iteration.
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1.2 Convex optimization

In this section we discuss the basics of convex optimization. Convexity is a pre-
vailing setup for optimization problems, due to the theoretical guarantees for this
class of functions. The classical convex minimization problem is the following:

min f(x),
where X € R is a convex set: for any two points z,y € X and for every o € [0, 1] the
point ax + (1 — )y is also in X. This means, that for any two points inside the set,
the whole segment, connecting these points is also in the set. The function f is convex
as well: for any x,y € X and a € [0,1]: f(ar+ (1—a)y) < af(x)+ (1 —«a)f(y) and
this means, that the epigraph of function f is a convex set: every chord lies above
the graph of a function. It is known for convex minimization problems, that:

— 1If a local minimum exists, it is also a global minimum.
— The set of all global minima is convex (note, that global minimum is not
necessarily unique).

Consider the unconstrained minimization problem, where X = R?. The first property
provides us with the criterion of global minimum: if the function f is differentiable,
then

Vfz*)=0 <« 2" is global minimum.

If the function f is not differentiable, we still can use the criterion, where the gradient
of the function is replaced by a sub-gradient: a generalization of gradient for convex
function which defines the cone of directions in which the function increases |

, 2015]:

df(z*)>0 <« z*is global minimum.
However in practice, only for simple problems the solution can be found in closed

form. For the majority of convex problems computational iterative methods are used,
and the starting point for them are gradient descent or the steepest descent

:Bt—H _ Zl?t _ ’YtVf(ﬁt).

The idea is straightforward: we are looking for the direction in which the function
increases and then descend in the opposite direction. Classical choices for stepsize
are constant and decaying: v, = Ct~*, where a € [0, 1].

We also consider classical assumptions, such that bounded gradients, smoothness
(which requires differentiability) and strong convexity (for more details see | )

) ? ]):

The first definition is the weakest one: bounded gradients, which does not require
differentiability:

Definition 1.1. The function f has bounded gradients (subgradients), if for any

11



x € X and for any g(x) € Of(x):

lg(=)|| < B.
Definition 1.2. The function f is called smooth with Lipschitz constant L if, for all
r,y € X:
L
fly) < f(2) + V@) (y =) + Slly — =,

which is equivalent to, when f is convex,

IVf(z) = Vi)l < Lijz =yl

Definition 1.3. The function f is called strongly convex with constant u if, for all
T,y € X:

fy) = f@) + V@) (y— )+ 5y — o>

The intuitive definition of Lipschitz smoothness is that at every point, the function
f can be bounded above by quadratic function with coefficient L/2, strong convexity
means, that at every point the function f is bounded below by quadratic function
with coefficient /2. A graphical representation of one dimensional case can be found
in Figure 1-2.

Lipschitz bound

Strongly convexity
bound

Figure 1-2 — Graphical representation of Lipschitz smoothness and strong convexity.

1.2.1 Euclidean geometry

Note, that we did not define norms for smoothness and strong convexity. If we
define them as standard Euclidean norms, we reproduce the so-called Fuclidean ge-
ometry and constants L and p correspond to the biggest and the smallest eigenvalues
of Hessians, if the function is twice differentiable.

12



Projected gradient descent

The gradient descent method for constrained problem is called projected gradi-
ent descent (see | : | and references therein) and one iteration is the
following;:

et =TIy (xt - 'ytg(xt)), with g(2') € df(a")

where Ily(z) = argmin ||z — y|| is the Euclidean projection of the point x to the set

yeX
X. We illustrate this approach in Figure 1-3. We can also to look at this equation
through the prism of proximal approaches | , , , | as done
for example in | , |:

1
2 = arg min {<x7g(1’t)> + —|lz — xt||2} ,  where g(z') € 0f(z").
zeX Tt

pt+1/2
gradient step

proximal step

Figure 1-3 — Graphical representation of projected gradient descent: firstly we do
gradient step and then project onto X.

Note, that the proximal operator should be simple, i.e., the structure of the set X
be simple enough to compute it in either in closed form or with a number of iterations
commensurate with the computation of the gradient.

Now we formulate main results for functions with different assumpions (short
proofs can be found for example in | , 1):

Theorem 1.1. Let f be convex with bounded gradients with constant B; the radius

of set X is R, i.e., sup ||z —y|| = 2R. Then the projected gradient descent with
T,yeX

decaying stepsize y; = % satisfies:

Hence in case of bounded gradients we get an 1/v/t convergence rate.

13



Theorem 1.2. Let f be conver and L-smooth on X. Then the projected gradient
descent with constant stepsize v, = % satisfies:

o) = flar) < =D

Hence in case of L-smooth function we get an 1/t convergence rate. If we add an
assumption about strong convexity of the function f, we recover exponential rate:

Theorem 1.3. Let f be p strongly convexr and L-smooth on X. Then the projected

gradient descent with constant stepsize v; = % satisfies:

o+t — 2| < exp (—t- 2) ot =72

Note also that acceleration techniques, proposed by Nesterov can be used to in-

crease the convergence rates. The first work in this direction | ; | was
proposed for smooth functions and unconstrained setup. It improved the rates from
1/t to 1/t%. The case of non-smooth function was considered in | , | and

improved the rates from 1/+/t to 1/t, using a special smoothing technique, which can
be applied to functions with explicit max-structure. Constrained problems were con-
sidered in | , | and | , | with the same convergence
rates.

Note, that Theorems 1.1, 1.2 and 1.3 use Euclidean geometries: definitions of
smoothness and strongly convexity are given with respect with usual Euclidean ge-
ometry. In the next section we extend these result for a more general setup.

1.2.2 Non-Euclidean geometry

The ideas of non-Euclidean approach are to exploit the geometry of the set X
and achieve the rates of projected gradient descent with constants adapting to the
geometry of the set X'. Let us fix an arbitrary norm || || »- and a compact set X € R
We introduce a definition of the dual norm:

Definition 1.4. The norm ||-|| 2 is called the dual norm, if||g||2- =  sup  ¢'w.

2eR%|c] o <1

Now we need to adapt definitions of bounded gradients, smoothness and strong
convexity: (see for example | ) : ) ) (i) we say, that
function f(z) has bounded gradients, if

lgll2- < B for any g(z) € 9f(z).

(ii) we say, that function f(z) is L-smooth with respect to norm || - || o if

IVf(z) = Villa- <lz—y

2
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2+ is dual norm, (iii) p-strongly convex if

where || -

) > f@) + V@) (g =) + Slly =l

The idea of the mirror approach is to consider a so-called potential function ®(z)
(which is also called DGF — distance generating function or mirror map), then switch
to the mirror space (using gradient of potential), do the gradient step in this space,
return back to the main space and project the point to the set X.

Mirror descent

More formally, one step of Mirror descent | : | is
V(22 = VO (x,) — 7,V f(zh),

L e H@E(gjt-&-lm)’

where 1% (2, y) = arg min Bg(,y) is the projection in the Bregman divergence sense:
zeX

Bg(x,y) = ®(x) — ®(y) — VO(y) " (x — y). However, this notation could be difficult to
embrace and | , | introduced the equivalent definition without
switching to the mirror space, and one step of mirror descent can be written as:

1
2 = argmin {(x, Vf(z")) + —By(x, xt)} . (Mirror descent)
Vi

reX

Note the similarity with projected gradient descent. In practice, the potential ®(z)
should be a strictly convex and differentiable function with the following properties:

— ®(z) is 1-strongly convex on X with respect to || - || 2.
— The effective square radius of set X, which is defined as Q = sup ®(z) —

reX
inf ®(x) should be small.
zeX

— The proximal step above should be feasible.

Finally, we can formulate convergence rates for the Mirror descent algorithm for non-
smooth case (a short proof can be found for example in | : E

Theorem 1.4. Let ® be a 1-strongly conver with respect to || - |2 and f be convex

V2Q
with B-bounded gradients with respect to || - || 2. Then mirror descent with v, = B
satisfies:

[20) 1
_t % —t _ %
f(@) — f(*) < B el where T —ggﬂx.

Note, that there are various extensions of mirror descent, such as mirror prox |
, |, Dual Averaging | , | and extentions to saddle point min-
imax problems | : b, , |-

15



One more direction is NoLips approach, where the idea is to get rid of the Lipschitz-
continuous gradient, using convexity condition which captures the geometry of the
constraints | , |-

Examples of geometries

{5 geometry. This is the simplest geometry, which actually corresponds to the
Euclidean case. Indeed, in this case ®(z) = 1||||3 is 1-strongly convex with respect
to the ¢, norm on the whole R?. The Bregman divergence, associated with this norm
is By(z,y) = 3llz — y[|3 and one step of mirror descent is reduced to one step of
projected gradient descent. Note, that Theorem 1.4 is reduced to Theorem 1.1 in this
case.

¢, geometry. This is more interesting choice of geometry, which is also called sim-
plex setup. If we define potential as negative entropy:

d
O(z) = Z x; log x;,
i=1

then, using Pinsker’s inequality, we can show, that ® is 1-strongly convex with re-
spect to 1 norm on the simplex A; = {z € RY : imi = 1}. The Bregman di-
vergence associated with negative entropy is so—calledzfzzé Kullback-Leibler divergence:
By(z,y) = Dxi(z|ly) = ixi log 7t. The effective squared radius of Ay is 2 = logd

and moreover the solutioil for one step of MD can be found in closed form and lead to
so-called multiplicative updates. This implies, that if we minimize function f on the
simplex Ay, such that ||V f||« are bounded, the right choice of geometry give rates
as O (@), whereas the Euclidean geometry give rates only as O (%)

One more classical setup is often used: the ¢; ball can be obtained from the
simplex setup, by doubling the number of variables. Instead of d real values (positive
or negative), we consider 2d positive values and transform the d-dimensional ball to

the 2d-dimensional simplex.

1.2.3 Stochastic setup

In this section we consider stochastic approaches going back to |
: |, where we do not use the gradient V f(z), but evaluate the noisy version
of it: namely a stochastic oracle g(z), such that Eg(z) = Vf(x). The classical
setting in machine learning is when the objective function f is the sampled mean of
observations f; (probably with some regularizer term):

F) = =3 fiw) + R(@),
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and we can choose oracle as f;(z), where i is chosen uniformly from n points. In
fact, all negative log-likelihood minimization and loss minimization problems have
this form. This also applies to the situation of single pass SGD where the bounds are
then on the generalization error. To define the quality of an oracle g(z), we assume
the existence of the moment

2
X

B? = supE[|g(x)
reX

in the non-smooth case, and assume the existence of the variance in the smooth case:
o® = supE||g(z) — Vf(2)[%-,
reX

where the norm depends on the geometry. Let us consider the general Stochastic
Mirror Descent approach:

- 1 . .
2z = argmin {(x, g(x")) + —By(z, xt)} . (Stochastic Mirror Descent)
reX Tt

Now we can formulate the theorem: | ; ; ; ; ; ]

Theorem 1.5. Let ® be a 1-strongly conver with respect to ||-||x and B* be the second

~ : . 4 . 2Q
moment of an oracle g(x). Then Stochastic Mirror Descent with stepsize v, = B—\/f
satisfies:

[2Q) 1 ¢
Ef(z") — f(z*) < B — where T, = ;;xz

Note the similarity of this result with Theorem 1.4: the only difference is that
bounded gradients are replaced with the bounded moment of the oracle.

1.3 Saddle point optimization

In this section we consider saddle point optimization. Consider two convex and
compact sets X € R4 and Y € R%. Let ¢(x,y) : X x Y — R be a function, such
that ¢(-,y) is convex and ¢(z,-) is concave. The goal is to find

mip max ¢(z, y).

A classical example is obtained from Fenchel duality below. We present here results
from | , b, , |, concerning
the mirror descent approach.

Introduce the (sub)gradient field: G(x,y) = <8xgz5(:p,y), —@qﬁ(w,y)) — analogue
of (sub)gradients for saddle point problems. Then subgradients are given by

(gx(fr,y%gy(x,y)) € G(z,y).
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The analogue of bounded gradients is written as:

Definition 1.5. Function ¢(z,y) has bounded gradients, if ||gx(x,y)||x+ < Lx and

gy (z, y)||ly- < Ly for any (z,y) € (X x V).

To evaluate the quality of the point (Z,y) € (X x )), we introduce the notion of
the so-called duality gap:

Definition 1.6. The duality gap is Agua(T,Y) = max o(z,y) — mi)r; o(x,y).
ye pAS

Observe, that the duality gap is the sum of the primal gap max o(T,y) — plx*, y*)
ye

and the dual gap ¢(x*,y*) — mi)rg ¢(z,y). Introduce the variable z = (z,y) and the
TE

set Z = X x ). The main motivation of the duality gap is that it can be controlled
in the following way, similar for the convex optimization:

Aguat(2) < 9(2)"(Z - 2),
where ¢(Z) in the gradient field G(Z), for more details see [1999].

Recall, that in order to apply mirror descent, we firstly need to construct potential
and choose geometries. Let ®y () be a potential, defined for variable the x, such that
it is 1-strongly convex with respect to a norm || - |2 on X. Similarly, let ®y(y) be
a potential, defined for the variable y, such that it is 1-strongly convex with respect
to a norm || - ||z on Y. Let Qy and €2y be the effective square radii of sets X and )
with respect to the corresponding norms.

Ly
m@x( T)+

one step of Saddle Point Mirror Descent (SP-MD) is the following:

Ly

——®y(y), then
Vi

Let us construct the composite potential ®z(z) =

1
1 ¢ argmin {(gt, z) + —Bg (2, zt)} , g e Gy SP-MD
Vi

Finally we can formulate the convergence rates:

Theorem 1.6. Let function ¢(x,y) has a bounded gradients with constants Ly and
Ly. Then SP-MD with stepsize v = \/% satisfies:

yey

max ¢(z',y) — m1nq§ z,7") (\/@ﬁx + \/Q_yﬁy) \/7

Fenchel duality

We finish this introduction with the classical Fenchel duality result which provides
us with the way to switch from convex problems to saddle-point problems. Let us
firstly define the notion of the Fenchel conjugate of the convex function f:

18



Definition 1.7. The function f*(y) given by f* (y) := sup {{(y,x) — f ()| € R"}
15 called the Fenchel conjugate of the function f.

Now we can formulate the theorem [see e.g. : |:

Theorem 1.7. (Fenchel’s duality theorem) Let f : X — R and g: Y — R be
convex functions and A : X — Y be a linear map. Then

inf, {f(x) + g(Afﬁ)} = sup { — [H(ATy) - g*(—y)}-

Finally, we provide the way to switch between primal, dual and saddle point
formulations of the convex problem:

Primal problem : inf {f(x) + g(Ax)}.
Dual problem : sup{ — f*(ATy) — g*(—y)}.
y
Saddle problem : inf sup {f(x) — g (—y) + yTAx}.
Ty

Machine learning motivation. These optimization problems are motivated by
machine learning applications, where x is the parameter to estimate, matrix A the
data, g the loss and f the regularizer (note similarity with regularized empirical
risk minimization (1.1.1)). Dual or saddle problem formulations help to switch to an
equivalent task, which in some sense has a simpler structure, like bilinear saddle-point
problem with composite terms and moreover allows to control the duality gap.
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Chapter 2

Sliced inverse regression with score
functions

Abstract

We consider non-linear regression problems where we assume that the response
depends non-linearly on a linear projection of the covariates. We propose score func-
tion extensions to sliced inverse regression problems, both for the first- order and
second-order score functions. We show that they provably improve estimation in the
population case over the non-sliced versions and we study finite sample estimators
and their consistency given the exact score functions. We also propose to learn the
score function as well, in two steps, i.e., first learning the score function and then
learning the effective dimension reduction space, or directly, by solving a convex op-
timization problem regularized by the nuclear norm. We illustrate our results on a
series of experiments.

This chapter is based on the journal article: Slice inverse regression with score
functions, D. Babichev, F. Bach, In Electronic Journal of Statistics |

Y ]

2.1 Introduction

Non-linear regression and related problems such as non-linear classification are
core important tasks in machine learning and statistics. In this chapter, we consider
a random vector x € R%, a random response y € R, and a regression model of the
form

y=f(z)+e, (2.1.1)
which we want to estimate from n independent and identically distributed (i.i.d.)
observations (z;,v;), ¢ = 1,...,n. Our goal is to estimate the function f from these

data. A traditional key difficulty in this general regression problem is the lack of
parametric assumptions regarding the functional form of f, leading to a problem of
non-parametric regression. This is often tackled by searching implicitly or explicitly
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a function f within an infinite-dimensional vector space.

While several techniques exist to estimate such a function, e.g., kernel methods,
local-averaging, or neural networks [see, e.g., , , , |,
they also suffer from the curse of dimensionality, that is, the rate of convergence of
the estimated function to the true function (with any relevant performance measure)
can only decrease as a small power of n, and this power cannot be larger than a
constant divided by d. In other words, the number n of observations for any level of
precision is exponential in dimension.

A classical way of by-passing the curse of dimensionality is to make extra assump-
tions regarding the function to estimate, such as the dependence on a lower unknown
low-dimensional subspace, such as done by projection pursuit or neural networks.
More precisely, throughout the chapter, we make the following assumption:

(A1) For all x € R4, we have f(z) = g(w'z) for a certain matrix w € R** and

a function g : R¥ — R. Moreover, y = f(z) + ¢ with ¢ independent of x with
zero mean and finite variance.

The subspace of R? spanned by the & columns wy, ..., w;, € R? of w has dimension
less than or equal to k, and is often called the effective dimension reduction (e.d.r.)
space. The model above is often referred to as a multiple-index model | , -
We will always make the assumption that the e.d.r. space has exactly rank k, that is
the matrix w has rank &k (which implies that & < d).

Given w, estimating g may be done by any technique in non-parametric regression,
with a convergence rate which requires a number of observations n to be exponential
in &, with methods based on local averaging (e.g., Nadaraya-Watson estimators) or
on least-squares regression [see, e.g., , , , |. Given the
non-linear function g, estimating w is computationally difficult because the resulting
optimization problem may not be convex and thus leads to several local minima. The
difficulty is often even stronger since one often wants to estimate both the function g
and the matrix w.

Our main goal in this chapter is to estimate the matrix w, with the hope of
obtaining a convergence rate where the inverse power of n will now be proportional
to k and not d. Note that the matrix w is only identifiable up to a (right) linear
transform, since only the subspace spanned by its column is characteristic.

Method of moments vs. optimization. This multiple-index problem and the
goal of estimating w only can be tackled from two points of views: (a) the method
of moments, where certain moments are built so that the effect of the unknown func-
tion g disappears | : : , |, a method that we follow here
and describe in more details below. These methods rely heavily on the model being
correct, and in the instances that we consider here lead to provably polynomial-time
algorithms (and most often linear in the number of observations since only moments
are computed). In contrast, (b) optimization-based methods use implicitly or ex-
plicitly non-parametric estimation, e.g., using local averaging methods to design an
objective function that can be minimized to obtain an estimate of w | , ,

, |. The objective function is usually non-convex and gradient
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descent techniques are used to obtain a local minimum. While these procedures offer
no theoretical guarantees due to the potential unknown difficulty of the optimiza-
tion problem, they often work well in practice, and we have observed this in our
experiments.

In this chapter, we consider and improve a specific instantiation of the method of
moments, which partially circumvents the difficulty of joint estimation by estimating
w directly without the knowledge of g. The starting point for this method is the work
by [ |, which shows, as a simple consequence of Stein’s lemma | ,

|, that if the distribution of x is Gaussian, (A1) is satisfied with k£ =1 (e.d.r. of
dimension one, e.g., a single-index model), and the input data have zero mean and
identity covariance matrix, then the expectation E(yz) is proportional to w. Thus,
a certain expectation, which can be easily approximated given i.i.d. observations,
simultaneously eliminates g and reveals w.

While the result above provides a very simple algorithm to recover w, it has
several strong limitations: (a) it only applies to normally distributed data x, or more
generally to elliptically symmetric distributions | , |, (b) it only
applies to & = 1, and (c¢) in many situations with symmetries, the proportionality
constant is equal to zero and thus we cannot recover the vector w. This has led to
several extensions in the statistical literature which we now present.

Using score functions. The use of Stein’s lemma with a Gaussian random vari-
able can be directly extended using the score function S;(z) defined as the negative
gradient of the log-density, that is, S;(z) = —Vlogp(z) = I%Vp(x), which leads to

the following assumption:
(A2) The distribution of z has a strictly positive density p(x) which is differen-
tiable with respect to the Lebesgue measure, and such that p(z) — 0 when

||| = “+oc.
We will need the score to be sub-Gaussian to obtain consistency results. Given
Assumption (A2), then | | showed, as a simple consequence of integration

by parts, that, for ¥ = 1 and if Assumption (A1) is satisfied, then E(yS;(z)) is
proportional to w, for all differentiable functions g, with a proportionality constant
that depends on w and Vg. This leads to the “average derivative method” (ADE) and
thus replaces the Gaussian assumption by the existence of a differentiable log-density,
which is much weaker. This however does not remove the restriction & = 1, which
can be done in two ways which we now present.

Sliced inverse regression. Given a normalized Gaussian distribution for x (or
any elliptically symmetric distribution), then, if (A1) is satisfied, almost surely in v,
the conditional expectation E(z|y) happens to belong to the e.d.r. subspace. Given
several distinct values of y, the vectors E(z|y) or any estimate thereof, will hopefully
span the entire e.d.r. space and we can recover the entire matrix w, leading to “slice
inverse regression” (SIR), originally proposed by [1989],

[1991], Li [1991]. This allows the estimation with & > 1, but this is still restricted to
Gaussian data. In this chapter, we propose to extend SIR by the use of score functions
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to go beyond elliptically symmetric distributions, and we show that the new method
combining SIR and score functions is formally better than the plain ADE method.

From first-order to second-order moments. Another line of extension of the
simple method of | | is to consider higher-order moments, namely the
matrix E(yza ") € R™4, which, with normally distributed input data x and, if (A1) is
satisfied, will be proportional (in a particular form to be described in Section 2.2.2) to
the Hessian of the function g, leading to the method of “principal Hessian directions”
(PHD) from Li [1992]. Again, k& > 1 is allowed (more than a single projection), but
thus is limited to elliptically symmetric data. However | | proposed
to used second-order score functions to go beyond this assumption. In order to define
this new method, we consider the following assumption:

(A3) The distribution of x has a strictly positive density p(x) which is twice
differentiable with respect to the Lebesgue measure, and such that p(z) and
|Vp(x)|| — 0 when ||z| — +oc.

Given (A1) and (A3), then one can show | : | that E(ySa(x))
will be proportional to the Hessian of the function g, where Sy(z) = V?logp(z) +
S1(2)8(x)" = ﬁV%(m), thus extending the Gaussian situation above where S;
was a linear function and Sy(z), up to linear terms, proportional to zz .

In this chapter, we propose to extend the method above to allow an SIR estimator
for the second-order score functions, where we condition on y, and we show that the
new method is formally better than the plain method of [2014].

Learning score functions through score matching. Relying on score functions
immediately raises the following question: is estimating the score function (when
not available) really simpler than our original problem of non-parametric regression?
Fortunately, a recent line of work | , | has considered this exact problem,
and formulated the task of density estimation directly on score functions, which is
particularly useful in our context. We may then use the data, first to learn the score,
and then to use the novel score-based moments to estimate w. We will also consider
a direct approach that jointly estimates the score function and the e.d.r. subspace,
by regularizing by a sparsity-inducing norm.

Fighting the curse of dimensionality. Learning the score function is still a non-
parametric problem, with the associated curse of dimensionality. If we first learn the
score function (through score matching) and then learn the matrix w, we will not
escape that curse, while our direct approach is empirically more robust.

Note that Hristache, Juditsky and Spokoiny | : | suggested
iterative improvements of the ADE method, using elliptic windows which shrink in
the directions of the columns of w, stretch in all others directions and tend to flat
layers orthogonal to w. Dalalyan, Juditsky and Spokoiny | , |
generalize the algorithm to multi-index models and proved y/n-consistency of the
proposed procedure in the case when the structural dimension is not larger than 4
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and weaker dependence for d > 4. In particular, they provably avoid the curse of
dimensionality. Such extensions are outside the scope of this chapter.

Contributions. In this chapter, we make the following contributions:

— We propose score function extensions to sliced inverse regression problems,
both for the first-order and second-order score functions. We consider the
infinite sample case in Section 2.2 and the finite sample case in Section 2.3.
They provably improve estimation in the population case over the non-sliced
versions, while we study in Section 2.3 finite sample estimators and their con-
sistency given the exact score functions.

— We propose in Section 2.4 to learn the score function as well, in two steps, i.e.,
first learning the score function and then learning the e.d.r. space parameter-
ized by w, or directly, by solving a convex optimization problem regularized
by the nuclear norm.

— We illustrate our results in 2.5 on a series of experiments.

2.2 Estimation with infinite sample size

In this section, we focus on the population situation, where we can compute
expectations and conditional expectations exactly, while we focus on finite sample
estimators with known score functions in Section 2.3 with consistency results in Sec-
tion 2.3.3, and with learned score functions in Section 2.4.

2.2.1 SADE: Sliced average derivative estimation

Before presenting our new moments which will lead to the novel SADE method,
we consider the non-sliced method, which is based on Assumptions (A1) and (A2)
and score functions (the method based on the Gaussian assumption will be derived
later as corollaries). The ADE method is based on the following lemma:

Lemma 2.1 (ADE moment | , ). Assume (A1), (A2), the differentia-
bility of g and the existence of expectation E(g'(w'z)). Then E(Si(z)y) is in the
e.d.r. subspace.

Proof. Since y = f(x) + €, and ¢ is independent of = with zero mean, we have

BS\(a)) = BS)fe) = [ ED oo
= — Rde(x)f(x)dx = /Rd p(z)V f(x)dz by integration by parts,

= w-E(g'(w'2)),

which leads to the desired result. Note that in the integration by parts above, the
decay of p(x) to zero for ||z|| = +o0 is needed. O
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The ADE moment above only provides a single vector in the e.d.r. subspace, which
can only potentially lead to recovery for k = 1, and only if E(¢'(w'z)) # 0, which
may not be satisfied, e.g., if x has a a symmetric distribution and g is even.

We can now present our first new lemma, the proof of which relies on similar
arguments as for SIR | : | but extended to score functions. Note that
we do not require the differentiability of the function g.

Lemma 2.2 (SADE moment). Assume (A1) and (A2). Then, E(Si(x)|y) is in the
e.d.r. subspace almost surely (in y).

Proof. We consider any vector b € R? in the orthogonal complement of the subspace
Span{w;, ..., wy}. We need to show, that b'E(S;(z)|y) = 0 with probability 1. We
have by the law of total expectation

bTE(S(z)y) = E<E(6T81(x)]wrx, W T, Y) |y>

Because of Assumption (A1), we have y = g(w'z) + ¢ with ¢ independent of z, and
thus

E(b'Si(2)w'z,y) =E(b'Si(z)|w'z,e) = E(b'Si(z)|w'z) almost surely.

This leads to
b'E(Si(2)]y) =E[E(b'Si(z)|w'z)|y].

We now prove that almost surely E(b"S;(z)|w'z) = 0, which will be sufficient to
prove Lemma 2.2. We consider the linear transformation of coordinates: 7 = w'z €
R?, where @ = (w1, . .., Wy, Wey1, .. ., Wq) is a square matrix with full rank obtained by
adding a basis of the subspace orthogonal to the span of the k columns of w. Then, if
p is the density of , we have p(x) = (det w)-p(z) and thus Vp(x) = (det w)-w-Vp(T)
and b= @b = 0, ... ,O,Ekﬂ, . ,Ed) € R? (because b L Span{w;,...,w;}). The
desired conditional expectation equals

E(b"S (@)|71,. .., %),

TVPE) _ Vpla)

since WS (T) = ——

= Si(z) and hence b8 (z) = bTw S (7) =

o p(z) p(z)
b'S (7).
It is thus sufficient to show that / 'S, (X)p(T1, ..., Zq)dTpy1 ... dTq = 0, for all
Rd—k
Z1,...,Zg. We have
/ VIS (EB)p(E, . F)dTprr ... dTg=1b" / VHE) - dTprs . .. dTg
Rd—k Rd—k
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d oo oo [o.¢] e
~ op(z) _
:E ba/// %, dz; - ||d$t=0,
Jj=k+1 oo

k+1<t<d
1]

—00 —00

because for any 7 € {k+1,...,n}, / ag—@d%j = 0 by Assumption (A2). This
Lj

leads to the desired result. O

The key differences are now that:
— Unlike ADE, by conditioning on different values of y, we have access to several
vectors E(S; (z)]y) € R4
— Unlike SIR, SADE does not require the linearity condition from [l |
anymore and can be used with a smooth enough probability density.
In the population case, we will consider the following matrix (using the fact that
E(Si(x)) = 0):

Vicov = E[E(Si (2)|y)E(S,(2)ly)7] = Cov[E(Sy(2)ly)] € R™,

which we will also denote E[E(S;(x)|y)®?], where for any matrix a, a®* denotes aa .

The matrix above is positive semi-definite, and its column space is included in the
e.d.r. space. If it has rank £, then we can exactly recover the entire subspace by an
eigenvalue decomposition. When k = 1, which is the only case where ADE may be
used, the following proposition shows that if ADE allows to recover w, so is SADE.
We will also consider the other matrix (note the presence of the extra term y?)

Vi cov = E[°E(S1(2)[y)E(S: (z)]y) "],

because of its direct link with the non-sliced version. Note that we made the weak
assumption of existence of matrices Vi cov and V] ¢qy, which is satisfied for majority
of problems.

Proposition 2.1. Assume (A1) and (A2), with k = 1, as well as differentiability
of g and existence of the expectation Eg'(w'x). The vector w may be recovered from
the ADE moment (up to scale) if and only if E¢'(w'z) # 0. If this condition is
satisfied, then SADE also recovers w up to scale (i.e., V1 cov and Vi ¢oy are different
from zero).

Proof. The first statement is a consequence of the proof of Lemma 2.1. If SADE
fails, that is, for almost all y, E(Si(x)|y) = 0, then E(S;(x)yly) = 0 which implies
that E(S;(x)y) = 0 and thus ADE fails. Moreover, we have, using operator convex-

ity | , |:
Vi cov = E[E(yS1(2)[y)EwSi(2)|y) ] = [EEwS:(2)|y)] [EEYS (2)]y)] " =

T

= [E(ySi(2))] [E(ySi(2))] |
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showing that the new moment is dominating the ADE moment, which provides an
alternative proof of the rank of V] oy being larger than one if E(ySi(z)) # 0. O

Elliptically symmetric distributions. If x is normally distributed with mean
vector p and covariance matrix 3, then we have S;(z) = 37! (z — p) and we recover
the result from [1989]. Note that the lemma then extends to all elliptical
distributions of the form (4 (z — ) "7 (z — 1)), for a certain function ¢ : Rt — R.
See [1989] for more details.

Failure modes. In some cases, slice inverse regression does not span the entire
e.d.r. space, because the inverse regression curve E(S;(x)|y) is degenerated. For
example, this can occur, if k = 1, y = h(w]z) + ¢, h is an even function and w]
has a symmetric distribution around 0. Then E(S;(z)|y) = 0, and thus it is a poor
estimation of the desired e.d.r. directions | : |-

The second drawback of SIR occurs when we have a classification task, for exam-
ple, y € {0,1}. In this case, we have only two slices (i.e., possible values of y) and
SIR can recover only one direction in the e.d.r. space | : |-

| | suggested another way to estimate the e.d.r. space which can handle such
symmetric cases: principal Hessian directions (PHD). However, this method uses the
normality of the vector X. As in the SIR case, we can extend this method, using
score functions to use it for any distribution, which we will refer to as SPHD, which
we now present.

2.2.2 SPHD: Sliced principal Hessian directions

Before presenting our new moment which will lead to the SPHD method, we
consider the non-sliced method, which is based on Assumptions (A1) and (A3) and
score functions (the method based on the Gaussian assumption will be derived later
as corollaries). The method of [2014], which we refer to as “PHD+”
is based on the following lemma (we reproduce the proof for readability):

Lemma 2.3 (second-order score moment (PHD+) | : ). As-
sume (A1),(A3),twice differentiability of function g and existence of the expectation
E(V2g(w'z)). Then E(Sy(x)y) has a column space included in the e.d.r. subspace.

Proof. Since y = f(z) + ¢, and ¢ is independent of x, we have

v2

E(ySa(z)) = E(f(x )f(a)da =

= [Vt w_/mwv%mM=EW%mL

using integration by parts and the decay of p(x) and Vp(z) for ||z|| — oco. This leads
to the desired result since V?f(z) = wV?g(w z)w". This was proved by Li [1992]
for normal distributions. [
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Failure modes. The method does not work properly if rank(E(V2g(w'z))) < k.
For example, if ¢ is linear function, E(V?g(w'z)) = 0 and the estimated e.d.r.
space is degenerated. Moreover, the method fails in symmetric cases, for example,
if g is an odd function with respect to any variable and p(x) is even function, then

rank(E(V2g(w'x))) < k.

We can now present our second new lemma, the proof of which relies on similar
arguments as for PHD [Li, | but extended to score functions (again no differen-
tiability is assumed on g):

Lemma 2.4 (SPHD moment). Assume (A1) and (A83). Then, E(Sy(x)|y) has a
column space within the e.d.r. subspace almost surely.

Proof. We consider any a € R? and b € R? orthogonal to the e.d.r. subspace, and
prove, that aTE(SQ(x)]y)b = 0. We use the same transform of coordinates as in
the proof of Lemma 2.2: 7 = w'z € RY Then V?p(z) = det(w) - oV*p(z)0 ",
b=w'b= 0, ... ,O,Zkﬂ, o ,gd) and we will prove, that E(aTSg(x)b\wa) =0
~T 25 2
almost surely, and @S, (Z)w = 2 Yg(x)w _V plz) = Sy(x). It is sufficient to
p(7) p(z)

show, that for all z1, ..., 7:

/ al 3;(5) .Z-ﬁ(fl, e ,fd)dflﬁ-l .dxg = 0.

Rd—k

We have:

/6T-§2(E)-5-17(%1,...,fd)dfkﬂ...dfd:6T [/v? dxk+1--.dfd] b

Rd—k
- Y G // / P@) . [T =0
07,07 J ! ’
1<i<d —00 —00 k+1<t<d
k+1<5<d t#j
because for any j € {k+1,...,n}: / = 0 due to Assumption (A3),
0z, 895]
which leads to the desired result. O

In order to be able to use several values of y, we will estimate the matrix Vy =
E([E(Sg(x)|y)]2>, which is the expectation with respect to y of the square (in the
matrix multiplication sense) of the conditional expectation from Lemma 2.4, as well
as Vi = E<y2 [E(Sg(x)|y)]2>, and consider the k largest eigenvectors (we made the

weak assumption of existence of matrices V, and V), which is satisfied for majority
of problems). From the lemma above, this matrix has a column space included in
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the e.d.r. subspace, thus, if it has rank k, we get exact recovery by an eigenvalue
decomposition.

Effect of slicing. We now study the effect of slicing and show that in the population
case, it is superior to the non-sliced version, as it recovers the true e.d.r. subspace in
more situations.

Proposition 2.2. Assume (A1) and (A3). The matriz w may be recovered from
the moment in Lemma 2.3 (up to right linear transform) if and only if E[V2g(w )]
has full rank. If this condition is satisfied, then SPHD also recovers w up to scale.

Proof. The first statement is a consequence of the proof of Lemma 2.3. Moreover,
using the Lowner-Heinz theorem about operator convexity | : |:

2 2
Vi = E[E@S:@)y)?] = [EE@S: @MW) = E@sS:@)],
showing that the new moment is dominating the PHD moment, thus implying that
rank[V5] > rank [E(ySs(z))].

Therefore, if rank [E(yS»(x))] = k, then rank[Vj] = k (note that there is not such a
simple proof for V). O

Elliptically symmetric distributions. When x is a standard Gaussian random
variable, then Sy(r) = —I + 22", and thus E([E(Sg(x)|y)]2> = E([[ - Cov(x|y)]2>,
and we recover the sliced average variance estimation (SAVE) method by [2000].
However, our method applies to all distributions (with known score functions).

2.2.3 Relationship between first and second order methods

All considered methods have their own failure modes. The simplest one: ADE
works only in single-index model and has quite a simple working condition :
E[¢'(w' )] # 0. The sliced improvement (e.g., SADE) of this algorithm has a better
performance, however it still suffers from symmetric cases, when the inverse regres-
sion curve is partly degenerated. PHD+ can not work properly in linear models
and symmetric cases. SPHD is stronger than PHD+ and potentially has the widest
application area among four described methods. See summary in Table 2.1.

Our conditions rely on the full possible rank of certain expected covariance ma-
trices. When the function g is selected randomly from all potential functions from
R¥ to R, rank-deficiencies typically do not occur and it would be interesting to show
that indeed they appear with probability zero for certain random function models.

2.3 Estimation from finite sample

In this section, we consider finite sample estimators for the moments we have
defined in Section 2.2. Since our extensions are combinations of existing techniques

30



method main equation score | sliced

ADE E(Si(z)y) first 1no
SADE | E,|E(Si(z)ly)®? first yes
PHD+ E(S2(x)y) second | no

SPHD | E, E((Sg(x)]y)2> second | yes

method single-index multi-index

ADE Elg'(w'z)] # 0 does not work

SADE E, [[E(Si(2)]y|[*| >0 rank E, |E(S(z)]y)®?| =k
PHD+ Elg"(w'z)] #0 rank [E[V2g(z)]] = k
SPHD | E, trE((Sg(x)|y)2) >0 | rankE, E((Sg(x)|y)2> — k

Table 2.1 — Comparison of different methods using score functions.

(using score functions and slicing) our finite-sample estimators naturally rely on ex-
isting work | , , , -

In this section, we assume that the score function is known. We consider learning
the score function in Section 2.4.

2.3.1 Estimator and algorithm for SADE

Our goal is to provide an estimator for Vi coy = ]E[E(Sl(xﬂy)E(Sl(xﬂy)T} =
Cov [E(Sl(x)|y)] given a finite sample (z;,4;), ¢ = 1,...,n. A similar estimator for

Vi coy could be derived. In order to estimate V) coy = Cov []E (S (x)\y)], we will use
the identity

Cov|[Si(z)] = Cov [E(Sl (x)|y)} +E [COV(Sl (x)|y)}

We use the natural consistent estimator 1 > 8;(2;)Si(z;) " of Cov|[S;(z)].
=1

In order to obtain an estimator of ]E[Cov(Sl(x)]y)}, we consider slicing the real

numbers in H different slices, Iy, ..., Iy, which are contiguous intervals that form a
partition of R (or of the range of all y;, ¢ = 1,...,n). We then compute an estimator
of the conditional expectation (S1), = E(Si(x)|y € I,) with empirical averages:
denoting py, the empirical proportion of y;, i = 1,...,n, that fall in the slice I}, (which
is assumed to be strictly positive), we estimate E(S;(x)|y € I),) by

R 1 «
(St = — Zlyielhsl(xi)'

n
Pn

31



We then estimate Cov (S (z)|y € 1) by

n

(Si)eovn = g 3 Lyen, (Su(oi) = (S) (Sie) = (S0n)

=1

Note that it is important here to normalize the covariance computation by nﬁ}}_l
(usual unbiased normalization of the variance) and not %, to allow consistent esti-
mation even when the number of elements per slice is small (e.g., equal to 2).

We finally use the following estimator of V; cov:

n H
. 1 o
Vl,cov = E Z&(%)&(%)T - th : (Sl)cov,h~
i=1 h=1
The final SADE algorithm is thus the following:

— Divide the range of yi,...,y, into H slices Iy,...,Iy. Let p, > 0 be the
proportion of y;, « = 1,...,n, that fall in slice Ij,.

A

— For each slice I, compute the sample mean (Sl)h and covariance (S1)cov

. 1 —
(Sl)h = TL_ﬁh ; ]-yiEIhSl(xi) and

(S)eovi = ——— 3 Tyen (S) — (S0n) (S () — (S)

=1

Tlﬁh—l

N n H N
— Compute V; cov = %Z S(x)S(x:)" = X pn - (S)cova-
i=1 h=1

— Find the k largest eigenvalues and let w0y, ...,y be eigenvectors in R? corre-
sponding to these eigenvalues.

The schematic graphical representation of this method given in Figure 2-1.

Choice of slices. There are different ways to choose slices Iy, ..., Iy:
— all slices have the same length, that is we choose the maximum and the mini-
mum of yy, ..., Yy, and divide the range of y into H equal slices (for simplicity,

we assume that n is a multiple of H),
— we can also use the distribution of y to ensure a balanced distribution of

observations in each slice, and choose I, = (Fy_l((h — 1)/H),F;1(h/H)],

. 1 —

where F(t) = — Z 1,.<: is the empirical distribution function of y. If n is a
n
i=1
multiple H, there are exactly ¢ = n/H observations per slice.

Later on in our experiments, we use the second way, where every slice has ¢ = n/H
points, and our consistency result applies to this situation as well. Note that there
is a variation of SADE, which uses standardized data. If we denote the standardized
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(Sh

Figure 2-1 — Graphical explanation of SADE: firstly we divide y into H slices, let py
be a proportion of y; in slice [,. This is an empirical estimator of P(y € ;). Then
we evaluate the empirical estimator (S;), of E(Sy(z)|y € I,). Finally, we evaluate
weighted covariance matrix and find the k largest eigenvectors.

~1/2

data as S (z:) = [ £ il S1(2,)8:(z,)T] " Si(2:) (Remark 5.3 in [Li, 1991]).

Computational complexity. The first step of the algorithm requires O(n) ele-
mentary operations, the second O(nd?) operations, the third O(Hd?) and the fourth
O(kd?) operations. The overall dependence on dimension d is quadratic, while the
dependence on the number of observations is linear in n, as common in moment-
matching methods.

Estimating the number of components. Our estimation method does not de-
pend on k, up to the last step where the first k largest eigenvectors are selected. A
simple heuristic to select k, similar to the selection of the number of components in
principal component analysis, would select the largest & such that the gap between
the k-th and (k + 1)-th eigenvalue is large enough. This could be made more formal
using the technique of Li [1991] for sliced inverse regression.

2.3.2 Estimator and algorithm for SPHD

We follow the same approach as for the SADE algorithm above, leading to the fol-
lowing algorithm, which estimates Vy = E([E(SQ(.I”:U)P) and computes its principal
eigenvectors. Note that E[E(Sx(2)|y € I)] = E[Sa(z)] = 0.
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— Divide the range of y,...,y, into H slices I,...,Iy. Let p, > 0 be the
proportion of y;, 2 = 1,...,n, that fall in slice I. R
— For each slice, compute the sample mean (Ss)p, of Sa(z): (Sa)p =

1 n
— > LyenSa(w).
=1

n
DPh 2

N H o
— Compute the weighted covariance matrix Vo = >_ pp,(Ss)?, find the & largest
h=1

eigenvalues and let wy, ..., wy be eigenvectors corresponding to these eigenval-
ues.
The matrix V, is then an estimator of ]E([E(Sg(a:)]y)P)

Computational complexity. The first step of the algorithm requires O(n) ele-
mentary operations, the second O(nd?) operations, the third O(Hd?) and the fourth
O(kd?) operations. The overall dependence on dimension d is cubic, hence the method
is slower than SADE (but still linear in the number of observations n).

2.3.3 Consistency for the SADE estimator and algorithm

In this section, we prove the consistency of the SADE moment estimator and the
resulting algorithm, when the score function is known. Following
[1992] and [1995], we can get y/n-consistency for the SADE algorithm
with very broad assumptions regarding the problem.
In this section, we focus on the simplest set of assumptions to pave the way to the
analysis for the nuclear norm in future work. The key novelty compared to
[1992], [1995] is a precise non-asymptotic analysis with precise
constants.
We make the following assumptions:
(L1) The function m : R — R? such that E(¢(x)|y) = m(y) is L-Lipschitz-
continuous.
(L2) The random variable y € R is sub-Gaussian, i.e., such that Ee!(v=F¥) <
em"’/2, for some 7, > 0.
(L3) The random variables £;(x) € R are sub-Gaussian, i.e., such that Eet(® <

e7"’/2 for each component j € {1,...,d}, for some 7, > 0.

(L4) The random variables n; = ¢;(z) — m;(y) € R are sub-Gaussian, i.e., such
that Ee < e™%"/2 for each component j € {1,...,d}, for some 7, > 0.

Now we formulate and proof the main theorem, where || - ||, is the nuclear norm,

defined as || A, = tr(VATA):

Theorem 2.1. Under assumptions (L1) - (L4) we get the following bound on
H]A}I,COU — Vi.covll«: for any 6 < —, with probability not less than 1 — §:
n

A dVd(19572 +217) [ 2442
- * < il 1 e
V1, cov — V1, covl| T 0g —
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+8[/27'?}2 + 167',77'yL\/E + (15773 + 27—42)61\/3 log? 32d*n
n 5

The proof of the theorem can be found in Appendix 2.7.2. The leading term
2
-
iz

is proportional to , with a tail which is sub-Gaussian. We thus get a /n-

consistent estimator or V;. The dependency in d could probably be improved, in
particular when using slices of sizes ¢ that tend to infinity (as done in | ,

-

2.4 Learning score functions

All previous methods can work only if we know the score function of first or
second order. In practice, we do not have such information, and we have to learn
score functions from sampled data. In this section, we only consider the first-order
score function {(z) = S;(x) = —Vlog p(z).

We first present the score matching approach of | |, and then apply
it to our problem.

2.4.1 Score matching to estimate score from data

Given the true score function ¢(x) = Si(z) = —Vlogp(z) and some i.i.d. data
generated from p(x), score matching aims at estimating the parameter of a model for

A

the score function ¢(x), by minimizing a empirical quantity aiming to estimate

Ruel) = 5 [ p@)llt(a) i) Pt

As is, the quantity above leads to consistent estimation (i.e., pushing ? close to 0),
but seems to need the knowledge of the true score £(x). A key insight from
[2005] is to use integration by parts to get (assuming the integrals exist):

R = 5 [ o) 16 + [a) P+ 20(0)V og p(o)] do
= %/de(x)||€($)||2d$+%/Ide(x)||f(x)||2dx+/Rd () TV p(x)dz

—; [l [ il - [ (7-Dpleds

by integration by parts, where (V - {)(z) = Zle aa—:i(x) is the divergence of ¢ at
x| , |-

The first part of the last right hand side does not depend on ¢ while the two other
parts are expectations under p(z) of quantities that only depend on ¢. Thus is can
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we well approximated, up to a constant, by:

n

Rere0) = 5= 3 W) = = (V- D)

=1

Parametric assumption. If we assume that the score is linear combination of
finitely many basis functions, we will get a consistent estimator of these parameters.
That is, we make the following assumption:

(A4) The score function ¢(x) is a linear combination of known basis functions

Wi(x), j = 1,...,m, where ¢/ : R? — R?, that is (z) = > ¢/(x)6;, for
i=1

some 0% € R™. We assume that the score function and its derivatives are
squared-integrable with respect to p(x).
In this chapter, we consider for simplicity a parametric assumption for the score. In
order to go towards non-parametric estimation, we would need to let the number m
of basis functions to grow with n (exponentially with no added assumptions), and
this is an interesting avenue for future work. In simulations in 2.5, we consider a
simple set of basis function which are localized functions around observations; these
can approximate reasonably well in practice most densities and led to good estima-
tion of the e.d.r. subspace. Moreover, if we have the additional knowledge that the
components of x are statistically independent (potentially after linearly transforming
them using independent component analysis | , |), we can use
separable functions for the scores.
We introduce the notation

Pi(z) - V()
U(r) = Lo € R™,

() e Y (x)

so that the score function ¢ we wish to estimate has the form
U(z) =T(z)"0 € R
(V-0 (x)
We also introduce the notation (V - ¥)(z) = : € R™, so that
A (V-0 (a)
(V- )(z) =07 (V- T)(x).
The empirical score function may then be written as:

n

A~

Recorel8 —-eT Z\I/xl )76 — eT(i SV W)(@), (2.4.1)

=1

which is a quadratic function of 6 and can thus be minimized by solving a linear
system in running time O(m? + m?dn) (to form the matrix and to solve the system).
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Given standard results regarding the convergence of = 37" | W(z;)¥(z;)" € R™™
to its expectation and of 23" (V- £)(z;) € R™ to its expectation, we get a \/n-
consistent estimation of §* under simple assumptions (see Theorem 2.2).

2.4.2 Score matching for sliced inverse regression: two-step
approach

We can now combine our linear parametrization of the score with the STR approach
outlined in Section 2.3. The true conditional expectation is

m

E(((2)ly) =Y B (2)ly)6;,

=1

and belongs to the e.d.r. subspace. We consider H different slices Iy, ..., Iy, and the
following estimator, which simply replaces the true score by the estimated score (i.e.,
0* by 0), and highlights the dependence in 0.

The estimator )}I,COV can be rewritten as

n n

]>1,COV = Z Z M E(%’V(%’)T

i=1 j=1 n(’[h(zaj” - 1)

where

a 1 if ¢ # j in the same slice
Y10 otherwise

Using linear property ((x) = ¥(z)"6:

3
3

Vicov(d) = () 0070 (;). (2.4.2)

In the two-step approach, we first solve the score matching optimization problem
to obtain an estimate for the optimal parameters 6* and then use them to get the
k largest eigenvectors of covariance matrix Vi. This approach works well in low
dimensions when the score function can be well approximated; otherwise, we may
suffer from the curse of dimensionality: if we want a good approximation of the score
function, we would need an exponential number of basis functions. In Section 2.4.3,
we consider a direct approach aiming at improving robustness.

Consistency. Let also provide the result of consistency in the case of unknown
score function under Assumption (A4) for the two-step algorithm. We will make the
additional assumptions:
(M1) The random variables ¥/ (z) € R are sub-Gaussian, i.e., such that
Ret(¥(@)-E¥](x) < e™*/2 for some Ty > 0.
(M2) The random variables (V - ¥%)(z) are sub-Gaussian, i.e., such that
Eet(V¥)@)-BVI)(@) < 09at*/2 for some 1oy > 0.
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(M3) The matrix E[U(z)¥(2)"] is not degenerated and we let Ay denote its
minimal eigenvalue.

Theorem 2.2. Let 0 be the estimated 0, obtained on the first step of the algorithm.
Under Assumptions (A1), (A2), (A4), (L1) - (L4) and (M1), (M2), (M3), for
d < 1/n and n large enough, that is, n > ¢ + co log% for some positive constants c¢q

and ¢y not depending on n and §:
/ 48
2log md

9m 2rouy/m Al vm*d
AVd(1957; + 277) + —-E|[¥(2)]3 - HH*H( i ” ”Tif = )
0

V1, cov(07) — Vi cou(B

3\

of)

Now, let us formulate and proof non-asymptotic result about the real and the
estimated e.d.r. spaces. We need to define a notion of distance between subspaces
spanned by two sets of vectors. We use the square trace error R*(w,w) | ,

:

with probability not less than 1 — .

1
R*(w, ) =1— Etr [w - 0], (2.4.3)

where w € R¥*? and @ € R¥*¢ both have orthonormal columns. It is always between
zero and one, and equal to zero if and only if w = w. This distance is closely related
to principal angles notion:

sin ©(w ' w) = diag(sin(cos ™ a1), ..., sin(cos ™ ay),
where o1, .., 0,4 are the singular values of the matrix ' w. Actually, R(w, ) - Vk =
| sin ©(w "w)]| .
We use Davis-Kahan “sin 6 theorem” | , , Theorem V.3.6] in
the following form | : , Theorem 2|:

Theorem 2.3. Let © and ¥ € R4 pe symmetric, with eigenvalues Ay = -+ >
Mg and 5\1,...,5\d respectively. Fix 1 < r < s < d, let k = s —r+1, and let
U= (tp,Ups1,...,us) € RF gnd U= (ur,urﬂ, .. ) € R™* have orthonormal
columns satzsfymg Yuj; = A\ju; and Euj =\ ;U for j=mr,...,s. Let ) = inf{|5\ — Al
A€ [Asy A, ) e (—o0, )\5+1] [)\T_l, +00), where o = +00 and 5\p+1 = —o00. Assume,
that 6 > 0, then:

5 Y-
R(U,U) < 1= ==Zlr (2.4.4)
vk
Using Corollary 4.1 and its discussion by | |, we can derive, that
R(w,w) < [V2(6) — Vl(e)HF, where w and @ are the real and the estimated e.d.r.
Ak — M| VE
spaces respectively. Using Weyl’s inequality | , | =it (o) —
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Vi)l <e = |N\i—XN| <eforalli=1,...,dand taking € = (A\y — Apy1)/2 = A\/2
we get:

ARG
h ek

because || - [|[p < || - ||« We can now formulate our main theorem for the analysis of
the SADE algorithm:

R(w, w) V) = V@)le < Ae/2,

Theorem 2.4. Consider assumptions (A1), (A2),(A4), (L1)- (L4), (M1), (M2),
(M3) and:

(K1) The matriz Vy has a rank k: A, > 0.

For § < 1/n and n large enough: n > ¢, + ¢y log% for some positive constants cq
and co not depending on n and §:

2 48m?3d

R, w) < ———1/2log ———x
( )\/mk\/% &5

9 2 4||b]|72 v/ m3d
d\/3(195r§+273)+TmEH\p(x)Hg.||9*H( TviﬁJr Ib]| 75 v/m )
0

Ao

of)

We thus obtain a convergence rate in 1/4/n, with an explicit dependence on all
constants of the problem. The dependence on dimension d and number of basis
functions m is of the order (forgetting logarithmic terms): O(Zi—ﬁ—l—% 10%||). For k >
1, our dependence on the sample size n is improved compared to existing work such
as | : | (while it matches the dependence for k = 1 with |

, |), but this comes at the expense of assuming that the score functions
satisfy a parametric model.

For a fixed number of basis functions m, we thus escape the curse of dimension-
ality as we get a polynomial dependence on d (which we believe could be improved).
However, when no assumptions are made on score functions, the number m and po-
tentially the norm [|#*|| has to grow with the number of observations n. We are indeed
faced with a traditional non-parametric estiamation problem, and the number m will
need to grow when n grows depending on the smoothness assumptions we are willing
to make on the score function, with an effect on #* (and probably Ao, which we will
neglect in the discussion below). While a precise analysis is out of the scope of the
chapter and left for future work, we can make an informal argument as follows: in
order to approximate the score with precision € with a set of basis function where
160%|| is bounded, we need m(e) basis functions. Thus, we end up with two sources of
errors, an approximation error € and an estimation error of order O(m/(g)*/2/n'/?).
Typically, if we assume that the score has a number of bounded derivatives pro-
portional to dimension or if we assume the input variables are independent and we
can thus estimate the score independently for each dimension, m(e) is of the order
1/eY/", where r is independent of the dimension, leading to an overall rate which is
independent of the dimension.

with probability not less than 1 — 6.
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2.4.3 Score matching for SIR: direct approach

We can also try to combine these two steps to try to avoid the “curse of dimen-
sionality”. Our estimation of the score, i.e., of the parameter 6 is done only to be used
within the SIR approach where we expect the matrix V; coy to have rank k. Thus

when estimating 6 by minimizing ﬁscore(ﬁ), we may add a regularization that penal-
izes large ranks for Vi cov () = 1 >t #W(mi)TQGT\P(@), where we highlight
the dependence on 6 € R™. By enforcing the low-rank constraint, our aim is to cir-
cumvent a potential poor estimation of the score function, which could be enough for
the task of estimating the e.d.r. space (we see a better behavior in our simulations in
2.5).

Introduce matrix £(0) = (¥(z;)'0,...,¥(x,)"0) € R>" and A € R™™ with
Aij = s and A(9) = L AV? g RIxm,

We may then penalize the nuclear norm of A(#), or potentially consider norms
that take into account that we look for a rank k (e.g., the k-support norm on the

spectrum of A(0) | : ). We have,
LA@) . = tr(A0)AB) ) = tr[Vicov(6)?].

Combining two penalties, we have a convex optimization task:

A

R(G) - ﬁseore(8> + A-tr []}I,COV(Q)I/ﬂ . (245)

Efficient algorithm. Following | |, we consider reweighted least-
squares algorithms. The trace norm admits the variational form:

1
Wl = = inf tr(WTD™'W + D).
2 D-0
The optimization problem (2.4.5) can be reformulated in the following way:

0 < argmin Reore(0) + %tr (A(G)TD’IA(9)> and
9

D« (A0)AWB) +21,)"?.

Note that the objective function is a quadratic function of . Decompose matrix
A in the form:

A(0) = 0p A, where A, € R,

k=1
Rearrange the regularizer term:

tr<A(9)TD—1A(9)) Y itr [ekA;D—lAlel} — 079,
k=1 =1
where

Viy = tr [A;Dil.Al}.
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Introduce notation:

A= (Vect(Al), . ,Vect(Am)> € Rdnxm

B= (Vect(Dfl.Al), . ,Vect(DflAm)) € Rémm

then o
y=A"B.

We can now estimate the complexity of this algorithm. Firstly we need to evalu-
ate the quadratic form in ﬁscore(e): it is a summation of n multiplications of m x d
and d x m matrices. Complex1ty of this step is O(nm?d). Secondly, we need to
evaluate matrix matrices D™, A and B using O(d?), O(dHm) and O(m x d2H) oper-
ations respectively. Next, we need to evaluate matrix Y, using O(dnm?) operations.
Finally, evaluating A(6) requires O(dnm) operations, A(#).A(0)" requires O(d*n) op-
erations and evaluation of D requires O(d?) operations. Combining complexities, we
get O(md?n + d® + nm?d) operations, which is still linear in n.

2.5 Experiments
In this section we provide numerical experiments for SADE, PHD+ and SPHD on

different functions f. We denote the true and estimated e.d.r. subspaces as £ and £
respectively, defined from w and w.

2.5.1 Known score functions

Consider a Gaussian mixture model with 2 components in R%:

1 Ty-1
where 0 = (6/10,4/10), = (=1,...,=1),puo = (1,...,1), Xy = Iy, ¥y = 2 1.
(6/ /10), (5;_) pe = ( d ), ¥ 5 o g

Contour lines of this distribution, when d = 2 are shown in Figure 2-2.
The error € has a standard normal distribution. To estimate the effectiveness of
an estimated e.d.r. subspace, we use the square trace error R?(w, )

1 A
R*(w,) =1— —tr[P- P
(w,2) =1~ 2x[P- ]
where w and w are the real and the estimated e.d.r. vectors respectively and P and
P are projectors, corresponding to these matrices. Note, that (2.4.3) is the special
case of this formula with orthonormal matrices.
To show the dominance of SADE over SIR (which should only work for elliptically

41



4 T T T T T T T —SIR
-3t —— SADE
3t 1 al
2r — -5l
—
@
1 oy T6r
¥
N T -7t
or ~—r
3 e
1 <
ol
—2F
_10f
-3r -11
4 . . . . . . . 10 11 12 13 14 15 16
4 3 2 0 1 2 3 4 logyn

Figure 2-3 — Mean and standard devi-
ation of R%(&, ) divided by 10 for the
rational function (2.5.2).

Figure 2-2 — Contour lines of Gaussian
mixture pdf in 2D case.

symmetric distributions), we consider the rational multi-index model of the form

X1

d=10; y=
Y= T (5t )

S +oe (2.5.2)

Here the real e.d.r. space is generated by 2 specific vectors: (1,0,0,...,0) and
(0,1,0,...,0). The number of slices is H = 10, and we consider numbers of obser-
vations n from 210 to 2% equally spaced in logarithmic scale, and we conduct 100
replicates to obtain means and standard deviations of the logarithms of square trace
errors divided by V100 = 10 (to assess significance of differences) as shown in Figure
2-3. Even in this simple model, the ordinary SIR algorithm does not work properly,
because the distribution of the inputs x has no elliptical symmetry. When n — oo,
the squared trace error tends to some nonzero constant depending on the proper-
ties of the density function, whereas SADE shows good performance with slope —1
(corresponding to a /n-consistent estimator).

Now, we compare the moments methods SADE, PHD-, SPHD. Although the goal
of this chapter is to compare moment matching techniques, we compare them with
the state-of-the-art MAVE method | , , , , |-
It is worth noting two properties which we have already discussed concerning these
methods:

1. Sliced methods have a wider application area than unsliced ones: SADE is
stronger than ADE and SPHD is stronger than PHD+.

2. SADE can not recover the entire e.d.r. space in several cases, for example, a
classification task or symmetric cases. For those cases, we should use second-
order methods (i.e., methods based on S,).

3. MAVE works better, but the goal of this chapter is to compare moment-
matching techniques. In Figure 2-12, we provide examples where MAVE suffers
from the curse of dimensionality and performs worse than moment-matching
methods.
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We conduct 3 experiments, where H = 10, d = 10, the error term ¢ has a normal
standard distribution; numbers of observation n from 2!° to 2% equally spaced in
logarithmic scale and we made 10 replicas to evaluate sample means and variations:

— Rational model of the form:

k

y =Y tanh(8z; — 16) - i+ tanh(8z; + 16) - (k+1—i) + /4,  (2.5.3)

=1

where the effective reduction subspace dimension is k& = 2.
Results are shown of Figure 2-4 and we can see, that first-order method
SADE works better, than second-order SPHD + and SPHD works better,
than PHD+, that is slicing make the method more robust.

— Classification problem of the form

Yy = 1m%+2x%>4 + 5/4 (254)

We can see, that the error of SADE is close to 0.5 (Figure 2-5). This means
that the method finds only one direction in the e.d.r. space. Moreover, SPHD

gave better results than PHD+.

— Quadratic model of the form

d=10; y=x1(r1+ 29— 3)+e. (2.5.5)

Both SADE and SPHD show a good performance (Figure 2-6), while PHD+
can not recover the desired projection due to linearity of the function g.

ot ——MAVE
———SADE
SPHD
4 PHD+
(/\
W et
W
S—
‘& 8
N~—
& 101
2
12}
14}
10 11 12 13 14 15

logy n

12

-14 1

—_—
- MAVE
- SADE
SPHD
PHD+

10 11 12 13 14 15
logy n

Figure 2-4 — Mean and standard deviation Figure 2-5 — Mean and standard devia-

of R2(&,€) divided by v/10 for the ratio- tion of R%(E,&) divided by /10 for the
the classification problem (2.5.4).

nal function (2.5.3) with o = 1/4.
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Figure 2-6 — Mean and standard deviation of R?(£,€) divided by /10 for the
quadratic model (2.5.2) with o = 1/4.

2.5.2 Unknown score functions

Now, we conduct numerical experiments for SADE with unknown score functions.
We consider a “toy” experiment and first examine results of the 2-step algorithm. We
consider again a Gaussian mixture model (2.5.1) with 2 components in R?, where
0 = (0.6,0.4), u3 = (=0.5,0.5), u2 = (0.5,0.5), ¥y = 0.3 - I, ¥y = 0.4 - I, with
y = sin(zy + z3) + €, where error € has a standard normal distribution. We choose
these parameters of Gaussian mixture to make sure, that the probability of the vector
X to be in the square [—2,2]? is close to 1.

We chose 100 Gaussian kernels as basis functions:

X — X, |17 .
Vi () :Vexp{ - %},1 < 7,7 < 10,

where X ; form the uniform grid on the square [—2,2]? (note that this does not imply
any notion of Gaussianity for the underlying density, and the Gaussian kernel here
could be replaced by any differentiable local function).

In practice, ¥ in (2.4.1) is close to be degenerated, and we use a regularized
estimator 6% = —(\if + a[T)fl . & instead.

We choose @ = 0.01, 0 = 1 and conduct 100 replicates with numbers of obser-
vations n from 2! to 2'¢ equally spaced in logarithmic scale. The results of the
experiments are presented in Figure 2-7: the square trace error tends to zero as n
increases.

In high dimensions, we can not use a uniform grid because of the curse of di-
mensionality. Instead of this, we will use n Gaussian kernels, centered in the sample
points X;. Note here that we can only recover an approximate score function, but
our goal is the estimation of the e.d.r. subspace.

We use our reweighted least-squares algorithm to solve the convex problem (2.4.5).
We conduct several experiments on functions from the previous section.
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Figure 2-9 — Rational model, d = 10, n = Figure 2-10 — Rational model, d = 20, n =
1000. 2000.

We plot the performance as a function of the kernel bandwidth A to assess the
robustness of the methods. On Figure 2-8 we provide the relationship between the
square trace error and h for quadratic model (2.5.5) for d = 10 and n = 1000. In
Figures 2-9, 2-10, 2-11, we provide the relationship between the square trace error
and o for rational model (2.5.2) for d = 10, n = 1000; d = 20,n = 2000 and
d = 50,n = 5000. We see that for large d, the one-step algorithm is more robust than
the two-step algorithm. Moreover, the experiments show that even with weak score
functions, correct estimation of the e.d.r. space can be performed.

Comparison with MAVE. We consider the rational model (2.5.3) with n =
10000, £ = 10 and dimension d of data in the range [20, 150]. Probability density

p(z) has independent components, each of which has a form of mixture of 2 Gaussians
with weights (6/10,4/10), means (—1,1) and standard variations (1,2). The results
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Figure 2-11 — Rational model, d = 50, n = rational model 2.5.3, n = 10000, & = 10,
5000. d = 20 to 150.

for MAVE, SADE with known score and for SADE with unknown score are shown on
the Figure 2-12. We can see, that both SADE with known and unknown scores lose
in case of low dimension of data, but more resistant to the curse of dimensionality
(as expected as MAVE relies on non-parametric estimation in a space of dimension k,
which is here larger). Moreover, the complexity of our moment-matching technique
is linear in the number of observations n, while MAVE is superlinear.

2.6 Conclusion

In this chapter we consider a general non-linear regression model and the depen-
dence on a unknown k-dimensional subspace assumption. Our goal was direct estima-
tion of this unknown k-dimensional space, which is often called the effective dimension
reduction or e.d.r. space. We proposed new approaches (SADE and SPHD), combin-
ing two existing techniques (sliced inverse regression (SIR) and score function-based
estimation). We obtained consistent estimation for & > 1 only using the first-order
score and proposed explicit approaches to learn the score from data.

It would be interesting to extend our sliced extensions to learning neural net-
works: indeed, our work focused on the subspace spanned by w and cannot identify
individual columns, while | | showed that by using proper ten-
sor decomposition algorithms and second-order score functions, columns of w can be
consistently estimated (in polynomial time).
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2.7 Appendix. Proofs

In this appendix, we provide proofs which were omitted in the chapter.

2.7.1 Probabilistic lemma

Let us first formulate and proof an auxiliary lemma about tail inequalities:

Lemma 2.5. Let X be a non-negative random variable such that for some positive
constants A and B, and all p:

EX? < (Ay/p + Bn'/Pp?)P.
Then, fort > (logn)/2:
P(X > 3AVt + 3Bn'/%?) < 3e7.
Proof. By Markov’s inequality, for every non-negative integer p:
P(X > 3A,/p+3Bn'/Pp?) = P(X? > [3A\/p + 3Bn'/?p?]) <

[Ay/p + Bnl'/rp?p .
= [BAyp + 3Bnt/rp2p
Consider any ¢t > (logn)/2 and p = [t], then:

—-p

P(X > 3AVt +3Bn"'t*) <P(X > 3A/p+3Bn"/Pp?) < e < 3¢,

because function f(t) = 3Av/t + 3Bn'/? increases on [(logn)/2; +00). O

2.7.2 Proof of theorem 2.1

Proof. Let (y(i),x(i)), i = 1,...,n be the ordered data set, where yu) < yp) <
-+ < Ym). The x(;) are called the concomitants of order statistics by [1977].
Introduce double subscripts: £, 1) = E(x@h,l)), Uing) = K(x(gh)), Yh,1) = Yh—1) and

Y(r,2) = Y(2n)-
Introduce firstly alternative matrix (under the weak assumptoin of its existance):

Vi = E[Cov(Si(2)]y)].

We have the following estimator for this matrix, for ¢ = 2, and H =n/c =n/2:

1 H

Vie == (loy = Lonn) (Conny — ()
h=1

Firstly, we estimate a norm of V; g — Vi g and afterwards a norm of V; cov — Vi cov-
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Thus, the deviation from the population version, may be split into four terms as

follows:

H
Vie=Vie = — Y (o — Lo) Cony — tozy) —Emn”

h=1
1 & -
+ﬁ Z (m(y1) — mYn2)) (e — Nn)
h=1
1< -
+ﬁ Z (U(h 1) — 77(h,2)) (m(y(h,l)) - m(y(h,z)))
h=1
1
+ﬁ (m(yn1)) — m(yn2)) (Mym1) — m(y(h,Q)))T
h=1

= Ty+T15+1T5+ 1.

We now bound each term separately.

Bounding 77. We have

H
1
I = n Z L2<y(h71) — Yh,2) Yh1) — y(h,g))T
h=1
1A
trly = |11, < — Z L? - diameter(y1, - - -, Yn)|[Y(n1) — Yin2)|
(Cy—
1
< —L*- diameter(yy, . . ., yn)>
n

The range cannot grow too much, i.e., as logn. Indeed, assuming without loss of
generality that Ey = 0, we have max{y,...,y,} < u/2 and min{y,..., 4.} >
—u/2 implies that the range is less than u, and thus, P(diameter(yy,...,y,) =
u) < P(max{yy,...,yn} = u/2) + P(min{y,...,yn} < —u/2) < nP(y > u/2) +
nP(y < —u/2) < 2nexp(—u?/87;)) by using sub-Gaussianity. Then, by selecting
u? /877 = log(2n) + log(8/d), with get with probability greater then 1 — /8 that

diameter(yy, . . ., yn) < 2v/27,1/log(2n) + log(8/9).

Bounding 75> and 73. We also have

1 .
max{||Tz||«, || T3]|+} < - Z LIy 1Y,z - diameter(ny, ..., nn)
h=1
1
< —L - diameter(y;, . .., y,) - diameter(ny, ..., n,).
n
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Like for T}, the ranges cannot grow too much, i.e., as logn. Similarly
P(diameter((n;)1, ..., (n)n) = u) <

< nP((n;) > u/2) + nP((n;) < —u/2) < 2nexp(—u?/87)).
We thus with get with probability greater then 1 — §/(8d) that

' I{I}aXd} diameter((1;)1, - - -, (7;)n) < 2v27,7/log(2n) + log(8d/9).
7€l

Thus combining the two terms above, with probability greater than 1 — §/4,

(log(2n) + log(8d) + log(1/4)).

8L(LT? + 27,7 \/E)
I T1 [« + [ T2+ + [| T3]« < v - 1Y

Note the term in v/d, which corresponds to the definition of the diameter (s, ... ,7,)
in terms of the fo-norm.

Bounding 7;. We have:

1 H

T, = - Z {77(11,1)77?/1,1) + 77(h,2)77(Th,2) - U(h,z)n(Th,n - 77(h,1)77(Th72)} — Enn’
h=1

1 H

1 n
= - > =02y = Mgy + - > nim =By =Ty + Ty,
h=1 =1

For the second term 7} 5 above, if we select any element indexed by a, b, then
1 n
- Z(m)a(m)b — Enam.
i=1
Using | , , Theorem 2.1], we get

E[(1:)a(n:)s] < A/E(m)iE(n), < 4(277)° = 167,

and
q! _
B[ (m:)a(m)el] < \/E(m:)a"E(m:)," < 201(27)7 = 5 (27)"*167,.

We can then use Bernstein’s inequality | , , Theorem 2.10], to get
that with probability less than e~! then

1 ¢ 72
n Z(m)a(m)b — Enagmy > 2%2? + w/327'$\/1_5/\/ﬁ.
i=1

We can also get upper bound for this quantity, using —n, instead of n,. Thus, with
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og 522
t = log %, we get that all d(d 4 1)/2 absolute deviations are less than 27, (lgT‘s +

210g =5

) , with probability greater than 1 —4/4. This implies that the nuclear norm

8d2 /2108 842
of the second term is less than 2d\/373 (logn“ + 2logn 2 >, because for any matrix

K eRX: K] < dvV|K s, where |5 = mas, K.

H
For the first term, we consider Z = 3" (1)(n,2))a(1(n,1))s, and consider conditioning
h=1

on Y = (y1,...,yn)- A key result from the theory of order statistics is that the n

random variables 1 9), 1), b € {1,...,n/2} are independent given Y | , -
This allows us to compute expectations.
Using Rosenthal’s inequality | , , Theorem 15.11] conditioned

on Y, for which we have E((n(x,2))a(nr,1))s]Y) = 0, we get:
[E(211Y)]"" <
<V/8p[ ZE )a(Mn1))3 !Y}}1/2+p'2[EmgX (o1 Y] )7
<V/3p[ ZE (1n2)2 ()2 Y]] 2 + ZE () () 2T ]2
h
By taking the p-th power, we get:
E(ZPIY) < 27'VE[ S E[((nna)2 (o 2IY])”
h
+ 227 22 E[(nn2) ()5l Y-
h
By now taking expectations with respect to Y, we get, using Jensen’s inequality:
E|Z]P < 2°7'/8p E([Z(ﬁ(h,z))i(ﬁ(h,l))ﬂm)
h

+olpor Z E[((nn2)) (1))}

2-1,/3p E( (5 2t + ()]

h

N
;_x

+ 2P hpP 2p'§ZE[((ﬁ<h,2>)§p+ (001))5"]
2 RFE([S )k + i)
£ 22 B+ o)

N
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Because summing over all order statistics is equivalent to summing over all elements.
Thus, using the bound on moments of (n;)Z, we get:

E|Z]P < 27 1\/_ op/2- 1E<[Z<n) ]p/Q)
4+ 2P 1\/_ 2p/2 IE([Z( )}p/2>_’_2p lpp 2P . 4]9 (27->

We can now use | , , Theorem 15.10], to get
ap/2\1%/P a7 P p/21)\2/P
E([Dm")] ™ < 20D o] + & ([ max((mi)2)?)

p 2/
< 28! + BELY )ty
< 20 x 40270 + 2n2/pE77

p
< (32n+ 712/735(2])!)2/7’)7;7L
< (32n + nz/pps)ﬂ;L
Thus
E|Z|P < 2P4/8p op/2-1 (32n + n2/pp3)p/273p + 2p_1pp .9Pp . 4p!(273)p
< 23p—1pp/2 . op/2-1 ((32n)p/2 +n -p3p/2)7',?p + 23p+17'3pnp2p
< (26p—2pp/2np/2 + np2p[27p/2—2 + 23p+1])7_3p
< (6419 .pp/an/2 +197. anp) Tgp
Thus

EIZ1) < (64 /pnt/2 +19 - ntlip?) 72

Thus, for any 6 < 1/n, using Lemma 2.5 for random variable Z/n with t =

10g(12d ) > (logn)/2 and we obtain:
A 1927’
IP) _ n 1/tt2 <3 7t:>
[2|> i+ = ‘
P Z ].927'3 1 (12d2 n 57T 2 1/10g 12d l (12d2 < ) N
| Z o Viestsh + — og” (55| < 15
Z 19272 15572 )
Pl|Z| > 200, flog(ize) + — 1 Jog?(12e2) | < -2
[n NG og(5) + — og? (12 )} ”

Combining all terms 17, 75,75, Ty 1 and Ty o we get with probability not less than

ol



1-6:

~ 1
IVig — Vigls < . [8L(Lry2 + QTnTy\/E) - log(1edn) 4 2d\/373 log 242 ¢ 1557’3d10g2(%)]

1
o {Qd\/c_ﬁg\ [2log 2 + 1927, d /log g} :

Rearranging terms and replacing § by ¢/2, with probability not less, than 1 — §/2:

195dV/dr? 24?2 8L*72 4 167,71, LVd + 15772dVd .~ , 32d*n
log + Y U log .
NZD ) n )

||1>1,IE —Viglls <

Using expression:
Vl,COV + VI,IE = COV[fl (:)3)]7

A n A
we can suggest estimator for V) cov as Vi cov = % S () l(x)T — Vi
i=1
Applying the triangle inequality:

. . 1 —
[Vicov — Vicovlls < [Vig — Vigl. + Hﬁ > l(@)l(z) " = E(U(z)l(x) ).
i=1

To estimate the second term, we can use the same arguments as for bounding
Ty »: with probability greater than 1 —§/2, || > 0(z;)0(z;) " — E(l(x)l(z)T)]]. is less

=1

2 2
than 2d\/37'e2 (k)g:g + 1/ 210%14?). Finally, combining this bound with bound for

H]A}I,COV — Vi cov||«:

. d\/d(19572 4 277) 242
- * < 2 1
| V1.cov — Vi.cov| n 0g 5 +

8L272 + 1677, LN/d + (15772 + 2r2)dV/d log? 3241
=,

n

2.7.3 Proof of Theorem 2.2

Proof. Using triangle inequality, we get:

[ V1i,cov(07) — f}l,COV(é)H* <
[V1cov(07) — fjl,cov(‘g*)“* + ||1>1,cov(9*) - f}l,COV(é)H* =F1+F. (2.7.1)
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Theorem 2.1 supplies us with non-asymptotic analysis for the F; term: with proba-
bility not less then 1 —¢§/2:

dvd(19572 + 277) 482

1 -
7n og 5 +
8L27’y2 + 16TnTyL\/C_Z + (1577'3 + QTg)d\/E log? 64d*n

n & )

||1>1,cov(9*) — Vicov(0)]« <

(2.7.2)

For the second term, let us firstly analyse the norm ||6* —0||. For simplicity, introduce
notation: C' = 137" W(z,)¥(z;)" € R™™, C = E[¥(z)¥(2)"] € R™™, b =
LS (V- U)(2;) € R™ and b = E[(AV ) (z)] € R™

Let us estimate ||C' — C||r and ||b — b]|. Introduce notation:

Coy = 5 D2 Wela) - Whlwn) — E[We(e) - W(w)]

It can be shown like in the bounding of Ty o term in the Theorem’s 2.1 proof, us-
ing | , , Theorem 2.1] and Bernstein’s inequality | ,
, Theorem 2.10] that with probability less then e™*:

2
cey > 270 4+ /3208t V.
’ n

Taking t = log %?sﬁ we show that:

lo 2m2d 210 2m?2d
875 A) <
n n

P ||C—Clr > 272 m3d(

According to assumption (M2) and Hoeffding bound:

~ t *27#
P [u@ b > —] < PR,
n

combining inequalities for all m components of b, we have:

B b > Y™
vn

log ’;22] < 0.

Now, let estimate [|6* — 0):

~

0 —0=C"—C=Cbo—b)+(C'=C=

oy < Jo=bl | bl 1€ = Clly.
)\min(C> >\min<c) : )\mln(C)
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For n large enough (for some constants ¢; and ¢y, not depending on n and §: n >
¢+ elog ) [IC = C <

A )\min C .. . . 7 A
1 Amin(C) = 2( ), hence, combining 3 estimations for ||b — b||, ||[C' — C/|| and for

min

with probability more, than 1 — /12 hence for this

Amin(C'), we obtain estimation for ||6* — ||: with probability not less, than 1 — §/4:

16" — 8]l <

2 2 2.7.3)
2HbH 10g 24m?d 2 10g 24m=d (

27 \/m 12m 2

ﬁzim(o) QIngT + 2. (C) -QT\me3d - S 4+ . s

min

Consider now (a,b) element of Vi cov(6*) — Vi cov(d) (using 2.4.2):

m

[%,COV(G*) - vl,cov ] Z |[h ZO‘; j| — ;1 \IJ(xl)Z‘\Il(x])f - |0265 — éaéﬁ| <
2n Z I =1 ﬁz (W] + [2))] - 10205 — 0udsl <
> % Do)+ [‘Ii(arz) ] ] - 1626% — 6.0
a,8=1 i=1 i—1

because every row of binary matrix {a;;}, has exactly |I,(i,7)| — 1 non-zero

ij=1,n
elements.

Now, let us estimate desired norm:

nd 2 [UF ()
V1cov(07)=Vicov (D). < m- 2121 (20107 [[+110—-0"11)- 10 —07[| (2.7.4)
k=1 =1
Using again | , , Theorem 2.1] and Bernstein’s inequal-
ity | , , Theorem 2.10| with probability not less then 1 — 4/8:

16md

N2
d i=1 2 2 log 5 2 log 16(§nd
> = <E[Y@)[} + 2mdr) | ==+ (2.7.5)

n

For n large enough (for some constants ¢; and ¢y, not depending on n and §: n >
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c1 + ¢o log %):

n

n o d > V(@) 3
§ { E = < §E||\I/(x)||§ with probability no less then 1 — §/8,
n

k=1 =1

and
(2167 + |0 — 67||) < 3||0*|| with probability no less then 1 — §/8

. P 9 .
Mrcov(67) = Vicov(O)l. < m - SE[(@)]5 - 116

2Ty /M 2[|0|| ) log 24m?d 2 log 24m’a
————/2log 12m 972/ m3d 5 5
[ﬁkmm IR (o) B A n TV a

min

with probability not less then 1—4§/2. Combining and simplifying obtained inequality
and (2.7.2) we obtain final inequality: with probablility not less, then 1 — 4:

. X 1 48m*d
[Vicov(0") = Vicov(0) ]« < NG 2log 5%
2Ty wy/ 40| T2 v/m3d 1
[d\/a(19573+275)+%mlﬁzuqf(x)ug-He*u( T 4 | ”Tif = ) +O(E)'
0 0

]
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Chapter 3

Constant step-size Stochastic
Gradient Descent for probabilistic
modeling

Abstract

Stochastic gradient methods enable learning probabilistic models from large
amounts of data. While large step-sizes (learning rates) have shown to be best for
least-squares (e.g., Gaussian noise) once combined with parameter averaging, these
are not leading to convergent algorithms in general. In this chapter, we consider gen-
eralized linear models, that is, conditional models based on exponential families. We
propose averaging moment parameters instead of natural parameters for constant-
step-size stochastic gradient descent. For finite-dimensional models, we show that
this can sometimes (and surprisingly) lead to better predictions than the best linear
model. For infinite-dimensional models, we show that it always converges to optimal
predictions, while averaging natural parameters never does. We illustrate our findings
with simulations on synthetic data and classical benchmarks with many observations.

This chapter is based on the conference paper published as a Uncertainty in
Artificial Intelligence (UAI) 2018 paper, which was accepted as an oral presenta-
tion | : |

3.1 Introduction

Faced with large amounts of data, efficient parameter estimation remains one of
the key bottlenecks in the application of probabilistic models. Once cast as an opti-
mization problem, for example through the maximum likelihood principle, difficulties
may arise from the size of the model, the number of observations, or the potential
non-convexity of the objective functions, and often all three | ,

: , 2012)].

o7



In this chapter we focus primarily on situations where the number of observations
is large; in this context, stochastic gradient descent (SGD) methods which look at one
sample at a time are usually favored for their cheap iteration cost. However, finding
the correct step-size (sometimes referred to as the learning rate) remains a practical
and theoretical challenge, for probabilistic modeling but also in most other situations
beyond maximum likelihood | : |-

In order to preserve convergence, the step size 7, at the n-th iteration typically
has to decay with the number of gradient steps (here equal to the number of data
points which are processed), typically as C/n® for a € [1/2,1] [see, e.g.,

, , , |. However, these often leads to slow convergence
and the choice of o and C is difficult in practice. More recently, constant step-
sizes have been advocated for their fast convergence towards a neighborhood of the
optimal solution | , |, while it is a standard practice in many
areas | , |. However, it is not convergent in general and thus
small step-sizes are still needed to converge to a decent estimator.

Constant step-sizes can however be made to converge in one situation. When the
functions to optimize are quadratic, like for least-squares regression, using a constant
step-size combined with an averaging of all estimators along the algorithm can be
shown to converge to the global solution with the optimal convergence rates |

, 2013, , 2016].

The goal of this chapter is to explore the possibility of such global convergence with
a constant step-size in the context of probabilistic modeling with exponential families,
e.g., for logistic regression or Poisson regression | , |. This would lead
to the possibility of using probabilistic models (thus with a principled quantification
of uncertainty) with rapidly converging algorithms. Our main novel idea is to replace
the averaging of the natural parameters of the exponential family by the averaging
of the moment parameters, which can also be formulated as averaging predictions
instead of estimators. For example, in the context of predicting binary outcomes
in {0, 1} through a Bernoulli distribution, the moment parameter is the probability
p € [0,1] that the variable is equal to one, while the natural parameter is the “log
odds ratio” log ﬁ, which is unconstrained. This lack of constraint is often seen
as a benefit for optimization; it turns out that for stochastic gradient methods, the
moment parameter is better suited to averaging. Note that for least-squares, which
corresponds to modeling with the Gaussian distribution with fixed variance, moment
and natural parameters are equal, so it does not make a difference.

More precisely, our main contributions are:

— For generalized linear models, we propose in Section 3.4 averaging moment
parameters instead of natural parameters for constant-step-size stochastic gra-
dient descent.

— For finite-dimensional models, we show in Section 3.5 that this can sometimes
(and surprisingly) lead to better predictions than the best linear model.

— For infinite-dimensional models, we show in Section 3.6 that it always converges
to optimal predictions, while averaging natural parameters never does.

— We illustrate our findings in Section 3.7 with simulations on synthetic data
and classical benchmarks with many observations.
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Figure 3-1 — Convergence of iterates 6,, and averaged iterates 0, to the mean 57 under
the stationary distribution .

3.2 Constant step size stochastic gradient descent

In this section, we present the main intuitions behind stochastic gradient descent
(SGD) with constant step-size. For more details, see [2017]. We
consider a real-valued function F' defined on the Euclidean space R? (this can be
generalized to any Hilbert space, as done in Section 3.6 when considering Gaussian
processes and positive-definite kernels), and a sequence of random functions (f,,)n>1
which are independent and identically distributed and such that Ef,(6) = F(6) for
all # € RY. Typically, F' will the expected negative log-likelihood on unseen data,
while f,, will be the negative log-likelihood for a single observation. Since we require
independent random functions, we assume that we make single pass over the data,
and thus the number of iterations is equal to the number of observations.

Starting from an initial 6, € R, then SGD will perform the following recursion,
from n = 1 to the total number of observations:

Since the functions f,, are independent, the iterates (6,,),, form a Markov chain. When
the step-size 7, is constant (equal to 7) and the functions f, are identically dis-
tributed, the Markov chain is homogeneous. Thus, under additional assumptions [see,
e.g., , , , |, it converges in distribution
to a stationary distribution, which we refer to as m,. These additional assumptions
include that 7 is not too large (otherwise the algorithm diverges) and in the tradi-
tional analysis of step-sizes for gradient descent techniques, we analyze the situation
of small 7’s (and thus perform asymptotic expansions around v = 0).

The distribution 7, is in general not equal to a Dirac mass, and thus, constant-
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step-size SGD is not convergent. However, averaging along the path of the Markov
chain has some interesting properties. Indeed, several versions of the “ergodic theo-
rem” [see, e.g., , | show that for functions g from R? to any
vector space, then the empirical average - LS~ 1 9(0;) converges in probability to the
expectation [ g(6)dr.(0) of g under the statlonary distribution 7. This convergence
can also be quantified by a central limit theorem with an error whichs tends to a
normal distribution with variance proportional equal to a constant times 1/n.

Thus, if denote 6, = nLH > i obs, applying the previous result to the identity
function g, we immediately obtain that 6,, converges to 6., = [ 0dn,(0), with a squared
error converging in O(1/n). The key question is the relationship between ., and the
global optimizer 6, of F', as this characterizes the performance of the algorithm with
an infinite number of observations.

By taking expectations in Eq. (3.2.1), and taking a limit with n tending to infinity
we obtain that

/VF ) (6) = 0, (3.2.9)

that is, under the stationary distribution ., the average gradient is zero. When the
gradient is a linear function (like for a quadratic objective F'), this leads to

VF (/ edm(e)) = VF(0,) =0,

and thus 9_7 is a stationary point of F' (and hence the global minimizer if F' is convex).
However this is not true in general.

As shown by [2017], the deviation 0, — 0, is of order v, which is
an improvement on the non-averaged recursion, which is at average distance O(y/?)
(see an illustration in Figure 3-1); thus, small or decaying step-sizes are needed. In
this chapter, we explore alternatives which are not averaging the estimators 64, ...,0,,
and rely instead on the specific structure of our cost functions, namely negative log-
likelihoods.

3.3 Warm-up: exponential families

In order to highlight the benefits of averaging moment parameters, we first consider
unconditional exponential families. We thus consider the standard exponential family

q(|0) = h(z) exp(0 T'(z) — A(0)),

where h(z) is the base measure, T'(z) € R? is the sufficient statistics and A the
log-partition function. The function A is always convex [see, e.g.,

, , , |. Note that we do not assume that the data distribution
p(z) comes from this exponential family. The expected (with respect to the input
distribution p(x)) negative log-likelihood is equal to

F(@) = —Ep(x)logq(ﬂ@)
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= A(Q) — QTEP(I)T(JZ) — ]Ep(x) log h(ZL‘)

It is known to be minimized by 6, such that VA(0,) = E,,)T(z). Given ii.d. data
(n)n>1 sampled from p(x), then the SGD recursion from Eq (3.2.1) becomes:

Op = 0n1 — V[VA(Hn—l) - T(fEn)],

while the stationarity equation in Eq. (3.2.2) becomes

[ (940 - By r@)in,0) =0,

which leads to
/ VA)dr, () = By T(x) = VA(6.).

Thus, averaging VA(6,) will converge to VA(6,), while averaging 6, will not
converge to #,. This simple observation is the basis of our work.

Note that in this context of unconditional models a simpler estimator exists, that
is, we can simply compute the empirical average - ZZ L T'(z;) that will converge to
VA(H ). Nevertheless, this shows that averaging moment parameters VA(0) rather
than natural parameters 6 can bring convergence benefits. We now turn to conditional
models, for which no closed-form solutions exist.

3.4 Conditional exponential families

Now we consider the conditional exponential family

q(ylz, ) = h(y) exp (y - mo(x) — a(ne(x))).

For simplicity we consider only one-dimensional families where y € R — but our
framework would also extend to more complex models such as conditional random
fields | : ]. We will also assume that h(y) = 1 for all y to avoid
carrying constant terms in log-likelihoods. We consider functions of the form ny(z) =
07 ®(x), which are linear in a feature vector ®(z), where ® : X — R? can be defined
on an arbitrary input set X. Calculating the negative log-likelihood, one obtains:

fn(0) = —log q(ynl|z,0) = —yn(I)(xn)TQ + a(@(xn)e),

and, for any distribution p(z,y), for which p(y|z) may not be a member of the con-
ditional exponential family,

F(e) = Ep(zn,yn)fn(e)
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The goal of estimation in such generalized linear models is to find an unknown pa-
rameter 6 given n observations (z;, y;)i—1,.n:

0. = argmin F'(6). (3.4.1)
HeR?

3.4.1 From estimators to prediction functions

Another point of view is to consider that an estimator § € R? in fact defines
a function n : X — R, with value a natural parameter for the exponential family
q(y) = exp(ny — a(n)). This particular choice of function 7, is linear in ®(x), and
we have, by decomposing the joint probability p(z,,y,) in two (and dropping the
dependence on n since we have assumed i.i.d. data):

F(0) = By (Epiyior [ — y®(2) 70 + a(@(2)70)] )

= By (= Epiory®(@) 70 + a(@(2) 7))
- ‘F(TM)v

with F (1) = Epa) (= Epe)y - n(z) + a(n(z))) is the performance measure defined for
a function n: X — R. By definition F(0) = F(n) = F(0T®(-)).

However, the global minimizer of F(n) over all functions n : X — R may not be
attained at a linear function in ®(z) (this can only be the case if the linear model
is well-specified or if the feature vector ®(z) is flexible enough). Indeed, the global
minimizer of F is the function n. : z — (a/) " (Epyey) (starting from F(n) =
[ la(n(x)) = Epgaiyy - n(z)]p(x)dz and writing down the Euler - Lagrange equation:
o~ oy =0 [d0) — Eyapyy]p(z) = 0 and finally n — (a/)"! (Eyly)y)) and
is typically not a linear function in ®(z) (note here that p(y|z) is the conditional
data-generating distribution).

The function 7 corresponds to the natural parameter of the exponential family,
and it is often more intuitive to consider the moment parameter, that is defining
functions i : X — R that now correspond to moments of outputs y; we will refer to
them as prediction functions. Going from natural to moment parameter is known to
be done through the gradient of the log-partition function, and we thus consider for
n a function from X to R, pu(-) = d’(n(+)), and this leads to the performance measure

Note now, that the global minimum of G is reached at

fos () = Epy|a) Y-

We introduce also the prediction function p,(x) corresponding to the best n which is
linear in ®(z), that is:

ps(z) = d' (0] @()).
We say that the model is well-specified when p, = p.., and for these models,
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Figure 3-2 — Graphical representation of reparametrization: firstly we expand the
class of functions, replacing parameter § with function n(-) = ®'(-)0 and then we do
one more reparametrization: pu(-) = a’(n(-)). Best linear prediction pu, is constructed
using 0, and the global minimizer of G is ... Model is well-specified if and only if

infy F'(#) = inf, G(p). However, in general, we only have infy F'(§) > inf, G(p) and
(very often) the inequality is strict (see examples in our simulations).

To make the further developments more concrete, we now present two classical
examples: logistic regression and Poisson regression.

Logistic regression. The special case of conditional family is logistic regression,
where y € {0,1}, a(t) = log(1 +e™") and d/(t) = o(t) = 1= is the sigmoid function
and the probability mass function is given by p(y|n) = exp(ny — log(1 + €)).

Poisson regression. One more special case is Poisson regression with y € N, a(t) =
exp(t) and the response variable y has a Poisson distribution. The probability mass
function is given by p(y|n) = exp(ny — €' — log(y!)). Poisson regression may be
appropriate when the dependent variable is a count, for example in genomics, network
packet analysis, crime rate analysis, fluorescence microscopy, ete. | ) -

3.4.2 Averaging predictions

Recall from Section 3.2 that 7, is the stationary distribution of 6. Taking expec-
tation of both parts of Eq. (3.2.1), we get, by using the fact that =, is the limiting
distribution of #,, and 6,,_;:

B, (6.)0n
= Eﬂ-’y(en—l)en_l - VEWW(Gn—l)Ep(xnvyn)f;L(en_l)7
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which leads to Er_ 6)Ep, y.)V fn(8) = 0, that is, now removing the dependence on n
(data (x,y) are i.i.d.):

Er,0Bpte) | — 90 (2) + a (0(2)0) @(x)] =0,

which finally leads to

E,0) [Em(g)a’(@(ax)TG) s (x)] ®(z) = 0. (3.4.2)

This is the core equation our method relies on. It does not imply that b(z) =
Er @' (®(x)"0) — prye(z) is uniformly equal to zero (which we want), but only that
E,)®(x)b(xz) = 0, i.e., b(x) is uncorrelated with ®(z).

If the feature vector ®(z) is “large enough” then this is equivalent to b = 0. For
example, when ®(z) is composed of an orthonormal basis of the space of integrable
functions (like for kernels in Section 3.6), then this is exactly true. Thus, in this
situation,

u**() E. @od (®(z)"0), (3.4.3)
"6n),

and averaging predictions a( along the path (6,) of the Markov chain
should exactly converge to the optlmal prediction.

This exact convergence is weaker (requires high-dimensional fatures) than for the
unconditional family in Section 3.3 but it can still bring surprising benefits even when
® is not large enough, as we present in Section 3.5 and Section 3.6.

3.4.3 Two types of averaging

Now we can introduce two possible ways to estimate the prediction function p(z).

Averaging estimators. The first one is the usual way: we first estimate parameter
0, using Ruppert-Polyak averaging | : |: 6, = HLH Yoot and
then we denote

fin(@) = (@(2)'6,) = o' (0(2) 71 1L, 6,)

the corresponding prediction. As discussed in Section 3.2 it converges to ji, :  —
a'(®(x)70,), which is not equal to in general to a/(®(x)"6,), where 6, is the optimal
parameter in R%. Since, as presented at the end of Section 3.2, Q_W — 0, is of order
O(v), F(0,) — F(0.) is of order O(y?) (because VF(6,) = 0), and thus an error of
O(~?) is added to the usual convergence rates in O(1/n).

Note that we are limited here to prediction functions which corresponds to linear
functions in ®(z) in the natural parameterization, and thus F(6.) > G (), and the

1. Let ®(2) = (¢1(2),...,¢n(z))" be an orthogonal basis and b(z) = > i, ¢;¢;(z) +£(z), where
e(x) is small if the basis is big enough. Then E,,)®(x)b(z) = 0 < E¢;(z) [ Y1 cigi(z) +e(z)] =0
for every i, and due to the orthogonality of the basis and the smallness of £(z): ¢; - E,,)¢*(z) = 0
and hence ¢; =~ 0 and thus b(z) = 0.
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inequality is often strict.

Averaging predictions. We propose a new estimator

_ 1 —

finl) = —— > (6] B(a))

n-+1 —

In general G(fi,) — G () does not converge to zero either (unless the feature vector ®
is large enough and Eq. (3.4.3) is satisfied). Thus, on top of the usual convergence in
O(1/n) with respect to the number of iterations, we have an extra term that depends
only on 7, which we will study in Section 3.5 and Section 3.6.

We denote by fi,(z) the limit when n — oo, that is, using properties of converging
Markov chains, fi,(z) = E, ga'(®(x)"6).

Rewriting Eq. (3.4.2) using our new notations, we get:

E[(pn(2) — fiy (2))B(,)] = 0.

When @ : R — R? is high-dimensional, this leads to fi.. = [i, and in contrast to fi,
averaging predictions potentially converge to the optimal prediction.

Graphical representation. We propose a schematic graphical representation of
averaging estimators and averaging predictions in the Figure 3-3.

Computational complexity. Usual averaging of estimators | ,
| to compute
fin(w) = a'(®(x) " 0)

is simple to implement as we can simply update the average 0, with essentially no
extra cost on top the complexity O(nd) of the SGD recursion. Given the number n of
training data points and the number m of testing data points, the overall complexity
is O(d(n +m)).

Averaging prediction functions is more challenging as we have to store all iter-
ates 0;, 1=1,...,n, and for each testing point x, compute

n

> d(67 o).

1=0

_ 1
() = n+1

Thus the overall complexity is O(dn + mnd), which could be too costly with many
test points (i.e., m large).

There are several ways to alleviate this extra cost: (a) using sketching tech-
niques | ) |, (b) using summary statistics like done in applications of
MCMC | ; |, or (c¢) leveraging the fact that all iterates 6; will end up
being close to 6, and use a Taylor expansion of ' (6" ®(z)) around 6,,. This expansion
is equal to:

a(®(2)"0,) + (0 —0,) ®(x)-a"(P(z)"0,)+
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b = p(6y)
Hoix = Epylz)y

p(z) =a' (®(x)"0)

o, = H(én)

_ 1 =
_ 5.
iy, n+1;u( )

Space of parameters @

Space of predictions [

Figure 3-3 — Visualisation of the space of parameters and its transformation to the
space of predictions. Averaging estimators in red vs averaging predictions in green.
15 is optimal linear predictor and p.. is the global optimum.

45 ((0-8)T0(@))? o (@()T,) + O(I0 ~ B, ).

Taking expectation in both sides above leads to:

fn () & s () + 5 B(2) cov (6) - B(x) - "' (B B()),

where cov (6) is the covariance matrix of § under 7. This provides a simple correction
to fi,, and leads to an approximation of i, (z) as

i) + 5 () Tcov,(6) B(a) - o (5, @ (x),

where cov, () is the empirical covariance matrix of the iterates (6;).

The computational complexity now becomes O(nd? + md?), which is an improve-
ment when the number of testing points m is large. In all of our experiments, we
used this approximation.

3.5 Finite-dimensional models

In this section we study the behavior of A(7y) = G (fty)—G (414 for finite-dimensional
models, for which it is usually not equal to zero. We know that our estimators ji,, will
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converge to i, and our goal is to compare it to A(y) = G(f1,) —G(u.) = F(6,)—F(6.)
which is what averaging estimators tends to. We also consider for completeness the
non-averaged performance A(y) = E. o) [F(0) — F(6.)].

Note that we must have A(y) and A(7y) non-negative, because we compare the
negative log-likelihood performances to the one of of the best linear prediction (in
the natural parameter), while A(7y) could potentially be negative (it will in certain
situations), because the the corresponding natural parameters may not be linear in
O (x).

We consider the same standard assumptions as [ |, namely
smoothness of the negative log-likelihoods f,,(0) and strong convexity of the expected
negative log-likelihood F'(6). We first recall the results from [2017].

See detailed explicit formulas in the supplementary material.

3.5.1 Earlier work

Without averaging. We have that A(y) = vB + O(~*?), that is v is linear in 7,
with B non-negative.

Averaging estimators. We have that A(y) = 72B+0(7"/?), that is A is quadratic
in 7, with B non-negative. Averaging does provably bring some benefits because the
order in +y is higher (we assume 7 small).

3.5.2 Averaging predictions

We are now ready to analyze the behavior of our new framework of averaging
predictions. The following result is shown in the supplementary material.

Proposition 3.1. Under the assumptions on the negative loglikelihoods f,, of each
observation from [2017]:
— In the case of well-specified data, that is, there exists 0, such that for all (z,y),
p(ylx) = q(y|x, 0.), then A ~ y2BY where BY! is a positive constant.
— In the general case of potentially mis-specified data, A = vB™S +O(~?), where
B™s s constant which may be positive or negative.

Note, that in contrast to averaging parameters, the constant B™9 can be negative.
It means, that we obtain the estimator better than the optimal linear estimator, which
is the limit of capacity for averaging parameters. In our simulations, we show examples
for which B™® is positive, and examples for which it is negative. Thus, in general, for
low-dimensional models, averaging predictions can be worse or better than averaging
parameters. However, as we show in the next section, for infinite dimensional models,
we always get convergence.
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p(z) = a'(®(x)"0)

Hilbert space H

Space of predictions 1
Space of parameters 6

Figure 3-4 — Visualisation of the space of parameters and its transformation to the
space of predictions. Averaging estimators in red vs averaging predictions in green.
Global optimizer coincides with the best linear: p, = fiys.

3.6 Infinite-dimensional models

Recall, that we have the following objective function to minimize:

F(O) = Epy [ =y mo(x) + a(m(x))] (3.6.1)

where till this moment we consider unknown functions 7y(z) which were linear in
(x) with ®(x) € R?, leading to a complexity in O(dn).

We now consider infinite-dimensional features, by considering that ®(x) € H,
where H is a Hilbert space. Note that this corresponds to modeling the function 7,
as a Gaussian process | , |-

This is computationally feasible through the usual “kernel trick” |

, , , |, where we assume that the kernel
function k(z,y) = (®(x), P(y)) is easy to compute. Indeed, following
[2005] and [2016], starting from 6y, each iterate of constant-
step-size SGD is of the form 60, = > 1, a;®(z;), and the gradient descent recursion
0, = 0,1 —[d (ne,_,(x,)) — yn]®(z,) leads to the following recursion on «’s:

an = = (05 @), @) = vl

n—1

— —fy[a'( i—1 Oét/f(mbxn)) - yn}
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This leads to 7, (z) = (®(x), 0,) and pe, (z) = d' (1, (z)) with

Mo, () = ZO&(‘P(I), D(zy)) = Zatk(x,xt),

and finally we can express ji,,(x) in kernel form as:

n

fn(x) = n—li— . Za’[zt:oq-k(:c,xl)]

t=0

There is also a straightforward estimator for averaging parameters, i.e., fi,(x) =

n t
a/<n+r1 tZ%lzlalk(x,xl)) If we assume that the kernel function is universal, that is,
‘H is dense in the space of squared integrable functions, then it is known that if

E.b(z)®(z) = 0, then b = 0 | : |- This implies that we
must have ji, = 0 and thus averaging predictions does always converge to the global
optimum (note that in this setting, we must have a well-specified model because we
are in a non-parametric setting).

Graphical representation. We propose a schematic graphical representation of
averaging estimators and averaging predictions for Hilbert space setup in the Figure
3-4.

Column sampling. Because of the usual high running-time complexity of ker-
nel method in O(n?), we consider a “column-sampling approximation” |

, |. We thus choose a small subset I = (x1,...,2,,) of samples and con-
struct a new finite m-dimensional feature map ®(z) = K(I,I1)"'2K(I,z) € R™,
where K (I,1) is the m x m kernel matrix of the m points and K(I,z) the vector
composed of kernel evaluations k(x;,xz). This allows a running-time complexity in
O(m?n). In theory and practice, m can be chosen small | , , ,

I

Regularized learning with kernels. Although we can use an unregularized re-
cursion with good convergence properties | , |, adding a reg-
ularisation by the squared Hilbertian norm is easier to analyze and more stable with
limited amounts of data. We thus consider the recursion (in Hilbert space), with A
small:

O = Oy — Y[ f2(0n 1) + N0, 1]
= On1+7(Yn — a'((2(24),0)))P(25) — YAOn_1.

This recursion can also be computed efficiently as above using the kernel trick and
column sampling approximations.
In terms of convergence, the best we can hope for is to converge to the minimizer

69



0., of the regularized expected negative log-likelihood F(6)+21|6]|? (which we assume
to exist). When X tends to zero, then 6, ) converges to 6.

Averaging parameters will tend to a limit 6, , which is O(v)-close to 0, y, thus
leading to predictions which deviate from the optimal predictions for two reasons:
because of regularization and because of the constant step-size. Since A should de-
crease as we get more data, the first effect will vanish, while the second will not.

When averaging predictions, the two effects will vanish as A tends to zero. Indeed,
by taking limits of the gradient equation, and denoting by fi \ the limit of f,, we
have

E[(1e(2) — fiy (@) ®(2)] = M, 1. (3.6.2)

Given that 5% A is O(7y)-away from 6., if we assume that 6, corresponds to a sufficiently
regular? element of the Hilbert space H, then the Lo-norm of the deviation satisfies
| posr () — 1y 2] = O(A) and thus as the regularization parameter \ tends to zero, our
predictions tend to the optimal one.

3.7 Experiments

In this section, we compare the two types of averaging (estimators and predic-
tions) on a variety of problems, both on synthetic data and on standard benchmarks.
When averaging predictions, we always consider the Taylor expansion approximation
presented at the end of Section 3.4.3.

3.7.1 Synthetic data

Finite-dimensional models. we consider the following logistic regression model:

q(y|z,0) = exp (y - mo(z) — alne())),

where we consider a linear model 1g(z) = 0"z in x (i.e., ®(z) = ), the link function
a(t) =log(1l + ¢€') and da'(t) = o(t) is the sigmoid function. Let z be distributed as a
standard normal random variable in dimension d = 2, y € {0,1} and P(y = 1|z) =
fei(2) = 0 (N (x)), where we consider two different settings:

— Model 1: n..(x) = sinzy + sin xo,

— Model 2: n,.(z) = 23 + 3.
The global minimum F,, of the corresponding optimization problem can be found as

We also introduce the performance measure F ()
F(n) = Epa) [ = pres () - () + a(n(2))], (3.7.1)
2. While our reasoning is informal here, it can be made more precise by considering so-called

“source conditions” commonly used in the analysis of kernel methods [ ,
|, but this is out of the scope of this chapter.
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which can be evaluated directly in the case of synthetic data. Note that in our
situation, the model is misspecified because 7..(z) is not linear in ®(x) = =z, and
thus, infy F'(#) > F.., and thus our performance measures F(u,) — F.. for various
estimators p, will not converge to zero.

The results of averaging 10 replications are shown in Fig. 3-5 and Fig. 3-6. We first
observed that constant step-size SGD without averaging leads to a bad performance.

Moreover, we can see, that in the first case (Fig. 3-5) averaging predictions beats
averaging parameters, and moreover beats the best linear model: if we use the best
linear error F, instead of F.., at some moment F(n,) — F. becomes negative. How-
ever in the second case (Fig. 3-6), averaging predictions is not superior to averaging
parameters. Moreover, by looking at the final differences between performances with
different values of v, we can see the dependency of the final performance in ~+ for
averaging predictions, instead of v? for averaging parameters (as suggested by our
theoretical results in Section 3.5). In particular in Fig. 3-5, we can observe the sur-
prising behavior of a larger step-size leading to a better performance (note that we
cannot increase too much otherwise the algorithm would diverge).

-0.81 - — -0.61
a,vcragylg predictions, y = 1/2 averaging predictions, v = 1/2
a2l . averaging pal'afllgters, v=1/2 . -0.7f averaging parameters, v = 1/2
- - -averaging predictions, v =1/4|, & - - —averaging predictions, v = 1/4
averaging parameters, v = 1/4) - ' 08t averaging parameters, y = 1,4
- -12r aver. parameters, decaying 7y, - s @VEr. parameters, (lec"(wing Yn
& -no averaging, 7 = 1/2 & -09f ' -1no averaging, y = 1/2 ‘
| -1.4r no averaging, v = 1/4 [ S X\ o averaging' N =1/4
= T T ¥ 2 ot s .
& -16f &
i)c i)o -11r
1.8 a2
2r N Tt e oo -1.3F
-2.2 -1.4
0 1 2 3 4 5 0 1 2 3 4 5

log(n) log(n)

Figure 3-5 — Synthetic data for linear Figure 3-6 — Synthetic data for linear
model ny(z) = 0"z and n..(z) = sinx; + model ny(x) = 0"z and n..(z) = 23 + z3.
sin xo. Excess prediction performance vs. Excess prediction performance vs. num-
number of iterations (both in log-scale).  ber of iterations (both in log-scale).

Infinite-dimensional models Here we consider the kernel setup described in Sec-
tion 3.6. We consider Laplacian kernels k(s,t) = exp (H%lll) with ¢ = 50, dimension
d = 5 and generating log odds ratio n..(x) = MLTI We also use a squared norm
regularization with several values of A and column sampling with m = 100 points. We
use the exact value of F,, which we can compute directly for synthetic data. The re-
sults are shown in Fig. 3-7, where averaging predictions leads to a better performance
than averaging estimators.
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Figure 3-7 — Synthetic data for Laplacian kernel for n,.(x) =
performance vs. number of iterations (both in log-scale).

3.7.2 Real data

Note, that in the case of real data, one does not have access to unknown i, (z)
and computing the performance measure in Eq. (3.7.1) is inapplicable. Instead of it
we use its sampled version on held out data:

Fp) ==Y log (u(z;) = Y log (1 — p(xs)).

iyi=1 Jy;=

We use two datasets, with d not too large, and n large, from | , |: the
“MiniBooNE particle identification” dataset (d = 50, n = 130 064), the “Covertype”
dataset (d = 54, n = 581 012).

We use two different approaches for each of them: a linear model ny(z) = 0'x
and a kernel approach with Laplacian kernel k(s,t) = exp (@), where o = d.
The results are shown in Figures 3-8 to 3-11. Note, that for linear models we use
F,~the estimator of the best performance among linear models (learned on the test
set, and hence not reachable from learning on the training data), and for kernels we
use F,, (same definition as F, but with the kernelized model), that is why graphs are
not comparable (but, as shown below, the value of f** is lower than the value of .7:'*
because using kernels correspond to a larger feature space).

For the “MiniBooNE particle identification” dataset .7:"* = 0.35 and ]:'** = 0.21;
for the“Covertype” dataset f* = 0.46 and .7:"** = 0.39. We can see from the four
plots that, especially in the kernel setting, averaging predictions also shows better
performance than averaging parameters.
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Figure 3-9 — MiniBooNE dataset, dimen-
sion d = 50, kernel approach, column
sampling m = 200. Excess prediction per-
formance vs. number of iterations (both
in log-scale).

Figure 3-8 — MiniBooNE dataset, dimen-
sion d = 50, linear model. Excess predic-
tion performance vs. number of iterations
(both in log-scale).

3.8 Conclusion

In this chapter, we have explored how averaging procedures in stochastic gradient
descent, which are crucial for fast convergence, could be improved by looking at the
specifics of probabilistic modeling. Namely, averaging in the moment parameteriza-
tion can have better properties than averaging in the natural parameterization.

While we have provided some theoretical arguments (asymptotic expansion in the
finite-dimensional case, convergence to optimal predictions in the infinite-dimensional
case), a detailed theoretical analysis with explicit convergence rates would provide a
better understanding of the benefits of averaging predictions.
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Figure 3-11 — CoverType dataset, dimen-
sion d = 54, kernel approach, column
sampling m = 200. Excess prediction per-
formance vs. number of iterations (both
in log-scale).

Figure 3-10 — CoverType dataset, dimen-
sion d = 54, linear model. Excess predic-
tion performance vs. number of iterations
(both in log-scale).
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3.9 Appendix. Explicit form of B, B, B* and B™

In this appendix we provide explicit expressions for the asymptotic expansions
from the chapter. All assumptions from | | are reused, namely,
beyond the usual sampling assumptions, smoothness of the cost functions.

We have, even for mis-specified models:

F(n) = Fmn) =G(u) —G(p.) =
= E[ = By o) Yn () + a((20)) + Epy, o) Une(2n) — a(nu(q))] =

= E[a(n(wa)) = a(n.(z.)) = &/ O1.(wa)) (n() = 1. () |+
FE[ (000 (20)) = Entyfanytin) - (1) = ()| =
B[ Da (1) |1 (20)) | + B[ (1e(2) = p1es(@) - (1) = ma(20)) | =

E| D (1) 112 (@) | + B[ (1 (2) = prea(2)) - (0| (3.9.1)

for D, the Bregman divergence associated to a, and D, the one associated to a*. We
also use the optimality condition for the predictor n.(z): En.(z)[a'(n.(x)) —Ep@y] =
0 in the last step.

When the model is well-specified, we have a'(n.(z,)) = E(y,|r,) and thus
F(n) — F(n.) = E[ Dy (114 ()| 1(2))]. If 7 is linear in ®(z), and even if the model
is mis-specified, then we also have F(n) — F(n,) = E[Dg« (p. (@) || ()]

Using asymptotic expansions of moments of the averaged SGD iterate with zero-
mean statistically independent noise f, () = F(0) + £,(0) from
[2016], Theorem 2 one obtains:

0, =E. (0) = 0. +~vA + O(¥?), (3.9.2)

~

E. (0 —0.,)(0—0.)" =~C+0(?), (3.9.3)

where
1

C=[F'0.)@I+1xF"(6,)]
and ¥ = [ £(6)%*m,(df) € R
R4
The "drift” 57 — 6, is linear in v and can be interpreted as an additional error due
to the function is not being quadratic and step sizes are not decaying to zero.
Connection between A and C' can be easily obtained using 6,, = 6,,_1—~ [F’(@n_l)—l—
5,1}. Taking expectation of both parts and using Tailor expansion up to the second

order:
1

F(0.)(8, = 0.) = —5F" (0.)E,, (0 — 6.)°% =
1
F"(6.)A = =5 F"(8.)C. (3.9.4)
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3.9.1 Estimation without averaging

We start with the simplest estimator of the prediction function: pg(z) = a'(®'6,),
where we do not use any averaging:

g(ﬂn) - g(ﬂ*) = f(en) - f(e*) = f,w*)(en - 0*) + %f”(&)(@n - 0*)®2+

1
5" (0.)(6, — 0% + 0(?)
Taking expectation of both sides, when n — oo and using Eq. (3.9.3) one obtains:

AG) = Er, f(6) — £(8.) = Sirf"(0.7C + OG).

So, we have linear dependence of v and B = $trf”(6,)C.

3.9.2 Estimation with averaging parameters

Now, let us estimate A(7y):

(1) = G(p) = J(0) = £(0.) = §'(6.) (0 = 0.)+ 58 = 00" (0.)(0, — 0.) + O17),

Taking expectation of both sides, when n — oo:
_ 1 ., _
G(fy) = Gs) = f(05) = f(6.) = Stef"(0.)(0, = 0.)% + O(7*) =

1 "
= Stef"(0.)7° A% + O(°).

Finally we have a quadratic dependence of v:

1
A(y) = tef"(0.)7°A% + O(7%).
And the coefficient B = Ltrf”(6,)A%2.

3.9.3 Estimation with averaging predictions

Recall, that by definition, A(7) = G(fi,) — G(s.), where i,(z) = E, ' (87 ®(z)).
We again use Tailor expansion for a/(§T®(z)) at 6*:

d(0'®(z)) =d (6] (x)) +a" (0, () (0 — 6.) P(x)+

+%a///(ejq)(x)) . ((9 — 9*)TCI)<JJ>>2 + 0(73/2)
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Taking expectation of both parts:

o (@) = (&) + ' (0 () B, — 0.) 0w+
L (6100 [0() 0 ) TE(D - 0.)°] + O(7) =

= () + d" (0] ®(2))yAT@(2) + %a”’ (0] @(2))tr[@(2)®(2) 'vC] + O(*?).

Finally, we showed, that:

fin ) = () = O(2) 4 [a” (1. () AT () +

5 a” (n.(z)) tr [®(2)**C] ]

Now we use Bregram divergence notation Eq. (3.9.1):

Ay) =G(ay) — G(p) = Gi + Go,

As mentioned above, the term G, vanishes if model is well-specified or 7 is linear
in ®(z). Note, that for the case A(v) indeed linear in ®(z).

Estimation of G;.

By definition D (s1.(2)][n(x)) = 5 (s1a(2) — (2)) (") (1 (2)) (1 () — p()) amd

N | —

G =-E = —FK

1 (o) — (@)’ A [ )ATHE) ¢ e )ufre )y

T2 (07 0()) 2 a" (0] ®(x))
e E, [a"((ej cp(a;))(ATcp(a;))ﬂ = ATf"(6.)A
e E,|ATa" (670 () ®(2)*C| = ATS"(0.)C = ~2AT ["(8.)A,
G =?| = ZATF(B)A + S [% (o))’ | + 067

And the coefficient B® = —SAT(0.)A + lE[a”’(n*(ac))z . (tr[@(m)mC])ﬂ.

8 a’’ (n«(x))

Estimation of G,.

Go = B (12(2) = pe(@)) - (i(an) = mu(2) .

using properties of conjugated functions,
G = B[((a") () = (@") (1e(2))) - (1a(2) = prec())] =

7



78



Chapter 4

Sublinear Primal-Dual Algorithms for
Large-Scale Multiclass Classification

Abstract

In this chapter, we study multiclass classification problems with potentially large
number of classes k, number of features d, and sample size n. Our goal is to develop
efficient algorithms to train linear classifiers with losses of a certain type, allowing
to address, in particular, multiclass support vector machines (SVM) and softmax
regression. The developed algorithms are based on first-order proximal primal-dual
schemes — Mirror Descent and Mirror Prox. In particular, forthe multiclass SVM with
elementwise /;-regularization we propose a sublinear algorithm with numerical com-
plexity of one iteration being only O(d+n+ k). This result relies on the combination
of three ideas: (i) passing to the saddle-point problem with a quasi-bilinear objective;
(ii) ad-hoc variance reduction technique based on a non-uniform sampling of matrix
multiplication; (iii) the proper choice of the proximal setup in Mirror Descent type
schemes leading to the balance between the stochastic and deterministic error terms.

The material presented in this chapter is a joint work with Dmitrii M. Ostrovskii
and Francis Bach. It is submitted to the ICML 2019 conference.

4.1 Introduction

We focus on efficient training of multiclass linear classifiers, potentially with very
large numbers of classes and dimensionality of the feature space, and with losses of
a certain type. Formally, consider a dataset comprised of n pairs (z;,v;), i = 1,...,n,
where z; € R? is the feature vector of the i-th training example, and y; € {ey, ..., ex}
is the label vector encoding one of the k possible classes, eq,...,e;, € R* being the
standard basis vectors (we assume there are no ambiguities in the class assignment).
Given such data, we would like to find a linear classifier that minimizes the regularized
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empirical risk. This can be formalized as the following minimization problem:

min —ZE Tay,u) + MU (4.1.1)

UcRd4xk 1y

Here, U € R¥¥* is the matrix whose columns specify the parameter vectors for each
of the k classes; /(U x,y), with £ : R* x R¥ — R, is the loss corresponding to the
margins Uz € R¥ assigned to z when its true class happens to be y; finally, \||U||4,
with A > 0, is the regularization term corresponding to some norm || - || on R%**
which will be specified later on (cf. Section 4.2). For now, we only assume that ||-||4 is
“simple” — intuitively, one can think of ||U]|4 as being quasi-separable in the elements
of U, for example, belong to the class of row-wise mixed ¢, x {,-norms, cf. Section 4.2.

Our focus is on the so-called Fenchel-Young losses | : | which can
be expressed in the form

(U z,y) = max {—f(v,y) + (v—y) Uz}, (4.1.2)

where A}, is the probability simplex in R¥, and the function § : A, — R is convex and
“simple” (i.e., quasi-separable in v) implying that the maximization in (4.1.2) can be
performed in running time O(k). In particular, this allows to encompass two most
commonly used multiclass losses:

— the multiclass logistic (or softmaz) loss

(U z,y) = log (Z exp(UIm)) —y' U, (4.1.3)

i=1

where Uj is the j-th column of U so that UjT:)s is the j-th element of U x; this

loss corresponds to (4.1.2) with the negative entropy f(v,y) = Zle v; log v; ;
— the multiclass hinge loss, given by

Uz, y) = I{I%aX {1e; #y] + UT:U} —y' (4.1.4)
]e AR
and used in multiclass support vector machines (SVM), reduces to (4.1.2) by
setting f(v,y) = v’y — 1 (see Appendix 4.7.1 for details).
Additional examples of Fenchel-Young losses are described by | -

Arranging the feature vectors into the design matrix X € R™ 9 and the label
vectors in the matrix Y € R™** and using the Fenchel dual representation (4.1.2)
of the loss, we recast the initial minimization problem (4.1.1) as a convex-concave
saddle-point problem of the following form:

1
min max —F(V,Y) + Etr (V-Y)'XU] +M\|U|%. (4.1.5)

UeRdxk Vey
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Here we denote

1 n
FVY):= o Zf(%yi) (4.1.6)
i=1
where v;, y; € A* are the i-th rows of V' and Y, whereas
V= [AY"]T c R™F (4.1.7)

is the Cartesian product of probability simplices comprising all matrices in R™*¥
with rows belonging to A;. Taking into account the availability of the Fenchel
dual representation (4.1.2), recasting the convex minimization problem (4.1.1) in the
form (4.1.5) is quite natural. Indeed, while the objective in (4.1.1) can be non-smooth,
the “non-trivial” part of the objective in (4.1.5), given by

Mav—yy:#qw>yfxm, (4.1.8)

is necessarily bilinear. On the other hand, the presence of the dual constraints, as
given by (4.1.7), also does not seem problematic since V allows for a computationally
cheap projection oracle. Finally, the primal-dual formulation (4.1.5) allows one to
control the duality gap, thus providing online accuracy certificates for the initial
problem (see [2010]).

In this chapter, we develop efficient algorithms for solving (4.1.1) via the associ-
ated saddle-point problem (4.1.5), building upon the two basic schemes for saddle-
point optimization: Mirror Descent and Mirror Prox (see
| bl [2013] and references therein). When applied to
the class of general convex-concave saddle-point problems with available first-order
information given by the partial (sub-)gradients of the objective, these basic schemes
are well suited for obtaining medium-accuracy solutions — which is not a limitation
in the context of empirical risk minimization, where the ultimate goal is to minimize
the true (expected) risk.

Moreover, these basic schemes must be able, at least in principle, to capture the
specific structure of quasi-bilinear saddle-point problems of the form (4.1.5). First,
they rely on general Bregman divergences, rather than the standard Euclidean dis-
tance, to measure proximity of the points, which allows one to adjust to the particular
non-Euclidean geometry associated to the set V and the norm || - ||4. Second, Mirror
Descent and Mirror Prox retain their favorable convergence guarantees when the par-
tial gradients are replaced with their unbiased estimates. To see why this circumstance
is so important, recall that the computation of the partial gradients Vy[®(U,V —Y)]
and Vy [®(U,V —Y)], cf. (4.1.8), is reduced to the computation of the matrix prod-
ucts XU and XT(V —Y), and thus requires O(dnk) operations. Given the partial
gradients, the proximal steps associated to U and V' variables, assuming the “simplic-
ity” of || - || in the aforementioned sense, can be computed in O(dk + nk). Thus, in
the regime interesting to us, where both d and k can be very large, the computation
of these matrix products becomes the main bottleneck. On the other hand, unbiased
estimates of these matrix products, with reduced complexity of computation, can be
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be obtained by randomized subsampling of the rows and columns of U, V', Y, and X.
While this approach has been extensively studied by [ |
in the case of bilinear saddle-point problems with vector-valued variables arising in
sparse signal recovery, its extension to problems of the type (4.1.5) is non-trivial.
In fact, for a sampling scheme to be deemed “good”, it clearly has to satisfy two
concurrent requirements:

(a) On one hand, one must control the stochastic variability of the estimates in
the chosen sampling scheme. Ideally, the variance — or its suitable analogue in
the case of a non-Euclidean geometry — should be comparable to the squared
norm of X whose choice depends on the proximal setup.

(b) On the other hand, the estimates must be cheap to compute, much cheaper
than O(dnk) required for the full gradient computation. While the apparent
goal is O(dk +nk) per iteration (the cost of the primal-dual proximal mapping
for the full gradients), one could even want to go beyond that, to O(d+n+ k)
per iteration, possibly paying a larger price once, during pre/post-processing.

Devising a sampling scheme satisfying these requirements is a delicate task. To solve
it, one should exploit the geometric structure of (4.1.5) associated to V and || - ||#-

Contributions and outline. We identify “good” sampling schemes satisfying the
above requirements, rigorously analyze their statistical properties, carefuly imple-
ment the basic algorithms equipped with these sampling schemes, and analyze the
total computational complexity of the resulting algorithms. Namely, we consider the
situation where || - ||4 is the entrywise ¢;-norm, which corresponds to the implicit
assumption that both the classes and the features are sparse. Moreover, we choose
the proximal setup adapted to the geometry of the saddle-point problem (4.1.5), thus
achieving favorable accuracy guarantees for both of the basic algorithms without sub-
sampling (cf. Sections 4.2-4.2.1). In this setup, we propose two sampling schemes with
various levels of “aggressiveness”, and study their statistical properties, showing that
both of the basic primal-dual algorithms preserve their favorable accuracy bounds
when combined with the proposed sampling schemes. At the same time, equipping
the algorithms with these sampling schemes drastically reduces the total numerical
complexity (cf. (b)), with improvement depending on the sampling scheme:

— The Partial Sampling Scheme, described in Section 4.3.1, is applicable to any
problem of the form (4.1.5). Here the main idea is to sample only one row of U
and V at a time, with probabilities nearly minimizing the variance proxy of the
current estimates of U and V. After careful implementation of the primal-dual
proximal step, this leads to the cost O(dk + nk + dn) of one iteration.

— In the more aggressive Full Sampling Scheme, described in Section 4.3.2, sam-
pling of the rows of U and V is augmented with column sampling. Applying
this scheme to multiclass hinge loss (4.1.4), we are able to carry out the updates
in only O(d + k 4 n) arithmetic operations, with additional cost

O(dn + (d +n) - min(k, T))
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of pre- and post-processing, T being the number of iterations. Note that these
numerical complexity estimates can be justified from the viewpoint of statis-
tical learning theory: according to it, 7 = O(n) iterations of a stochastic
first-order algorithm must be sufficient to extract most of statistical infor-
mation contained in the sample, since at each iteration we effectively select
a single training example by subsampling a row of V. We see that in the
high-dimensional regime d, k > n, this criterion is satisfied since the price of
pre/post-processing becomes O(dn).

We conclude the chapter with numerical experiments on synthetic data presented in
Section 4.5.

4.1.1 Related work

While we have passed to the saddle-point problem (4.1.5), there is still an option
to solve the original problem (4.1.1). The complexity of deterministic approach for
it is O(dnk) and the complexity of stochastic approach is O(dk), and because of the
structure of the problem, the ideas of Full Sampling Scheme cannot be used. Due to
the easy access to noisy gradients, the classical approach is stochastic gradient descent

(SGD). Algorithms such as SVRG | : ], SDCA |
, |, SAGA | , |, SAG | , |, large-
scale linearly convergent algorithms | , |, Breg-SVRG |

, | use variance-reduced techniques to obtain accelerated convergence rates,
but all have O(dk) or O(dk + nk) complexity. Note, however, that our variance
reduction technique is different from all these methods, and none of these approaches
is sublinear.

Sublinear algorithms. Formally, we call an algorithm sublinear if the computa-
tional complexity of one iteration has a linear (or linear with a logarithmic factor)
dependence on natural dimensions of data — such as sample size, number of features
and number of classes. For the biclass setting several results can be found in the lit-
erature. Probably, the first result for bilinear problems was considered by

[1995], which was also considered by | ],

[2017]. A sublinear algorithm for SVM was considered by
[2011], for semidefinite programs was considered by | : |
and more general results were given by | |. However, none of these

approaches can be easily extended to the multiclass setting without an extra O(k)
factor appearing in the numerical complexity bounds.

4.2 Choice of geometry and basic routines
Preliminaries. We focus on the convex-concave saddle-point problem of the form:

min  max —-F(V,Y)+®UV =Y)+\N|U|#, (4.2.1)

UeRxk ye(A])®n
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with the bilinear part ®(U,V —Y') of the objective being given by (4.1.8), and the
composite term F(V,Y) by (4.1.6). From now on, we make the following mild as-
sumption:

Assumption 1. The || - |4 -radius of some optimal solution U* to (4.2.1) is known:
1U |2 = Bu

Remark 1. All the algorithms presented later on preserve their accuracy bounds
when Ry is an upper bound on ||U*||4 instead of being its exact value. However
wn this case they become suboptimal by factors proportional to the looseness of this
bound, hence we are interested in this upper bound to be a tight as possible. Note that
since U = 0 is a feasible solution, in the case of positive losses Ry < 1/\, but this
bound is usually very loose, since X must decrease with the number of observations as
dictated by statistical learning theory. A better approach is to solve a series of prob-
lems, starting with o small radius, and increasing it exponentially until the obtained
solution leaves the boundary of the feasible set. This strategy works when the solution
set is bounded. Since the complexity bounds that we obtain grow linearly with Ry, this
method enjoys the same overall complexity bound, up to a constant factor, as in the
case when Assumption 1 is precisely satisfied.

With Assumption 1, we can recast the problem (4.2.1) in the constrained form:

min max —F(V,Y) + ®(U,V = Y) + A|U|l. (4.2.2)

ved vey

where Y == {U € R>* : |U|l4 < Ry} is a | - |l-norm ball, and V := [AP"]"
is the direct product of n probability simplices in R¥. This problem has a very
particular structure associated to the sets U/ and V, and ideally, this structure should
be exploited by the optimization algorithm in order to obtain efficiency estimates
scaling with the “correct” norm of the optimal primal-dual solution, see, e.g.,
[2011a], [2013], [2003],
[ |. This issue can be addressed in the framework of prozimal algorithms,
in which one starts by choosing the norms that capture the inherent geometry of the
problem, and then replaces the usual (projected) gradient step with the prozimal
step, i.e., uses the general Bregman divergence corresponding to some potential (also
called distance-generating function) instead of the squared Euclidean distance. The
potential must be compatible with the chosen norm in the sense of
[ | (essentially, grow as the squared norm while being 1-strongly
convex with respect to the norm, see Section 4.2.2), and at the same time allow for
an efficient implementation of the proximal step. We will discuss the question of
choosing the potentials in the next section, when describing Mirror Descent [see e.g.
, |, the simplest general proximal algorithm applicable
to (4.2.2). Before that, let us specify the choice of the norms themselves.

Choice of the norms. A natural strategy for choosing the norm in each variable is
by ensuring, whenever possible, that its ball of a certain radius is simply the convex
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hull of the symmetrization of the feasible set (note that scaling is not important
since first-order algorithms are invariant with respect to it), see, e.g.,

| |. Following this strategy, we must choose || - || itself for U,
whatever is the norm || - ||4. On the other hand, the norm || - || has not yet been
defined at this point; correspondingly, the “implicit” geometry of the problem in U
has not been specified. For some reasons explained in Section 4.4, we choose the
elementwise ¢;-norm for U:

Uz = 1Ulxa = > > UG ), (4.2.3)

i=1 j=1

where we use the “Matlab” indexing notation, and define the mixed ¢, x ¢, norms by

1/p
[ Allpxq == (ZHM@#)HZ) N (4.2.4)

i.e., the ¢,-norm of the vector of /,-norms of the individual rows of the matrix. Note
that this choice of || - || favors solutions that are sparse in terms of both features
and classes.

As for the norm on V, one could choose the /;-norm in the case n = 1, and /., X 1-
norm in the general case (recall that V is the direct product of simplices). However,
it is known (see | |) that for the ¢, -norm there is no
compatible potential in the sense of [ | (the existence of
such a potential would cotradict the known worst-case complexity lower bounds |

, |- The remedy, leading to near-optimal accuracy estimates,
is to replace the /,,-norm with the /;-norm, leading us to the ¢y x ¢;-norm for V:

n 1/2
Vil = 1Vliza = (Z Hva,:)u%) . (4.23)

Alternative choices for both norms will be briefly discussed in Section 4.4. However,
we will see that this choice of norms, when equipped with the properly chosen po-
tentials, is the only one in a broad class of those using the mixed ¢, x ¢, norms, for
which we can achieve the goal stated in Section 4.1, that is, to combine near-optimal
complexity estimates with a numerically efficient implementation of the proximal step.

4.2.1 Basic schemes: Mirror Descent and Mirror Prox

Basic schemes in minimization problems. The classical Mirror Descent scheme

was introduced by | |, and generalizes the standard Pro-
jected Subgradient Descent to the case of non-Euclidean distance measures. The
general presentation of Mirror Descent is described by [2003]; here

we only provide a brief exposition. When minimizing a convex function f(u) on a
domain U, the Mirror Descent scheme amounts to choosing the potential ¢, (u) that
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generalizes the squared Euclidean distance i|u||3, and the sequence of stepsizes 7;,
starting with the initial point u° = min,ey ¢y (u) called the proz-center, and then
performing iterations of the form

1
uH‘l = arg min {<Vf(ut), u — Ut> + ;DQM (U7 Ut)} 5
t

ueU

where
Dy(u,u') = dp(u) = (u'™") = (Vo(u'),u — u')

is the Bregman divergence between the candidate point u and the previous point '
that corresponds to the chosen potential ¢(-) = ¢y(-) and replaces the squared Eu-
clidean distance 3|lu — u'[|3. After computing T iterates, the scheme outputs the
averaged point 4’ as the candidate solution; one can choose the uniform averaging
ul = % tT:_Ol u' or more complex averaging schedules (for example, with the weights
proportional to the stepsizes); for simplicity, we will focus on the uniform averaging.

The counterpart of the Mirror Descent scheme, called Mirror Prox, was intro-
duced by | |, and combines the use of Bregman divergences with an
extrapolation step, first proposed in the Euclidean setting by | |- In

the context of minimization problems, the difference is that Mirror Prox iterates as

1
utY? = arg min {(Vf(ut), u—u') + W—D%(u,ut)} :
¢

ueU

1
Wttt = arg I;lin {(Vf(ut+1/2),u N ut+1/2> + %de(u’ut)} :
S

in other words, one first performs the proximal step from the current point u' to
obtain the auxilliary point u**'/2, and then perfoms the eztragradient step from ut,
i.e., the proximal step in which the gradient at u' is replaced with that at u!*'/2.

Basic schemes for composite saddle-point problems. Both approaches can be
extended to composite minimization and, most importantly in our context, to com-

posite saddle-point problems such as (4.2.2). In particular, introducing the combined

variable W = (U, V) €é W [:=U x V], the (Composite) Mirror Descent scheme for
the saddle-point problem (4.2.2) first constructs the joint potential ¢y, (W) from the
intial potentials ¢y, and ¢y, in the way specified later on, and then performs iterations

0_ .- :
W= min gw(W);
t+1 : t 1 t (4.2.6)
W' = argmin § h(W) + (G(W*), W) + —Dy, (W, W*) v, t > 1
wew Tt

where h(W) = F(V,Y) + A||U||ys is the combined composite term, cf. (4.1.6), and
G(W) is the vector field of the partial gradients of ®(U,V —Y), cf. (4.1.8):

GW) := (Vyd(U,V =Y),=Vy® U,V -Y)) = (X" (V -Y),-XU). (4.2.7)
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Accordingly, the (Composite) Mirror Proxz scheme for (4.2.2) performs iterations

WO = min Gy (V);

wew
1
Wt+1/2 = arg min {h(W) + <G(Wt), W> + —D¢W(W, Wt)} > (4 9 8)
wew Tt o

1
W' = arg min {h(W) HA{GWY2) W) + =Dy, (W, Wt)} , t> 1
Wew Ve

Note that the joint minimization in (4.2.6) and (4.2.8) can be performed separately
in U and V as long as the joint potential is a linear combination of ¢, and ¢y. To
specify the accuracy guarantees for both schemes, we need to introduce two objects:
the potential differences (%, and €y, and the “cross” Lipschitz constant Ly y. The
choice of the joint potential will be given once we give the definitions of these objects.

Differences of potentials. The potential differences (called “omega-radii” in the
literature co-authored by A. Nemirovski), are defined by

Q= max gy (U) — min gy (U), Qv =maxgy(V) —min gy (V); (4.2.9)
note that all maxima and minima are attained when the potentials are continuous,
and U,V are compact. When the potentials ¢, ¢, are compatible with the corre-
sponding norms || - ||z, || - ||y in the sense of [ | (see
Section 4.2.2), the potential differences grow as the squared radii of &/ and V in the
corresponding norms, up to factors logarithmic in the dimensions of U, V), see, e.g.,

| |, [ |; in particular, this holds for the choice
of ¢y and ¢y discussed later on.

“Cross” Lipschitz constant. Given a smooth convex-concave function 5([], V)=
O(U,V —Y), the “cross” Lipschitz constant L4 » of the field

GW) = (Vy¥(U,V),-Vy¥(U,V))

with respect to the pair of norms ||-||#, ||-||» is defined as L4 » = max(Ly v, Ly ),
where Loy _,y, Ly .4 deliver tight inequalities of the form

Vo (U, V) = VuU (U, V)|ly < Lysy|lU =Ulla,
Vv U (U, V') = Vy YU V)|l < Lysal|V =V,

uniformly over U x V, where || - ||#+, | - |[[»+ are the dual norms to || - ||#, | - ||+
For the bilinear function ®(U,V —Y) given by (4.1.8), L4,y and Ly _,4 are equal,
and we can express L4 4 as a norm of the linear operator acting on R¥>* — Rn*F
as U — %X U:

1
Lyy = - | X||#—y == sup [ XU|

U2 <1

ool (4.2.10)
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Furthermore, for the chosen norms || - || = || - |lix1 and || - ||» = || - ||2x1 we can
express Ly y as a certain mixed norm (cf. (4.2.3)—(4.2.5)) as stated by the following
lemma proved in Appendix:

Proposition 4.1. The “cross” Lipschitz constant can be expressed as
Loyy=——""". (4.2.11)
n

Constructing the joint potential. Given the partial potentials ¢y(-) and ¢y (),
the natural way to construct the joint potential ¢y is by taking a weighted average
of ¢y (+) and ¢y (-), since this leads to ¢y being separable in U and V', and allows to
exploit the structure of the partial potentials to obtain accuracy guarantees. In fact,
one can show that the simplistic choice ¢pw(W) = (¢ (U) + ¢y (V))/2 leads to the
accuracy guarantee proportional to Ly v (€+€2) where L4, 4 is the “cross” Lipschitz
constant, and €%, 2, are the potential differences defined above. On the other hand,

if O and Qy, are known, one can consider, following [ |
and | |, the “balanced” joint potential
ouU) | ov(V)
W) = 4.2.12
ow(w) = 20 20, (12.12)

for which one can achieve the better accuracy guarantee proportional to Lo » /2y,
cf. Theorem 4.3 in Appendix. Moreover, this construction is, in a sense, “robust”: if
the ratio of the weights in (4.2.12) is multiplied with a constant factor, the accuracy
estimate is preserved up to a constant factor. Besides, note that for the choice of ¢y
considered below €y, is known; for the choice of ¢, considered below €2y, is known when
Assumption 1 is satisfied, and is known up to a constant factor when one allows Ry,
to be an upper bound for |U*||4 as explained in Remark 1. For all these reasons, we
choose the joint potential according to (4.2.12).

4.2.2 Choice of the partial potentials

We now discuss construction of the partial potentials for the chosen geometry as
given by the norms || - |4, || - ||», ¢f. (4.2.3), (4.2.5). The choice of potentials for the
alternative geometries is discussed in Section 4.4.

Potential for the dual variable. Since V € (A])®" is the direct product of
probability simplices, the natural choice for the dual potential ¢y(-) is the sum of
negative entropies | , |: denoting log(-) the natural logarithm,

(V) = ZZV] log (Vi) (4.2.13)

This choice reflects the fact that V' € V corresponds to the marginals of an n-fold
product distribution for which the entropy is the sum of the marginal entropies. By
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Pinsker’s inequality [1969], ¢y(V) is l-strongly convex on V. On the
other hand,
Qy =nlogk, (4.2.14)

whereas the squared || - || -norm of any feasible solution V' to (4.2.2) is precisely n,
cf. (4.2.5). Finally, ¢y (V) is clearly continuously differentiable in the interior of U.
As such, we see that the potential (4.2.13) is compatible with U and || - ||#, i.e.,
the triple (U, || - ||#, ¢v (+)) comprises a valid prozimal setup in the sense of

| |, and grows nearly as the squared || - ||-radius of the feasible
set V. Note that the Bregman divergence corresponding to (4.2.13) is the sum of the
Kullback-Leibler divergences between the individual rows:

Dy, (V, V) = ZDKL VG, ), (4.2.15)

where Dp,, (p,q) := Zj p;log(p;/q;) for two discrete measures p,q (not necessarily
normalized to one).

Final reduction and the primal potential. Recall that we chose the elementwise
norm || - ||4 = ||U]|1x1, and the primal feasible set of the problem (4.2.2) corresponds
to the ball with radius Ry, in this norm. In this situation, the standard option is the
power potential ¢(U) = Cyl|U|2, where p = 14 1/log(dk), and the constant Cy,
can be chosen, depending on d and k, so that ¢(-) is 1-strongly convex on the whole
space R¥* gee [2013]. This leads to the compatible proxi-
mal setup in the sense defined above, and the correct scaling 4 = O(log(dk)R%).
However, it turns out that the specific algebraic structure of this potential does
not allow for “sublinear” numerical complexity in the full sampling scheme which we
will present later on in Section 4.3.2. Hence, we advocate an alternative approach:
first transform the ¢;-constraint into the “solid” simplex constraint (borrowing the idea
from [ |), and then construct a compatible potential for
the new problem based on the unnormalized negative entropy, using the fact that Ry,

is known, cf. Assumption 1. To this end, let I be the “solid” simplex in R24<k:
U= {(7 e R*¥F . U >0, tr[1],.,0] < Ru}, (4.2.16)
where Logyr € R?¥*F is the matrix of all ones so that tr[]lszxkﬁ] =i, (/]\ij = ||(7”1x1

whenever U € U{. Consider the following saddle-point problem:

min max —F(V,Y) + U,V — Y) + Atr[1],,.,.0], (4.2.17)

Ueld vey

where F(V)Y') and V are the same as before (cf. (4.1.6)—(4.1.7)), and

~

~ 1 ~ ~
U,V —-Y):=—tr [(V-Y)'XU|, where X :=[X,-X] € R (4.2.18)
n
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It can be easily verified that the new saddle-point problem (4.2.17) is equivalent
to (4.2.2) in the followmg sense: any e-accurate (1n the sence of duality gap, cf Sec-
tion 4.2.4) solution (U, V) to (4.2.1 7) with U = [Uy; Us] provides an e-accurate solu-
tion (U,V) to (4.2.2) by taking U = U, — Us.! Clearly, the quantities Lo v, Qu, Qy
for the new problem remain the same as their counterparts for the problem (4.2.2);
the only difference is a slight change of ), (see below). On the other hand, the pri-
mal feasible set of the new problem (4.2.17) — the “solid” simplex (4.2.16) — admits
a compatible entropy-type potential. Indeed, consider first the “unit solid” simplex
given by (4.2.16) with Ry, = 1. On this set, the unnormalized negative entropy

H(O) = " UylogUs; — Uy (4.2.19)

7]
is 1-strongly convex (see | | for an elementary proof), and clearly is continu-
ously differentiable in its interior; thus, H(-) is a compatible potential on the “unit
solid” simplex in the sense of [ |. Finally, using As-

sumption 1, we can construct a compatible (i.e., 1-strongly convex and continuously
differentiable in the interior) potential on the initial “solid” simplex (4.2.16) with
arbitrary radius by scaling the argument of H(-) and then renormalizing it as follows:

¢(U) = R - H(U/Ry)

4.2.20
= Ry ZZUulog< ) Uy ( )
i=1 j5=1
Note that the potential difference in this case is
Q; = Ry log(2dk), (4.2.21)

and the corresponding Bregman divergence is given by

o U||U
Dqga(U, Ut> - RZZDKL (R_u R_u) RZ/[ tl"[ QkaU] + RZ/{ tr[]IQkaUt], (4222)

where the last term does not depend on U.

4.2.3 Recap of the deterministic algorithms

We can now formulate the iterations of the Mirror Descent and Mirror Prox
schemes applied to the reformulation (4.2.17) of the saddle-point problem (4.2.2)

1. The idea of this reduction is that for any optimal primal solution U to (4.2.17), only one of

the blocks 171, [72 is non-zero, and these blocks can then be interpreted as the positive and negative
parts of the corresponding optimal solution to (4.2.2).
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with the specified choice of geometry. Both of them are initialized with

Lk
VO _ Inx
k ?

730 _ RZ/{]IQka
2dk

(Init)

corresponding to the uniform distributions. Mirror Descent then iterates (¢ > 1):

~
Y

R ¢
Vi = arg min {.7:(1/, Y)—®U, V) + M} :

Ve 27y MD
T+l : T M L& vt D¢>A([7’ fjt) ( )
U™ = argmin ¢ A tr[ly,, U]+ (U, V! =Y)+ —4—~ 3

Oetl 27:8Yg

where F(V,Y), ®(-,-), V,U, Dy, (V, V1), D%(ﬁ, U, Qy, Oy were defined above. On
the other hand, Mirror Prox performs iterations

V12 — arg min
Vey

{]—“(V, Y)— U, V) +

Dy, (V, V") } ’

27,y

9

U/2 = arg min {/\ tr[13,, U]+ ®(U, VI —Y) +
Ueu

D¢g((7a fj\t)
278 (MP)

SN D t

Vi = arg min {F(V, Y)— U2 V) + D, V. V) } ,

Vey QVtQV
D, (U,T") }

U™ = argmin { Atr[1],, U] + ©(U, VHY2 —v) +
Q’YtQZ:{\

Uetl

Complexity of one iteration. Note that the primal updates in both algorithms
can be expressed in closed form: using Lemma 4.1 in Appendix 4.7.3 we can verify
that the primal update in (MD) amounts to

N ~ R
U = U}, - exp(—27,S]; Ry log(2dk)) - min {exp(—2%/\Ru log(2dk)), MM} )

1 ~
where S' = —X" (V' -Y),

2d  k
" and M = Z Z Uy; - exp(—2v,S; Ry log(2dk)).

i=1 j=1

(4.2.23)

On the other hand, the primal updates depend on the expression for f(v,y) in the

definition (4.1.2) of Fenchel-Young losses (cf. also (4.1.6)). Crucially, when f(v,y) is

separable in v — which is the case for the Fenchel-Young losses including the multiclass
logistic (4.1.3) and hinge (4.1.4) loss — we can perform the update for V' as follows:

— pass to the Lagrange dual formulation of the proximal step for V;

— minimize the Lagrangian for the given value of the multiplier by solving O(nk)
one-dimensional problems exactly (when possible) or to numerical tolerance;

— on top of that, find the optimal Lagrange multiplier via one-dimensional search.
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See [ , Supp. Mat.| for an illustration of this technique.
Note also that in the case of multiclass SVM (cf. (4.1.4)), we have an explicit formula:

Vit exp (27,:Q¢; log(k))
k
>_ Vi exp (27%:Qj log (k)
=1

Vit = , where Q' = XU"' Y. (4.2.24)

Overall, we see that the computational bottleneck in the deterministic schemes is the
matrix-matrix multiplication which costs O(dnk) arithmetic operations; the remain-
ing part of the combined proximal step takes only O(dk + nk) operations.

We now present accuracy guarantees that follow from the general analysis of the
proximal saddle-point optimization schemes (see Appendix 4.7.2) combined with the
obtained expressions for Ly y, {17, and Qy.

4.2.4 Accuracy bounds for the deterministic algorithms

Preliminaries. In what follows, we denote by O(1) generic constants. Recall that
the accuracy of a candidate solution (U, V') to a saddle-point problem

min max fu,v), (4.2.25)
assuming continuity of f and compactness of & and V), can be quantified via the
duality gap o B B

AU, V) = max fu,v)— min fu,v). (4.2.26)
In particular, under Slater’s conditions (which holds for (4.2.17) in particular), the
problem (4.2.25) possesses an optimal solution W* = (U*, V*), called a saddle point,
for which it holds f(U*,V*) = maxyey f(U*,V) = mingey f(U,V*) — that is, U*
(resp. V*) is optimal in the primal problem of minimizing fyim (U) := maxyey f(U, V)
in U (resp. the dual problem of maximizaing fqua(V) = mingey f(U,V) in V).
Hence, in this case A;(U, V) is the sum of the primal and dual accuracies, and bounds
from above the primal accuracy, which is of main interest in the initial problem (4.1.1).

We can derive the following accuracy guarantee for the composite saddle-point
Mirror Descent (MD) applied to the saddle-point problem (4.2.17).? To simplify
the exposition, we only consider constant stepsize and simple averaging of the iterates;
empirically we observe similar accuracy for the sample sizes descreasing as oc 1/v/%.

2. Surprisingly, we could not find accuracy guarantees for the composite-objective variants of
Mirror Descent and Mirror Prox when applied to saddle-point problems. Note that the results
of [ | only hold for Mirror Descent in a composite minimization problem, and those
of [ | use a different (in fact, more robust) formulation of the algorithms.
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Theorem 4.1. Let (U7, V') = % tTOl(Ut V') be the average of the first T iterates
of Mirror Descent (MD) with initialization (Init) and constant stepsize

1
I Ly AT

with the values of Ly v, v, Q given by (4.2.11), (4.2.14), (4.2.21). Then it holds

2\/—£rg/ v\ QMQV F(VO ) IIliIlVeV F(‘/, Y)
T T
< 2VBlIX Mlooxs  log(2dR)|[U"[l1a 7
~ \/ﬁ ﬁ T’
where r = maxyea, {f(1/k,y) — minyea, f(v,y)}. Moreover, for the multiclass hinge
loss (1.1.4) the O(1/T) term vanishes from the brackets, and we can put v = 0.

AU V) |

(4.2.27)

Proof. The bracketed bound in (4.2.27) follows from the general accuracy bound
for the composite saddle-point Mirror Descent scheme (Theorem 4.3 in Appendix),
combined with the observation that the primal “simple” term Atr[1], U] of the ob-
jective is linear, whence the corresponding error term is not present. In the case
of the hinge loss (4.1.4), the same holds for the primal “simple” term F(V,Y),
hence the final remark in the claim. To obtain the right-hand side of (4.2.27), we
use (4.2.11), (4.2.14), (4.2.21), and bound F(V°Y)—minycy F(V,Y) from above. [

This result merits some discussion.

Remark 2. Denoting X (:,7) € R" the j-th column of X for 1 < j <d, we have

XMoo X(:,9)|3
IX ooz _ e o JIXGDIE (4.2.28)

Note that X(:,7) represents the empirical distribution of the j-th feature ;. Hence,
for i.i.d. data, || X |c2/v/n almost surely converges to the largest Lo-norm of an
individual feature:

||XT||oo><2 a.s. 1/2
12 Too? o5 1ax(Bg?)'/?, (4.2.20)

\/ﬁ j<d

In the non-asymptotic regime, (4.2.28) is the largest empirical Lo-moment of an indi-
vidual feature, and can be controlled if the features are bounded, or, more generally, if
they are sufficiently light-tailed, via standard concentration inequalities. In particular,

[ X flooxe
Jn

if the features are uniformly bounded by B. Also, using the standard x?-bound,

<B
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see / , Lemma 1], with probability at least 1 — 0 it holds

if the features are zero-mean and Gaussian with variances uniformly bounded by o>.

Remark 3. The accuracy bound in Theorem 4.1 includes the remainder term r/T due
to the presence of F(V,Y). Note that r does not depend on d; moreover, we can expect
that r = O(log(k)) in the case when f(v,y) corresponds to some notion of entropy
on Ay as is the case, in particular, for the multiclass logistic loss (4.1.3). Finally, as
stated in the theorem, one can set v = 0 for the multiclass hinge loss (4.1.4). Thus,
overall we see that the additional term is relatively small, and can be neglected.

Remark 4. Finally, note that the O(1/v/T) can be improved to the O(1/T) one if
instead of Mirror Descent we use Mirror Prox. While here we do not state the precise
accuracy bound for the “direct” version of the algorithm (MP), such results are known
for the more flexible “epigraph” version, in which the “simple” terms are moved into the
constraints (which allows to address a more general class of semi-separable problems),
see, e.g., [2015]. Also, in the case of multiclass hinge loss (4.1.4), both
“simple” terms are linear, and can be formally absorbed into V(U,V) = ®(U,V —Y)
without changing Loy v. This would result in the bound

OM Ly viully _ O (DU l1x1 X M looxe
T h T N

where Oy k(1) is a logarithmic factor in d and k, see / /.
While the O(1/T) rate is not preserved for Mirror Prox with stochastic oracle, this
result is still useful if we are willing to use the mini-batching technique.

AUT VT < (4.2.31)

4.3 Sampling schemes

As prevously noted, the main drawback of the deterministic approach is the high
numerical complexity O(dnk) of operations due to the cost of matrix multiplications
when computing the partial gradients XU and X T(V —Y). Following

| |, the natural approach to accelerate the computation of these
matrix products is by sampling the matrices U and V' — Y. Denoting {z and 7y,

unbiased estimates of the matrix products XU and )?T(V —Y') obtained in this way,
we arrive at the following version of Stochastic Mirror Descent scheme (cf. (MD)):

1
Vit = arg min {}_(V, Y)— —tr [fgtV] +
Vey n

~ ~ 1 4 D, (U,U
U™ = argmin {)\tr[]l;dka] + Etr |:77Vt’in| + M} :

M}
2%y (S-MD)

Dell 278
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and its counterpart in the case of Mirror Prox, which can be formulated analogously.

The immediate question is how to obtain {5 and 7,,,. For example, we might
sample one row of U and V' — Y at a time, obtaining unbiased estimates of the true
partial gradients that can be computed in just O(dk + nk) operations — comparable
with the remaining volume of computations for proximal mapping itself. In fact, one
can try to go even further, sampling a single element at a time, and using explicit
expressions for the updates available in the case of SVM, cf. (4.2.23)—(4.2.24), allowing
to reduce the complexity even further — to O(d+n+ k) as we show below. Yet, there
is a price to pay: the gradient oracle becomes stochastic, and the accuracy bounds
should be augmented with an extra term that reflects stochastic variability of the
gradients. In fact, the effect of the gradient noise on the accuracy bounds for both
schemes is known: we get the extra term

o 2 2
o Quav + Qvaﬁ

T ,

(4.3.1)

where UZA and o are “variance proxies” — expected squared dual norms of the noise in
the gradients (see | , Sec. 2.5.1]) and Appendix 4.7.2):

1 ~~
0% = ﬁsAuEIE {HXU—{@
veud

2 1 ~ 2
2 T
Cod=— sup E{HX V_vY)- H ]
'V*} Y2 uyyevy ( ) = v

(4.3.2)
In this section, we consider two sampling schemes for the estimates {5 and 7, : the
partial scheme, in which the estimates are obtained by sampling (non—uniformiy) the
rows of U and V —Y; and the full scheme, in which one also samples the columns
of these matrices. In both cases, we derive the probabilities that nearly minimize
the variance proxies. As it turns out, for the choice of the norms and potentials
done in Section 4.2, and under weak assumptions on the feature distribution, these
choices of probabilities force the additional term (4.3.1) to be of the same order of
magnitude as the accuracy bound in Theorem 4.1 for the deterministic Mirror Descent
(cf. Theorems 4.2—1 below). Due to the reduced cost of iterations, this leads to the
drastic reductions in the overall numerical complexity.

4.3.1 Partial sampling

In the partial sampling scheme, we draw the rows of U and V with non-uniform
probabilities. In other words, we choose a pair of distributions p = (p1, ..., p2q) € Aoy
and ¢ = (q1,...,4qn) € Ay, and sample &; = &5(p) and nyy = nvy (q) according to

e8] = ATejejT
U, nvy(q) =X —'(V -Y) (Part-SS)

—(p) = X
£5(p) b 0

where ¢; € R* and e; € R™ are the standard basis vectors, and i € [2d] := {1, ...,2d}
and j € [n] have distributions p and ¢ correspondingly (clearly, this guarantees un-
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biasedness). Thus, in this scheme we sample the features and the training examples,
but not the classes. The main challenge is to correctly choose the distributions p, q.
This can be done in a data-dependent manner to approximately minimize the vari-
ance proxies O'A, 0% defined in (4.3.2). Note that minimization of the variance prox-
ies can only be done explicitly in the Euclidean case, when || - |4+, || - ||»+ are the
Frobenius norms. Instead, we minimize the expected squared norm of the gradient
estimate itself (corresponding to the second moment in the Euclidean case), that is,
choose p* = p* ()A(, (7) and ¢* = q*()A(, V.Y') according to

(X, (7) € argminE [[|&5(p)[15+]
PEA

¢"(X,V,Y) € argminE [|[nv,y (9)[1%-] -

qGAn

(4.3.3)

As we show next in Proposition 4.2, these minimization problems can indeed be solved
explicitly. On the other hand, we can then easily bound the variance proxies for p*
and ¢* as well via the triangle inequality. The approach is justified by the observation
that these bounds result in the stochastic term (4.3.1) of the same order as the terms
already present in the accuracy bound of Theorem 4.1 (cf. Theorem 4.2).

Remark 5. For the stochastic Mirror Descent it is sufficient to control the second
moment proxies directly, and passing to the variance proxies only deteriorates the
constants. Nonetheless, we choose to provide bounds for the variance proxies: such
bounds are needed in the analysis of Stochastic Mirror Proz.

The next result gives the optimal sampling distributions (4.3.3) and upper bounds
for their variance proxies.

Proposition 4.2. Consider the choice of norms ||+ |z = || - llixt, |- [l» = I+ l2x1-
Then, optimal solutions p* = p (X U) and ¢* = q (X V,Y) to (4.3.3) are given by

b= XG0l - [1UGS )l = IXG oo -1V 2) = Yol
S XG0 i IX G oo - VG2 = Y (5 |oe
(4.3.4)
Moreover, their respective variance proxies satisfy the bounds
o o ARGIIXTZ o o SIX TR | 8IX s
o4(p*) < T@) oy(q) < - <2+ n;x - (4.3.5)

Proof. See Appendix 4.7.5 for the proof of a generalized result with mixed norms. [J

Combining Proposition 4.2 with the general accuracy bound for Stochastic Mirror
Descent (see Theorem 4.4 in Appendix 4.7.2), we arrive at the following result:

Theorem 4.2. Let (UT, V") = 7 TN U, V1Y be the average of the first T' iter-
ates of Stochastic Mirror Descent (S-MD) with initialization (Init), equipped with
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sampling scheme (Part-SS) with distributions given by (4.3.4), and constant stepsize

1 ) 1 1
Yt = —=1mnin ) )
\/T V 10£%7’V \ QQQV \/§ Qa&% + ch?fj

(4.3.6)

with the values of Ly v, v, Qp given by (4.2.11), (4.2.14), (4.2.21), and the
upper bounds 657, a3 on the variance prozies given by (4.3.5). Then it holds

E[A;07, V)]
2V10Ly v/, 2v24/ Qo2 + Qpal F(VOY) — minyey F(V,Y)
< + +
VT vT T

4v/6 + 2V/10) | X7 X log(2dk)||U*
<(<¢6+ C%m [ JJ”“)-"Q NNy 7 (g 37)

VT T
where B[] is the expectation over the randomness of the algorithm, and r is the
same as in Theorem /.1.

Discussion. The main message of Theorem 4.2 (cf. Theorem 4.1) is as follows: for
the chosen geometry of || - || and potentials, partial sampling scheme (Part-SS)
does not result in any growth of computational complexity, in terms of the number
of iterations to guarantee a given value of the duality gap, as long as || X||1x0/n does
not dominate || X |lsox2/+/7. This is a reasonable assumption as soon as the data has
a light-tailed distribution. Indeed, recall that || X ||oox2/+/7 is the largest Lo-norm of
an individual feature ¢; (cf. Remark 2); on the other hand, || X||1xs/n is the sample
average of max;ciq |@;|, and thus has the finite limit Emax;<q|yp;| when n — oo.
If @; are subgaussian, Emax;<q|p;| < 6d(1) max;<q E|g;| < 5d(1) mangd(EQD?)l/Q,
whence (cf. (4.2.29)):

Xlixoo  ~ Xl
fin 12X oo < 04(1) lim IX Yooz
n—00 n n—00 \/ﬁ

Similar observations can be made in the finite-sample regime. In particular, both
terms admit the same bound in terms of the uniform a.s. bound on the features. Also,
if o; ~ N(0,07) with o; < o for any j € [d], then with probability at least 1 — 4,

Xlixoo
[ 1xe < o+/log(dn/d)
n
with a similar bound for || X ||.oxa/v/n, cf. (4.2.30).

Computational complexity. Computation of 5 (p*) and vy (¢*) requires O(dn+
dk+nk) operations; note that this includes computing the optimal sampling probabil-
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ities (4.3.4). The combined complexity of the proximal steps, given these estimates,
is O(dk 4+ nk); in particular, in the case of SVM we have explicit formulae both for
the primal and dual updates, and in the general case the dual updates are reduced to
the root search on top of an explicit O(nk) computation — cf. (4.2.23)—(4.2.24) and
the accompanying discussion.

4.3.2 Full sampling

In the full sampling scheme, the sampling of the rows of Uand V—Y is augmented
with the subsequent column sampling. This can be formalized (see Figure 4-1) as

see] ~eel o166 ee]
Eo(p, P) = X—U-F55, nyy(q,Q) = X' LZL(V -Y) -, (Full-SS)
Di Pz q; Qﬂ

where the indices ¢ € [2d] and j € [n] are sampled with distributions p € Ay, and ¢ €
A, as before, and the rows of the stochastic matrices P € (A])®?? and Q € (A])®"
specify the conditional sampling distribution of the class [ € [k], provided that we
drew the i-th feature (in the primal) and j-th example (in the dual). Clearly, this
gives us unbiased estimates of the matrix products.

Next we derive the optimal sampling distributions and bound their variance prox-
ies (see Appendix 4.7.6 for the proof).

Proposition 4.3. Consider the choice of norms || - [loz = || - |lix1, | - |l» = || - [|l2x1-
Optimal solutions (px, P*), (¢*, Q") to the optimization problems

min - Bllgg(p, P)5-, min _ Ellpvy (g, @)lI7-

PEA2g, PE(A])®2d qEAL,QE(A] )BT

are given by

o= G0l 106, pr_ 10
S IX Gl 1T )l 1UG, )l (13.8)
e NXG Do - IVE) =Y G ) ' |Vir = Yil
q; = Q

n v ’ il — L - )
S X G e IV =Yook VG =Y
The variance proxies UZA(p*, P*), 0%(q*, Q*) admit the same upper bounds as in (4.3.5).

Combining Proposition 4.3 with the general bound used in Theorem 4.2, we obtain

Corollary 1. The accuracy bound (4.3.7) of Theorem 4.2 remains true when we
replace the sampling scheme (Part-SS) with the scheme (Full-SS) with parameters
chosen according to (4.3.8).

Computational complexity. In the next section, we describe efficient implemen-
tation for the multiclass hinge loss (4.1.4) which has O(d + k + n) complexity of one
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- « | L1
: : ) [7 E?lr%Qka
50 E‘ERTLX]C X eﬁnx&i
l € [k] J € [n]
_ « | L1 B ]
| | VY e R
ey EVRdek )A(T EV]RQdX"

Figure 4-1 — Depiction of the Full Sampling Scheme (Full-SS).
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iteration, plus pre- and postprocessing of
O(dn+ (d+n) - min(k, T))

arithmetic operations (a.0.’s). While the detailed analysis is deferred to the next
section, let us briefly present the main ideas on which it relies.

— For the optimal sampling distributions p* and ¢*, we need to compute the
norms o; = || X(:,4)||2 and 7; = [|X(J,:)|l for all i € [2d] and j € [n]. This
requires O(dn) iterations but only once, during preprocessing.

— We also need to calculate O(d) quantities m; = ||U(4,:)||; and O(n) quanti-
ties p; = ||V(j,:) — Y (4,:)|;. While the direct calculation of each of them
takes O(k) a.0.’s, we can update them dynamically in O(1) in the case of the
hinge loss. Examining the explicit formulae for the updates in the case of hinge
loss (cf. (4.2.23)—(4.2.24)), we notice that in the case of full sampling, but one
elements of each row of U and V are simply scaled by the same coefficient, and
thus one can maintain each of the quantities ||U(4,:)||; and ||V (j,:) =Y (4,:)|h
in O(1) a.0.’s, leading to O(d+n) complexity of this step. This result is fragile,
requiring the specific combination of hinge loss (for which §(v, y) is linear) and
entropic potentials.

— We do not need to compute the full matrices P, (). Instead, we can compute
only one row of each of them, corresponding to the drawn pair ¢, 7, which
requires O(k) a.0.’s. Hence we can implement sampling in O(d + n + k) a.0.’s

— Note that updates of the matrices U and V' are not dense even in the case of the
full sampling scheme, so implementing them naively would result in O(dk+nk)
a.0.’s per iteration. Instead, we employ “lazy updates”: for each i € [2d] and j €
[n], instead of U(4,:) and V(j, :) we maintain the pairs (U (i, ), o), (V(j,2), B;)
such that R B B

U(i,:) = a;U(3,:), V(j,:)=08;V(4,2).

Recalling that at each iteration all but one elements of U (1,:) are scaled by
the same coefficient, we can update any such pair in O(1), with the total
complexity of O(d + n) a.o.’s.

— It can be shown that given the pairs ([7(2, 1),0;) and (V' (4,:), B;), the compu-
tation of the averages UT, VT after T iterations requires O(d + n) a.o.’s per
iteration plus the post-processing of O((d + n) - min(k,T")), resulting in the
outlined complexity estimate. Note that the computation of the duality gap
(which can be used as the online stopping criterion, see, e.g.,

[2018]) also has the same complexity. Hence, in practice it is rea-
sonable to employ the “doubling” technique, computing the averages and the
duality gap at iterations T}, = 2™ with increasing values of m. This will result
in the same overall complexity while allowing for an online stopping criterion.

Remark 6. The way to avoid averaging of iterations is to consider averaging of
stochastic gradients as done by / [ Stochastic gradi-
ents £ and 1y have only O(n) and O(d) non-zero elements respectively, and their
running averages can be computed in O(d 4+ n) a.0.’s. However, in this case we lose
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the duality gap guarantee (and thus an online stopping criterion), and only have a
guarantee on the primal accuracy.®

Remark 7. Unfortunately, we were not able to achieve the O(d +n + k) complezity
for the multiclass logistic loss (4.1.3). The reason is that in this case the compos-
ite term F(V,Y) is the sum of negative entropies (same as the potential (4.2.13)),
and the corresponding prozimal updates are not reduced to rescalings of rows (mod-
ulo O(1) elements). However, due to the sparsity of stochastic gradients, the updates
have a special form, and we believe that O(d+n+ k) complexity is possible to achieve
in this case as well. We are planning to investigate it in the future.

4.3.3 Efficient implementation of SVM with Full Sampling

In this section we consider updates for fully stochastic case and show that one
iteration complexity is indeed O(d + n + k). We will show, that it is possible to the
special form of “lazy” updates for scaling coefficients. Recall, that one iteration of the
fully stochastic mirror descent is written as S-MD:

1
Vil = arg min {}"(V, Y)— —tr [ﬁgtV] +
n

M}
Vey

278y

A~ 75 1 7

U™ = argmin ¢ M tr[l,,, U] + —tr [UV&YU} +
Oeti "

S S-MD
2"%9& ’

where £, and ny¢y are stochastic gradients.

Lazy Updates.

Note that although the estimates &5, 7nv,y produced in (Full-SS) are sparse (each
contains a single non-zero column), the updates in (S-MD), which can be expressed
as (4.2.23)—(4.2.24) with &z, nv,y instead of the corresponding matrix products, are
dense, and implementing them naively costs O(dk + nk) a.o.’s. Fortunately, these
updates have a special form: all elements in each row of Ut and V* are simply rescaled
with the same factor — except for at most two elements corresponding to a single non-
zero element of 7y y and at most two non-zero elements of {5, — Y in this row.
To exploit this fact, we perform “lazy” updates: instead of explicitly computing the
actual iterates (U, V), we maintain the quadruple (U, a, V, 3), where U,V have the
same dimensions as U, V, while o € R*! and 3 € R™ are the “scaling vectors”, so that
at any iteration ¢ it holds

U'i,) = U(i,:) - ali), V(5,0 =V(.:) B0) (4.3.9)

for any row of Ut and V. Initializing with (17, 17) = ((7, V), a = 1oy, =1, we
can update the whole quadruple, while maintaining (4.3.9), by updating at most two

3. This situation corresponds to the “general case” in the terminology | ,
, Sec. 2.5.2.1 and Prop. 2.6(ii)].
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elements in each row of U and XN/, and encapsulating the overall scaling of rows in «
and (. Clearly, this update requires only O(d + n) operations once g, 7y y have
been drawn.

Sampling.

Computing the distributions p*, ¢* from (4.3.8) requires the knowledge of || X (:, )]|
and || X (4, :)|lec which can be precomputed in O(dn) a.0.’s, and maintaining O(d 4 n)
norms T;, p; of the rows of U' and V! — Y that can maintained in O(1) a.0.’s each
using (4.3.9). Thus, p* and ¢* can be updated in O(d 4+ n). Once it is done, we can
sample ' ~ p* and j' ~ ¢*, and then sample the class from P* and Q*, cf. (4.3.8),
by computing only the i'-th row of P* and the j'-th row of Q*, both in O(k) a.o.’s.
Thus, the total complexity of producing {ye, nyey is O(d +n + k).

Tracking the Averages.

Similar “lazy” updates can be performed for the running averages of the iterates.
Omitting the details, this requires O(d + n) a.0.’s per iteration, plus post-processing
of O(dk + nk) a.o.’s.

The above ideas are implemented in Algorithm 1 whose correctness is formally
shown in Appendix, Sec. 4.7.7 (see also Sec. 4.7.8 for an additional discussion). Its
close inspection shows the iteration cost of O(d + n + k) a.o.’s, plus O(dn + dk +
nk) a.o.’s for pre/post-processing, and the memory complexiy of O(dn + dk + nk).
Moreover, the term O(dk), which dominates in high-dimensional and highly multiclass
problems, can be removed if one exploits sparsity of the corresponding primal solution
to the ¢;-constrained problem (4.2.2), and outputs it directly, bypassing the explicit
storage of U (see Appendix Sec. 4.7.7 for details). Note that when n = O(min(d, k)),
the resulting algorithm enters the sublinear regime after as few as O(n) iterations.

4.4 Discussion of Alternative Geometries

Here we consider alternative choices of the proximal geometry in mirror descent
applied to the saddle-point formulation of the CCSPP (4.1.1), possibly with other
choices of regularization than the entrywise ¢;-norm. The goal is to show that the
geometry chosen in Sec. 4.2 is the only one for which we can obtain favorable accuracy
guarantees for stochastic mirror descent (S-MD).

Given the structure of the primal and dual feasible sets, it is reasonable to consider
general mixed norms of the type (4.2.4):

[N E2 I TP R P2l | | T
where p;*, py” > 1 (in the case of || - ||, we also assume the same norm for regulariza-
tion). Note that their dual norms can be easily computed: the dual norm of || - || 1.2
is || - |l4txq2, Where ¢"? are the corresponding conjugates to p'?, ie., 1/p' +1/¢' =1
(see, e.g., Lemma 3 in [2012]).  Moreover, it makes sense to fix pj, = 2 for
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Algorithm 1 Sublinear Multiclass ¢;-Regularized SVM

Require: X € R™? y e [k]°", A, R, T 2 1, {n}/5)
1: Obtain Y € A" from the labels y; X = [X, —X]

20 a+ 1oy; U+ R*Q]I;ZXk; BT, V<« ]17;;]6
3: for 1 =1 to 2d do B
4 o) =Xl 7)< U]l
5: for y=1to n do B
6: 7)) =X Mees pO) < [IV(2,9) =Y (2,9l
# Initialize machinery to track the cumulative sums
7: Us < Oogxr; Vs + Ok # Cumulative sums
8 A<+ O2q; B <+ 0y Apr — Oogxr; Bpr +— Opxr
9: fort=0to 7T —1do # (S-MD) iterations
10: Draw j ~Top # o 1is the elementwise product
11: Draw [ ~ ]V(j,:)~ﬁj—Y(j,:)]~
12: [Us, Apr, A] <= TRACKPRIMAL(U, Uy, A, A, o, 1)
# The only non-zero column of nyry, cf. (Full-SS):
5 e X3 2= 70) - P0) sl VO D = YO, )
N _7(9)
14: U, v, w| <= UPDATEPRIMAL(U, o, ,m, 1, v, A, Ry)

15: Draw¢z~ocom

16: Draw £ ~ U(t,:)

17: [V, By, B] < TRACKDUAL(V, Vi, By, B, 8, £, y)
# The only non-zero column of {ye, cf. (Full-SS):

€« )?(,Z) ) Zz:l 0<Z) ) W(Z)

18: .
o(i)
19: [V7ﬁ7p] < UPDATEDUAL(Va}/uBapJ£7£7y77t>
20: for [ =1 to k do # Postprocessing of cumulative sums

21 Us(:,D) < Us(, D) + UL 1) 0 (a4 A = Ap(:,1)
22: Ve (1) «~ Va(, 1) + V(1) o (B+ B — Bpe(:,1))
Ensure: L L Vs # Averages (UT+!, VT+1)

U
T+1 2 T+1
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Procedure 1 UPDATEPRIMAL

Require: U € R2*k o 1 .ne R | € k], v, A\, Ry
L = log(2dk)
for i =1 to 2d do
pi = m — o - Ui, 1) - (1 — e 2vERami/n)
M = Z?il Hi
v = min{e 2" R_/M}
for i =1 to 2d do
U(i,l) < U(i,1) - e” 2 EBReni/n
Of-i_ =V-Q;

T =V

+=

Ensure: U,at, 7"

Procedure 2 UPDATEDUAL

Require: V.Y e Rk 3 p ¢ € R, [ € (K], y € [K]®", ~
1: O = e—2vlog(k)

2: for j =1tondo

3. w; = e log(k)¢;

4 g = e—27log(k)Y (4.£)

5 g =1=05-V(5,0) - (1 -wj-g)

6: if ¢ # y; then N # not the actual class of 7 drawn
7 X5 X5 =B Vy;) - (L=0)

8 B =8/x

9:

‘:/(.]7£> — ‘71]76) "Wyt gy
10: V(], 3/3) < V(],g]) CWwj e 0
gt =2-267 V(i)

Ensure: V, 3%, p"

Procedure 3 TRACKPRIMAL
Require: U, Us, Apy € R2E A 0 € R¥ | € [k]
1: for =1 to 2d do B
2: Us(i,1) < Us(i,1) + U(4,1) - (A + a; — Ape(3,1))
3: Apr(i, l) — A+ oy
4: Ai — Ai + o
Ensure: Uy, A, A
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Procedure 4 TRACKDUAL

Require: V, Vs, By € R B, 3 e R, [ € [k], y € [k]*"
1: for j=1tondo
for [ € {{,y;} do N # {l,y;} has 1 or 2 elements
Ve(, 1) < Va(i, ) + V(5. 0) - (Bj + B — Bue(4,1))
Bpr(j7l) — Bj + ﬂj
Bj < Bj + 53‘
Ensure: Vs, B, B

the reasons discussed in Section 4.2. This leaves us with the obvious choices p} €
{1,2}, p? € {1,2} which corresponds to the sparsity-inducing or the standard Eu-
clidean geometry of the classes in the dual/primal; p}; € {1,2} which corresponds to
the sparsity-inducing or Euclidean geometry of the features. Finally, the choice p{; = 2
(i.e., the Euclidean geometry in the features) can also be excluded: its combination
with pl, = 2 is known to lead to the large variance term in the biclass case.® This
leaves us with the possibilities

i oy € {1,2} x {1,2}. (4.4.1)

In all these cases, the quantity £,y defined in (4.2.10) can be controlled by extending
Proposition 4.1:

Proposition 4.4. For any a > 1 and > 1 such that 8 > « it holds:

X ixzes _ IX Tl
= X L

Ly y

)

The proof of this proposition follows the steps in the proof of Proposition 4.1, and
is omitted.

Finally, the corresponding partial potentials could be constructed by combining
the Euclidean and an entropy-type potential in a way similar to the one described
in Sec. 4.2 for the dual variable; alternatively, one could use the power potential
of [2013] that results in the same rates up to a constant
factor.

Using Proposition 4.4, we can also compute the potential differences for the four
remaining setups (4.4.1). The results are shown in Table 4.1. Up to logarithmic
factors, we have equivalent results for all four geometries, with the radius R, evaluated
in the corresponding norm || - [[1x2 or || - [[1x1 = || - [|1-

As a result, for the deterministic Mirror Descent (with balanced potentials) we

4. Note that in the biclass case, our variance estimate for the partial sampling scheme (cf. The-
orem 4.2) reduces to those in | , , Section 2.5.2.3]. They consider the
cases of ¢1/¢1 and {1 /¢y geometries for the primal/dual, and omit the case of ¢3/¢5-geometry, in
which the sampling variance “explodes”.
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Norm for V € R"*F
2x1 2% 2
1x2 Oy = [|U*||xz logd Oy = [|U*[12xz logd
Norm for U € R¥*F = Z*nzlogk QV*:Qn
1| Q= U og(dk) | Qu = U P log(dk)
Qy =nlogk Qy=n

Table 4.1 — Comparison of the potential differences for the norms corresponding
to (4.4.1).

obtain the accuracy bound (cf. (4.2.27)):

O LuyvVUuDy _ Oar(DRs [ X [looxs LT

VT VT v T

in all four cases, where Oy (1) is a logarithmic factor in d and k, and R, = ||U*||1x2
or R, = ||U*||; depending on p?; € {1,2}. In other words, the deterministic accuracy
bound of Theorem 4.1 is essentially preserved for all four geometries in (4.4.1). On the
other hand, using Proposition 4.5, we obtain that in the case of (Part-SS), the extra
part of the accuracy bound due to sampling (cf. (4.3.7)) is also essentially preserved:

Ap(UT, V1) <

o Oar(DRe (11X loxz 1 X100 r
E[AH(UT, V7)) < =2 T
(A0 VI <« =0 Vi oo )tT

However, if we consider full sampling, the situation changes: in the case p?, = 2
the variance bound that holds for (Part-SS) is not preserved for (Full-SS). This
is because our argument to control the variance of the full sampling scheme always
requires that p < 1 (see the proof of Proposition 4.3 in Appendix 4.7.6 for details;
note that for ¢¢ we do not have such a restriction since the variance proxy o% is
controlled on the set V given by (4.1.7) that has f., x {;-type geometry regardless of
the norm || - ||. This leaves us with the final choice between the || - ||ax1 and || - ||l2x2
norm in the dual, as we have to use the elementwise || - ||;-norm in the primal. Both
choices result in essentially the same accuracy bound (note that this choice only
influences the algorithm but not the saddle-point problem itself). We have focused
on the || - |l2x1 norm because of the algorithmic considerations: with this norm, we
have multiplicative updates in the case of the multiclass hinge loss, which allows for
a sublinear algorithm presented in Section 4.3.3.
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4.5 Experiments

The natural way to estimate the performance measure for saddle-point problems
is the so-called duality gap:

Ap(U, V) =max f(U, V) — min f(U, V).
In the case of the multi-class SVM formulation:

1 1 N AN AN
min  max —tr[VTY] 4 Ser[(V = Y)TXU] + MU
[Uli<R Ve@)Er N n

UeRidxk

the solution can be found in closed form:

~ = 1 . ~ 1 o -
a0, V) = =~y TXO]+ A0l + — >~ max [(XU - Y)(Z,j)}-i-
=1

—i—%tr[f?TY’] + [Hﬁx [( — %)?T(V -Y)— AI) (i,j)] ‘Rll

Sublinear Runtime.

To illustrate the sublinear iteration cost of Algorithm 1, we consider the follow-
ing experiment. Fixing n = d = k, we generate X with i.i.d. standard Gaussian
entries, take U° to be the identity matrix (thus very sparse), and generate the labels
by arg max;cqy z; U7 + \%N(O,Id), where z;’s are the rows of X, and U’s are the
columns of U°. This is repeated 10 times with n = d = k increasing by a constant
factor k; each time we run Algorithm 1 for a fixed (large) number of iterations to
dominate the cost of pre/post-processing, with R, = ||[U°]|; and A = 1073, and mea-
sure its runtime. We observe (see Tab. 4.2) that the runtime is proportional to x, as
expected.

n=d==Fk | 200 | 400 | 800 | 1600 | 3200 | 6400
T =10 0.80 | 1.17 | 2.07 | 4.27 | 7.55 | 15.56
T=2-10" | 1.63 | 2.47 | 4.27 | 8.74 | 14.65 | 30.77

Table 4.2 — Runtime (in seconds) of Algorithm 1 on synthetic data.

Synthetic Data Experiment.

We compare Algorithm 1 with two competitors: | - ||;-composite stochastic subgra-
dient method (SSM) for the primal problem (4.1.1), in which one uniformly samples
one training example at a time [2011], leading to O(dk) iter-

ation cost; deterministic saddle-point Mirror Prox (MP) with geometry chosen as
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in Algorithm 1, for which we have O(dnk) cost of iterations but O(1/7T) conver-
gence in terms of the number of iterations. We generate data as in the previous
experiment, fixing n = d = k = 103. The randomized algorithms are run 10 times
for T € {10™/2,m = 1, ..., 12} iterations with constant stepsize (we use stepsize (4.3.6)
in Algorithm 1, choose the one recommended in Theorem 4.1 for MP, and use the the-
oretical stepsize for SSM, explicitly computing the variance of subgradients and the
Lipschitz constant). Each time we compute the duality gap and the primal accuracy,
and measure the runtime (see Fig. 4-2). We see that Algorithm 1 outperforms SSM,
which might be the combined effect of sublinearity and our choice of geometry. It
also outmatches MP up to high accuracy due to the sublinear effect (MP eventually
“wins” because of its O(1/T) rate).”

6
-@- Full-SMD, Gap 10 L aenneren,,
5 -@- Full-SMD, Acc.
-@-SSM, Acc. RO .
5 =eeMP,Gap | T TN Ny L e
4 b — MP, Acc.
— % 1F
S)
-
— ooy
= 1095 - [-@- Full-SMD, Gap .
-@- Full-SMD, Acc.
101t ~4-SSM, Acc.
........... *=**MP, Gap
............... == MP, Acc.
0 100 200 300 400 500 10° 102 10°
Runtime (sec) Runtime (sec)

Figure 4-2 — Primal accuracy and duality gap (when available) for Algorithm 1,
stochastic subgradient method (SSM), and Mirror Prox (MP) with exact gradients,
on a synthetic data benchmark.

Practical issue: “explosion” of rescaling coefficients.

When running the fully stochastic algorithm, we observed one practical issue: the
scaling coefficients a and [ tend to rapidly increase or decrease, causing occasional
arithmetic over/underflows. We suggest two solutions for this problem:

— The immediate solution is to use arbitrary-precision arithmetic. In theory, this
results in the O(d+n+k) cost of an iteration being inflated by the allowed limit
of digits. The resulting complexity can still be beneficial, vis-a-vis the partial
sampling scheme, when k is large enough. This solution is not practical, since
one has to use external libraries or implement arbitrary-precision arithmetic.

— A better solution, actually used in our codes, is to perform “urgent” rescales in
the case of an over/underflow. Hopefully, it will be required not too often, and
the more seldom the closer we are to the optimal solution. For example, in the
above experiment the “urgent” rescaling was required in about 10 iterations.

5. We provide the Matlab codes of our experiments in Supp. Mat.
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4.6 Conclusion and perspectives

In this chapter we considered sublinear algorithms for the saddle-points problems
constructed for certain type Fenchel-Young losses. The main contribution of this work
is the algorighm for the ¢;-regularized multiclass SVM with numerical cost O(d+n+k)
of one iteration, where d is the number of features, n the sample size, and k£ the number
of classes. This was possible due to the right choice of the proximal setup, and ad-hoc
sampling techniques for matrix multiplication.

We envision the following directions for future research:

— Extension to the multi-class logistic regression (softmax) model, which is
widely used in Natural Language Processing (NLP) problems, where d, n and
k are on order of millions or even billions | , , ,

-

— Provide more experiments with larger dimensions to highlight the advantages
of the algorithm; use real data as well.

— Implement more flexible stepsizes, including the online stepsize search in the
vein of | -
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4.7 Appendix

4.7.1 DMotivation for the multiclass hinge loss

We justify the multiclass extension (4.1.4) of the hinge loss due to
| |. In the binary case, the soft-margin SVM objective is

%Z [max(0,1 — @UTmz)] + Alull,
i=1

where v € R?, || - || is some norm, and y; € {—1,1}. Introducing y = e; € {e_1,e1}
where e; is the j-th standard basis vector (the dimension of space are symbolically
indexed in {—1,1}), and putting u; = —u_; = ¢, we can rewrite the loss as

0,1—gu'z) = 1 pr—ulz}.
max(0,1 — yu' ) g {1{ex # y} +ujz —uya}
The advantage of this reformulation is that we can naturally pass to the multiclass

case, by replacing the set {—1,1} with {1,..., K} and introducing wu,...,ux € R?
without any restrictions:

max  {1{e # v} +ule —ujel = max }{n{v #y}+ 3 (] - ymuﬁ}

ke{l,...K ve{el,..,ex

=  max , {]l{v #yt+ Z(v — y)TUTI} = LU, (z,v)),

ve{er,...,ex
where -[j] denotes the j-th element of a vector, and U € R has u; as its j-th

column. Finally, we can rewrite ¢(U, (z,y)) as follows:

VEAK

(U, (x,y)) = max {1 — vy + Z(?} — y)TUT:c} :

This is because we maximize an affine function of v, and 1 —v'y = 1{v # y} at the
vertices. Thus, we arrive at the announced saddle-point problem

1 1
min  max 1— —tr[V'Y]+ Etr[(V —Y)'XU] + M|U||%.

UeR¥xk ye(A])®n n

4.7.2 General accuracy bounds for the composite saddle-point
Mirror Descent

Deterministic case. Here we provide general accuracy bounds which are instan-
tiated in Theorems 4.1-1. Below we outline the general setting that encompasses, in
particular, the case of (4.2.17) solved via (MD) or (MP) with initialization (Init).
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— We consider a convex-concave saddle-point problem

Pl v /o)

with a composite objective,

where

1
O(U,V) = EVTXU

is a bilinear function, and Y (U), F(V') are convex “simple” terms. Moreover,

we assume that the primal feasible set U belongs to the || - || -norm ball with
radius Ry, the dual constraint set V' belongs to the || - ||y-norm ball with

radius Ry, and ||[Y|ly < Ry.® To simplify the results, we make the mild
assumption (satisfied in all known to us situations):

Qu >R, Q>R (4.7.1)
— Recall that the vector field of partial gradients of ¥(U, V) := ®(U,V —Y) is

G(W) : = (VyU(U, V), =Vy U (U, V))
1 (4.7.2)
= (X' (V-Y),-XU)

— Given the partial proximal setups (||-||#, ¢u/(-)) and (||-||», ¢v(-)), we run Com-
posite Mirror Descent (4.2.6) or Mirror Prox (4.2.8) on the vector field G(W)
with the joint penalty term

W) ="T(U) + F(V),

the “balanced” joint potential given by (4.2.12), and stepsizes ;.
We now provide the convergence analysis of the Mirror Descent scheme, extending
the argument of | , , Lemma 1] to composite saddle-point optimization.

Theorem 4.3. In the above setting, let (UT, V') = 1 LU VY be the average

of the first T iterates of the composite Mirror Descent (4.2.6) with constant stepsize
1

I o T

where

1
Lyy:=— sup | XU|y~.

U)o, <1

6. Note that the linear term 1Y T XU can be absorbed into the simple term Y(U), which will
slightly improve the bound in Theorem 4.3. However, this improvement is impossible in the stochastic
version of the algorithm, in which we sample the linear form Y " X but not the gradient of Y (U).
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Then we have the following guarantee for the duality gap:

2V5Ly vV T(U) —mingey T(U)  F(V®) — minyep F(V)
+ + .
JT T T
Moreover, if one of the functions Y(U), F(V) is affine, the corresponding O(1/T)
error term vanishes from the bound.

AU VT) <

Proof. 1°. We begin by introducing the norm for W = (U, V):

U1 VIS
Wi, — 473
iy = e, D (473
and its dual norm defined for G = (Gy, Gy) with Gy € R>* and Gy € R™*;
1G]l = \/2QM|IGU| 2 (4.7.4)
where || - ||+ and || - ||y~ are the dual norms for || - |4 and || - ||y correspondingly.
We now make a few observations. First, the joint potential ¢y, (W) given by (4.2.12)
is 1-strongly convex with respect to the norm || - ||,. Second, we can compute the
potential difference corresponding to ¢y :
Oy = max g (W) — min gy (W) =1 (4.7.5)
Finally, by (4.7.2) and (4.2.10) we have
gy * < gy - * < ay
Imax \GuW) ||z < 2Ly v Ry, max |\Gv(W)||y« < Lo v Ru,
combining which with (4.7.1) we bound the || - ||+-norm of G(W) on W:
max ||G(W)][y« < V10Ly y/ Q. (4.7.6)

wew

2°. We now follow the classical convergence analysis of composite Mirror Descent,

see | |, extending it for convex-concave objectives. By the convexity
properties of U(U,V) = ®(U,V —Y), for any (U,V) € W and (U,V) € W it holds

U(U,V)=W¥(U,V)=W(U,V)-U¥(U,V)+9(U,V)—¥(UV)
<(VyU(U,V),U-U) - (Vy¥(U,V),V -

V)

Let Wt = (U', V') be the t-th iterate of (4.2.6) for ¢ > 1. By convexity of T(U)
and F(V), and denoting h(W) = Y (U) + F(V), we have, for any W = [U, V], that

V(UL V) = (U, VY + h(WE — h(W)

<(GW'), W — W) + (Oh(W"), W' — W), (4.7.7)

112



Let us now bound the right-hand side. Note that the first-order optimality condition
for (4.2.6) (denoting ¢(-) := ¢ (-) the joint potential) writes

(WGWH) + On(Wh)] + V(W) = V(W) W' — W) <0. (4.7.8)
Combining this with (4.7.7), we get

WU V) = WUV + AW — h(W)] < (VAW = (W), W' — W)

+ 3 (G, Wit — Wt
(4.7.9)
By the well-known identity,

(Vo(W'™) = Vo(W'), W' = W) = Dy(W,W'™") — Dy(W,W') — Dy(W*, W),
(4.7.10)

see, e.g., | , , Lemma 4.1|. On the other hand, by the Fenchel-
Young inequality we have

GG | W — W
t—1 =1 _ gty < It I Va
WGV, W =) < 2 + 2 (4.7.11)

< 573@74/9“91, + Dg(Wh W),

where we used (4.7.6) and 1-strong convexity of ¢(-) with respect to || - [|. Thus, we
obtain

W[UUTHLV) = WU, V) + (W) = h(W)] <Dg(W, W) — Dy(W, W)
+ 59 LY Q.
(4.7.12)

3°. Now, assuming the constant stepsize, by the convexity properties of W(-,-)
and h(-) we obtain

]

fOT V)= fUVD) =wO0T, V) = W(U, V") + h(WT) — h(W)

S UL V) = (U, V) + R(W) = (W)

Dy (W, W?)

1
T
1

<7 (h(Wo) —h(WT) + + 5T7£ZWQUQV)
1
T

1
h(W?) — min h(W) + S + 5TVLZZ/,%QUQV> :

(4.7.13)
where for the third line we substituted (4.7.12), simplified the telescoping sum, and
used that D(W,W7T) > 0, and in the last line we used D(W,W° < Q) < 1,
cf. (4.7.5). The choice

1

T LT
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results in the accuracy bound from the premise of the theorem:

2\/5502/,1/\/ QL{QV h(Wo) - miIlWeW h(W)
+ .
VT T

Finally, assume that one of the terms Y(U), F(V) is affine — w.L.o.g. let it be T(U).
Then, since VY (U) is constant, Oh(W?') = (VY (U"),0F (V")) in (4.7.8) can be re-
placed with (VY(U'1),0F(V?)). Then in (4.7.12) we can replace h(W?*) — h(W?)
with Y(U™) —=Y(U)+ F (V') — F(V), implying that the term h(W°) —h(WT) in the
right-hand side of (4.7.13) gets replaced with F(V°)—F(V*'). The claim is proved. [

AU, VT <

Stochastic Mirror Descent. We now consider the stochastic setting that allows
to encompass (S-MD). Stochastic Mirror Descent is given by

W = min gy (W);

Wew
1 (4.7.14)
W' = arg min {h(W) + EWY), W) + =Dy, (W, th)} Lt >1,
wWew Vt
where 1
E(W) = 5(77\/,1/, —&u)

is the unbiased estimate of the first-order oracle G(W) = £(XT(V —Y), -XU). Let
us introduce the corresponding variance proxies (refer to the preamble of Section 4.3
for the discussion):

1 5 1 -
%= g E (XU ~&l}], sh=g s E[IXT(V =)~y

-]

(VY)evxy vl
(4.7.15)

We assume that the noises G(W*!) — Z(IW!) are independent along the iterations

of (4.7.14). In this setting, we prove the following generalization of Theorem 4.3:

Theorem 4.4. Let (U, V') =1 (U V) be the average of the first T iterates

of the Stochastic Composite Mirror Descent (4.7.14) with constant stepsize

1 1 1
= min 5 )
LV { V0L U N2 s + o }

where Loy v, Qu, Qy are the same as in Theorem 4.4, and 6}, 5% are the upper bounds

7. Note that ¢(W) is continuously differentiable in the interior of W, and V¢ diverges on the
border of W, then the iterates are guaranteed to stay in the interior of W [2003].
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for oy, 0%, cf. (1.7.15). Then it holds

E[A, (0777 < 2V10Ly v/ Wy N 22/ Quod + Qv
ATV S = VT
T(U°) — mingey Y(U)  F(V?) —minyey F(V)

* T * T ’

where B[] is the expectation over the randomness in (4.7.14). Moreover, if one of the
functions Y(U), F(V) is affine, the corresponding O(1/T) term can be discarded.

Proof. The proof closely follows that of Theorem 4.3. First, 1° remains unchanged.
Then, in the first-order condition (4.7.8) one must replace G(W*'™1) with Z(W'1),
which results in replacing (4.7.9) with

Y[ WUL V) = WU, VD + h(W?) — h(W)]
(VW) = V(W) W' — W)
4 o <E(Wt_1), Wt—l o Wt>
+ 7 (G —EWH, W — W),

where the last term has zero mean. The term ~, (Z(W'!), Wt — W) can be
bounded using Young’s inequality, and 1-strong convexity of ¢(-), cf. (4.7.11):

Ve <E<Wt_1), Wt—l o Wt>
< W= H)[5- N (Wt — WA,
2 2
< EIGVY . + 2SO = GOV + Dy(W, W),

Combining (4.7.6), (4.7.4), and (4.7.15), this implies
Y <E(Wt_1), Wt—l _ Wt> <
1097 L5, 5y + 297 (6, + 0oy + Dg(WH W,
Using (4.7.10) and (4.7.5), this results in

MO V) =B | {F07V) - F0,77))

1 _ 1 _ _
<7 {h(Wo) — min h(W) + S + 2Ty (5L, 4 Quy + oy + oy | ;
note that maximization on the left is under the expectation (and not vice versa)
because the right hand side is independent from W = (U,V). Choosing ~ to bal-
ance the terms, we arrive at the desired bound. Finally, improvement in the case of
affine T(U), F(V) is obtained in the same way as in Theorem 4.4. O
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4.7.3 Auxiliary lemmas

Lemma 4.1. Let X° € R and X' = argmin {Cl||X||1+(S,X>+Cg > X, log—}.
i=1

IX[1<R X7
XeR?
Then,
X - exp(—S;/Ch)
Xl =)p. 2 ’
1 p M M

_C14+Cy
C

where M = 37 X7 - exp(—S;/Cy) and p=min(M -~ %, R).
j=1

Proof. Clearly, we have

X! =argmin min { Cyr + (S, X) +C X;lo —z}
" )){({ (9.0 403 Xilow 3
+

Let us first do the internal minimization. By simple algebra, the first-order optimality
condition for the Lagrangian dual problem (with constraint || X||; = R) amounts to

Si—i-CQ—i-CQlOgXil —CglOgX?+H:O,

where  is Lagrange multiplier, and Y X! = r. Equivalently,
i=1

X=X exp (_ (%Tsl)) 7

1. X? - exp(—S;/Cs)
' > X7 - exp(=S;/Ca)
j

that is,

Denoting D; = exp(—S5;/Cy) and M = > X? - D; and substituting for X; in the
J

external minimization problem, we arrive at

XD, S, XD, -D;
Pzargmin{01r+rz lM +02'7"Z ]Z\/[ .log{rM }}

r<R

One can easily verify that the counterpart of this minimization problem with R = oo
C1+C9

has a unique stationary point v = M -e % > 0. As the minimized function is
convex, the minimum is attained at the point p = min(r*, R). O
Lemma 4.2. Given X € R™ and mized norms (cf. (4.2.4)) || - [,y <2 on R
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o on R™* with p}, < ¢&, one has

{ZIIX Dllq, - IIU(i,:)IIqa}=||XT||q5Xq1V,

and || - llgp xqz

HUupl o3, <

where qj; 1s the conjugate of p;, i.e., 1/p; + 1/qf = 1.

Proof. First assume pf; = qi,. Let a; = || X (:,4)llg, s = [[U(4,1)]l2, 1 <7 < d. Then,

{ZHX Mg, - HU(Z}:)quv} = sup Za ui = llallg, = 1X " llgg <t

||U||1 IUI1\

<
px;)z 1

Now let pf; < gi,. Then, for any i < d one has [|U(i,:)[l,2 < [|U(7,:)|,2 unless U(s,:)
has a single non-zero element, in which case ||U(%, )qu U (4, )HpU Hence, the

supremum must be attained on such U, for which the previous argument applies. [J

Lemma 4.3. In the setting of Lemma /.2, for any q; > 1 and g% > 1 one has:

{E:IIXT g, - IIV(i,:)Iqu} = [[Xl1xgy-

Proof. The claim follows by instatiating Lemma 4.2. O]

||V||oox1<1

4.7.4 Proof of Proposition 4.1

By (4.2.10), and verifying that the dual norm to || - ||ax1 is || - [|2xcc, We have

Lyy= sup || XUl2xcc-

IUll1x1<1

The maximization over the unit ball ||U]|;1x; < 1 can be replaced with that over its
extremal points, which are the matrices U that have zeroes in all positions except for
one in which there is 1. Let (7, j) be this position, then for every such U we have:

IXUllaxoo = | D sup | X (1)U NP = | D IXLHP= | D IXT (1)
=1 7 =1 =1

As a result,

n

sup [ XUllzxoe = sup | > IXT(@ D2 = X7, O

IU|l1x1<1 1<i<k =1
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4.7.5 Proof of Proposition 4.2

We prove an extended result that holds when || - ||4 and || - || are more general
mixed (¢, x {,)-norms, cf. (4.2.4).
Proposition 4.5. Let || - ||l4 = || - HPUXP?J on R2E and || - ||y = || - |1 xp2, on R™E.

Then, optimal solutions p* = p*()?, U) and ¢* =q (X, V,Y) to (4.3.3) are given by

L IXG Dl - UG . IXGg VG =Y Gl

pi_ S = ) q n = .
SEANXCGO g N0z 7 X IX Gl - 1VG) =Y (0,

Moreover, we can bound their respective variance prozies (cf. (4.3.2)): introducing

1 N
2= sw |XUJE.,
IU]l2 <1

we have, as long as p¥; < ¢,

2
o5(p") < 2R124£717+ SRAXT

apr xay
and, as long as pi, > 2,

* 72
oy(q") < 8nLy 4 + — HXHIXq

Proof. Note that the dual norms to || - [|1 2 and || - ||,y 2 are given by || - [l xq2
and || - Hq «q, correspondingly, see, e.g.,
1°. For E [||&5(p)||3-] we have:
2d
S 2
[HgU sz = Z_HX(7Z) U(Za )Hq xq
q%/xq?/ —1 Pi
2d g
=D —IXGOIZ - 106 )%
i=1 1"

where the last transition can be verified directly. The right-hand side can be easily
minimized on Ay explicitly, which results in

) IX Gl - 100G, ) g2

p; = > =
S IX G gy - 10 () g2

and

E [l1€5 (v Z IXCa)llg, - 106 gz
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Now we can bound U%(p*) via the triangle inequality:

]

2 *
2 v+ — s E [[Ig (07) 115

* 2 v
o7 (p*) < 5 sup | XU
" gen Uell

2
2 =~
= 2Ru£%7/+—sup [ZHX gy, - HU(Z73)|’q%,]

Ueld

Ul <Ry | i=1

2

2 ~

) .
—2RAE, , + = sw [}qu g HU(z,:quV]

2
- 2RU£02/ 7/_'_ RMHXTHQ ><q
where we used Lemma 4.2 (see Appendix 4.7.3) in the last transition.
2°. We now deal with E [||nvy(q)||%,.]. As previously, we can explicitly compute

o IXG e IVG) =Y Gl

q FEENES
T IXG g VG =Y 0

and
E [[lnvy (¢°)%-] = [ZI!X Js Mg, V3G, = (J}:)Hqg] :

Thus, by the triangle inequality,

2 2
oHg) <= sup [IX(V-YV)3+5 sup E[llpvy(@)]
n= (vy)evxy n= (wy)evxy
2

2

< —  sup XTv X(7,:) V(7,2
n? ||V||ooxl<zH o+ " Vo2 [ZH AR
8 ~

=— sup [ XTV[5. + ||X||1Xq
T Vlaxa<t
8

<= swp XV + IIXHqu
n HVle ><pv<1

— (|12
= 8”'5%,7/ + EHXHIXq(lJ'

Here in the second line we used that the Minkowski sum Ay +(—Ayg) belongs to the ¢;-
ball with radius 2 (whence V + (—V) belongs to the (¢« x ¢1)-ball with radius 2); in
the third line we used Lemma 4.3 (see Appendix 4.7.3) and the relation on R™**:

- lloxt < v/l - flooxas

lastly, we used that pi, > 2 and that || - > is non-increasing in pi,,p3 > 1. [

lpt, xi2,
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Proof of Proposition 4.2. We instantiate Proposition 4.5 with || - ||z = || - |lix1
and ||]|» = ||||ax1, and observe, using Proposition 4.1, that for X = [X, —X] € R"*??
it holds

Lay = X looxo = X Mlooxa, [ Xlhxoo = [1X[[1x0e: O

4.7.6 Proof of Proposition 4.3

We have
2d 1 k 1
min - ¢y, Pl = min ) SIXC DI Z—.Z'WWWI
PE(A;—)émi PE(AZ)émi i=1 =1 v
2d
i S LR 1062
= min — ,
PEA2s 7 ; 2 !

where we carried out the internal minimization explicitly, obtaining

Uy
UG, )|h

*_

il
Optimization in p gives:
o XGDl2 - UG, )L

Pi= ——, Ellsu (" P 5o = ZHX Dz - 10G,3)lls-
21X Gl - 11U )l

Defining

Lyy = sup
U2 <1

and proceeding as in the proof of Proposition 4.5, we get

x D 2 VT3 2 * D
o3 ) < s KD B+ 5 SUDE (150", P B

veud Ueld
2
=2RZEQ@;/+ sup [ZI!X i)l - 1T G, )”1]
Ueld i=1

2
2R,
= 2R LY+ o Sup [ZHX D= 10, )||1]

||U||1><1§1 =1

5 2
—2RE, o + SRR

4
= S RX B,
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where in the last two transitions we used Lemma 4.2 and Proposition 4.1 (note
that | X |lax: = || X "|j2x1). Note that the last transition requires that || -
geometry in the classes — otherwise, Lemma 4.2 cannot be applied.

To obtain (¢*, Q*) we proceed in a similar way:

Y has 31—

. 2
Jélin Elnvy (g, Q)|l5oxso

O3]

Qe(A)Em
n k
= X, )7 ! —Y (5,0
- qglin Z_H ja- ” ZQ_ Js (]7 >|
QG(ATTL)’®n ] 1 J =1
= min —WXUMNQ'N%%ﬁ—YUJWi
q€AL P’y

which results in

oo ARG W)=Y Va=Yal

L KO e VG =Y G T IV =Y Gl

The corresponding variance proxy can then be bounded in the same way as in the
proof of Proposition 4.5. O

4.7.7 Correctness of subroutines in Algorithm 1

In this section, we recall the subroutines used in Algorithm 1 — those for per-
forming the lazy updates and tracking the running averages — and demonstrate their
correctness.

Procedure 1 UPDATEPRIMAL
Require: U € R2*k o 7 neR¥ [ c[k], v, \, Ry
: L = log(2dk)
: for i =1 to 2d do
pi = m — o - Ui, 1) - (1 — e 2vERam/n)

: for i =1to 2d do
Ui, 1) « U(i,l) . e~ 2vLR.ni/n
o =v- oy
T =V [y

1
Ensure: U,a", 7+

© 00 N O Ut = W N =

<
I

=
=
f—"ﬂl
ml
[}
2
~
Y
*
>
=
*

5
—

+&+

Primal updates (Procedure 1). To demonstrate the correctness of Procedure 1,
we prove the following result:
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Lemma 4.4. Suppose that at t-iteration of Algorithm 1, Procedure 1 was fed with U=
ULa=ao,m=xtn=n'1=1" for which one had

U, ) oat =U (1), Vielk], (4.7.16)

where U' is the t-th primal iterate of (S-MD) equipped with (Full-SS) with the
optimal sampling distributions (4.3.8), and n' was the only non-zero column ny+ y (:, ")
of nyty. Moreover, suppose also that

() = |U'(s, ||1_ZUt (1,1), 1€ [2d], (4.7.17)

t+1 t+1

were the correct norms at the t-th step. Then Procedure 1 will oulput (7“”, Q
such that

, T

U1 1) 0 ot = UH(:, 1), VI € [K]

and
) = Z U™t (1,1), 2 € [2d).
le[k]

Proof. Recall that the matrix n* = ny+y produced in (Full-SS) has a single non-zero
column n' = n'(:,1"), and according to (S-MD), the primal update U* — U'*! writes
as (cf. (4.2.23)):

Uitl‘i‘l _ U,Ltl —QVtR*L'I]Vt Y(’L l)/n . min {e 2yt R« L R /M}

where

L := log(2dk), Z g2 ReLnye y (BD)/n.

=1 [=1

and 7y: y has a single non-zero column n' = 1y, (:,1"). This can be rewritten as

U, v- ql, [ = lt,
ULt = {Ut . oy (4.7.18)
il v, ’
where
qf _ 6—27,5LR*772/n’

v = min{e A R /MY,

V=Y e Y Y o

i€[2d] te(2d] lek]\{lt}

Thus, M and v can be expressed via (i) = >,y U'(i,1), cf. (4.7.17):

M = Z mt—all, (=), (4.7.19)
ic[2d] \;t"/

it

122



where we used the premise (4.7.16). Now we can see that lazy updates of U can be
expressed as

O/H'l =U- Oét
Y (4.7.20)
Uf,—l";l = Uit,lf ’ q§>
and the updates for the norms 7! as
it = pt [wf +alUl (g — 1)] (4.7.21)

One can immediately verify that this is exactly the update produced in the call of
Procedure 1 in line 13 of Algorithm 1. O

Procedure 2 UPDATEDUAL

Require: V.Y e Rk 3 p ¢ € R, (€ k], y € [K]®", ~
1: = e 2vlosk)

2: for j =1to ndo

3: w; = eXr1osk)s

4 gj=e 2 log(K)Y (5,¢)

5 X =1-=0-V(j, ) (1 -wj-g)

6: if ¢ # y; then N # not the actual class of 7 drawn
7 Xi < xi =B V) - (1—0)

8 B =08/x

9:

‘Z(]ag> — ‘7A§j7€) "Wyt Ej
10: V() < V(iys) w0
1 pf =2-281-V(jy;)

Ensure: V, 3%, p"

Dual updates (Procedure 2). To demonstrate the correctness of Procedure 2,
we prove the following result:

Lemma 4.5. Suppose that at t-iteration of Algorithm 1, Procedure 2 was fed with V=
VEB=pp=pE=E 0 =10, for which one had
Vi Do = Vi), Vielk, (4.7.22)

where V' is the t-th dual iterate of (S-MD) equipped with (Full-SS) with the optimal
sampling distributions (4.3.8), and &' was the only non-zero column &y (:, 0%) of Eye.
Moreover, suppose also that

p() =1V (5, =Y, ), g€ n] (4.7.23)

were the correct norms at the t-th step. Then Procedure 2 will output ViH, g+l pt+l

such that N
VLG D) o B = VLD, VI € (K]
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and
P = IV, =Y ()l g€ [nl.

Proof. Recall that the random matrix £+ has a single non-zero column &' := &y (2, €Y),
and according to (S-MD), the update V! — V*! writes as (cf. (4.2.24)):

eXp[Q’yt 10g(k) ) (5Ui (]7 l) B Y(]v l))]

. (4.7.24)
E:le ‘/jtﬁ ’ eXp[Q% 1Og(k) ’ (SUt (.]7 6) - Y(]? 6))]

t+1 _ Y/t
Vit =Vi

Note that all elements of the matrix £y« — Y in each row j have value 1, except for
at most two elements in the columns ¢ and y;, where y; is the actual label of the
J-th training example, that is, the only | € [k] for which Y (j,1) = 1. Recall also
that > ey V'(j,¢) = 1 for any j € [n]. Thus, introducing

wj = 2t log(k)£§7 g = o2 log(R)Y (5.1)

as defined in Procedure 2, we can express the denominator in (4.7.24) as

(

L= B Vip (1= wj ), i =y,
——
Xj = tvjt’féit t -t —2v; log(k) Sy (4725)
N—— —_——
VL %2
s JsYj

\

where we used the premise (4.7.22). One can verify that this corresponds to the value
of x; produced by line 7 of Procedure 2. Then, examining the numerator in (4.7.24),
we can verify that lines 810 guarantee that

Vi B = VL e [
holds for the updated values. To verify the second invariant, we combining this result
with the premise (4.7.23). This gives

pit =2Vl =2-287 Vi (4.7.26)
which indeed corresponds to the update in line 11 of the procedure. O

Correctness of tracking the cumulative sums.

We only consider the primal variables (Procedure 3 and line 21 of Algorithm 1);
the complimentary case can be treated analogously. Note that due to the previous
two lemmas, at any iteration ¢ of Algorithm 1 Procedure 3 is fed with [ = It U =
Ut, a = o' for which it holds Ula! = U'. Now, assume that all previous input

values A7,7 < t, of variable A, and the current inputs Al , Uf of variables A, Us,
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satisfy the following:

T—1
A=Y "o, V<t (4.7.27)
s=0
. AT
ALL(i 1) = AT, (4.7.28)
Tt(i,1)
UL(i,1) = ) U(i,1), (4.7.29)
s=0

where 0 < 7(4,1) < ¢t — 1 is the latest moment s, strictly before ¢, when the
sampled * € [k] coincided with the given I:

7'(i,1) = argmax{s : [* = [}. (4.7.30)

s<t—1

Let us show that this invariant will be preserved aftet the call of Procedure 3 —in other
words, that (4.7.27)-(4.7.30) hold for ¢ + 1, i.e., for the ouput values U5, AtFL At+!

pr

(note that the variables Us, A,,, A" only changed within Procedure 3, so their output

values are also the input values at the next iteration).

Proof. Indeed, it is clear that (4.7.27) will be preserved (cf. line 4 of Procedure 3).
To verify (4.7.28), note that A, (7,1) only gets updated when [ = I* (cf. line 3), and
in this case we will have 7'71(7,1) = t, and otherwise 7/t1(i,1) = 7%(i,1), cf. (4.7.30).

Thus, it only remains to verify the validity of (4.7.29) after the update. To this
end, note that by (4.7.30) we know that the value U*(i,1) of the variable U(i,1)
remained constant for 7(i,1) < s < t, and it will not change after the call at ¢-th
iteration unless I = [, that is, unless 7%71(i,1) = t. This is exactly when line (2) is
invoked, and it ensures (4.7.29) for ¢ + 1. O

Finally, invoking (4.7.27)-(4.7.30) at t = T, we see that line 21 results in the
correct final value ZtT:O U" of the cumulative sum Us. Thus, the correctness of Algo-
rithm 1 is verified.

4.7.8 Additional remarks on Algorithm 1

Removing the O(dk) complexity term. In fact, the extra term O(dk) in the
runtime and memory complexities of Algorithm 1 can be easily avoided. To see
this, recall that when solving the simplex-constrained CCSPP (4.2.17), we are fore-
most interested in solving the ¢;-constrained CCSPP (4.2.2), and an e-accurate solu-
tion U = [Uy; Us] € R2* 16 (4.2.17) yields an e-accurate solution U = U; — U, € R%**
to (4.2.2). Recall that we initialize Algorithm 1 with U = 1oyss and o = 154, which
corresponds to U° = O24x k- Moreover, at any iteration we change a single entry of U v
and scale the whole scaling vector a® = 1,4 by a constant (in fact, all entries of o
are always equal to each other; we omitted this fact in the main text to simplify the
presentation, since the entries of § generally have different values). Hence, the final
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candidate solution U7 = [UT — U] to the ¢;-constrained problem will actually have
at most O(dT") non-zero entries that correspond to the entries of U that were changed
in the course of the algorithm. To exploit this, we can modify Algorithm 1 as follows:

— Instead of explicitly initializing and storing the whole matrices U, Uy, and Ay,
we can hard-code the “default” value U(i,1) = 1 (cf. line 2 of Algorithm 1),
and use a bit mask to flag the entries (7(@, [) that have already been changed
at least once. This mask can be stored as a list Changed of pairs (7,1), i.e. in
a sparse form.

— When post-processing the cumulative sum Uy, (see line (21) of Algorithm 1),
instead of post-processing all entries of Us;,, we can only process those in the
list Changed, and ignore the remaining ones, since the corresponding to them
entries in U7 (a candidate solution to (4.2.2)) will have zero values. We can
then directly output UT in a sparse form.

It is clear that such modification of Algorithm 1 results in the replacement of

the O(dk) term in runtime complexity with O(dT') (which is always an improvement

since O(d) a.0.’s are done anyway in each iteration); moreover, the memory complexity
changes from O(dn + nk + dk) to O(dn + nk + dmin(T’, k)).

Infeasibility of the noisy dual iterates. Note that when we generate an estimate
of the primal gradient X7 (V! —Y) according to (Full-SS) or (Part-SS), we also
obtain an unbiased estimate of the dual iterate V', and vice versa. In the setup
with vector variables, | | propose to average such noisy
iterates instead of the acutal iterates (U*, V*) as we do in (S-MD). Averaging of noisy
iterates is easier to implement since they are sparse (one does not need to track the
cumulative sums), and one could show similar guarantees for the primal accuracy of
their running averages. However, in the case of the dual variable its noisy counterpart
is infeasible (see [ , Sec. 2.5.1]); as a result, one loses
the guarantee for the duality gap. Hence, we prefer to track the averages of the actual
iterates of (S-MD) as we do in Algorithm 1.
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Chapter 5

Conclusion and Future Work

In this thesis we considered several parameter estimation problems: the extension
of the moment-matching technique for non-linear regression, a special type of aver-
aging for generalized linear models and sublinear algorithms for multiclass Fenchel-
Young losses. We get theoretical guarantees for the corresponding convex and saddle-
point minimization problems.

In Chapter 2 we considered a general non-linear regression model and the de-
pendence on an unknown k-dimensional subspace assumption. Our goal was direct
estimation of this unknown k-dimensional space, which is often called the effective di-
mension reduction or e.d.r. space. We proposed new approaches (SADE and SPHD),
combining two existing techniques (sliced inverse regression (SIR) and score function-
based estimation). We obtained consistent estimation for k£ > 1 only using the first-
order score and proposed explicit approaches to learn the score from data.

It would be interesting to extend our sliced extensions to learning neural net-
works: indeed, our work focused on the subspace spanned by w and cannot identify
individual columns, while | | used tensor approaches to to estimate
columns of w in polynomial time. Another direction is to use smarter score matching
techniques to estimate score functions from the data: try to learn only relevant di-
rections. Indeed, our current approach for learning score functions uses a parametric
assumption, i.e., that the score is the linear combination of m basis functions and this
number grows with the number of observations. This disadvantage can be avoided if
we somehow manage to learn scores only in relevant directions.

In Chapter 3 we have explored how averaging procedures in stochastic gradient
descent, which are crucial for fast convergence, could be improved by looking at the
specifics of probabilistic modeling. Namely, averaging in the moment parameteriza-
tion can have better properties than averaging in the natural parameterization.

While we have provided some theoretical arguments (asymptotic expansion in the
finite-dimensional case, convergence to optimal predictions in the infinite-dimensional
case), a detailed theoretical analysis with explicit convergence rates would provide a
better understanding of the benefits of averaging predictions.
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In Chapter 4 we considered the Fenchel-Young losses and the corresponding
saddle-point problems for multi-class classification problems. We develop sublinear
algorithm, i.e., with computational complexity of one iteration of O(d+n+ k), where
d is the number of features, n is the sample size and k it the number of classes.

Though our approach has a sublinear rates for the classical SVM setup, it is

interesting to investigate the efficiency estimates for more general geometries and
losses (which is actually partly done). Multinomial logit loss or softmax loss is widely
used in Natural Language Processing (NLP) and recommendation systems, where n,
d and k are on order of millions or even billions ( [ ],
[2015]) and developing an O(n + d + k) approach will be an important development
in this area. Even though we provided simple experiments in this chapter, bigger
experiments with more expressed convergence rates will be a good illustration of our
approach. We are planning to put the code online, due to the full implementation
of Algorithm 1 is time-consuming. Another direction of research is to develop the
approach with flexible step-sizes, which can be learned from the data as well.
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Résumé

Dans cette thése, nous examinons plusieurs aspects de I'esti-
mation des paramétres pour les statistiques et les techniques
d’apprentissage automatique, aussi que les méthodes d’optimi-
sation applicables a ces problemes. Le but de I'estimation des
parametres est de trouver les paramétres cachés inconnus qui
régissent les données, par exemple les parameétres dont la den-
sité de probabilité est inconnue. La construction d’estimateurs
par le biais de problémes d’optimisation n'est qu’une partie du
probleme, trouver la valeur optimale du parametre est souvent
un probléme d’optimisation qui doit étre résolu, en utilisant di-
verses techniques. Ces problemes d’optimisation sont souvent
convexes pour une large classe de problemes, et nous pouvons
exploiter leur structure pour obtenir des taux de convergence ra-
pides.

La premiere contribution principale de la these est de développer
des techniques d’appariement de moments pour des problemes
de régression non linéaire multi-index. Nous considérons le pro-
bléme classique de régression non linéaire, qui est irréalisable
dans des dimensions élevées en raison de la malédiction de la
dimensionnalité et c’est pourquoi nous supposons que les don-
nées sont en fait une fonction non linéaire de plusieurs projec-
tions linéaires des données. Nous combinons deux techniques
existantes : ADE et SIR pour développer la méthode hybride sans
certain des aspects faibles de ses parents : elle fonctionne a la
fois dans des modéles multi-index et avec des hypotheéses faibles
sur la distribution des données.

Dans la deuxieme contribution principale, nous utilisons un type
particulier de calcul de la moyenne pour la descente stochastique
du gradient. Nous considérons les familles exponentielles condi-
tionnelles (comme la régression logistique), ou l'objectif est de
trouver la valeur inconnue du parameétre. Les approches clas-
siques, telles que SGD avec une taille de pas constante, ne
convergent que vers un certain voisinage de la valeur optimale
du paramétre, méme avec le calcul de la moyenne. Nous propo-
sons le calcul de la moyenne des parameétres de moments, que
nous appelons fonctions de prédiction. Pour les modeles a di-
mensions finies, ce type de calcul de la moyenne peut entrainer
une erreur négative, c’est-a-dire que cette approche nous four-
nit un estimateur meilleur que tout estimateur linéaire ne peut
jamais le faire. Pour les modeles a dimensions infinies, notre ap-
proche converge vers la prédiction optimale, alors que le calcul
de la moyenne des paramétres ne le fait jamais.

La troisiéme contribution principale de cette these porte sur les
pertes de Fenchel-Young. Nous considérons des classificateurs
linéaires multi-classes avec les pertes d’un certain type, de sorte
que leur double conjugué a un produit direct de simplices comme
support. La formulation convexe-concave a point-selle corres-
pondante a une forme spéciale avec un terme de matrice bili-
néaire et les approches classiques souffrent de la multiplication
des matrices qui prend beaucoup de temps. Nous montrons que
pour les pertes SVM multi-classes avec des techniques d’échan-
tillonnage efficaces, notre approche a une complexité d’itération
sous-linéaire, c’est-a-dire que nous devons payer seulement trois
fois O(n + d + k) : pour le nombre de classes k, le nombre de
caractéristiques d et le nombre d’échantillons n, alors que toutes
les techniques existantes sont plus complexes. Ceci est possible
grace au bon choix des géométries et a I'utilisation d’'une ap-
proche de descente en miroir.

Mots Clés

Estimation des paramétres, méthode des moments, SGD a pas
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Abstract

In this thesis we consider several aspects of parameter estima-
tion for statistics and machine learning and optimization tech-
niques applicable to these problems. The goal of parameter es-
timation is to find the unknown hidden parameters, which govern
the data, for example parameters of an unknown probability den-
sity. The construction of estimators through optimization prob-
lems is only one side of the coin, finding the optimal value of
the parameter often is an optimization problem that needs to be
solved, using various optimization techniques. Hopefully these
optimization problems are convex for a wide class of problems,
and we can exploit their structure to get fast convergence rates.
The first main contribution of the thesis is to develop moment-
matching techniques for multi-index non-linear regression prob-
lems. We consider the classical non-linear regression problem,
which is unfeasible in high dimensions due to the curse of di-
mensionality; that is why we assume a model, which states that
in fact the data is a nonlinear function of several linear projections
of data. We combine two existing techniques: ADE and SIR to
develop the hybrid method without some of the weak sides of
its parents: it works both in multi-index models and with weak
assumptions on the data distribution.

In the second main contribution we use a special type of aver-
aging for stochastic gradient descent. We consider conditional
exponential families (such as logistic regression), where the goal
is to find the unknown value of the parameter. Classical ap-
proaches, such as SGD with constant step-size are known to
converge only to some neighborhood of the optimal value of
the parameter, even with averaging. We propose the averag-
ing of moment parameters, which we call prediction functions.
For finite-dimensional models this type of averaging can lead to
negative error, i.e., this approach provides us with the estimator
better than any linear estimator can ever achieve. For infinite-
dimensional models our approach converges to the optimal pre-
diction, while parameter averaging never does.

The third main contribution of this thesis deals with Fenchel-
Young losses. We consider multi-class linear classifiers with
the losses of a certain type, such that their dual conjugate has
a direct product of simplices as a support. The corresponding
saddle-point convex-concave formulation has a special form with
a bilinear matrix term and classical approaches suffer from the
time-consuming multiplication of matrices. We show, that for
multi-class SVM losses with smart matrix-multiplication sampling
techniques, our approach has an iteration complexity which is
sublinear, i.e., we need to pay only trice O(n + d + k): for num-
ber of classes k, number of features d and number of samples n,
whereas all existing techniques have higher complexity. This is
possible due to the right choice of geometries and using a mirror
descent approach.

Keywords

Parameter estimation, method of moments, constant step-size
SGD, conditional exponential family, Fenchel-Young loss, mirror
descent.
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