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Abstract

Empirical risk minimization is recognized as a special form in standard convex opti-
mization. When using a first order method, the Lipschitz constant of the empirical risk
plays a crucial role in the convergence analysis and stepsize strategies for these prob-
lems. We derive the probabilistic bounds for such Lipschitz constants using random
matrix theory. We show that, on average, the Lipschitz constant is bounded by the ratio
of the dimension of the problem to the amount of training data. We use our results
to develop a new stepsize strategy for first order methods. The proposed algorithm,
Probabilistic Upper-bound Guided stepsize strategy, outperforms the regular stepsize
strategies with strong theoretical guarantee on its performance.
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1 Introduction

Empirical risk minimization (ERM) is one of the most powerful tools in applied
statistics, and is regarded as the canonical approach to regression analysis. In the
context of machine learning and big data analytics, various important problems such
as support vector machines, (regularized) linear regression, and logistics regression
can be cast as ERM problems, see for e.g. [17]. In an ERM problem, a training set
with m instances, {(a;, b,-)};”zl, is given, where a; € R” is an input and b; € R is the
corresponding output, fori = 1,2, ..., m. The ERM problem is then defined as the
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following convex optimization problem,

. 1 m
min L F(X) £ — 3 gia/ x) +2(0) ¢, ey

xeR” .
i=1

where each loss function ¢; is convex with a Lipschitz continuous gradient, and the
regularizer g : R” — R is a continuous convex function which is possibly nonsmooth.
Two common loss functions are

1
— Quadratic loss function: ¢; (x) = E(x — bi)2.
— Logistic loss function: ¢; (x) = log(1 4 exp(—xb;)).

One important example of g is the scaled 1-norm ||x||; with a scaling factor v € R
This particular case is known as £; regularization, and it has various applications
in statistics [3], machine learning [18], signal processing [6], etc. The regularizer g
acts as an extra penalty function to regularize the solution of (1). £; regularization
encourages sparse solutions, i.e. it favors solutions x with few non-zero elements.
This phenomenon can be explained by the fact that the £ norm is the tightest convex
relaxation of the £ norm, i.e. the cardinality of the non-zero elements of x [5].

In general, if the regularizer g is nonsmooth, subgradient methods are used to solve
(1). However, subgradient methods are not advisable if g is simple enough, and one
can achieve higher efficiency by generalizing existing algorithms for unconstrained
differentiable convex programs. Much research has been undertaken to efficiently
solve ERM problems with simple g’s. Instead of assuming the objective function is
smooth and continuously differentiable, they aim to solve problems of the following
form

min {F(x) £ f(x) +g(x)). @

where f : R" — R is a convex function with L-Lipschitz continuous gradient, and
g : R" — R is a continuous convex function which is nonsmooth but simple. By
simple we mean that a proximal projection step can be performed either in closed
form or is at least computationally inexpensive. Norms, and the £; norm in particular
satisfy this property. A function f is said to have a L-Lipschitz continuous gradient if

IVFx) = ViWI = Llix—yll, Vx,yeR" 3

For the purpose of this paper, we denote the matrix A € R™*" to be a dataset such
that the i™ row of A is aiT , and so in the case of ERM problems,

_ I — 7 _ I 7
fo0=- §¢' (@ x) = — ;«p, (el Ax), 4

where e; € R has 1 on its i component and 0’s elsewhere. f is called the empirical
risk in ERM. We assume that each ¢; have a y;-Lipschitz continuous gradient and

A
y = max{y1, Y2, ..., Ym}
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Many algorithms [1,4,9,13,20] have been developed to solve (1) and (2). One famous
example is the Fast Iterative Shrinkage-Thresholding Algorithm (FISTA) [1], which is
a generalization of the optimal method proposed by Nesterov [10] for unconstrained
differentiable convex programs. FISTA, with backtracking stepsize strategy, is known
to converge according to the following rate,

2nL|xo — X, |12

Fx) = Fox) < = =at,

(&)

where X, is a solution of (2), and 7 is the parameter which is used in the backtracking
stepsize strategy. The convergence result in (5) contains three key components: the
distance between the initial guess and the solution ||x¢ — X, ||, the number of iterations
k, and the Lipschitz constant L. While it is clear that the first two components are
important to explain the convergence behavior, the Lipschitz constant, L, is relatively
mysterious.

The appearance of L in (5) is due to algorithm design. In each iteration, one would
have to choose a constant L to compute the stepsize that is proportional to 1/L,
and L has to be large enough to satisfy the properties of the Lipschitz constant locally
[1,13]. Since the global Lipschitz constant condition (3) is a more restrictive condition,
the Lipschitz constant L always satisfies the requirement of L, and so L is used in
convergence analysis. We emphasize that the above requirement of L is not unique for
FISTA. For most first order methods that solve (2), L also appears in their convergence
rates for the same reason.

Despite L being an important quantity in both convergence analysis and stepsize
strategy, it is usually unknown and the magnitude could be arbitrary for a general non-
linear function; one could artificially construct a small dimensional function with large
Lipschitz constant, and a high dimensional function with small Lipschitz constant.

Therefore, L is often treated as a constant [10,11] that is independent of the dimen-
sions of the problem, and so the convergence result shown in (5) is considered to be
“dimension-free” because both ||xg — X, || and k are independent of the dimension of
the problem. Dimension-free convergence shows that for certain types of optimiza-
tion algorithms, the number of iterations required to achieve a certain accuracy is
independent of the dimension of the model. For large scale optimization models that
appear in machine learning and big data applications, algorithms with dimension-free
convergence are extremely attractive [1,2,16].

On the other hand, since L is considered to be an arbitrary constant, stepsize strate-
gies for first order methods were developed independent of the knowledge of L. As
we will show later, for adaptive strategies that try to use small L (large stepsize), extra
function evaluations will be needed. If one try to eliminate the extra function evalu-
ations, then L has to be sufficiently large, and thus the stepsize would be small. This
trade-off is due to the fact that L is unknown.

In this paper, we take the first steps to show that knowledge of L can be obtained in
the case of ERM because of its statistical properties. For the ERM problem, it is known
that the Lipschitz constant is highly related to ||A|| [1,14], and so understanding the
properties of ||A]| is the goal of this paper. If A is arbitrary, then ||A| would also be
arbitrary and analyzing ||A| would be impossible. However, for ERM problems that
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appear in practice, A is structured. Since A is typically constructed from a dataset then
it is natural to assume that the rows of A are independent samples of some random
variables. This particular structure of A, allows us to consider A as a non-arbitrary
but random matrix. We are therefore justified to apply techniques from random matrix
theory to derive the statistical bounds for the Lipschitz constant.

The contributions of this paper is twofold:

(a) We obtain the average/probabilistic complexity bounds which provide better
understanding of how the dimension, size of training set, and correlation affect
the computational complexity. In particular, we showed that in the case of ERM,
the complexity is not “dimension-free”.

(b) The derived statistical bounds can be computed/estimated with almost no cost,
which is an attractive benefit for algorithms. We develop a novel stepsize strategy
called Probabilistic Upper-bound Guided stepsize strategy (PUG). We show that
PUG may save unnecessary cost of function evaluations by adaptively choosing
L intelligently. Promising numerical results are provided at the end of this paper.

Many research on bounding extreme singular values using random matrix theory
have been taken in recent years, e.g. see [8,15,19]. However, we would like to empha-
size that developments in random matrix theory is not our objective. Instead, we would
like to consider this topic as a new and important application of random matrix theory.
To the best of our knowledge, no similar work has been done in understanding how
the statistics of the training set would affect the Lipschitz constant, computational
complexity, and stepsize.

2 Preliminaries

This paper studies the Lipschitz constant L of the empirical risk f given in (4). In
order to satisfy condition (3), one could select an arbitrarily large L, however, this
would create a looser bound on the complexity (see for e.g. (5)). Moreover, L also
plays a big role in stepsize strategy for first order algorithms. In many cases such as
FISTA, algorithms use stepsize that is proportional to 1/L. Therefore, a smaller L is
always preferable because it does not only imply lower computational complexity, but
also allows a larger stepsize for algorithms. While the lowest possible L that satisfies
(3) is generally very difficult to compute, in this section, we will estimate the upper
and lower bounds of L using the dataset A.

Notice that the Lipschitz constant condition (3) is equivalent to the following con-
dition. L

O =[O +V®Ty =0+ Zly=xI%, ¥xyeR" ©)

Therefore, a L that satisfies (6) also satisfies (3), and vice versa.

Proposition 1 Suppose f is of the form (4), then L satisfies the Lipschitz constant

condition (6) with
Diag( n yﬂ)A
V m V m

2
L=<
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Diag( /ﬂ /m)
m m

Proof See Proposition 2.1 in [14]. O

=<

2
Y

IAI? < =A%
m

Proposition 1 provides an upper bound for L, where y is the maximum Lipschitz
constant of loss functions, and it is usually known or easy to compute. For example,
it is known that y = 1 for quadratic loss functions, and y = max; bi2 /4 for logistics
loss functions.

The upper bound of L is tight for the class of ERM problems. We can prove that
by considering the example of least squares, where we have

y 1
L="~|Al*=—|Al*
m m

In order to derive the lower bound of L, we need the following assumption.

Assumption 2 There exists a positive constant T > 0 such that

$i(x) + QL) (y —x) + §|y —xP < ¢i(y). Vx.yeR,

fori =1,2,...,m.

The above assumption requires the strongly-convex loss function ¢;, which is not
restrictive in practical setting. In particular, quadratic loss function satisfies Assump-
tion 2, and the logistics loss function satisfies Assumption 2 within a bounded box
[—b, b] for any positive b € RT. With the above assumption, we derive the lower
bound of L using A.

Proposition 3 Suppose f is of the form (4) with ¢; satisfying Assumption 2 for i =
1,2,...,m, then L satisfies the Lipschitz constant condition (6) with

TAmin (ATA) <L

m

Proof By Assumption 2, fori =1,2,...,m,
T
di(e] Ay) > ¢ (el Ax) + ¢/ (el Ax)(e] Ay — e] Ax) + 5|e,-T Ay — e Ax|%.

Therefore,

fy

v
3|~

m
> (¢1(ef Ax) + gice] A (el Ay — ] Ax) + Zlef Ay — e Ax).
i=1
I« T A 17 caT U7 T Aol
= f(x)+ . Z (ei Ag;(e; Ax)(y —x) + zlei Ay —e; Ax| ) ,

i=1
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= fX) + (VS(X).y—x) + 2i||Ay — Ax|?,
m

7:)\min(ATA) 2

> fX)+(VfX),y —x)+ . ly —

O

From Propositions 1 and 3, we bound L using the largest and lowest eigenvalues of
AT A. Even though A can be completely different for different dataset, the statistical
properties of A can be obtained via random matrix theory.

3 Complexity analysis using random matrix theory

In this section, we will study the statistical properties of IA]I2 = |ATA| =
Amax(ATA) as well as Amin(ATA). Recall that A is an m x n matrix containing m
observations, and each observation contains n measurements which are independent
samples from n random variables, i.e. we assume the rows of the matrix A are samples
from a vector of n random variables €7 = (&, &, ..., &) with covariance matrix

Y=E [S ‘;‘T]. To simplify the analysis, we assume, without loss of generality, that

the observations are normalized, and so all the random variables have mean zero and
unit variance. Therefore, E[£;] = 0 fori = 1, 2, ..., n, and the diagonal elements of
¥ are all 1’s. This assumption is useful and simplifies the arguments and the analysis
of this section but it is not necessary. The results from this section could be generalized
without the above assumption, but it does not give further insights for the purposes of
this section. In particular, this assumption will be dropped for the proposed stepsize
strategy PUG, and so PUG is vaild for all the datasets used in practice.

3.1 Statistical bounds
We will derive both the upper and lower bounds for the average A2, and show that

the average |A||? increases nearly linearly in both m and n. The main tools for the
proofs below can be found in [19].

3.1.1 Lower bounds

The following Lemma follows from Jensen’s inequality and plays a fundamental role
on what is to follow.

Lemma4 Fora sequence {Qy : k = 1,2, ..., m} of random matrices,

Amax (ij E[le) <E [xmax (; Qk>:| :

Proof For details, see [19].
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With Lemma 4, we can derive a lower bound on the expected |[AT A||.

We will start by proving the lower bound in the general setting, where the ran-
dom variables are correlated with general covariance matrix X; then, we will add
assumptions on X to derive lower bounds in different cases.

Theorem 5 Let A be an m x n random matrix in which its rows are independent samples
of some random variables )‘;‘T = (&1,&, ..., &) withE[§] =0fori =1,2,...,n,
and covariance matrix X. Denote jimax = Amax (%) then

Mkt = mimax (2) < E[I1A17] )

In particular, if €1, &, ..., &, are some random variables with zero mean and unit
variance, then

max (mmax, 1) < E [ JAJ2]. @®)

Proof We first try to prove (7). Denote al.T as the i row of A. We can rewrite AT A as

m
ATA = Z akakT,
k=1

where ay akT ,’s are independent random matrices with E [ak akT] = Y. Therefore,

E [imes (A7A)] =E [xmax (i aca )}
k=1
> Amax (iE [akakT]) = MAmax (%) .
k=1

In order to prove (8), we use the fact that
E[IAI2] =E[IATI?] =E [IAAT1] = IE[AAT]1,
where the last inequality is obtained by applying Jensen’s inequality. Therefore, we

can write AAT as
m m
T _ To v
AA" = E E a;a;Y; ;,
i=1 j=1

where Y; ; € R™*™ is a matrix such that (Y; j),, = lifi = pand j = ¢, and

otherwise (Y;, ;) .4 = 0. By the assumption that each entry of A are random variable
with zero mean and unit variance, we obtain

E[aiTa,-] =E[ai1+a%2+'~'+ain] =E[a,~%l]+E[a%2]+~'-+E[ain] =n,
fori =1,2,...,m, and fori # j,
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Elafa; | =Efa]E[a1]+E[a2]E[aj2] + - +E[ai0] E[a;0] = 0.
Therefore,

m

ZnY,‘,,‘

m m
E[|A[?] = |E[AAT]| = HE Y > ala;y H =
i=1 j=1 i=1

’ = ||nL,|| = n.

O

Theorem 5 provides a lower bound of the expected ||AT A||. The inequality in (7)
is a general result and makes minimal assumptions on the covariance X. Note that the
lower bound is independent of n. The reason is that this general setting covers cases
where X is not full rank: some &;’s could be fixed 0’s instead of having unit variance.
In fact, when all §;’s are O’s fori = 1,2, ..., n, which implies £ = 0,,,, the bound
(7) is tight because A = 0,, «,,. For the setting that we consider in this paper, Eq. (8) is
a tighter bound than (7) and depends on both m and n. In the case where all variables
are independent, we could simplify the results above into the following.

Corollary 6 Let A be an m x n random matrix in which its rows are independent
samples of some random variables é‘;‘T =(¢&1,&,.... &) withE[§] =0, E[éiz] =1,
and &;’s are independent fori = 1,2, ..., n, then

max(m, n} < E [IAJ]. )

Proof Since all random variables are independent, ¥ = I, and SO Umax =
)\max(z)z L.

3.1.2 Upper bounds

In order to compute an upper bound of the expected |AT A||, we first compute its tail
bounds. The idea of the proof is to rewrite the AT A as a sum of independent random
matrices, and then use the existing results in random matrix theory to derive the tail
bounds of ||AT A||. We then compute the upper bound of the expected value. Notice
that our approach for computing the tail bounds, in principle, is the same as in [19].
However, we present a tail bound that is easier to be integrated into the upper bound of
the expected ||AT A||. That is, the derived bound can be directly used to bound ||AT A||
without any numerical constant.
In order to compute the tail bounds, the following two Lemmas will be used.

Lemma 7 [19] Suppose that Q is a random positive semi-definite matrix that satisfies
Imax(Q) < 1. Then

E [e"Q] <1+ — D)E[Q], for6 eR,
where L is the identity matrix in the correct dimension.
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Lemma 8 [19] Consider a sequence {Qy : k = 1,2, ..., m} of independent, random,
self-adjoint matrices with dimension n. For allt € R,

m
IP){)hmax (ZQk) > l}
k=1
1 m
< ninf —61 102 Amax | — Y Ee/Q | ). 10
_nellloexp< + m log Amax (m; € )) (10)

Combining the two results from random matrix theory, we can derive the following
theorem for the tail bound of |ATA|.

Theorem 9 Let A be an m x n random matrix in which its rows are independent
samples of some random variables ET = (&,&,....&) fori = 1,2,...,n, and

covariance matrix & = E [‘g‘ ET]. Denote [imax = Amax(X) and suppose

Amax [EET] < R almost surely. (11
Then, for any 6, t € RY,
P {,\max (ATA) > z] < nexp [—Gt +m log (1 4 (R — l)MmaX/R)] )

In particular,

P{imes (ATA) 2 1} <0 [%F [1 + I;J;—m_”tmr. (13)

Proof Denote al.T as the i™ row of A. We can rewrite ATA as

m
ATA = Z aa) .
k=1
Notice that akakT’s are independent, random, positive-semidefinite matrices, and

E[acal] = X, for k = 1,2,...,m. Also, Using the Lemma 8, for any § > 0,
we have

m
P {Amax (ATA) > t} =P {Amax (Za;@f) > t} ,
k=1
1 - Qagal’
<nexp|—0t +m log Amax —Z]Ee kg .
m
k=1
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Notice that Amax (akakT) < R, by rescaling on Lemma 7, we have,

E [eéﬂ/R)(ak”kT)] ST+ —1) (]E [(I/R) (akakT)]) , foranyd € R,
and thus

OR OR

-1 —1

E [eﬂ(aka[)] <L + % [akakT] =1, + u22, for any 6 € R.
ne

E
R
P{kmax (ATA> > t} < nexp|: 0t + m 10g Amax ( Zln hZ)],
-

— nexp| 6 +m log (1 + ("R — l)kmax():)/R)]

— nexp [-9: +m log (1 + (R — 1),umax/R)] :

Using standard calculus, the upper bound is minimized when

1 t(R — fmax)
e

0*=—1lo
Mmax(MR — 1)

Therefore,

P {Amax <ATA) > t} < nexp [—G*I + m log (1 + (ee*R — 1),umax/R)] ,
. I:Mmax(mR_t)];e |: I_Mmaxm:|m
=n|——— I+ —-91 .
f(R — [max) mR —t O
For matrices which contain samples from unbounded random variables, assumption
(11) in Theorem 9 might seem to be restrictive; however, in practice, assumption (11) is
mild due to the fact that datasets that are used in the problem (1) are usually normalized
and bounded. Therefore, it is reasonable to assume that an observation will be discarded
if its magnitude is larger than some constant.
The tail bound (13) is the tightest bound over all possible 6’s in (12), but it is difficult

to interpret the relationships between the variables. The following corollary takes a
less optimal 6 in (12), but yields a bound that is easier to understand.

Corollary 10 In the same setting as Theorem 9, we have

P fim (74) = 1] < mexp | 221 . (14)

In particular, for e € R, we have
1?{ nax (A A) < 2mptmax — Rlog (5)} >1—e (15)
n
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Proof Using Eq. (12), and the fact that log(y) <y —1,Vy € RT , we have
]P’{Amax (ATA) > t] < nexp[ 01 + ’;ma"( OR _ 1)]. (16)

The above upper bound is minimized when 6 = (1/R) log [t/ (m 4max)], and so

[t t !
o (478) 1] < ne[ o[ L s ()]
R mM L max R m max
¢ .
= nexp E( g[ Mmdx]-l-l——m'imdx)},
[t ( [mﬂmaxe] mﬂmax)]
=nexp|— (lo - ’
R t
f ( Mmax€ m/JLmaX)i|
<nexp|— — )
| R t
1
< nexp E(m,umax(e_ D—-nf,
M1
< nexp E @Cmpmax — 1) |
1 ] . €
Sete = nexp 2 2mpmax — t) |, we obtain t = 2mumax — R log (‘) o
n

The bound in (15) follows directly from (14) and shows that with high probability
1 — € (for small €), Amax (ATA) is less than 2m pumax + R log(n) — R log (€). Applying
the results in Corollary 10 provides the upper bound of the expected |ATA|.

Corollary 11 In the same setting as Theorem 9, we have

E [xmax(ATA)] < 2mptmax + Rlog (1) + R. (17)

Proof Using the Eq. (14), and the fact that

2mpmax —

t 1
i| when ¢ < 2mpmax — R log [—] ,
R n

1 <nexp [
we have
o0
E [hna(A7A)] = / Plman (ATA) > 1} dr,
0

2m max — R log[%]
< / 1dr
0
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o 2 —t
zmﬂmax*RIOg[%] R

1
= 2MUmax — Rlog|: i| + R.

n

Therefore, for a matrix A which is constructed by a set of normalized data, we obtain
the bound

max{mptmec, 1} < E[JAI] < 2mptmac + Rlog ) + R (18)

The result in (18) might look confusing because for small m and large n, the lower
bound is of the order of n while the upper bound is of the order of log(n). The reason
is that we have to take into account the factor of dimensionality in the constant R. To
illustrate this, we prove the following corollary.

Corollary 12 Let A be an m x n random matrix in which its rows are independent
samples of some random variables &7 = (&1, &, ...,&,) with E[&] = 0 for i =

1,2,...,n, and covariance matrix ¥ = [E §§T . Denote pimax = Amax(X) and
suppose |&;| < ¢ almost surely fori = 1,2, ...,n. Then
Amax [E)‘;‘T] < cn almost surely. (19)
and so
max(mpimax, 1) < B[ IAI2] < 2mptmas + Pnlog ) +¢*n 0)

Proof Since £¢7 isa symmetric rank 1 matrix, we have
hman (667) = 1887 | < nl1667 Imax =1 max (16:€1) < ¢*n almost surely.

O

Therefore, R increases linearly in n for bounded &. Recall that the lower bound of
the expected ||A||? is linear in both m and n, and the upper bound in (20), is almost
linear in both m and n. Therefore, our results on the bounds for the expected Lipschitz
constant are nearly-optimal up to some constant.

On the other hand, in order to obtain the lower bound of L, we also need tail bound
of Amin(AT A), which is provided in the following theorem.

Theorem 13 Let A be an m x n random matrix in which its rows are independent
samples of some random variables ’g‘T = (&,&,....&) fori = 1,2,...,n, and

covariance matrix ¥ = E [&&T]. Denote fimin = Amin(X) and suppose & < ¢
almost surely fori =1,2,...,n.
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Then, if pimin # 0, for any € € (n exp [— —’”zl;fcnzin] i n)

P {kmin (ATA> < M min — \/2c2nmumin log (Z)} <e.

Proof Suppose |&;| < ¢ almost surely for i = 1,2, ..., n. Then using Corollary 12
we have

Amax [55 T] <c’n =R almost surely.

Using the Theorem 1.1 from [19], for any 6 € (0, 1) we have

)

exp[@ _ 1] mmin/ R
fald

— nexp [(—(1 —0) — 0log(6)) (m’;mi“)] .

P {Amin (ATA) < Omptmin| < n [

Notice that & > 0 and

1

_ B -
210g(9)zz(1_5)=2(9 D_@+he-1 61

0 - 0 0

El

and so

P {)\,min (ATA) < Gmp,min} < nexp [(_(1 —6) — 610g(6)) (mp]cemin)] ’

2 _ .
< nexp[(—(l —oy—g? - 1) (m’:"‘“)],

= nexp [—% 0 — 1)2 (%)] .

For umin # 0, we lete = nexp[— (6 — 1)? Mimin | and so

2R n
o=1- log (-)
M [Amin €

In particular, suppose € € (nexp [—25%in] | n), then

2R n
0<1-— log (—) <1
m Umin €
Therefore,
P {)Lmin (ATA> = M flmin — \/2Rm,u'min log <E>} <€,
€
fore € (nexp[—"5zin]  n) o
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For the tail bound in Theorem 13 to be meaningful, m has to be sufficiently large
compared to n. In such cases, the smallest eigenvalue Amin (AT A) is at least O(m —

+/nmlog n) with high probability.
3.2 Complexity analysis

In this section, we will use the probabilistic bounds of L to study the complexity of
solving ERM. We focus only on FISTA for illustrative purpose and clear presentation
of the idea of the proposed approach. But the approach developed in this section can
be applied to other algorithms as well.

By the assumption that A is a random matrix, we also have the solution x, as a
random vector. Notice that the study of randomization of x, is not covered this paper.
In particular, if the statistical properties of x, can be obtained, existing optimization
algorithms might not be needed to solve the ERM problem. Therefore, in this paper,
we remove this consideration by denoting a constant M such that || Xg — X, ||2 <M.
In such case, we have the FISTA convergence rate

2nLM

F(xp) — F(x,) < m,

1)

where X, is the solution of (1), and n > 1 is the parameter which is used in the
backtracking stepsize strategy.
Using Proposition 1 and Corollary 12, we know

yn 14 14
max {y e, | = LE[IAIR] < 2y s + Z(nlog i)+ 2n). - (22)
m m m
Thus, on average,

2nM
F(xp) — F(x,) <

S Tr iR (27 ttman + 2 (Pnlog ) +¢Pm)) . (23)

In (22)—(23), the lower bound of (y /m)E [||A||2] is linear in n/m, and upper bound
is nearly-linear in n/m. This suggests that the average complexity of ERM is bounded
by the ratio of the dimensions to the amount of data. In particular, problems with
overdetermined systems (m >> n) can be solved more efficiently than problems with
underdetermined systems (m < n).

Another critical factor of the complexity iS (max = Amax(%), Where X is the
covariance matrix of the rows of A. In the ideal situation of regression analysis, all
inputs should be statistically linearly independent. In such cases, since we assume
the diagonal elements of X are 1’s, umax = 1. It is, however, almost impossible to
ensure this situation for practical applications. In practice, since ¥ € R"™", imax =
Amax (%) = || X]| is likely to increase as n increases.
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Similarly we can compute the probabilistic lower bound of L in the case that m is
sufficiently larger than n. Using Theorem 13, we can show that L is bounded above
by

o (Mmin - \/W) .

We emphasize the lower bound of L is not equivalent to the lower bound of the
complexity. However, since the stepsize of first order method algorithms is proportional
to 1/L, this result indicates that the upper bound of the stepsize which potentially could
guarantee convergence.

4 PUG: Probabilistic Upper-bound Guided stepsize strategy

The tail bounds in Sect. 3, as a by-product of the upper bound in Sect. 3.1.2, can also
be used in algorithms. As mentioned in the introduction, L is an important quantity in
the stepsize strategy since the stepsize is usually inversely proportional to L. However,
in large scale optimization, the computational cost of evaluating |A||% is very expen-
sive. One could use backtracking techniques to avoid the evaluation of the Lipschitz
constant; in each iteration, we find a large enough constant L such that it satisfies
the properties of the Lipschitz constant locally. In the case of FISTA [1], for the k'
iteration with incumbent X;, one has to find a L such that

F(p;x0) < Q; (pj (Xi), Xk) , (24)

where,

N L
Q. ¥) £ fW +x =y, VW) + Slx~ ylI? + g(x),

and p; (y) £ arg ming{Q 7 (x,y) : x € R"}. Equation (24) is identical to the Lipschitz
constant condition (6) with specifically y = pj (X¢) and x = X;. Therefore, (24)
is a less restrictive condition compared to the Lipschitz constant condition (6). This
indicates that L could be much smaller than L, and so it yields to larger stepsize. On
the other hand, for L > L, it is guaranteed that the local Lipschitz constant condition
will be satisfied. In both cases, when computing L is intractable, we would not be able
to distinguish the two cases by just having L that satisfies (24).

As we can see, finding a good L involves a series of function evaluations. In the
next section, we will review the commonly used stepsize strategies.

4.1 Current stepsize strategies

To the best of our knowledge, current strategies fall into four categories:

(i) A fixed stepsize from estimation of ||A I12.

(ii) Backtracking-type method with initial guess Lo, and monotonically increase
L = nP?Lo when it does not satisfy Lipschitz condition locally (n > 1, p =
0,1,...). See [1] for details.
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(iii) Adaptive-type method with initial guess L. _Suppose Lk is used for the k™
iteration, then find the smallest p such that Lk+1 = 2P satisfies Lipschitz
conditionlocally (p = —1,0, 1, ...). See Nesterov’s universal gradient methods
[12] for details.

(iv) Adaptive stepsize strategy for a specific algorithm. See [7] for example.

Theorem 14 Suppose L is used as an initial guess for the k™ iteration, and we select
the smallest ¢ € N such that Ly = n?L satisfies the local condition, for n > 1. To
guarantee convergence, it requires

qzmax{ (logL—logi),O},

logn
which is also the numbers of function evaluations required. We have

L<Ly<nL, if L<L
L<Li=L, if L<L

Proof To guarantee convergence, it requires g such that Ly=niL>L.IfL<L, q
should be selected such that n?L < nL; otherwise ¢ — 1 will be large enough to be
selected, i.e. Ly = nq_lL > L. O

Theorem 14 covers the setting of choice (i)—(iii), also referred to as the fixed stepsize
strategy, backtracking method, and Nesterov’s adaptive method, respectively. For fixed
stepsize strategies, L > L is selected for all iterations, which yields ¢ = 0, and thus
checking the local condition is not required [1]. For backtracking method, L=Li
and n > 1 is a parameter of the strategy. Since Ly is monotonically increasing in k, g
is monotonically decreasing. Therefore, ¢ at the k" iteration is equivalent to the total
number of (extra) function evaluations for the rest of the iterations.

On the other hand, for Nesterov’s adaptive method, L=1Li /2and n = 2. Ly is
not monotonically increasing in k, and in each iteration, ¢ is the number of function
evaluations in the worst case. Notice that once the worst case occurs (having g function
evaluations) in the k™ iterations, ¢ will be smaller since Ly is sufficiently large. In
Nesterov’s universal gradient methods [12], Nesterov proved that for k iterations, the
number of function evaluations is bounded by O(2k).

Theorem 14 illustrates the trade-off between three aspects: aggressiveness of initial
guess L, recovering rate 1), and the convergence rate. Methods with small (aggressive)
initial guess L have the possibility to result in larger stepsize. However, it will yield a
larger ¢, the number of function evaluations in the worst case. One could reduce g by
setting a larger 7, and so L could scale quickly towards L, but it will generate a slower
rate of convergence (17L). If one wants to preserve a good convergence rate (small 1)
with small number of function evaluations (small ¢), then L could not be too small.
In that case one has to give up on the opportunity of having large stepsizes. The fixed
stepsize strategy is the extreme case of minimizing ¢ by giving up the opportunity of
having larger stepsizes.

The proposed stepsize strategy PUG tries to reduce L as (iii), but guides L to increase
reasonably and quickly when it fails to satisfy the local condition. In particular, by
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replacing L with its probabilistic upper bound, aggressive L and fast recovering rate
are allowed without slowing the convergence. This above feature does not obey the
trade-off that constraints choice (i)—(iii). Also, PUG is flexible compared to (iv). It can
be applied to all algorithms that require L, as well as mini-batch and block-coordinate-
type algorithms which require submatrix of A.

4.2 PUG

In this section, we will use the tail bounds to develop PUG. Using Eq. (15), we first
define the upper bound at different confidence level,

R €
L <UE 2 2y =~ log (). 5)

n

with probability of at least 1 — €. We point out that the probabilistic upper bound (15)
does not rely on the assumption that the dataset is normalized with mean zero and unit
variance, and so it is applicable to all types of datasets. The basic idea of PUG is to
use the result in the following Theorem.

Theorem 15 Suppose L is used as an initial guess for the k™ iteration, and we denote

<u(€)>l/N
NPUG,N = = s

where Z{(e) is defined as in (25). If we select the smallest ¢ € N such that I:k =
r/f,],UG. L satisfies the local condition, then with probability of at least 1 — €, it requires
q = N to guarantee convergence. In particular, we have

L
L Z
with probability of at least 1 — €.

Proof To guarantee convergence, it requires ¢ such that Ly = ”gUG, Ni > L. When
qg=N, Zk = U(e) > L with probability of at least 1 — €. O

Theorem 15 shows the potential advantage of PUG. With any initial guess L, PUG
is able to scale L quickly towards L without interfering with the probabilistic con-
vergence rate. This unique feature allows an aggressive initial guess L as Nesterov’s
adaptive strategy without low recovering rate nor slow convergence rate. Algorithm 1
provided details of PUG with N = 2. In Algorithm 1, the Lipschitz constant estima-
tion from last iteration, I:k, is first divided by 2 to be the initial guess L, which is the
same as the Nesterov’s adaptive method. We point out that,

U(e) > o0 as € — 0.
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Algorithm 1 PUG

Input: Zk from last iteration _
Initialization: Set L = L; /2, ¢ = min{0.1, ¢p} (Require: € small enough such that U/ (¢) > L)

Set npuG = \/U(e)/i

while L does not satisfy Lipschitz constant condition locally do
Set L = npygL

end while

Output: Lipschitz constant ik+l =L

Therefore, the convergence of FISTA is guaranteed with PUG, even in the extreme
case that L < U(¢) with e ~ 0.
In the case where computing tmax 1 impractical, it could be bounded by

s = max(B) = [ 3 < trace(®) = 3 Var ). 26)
i=1

With the assumption that &;’s have zero mean and unit variance, pumax < n. For A
that does not satisfy these assumptions due to different normalization process of the
data, (26) could be used to bound tmax. For the R in (25), one could use ¢%n as in
Corollary 12, or a tighter estimation would be

n
R = Z m]?x a%k, 27
i=1

since Amax [ssT] — T =gTE =Y £

4.3 Convergence bounds: regular strategies versus PUG

Different stepsize strategies would lead to different convergence rates even for the
same algorithm. Since PUG is based on the probabilistic upper bound U (¢) in (25), it
leads to a probabilistic convergence of FISTA. In particular,

Fow — Fix) = 2 (2ymma— 2o t0g (). 8)
(k+1)2 m n

with probability at least 1 — €. Equation (28) holds with probability at least 1 — €
because of Eq. (25), which holds for all iterations in FISTA. In particular, once the
instance (matrix A) is fixed, then we have know L < U{(¢€), with probability at least
1 — €. If the probabilistic upper bound holds, then I/ (¢) is the worst Lipschitz constant
estimation computed by PUG in all iterations, and so (27) holds. Therefore, the above
result could be obtained using the same argument as in the proof of convergence in
[1].

When using regular stepsize strategies, FISTA results in convergence rates that is
in the form of (21) with different 1’s (n > 1). For backtracking strategy, n would be
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an user-specified parameter. It is clear from (21) that convergence is better when n
is close to 1. However, it would take more iterations and more function evaluations
to find a satisfying stepsize, and these costs are not captured in (21). In the case of
Nesterov’s adaptive strategy [12], n = 2. Using the same analysis as in Sect. 3.2, L
should be replaced with the upper bound in (22) for the average case, or I/(€) in (25)
for the probabilistic case. For the probabilistic case, those convergences are in the
same order as in the case of using PUG, as shown in (28).

Therefore, PUG is competitive compared to other stepsize strategies in the proba-
bilistic case. The strength of PUG comes from the fact that it is adaptive with strong
theoretical guarantee that with high probability, Ly will quickly be accepted at each
iteration.

4.4 Mini-batch algorithms and block-coordinate algorithms

For mini-batch algorithms, each iteration is performed using only a subset of the
whole training set. Therefore, in each iteration, we consider a matrix that contains the
corresponding subset. This matrix is a submatrix of A with the same structure, and
therefore it is also a random matrix with smaller size m-by-n, where m < m. Using
the existing results, we can conclude that the associated U/ (¢) in each iteration would
be larger than those in full-batch algorithms. As a result, the guaranteed stepsize for
mini-batch algorithms tends to be smaller than full-batch algorithms.

On the other hand, block-coordinate algorithms do not update all dimensions at once
in each iteration. Rather, a subset of dimensions will be selected to perform the update.
In such setting, we only consider the variables (columns of A) that are associated with
the selected coordinates. We should consider a submatrix that is formed by columns of
A. This submatrix itself is also a random matrix with smaller size m-by-n, wheren < n.
Using the existing results, the guaranteed stepsize for block-coordinate algorithms
tends to be larger.

Thus, with minor modifications PUG can be applied to mini-batch and block-
coordinate algorithms.

5 Numerical experiments
In the first part of this section, we will apply the bounds from Sect. 3 to illustrate the
relationship between different parameters and L. Then, we will perform the PUG on

two regression examples. The datasets used for the two regression examples can be
found at https://www.csie.ntu.edu.tw/~cjlin/libsvim-tools/datasets.

5.1 Numerical simulations for average L
We consider three cases, and in each case we simulate A’s in different dimension m’s

and n’s. Each configuration is simulated with 1000 instances, and we study the sample
average behaviors of L.
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In the first case, we consider the most complicated situation and create random
vector such that its entries are not identical nor independent. We use a mixture of
three types of random variables (exponential, uniform, and multivariate normal) to
construct the matrix A € R™*"_ The rows of A are independent samples of £/ =
&1, &2, ..., &,). We divide A into three parts with ny, n», and n3 columns. Note that
ny = np = n3 = n/3 up to rounding errors. We assign & with the elements where

Exp(l) — 1 if j <mny,

51 U(—~/3,/3) ifny < j <nj+na,

(29)

and (&1, 4ny+15 Eny4nat2s - - En) ~ N(Op;x1, ). X is a n3 x n3 matrix with 1 on
the diagonal and 0.5 otherwise. &1, &2, ..., &,,+n, are independent.

The scaling factors of the uniform distribution and exponential distribution are
used to normalize the uniform random variables &; such that E[§;] = 0, and E[Sf] =
1. Some entries of A are normally distributed or exponentially distributed, and we
approximate the upper bound of the entries with ¢ = 3. From statistics, we know that
with very high probability, this approximation is valid.

In Fig. 1, we plot the sample average Lipschitz constant over 1000 instances. As
expected, the expected Lipschitz constant is “trapped” between its lower and upper
bound. We can see that the expected L increases when m and n increases with the
ratio n/m is fixed. This phenomenon is due the fact that (tmax = Amax (%) increases
as n increases.

To further illustrate this, we consider the second case. The setting in this case is the
same as the first case except that we replace ¥ with I,. So, all the variables are linearly
independent. In the case, umax = 1 regardless the size of the A. The ration/m = 2 in
this example. From Fig. 2, the sample average L does not increase rapidly as the size
of A increases. These results match with the bound (22).

In the last case, we investigate the effect of the ratio n/m. The setting is same as
the first case, but we keep n = 1024 and test with different m’s. From Fig. 3, the
sample average L decreases as m increases. This result suggests that a large dataset is
favorable in terms of complexity, especially for large-scale (large n) ERM problems.

5.2 Regularized logistics regression

We implement FISTA with three different stepsize strategies (i) the regular back-
tracking stepsize strategy, (ii) the Nesterov’s adaptive stepsize strategy, and (iii) the
proposed adaptive stepsize strategy PUG. We compare the three strategies with an
example in a £1 regularized logistic regression problem, in which we solve the convex
optimization problem

S
min — Z;log(l +exp(—bix’ a;)) + wlIx1.
1=
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Fig.1 Casel,m =n

Fig.2 Casell,2m =n

Fig.3 CaseIIl, n = 1024
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Table 1 Gisette

Backtracking Nesterov PUG
T 1.00 x 0.32 x 0.22 x
nlter 1.00 x 0.22 x 0.18 x
nFunEva 1.00 x 0.29 x 0.21 x
Avg. L 1.00 x 0.16 x 0.24 x

The best performance in each aspect is bold.

We use the dataset gisette for A and b. Gisette is a handwritten digits dataset from the
NIPS 2003 feature selection challenge. The matrix A is a 6000 x 5000 dense matrix,
and so we have n = 5000 and m = 6000. The parameter w is chosen to be the same
as [9,21]. We chose Lo = 1 for all three stepsize strategies. For backtracking stepsize
strategy, we chose = 1.5.

We compare our proposed probabilitic bound and the deterministic upper bound
L using [|A||? < trace(ATA). We estimate pmax = 1289.415 and R = 4955 using
Egs. (26) and (27), respectively. We thus obtain our probabilistic bound ¢/ (0.1) =
646.941, which is less than the deterministic upper bound L = 1163.345.

Table 1 shows the performances of three stepsize strategies. T is the scaled compu-
tational time, nlter is the scaled number of iterations, nFunEva is the scaled number of
function evaluations, and Avg. L is the average of L used. This result encourages the
two adaptive stepsize strategies as the number of iterations needed and the computa-
tional time are significantly smaller compared to the regular backtracking algorithm.
This is due to the fact that L could be a lot smaller than the Lipschitz constant L in this
example, and so the two adaptive strategies provide more efficient update for FISTA.
As shown in Table 1, even though Nesterov’s strategy yields smaller L on average, it
leads to higher number of function evaluations and so it takes more time than PUG.

5.3 Regularized linear regression

We also compare the three strategies with an example in a ¢; regularized linear
regression problem, a.k.a LASSO, in which we solve the convex optimization problem

m

. 1 T 2
min .21:(" a; — b)) + x|
1=

We use the dataset YearPredictionMSDt (testing dataset) for A and b. YearPredic-
tionMSDt has matrix A is a 51630 x 90 dense matrix, and so we have n = 90 and
m = 51630. The parameter o is chosen to be 10~°. We chose Ly = 1 for all three
stepsize strategies. For backtracking stepsize strategy, we chose n = 1.5.

We compare our proposed probabilitic bound and the deterministic upper bound L
using IA]I2 < trace(AT A). We estimate pumax = 9.603 x 10° and R = 4.644 x 10°
using Egs. (26) and (27), respectively. We thus obtain our probabilistic bound U/ (0.1) =
1.982 x 107, which is less than the deterministic upper bound L = 2.495 x 107.
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Table 2 YearPredictionMSDt

Backtracking Nesterov PUG
T 1.00 x 1.02 x 0.99 x
nlter 1.00 x 0.69 x 0.68 x
nFunEva 1.00 x 0.92 x 0.90 x
Avg. L 1.00 x 0.54 x 0.52 x

The best performance in each aspect is bold.

Table 2 shows the performance of three stepsize strategies, and the structure is same
as Table 1. Unlike Gisette, adaptive strategies failed to provide small L compared to
L. Also, since n is very small, the cost of function evaluation is very cheap compared
to Gisette. Therefore, both adaptive strategies do not outperform the backtracking
strategy in this example. However, one can see that both adaptive strategies yielded to
reduction in terms of the number of function evaluations. Therefore, one could expect
they outperform backtracking strategy for larger/difficult instances.

6 Conclusions and perspectives

The analytical results in this paper show the relationship between the Lipschitz constant
and the training set of an ERM problem. These results provide insightful information
about the complexity of ERM problems, as well as opening up opportunities for new
stepsize strategies for optimization problems.

One interesting extension could be to apply the same approach to different machine
learning models, such as neural networks, deep learning, etc.
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