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Random Features for Efficient Attention Approximation
Valerii Likhosherstov

Transformers are, perhaps, the most widespread architectures in today’s landscape of deep
learning. They, however, do not scale well with long sequences, resulting in O(L?) computa-
tional complexity for the sequence length L. In this thesis, we propose a holistic approach
for reducing this complexity to linear O(L) via an unbiased approximation of the softmax
kernel appearing in self-attention, the main component in the Transformer backbone. The
obtained efficient Transformer architecture is referred to as Performer. Compared to other
developments in the area of efficient Transformers, Performer is theory-grounded and the
problem of long-sequence processing can be reduced to a theoretical derivation of random
features with certain properties minimizing the variance of the approximation. This thesis
describes an evolution of mechanisms for random-feature approximation: from the so-called
FAVOR, to FAVOR+ and, finally, to FAVOR++. The FAVOR++ mechanism has the tightest
concentration properties and the best performance in practice. On the way to FAVOR++, we
also discuss several extensions of the proposed efficient self-attention mechanism, among
which are masked self-attention, sub-linear memory Performers, generalized attention, and
more. For each proposed method, this thesis contains empirical evaluations in real-life
large-scale learning setups and thorough theoretical analyses with proofs.
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Nomenclature

Unbolded z represents a scalar (real or complex number), boldface z represents a vector, and
a capital boldface Z represents a matrix or tensor of a higher dimension, with an exception
of a Gaussian kernel matrix denoted as .Z". The reason for this is to distinguish the kernel

matrix with a “key” matrix notation K which is standard in the Transformer literature.

Mathematical notation

Symbol Description

N a set of positive integers

2,2 C? [’th element of the vector z

Z:,Z¢c Ch*h (i, j) th element of the matrix Z

Z;, 7 c Chxd i’th slice of tensor Z along its first dimension (tensor of shape d5 x - - - x
dy)

7., 71c Cdixd J’th column of matrix Z (vector of length d;)

Z;j, Zc Cd1><m><d,

Zlnj, Zc Cdrx-xd;

2] 2 € RY

HZ’ AS Rdlx~--xd,
K(x,y), x,y € R?
H

I

1d1 XeeeXdy

0d1 X Xdy

diag(z), z € C¢
tril(Z), Z € C4*4
Tr(Z), Z € C4*4
PS(Z), Z € Ch >4

subtensor of shape j x d, X - -- X d; containing i first slices of the tensor
Z along the first dimension

subtensor of shape (j —i+ 1) X dp X -+ X d, containing slices from
i > 1to j > iof the tensor Z along the first dimension

Yz

L.-norm of tensor Z

Gaussian kernel exp (—3[x —y|?)
Gaussian kernel matrix computed for {x() € R?},<;<; and {y) €
R}y < jerr, namely ¢ = (K(xO y0)H | e RV

identity matrix of size d x d

tensor of size d; X --- X d; with all ones

tensor of size d; X --- X d; with all zeros

diagonal matrix of size d x d with z on the diagonal

copy of Z but with entries above the main diagonal zeroed out
trace of the square matrix Z, i.e. the sum of its diagonal entries
prefix sum along the first dimension of Z, i.e. (2321 y/ j)f.l;l c Chx

Ly-norm

- Xdy
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Chapter 1

Introduction

1.1 Motivation for thesis

Proposed in 2017, Transformer networks established a monopoly among state-of-the-art
deep learning solutions. With the ability to scale well as the amount of training data and
the number of parameters increases, Transformers beat other methods in natural language
processing tasks (machine translation, dialog systems, named entity recognition, speech
recognition, text summarization, question answering, sentiment analysis, etc.), computer
vision tasks (image, video and audio recognition, segmentation, super-resolution, visual
question answering, video understanding, point cloud classification and segmentation, text-
to-image mapping, etc.) and biological applications (protein generation, protein structure,
and function prediction, etc.), to name a few.

An important limitation of Transformer networks is that the self-attention block, re-
sponsible for signal propagation among sequence elements, has a complexity O(L?) where
L is the input sequence length. Because of this, it’s hard to apply Transformers in tasks
involving long sequence inputs. Long sequences emerge in various applications, such as long
text processing, summarization or generation of coherent long texts, high-resolution image
generation or recognition, and generation of protein complexes. We consider the problem of

long-sequence Transformer training as a motivation for this thesis.

1.2 Outline and contributions of thesis

In this thesis, we give a comprehensive description of the recent innovation of applying
random feature mechanisms for the self-attention approximation in Transformers. This

technique significantly improves the efficiency of self-attention computation reducing time



2 Introduction

and memory complexity from O(L?) to O(LM) where M < L is the number of random
features chosen by the user. This improvement is especially important for applications where
the sequence length L is big and computing and storing the (L x L)-sized self-attention matrix
is too expensive. To make the approximation as precise and stable as possible, we develop
novel random feature mechanisms for the Gaussian kernel beyond the existing trigonometric
random features (Section 2.1.3 in Chapter 2). We also describe and analyze a fruitful property
of Transformers with random features: the ability to forward- and back-propagate through
the whole architecture (not just the self-attention block) with up to a constant memory
complexity.

The structure of the thesis is as follows:

* Chapter 2 provides a necessary background for the thesis: random features (including

existing trigonometric and orthogonal variants) in machine learning and Transformers.

* Chapter 3 introduces the random feature approximation of the self-attention matrix
for both causal and noncausal self-attention. This leads to Performers: efficient
Transformer architectures. We discuss algorithmic details and theoretical concentration
properties of such approximation. We present an exhaustive experimental evaluation
of the method.

 Chapter 4 is where positive random features are introduced: a technique to improve
stability of random feature approximation in Transformers. This, together with or-
thogonality, results in the FAVOR+ mechanism (fast attention via positive orthogonal

random features). Extensive theoretical and empirical evaluation is present.

* Chapter 5 is dedicated to sub-linear memory Performer: an algorithm for the forward
and backward pass through Performer in O(1) memory complexity. Experiments with

Transformer networks are included.

» Chapter 6 discusses chef’s random tables: extensions of both trigonometric and positive
random feature methods. By optimizing variance over this very broad family of random
features, we obtain even sharper self-attention approximations. Again, theoretical and

empirical analysis is provided.
» Chapter 7 is reserved for conclusions.

Proofs and additional experimental details can be found in the chapters’ appendices.
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Chapter 2
Background

In this chapter, we will discuss two important prerequisites for this thesis: random features

for the Gaussian kernel (Section 2.1) and Transformer networks (Section 2.2).

2.1 Random features for the Gaussian kernel

We define the Gaussian kernel and a corresponding matrix, then we define the notion of
random features and discuss its special existing instantiation: trigonometric random features.
Then, we talk about orthogonal random features, a technique to reduce variance of vanilla
random features. Finally, we overview the literature on random feature features and their

applications.

2.1.1 Gaussian kernel matrix

By K : RY x RY — R, where d is integer, we denote a Gaussian kernel. Namely, for all
x,y € RY,

1
K(xy) =exp (35— IF).

Suppose L, L’ are integers (L' will coincide with L almost always in this thesis) and two sets
{(x e R} |, {y) € R4 }flzl are given. Then, Gaussian kernel matrix for these two sets
is defined as % = (K (x(i),y(j)))i’jil € REXL' . We will be interested in right-multiplying
# by a given matrix C € RL>" (¢ x C) as efficiently as possible. The naive algorithm
constructs the matrix % first in O(LL'd) time and then computes the matrix product %" x C
in O(LL'n) time resulting in O(LL'(d 4+ n)) total complexity. When L and L’ are big, this
complexity is intractable. Therefore, we will be looking for a subquadratic algorithm 1.e.

without storing the matrix .#” in memory and without the the LL' factor in the computational
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complexity estimate. We will introduce approximations for solving this problem. With an
intention to emphasize that % is not stored in memory in our efficient methods, we often
call it a linear map applied to some C.

Efficient estimation of Gaussian kernel linear mappings is important in the following

“classical” machine learning methods:

1. Kernel regression (Nadaraya, 1964; Watson, 1964). Training data consists of L
objects (0(1),r(1)), e, (O(L),I‘(L)) where, forall 1 <i <L, o) € R?, rl)) € R", Test
data consists of L’ observed vectors o*(1) . .. ,0*(”) € R and the goal is to predict
corresponding r*(1), ... r*(E') € R”. This is done as follows: for each 1 < j < L,

() _ Ll K(ro'V, yol)el) (£ C)j,

LK (o0 o) Ay .

where ¥ > 0 is a hyperparameter, . is a Gaussian kernel matrix defined for {X(i) =
00}, {y) = y0*()} and C is an L’ x n matrix with C;. = r*() forall 1 < j < L.
Computation of (2.1) reduces to multiplication % [C 1 L/] followed by division.

2. Kernel support vector machines (Kernel SVM) (Cristianini and Shawe-Taylor,
2000). In the case of binary classification, the training data consists of L objects
(0, ry, ..., (o), r(l)) where 0l) € R? and r\¥) € {—1,1}. Kernel SVM equipped
with the Gaussian kernel numerically solves the following dual problem:

1
min 5oszmg(r)yzfdiag(r)oz -1 a (2.2)

acRL
S. t. rTa:O,
VI<i<L:0<a;<C"M

CSYM > 0 is a hyperparameter, r = (r))k_| € Rl and 7 is a Gaussian kernel

where
matrix computed for x() = y() = 0(), 1 <, j < L, L = L'. Computing the objective

(2.2) reduces to the evaluation of #'¢ where ¢ = diag(r)a.

In this thesis, we find a novel application for the efficient computation of .2 C which
lies in the area of Transformer networks (see Chapter 3). Meanwhile, we start with the

description of a prominent random feature approach for the efficient approximation of 2 C.
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2.1.2 Random features for the Gaussian kernel

Random features is a technique for decomposing the kernel K(x,y) into a product of two
terms where each depends either on x or on y. Since it cannot be done exactly, we rely on a

randomized approximation. More technically, the definition of random features is as follows:

Definition 1. By random features (RFs) for the Gaussian kernel, we call a triple (p, f (1), f (2))
where p is a probability distribution over R and f) : R xR? - C, i € {1,2}, are such
that, for allx € R%y e R?,

K(x,y) = By Re (1 (@.x)/P(@.y)). 23)

Suppose o, ... o™ are independently distributed according to p(@). Then for each
o = 0™ we can apply (2.3):

K(x,) =E o) Re (V@37 (@1),y))
= =B, o Re (V@7 (@) y)).

Hence, for the mean of M terms in the equation above we also have an identity with K(x,y):
- 1 2
K(y) = 57 X B, o Re (1 (@7 0072 (@7, y)
M
=ERe | ¥ M2 (0™ x)M~ 12D (@™ y) (2.4)
m=1

where in the second transition we use linearity of the expectation [ and the real operator
Re (+) to drag them out of the sum. (2.4) can be seen as a “linearization” of K(x,y) as
Re (87§) where &,§ € CM are defined as

x=M""2(fD (@ XNy g =M (1P (e y )L (2.5)
Indeed, Re (%'9) is an unbiased approximation of K(x,y) (ERe (8"§) = K(x,y)) which
follows directly from (2.4).

The parameter M controls a tradeoff between the variance of the estimator

VarRe (%'§ L y Var Re (V0™ x) ) (@™y)
y M2 Zl pl(@m) f ) f Y

= A%Varpm) Re (fV(@,%) /@ (@,y)) (2.6)
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(decays with M) and the amount of computations (increases with M).

Suppose {x{¥ o {y) }?lzl, C € RL>" are given, and the goal is to approximate % C.
If M < L,L, then the linearization K(x,y) ~ Re (%'§) leads to an unbiased low-rank
approximation of .#", namely

*0), )
vi<j<Li<m<M:SE =m0 @ y0). 238)

Now, for 2%~ as the linear map, we have:

HC = (IERe (s<1> X (S<2>)T)> C=ERe (s<1> % (S)T x c)
—ERe (s“) X (ST x c>)

where we first use linearity of E(Re(...)) to put C under the expectation and the real part,
and then we use associativity of the matrix product to change the order of multiplications.
Algorithm 1 summarizes the sequence of computations for the approximation.

The computational complexity of approximation .2 C =~ Re (S(l) x ((SPNT x C)) is
O((L+L")Md) for computing S1), $(2) (assuming that finding f)(-,-) takes O(d) computa-
tions which is usually the case) plus O((L+ L')Mn) for evaluating two matrix products, re-
sulting in O((L+L")M(d +n)). This is a subquadratic approximation since (L+ L' )M < LL'
when M < L,L’. Next, we discuss trigonometric random features, an instantiation of the

generic Definition 1.

2.1.3 Trigonometric random features

Historically random features were introduced back in 2007 in (Rahimi and Recht, 2007)
where the first type of random features for the Gaussian kernel was proposed. Authors rely

on the Bochner’s theorem which states:

Theorem 1 (Bochner’s theorem (Rudin, 2017)). A continuous shift-invariant kernel K' (x,y) =
K'(x —y) on RY is positive definite if and only if K'(8) is the Fourier transform of a non-

negative measure.
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Algorithm 1 Algorithm for an unbiased approximation of the Gaussian kernel linear map.

i: Input: {x) e R} | {y) e R} C e RL™,
2: Output: unbiased approximation of 2 C where % is the Gaussian kernel matrix
computed for {x) € R?}- | and {y\/) € ]Rd}iL;l.

3 Drawiid o), ,w( ) ~ p(@);

4: Set S1) = (0 (co Xyt > O(LMd)
5: Set S@) = (1) (@™ y)LM . > O(L'Md)
6: Compute S©) = (S(2 ))T x C; > O(L'Mn)
7: Compute S = S1) x §G); > O(LMn)
8: Return Re (S( )>

If the kernel K'(-,-) is properly scaled, this measure is a valid probability distribution.
Further, Rahimi and Recht (2007) observe that if K’(x,y) is the Gaussian kernel K (x,y) =
exp(—1|/x —y||?), this measure is exp (—1||@||). Namely, for all x,y € R?,

K(xy) = K(yx) = (27) 2 [ exp (=501 (-0 (y )@
=) 9 [ exp (-3 1017 ) explio” (xy)do

where we use symmetry of K(-,-) and the definition of the Fourier transform. Next, we
recall the density of the standard multivariate Gaussian distribution psg(@) = (27) /2
exp (—3||@|?) and deduce that

1
) 42 [ e (-3l |expiio” (x-y))d0 =
R
, Ps(@)exp(i ) exp(~iy)do
R
The right hand side can be expressed as an expectation with respect to @ ~ .4 (0,1):

[, psc(@)exp(io Wexp(<i0"y)do = By o) (A1) (@.0)/(@.5)

which gives

K(x,y) =E,;w) (Ji(ril;(wax)ﬂ(ﬁzg)(w,y» :
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where ft(n.lg)(a),x) = exp(io 'x), ft(jg)(w,x) = exp(—i@"y). Finally, we observe that the
left-hand side is real-valued, hence

K(x.y) = Re(K(x,)) = Re (o) (i (@) (@.) ) )

= Eps(o) Re (Ji(rilg)(w#)ﬁ(rf;(w,y)) : (2.9)

The last transition follows from the fact that Re(+) is a linear mapping and hence can be
moved inside the expectation.

Representation (2.9) proves that (psg, ft(r}g), ft(riz) are valid random features for the
Gaussian kernel. We refer to them as trigonometric random features (TrigRFs) since
exp(i-) = cos(+) +isin(-) reduces to computing sines and cosines in practice.

An important property of TrigRFs is that they provide a bounded unbiased approximation.
Indeed, | ft(nlg)(a),x) |, | ft(rizg)(a), y)| = 1. Because of this property, first of all, the variance of
TrigRFs is also always bounded (Yu et al., 2016):

(1-K(x,y)?)’ < (2.10)

| =

2 1
Vargi (@) Re (g (@0 £ (@.3)) = 5

since K(x,y) < 1. Further, the following tight concentration result can be proven:

Theorem 2 (Claim 1 from Rahimi and Recht (2007)). Let R, > 0 and @, ..., &™) pe
i.i.d. samples from psg(®). Then:

dR\? Me?
P sup |K(x,y)— Re ny >e| <% (_> exp (_—)
<|X||-,||Y|§R’ () ( ) | € 4(d+2)

where X,¥ are defined according to (2.5) and € is an absolute constant. Hence, with any
constant probability, SUP| (x|, Iyl <R |K(x,y) — Re (ﬁT)A;) | < & whenM = O (élog %)_

According to Theorem 2, when the magnitude of input vectors is bounded by D and the
error of approximation is bounded by €, one needs only M = O(dlogd) random features to
get approximation of K(+,-) for all possible inputs with a given constant probability. In the
next section, we discuss an approach which further improves TrigRFs and achieves an even

smaller error of approximation.
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2.1.4 Orthogonal random features

Yu et al. (2016) propose to sample o, o™ not as independent vectors, but as orthogo-

nal vectors which are still marginally drawn from .4 (0, 1)¢. Denote
a=lo0 .. o|er™M

For i.i.d. vectors, Q is defined as a random matrix sampled from .4 (0,1)?*M_ In the
orthogonal case, it is defined as a concatenation of ~ M /d (d x d)-sized rescaled orthogonal
matrices. Algorithm 2 gives a formal description for computing Q. Denote

Rort = M2 (FI(Q, XN §or = M V2(£P Q. y DM, 2.11)

where Q is sampled according to the Algorithm 2. Observe that each column of Q is
marginally distributed as .4°(0,1)?. For instance, Q. is a product of Q:(’ll), which is
marginally distributed uniformly on a sphere S?~!, and X 1> which is independent from
Q:(,ll) and is distributed as a magnitude of a vector from .4 (0, 1)?. Same for all other columns

of Q. Hence, approximation K (x,y) ~ Re (&g Jort) is still unbiased:

EqRe ($don) =2 iEg W Re (1@ D (@ y)) = - i (x.).

We refer to random features using Q sampled according to Algorithm 2 as orthogonal random
features (ORFs).

As for the variance, in the i.i.d. features case it is (according to (2.6, 2.10))

oy 1
VarRe (XTy> = 5 (1= K(x,y)*)?. 2.12)

The following theorem quantifies the improvement of orthogonal RFs

Theorem 3 (Yu et al. (2016)). There exists a function Fyig : R — R such that, if M < d, then

M—1 Frig (|l x—y
VarRe( ortYOrt) < VarRe (x y) — WK(X y) ||X—y||4+—trlg(||dz )

IfM > d and M /d is integer, then

d—1
VarRe (ﬁ;tym) < VarRe (x y) -5 K(xy) HX—YH4 +

Fuig(IIx — /)
2Md '

Md
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When d or M is big enough, the term Fyig(||x — y||)/d* or Fyig(||x —y||)/Md vanishes
and VarRe (% §ort) becomes strictly smaller than VarRe (%'§) — the variance of the i.i.d.
feature case. This improvement comes at the cost of an additional O(Md?) term in the
complexity estimate for running M /d QR decompositions of size d x d. Though, in the
considered scenario L, L' >> d and, therefore, (L+ L' )M(d +n) > Md?, i.e. this addition is
negligible.

Algorithm 2 Algorithm for sampling Q for orthogonal RFs. Total complexity: O((t +
1)d?) = O((M/d)d?) = O(Md?). N denotes a set of positive integers.

1: Input: d,M € N.

2: Output: Q= [0 ... @M] e RN,

3: Lett=[M/d],v=M-—dr,

4: Draw 7 i.i.d. random orthogonal matrices Q(l), . ,Q(T) € R4*4 where QY is drawn
by taking “Q” part of the QR factorization of the matrix sampled from .4 (0, 1)4*;

5: Draw ¥ € RM —a vector with i.i.d. entries sampled from y(d) distribution;

6 Return [@) ... @ Q)| x diag(x).

2.1.5 Literature overview: random features in machine learning

The idea that nonlinear mappings of the random-weight linear combinations of data features
can be used to linearize various nonlinear similarity functions transformed kernel methods.
This led to the development of random feature techniques; and the new field of scalable
kernel algorithms, introduced in the paper trilogy (Rahimi and Recht, 2007, 2008a,b), was
born. Random features were subsequently used in many applications, ranging from kernel
and function-to-function regression (Avron et al., 2017; Laparra et al., 2015; Oliva et al.,
2015), SVM algorithms (Sun et al., 2018) to operator-valued and semigroup kernels (Minh,
2016; Yang et al., 2014), neural networks (Cho and Saul, 2009; Gonon, 2021; Han et al.,
2021; Xie et al., 2019) and even differentially-private ML algorithms (Chaudhuri et al., 2011),
as well as nonparametric adaptive control (Boffi et al., 2021). Random features are a subject
of much theoretical analysis (Li et al., 2021; Sriperumbudur and Szabd, 2015; Sutherland and
Schneider, 2015; Yang et al., 2012). To approximate shift invariant (e.g. Gaussian, Cauchy or
Laplace) and softmax kernels, random features rely on the trigonometric nonlinear mappings
provided directly by Bochner’s theorem (Minh, 2016).

Orthogonal matrices as random projections result in tighter approximations than uncon-
strained projections (Choromanski et al., 2017a; Lin et al., 2020). Ensembles of orthogonal
random projections were shown to provide much better concentration results for the estima-

tors relying on them in various other contexts, in particular: kernel approximation (Bojarski
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et al., 2017; Choromanska et al., 2016; Choromanski and Sindhwani, 2016; Choromanski
et al., 2017a), estimation of the gradients of Gaussian smoothings with evolution strategy
methods (Choromanski et al., 2018b), kernel ridge regression techniques (Choromanski et al.,
2018a) and sliced Wasserstein distance estimation (Rowland et al., 2019).

Our next background topic is Transformers: prominent deep learning architectures where

we will apply improved random feature techniques in the subsequent chapters.

2.2 Transformers and self-attention

Proposed in 2017 for neural machine translation (Vaswani et al., 2017), Transformers quickly
became widespread in the field of deep learning as state of the art neural network architectures
for many problems. Transformer backbone is designed for sequence processing and can
be used to solve sequence-to-sequence, language modelling and classification problems in
different application domains, including natural language processing (Brown et al., 2020;
Devlin et al., 2019; Radford et al., 2019; Vaswani et al., 2017), computer vision (Arnab et al.,
2021; Dosovitskiy et al., 2021; Sun et al., 2019), protein processing in biology (Elnaggar
et al., 2019; Madani et al., 2020; Rives et al., 2019) and beyond.

In this part of the chapter, we define the Transformer architecture and self-attention, an
important part of Transformers responsible for signal propagation along the sequence. Then,
we discuss a number of Transformer applications: language modelling, classification and

vision Transformers. Finally, we overview literature on Transformer applications.

2.2.1 Transformer architecture

Transformers process sequential data fed as the input to the architecture. Let L denote
the size of the input sequence. First, each element of the sequence, which can be either a
discrete or a continuous object, is processed into the vector of length dy;q referred to as roken.
Let X(© € RE%4hia denote a matrix where each row XEO) € R%id corresponds to i’th token.
Then Transformer is defined as a parametrized mapping X(©) — X(1) — ... — X () — x(ouy
where X1, ... X() ¢ RExdhid are jntermediate representations and X(©) ¢ RLxdow jg g
Transformer output.

Each mapping X"~ — X () is called a Transformer layer and it consists of two parts:

multi-head self-attention

X"V = LN(MultiHead-Att(X"~D) + X1 (2.13)
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and feed-forward network
X" = LN(FEN(X"Y)) 4 X7, 2.14)

Here, LN denotes layer normalization (Ba et al., 2016) applied separately per each row of
its input matrix. Layer normalization shifts and scales the input so that its mean is zero and
variance is one, and then it additionally applies a trainable shift and scale to each position
of the output. More formally, if z € R%id is an input, then LN : R%id — R%id is defined as
follows:

1
V1 <1 <dhniq:LN(z); = mgzLN(Zl — )+ b,

N 1 hia N 1 i
= d z, O = d Z (Zl - ‘uLN)Z,
hid j— hid j—
=1 =1
where g bIN ¢ Réia are trainable parameters. Layer normalization and skip connections

(second additive terms in (2.13,2.14)) are needed to improve stability during training of the
Transformer.

Multi-head self-attention is defined as h self-attention heads applied in parallel. The
input to each head is a linear transformation of X("—1):

MultiHead-Aw(X"D) = [HY ... HMWo,
vi<i<h:HO = Ato(XC W XUOW XCIw) @)

where Att(-,-,-) is a self-attention operation defined in the next section, [J € {—, <}
denotes the type of self-attention (also defined in the next section), Wg) , Wg) , Wg) € Réniaxd
are trainable projection matrices used for obtaining input matrices passed into self-attention,
Wo € Rénia*dhid ig 3 trainable output transformation matrix, d = dp;q/h is the self-attention
dimension which is also called query dimension. Usually, h = dp;q/64 and, consequently,
the query dimension is d = 64. Feed-forward network is defined as a neural network with a
single hidden layer applied independently to each element of the sequence:

r—1)

w1 <i<L:FENX"Y); = WO GeLUWOX! ™" 1 p(1] 4 p@) ¢ R

where W) € Rérxdhia p(1) ¢ Rt W(2) ¢ Réhiaxdir h(2) € Rnid are trainable parameters,
dgr 1s the width of the hidden layer, usually dgr = 4dpiq. GeLU denotes Gaussian error linear
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unit (Hendrycks and Gimpel, 2016), an activation function applied elementwise:

GeLU(z) = %z (1 +erf (z/ﬁ)) .

In the original Transformer (Vaswani et al., 2017), ReLU(z) = max (0, z) activation (Fukushima,
1975) was used instead of GeLU, however later GeLU was shown to perform better (Radford
et al., 2019) and it is a widely accepted default choice in Transformers now.

Finally, X () j5 obtained through a linear mapping of X():
V1 <i<L:X" = wewx® qplow

where W) ¢ Rdouxdhia apd h(0u) ¢ Row_ g . is the dimension of the output.
In all instantiations of MultiHead-Att, LN, FFN, we assume that parameters are different.

2.2.2 Self-attention mechanism

Now we are in the position to define self-attention: an important part of Transformer
architecture which is responsible for signal propagation across elements of the sequence.
Self-attention is a mapping which accepts three matrices Q, K,V € RE*4 as input where d is
the query dimension. Matrices Q, K,V can be interpreted as qgueries, keys and values, and
self-attention as a lookup into the continuous dictionary defined by Q, K,V respectively. As
previously discussed, Q,K and V are results of linear mappings performed on rows of X(r=1)
which explains the “self-” prefix in self-attention, i.e. the model is attending to itself.

We consider two types of self-attention. Bidirectional (or noncausal) self-attention has

the following form:

At (Q,K,V) =D 'AV e RM*? A —exp[QK ' /Vd] e RF*E D = diag(Al,).

(2.16)
where by p[-] we denote elementwise application of the unary function p(-) (p = exp in the
expression above). D™'A is a left-stochastic matrix, meaning that its rows are nonnegative
and sum to 1. Each row of D™'A is the result of a softmax operation which takes elementwise
exponent of the input and normalizes it. The v/d-scaling term inside the exponent is needed
for the stability during training (Vaswani et al., 2017). Hence, the weight of the query-key pair
in the differentiable dictionary is defined by the value exp(Q, K;/+/d). Another important

type of self-attention is unidirectional (or causal) self-attention which has the form:

Att,(Q,K,V) =D 'AVe R A =til(A), D = diag(Aly), (2.17)
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where A is defined in the same way as in (2.16) and tril(A) is a copy of A but with entries
above the main diagonal zeroed out.

The most expensive parts of computing noncausal attention (2.16) are evaluating the
product Q x K" € R and then the product A x V, both taking O(L*d) time. Same is true
for the causal attention (2.17). Hence, self-attention is intractable when the sequence length
is big. This problem and its solution will be discussed in the next chapters. In the remainder
of the section, we discuss some prominent applications of Transformer networks which will

be used for experimental evaluation in the subsequent chapters.

2.2.3 Language modelling with Transformers

Language modelling is an important problem in machine learning which consists in fitting a
probability distribution over a corpus of sequences. Let X be a finite set (a vocabulary), then
each sequence p in the corpus is an ordered set of words from the alphabet of length L, i.e.
pecxl

Autoregressive language modelling defines the probability to generate sequence p by
Transformer as follows:

Pg(p) =Pg(p1) X Po(p2|p1) X -+ x Po(pLlpP1,---,PL-1),
where, foreach 1 <i <L,

(out)
exp(X;p, )
Po(pilp1,---,Pi-1) = . oP

ouD) (2.18)
lel eXp(X,’,l )

is defined by the vector Xgout) as logits, where X(ou) ¢ REXdowt g\ = |X|, is the output of the
Transformer with causal self-attention, i.e. (J =—> in (2.15). Vector 8 € R%aam denotes the
set of all parameters of this Transformer and as the input this Transformer receives tokenized

sequence p, meaning that
V1 <i<L:X"" = emb,, + posemb, (2.19)

where {emb, € Rid} s is a set of trainable word embeddings and {posemb; € Réid} |,/
is a set of trainable positional embeddings.

By the definition of causal self-attention, foreach 1 <i<L,1 <r <y, Xl(r) only depends
on {XY*U}IS j<i- Hence, XEOM) only depends on {p,}i<;<; which makes the definition
of Pg(pi|p1,---,Pi—1) valid. During training, the loss ., minimized with respect to 6 via
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minibatch gradient descent (Bottou et al., 2016), is the scaled negative log-likelihood of

observing the sequence p from the input:

1 1 &
L= —Zlog[[”e(p) =-7 ZlogPe(Pilph s Pic 1) (2.20)
i=1

Autoregressive language modelling can be used for generative modelling on texts (Brown
et al., 2020; Radford et al., 2019), images (Bello et al., 2019) by flattening them into
sequences of color channels or proteins represented as sequences of amino acids (Madani
et al., 2020; Rives et al., 2019).

Alternatively, masked language modelling (Devlin et al., 2019) employs a Transformer
with noncausal self-attention (LJ =< in (2.15)). Given an input sequence p, it is first modified
into p by randomly replacing some of the words by UNK. Then, this sequence is passed into
the Transformer in the same way as in autoregressive modelling (2.19) (UNK is treated as an

additional word in the vocabulary X). The optimization goal is to minimize the loss

p

-7 ) loglPg(p:[p), Lunk =|{1 <i<L|p;=UNK} (2.21)
UNK 1 <i<L,p;=UNK

where the distribution Pg (p;|p) is modelled by Xgout) as logits (same as the right hand side
of (2.18)). Masked language modelling is used with natural languages (Devlin et al., 2019),

images (Qi et al., 2020) or proteins (Brandes et al., 2022).

2.2.4 Classification with Transformers

Transformer networks are compatible with classification problems where the input is a
sequence and the output is a label. For that, add an additional first token Xgo) € Réid to the
input matrix X (), We treat this token as a trainable vector and refer to it as a class token.
The rest of tokens XEO), i > 1, are treated in the same way as before (2.19). As the result,
the sequence length is increased by 1 (L — L+ 1). After the Transformer layers are applied,
the final class prediction is obtained from Xgom) as logits, 1.e. dgy 1s the number of classes.
Therefore, the sequence of tranformations X(IO) — ng) — X(lom) can be thought as
a composition of attention lookups at different levels of the Transformer backbone. The

minimized loss .Z is negative logarithm of the probability of the correct class.
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2.2.5 Vision Transformers

Vision Transformers (ViT) (Dosovitskiy et al., 2021) were proposed as an alternative to
convolutional neural networks (He et al., 2015) for image classification. The input image
of size H x W is split into non-overlapping patches of size H, x W,,. Then each i’th patch is
flattened into a vector q(!) € RW». The first token XEO) is the class token as described in
Section 2.2.4. All other tokens at positions 2 < i < L are defined as follows:

V2<i<L: XEO) = qu("*l) -+ posemb;

where W, € Réhia*(HoWo) i a trainable matrix. After Transformer layers are applied, the final

class prediction is obtained from X(lom) as logits as described in Section 2.2.4.

2.2.6 Literature overview: Transformer networks in deep learning

Natural language processing. Initially proposed in the context of neural machine transla-
tion (Vaswani et al., 2017), Transformers were later adapted to state-of-the-art solutions in
many other natural language processing tasks such as dialog systems (Zhang et al., 2020b),
named entity recognition (Yamada et al., 2020), speech recognition (Hsu et al., 2021; Luo
et al., 2020), text summarization (Liu and Lapata, 2019), part-of-speech tagging (Heinzerling
and Strube, 2019), question answering (Liu et al., 2019), sentiment analysis and text classifi-
cation (Yang et al., 2019) and many other tasks. Perhaps, one of the most prominent recent
directions in natural language processing is language modelling. Large language models
with billions of parameters trained on massive Internet data were shown to have remarkable
generalization capabilities in the form of a few-shot adaptation to new tasks (Brown et al.,
2020; Radford et al., 2019). The recent trend was to increase the number of parameters in
Transformer-based language models from millions (Radford et al., 2018) to tens (Shoeybi
et al., 2019) and hundreds (Brown et al., 2020) of billions and finally to trillions (Fedus et al.,
2022) of parameters. Another popular direction for improving generalization is pretraining
via masked language modelling on large text corpora (Devlin et al., 2019).

Computer vision. After numerous successes in natural language processing, Transformers
have been also adapted in the computer vision domain. Transformers are used for image
segmentation (Gong et al., 2021a), object detection (Carion et al., 2020; Zhu et al., 2021),
image generation (Chen et al., 2021), image super-resolution (Yang et al., 2020), visual
question answering (Tan and Bansal, 2019), video understanding (Girdhar et al., 2019; Sun
et al., 2019), point cloud classification and segmentation (Guo et al., 2020; Zhao et al.,

2021). Inspired by the success of pretrained Transformers in natural language processing,
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Dosovitskiy et al. (2021) proposed Vision Transformer which is pretrained on a massive set
of images and later fine-tuned on a small or moderate-size image recognition dataset. Similar
technique was adapted for video (Arnab et al., 2021) and audio recognition (Gong et al.,
2021b). Internet-scale Transformer pretraining was involved in creating two-tower (Radford
et al., 2021) and generative models (Ramesh et al., 2021) for image-text mappings.

Bioinformatics. In biology, Transformers were adapted for autoregressive protein mod-
elling where the obtained language models are capable to produce new proteins with stable
chemical properties (Madani et al., 2020) and to predict structure and function of the given
protein without an expensive physical simulation (Elnaggar et al., 2019; Rives et al., 2019).
An alternative to language modelling of proteins is energy-based models (Du et al., 2020).
Also, Transformer can be applied directly on the spatial representation of the protein (Ingra-
ham et al., 2019).



Chapter 3

Performer: random features for attention

approximation

3.1 Motivation

Transformers rely on a trainable self-attention mechanism that identifies complex depen-
dencies between the elements of each input sequence (e.g. amino acids within a protein).
Unfortunately, a standard Transformer scales quadratically (O(L?d), Section 2.2.2) with
the number of tokens L in the input sequence, which is prohibitively expensive for large L.
Several solutions have been proposed to address this issue (Bello et al., 2019; Beltagy et al.,
2020; Chan et al., 2020; Child et al., 2019; Gulati et al., 2020). Most approaches restrict the
attention mechanism to attend to local neighborhoods (Parmar et al., 2018) or incorporate
structural priors on attention such as sparsity (Child et al., 2019), pooling-based compression
(Rae et al., 2020) clustering/binning/convolution techniques (e.g. (Roy et al., 2020) which
applies k-means clustering to learn dynamic sparse attention regions, or (Kitaev et al., 2020),
where locality sensitive hashing is used to group together tokens of similar embeddings),
sliding windows (Beltagy et al., 2020), or truncated targeting (Chelba et al., 2020). Thus
these approaches do not aim to approximate regular attention, but rather propose simpler
and more tractable attention mechanisms, often by incorporating additional constraints (e.g.
identical query and key sets as in (Kitaev et al., 2020)), or by trading regular attention with
sparse attention using more layers (Child et al., 2019). Unfortunately, there is a lack of
rigorous guarantees for the representation power produced by such methods, and sometimes
the validity of sparsity patterns can only be verified empirically through trial and error. Other
techniques which aim to improve the computational complexity of Transformers include

reversible residual layers allowing for one-time activation storage in training (Kitaev et al.,
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2020) and shared attention weights (Xiao et al., 2019). These constraints may impede appli-
cation to problems that involve long sequences, where approximations of the self-attention
mechanism are not sufficient. Approximations based on truncated back-propagation (Dai
et al., 2019) where the gradient is passed only through a portion of the sequence are also
unable to capture long-distance correlations since the gradients are only propagated inside a
localized window.

Recent work has demonstrated that Transformers fit to the amino acid sequences of single
proteins learn to accurately predict information about protein structure and function, and can
generate new sequences with specific properties (Elnaggar et al., 2019; Madani et al., 2020;
Rives et al., 2019). Approaches that encode 3D protein structural data via Transformer-based
models demonstrate improved performance, despite the restriction of attention to the local
structural neighborhoods of each node (Du et al., 2020; Ingraham et al., 2019). These models
provide initial promise for protein design applications, but their applicability beyond the
design of single proteins is limited because they truncate sequences to 512 or 1024 amino
acids. The ability to scale to longer sequences without imposing sparsity constraints would
enable the use of Transformers to jointly model multiple concatenated protein sequences
and the interactions between them. This follows recent works employing simpler statistical
models that predict protein structure, protein-protein interactions and protein interaction
networks from evolutionary sequence data (Bitbol et al., 2016; Cong et al., 2019; Hopf et al.,
2012; Ovchinnikov et al., 2014; Weigt et al., 2009).

In this chapter, we present a new Transformer architecture, Performer', based on Fast
Attention Via Orthogonal Random features (FAVOR). Our proposed mechanism has several
advantageous properties: it scales linearly rather than quadratically in the length of the
sequence and it is characterized by sub-quadratic space complexity. Furthermore, it provides
strong theoretical guarantees: unbiased estimation of the regular attention matrix and uniform
convergence. FAVOR is designed for long input sequences where the sequence length L
satisfies L > d where d is the query dimension. In contrast to previous approaches, instead
of simplifying regular attention via various structural priors (which can lead to different,
potentially incompatible architectures), we show that it can be effectively approximated as
it is, without any “liftings”. This leads to our method being flexible: combined with small
amounts of fine-tuning, the Performer is backwards-compatible with pretrained regular Trans-
formers and can be also used beyond the Transformer scope as a more scalable replacement
for regular attention. We demonstrate its effectiveness on challenging tasks that include
protein sequence modeling and autoregressive image generation on ImageNet (Deng et al.,
2009).

'Implementation: https://github.com/google-research/google-research/tree/master/performer/fast_attention
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We show that regular attention can be considered a special case of a much larger class of
kernel-driven attention mechanisms, generalized attention, and that all our results for regular
attention can be directly translated also to this extended class. This observation enables us to
explore a much larger class of attention models.

The structure of the chapter is as follows:
* Section 3.2 describes the main idea and gives mathematical details.

 Section 3.3 describes the final algorithm for the efficient causal and noncausal self-

attention.
* Section 3.4 analyses computational complexity of the algorithm.

* Section 3.5 provides theoretical guarantees regarding the uniform concentration of the
FAVOR mechanism.

» Section 3.6 presents a general class of kernel-based attention mechanisms, generalized

attention, which encapsulates FAVOR as a special case.

» Section 3.8 presents an extensive empirical evaluation of FAVOR and generalized
attention in a number of tasks from natural language processing, computer vision and

protein modelling.

e Section 3.9 is reserved for the discussion.

3.2 FAVOR: approximating self-attention with random fea-

tures

We start with the case of noncausal self-attention. Recall its definition from Chapter 2 (2.16):
Att, (Q,K, V) =D 'AV e RP*Y A = exp[QK' /Vd], D =diag(AlyL).

where Q,K,V € RIX4| [ is the sequence dimension of the Transformer and d is the query
dimension. What we observe is that, essentially, computing noncausal self-attention reduces
to applying A as a linear map to the matrix |V 1,|.

RLXL

Instead of computing and storing the attention matrix A € explicitly, we derive its

unbiased stochastic approximation, which benefits from low-rank structure.
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Take some 1 < i, j < L. The (i, j)-th element of A can be expressed as:

TK ; 2 — K 2 K 2
A;j=exp (—Q:/EJ> = exp (Hz?/g ) exp <_—HQ2\/3JH )exp (Hz\;gl ) (3.1)

In other words, the self-attention matrix A can be decomposed as:

A =Dg x % x Dk, DQ:diag(exp(HQle/Z\/E),...,exp(HQLHz/Z\/E)), (3.2)

Dk = diag (exp<||K1 I?/2Vd),... ,exp<HKL||2/N3)> (3.3)

where % is the Gaussian kernel matrix evaluated on {X(i) =d'/*Q; e R? }<i<r and
{y\) =d~1/*K; € R%} < j<. Both matrices Dg and D are diagonal. They can be computed
in O(Ld) time and applied as linear maps efficiently.

Hence, we can again use the unbiased low-rank approximation of .#” using random

features:
# =ERe (sU) x (s@))T)

where S(), S are random matrices defined in (2.7-2.8) for {x) = d=1/4Q; e R} i<
and {y(j) = d_1/4Kj S Rd}1§j§L.

Using this decomposition, we can derive an unbiased approximation of AC, where
C= [V IL]I

AC=E (DQ x Re (sU) X (s@))T) X DK) C=E (Re (DQs“) X (DKS<2>)T)> C
— ERe (P“) x (PO)T x C) —ERe (P“) x (PD)T x C))

where P(1) = DoS(D) P2 = DgS@) P PR2) € CHM | that is

VI<i<L1<m<M:P) =y "2exp(|Qi2/2Vd) f V(@™ ,d 1/4Q,),  (34)

I

VI<j<L 1<m<M:PY) =M exp(|Kj|?/2vd) fP (@™, d-*K)).  (3.5)

and M is the number of random features chosen by the user so that it’s much smaller than L
ML L).

In this chapter, we opt for existing random features for the Gaussian kernel — TrigRFs
(Section 2.1.3) — as the choice for f(!)(®w,x), f®)(@,x). In the next chapters we will discuss
potential problems with TrigRF choice and will propose new improved random feature

variants. We use an orthogonal variant of TrigRFs (Section 2.1.4). This results in the self-
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attention approximation mechanism which we refer to as Fast Attention Via Orthogonal
Random features (FAVOR).

Algorithm 3 Outline of the FAVOR mechanism (causal and noncausal) which is also appli-
cable for GA (defined in Section 3.6).

1: Input: Q,K,V € R®*“, M € N, onGA, onCausal, onFullPS — binary flags.
2: Output: Approximation to Att_, (Q,K,V) € REX4 if onCausal. Att,, (Q,K,V) € REXd
otherwise.
Sample o, ... oM according to Algorithm 2;
if onGA then
Compute pl) P2 according to (3.4,3.5);
else
Compute p) .= p(1.GA) p(2) .— p(2.GA) according to (3.9);
end if
SetC= [V 1.];
10: if onCausal then
11: if onFullPS then

R N

12: Set psInp := (Ci(PEz))T)iL:1 e CLx(d+1)xM,
13: Compute R := PS(psInp) € CLx(@+1)xM,
14: Compute Buf® := (RP!V)L | ¢ CLx(d+D),
15: else

16: Set R* := 041 1)xms

17: Set Buf(?) := 07 ar1)s

18: fori=1toLdo

19: Update R+ = C-(P(Z)) ;

20: Compute Bufl( ) RC“rPl( ),

21: end for

22: end if

23: else

24:  Compute Bufl!) := (P@)T x C e CMx(d+1);
25: Compute Buf® := P(1) x Bufl!) ¢ CLx(d+1);
26: end if

27: if not onGA then

28: Set Buf®) := Re (Buf(2)>;

29: end if

30: Return dlag(Buf( d) ) lBuffle;
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3.3 Causal FAVOR and the final algorithm

In the causal case, we recall the definition of self-attention again:
Att,(Q,K,V) =D 'AV e RF? A =til(A), D = diag(Aly)

where A is defined in the same way as for noncausal self-attention. From the definition we
see that the computation reduces to applying the linear map A= tril(A) efficiently. We again
apply an unbiased random-feature approximation and substitute A by p) (P(z))T. This time
our goal is to compute tril (Re <P(1) (P(z))T>> C in subquadratic time where C = [V IL] .
In order to do so, observe that forall 1 <i < L:

i

(it (Re (POP)T) ) €) = ¥ C;Re ((PP)TP) = Re (Z (C,-(P_(,-Z))T)P,(”>

Jj=1

— Re ((Z C,~(P§2>)T> PE”) (3.6)
=1

where in the first transition we use the definition of a matrix product and tril(-), in the second
transition we use associativity of the matrix product and linearity of Re(-) and in the third
transition — distributive law of the matrix product with respect to the sum operation. The

right hand side of (3.6) can be evaluated efficiently for all 1 < i < L by running a loop
(1)

overi=1,...,L, updating the sum 23':1 C, (PE‘z))T and multiplying it by P, ’ inside every
iteration.
An alternative way to evaluate (3.6) is to allocate a 3-dimensional tensor (Ci(P(Z))T){-‘Zl €

1
CLx(d+1)xM Then, compute its prefix sum

R =PS((C;(P{”) )L ) 3.7)

where PS(-) computes prefix sum along the first dimension of the input tensor: for Z €
Chrxxdi PS(Z) = ( ;:1 Zj)il € C4>xd: - After that, according to the right hand side
of (3.6), forall 1 <i <L we have

(il (@) T)C), = RP.

Algorithm 3 summarizes the whole FAVOR computation for both causal and noncausal

self-attention.! It accepts two binary flags: onCausal deciding which type of self-attention

IFor brevity, Algorithm 3 also covers the case of generalized attention (GA) discussed later in Section 3.6.
Whether to use FAVOR or GA is controlled by the binary flag onGA which we set to False for now.
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Fig. 3.1 Approximation of A x V by Re (P(l) x (P@)T x V> in noncausal FAVOR.

to approximate and onFullPS which is used with the causal variant to choose whether to
compute the full 3-dimensional prefix sum tensor or use the iterative algorithm. We discuss

the differences between two causal variant computations in the next section.

3.4 Complexity analysis

The complexity analysis of the noncausal FAVOR variant (Algorithm 3) is the same as
for the standard random feature approximation (Section 2.1.2), i.e. the final computational
complexity is O(LMd) (since L' = L and n = d + 1 in the notation of Section 2.1.2). One
needs to store L x M-sized (P11, P@), L x (d + 1)-sized (Buf\®)) and (d + 1) x M-sized
matrices (Buf(l)), resulting in O(LM + Ld + Md) memory complexity.

The iterative causal variant requires O(Md) computations inside each iteration over
i=1,...,L, hence resulting in total O(LMd) computational complexity. It also requires to
store L x M-sized (P, P@), L x (d + 1)-sized (Buf®) and (d + 1) x M-sized matrices
(R, resulting in O(LM + Ld + Md) memory complexity.

On the other hand, the full prefix sum version of the causal FAVOR requires O(LMd)

(d+1)xM  However, as

memory because of storing 3-dimensional tensors psInp,R € CL*
opposed to the sequential loop, this version is parallelizable since there are O(logL) parallel
time algorithms for computing prefix sum (Cormen et al., 2009; Ladner and Fischer, 1980).
These algorithms still require a linear number of floating-point operations, hence giving
O(LMd) computational complexity but O(logL) parallel time complexity.

Figures 3.1 and 3.2 illustrate algorithms for causal and noncausal FAVOR respectively.
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Fig. 3.2 What changes in Figure 3.1 in the case of noncausal FAVOR: matrix multiplications
are replaced with prefix sums.

3.5 Concentration analysis

In contrast to other methods approximating the self-attention matrix A, FAVOR provides
provable uniform convergence guarantees for compact domains. We show that Moy, the
optimal number of random features, does not depend on L but only on d. In fact, we prove
that if we take Moy = O(dlog(d)), then with O(Ld*log(d)) time, we can approximate A up
to any precision, regardless of the number of tokens L. In order to provide those guarantees
for FAVOR, we leverage recent research on the theory of negative dependence for ORFs (Lin
et al., 2020). The following is true:

Theorem 4. Assume that the Ly-norm of rows of matrices Q,K € R4 is upper-bounded
by R > 0. Assume that A is an approximation of A from (2.16) obtained using M TrigRF's
with i.i.d. or block-orthogonal ®")’s. Let € > 0. The minimum M, which is enough for
IA — Al|es < € with any constant probability, satisfies

M=0 <d8*2 exp(d—'/?R?) (log(4R8*1d3/4) —|—d*1/2R2)> :

According to the theorem, assuming that d ~1/2R is constant (for the numerical stability
of self-attention during training), the number of random features grows as O(dlogd) to reach

the e-level of approximation and, most importantly, does not depend on L.
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3.6 Generalized attention and Performer

The random feature interpretation of self-attention creates a new perspective of looking at
it and extending it to new attention mechanisms which could potentially result in better
models. Generalized attention (GA) is an idea to use, instead of batteries of random
features f(1) (@™ .), f2) (@™ .) for the Gaussian kernel, an arbitrary user-defined mapping
g: RY — RM where M < L. In this case, noncausal self-attention is defined as

AuZA(Q,K,V) = (D) TAGAY e RM,
ASA = (5(Q)) T g(K))ih,, DO = diag(A% 1),

The noncausal variant, on the other hand, is defined as

At9(Q,K,V) = (D) TAGAY e RE¥4 AGA = il (AGA),
DA = diag(A%A1,). (3.8)

As we see from this definition, the weight of a query-key pair in the differentiable dictionary is
defined by the value of g(Q;) " g(K;). The matrix ASA € RE*L can be alternatively expressed
as

AGA — P(GA,I) % (P(GA,I))T

Y

POAD = (g(Qu)Y, e REM POAY = (g(K ) eREM. (3.9)

Because of this, we can use Algorithm 3 for computing AttgA and AttgA efficiently in time
O(LMd) instead of O(Ld). Just substitute P(!) — P(CAD p(2) _ P(GA2) (e, set onGA =
True).

Since g is a real-valued mapping, all computations in Algorithm 3 are real-valued and,
therefore, the line 28 can be excluded since Buf(®) is a real-valued matrix anyway.

We refer to a Transformer architecture (Section 2.2) where self-attention is replaced
either by FAVOR or GA as Performer. In practice, g can be defined as g(x) = map[Q ' x|
where Q can defined as a random d x M matrix with i.i.d. entries sampled from .47 (0, 1),
or as a random block-orthogonal matrix defined by Algorithm 2, or as an identity matrix
Q =1,; when M = d. map denotes an elementwise mapping which can be defined as, e.g.
map(z) = ReLU(z), or ELU(z) + 1, or z>. We refer to such models as Performer-ReLU,
Performer-ELU and Performer-SQR respectively.
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3.7 Related work: other efficient Transformers

Here we discuss some other related methods for efficient self-attention approximation. We
focus on the following three methods which we use as baselines in the experimental section

of this and the following chapters.

Reformer (Kitaev et al., 2020) Reformer relies on the sparse approximation of the matrix
A from (2.16). The goal is to approximate A with a sparse matrix ARl where only a small
number of biggest entries of A are retained and all other small values are zeroed out. Since
A;; = exp(QK;/V/d), the biggest entries of A correspond to pairs of Q; and K; with
highest dot product value. For an approximate but efficient search of highest dot product
pairs, authors of (Kitaev et al., 2020) apply locality-sensitive hashing (LSH). To apply this
technique, additional restrictions are imposed on Q and K matrices:

* Kiis set to be equal to Q. This is achieved by setting Wg) = Wg) in (2.15).

* [,-norm of Q; is set to 1 for all 1 <i < L. This is achieved by normalizing Q;:

QY = Qi/[|Qif-

After this, locality-sensitive hash with 2b bins is computed by sampling a matrix G of size
d x b with i.i.d. Gaussian entries from .#"(0,1). Then, the hash h; for Q; is computed as

-
h; = argmax <[G —G] X Qi)

where argmax(-) returns an index with the biggest entry of the input vector. Next, the pairs
of 1 <i,j <L are selected where h; =h;, i.e. Q; and K; = Q; fall into the same hash bin.
Such (i, j)-entries of A are retained in AR®f and all other entries are zeroed out. This way,
ARef i5 a permuted block-diagonal matrix. The hashing procedure can be repeated for several
rounds and the sets of selected (i, j) can be intersected. The amount of nonzero entries of
AR can be controlled by changing b and the number of rounds. The complexity of applying
sparse linear map AR is proportional to the number of nonzero values in it, therefore, the

smaller is the number of nonzero values, the faster is the approximation.

Linformer (Wang et al., 2020) Linformer, instead of approximating the linear map A,
uses random projections to compress A into shape L x k where k < L and V into shape k x d.
More formally, the self-attention operation in Linformer is defined as follows:

AtHN(Q,K, V) =D 'AMMEV € REXY AU = exp[Q(EK) T /v/d] € RPK,
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D = diag(AM"1g).

where E is a random projection matrix of size k x L with i.i.d. entries sampled from
A (0,1/k). This way, computational complexity is reduced from O(L?d) to O(Lkd) which
is an improvement if k is much smaller than L.

Linear Transformer (Katharopoulos et al., 2020) Linear Transformer uses a similar
idea of generic dot-product kernels to our generalized attention from Section 3.6. It can be
thought as a special case of GA when map(z) = ELU(z) + 1 (i.e. Performer-ELU), M = d

and Q is an identity matrix.

3.8 Experiments

We implement our setup on top of pre-existing Transformer training code in Jax (Frostig et al.,
2018) optimized with just-in-time (jax . jit) compilation, and complement our theory with
empirical evidence to demonstrate FAVOR’s practicality compared to the vanilla Transformer
and other efficient Transformer models. Unless explicitly stated, the Performer replaces only
the attention component with FAVOR, while all other components are exactly the same as
for the vanilla Transformer. Furthermore, since we use negative log-likelihood loss in our
generative modelling experiments, we report the standard accuracy metric (i.e. a fraction of
correctly predicted elements of the sequence).

3.8.1 Computation costs

In this subsection, we empirically measure computational costs in terms of wall clock time
T of the forward and backward pass. We experiment with the vanilla Transformer and
Performer in two configurations: “Regular” ((h, s, dgf, dhig) = (8,6,2048,512)) and “Small”
((hys,ds,dniq) = (1,6,64,64)). We use a single V100 graphics processing unit (GPU) with
16 gigabyte memory in this experiment and noncausal FAVOR in both architectures. We

measure scalability of both models in the following three scenarios:

1. Self-attention time complexities when comparing standard self-attention from Trans-
former and FAVOR from Performer (see Figure 3.3). We observe that FAVOR scales
much better with a longer sequence length and also can handle longer sequences

because of a smaller memory footprint.
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2. Performer with a varying number of layers (see Figure 3.4). We observe that Performer
can scale up to (but not necessarily limited to) 20 layers and that the dependence of

wall clock time on L is linear for any number of layers.

3. Wall clock time complexities when comparing the vanilla Transformer and Performer
models (see Figure 3.5). "X" (OPT) denotes the maximum possible speedup achievable,
when attention simply returns the V matrix, showing that Performer is nearly optimal.
We see that the maximum possible power of 2 length allowed is 2! = 32768 using
the vanilla Transformer. We observe that in terms of L, Performer reaches nearly
linear time complexity as opposed to the Transformer’s quadratic time complexity.
The Performer’s memory consumption is also sub-quadratic (as it does not store
the explicit O(L?)-sized attention matrix), allowing higher batch sizes and longer
sequence lengths. In fact, the Performer achieves nearly optimal speedup and memory
efficiency possible, depicted by the "X"-line when attention is replaced by an "identity
function" by simply returning the V matrix. The combination of both memory and
backward pass efficiencies for large L has profound implications for training speed, as
it allows, respectively, large batch training and lower wall clock time per gradient step,

contributing to total train time reduction.
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Fig. 3.3 Attention time complexities when comparing standard self-attention from Trans-
former and FAVOR from Performer. “Batch” in the legend stands for the batch size.
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Fig. 3.4 Varying layers when using Performer. We show that our method can scale up to (but
not necessarily limited to) even 20 layers.

3.8.2 Approximation error and compatibility with the vanilla Trans-
former

We further examine the approximation error of the full self-attention matrix in FAVOR. This
approximation error directly affects the accuracy of FAVOR’s output.

For Figure 3.6, we took L = 4096,d = 16, varied the number of random features M and
measured the mean squared error (MSE) of self-attention matrix approximation. The figure
demonstrates that orthogonal features generally produce lower error than unstructured i.i.d.
features, which is in line with the theoretical results (Theorem 3).

In Figure 3.7, we demonstrate FAVOR approximation error propagation through the
whole Transformer backbone. Since the error increases with the number of layers, we
conclude that an additional fine-tuning is required after plugging FAVOR mechanism instead
of the standard self-attention into a pretrained Transformer.

To validate this hypothesis, we conduct an additional experiment where we fine-tune
the pretrained BERT (Devlin et al., 2019) model on masked language modelling for LM1B
dataset (Chelba et al., 2014) (see Figure 3.8). We first fine-tune BERT with standard self-
attention for 60000 steps, and then substitute self-attention by FAVOR and fine-tune for
additional 60000 steps. We observe that FAVOR manages to show the same and, eventually,
even a slightly higher performance compared to the pretrained baseline.
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Fig. 3.5 Time complexities when comparing the Transformer and Performer models. “Batch”
in the legend stands for the batch size.
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Fig. 3.6 Approximation errors for both the attention matrix and output of the mechanism
itself. Standard deviations shown across 10 samples.

3.8.3 Multiple layer training

We further benchmark the Performer on both unidirectional (U) and bidirectional (B) FAVOR
by training a 36-layer model for language modelling and masked language modelling on
proteins. We take protein sequences from the January 2019 release of TrTEMBL dataset
(Consortium, 2019), similar to (Madani et al., 2020). As a baseline, along with Trans-
former, we also used Reformer which is another efficient Transformer with sparse self-
attention approximation via LSH (Section 3.7). We opt for the exact same model parameters
(h,s,dg, dpig) = (8,36,1024,512) as in (Madani et al., 2020) for all runs. We conduct all
experiments on 256 tensor processing units (TPUs). Batch sizes were maximized for each
separate run given the corresponding compute constraints. For all experiments with the
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Fig. 3.7 Output approximation errors between the vanilla Transformer and Performer (with
orthogonal features) for varying numbers of layers.
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Fig. 3.8 Fine-tuning Performer from the parameters of vanilla Transformer on LM1B.

unidirectional (causal) FAVOR, we opt for onFullPS = False in Algorithm 3 which achieves
good performance via Jax optimizations. Hyperparameters can be found in Appendix 3.B.

See Figure 3.9 for results. Reformer significantly drops in accuracy on the protein dataset.
This suggests that sparse self-attention may be insufficient for protein tasks which require
modelling of global interactions. Furthermore, the usefulness of generalized attention is
evidenced by Performer-ReLLU achieving the highest accuracy in both unidirectional and
bidirectional cases. Our proposed self-attention approximation is also shown to be tight,
achieving the same accuracies as the vanilla Transformer.

Table 3.1 contains tabular results for the protein modelling task. We report the following
evaluation metrics:

1. Accuracy: For unidirectional models, we measure the accuracy on next-token predic-
tion, averaged across all sequence positions in the dataset. For bidirectional models,
we mask each token with 15% probability and measure accuracy across the masked
positions.

2. Perplexity: For unidirectional models, we measure perplexity 2 where . is from
(2.20). For bidirectional models, similar to the accuracy case, we measure masked
perplexity (2% M) where .M is from (2.20).
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Fig. 3.9 TTEMBL protein modelling results. Train results correspond to dashed line, validation
—to solid line. (U) stands for “unidirectional”, (B) for “bidirectional”.

Hyperparameters for the experiment can found in Appendix 3.B.

3.8.4 Large length training

We evaluate unidirectional (U) Performer on the task of language modelling on ImageNet
(Deng et al., 2009) dataset where images are resized to 64 x 64 (referred to ImageNet64
(Parmar et al., 2018)), resulting in L = 12288 (64 x 64 x 3 because each of three channels is
modelled separately). Note that, since this is an autoregressive modelling task where elements
are modeled one after the other, we cannot use tokenized patches as discussed in Section
2.2.5. We took (h, s, ds, dniq) = (8,6,2048,512) configurations for both the Performer and
the Reformer, evaluated both at 50000 steps. We see that the Performer matches the Reformer,
when both are trained on 64 TPUs. Depending on hardware (TPU or GPU), we also found

that the Performer can be 2 times faster than the Reformer.
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Model Type | Set Name Model Accuracy | Perplexity

Empirical Baseline 9.92 17.80

Test Transformer 30.80 9.37

UNI Performer-ReLLU 31.58 9.17
Empirical Baseline 9.07 17.93
OOD Transformer 19.70 13.20
Performer-ReLLU 18.44 13.63

Transformer 33.32 9.22

Test Performer-ReLU 36.09 8.36

BID Performer (FAVOR) 33.00 9.24
Transformer 25.07 12.09
OOD Performer-ReLU 24.10 12.26

Performer (FAVOR) 23.48 12.41

Table 3.1 TTEMBL protein modelling results (tabular). The empirical baseline results are
applicable to both the unidirectional (UNI) and bidirectional (BID) models.

For a long-sequence protein language modelling study, we create an initial protein
benchmark for modelling interactions among groups of proteins by concatenating protein
sequences to length L = 8192 from TrEMBL, long enough to model protein interaction
networks without the large sequence alignments required by existing methods (Cong et al.,
2019). In this setting, a baseline Transformer overloads memory even at a batch size of 1
per chip, by a wide margin. Thus as a baseline we were forced to use a significantly smaller
variant, reducing to (h, s, ds,dnig) = (8,{1,2,3},256,256). Meanwhile, the Performer trains
efficiently at a batch size of 8 per TPU chip using the standard (8,6,2048,512) architecture.
We see in Figure 3.10 that the smaller Transformer (74 = 3) is quickly bounded at ~ 19%
accuracy, while the Performer is able to train continuously to ~ 24% accuracy.

Hyperparameters for both experiments can found in Appendix 3.B.

3.8.5 Generalized attention

We investigate GA mechanisms introduced in Section 3.6 on TTEMBL when L = 512 for

various kernel functions defined by elementwise mappings g. This is similar to (Tsai
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Fig. 3.10 Long-sequence evaluation of Performer. Img-T corresponds to the result of (Parmar
et al., 2018) which uses 12-layers but with cropped lengths on a regular Transformer. (U)
stands for “unidirectional”, (B) for “bidirectional”.

et al., 2019) which also experiment with various attention kernels for natural language
processing. We compare different mappings “map” from the set of sigmoid 1/(1+exp(—z)),
exp, ReLU, absolute value |- |, GeLU, cos, tanh and identity mapping. Also, we compare
block-orthogonal and i.i.d. & (Figures 3.11 and 3.12). We use the batch size of 128 per
device. We observe that map = ReLLU shows optimal performance with small deviation and
orthogonal Q shows better average performance than i.i.d. variant.

Other hyperparameters are reported in Appendix 3.B.

3.8.6 Self-attention matrix illustration

In this section, we illustrate the self-attention matrices D~'ASA produced by Performer-
ReLLU. We focus on the bidirectional self-attention case and choose one Performer model

trained on the single-protein language modelling on TIEMBL for 5 x 10° steps.
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Fig. 3.11 GA comparison, different kernels highlighted (left) and orthogonal versus i.i.d. Q
highlighted (right). The early stopping of the curve is due to NaN (not a number) errors in
the model. All runs were performed on 4 TPUs.

We note that while the Transformer model instantiates the attention matrix D~ A in order
to compute the attention output, the FAVOR mechanism returns the attention output directly
(see Algorithm 3), so we perform an additional computation to find the matrix D~'ASA

explicitly.

Self-attention matrix examples We start by visualizing the self-attention matrix for an

1 one of the most

individual protein sequence. We use the BPT1_BOVIN protein sequence
extensively studied globular proteins, which contains 100 amino acids. In Figure 3.13, we
show the self-attention matrices for the first 4 layers. Note that many heads show a diagonal
pattern, where each node attends to its neighbors, and some heads show a vertical pattern,
where each head attends to the same fixed positions. These patterns are consistent with the
patterns found in Transformer models trained on natural language (Kovaleva et al., 2019). In
Figure 3.15 we highlight these attention patterns by focusing on the first 25 tokens, and in

Figure 3.14, we illustrate in more detail two attention heads.

Amino acid similarity Furthermore, we analyze the amino-acid similarity matrix estimated

from the self-attention matrices produced by the Performer model, as described in (Vig et al.,

'https://www.uniprot.org/uniprot/P00974
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Fig. 3.12 The version of Figure 3.11 trained on 16 TPUs.

2020). We aggregate the self-attention matrix across 800 sequences. The resulting similarity
matrix is illustrated in Figure 3.16. Note that the Performer recognises highly similar amino
acid pairs such as (D, E) and (F, Y).

3.9 Discussion

In this chapter, we introduced Fast Attention Via Orthogonal Random features (FAVOR): a
mechanism for efficient approximation of the self-attention matrix working both in the causal
and noncausal case. FAVOR’s complexity is only O(LMd) compared to exact computation’s
complexity of O(L*d), M < L is a user-defined number of random features which controls
the tradeoff between precision and computations. We further proposed FAVOR’s extension —
generalized attention (GA), a class of efficient self-attention mechanisms. We refer to the
Transformer equipped with FAVOR or GA as Performer. We provided theoretical bounds
of FAVOR approximation and extensively evaluated Performer in real-world applications
such as image, text and protein modelling. In the subsequent chapters, we will discuss

improvements of FAVOR and other computational properties of Performer.
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Fig. 3.13 The self-attention matrices (each row is a layer, each column is head index, each
cell contains the self-attention matrix across the entire BPT1_BOVIN protein sequence).

Appendix 3.A Proofs

Proof of Theorem 4

Proof. We rely on Theorem 3 from (Lin et al., 2020). Note that we can apply it in our case,
since Re (f(l)(a),x)f(z) (w,y)) =cos(@' (x—y)),ie. f=cos in the notation of Theorem
3 from (Lin et al., 2020), which is a bounded function with a Lipschitz constant of 1. For any
6 > 0, we have:

A=A e < 6,

where % is a random-feature approximation of .#", with any constant probability as long

. T

as M > %% log(w) where % is an absolute constant and . is the smallest ball

containing all vectors of the form z = & — K; . Since 1Qill, IK;|| <R, we conclude that
FESE

|z|| < 28 and thus one can take diam(.#) = 415 Further, E®@ " @ = d since @ is marginally

d#
a standard multivariate Gaussian vector. For all 1 <i, j < L, we have:

A — A j| = [|(DQ)ii(Hij — i ) (DKl < (DQ)is| # — F (D)
< Sexp(d~'/*R?)

since (DK )i, (Dq) ;. < exp(d~'/?R?/2). Taking § = exp(—d~'/?R?)e completes the proof.
[
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Fig. 3.14 Two self-attention heads in more detail. (1) Head 1-2 (second layer, third head), (2)
Head 4-1 (fifth layer, second head). Note the block attention in Head 1-2 and the vertical
attention (to the start token (‘M’) and the 85th token (‘C’)) in Head 4-1.

Appendix 3.B Hyperparameters

All Performer and Transformer runs used 0.5 gradient clipping (Zhang et al., 2020a), 0.1
weight decay (Krogh and Hertz, 1991), 0.1 dropout (Srivastava et al., 2014), 10~3 learning
rate with Adam (Kingma and Ba, 2015) hyperparameters 8; = 0.9, B, = 0.98,& = 10~, with
batch size maximized until TPU memory overload for a specific model. For the Reformer
(Kitaev et al., 2020), we used the same hyperparameters as mentioned for protein experiments
without gradient clipping, and hyperparameters from (Kitaev et al., 2020) for the ImageNet64
experiment. In both cases, the Reformer used the same default LSH self-attention parameters.

All 36-layer protein experiments used the same amount of compute (256 TPUs, 8
gigabytes per chip). For concatenated experiments, 256 TPUs were also used for the
Performer, while 64 TPUs were used for the 1-3 layer Transformer model (using 256 TPUs
did not make a difference in accuracy).

For all Performer training experiments with FAVOR or GA, we use M = 256, orthogonal

random features and, in the case of GA, map = ReL.U is the default kernel choice.
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Fig. 3.15 The self-attention patterns on the first 25 tokens. The illustration is based on (Vig,
2019; Vig and Belinkov, 2019). Note that, similar to prior work on protein Transformers
(Madani et al., 2020), the attention matrices include both local and global patterns.

Appendix 3.C Experimental details for protein modelling

3.C.1 TrEMBL dataset

We used the TFTEMBL part of proteins dataset' which contains 139,394,261 sequences of
which 106,030,080 are unique. While the training dataset appears smaller than the one
used in (Madani et al., 2020), we argue that it includes most of the relevant sequences.
Specifically, the TrEMBL dataset consists of the subset of UniProtKB sequences that have
been computationally analyzed but not manually curated, and accounts for ~ 99.5% of the
total number of sequences in the UniProtKB dataset.

Following the methodology described in (Madani et al., 2020), we used both an OOD-
Test set, where a selected subset of Pfam families are held-out for valuation, and an IID split,
where the remaining protein sequences are split randomly into train, valid, and test tests. We
held-out the following protein families (PF18369, PF04680, PF17988, PF12325, PF03272,
PF03938, PF17724, PF10696, PF11968, PF04153, PF06173, PF12378, PF04420, PF10841,

https://www.uniprot.org/statistics/TrEMBL
Zhttps://www.uniprot.org/uniprot/
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Fig. 3.16 Amino acid similarity matrix estimated from self-attention matrices aggregated
across a small subset of sequences, as described in (Vig et al., 2020). (1) the normalized
BLOSUM matrix, (2) the amino acid similarity estimated via the trained Performer model.

Length Statistics
Dataset Set Name Count
Min Max | Mean | STD | Median
Train 104,863,744 2 74,488 | 353.09 | 311.16 | 289.00
Valid 102,400 7 11,274 | 353.62 | 307.42 | 289.00
TrEMBL
Test 1,033,216 8 32,278 | 353.96 | 312.23 | 289.00
OOD 29,696 24 4,208 | 330.96 | 269.86 | 200.00
TrEMBL Train 4,532,224
8,192 | 8,192 | 8,192 0 8,192
(concat) Valid 4,096

Table 3.2 Statistics for the TTEMBL single sequence and the long sequence task.

PF06917, PF03492, PF06905, PF15340, PF17055, PF05318), which resulted in 29,696 OOD
sequences. We note that, due to deduplication and potential TTEMBL version mismatch, our
OOD-Test set does not match exactly the one in (Madani et al., 2020). We also note that
this OOD-Test selection methodology does not guarantee that the evaluation sequences are

within a minimum distance from the sequences used during training. In future work, we will

include rigorous distance based splits.

The statistics for the resulting dataset splits are reported in Table 3.2. In the standard

sequence modeling task, given the length statistics that are reported in the table, we clip single

sequences to maximum length L = 1024, which results in few sequences being truncated

significantly.
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In the long sequence task, the training and validation sets are obtained by concatenating
the sequences, separated by an end-of-sequence token, and grouping the resulting chain into

non-overlapping sequences of length L = 8192.

3.C.2 Empirical baseline
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Fig. 3.17 Visualization of the estimated empirical distribution for the 20 standard amino
acids, colored by their class.

A random baseline, with uniform probability across all the vocabulary tokens at every
position, has accuracy 5% (when including only the 20 standard amino acids) and 4% (when
also including the 5 anomalous amino acids (Consortium, 2019)). However, the empirical
frequencies of the various amino acids in our dataset may be far from uniform, so we also
consider an empirical baseline where the amino acid probabilities are proportional to their
empirical frequencies in the training set.

Figure 3.17 shows the estimated empirical distribution. We use both the standard and
anomalous amino acids, and we crop sequences to length 1024 to match the data processing
performed for the Transformer models. The figure shows only the 20 standard amino acids,
colored by their class, for comparison with the visualization on the TTEMBL web page!.

Thttps://www.uniprot.org/statistics/ TrEMBL
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Chapter 4

FAVOR+: positive random features

4.1 Motivation

Let’s take a close look at Algorithm 3. In practice, an important characteristic of any algorithm
is not only its computational efficiency but also its arithmetic stability. Typically, division
operations are sources of arithmetic instabilities, and there are divisions in the algorithm’s
)_lBuf:(ft)l is computed. In the implementation, to compute this
3d)+1 €R".

Consider the case onCausal = False, onGA = True first. By the definition of Buf(z), we

. . (3)
last line where diag(Buf;’;, |

matrix product we simply divide each column of Buf:(?; € RE¥d by Buf:(
have:

Buf(z)

L =PUEA)TL (4.1)

where P11 P() are row-wise applications of g, g respectively. If g, g can potentially
have negative entries, P P@ can also get negative entries. Then, according to (4.1),
Buf:(il) 41 can potentially take negative entries. This contradicts to the nature of Buf:(?d) 4
which is meant to be a renormalization of Buf:(f; so that the result of Algorithm 3 is bounded.
Moreover, since the signs of P P® can be different, each entry of Buf:(i} 1 can be a sum of
positive and negative numbers, and the result can become very small in fnagnitude. Division
by small values is unstable in practice, since it can lead to overflows in the result. For this
reason, in Figure 3.11, cos and tanh versions of Performer halt with NaNs very early during
training. Moreover, the negative denominator is inconsistent with the conceptual idea of
self-attention as assigning positive weights which sum to 1.

In the case of GA, this problem can be fixed by restricting g ¢@ to always map into
vectors with positive values: g ¢RI R% . Then, the renormalizer Buf:(il) 41 1s always
positive-valued. Further, there is no effect of collapsing positive and negative terms, hence,

the magnitude of each entry of Buf:(? 1 cannot become too small. Note that for Performer-
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ReLU, values of g1, ¢() are already non-negative. We can further add a small € > O to the
entries of g1, g so that they are strictly positive. This solution of positive-valued g ¢@
also extends to onCausal = True.

In the case of FAVOR (onGA = False in Algorithm 3), we can get the same problem, since
P PP are complex numbers with potentially arbitrary magnitudes and arguments. Hence,
Buf:(?d) 1> before taking its real part, can potentially have arbitrary complex entries with
negative and/or very small real parts which can result in instabilities during training. Similarly
to GA, having f (1), f (2) mapping into positive values would solve the problem. Unfortunately,
by modifying f 1), f (2) we can lose the unbiased Gaussian kernel approximation.

In this chapter, we propose solution: a mathematical insight which allows a construction
of positive-valued random features for the Gaussian kernel. We find that these random
features are also compatible with block-orthogonal random features, which results in the
FAVOR+ mechanism: Fast Attention Via positive Orthogonal Random features. The chapter

is structured as follows:
* In Section 4.2, we define positive random features and FAVOR+.
* In Section 4.3, we provide extensive theoretical analysis of FAVOR+.

* In Section 4.4, we provide intuition for the theoretical results from Section 4.3. We
provide generalizations formulated through beautiful functions — functions which can
be represented as expectations of power series with nonnegative coefficients. This
appears to be a key property for obtaining concentration improvements when using
block-orthogonal random features, and the Gaussian kernel is a special case of such

functions.

* In Section 4.5, we describe a masking mechanism which allows injection of input
data priors into the FAVOR+ and GA, while maintaining efficient evaluation of self-

attention.

* In Section 4.6, we present extensive empirical evaluations of FAVOR+ which include

large-scale training setups.

e Section 4.7 is reserved for discussions.
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4.2 FAVOR+: positive random features for the Gaussian

kernel

Consider féég, fégg : R x R4 — R defined as follows:

fid@.x) =exp(@™x—|x), fil(@y)=exp(@Ty=[yI?). @2

The theorem below proves that these functions, equipped with the standard multivariate
Gaussian distribution psg (@), are proper random features for the Gaussian kernel (proof is
in the Appendix):

Theorem 5. (psg, féég, fégg) are random features for the Gaussian kernel, i.e. for any
x,y € R?,

K(x%,Y) = Epgy (@ Re (fil(@,%)/2(0,Y)) = Eppii0) (fd(@x) (@) @43)

where we can get rid of the Re () since both féég, fégg map into real numbers. The variance

of these random features has the following form:
Vit @) (fo00(@%) fiad (@,7) ) = exp(4xTy) K (x,y)*. (4.4)

The most important property of féég, fégz is that they map into positive numbers R since
exp(-) of a real number is always positive (4.3). For this reason, we refer to (psg, féég,fégg)
as positive random features (PosRFs). Figure 4.1 compares variance of PosRFs and TrigRFs
(2.10). We observe that variance of PosRFs converges to zero for any length when the angle
between x and y approaches . The same happens to TrigRFs when the angle approaches 0.
Hence, different types of random features can be practical in different scenarios. For larger
norms of x and y, when the angle between them is close to 0, the variance of PosRFs grows
exponentially. This can be thought as a price paid for positive-valued features.

We can use féég, fégg for the Monte-Carlo approximation of Gaussian kernel as described
in Section 2.1.2. Further, instead of using i.i.d. o, ... o™ we can again generate
block-orthogonal »'")’s using Algorithm 2. Since ®"™)’s are marginally coming from
the standard Gaussian distribution, the approximation is still unbiased, as mentioned in
Section 2.1.4. Furthermore, in the next section, we show that this strategy leads to provable
variance reduction. Plugging flgég, f1§§2 into Algorithm 3 results in the next iteration of the
efficient self-attention mechanisms, Fast Attention Via positive Orthogonal Random features
(FAVOR+).
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Variance
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Fig. 4.1 Variance of PosRFs (blue) and TrigRFs (red) expressed as the function of Norm of x
and y and angle 0 between x and y. Both variances can be expressed through Norm and 6
since X'y = Norm?cos (), K(x,y) = exp(—Norm?(1 — cos(8))).

The next section is dedicated to theoretical analysis of FAVOR+.

4.3 Concentration analysis

As with FAVOR (Section 3.5), we can provide a theoretical analysis of the variance and
concentration for FAVOR+. We first start with the analog of Theorem 3 for PosRFs:

Theorem 6. Let X,y be defined according to (2.5) where f(V) = fé(l)gaf(z) = féﬁg and
(0(1),. m(M) are i id. samples from (0, 1) Further, let Xor, Yort be defined according
to (2.11) where f fpos, f fpOS and Q is generated by Algorithm 2. If M < d, then

T~ T 2(M—1 2
Vark] s < Vark§ - 1 (Kxy) —exp (- [ Iyl1))
If M > d and M /d is integer, then
. 2(d—1)

T o~ 2
Varx] Yot < Varx 'y — (K(x,y) —exp (—||x[|*—|ly]*)) "

M(d+2)

Hence, we conclude that the orthogonal variant of PosRFs results in a strictly smaller
variance than i.1.d. variant. As we mentioned in Section 2.1.4, using orthogonal variants
comes with negligible additional computations, hence the choice for orthogonal RFs in
FAVOR+ is justified. Importantly, this result is universal, i.e. it holds for any dimensionality
d, not just asymptotically for d large enough as it was the case for TrigRFs (Theorem 3).
This bound is attainable in the case of PosRFs since all terms of Taylor expansion of exp(-)
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are positive. This is not the case for TrigRFs with Re (exp(i-)) = cos(-). More details are
provided in the next section.

PosRFs are unbounded in general, meaning that, when @ is very big and the dot products
o 'x, oy are positive, fé(l,z, fégg from (4.3) can potentially take very big values. Because of
this, we were not able to provide exponentially tight concentration results similar to Theorem
4. However, we can modify the definition of PosRFs (4.3) in such a way that the random
features approximate Gaussian kernel with a small quantifiable bias, but we then are able to
provide one-sided concentration results.

Define ﬁ(elg, fr(gg) as follows:
Vi Vi
ﬁ%ﬁ(w,w:exp(n Tor@ XN ) A @) =exp | TOr0Ty Iy ) @)

We refer to the triple (psg, ﬁ(elg}, fr(ég)) as regularized random features (RegRFs) since @ is
“reguralized” by normalizing its length. Note that RegRFs are bounded since @ 'x/||@|| <
||x||. These random features do not approximate the Gaussian kernel though. Instead, they

approximate the following kernel defined for all x,y € R through fr(e]g) , ﬁ@:

K™E(x,¥) = E g (@) fret (@,X) fiod (0, ). (4.6)

Definition (4.5) is very similar to PosRFs (4.3) with the difference that a scaling factor
Vd/||®|| is added under the exponent. Note that, if @ ~ .47(0,1)¢, E||@||> = d. Hence,
presumably, frgg), fr(ezg shouldn’t be “too different” from féég, f1§§2. Analogously, K™¢(x,y)
shouldn’t differ “too much ” from K(x,y). This intuitive observation is formalized in the

following theorem:

Theorem 7. Consider the set of pairs X,y € R%, d € N, such that max(||x||?, ||ly||>,x"y) < ¥

where € > 0 is some constant. Then, as d grows, the following holds for all X,y:

Kreg(X,Y) >1_ i_{_o( 1 ) Kreg(x7y) <1
K(x,y) — d3 d3 K(x,y) —

Furthermore, the latter holds for d > 2 even if the condition max(||x||2,||y||?,x"y) < € is

not satisfied, i.e. K"8(X,y) is a universal lower bound for the Gaussian kernel K(X,y).

This theorem states that, essentially, K™8(x,y) converges to the Gaussian kernel K(x,y)
when d is big enough.
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For x,y € R?, define Xreg; Yreg € RM as random vectors of the form:

S(\reg = M_l/z(ﬁgg(m(m)7x))M /y\reg = M_l/z(fr(ezg}(w(m)ay))%:l

m:17

where @V, ..., @™) are i.i.d. samples from .4°(0,1)?. Let Xortreg, Yortreg b€ defined in
the same way as Xreg, Yreg but with @), ... @) sampled by Algorithm 2. Then, both

(Xreg) ' Free and (Xortreg) ' Yortreg are unbiased random feature approximations of K™&(x,y).
Denote by .#z(¢) = E(exp(¢Z)) a moment generating function of the random variable Z.
The next result provides exponentially small bounds for upper tails of this approximation,

demonstrating that RegRFs can approximate small kernel values especially well:

Theorem 8. Let x,y € RY. The following holds for any ¢ >0, a > K™2(x,y) and M < d:

P ((Reeg) Freg > @) < exp(—9Ma).#2(9)",
P ((ﬁomg)Tymreg > a) < exp(—¢Ma) (//{Z((p)M

4 —
—enp (M1 + 131%) 5 I+ 91

1 2
where Z = fef (0.%) fi (@,3), @ ~ A (0,1)%
While these results hold for RegRFs and the kernel K™8(x,y) which converges to K(x,y)

when d — +oo (Theorem 7), we cannot prove the same or similar result for PosRFs since the
moment generating function .#z(¢) doesn’t exist. This is because PosRFs are unbounded.
This problem is addressed in Chapter 6 where we propose a new type of positive random
features for the Gaussian kernel which has a smaller variance and enjoys exponentially
fast concentration similar to FAVOR (Theorem 4). We note that there exist techniques
for bounding the concentration of unbounded RFs (Chamakh et al., 2020). While these
techniques are applicable to functions with polynomial growth, perhaps there is a way to
extend them for exponentially growing functions such as fé(',)s. We leave these extensions to
future work.
The next section provides an intuition about proofs of Theorems 6 and 8.

4.4 Beautiful functions and generalizations of Theorems 6,
8

In this section we provide much more general theoretical results which imply and provide

intuition for Theorem 6 and Theorem 8. We need the following definition:
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Definition 2. We say that function .7 : R — R is beautiful if F can be expressed as:
7 (2) = Za4(2) = Eo~al¥ (0 '2)], (4.7)

where Q is an isotropic (i.e. invariant with respect to rotations around 04) distribution on
R? and 4 : R — R can be expressed as 9 (z) = Yr_o apz* for every z € R with a; > 0 for
k=0,1,.... In the formula above, we assume that the expectation on the right hand side
exists.

It appears that beautiful functions can be used to define K(-,-) and K™8(-, -):

Remark 1. If one takes Q = .4 (0,1)¢ (note that this is an isotropic distribution) and 9 (z) =
exp(z— [[x[|2 = [|¥]|*) = Lo exp(—|x|| — |l¥]|? ) ; satisfying conditions from Definition 2,
then, according to Theorem 5, the following is true for z = x+Yy:

K(x,y) = Zqay(z). (4.8)

Similarly, K*¢(X,y) = Fq,,%(2), where Qreg stands for the uniform distribution on the
sphere of radius \/d with center at 0. Qe is clearly isotropic and is the result of
Vg @~ N (0,1)4.

reparametnzatlon a — To]

The condition of nonnegative coefficients in the power series will be crucial in the proof.
It holds for PosRFs as mentioned in the remark above. It, however, doesn’t hold for TrigRFs
since ¢(z) = Re (exp(iz)) = cos(z) in this case. This is the reason why it’s only possible to
provide asymptotic improvements when using block-orthogonal TrigRFs for big values of d
(Theorem 3).

We consider two estimators of the beautiful functions from Definition 2 that directly
lead (through Remark 1) to PosRFs and RegRFs with i.i.d. and block-orthogonal variants.
Standard Monte Carlo estimator samples independently @41 . @(dM) O and then
computes:

M
g~11d Z 11d m) Z). (49)
Orthogonal Monte Carlo estimator samples @D ... @(°"M) in such a way that marginally
we have: @) ~ Q. but (@) T @tm) = O for all m; # ma, |my/d] = |my/d].

ort,m)»

Also, blocks of m consecutive & s are mutually independent. Such a block-orthogonal

ensemble can be always created if Q is isotropic, e.g. by Algorithm 2 for Q = .47(0,1)? or
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by reparametrizing ®’s (@ — a)) from Algorithm 2 for Q,e,. We define:

Tl
t f t,
T @) T ), (4.10)

The estimators of beautiful functions based on standard Monte Carlo procedure us-

(iid, 1)
...

ing independent vectors ® ., ®14M) guarantee strong concentration bounds since

independent oidm)>g provide a way to obtain exponentially small upper bounds on fail-
ure probabilities through moment generating functions. This classic observation can be

summarized in the following result:

Theorem 9. Consider an estimator @d(z) of the beautiful function Fq 4 evaluated at z.
Then the following holds for any ¢ >0, a > Fq 4 (z):

P(Zi(2) > a) < exp(—9Ma).#7(9),

where Z=9(®'z), ® ~ Q.

The above result gives exponentially small upper bounds on tail probabilities for the i.i.d.

estimator. Below we provide two main theoretical results for the block-orthogonal estimator.

Theorem 10. If Fq o is a beautiful function then the following holds for M < d, Z as in
Theorem 9 and any ¢ >0, a > Fq 4(z):

_ O*M(M —1) 2

P(Z)'(2) > a) < exp(—9Ma) <///z<¢)M - ma?ao *llz)* (Ell@]?)

This result shows that features obtained from the ensembles of block-orthogonal random
vectors provide exponentially small bounds on tail probabilities and that these bounds are
better than for estimators using i.i.d. random features.

We also obtain a similar result for variances of the considered estimators:

Theorem 11. If Fq o is a beautiful function, then the following holds. If M < d, then

Var Fif(a) < Var Z)~ 17 (P (o) - Faa(00)
IfM > d and M /d is integer, then
2(d—1)

Var.Z a‘ort( ) < Var o‘*nd(z) . M(d+2>
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As before, a block-orthogonal estimator leads to better concentration results. Theorem 6
follows directly from Remark 1 and Theorem 11. Theorem 8 follows directly from Remark
1, Theorems 9, 10 and a trivial observation that E||@||?> = d when @ ~ Q. Consequently, we
only provide proofs of Theorems 10, 11 in the appendix.

4.5 Injecting input data priors through masking

In this section we consider an intriguing extension of GA and FAVOR+ which supports data-
specific priors in the definition of self-attention while maintaining subquadratic computational
complexity.

4.5.1 The definition of masked self-attention

Let g1, ¢ : R Rﬂ‘f be functions from GA definition (Section 3.6) but mapping into
positive-valued vectors for stability as discussed in Section 4.1. Note that FAVOR+ can be
thought as a special case of GA with stochastic g, g defined as

Ehvors (X) = M2 exp(d"2|x]|/2) (fisd (@™, d~ "/ *x))M

m:l7

22 ors (¥) =M~ Pexp(d™ 2 |ly| /2) (K2 (@) d~ y)M_|

where @), ..., @™ are sampled according to Algorithm 2. Hence, we can discuss the case
of GA without loss of generality.
Define masked self-attention as follows:

AMOAQ,K, V) = (DMOA)TIAMOAY e REX - AMOA = Mo A%, (4.11)
DMOA — diag(AMOAY,) (4.12)
where A% is defined as in Section 3.6: ASA = (g)(Q;)"g® (Kj))lL]L:1 M e R s a
self-attention fmask with non-negative entries. Both noncausal and causal GA (Section 3.6)
are special cases of the definition (4.11-4.12). Indeed, M = 1} corresponds to noncausal
GA and M = tril(17x1) to causal GA. M can be used to inject prior knowledge about the
input data into the model. For example, if the input has a graph structure, M can be an
adjacency matrix of that graph, so that the information in self-attention is propagated along
the edges of the graph. If, on the other hand, the input has a grid structure, M can define the
weight of “interaction” between different nodes of the grid, where the weight of interaction
only depends on the relative position between the two nodes. The latter case is discussed in
detail in Section 4.5.3.
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4.5.2 Efficient computation of masked self-attention

We next show that (4.11-4.12) can be evaluated efficiently when M < L and M can be applied
efficiently as a linear map. Observe that computing (4.11-4.12) reduces to finding AMGAC
where C = [V IL] . As shown in Section 3.6, A%A is a low-rank matrix, meaning that it

can be expressed as AGA = P(CAD(P(GA2NT where P(OA1) P(GA2) ¢ RLXM yre defined in
(3.9). Hence, for AMCGA we have:

AMGA _ Mo (P(GA,I)(P(GA,Z))T> — Mo ( Aﬁ P:(%A,l) (P:(?”A,z))T)
m=1

$ (e (1005

Since (i, j)’th element of Mo (P;(%A’l) (P;(SLA’Z))T> is M;, jPl(SnA’l)PﬁlA’z), we conclude that,
foralll <m <M,

Mo (PS%A’I)(PS,A’Z))T) = diag(P/SA) x M x diag(P{$?)

and, finally,
M GA.1 GA,2
AMGAC — Z (dlag(P(m ) )) x M X dlag(P(Jn ’ ))) C
m=1

I
=

3 2 1
(diag(P:(%A’])) X M x diag(P{G*)) x C)

3
I

where the numbers above “x” define the order of efficient computations. For each 1 <
m < M, the first product takes O(Ld) computations, the second one dTy; computations
where Ty; denotes the number of computations required to apply M as a linear map to a
single vector. The third product takes O(Ld) computations again. The final computational
complexity of finding AMOAC is, therefore, O(MdTy + LMd) where we also assume that
computing pP(GA D p(GA2) takes O(LMd). This is usually the case, since, for FAVOR+ or
GA, computing g(1), ¢(?) takes O(Md) time. If Ty grows slower than O(L?) as the size of
M increases (i.e. applying M as a linear map doesn’t require materialization of M € REXE),
the total complexity of the algorithm is much smaller than O(L?d), i.e. the algorithm has a
sub-quadratic complexity in L.

Algorithm 4 summarizes the routine for computing masked self-attention. Note that, as
long as M has nonnegative entries, we shouldn’t get numerical instabilities, discussed in
Section 4.1, in the last line of the algorithm since the denominator has nonnegative entries.
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In the next section, we discuss a particular instantiation of M which can be used with grid

data like images, and is compatible with sub-quadratic masked self-attention.

Algorithm 4 Outline of the efficient masked self-attention algorithm.

Input: Q,K,V € REX4,
Output: Masked self-attention (4.11-4.12).
Compute p(1.GA) , P(2:GA) according to (3.9);
Set C = [V IL};
for m <~ 1toM do
Compute Buf(!") = diag(P;(%A’z)) x C;
Compute Buf!!") = M x Buf(!"");
Compute Buf(!") = diag(PanA7l)) x Buf{!");
end for
Compute Buf?) = M Buf(!");
2)

: Return diag(Buf:(?d)H)‘lBufﬁ:d;

s A A A

—_—
- O

4.5.3 Multilevel Toeplitz masks and relative positional encoding

In this section we consider a design of M as the multilevel Toeplitz matrix. A remarkable
property of such matrices is that they are compatible with the efficient matrix-vector product.
We first define these matrices and then discuss the interpretations of these masks as relative
positional encodings.

Definition 3 (Toeplitz matrices). We say that a matrix M € REXL s Toeplitz (or 1-level
block-Toeplitz) if, for all 1 < iy,iz, j1,j2 < L, Mihjl = Miz,jz when iy — j1 =i — ja.

Definition 4 (u-level block-Toeplitz matrices). We say that M € RLXL is y-level block-
Toeplitz for u > 2 if M consists of L, x L, blocks M%) of size (L/L,) % (L/L,) which are
all (u— 1)-level block-Toeplitz matrices and, for all 1 < iy,i3, j1, j» < Ly, M) = M(2:2)
when iy — j1 = i» — jo.

Imagine a one-dimensional grid with a row of L nodes (Figure 4.2-1). Consider an arbitrary
function y4: {—L+1,...,L—1} — R, and define a matrix M € RE*E as M; ; = y14(i — Jj).
Then, according to Definition 3, M is a Toeplitz matrix. If the input data has a 1-d grid
structure, e.g. it’s a sequence, using such M as a mask in (4.11-4.12) would weigh self-
attention coefficients according to a (signed) distance between pairs of elements, and the
weights are defined by 2L — 1 values of the function y. Such masking is what we refer to as

1-d relative positional encoding (Luo et al., 2021).
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Next, imagine a two-dimensional grid of size L| X L, L = L{L,, where nodes are labeled
as (I',i"), 1 <i' <Lj,1 <i" <L, according to their position in the grid (for instance, a
horizontal and vertical index). Number the nodes from 1 to L according to the reflected
lexicographic order of (7,i"), i.e. (¢,i") < (j,j")if i <j Vv (/= jANi" <j"). Consider
a function yoq: {—L1+1,.... L1 — 1} x{—Lp+1,...,L, — 1} — R and define a matrix
M € REXE as M; j = wag(i' — j,i" — j") where (7',i"), (j,;j") are labels of nodes with
numbers i, j respectively. Then, M is a 2-level block-Toeplitz matrix since it can be split
into blocks M("-/) of size L, x L, where M-/ corresponds to a fixed pair of 1 <, j' < L.
M("7) is a Toeplitz matrix since Ml(,l,/]J,l,) =y(2,i" — j") where 2 =i — j' is fixed for
M("J). Further, since M’/ only depends on the difference 2 =i’ — j/, we conclude that
M satisfies Definition 4.

If the input data has a 2-d grid structure, e.g. it’s an image, taking such 2-level block-
Toeplitz matrix as a mask in (4.11-4.12) would weigh self-attention coefficients according
to Wrq which is shift-invariant and depends on relative positions between nodes in the grid.
We refer to such masking mechanism as 2-d relative positional encoding. Analogously,
u-d relative positional encodings can be defined on u-dimensional masks (see Figure 4.2
for an illustration). A remarkable fact about L-sized u-level block-Toeplitz masks is that
they support O(Llog(L)) matrix-vector multiplication via fast Fourier transform for any
fixed u (Lee, 1986). This, given the Algorithm 4, results in a O(Llog(L)Md) procedure for
computing masked self-attention which is tractable for long sequences. We can leave the
values of Y4 as trainable parameters with an appropriate reparametrization to keep them
nonnegative (z — |z]).

o o~ WD

| Il 1l v Vv Vi

Fig. 4.2 An illustration of multilevel block-Toeplitz matrices. I, II, Il — 1-d, 2-d and 3-d grids
numbered according to the lexicographic order. IV, V, VI — corresponding 1-level, 2-level
and 3-level block-Toeplitz matrices (colors indicate different values).



4.6 Experiments 57

4.6 Experiments

We compare FAVOR+ with FAVOR and evaluate masked self-attention in two benchmarks:

masked language modelling on PG-19 dataset and image recognition on ImageNet.

4.6.1 Masked language modelling on text

The PG-19 dataset compr is presented as a challenging long range text modeling task. It
consists of out-of-copyright Project Gutenberg books published before 1919. It does not have
a fixed vocabulary size, instead opting for any tokenization which can model an arbitrary
string of text. We use a unigram SentencePiece vocabulary sentencepiece with 32768 tokens,
which maintains whitespace and is completely invertible to the original book text. For the task
of masked language modelling on PG-19, we train Transformer and its efficient variants using
“Regular” configuration from Chapter 3: (h,s,d,dpig) = (8,6,2048,512). We subsample
sequences to match the length L = 1024. We reuse hyperparameters from Appendix 3.B
and compare the vanilla Transformer, different Performer variants and Linformer (Section
3.7). For Performer, we compare two strategies for handling the random block-orthogonal
matrix Q: either to draw it once and reuse during training (“no redraw”), or redraw it
for every forward pass (“redraw”). Same applies for the random projection matrix in
Linformer. Further, we also evaluate RegRFs (Section 4.3) by using them in Performer
instead of FAVOR+. We use perplexity as a metric for comparison (Section 3.8.3). Figure
4.3 demonstrates the results. As we observe, this setup is an example where FAVOR
demonstrates an unstable behaviour and completely fails to train. At the same time, all
Performer variants have a very smooth training curve, with “redraw” variants eventually
matching the Transformer baseline which is not the case for the Linformer. We conclude that

FAVOR-+ is indeed a better default choice for a practitioner.

4.6.2 Masked self-attention for image recognition

We evaluate masked self-attention with 2-level block-Toeplitz masks on the task of image
classification with ViT (Section 2.2.5) using Performer backbone. We take ImageNet dataset
(Deng et al., 2009) and downsample images to the size of 224 x 224. Then, we use a patch
size of 14 x 14 resulting in the sequences of length L = 197 (16 x 16 plus an extra class
token). We train our models on 16 TPUs with a batch size of 256 per TPU. For the mask, we
take a learnable 2-level block-Toeplitz mask which is initialized at ones and corresponds to
the 16 x 16 grid (and a fixed weight of one for all interactions with the class token). We train

Performers with several GA variants: Performer-ReLU, Performer-ELU, Performer-SQR
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60K — Performer with FAVOR, redraw
em» — Linformer, redraw
50K w=» — Performer with FAVOR+, no redraw
e — Performer with FAVOR+, redraw
>40K e=» — Performer with RegRFs, redraw
:*i‘ em» — Transformer
Q30K
o
| -
& 20K
10K —
oK L
oK 20K 40K 60K 80K 100K
Steps

Fig. 4.3 Masked language modelling on PG-19 benchmark. Dashed and solid lines indicate
train and validation metric respectively.

(see Section 3.6). We compare masked variants and non-masked variants in Figure 4.4. We
observe a consistent improvement (2.5 — 3.4%) achieved by using masked self-attention
which proves that injecting input data priors through masking can be very beneficial for

Performer training.

4.7 Discussion

In this chapter we introduced FAVOR+ mechanism (Fast Attention Via positive Orthogonal
Random features): an extension of FAVOR mechanism for random feature approximation
of self-attention. Positivity of FAVOR+’s approximation leads to a numerically stable
training since the self-attention denominator is positive and not too small. We performed a
theoretical analysis of FAVOR+ and 1) showed that positive random features benefit from
orthogonality and 2) proved right tail concentration results for the regularized variant of
positive random features. Further, we introduced an extension of Performer via the masked
self-attention which allows injection of input data driven priors into the self-attention weights
while still maintaining sub-quadratic computational complexity. We demonstrated efficiency
of FAVOR+ and masked self-attention in real life large scale training scenarios: masked
language modelling and image recognition respectively.

In the next chapter, we will present yet another extension of Performers for low-memory
training. And, in Chapter 6, we will extend FAVOR+ to a more precise but still positive
random feature mechanism with explicit exponential concentration and better empirical

performance.
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Fig. 4.4 Image recognition using Performers with masked self-attention (“Masked Performer-
...”") and without any masking (“Performer-...”). We don’t report regular ViT since it has a
quadratic self-attention complexity. Validation accuracy (%).

Appendix 4.A Proofs

Proof of Theorem 5

Proof. We first deduce that for any x,y € R?
K(x,y) = exp(—|x[|*) exp(|[x +yI|*/2) exp(—ly[|*)- (4.13)
Next, let w € RY. We use the fact that
1= (27:)—d/2/exp(—||a;—cy|2/2)da> (4.14)
for any ¢ € RY. We set ¢ = x +y and multiply (4.14) by exp(||x +y|*>/2):
e 2/2) = (2m)~9/2 2/2 — - 2/2)d
xp(|[x+y[°/2) = (27)~““exp(|x+y(/7/2) | exp(—[l@ - (x+y)[|/2)d@
= (ZE)_d/z/eXP(—lelz/ZJrwT(XJrY)— Ix+y[%/2+ [x+y]*/2)de
— )2 [ew(-l|0]?/2+ 0 (x+y)do

— (2m) " [exp(~ | @|*/2) exp(@ ) exp(@ y)dw
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=E, (o) <exp(coTx) exp(a)Ty)> (4.15)

where we perform a number of straightforward transitions. The last transition is where we
express the integral as an expectation with respect to the standard Gaussian distribution with
the density function psg(®) = (27)~%/?exp(—||®|*). Combining (4.13) and (4.15), we
finally deduce that

K(%,Y) = Epeo(a) (exp(@ x— [x|*) exp(@"y - [ly]*)

which is equivalent to (4.3). The second part of the proof establishes the expression for the

variance. We have:

2
VarPSG(a’) <f1§(1)2(w7x)f1£05( 7y)> ]EpSG (o) (f[gég(w X)fé@(‘”a)’))
B <EPSG fpos(m X fPOS )
= Epyoo) (ol (0. x)fpos<co,y>) K(x.y) (4.16)

Next, by the definition of fp(,ég, fégg, we have:

E o) (@00 2(.5)) = By (exp20 s~ 2]x|) exp(20 Ty - 2]y]12)
= exp(=2/[x] = 2]y |2)E o ) (exp(@" (2x)) exp(@” (2y)) ) (4.17)
By substituting x — 2x and y — 2y in (4.15) we deduce that
Epgotm) (exp(@" (2x))exp(@ (2y)) ) = exp((|2x+2y/2/2) = exp(2llx +¥|1%).
We use it in (4.17) and deduce that
E oot (/30(0.3)/2(0.)) = expl(~2[x| — 2]1y|P) exp(2lx-+ y[[>) = exp(ax"y).

This together with (4.16) results in (4.4). [
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Proof of Theorem 7

Proof. Letx,y € RY. Denote z = x +y. We use K™2(x,y)’s definition and Taylor expansion
of exp(+) to deduce that

, Vd
Keg(x y) = exp(—HX||2— ”yH ) psG(@ )CXp( ||w|| mTZ)

k
= exp(= X2~ ¥") ¥, 17Epsoto (waz> .
k=0""

Observe that since psg(+) is an isotropic distribution, we can 1) zero out odd terms in the sum

Vi 072" wi VP
and 2) replace E ¢ () <HwH (0] ) with E, (@) ( (0] e1> . As the result, we have:

o]
oo 1 o 2k
K2 0) = exp NI+ I3 B 170 B (joi) - @

Let us denote: o/ (k,d) = E @) (jgre1)**. 1t turns out that, if d > 2,

(2k—1)!!
(d+2k—2)(d+2k—4)...d

o (2k,d) = (4.19)

where (2k — 1)!! denotes a double factorial: (2k —1)!! = (2k—1)(2k—3)...1. The proof of
this fact can be found in the supplement of geom. Applying the above formula, we get:

> 2k—1)!!
Kree — o 2 2k k (
(x,) = exp(— x>~ [ly]*) g LA ey st e
2 I wh_
= exp(—[x|I* = [I¥[*) } - E(k.d)
= k!
here w = /2 and Z(k, 4 d
where w = 5= and E(k,d) = (d+2k—2)(d+2k—4)..d"
Therefore, we obtain:

Kreg(x Y) o k

— —E k,d

Koy = L)

For k > 0 we have: E(k,d) < 1, thus:

K™ (x,y) _
K(x,y) —
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We also have:

1/3
Ke2(xy) oyt S
—ZE(k,d)+e™" —ZE(k,d)
K(x,y) k;) k! k—[a;/ﬂJrl ke
s '] ok
= -w I -w =
>Z(d'3],d)e 2% e g: kvxhd)
= k=|d'/3]+1
4]k
> 2(|d"3],d)e™ o
k=0 ™°

where we use Z(|d'/3|,d) < E(k,d) for k < |d'/3]. Next, we use the Taylor expansion
e =Yro V,:—:{ and deduce:

1/3 _ L27%) wk 1/3 - wk
‘E(Ld Jad)e v Z F:E(Ld Jad) l—e™™ Z F
k=0 k=[d'3]+1 "

= Z([d"],d)(1 - P(Po(w) > d'/?)),

where Po(w) stands for the random variable of Poisson distribution with parameter w.
Observe that, by the definition of Z(k,d), for k > 1 we have:

d k 2k —2\*
) > ———— > (14 ——
o (i) = (425

where the second transition follows from d? > d? — (2k —2)? = (d — 2k +2)(d +2k —2)

from which we get +2dk72 > 422 Now, we setk = |d 1/3] > 1 and obtain

Ke(x,y) 2103 -2\ s
Rlxy) > (11— — (1 =P(Po(w) >d /7).

20d'/3) -2 B 2Ld'/3J72) 4"
2472 —

For d big enough we get ’ ‘ < 1 which allows writing (1 7

exp (Ld 173 10g (1 — %)) and use the Taylor expansion:

. 20a13 -2\ *
log (1 _ w> — Z(_l)ku.

d = k
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Notice that w = HZ2”2 = S(Ix|®>+2x"y+ly[|?) < 2€. When d > (2¢)* > w* we deduce
for t = log (d1/3> > 0 that

w

K™2(x,y) o (W‘sz)"

2%y ex 1/3 kN4 ) B olw 13

Koy P (L Jk;( D (1—P(Po(w) > d'?))
> exp (—dil—f—O (;)) (] —P(tPO<W) > fd1/3))

d
2 1
= exp (__1 +o (—1)) (1 —P(exp(tPo(w) —td'/3) > 1)).
d3 d3
From Markov’s inequality we deduce:
P(exp(tPo(w) —td'/?) > 1) < exp(—td'/*)E(exp(tPo(w))).
Further, the moment generating function formula for the Poisson distribution has a form:

Elexp(tPo(w))] = exp(w(exp(r) — 1)) = exp(d'/* = w)

where we use the definition of . Using this, we continue the chain of inequalities:

% > exp (—3“ (L)) (1 —P(exp(tPo(w) —1d ') > 1))

By unwrapping the definition of 7 again and recalling that w < 2%, we conclude that:

1
1 —d3
Kree 2 1 d3 2 1
s (2 () (1w (2) ) -2 (1)
K(X7Y) a3 d3 2e-€¢ d3 d3

That completes the proof. [




64 FAVOR+: positive random features

Proof of Theorem 9

Proof. For any ¢ > 0 we have:
—~ M ..
P(Zy(z) >a) =P ( Y 9((@19m)Tz) > Ma>

M . / M ..
—P ( Zl (Pg((w(nd,m))Tz) > (])Ma) =P (H exp <¢§§((w(nd,m))Tz)> > exp(q)Ma)) .

We apply Markov’s inequality and deduce that
M .
P []exp (q)%((a)(“d’m))Tz)) > exp(¢pMa)
m=1
M .o
< exp(—oMa)E [ exp (¢4((@)T2))
m=1

M
= exp(—9Ma) [ | Eexp (99((0"))2)) = exp(—0Ma) (Eexp (92))"
m=1
= exp(—9Ma).#z(9)"

where we can put expectation inside the product since ¢ ((@4))), ..., Z((@14M)) are
all independent. Taking all together, we have:

P(7i(2) > a) < exp(—9Ma).#7(9)M.

Proof of Theorem 10

Proof. Note that by the analogous application of Markov’s inequality as in Theorem 9, we

get:

o E(exp(9 (25" + ...+ Zg1)))
P(Fy (z)) > a) < expl)(¢Ma) B

where we have: Z°" = g((@(°"))Tz). We see that it suffices to show that for any ¢ > 0
the following holds: E(exp(¢(Z9" + ... +Z5Y))) < E(exp(¢(Zid + ... + Z1id))) where Ziid =




4.A Proofs 65

g((@(19m))Tz) We have:

o0 M ort\k w ok [ M k
]E(exp(q)(zfrt_l_ - +Z/?/;t))) —F (Z %) —F Z % (Z Z&rt) _
’ k=0 ™"

k=0 m=1

= ok Mot ¢ ¢k k ik ort\k
— o] = ok (Zgt)
kzo OE m;zm Z T (kmeM)Eyk (kh”_’ kM) (Z9myk .z )

where .7, = {(ki,...,kp) €Z9¢  ky,... kpg > 0,ky + - -+ kpr = k.
Thus we have:

B+ + N =E % L (e,
)ES Ly-eesiM
Similarly, we get:
.. .. > k . ..
seoo e A= G L ( f e
" (kyeku) €S N1
Therefore we get:
A=E(exp(¢(Z"+ - +Z))) — E(exp(9(Z)" + -+ Zi")))

<k k . .
-4 (14, ) (@i Bz .. z)
Using the power series of ¢, we can rewrite each ZO'* as
7o = Z ap (( K (4.20)

where Zq 4 (2) =Yoo apz¥ and ag,ay, ... > 0. Similarly,

Zid — Za o)’ 4.21)
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By plugging expressions for Z" and Ziid into the formula for A and expanding power

expressions, we obtain:

> ok ( k ) N

A=Y T} ) Ciirju(di, .. duy)

i—o k! (k1 ,...kar) €EZ% k..o km (dy,....dy)ED Ky ... kr) e
xA(dy,...,dy),

for some Z(ki,...,ky) C ({0} UN)M and some nonnegative ¢, _j,(d1,...,du) (exact

formula for those can be given but we do not need it) and K(d I,...,dy) defined as:

Ady, ... dy) =E((@ ) Tg)d  (@dM))T z)dm)
—E(((@© ) Tz)d . ((@©M))Tg)dm), (4.22)

Our next goal is to rewrite the formula for A(dj, ... ,dpyr). Denote:
Y — ((m(ort,l)>Tz)d1 o ((w(ort,M))TZylM.

Observe that Y has the same distribution as Y’ defined as:

l d ort,1) ort,M) 1\d
Y'= (e orllzl)® - (e 2™ (@D )4 ... (|| @My
HgH HgH
where g is a vector taken from the .#(0,1)¢ distribution independently from o,
w(ort,M)

. . ort,1 M

This comes from the fact that for a fixed z one can think about the set; 2™ ey @lor)
[l et

as a random rotation of the system of M canonical basis vectors: ey, ...,ey. Thus, instead
of applying a random rotation to ey,. .., ey, one can equivalently randomly rotate vector z.

Randomly rotated vector z has the same distribution as: ﬁ ||z]|.

ort,1)
yeoe

Now note that lengths of vectors o' ,@°M) are chosen independently. There-

fore, we obtain:

E(((w(orgl))Tz)d] o ((w(ort,M))Tz)dM)
= E((@CD )% . (@) E((e] v) . (efv) )| [2]| i,

where v ~ H%II' We further obtain:

E(((w(ort,l))"l'z)dl o ((w(ort,M))Tz)dM)
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(ort1) (ort M) g g
_ ort, 1 d ort,M) |1\d, di+-+d 1 -8sM
= E((@™%7[)%). .. E(([|@™ [ )D)[|l2]| ™ HE s SRS
A /gl + e +gd
(4.23)
Now let us focus on the second expression from the formula on K(dl, ...,dy). We have:
.. .. M ..
E(((w(nd,l))'l'z)dl o ((m(ud,l))TZ)dM) _ H E(((m(lld,m))TZ)dm)
m=1
= E((l@" D [)4) . E((]| @M )d) 2|4t TT | (424
m=1 ‘/g%_i__i_gé

where the first equality comes from the fact that different o'idm)g are independent and the
second one is implied by the analogous analysis to the one conducted above. Next, we will

need the following lemma:

Lemma 1. For every | € N such that | < d and every ki, ...,k; € {0} UN the following holds:

k k ky
B gll ---gll _ Hg/:1E(g1/ )

> 2k1+“‘+k1 > 2k1+“‘+k1 ’
‘/gl_}_..._f_gd E(‘/gl_f_..._f_gd >

Proof. Take r = H%HHQH where g is an independent copy of g. Note that r has the same

distribution as g. We have:

ki k;
g'...g

> 2k1+~-~+k,
A /gl + oo +gd

where the first equality comes from the independence of different elements of r and the

k k k k o
E(rll) . .]E(rll) = E(l'll .. .rll) =K E(Hng1+ +k1)

Y

second equality is implied by the fact that g is independent from g. Therefore, we have:

k k k k
E g'...g' _ E(r}")...E(r)")

kit 4k E(|[g|[k++k)
eT— (FD

That completes the proof since r and g have the same distribution as g. [
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By Lemma 1, we can rewrite the right expression from the formula on K(dl yo..ydy) as:

(ort,1) d, (ort,M) (1dys di+-+dy %:1]E(gﬁ;")
E([[@™7[[%).. . E(]| @] %) ||| R
]E(,/g%+---+g§, )

The left expression from the formula on Z(dl, ...,dyr) can be rewritten as:

A(dl,. .. 7dM) = E(H(D(iid’l) ||d1) B .E(H(D(iid’M) HdM)||z||d1+...+dM
et E(gi)

/2 >4 /2 A

Clearly, A(dy,...,dy) is always nonnegative. Since marginal distributions of ®©™) and

X

14 are the same, we can rewrite A(dy, ..., dy) as:

A(d],...,dM) :A(dl,...,dM)(l —T(dl,...,dM)),

where 7(dy,...,dy) is defined as:

/2 > /2 KM
d+-+dy
]E(ﬂ/g%+---+gf, )

We need a few observations regarding K(dl, ...,dp). First, since the odd moments of the

T(dl,...,dM) = (4.25)

Gaussian scalar distribution .4"(0, 1) are zero, K(dl, ...,dpy) is zero if at least one of d,, is
odd. Furthermore, K(dl ,...,dy) is trivially zero if all but at most one d,, are zero.

With our new notation, A can be rewritten as:

A= Z% Z (k . ) Z Cipvie(dry - dp)A(dy,. .. dy)
k=0 " (ky,..kp) e NV My €D (ky .. k)

X(l — ’E(a’l,.. . ,dM)).
We also have:
E(exp(9(Z1+---+2Z)))

_ % (k . ) y Ctroary (Kt s )A(dy, . ).
= ) Lyees M (d],..,,dM)Eg(kl,...7kM)
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For the remaining case of dj,...,dy, i.e. when at least two d,,, d,, for m| # my are

nonzero and all d,, are even, we prove the following upper bound on 7:

Lemma 2. The following holds if, for some my # ma, dy,,,dm, > 0 and all d,, are even:

d
di,....dy) < ——.
T( 1 ’ ) d+2

Proof. Note that 7(d,...,dy) can be rewritten as:

[y Ha ()

o, ... du) = »
ud(Z%’:ldm)

(4.26)

where [, (k) stands for the k’th moment of the x (d)-distribution with d degrees of freedom.
d+k
Note that p, (k) = 25 L 2 ), where I'(+) is the Gamma function.

I(
Using the fact that: ['(k) = (k—1)! and T'(k+ 3) = 2k DR /7 for k € N, it is easy to
see that for a fixed d, the right-hand side of the (4.26) is max1m1zed when d;,, = dpy, = 2 and

dpm; = 0 for some m; # my and m3 ¢ {m,my}. Furthermore, straightforward calculations

o
~—

show that in that case the value of the right-hand side from (4.26) is diw‘ That completes the
proof of the Lemma. O

By 2'(ky,...,ky) denote a subset of 2 (ky,...,ky) formed by only keeping dy,...,dy
such that for some m; # my, d,,,dm, > 0 and all d,, are even. As we have shown above,
A(dy,....dy) =0 when (d,...,dy) & 2'(ki,... k). Otherwise,

~ 2
Aldy,....dy) > ——A(d dy) > 0.
(di,....dy) d+2(1’ du) >

Hence, since all terms in the sum

0o ¢k k N ~
A:ZF Z kh,,_,kM Z le,...,jM(dlg---,dM)A(dla---,dM)-
(k17 )6,5” (d17 )e‘@(kh 3 )

(4.27)
are nonnegative, we’ll get a lower bound on A by only taking a subset of these terms.
For this subset, we take k = 4, a subset of .4 with only two nonzero k,, = k,,, =2 for
some m # my (there are (1\24 ) combinations of such ky,...,kyr). Then, we take only those
dy,...,dy from 2(ky,...,ky) which correspond to k' = 1 in (4.21) for my,m; and K’ =0
for all other m’s. Hence, d;y, = dyy, = 2 and all other d,’s are zero and the corresponding
weight from the second sum in (4.27) would be a M ~2. For dy,...,dy in such set, we’ll

have t(dy,...,dy) < d+2 by Lemma 2 and, hence, A(dl, Sdy) > dizA(dl, cooydy). As
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the result, we get the following lower bound on A:

204 (M 4 M2
A>-—9 A(2,2,0,...,0
—4!(d+2)(2)(2,2,0,...,0)“1“0 (2:2,0,.-.,0)

MM —1
_ oM ) 2 M=2A(2,2,0,...,0)

" iy
_9*M(M—1) 2aM-2 > (E(g}))?

Since g ~ 4 (0,1)4, Eg? = 1 and E||g||> = dEg? = d. This results in

oMM —1) ,

2
A> atay °||z|* (E[@]*) (4.28)

= 4d%(d+2)

which concludes the proof. 0

Proof of Theorem 11

Proof. We will use the notation from the proof of Theorem 10. We first consider the case
M < d. We have:

Var(Z(2)) = E((F3(2))?) — P34 (2).

Similarly,
Var(Zf'(2)) = E(F3f'(2))%) — Fd ().
We have: ”
E Z7iid _ L an L | /(7iid 7id
((JM - M2 Z M2 Z ( my mz)
= my#my

Similarly, we get:

o 1 ¥ or 1 ort »or
E((th(Z))z):WZE((th)z)ﬂLm Y, EZNzZy).
m=1 my#£my

Therefore, since marginal distributions of Z'4 and Z9" are the same, we have:

Var( it a) -~ Var(Fig () =2y ) 72 (BZZ) - B(zv )

= ——(E(Z"%") -E(Z"Z") (4.29)
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Plugging in the formula for Z°" and Zii¢ from (4.20) and (4.21) and using the analysis from

the proof of Theorem 10, we obtain:

—

Var(Zjy (2)) — Var(Fjf' (2 Z ak/ak~||1||"+k E(|l@|/)E(|e]")

sF

—~

y E(g})E g’f")
k! 2 2k//
E(«/glqt +g7 )E(,/g1+-~-+gd >

for @ ~ Q and g ~ .4 (0,1)?. Also, by plugging the power series expansion of ¢ into the
definition of .%q & and using the analysis from the proof of Theorem 8, we deduce:

(1—z(K k")) (4.30)

oo E k
2) = Y aillz“E(2]/) &) (431)

k
E(,/g%+---+g§,>

Based on the definition of 7 (4.25), if ¥’ =0 or k¥’ =0, 7(k',k”) = 1 and the whole cor-
responding term in the sum (4.30) is zero. Also, if k' is odd, E(rk/) = 0 and, again, the
corresponding term in the sum (4.30) is zero. Same holds for k¥’ from (4.30) and k from
(4.31). Hence, we can rewrite the sums above by excluding terms which are definitely zero:

—~. — M—1 & I ol ’ "
Var(Z3f (z)) — Var(Z3)'(z)) = 7 Y apay |z HE(|@fP)E(|e]*)
K K'=1
E(g*)E(g})
X = . o (1—T(2K',2K")), (4.32)
E(,/g%+---+gfl )IE (,/g%+---+gf, )
E(g})

Foy(z ZazkIIZIIZkE(HZHZ")

2k
k=0 E(‘/g%_i__i_gé )

According to Lemma 2, for all k’,k” in the sum (4.32), we have 7(k',k") < di Hence, we

get:

2(M—1)
T AN Z agprag 2]
(d+2) k’ k'=0

E(g2¥)E(g¥")

5 22k’ 5 22k”
E(\/gl—f—"'—f—gd >E<\/g]+"'+gd )

Var(Z4i(z)) — Var(Zf(z)) > PR (o) ) E(]|@] ")

X
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2
:M Na ZI12FE 2k E(g%k)
M(d+2) k; 2k||z] E(]| @] )E<\/m2k>
— ) (Pal) —a 433

According to (4.31), ap = Fq 4 (0,) which completes the proof for the case M < d.
When M > d, M/d is integer, observe that random ordered sets {(a)(°“71+m/d), e

/ M/d—1 . i
o(ortd+m d))}m,/: o are independent, so we can write:

| M/d-1

Var.Z o‘*ort M2 Z Var (Zg ort l+m’d) z))

m'=0
dzM/dl

— Z Var( fo (@l T z>>- (4.34)

We apply (4.33) to each variance in the sum above which can be thought as an orthogonal
estimator of .Zq «(z) with d Monte-Carlo samples:

< Zg ortl+md) ><Var< Zg 11dl+m’d) Z))

2(d—1)
d(d+2)

(Foy(z)— Fay(0,))

Now we plug this into (4.34):
. d2 M/d—1 1 B .
Fat(z) < — ( Y, Var| — Y g((@) 2

| M/d-1 d
11dl+m'd et S~ T 2
e X v <lzog 179 - B (Faig )~ Fas 00)

That completes the proof of the case M > d, integer M /d. [



Chapter 5

SLIiM Performer: beyond linear memory

consumption

5.1 Motivation

As demonstrated in Chapter 3 (Section 3.4), the computational and memory complexity of the
self-attention block in Performers is O(L) as a function of the sequence length L. Since there
is a fixed number of self-attention blocks, and the computational and memory complexity of
the feedforward block is also O(L), we conclude that the total computational and memory
complexity of Performer is O(L). In this Chapter, we discover yet another remarkable
property of Performers: in the case of causal Performers, the memory complexity for the
forward and backward pass can be decreased up to O(1) while the computational complexity
remains O(L). Notably, no approximations are introduced, so the obtained gradient is correct
and backward-compatible.

If, during training via the minibatch gradient descent, the batch size is bigger than one, a
gradient accumulation technique (Ott et al., 2018) can be used to reduce memory complexity
while retaining the same amount of computations. The idea is simple: instead of evaluating
the whole batch at once, evaluate instances in the batch one by one and accumulate the
resulting gradient. This way, a practitioner only needs the amount of memory required to
process a single instance. Unfortunately, if the batch size is one, gradient accumulation
cannot be used and some other way to improve memory efficiency is required.

This challenge is especially pronounced for deeper Performer models and longer se-
quences when the batch size becomes smaller to fit the model into memory and might as
well hit the smallest possible value of one. Also, the scenario of using the batch size of

one during gradient descent can be imagined when using Performers on the client’s device
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(e.g. smartphones, embedded devices or microcontrollers) and fine-tuning it on client’s data
(personalization of the model weights).

Hence, the memory-efficient forward- and backward-propagation algorithm, which we
refer to as Sub-Linear Performer (or SLiM Performer), is motivated by important practical
applications in decentralized and democratized deep learning. The chapter has the following

structure:

» Section 5.2 establishes a compact notation for Performer which is convenient for

subsequent derivations.

* Section 5.3 describes an algorithm for the forward pass through the whole Performer
with O(L) computational complexity, O((L/E)logE) parallel time complexity and
O(E) memory plus a negligible storage for the input sequence where E is a user-defined

integer constant, e.g. 1.

» Section 5.4 extends the forward pass algorithm to the computation of the gradient
of the loss with respect to Performer’s parameters 8. The computational complexity,

parallel time complexity and memory complexity are the same as for the forward pass.

* Section 5.5 presents the non-asymptotic analysis of the amount of floating-point
operations (FLOPs) of the SLiM-Performer algorithm. We establish that memory
efficiency of gradient computation via SLiM-Performer is FLOPs-equivalent to two
forward and one backward pass through the vanilla O(L) Performer which is a small
price to pay. Also, the section performs a conceptual comparison of SLiM-Performer

with other deep learning architectures for sequence processing.

» Section 5.6 is experimental evaluation of SLiM-Performer with time and memory

benchmarking and downstream performance comparison.

* Finally, Section 5.7 is reserved for discussions.

5.2 Compact notation for Performer

We consider a causal Performer, that is the parameterized architecture X0 s x(M) ...
X () — X(0ut) 44 in Section 2.2 but with causal generalized self-attention At‘[gIA (Section 3.6)
instead of Attg in (2.15). Since FAVOR+ is a special case of GA (Section 4.5.1), we don’t
lose generality by considering Performers with GA.

As we discussed in Section 3.3 and Section 3.6, all causal efficient attention reduces to
computing prefix sums R = PS((C; x (PEZ))T)l.LZI), where sz) =g(K;)and C = [V IL] ,
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along the sequence dimension. It can be observed that al/ information propagation between
elements of the sequence in causal Performers happens inside prefix sum. More formally, we
can rewrite transformations X(© — X(1) — ... 5 X() a5 follows. For each 1 <r<s,

=D p=0 = p0)(x0-1). g), (5.1)
U= = ps(TU 1), (5.2)
X" =gt rt-n. e). (5.3)

Here 0 € R"paam ig a set of all parameters, T(’_]),U(r_]) € REXDP1 and T ¢ REXD2 gre

the following matrices (see Figure 5.1 for an illustration).

« T(—1 is a matrix of representations which are passed into the prefix sum operator
PS(-). Thatis, foreach 1 <i<L, Tgr_l) is a concatenation of flattened C; x g(K;) " for
all & self-attention heads computed at the r’th layer. Consequently, D} = M(d + 1)h.

e Foreach 1 <i<L, Ul(r_l) is a concatentation of flattened R; — results of the prefix

sum inside each self-attention head at r’th layer.

o T is a matrix of representations which skip the prefix sum. Foreach 1 <i <L,
l"l(r_]) is a concatenation of Xl(r_l) and the series of g(Q;) for each out of & attention

heads (2.15). Therefore, Dy = Mh + dy;q.

F") and G1) are mappings when depend on model’s parameters 0. That is, they take
subsets of @ corresponding to r’th layer weights. F (1) is responsible for constructing T =1
and TV — representations which precede prefix sum, while G\ finalizes multi-head self-
attention and includes the feed-forward block FEN(-) (2.14). Importantly, F(") and G are
applied rowwise, 1.e. (5.1-5.3) can be rewritten as

vi<i<L:T! Y v — p0xb. ), X =0l i, g).
Hence indeed, the only place where the signal is propagated across the sequence is the prefix
sum in (5.1-5.3).

The representation (5.1-5.3) encapsulates architecture details of Performer inside {F ),
G(l), W AONCO) }. In fact, the representation (5.1-5.3) holds for various possible modifica-
tions proposed in the literature. This includes but is not limited by the different positioning
of layer normalization (Vaswani et al., 2017; Xiong et al., 2020), addition of a stabilizing
gating mechanism (Parisotto et al., 2020), weight sharing across layers (Lan et al., 2020) or
reversible Transformer layers (Kitaev et al., 2020).
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____________________
-

).
. ., }((7‘*1)7 x(r=1)
) L D _ T(r=1)
[]-re-o

- ut-n

Fig. 5.1 r’th layer and its decomposition into T(’_l),l"(r -y,

Y

5.3 Memory-efficient forward pass through Performer

Suppose the memory budget is not enough to perform a complete forward pass through
Performer (5.1-5.3 for r =1,...,s), because the input sequence length L is too big. We show
that instead we can emulate the full forward computation under the memory needed for a
forward pass through the input of length £ < L plus a small addition. 1 < E < L is arbitrary
and user-defined.

Split matrices X, T") T U into P = [L/E] slices of size at most E along the
vertical axis: foreach 1 < p <P,

X(P) = (X(r) )6:”1 € RBpxdhia (rp) — (T(r) )Bp

Aptili Aptili=1s
utr) — (Uzglrp)ﬂ)?:pl c RB» xD1, rp — (F(r)

By B,xDj
Apridimg € ROPTE2,

where A, = (p—1)E and by B,,, 1 < p < P, we denote size of the p’th slice: B, = E for
p < P, Bp < E. Based on (5.1-5.3), we conclude that foreach 1 < p<Pand 1 <r <sit
holds that

TU=1p) pl=1lr) = p0)(X0-1r); 9), (54)
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U =1, x (ngrpj’pfl))T +PS(TV1)), (5-5)
X(rP) = g (ulr=1p) pir=1p); gy, (5.6)
Here, we denote Ug(:l’o) =0p,.

Now, instead of iterating over r = 1,...s and computing (5.1-5.3) for the whole sequence
at once, we first iterate over p = 1,..., P and then iterate over r = 1,...,s in a nested loop
to compute (5.4-5.6). As can be deduced from the (5.4-5.6), we only need to maintain the

current value of (ngj’p 71))‘;:]

€ R**P1 in the outer iteration over p.

We further assume that we use causal Performer for language modelling with an input
string p € £ as in Section 2.2.3, and our goal is to evaluate the negative log-likelihood loss
Z (2.20) (the algorithm for sampling has a similar form).

Denote IT?) = (ng_Lp ))izl € R**P1 (0 < p < P. The memory-efficient algorithm for
the forward pass is as follows. First, initialize . = 0 and no — Oy p,. Then, iterate
over p =1,..., P and maintain the current value of ne-n, During each iteration, compute
X(0.r) = (emprpH —FposembAeri)?:”1 as in (2.19). Then iterate over r = 1,...,s where
compute (5.4-5.6) and update ng ) = ng_l’p ), Finally, compute X(©#-P) = (W(O“t)ng’p )+
b("“t))?:p , and update & += ¥ (P)(X(out:P)) | where we denote:

B, exp <X§;‘;t’p )>

i=1 Z?i“} exp (ngm’p ))

as in (2.18,2.20).

By the end of the iteration over p, the correct loss value (2.20) is computed. As a result,
the forward pass requires O(L) total computations since there are P = O(L/E) iterations
over p and O(E) computations inside each iteration. Since inside each iteration over p we
compute prefix sums of size O(E) which can be parallelized into O(logE) parallel time
(Section 3.4), this results in O((L/E)logE) total parallel time. Since inside every iteration
over p we process chunks of size O(E), the total memory consumption of the algorithm is
only O(E). This memory is in addition to the input sequence p € X’ storage which is O(L)
in principle, however the constant is negligibly small. For instance, if p is a flattened image

or an ASCII text string, then it occupies precisely L bytes in memory.
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5.4 Memory-efficient backward pass through Performer

The goal of a backward pass is to compute the gradient Vg.Z of the loss function with
respect to parameters 6. One can just perform automatic differentiation (Griewank and
Walther, 2008) through the computation graph induced by the memory-efficient forward
pass algorithm from Section 5.3. However, such a backward pass would need to store all
intermediate tensors produced during the forward pass, resulting in O(L) memory complexity
as a function of L and E. Instead, we propose a back-propagation algorithm which has the
same time and memory complexity as the efficient forward pass.

Let 1) = ... = 8") = @ be results of a symbolic “copy operation” performed on 0, so
that forall 1 < p <P, 0(7) is used instead of @ in (5.4-5.6). Then the total gradient of 8 has
the form Vg2 =V g1).Z' + -+ V o 2. Denote ng(p) = V£ In Appendix 5.A, we

prove the proposition:

Proposition 1. For 1 < p <P, let ®(P) : Réparam % RS*¥D1 5 R*D1 3 R pe defined as

o) () TN, 7) = 20) (xlom)y 4 Z z )

r=1
where X(©4:P) gnd TIP) = (Ug;l’p));‘:l are results of (5.4-5.6) iteration over r =1,...,s
with parameters @ = 0'P) and (Ugn__}’p _1))i:1 equal to ®P)’s second argument TIP~.
Then, the following holds:

Vo Z = Vo(p>d>(p)(G(P),H(p_l),gl'l(l’)), (5.7)
g~ = vy, @) (81 P~ oI, (58)
Further, we have:
ng(P) - 0}’><D1 .

Gradients V 6(,,)(13(1’) and gH(p ~D in (5.7,5.8) can be computed by a single automatic
differentiation through (7).

An efficient way to compute and sum all V j(,).Z is to iterate in a backward direction
p=P,... 1 and to maintain values of ) , gH(p ). TIY) is known after the end of the forward
pass, and forall 1 < p <P,

B,
Vi<p<p: [PD =@y (Tt (5.9)

r=1
i=1
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Further, according to Proposition 1, gII(P ) — 0,«p, and for 1 < p <P, gH(p ~1 can be
updated from gl via (5.8).

If w is some vector of length B, and .7# is some scalar function of v =PS(w), then
forall 1 <i<B,: Vw2 = Zfi i Vv;7€. In other words, the gradient through PS(-) is
another prefix sum computed backwards. Hence, automatic differentiation through o)
takes the same parallel time O(logE), serial time O(E) and memory O(E), as the forward
computation of ®(?). Since during the whole backward pass algorithm, we only store and
update tensors e , gI'I(p ) the size of which doesn’t depend on L and E, this results in total
O((L/E)logE) parallel time, O(L) serial time and O(E) memory in addition to p storage. A
full description of the forward-backward pass is presented in Algorithm 5. Figure 5.2 is an
illustration of the algorithm. We refer to Algorithm 5 as sub-linear memory Performer (SLiM

Performer).

Algorithm 5 Low-memory forward-backward pass. See Algorithm 6 for updateProc. Com-
pared to the notation from text, redundant indices are dropped and tensor names are reused
here and in Algorithm 6.

Input: p € 2L, @ € Rvawn E € N,

Output: loss .7, gradient Vo 7.

Set £ :=0,I1:=0,xp,;

for p=1to Pdo

updateProc(p, False);

end for
Set Vo .2 := Onparam, gll:= 0s><D1;
for p=Pto1do
updateProc(p, True);
end for
Return ¥, Vo .7 .
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Algorithm 6 updateProc procedure.

Input: p € N, binary flag onBackProp .

if onBackProp then
Initialize ® := 0;
end if

B
X := (emby, ., +posemb, ). ;
for r=1tosdo
Compute T,T":= F()(X; 0);

if onBackProp then
Update IT,—= Z?:”I T;;
end if
Set U:= 1z II] +PS(T), X := G (U,T;0);
if onBackProp then
Update ®+= gI'IrTUBp;
else
Update I, := Up,;
end if
end for
Set .2(pd) .— () (XW(ou) 4 plour)),
if onBackProp then

Update &+= % (upd).
Compute V@, VP through automatic differentiation;
Update Vg Z+=Vo®, gIl:=Vnd;
else
Set L+=Z(Pd);
end if

5.5 Complexity analysis

As we have shown, Performer can be trained in parallel time O((L/E)logE) and O(E)
memory in addition to the input p storage. Hence, E is a tradeoff parameter: when E is
maximal (E = L), the model is fully-parallelized, therefore resulting in the fastest execution.
Whereas the minimum E = 1 corresponds to a step-by-step processing, i.e. a fully-sequential
regime which doesn’t benefit from parallelized computations on GPU or TPU, but consumes
O(1) memory as a function of L.
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Fig. 5.2 Illustration of Algorithm 5 when s = P = 2. Red color indicates objects stored in
memory. [-II) forward passes for p = 1,2 respectively, only the loss value and 1) are stored.
IIT) backward pass start, forward computation through the slice p = 2 to build a symbolic
@) and update n® -l 1v) back-propagation through @) to find V gL and gH(l).
V,VI) the same backward iteration for p = 1.

During the forward pass, Algorithm 5 requires as many total FLOPs as the naive forward
pass through (5.4-5.6) since the computations are simply “regrouped” into iterating over
1 < p < P first and then over 1 < r <. As for the backward pass, for each 1 <p<P,the
forward pass through p’s slice is repeated for symbolic construction of ®P) (see Algorithm
6), and then automatic differentiation is run through ®(P). In addition, a backward update
of (P (5 9) is computed, taking precisely B,sM(d + 1)h “add” operations. Hence, we
conclude that Algorithm 5 requires as many FLOPs as two forward and one backward pass
through (5.4-5.6) for the whole sequence p plus

P
Y BysM(d+1)h = LsM(d+ 1)h = LsMdyiq + LsMh
p=1

FLOPs. To characterize this addition, assuming that typically dg (dimension of the feed-
forward block) is 4dpiq in practice, observe that the application of dense Performer layers
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(2.14) alone requires 3Lsd§id + 2Lsdy;qdss = 11Lsaf§id FLOPs. This is much bigger than
LsMdyiq + LsMh, since M is smaller than dj;q in practice, e.g. M = 256, dpjq = 512 for
“Regular” configuration from Sections 3.8, 4.6.

Since the back-propagation takes roughly 5 times more FLOPs than the forward pass
(Griewank and Walther, 2008), we conclude that memory efficiency of Algorithm 5 results
in a small constant-time increase in FLOPs. FLOPs affect energy consumption (Wu* et al.,
2020), a crucial factor for on-device applications.

A further analysis of Algorithm 5 reveals that the E = 1 regime requires as much memory
as if Transformer was applied to a sequence of length 1 plus exactly 2sdhiq(M + 1) floating-
point numbers for storing I, gI1. For comparison, the subset of 8 corresponding to dense
layers in self-attention and feed-forward blocks (2.14) occupies 3sd§id + 2sdpiade = llsdﬁi d
floating-point numbers. Again, this is much bigger than 2sdy;q(M + 1), since M is smaller
than dy;q in practice.

To understand these fruitful properties, we conceptually compare Performer with recurrent
neural networks (RNNSs) (Cho et al., 2014; Hochreiter and Schmidhuber, 1997) and residual
networks (e.g. neural ordinary differential equations (Chen et al., 2018)) which are also used
for sequence processing. The r’th layer for all models has the following form, 1 <i < L:

RNN: X! =g70x!" xY) (5.10)
Residual : X\ =x!" + 70 (x!", x""1), (5.11)
Performer : Xgr) = f >1 +70 )(Xl(r 1)). (5.12)

Here .7 (") is some nonlinear map. Observe that Performer is the only architecture where

Xgr) depends linearly on Xl('jl

. It’s not hard to see that Algorithm 5 can be applied to any
architecture of type (5.10-5.12). Despite the update’s simplicity, Performer appears to work
very well in challenging real-life setups, and, as shown in Chapters 3, 4, can approximate
any conventional Transformer with exponential self-attention. See Table 5.1 for a complexity

comparison of all discussed architectures and the proposed algorithm.
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Table 5.1 Complexity for the back-propagation as a function of sequence length L and the
tradeoff parameter £ < L. The indicated memory complexity is in addition to the input
sequence p storage. The serial time complexity for Performer is reported for the version
with the iterative PS(-) computation (onPS = False in Algorithm 3) while the parallel time
is reported for the parallel prefix sum (onPS = True in Algorithm 3). For both methods,
memory complexity is the same, but the constant is smaller in the iterative version.

Model Serial time Parallel time Memory
RNN O(L) O(L) O(L)
Residual NN O(L) O(L) O(L)
Transformer o(1?) O(logL) Oo(L?)
Performer O(L) O(logL) O(L)
SLiM Performer O(L) O((L/E)logE) O(E)
SLiM Performer E=1 O(L) O(L) o(1)

5.6 Experiments

In the experimental section, we aim to answer the following questions about using SLiM-

Performer algorithm in practice:

1. Does the theoretical time-memory tradeoff, controlled by E, agree with benchmarks of

time and memory for varied E?

2. In precise arithmetic, different values of E lead to the same correct gradient Vg.Z.

Does this hold in practice, when finite-precision arithmetic is employed?

3. Can a model, pre-trained with a bigger E (e.g. on a server), be fine-tuned with a smaller

E (e.g. on an embedded device)? Does E affect the result of training from scratch?

We address these questions in subsections below. We analyse 4 model configurations
(L,s,dnq): T= (8192, 1, 1024), IT = (1024, 3, 512), III = (4096, 3, 1024), IV = (16384,
3, 1024). In all configurations, we set dgg = 4dy;q, d = 64 (a standard choice for the query
dimension in Transformers) and, consequently, & = dp;q/64 (number of heads). We set M = d
Dt

which we find to work well. In all experiments, £ = {0,...,255} and batch size is set to 1,

and employ g(x) = (x i.e. we use Performer-SQR with identity as Q (Section 3.6)

i.e. we analyse a setup where gradient accumulation cannot be used to decrease memory, and
therefore our algorithm is crucial. We use a single NVIDIA Tesla P100 GPU with 16 GB

memory for each experiment.
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5.6.1 Empirical benchmarking of the tradeoff

We run Algorithm 5 for configurations I, III, IV and different powers of 2 as E. We use input
strings sampled randomly from XZ. In order to characterize the time-memory tradeoff, we
measure wall-clock time and peak GPU memory for a single gradient evaluation.

As discussed in Section 3.3, there are two methods to compute GA: the first (iterative)
method doesn’t compute and store the three-dimensional tensor R (3.7) explicitly resulting in
a smaller memory consumption at the cost of less parallelization (onPS = False in Algorithm
3) while the second one computes tensor R using the parallel prefix sum algorithm, therefore
operating faster but using more memory (onPS = True in Algorithm 3). The same methods
can be applied for the memory-efficient algorithm when computing (5.4-5.6) updates. We
implement and benchmark both methods as part of SLiM Performer. For the iterative
algorithm, we implement its “block”™ version, when, instead of iterating i one-by-one, we
iterate through blocks of a small size (see details in Appendix 5.B). This way the algorithm
has a smaller constant in O(L(M +d)) time complexity and a bigger constant in the “small”
O(dM) term of the memory complexity (assuming that d, M < L).

For a fixed E, in addition to reporting memory of Algorithm 5, we also report memory
of the naive gradient computation performed on a string of length E, sampled uniformly
from XE. This is to confirm that memory usage of Algorithm 5 is just slightly above the full
computation on the input of length E.

Results are reported in Figure 5.3. We focus on configurations I, III and IV because they
correspond to longer sequences. We observe significant improvements in memory compared
to the full computation, as E decreases. As E converges to 20 = 1, the remaining memory
can be attributed to the storage of model’s parameters 8. The time follows two regimes: fast
decline as E grows (meaning that prefix sums are parallelized) and a slower decline for big
values of E (meaning that the practical limit of parallelization is reached). We find that the
iterative version of computing self-attention works only slightly slower than the prefix sum
version while consuming much less memory. Finally, Algorithm 5 consumes only slightly
more memory in practice than the full method run on the input of length E < L (“L/B” plots
in Figure 5.3, middle).

5.6.2 Comparison with checkpointing

In addition, we compare SLiM Performer with checkpointing (Griewank, 1992). By check-
pointing in this context we understand storing {I1")}, p<p during the forward pass and
reusing them during the backward pass instead of recomputing. This results in a small FLOPs

decrease since IT?) are stored in memory, while the memory scales as O(L/E). We use
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Fig. 5.3 Benchmarks of SLiM Performer. All plots are averaged over 10 seeds. “iter.” stands
for iterative computation of R while “PS” for explicit computation of R. We omit time
and memory for big values of E in “Config. IV, PS” and “Config. IV, full” setups, because
these led to out-of-memory exceptions. (Left) Time dependence on E. Crosses indicate
horizontal time levels for corresponding full memory-inefficient methods. The dotted line
indicates «« E~! tangent in logarithmic scale. (Right) Memory dependence (gigabytes) on E.
Again, crosses are for horizontal levels of full sequence methods and the dotted line indicates
o FE tangent. We do not report curves for the configuration III because they completely
match curves for the configuration IV, which is natural since s, dpiq are the same for both
configurations. “L/B” stands for a memory lower bound computed by processing input of
length E.

configuration I for comparison (Figure 5.4). While not faster in practice, checkpointing
consumes much more memory as E decreases for both iterative and prefix sum computations
of R.

5.6.3 Effects of finite-precision arithmetic

Since the iterative version results in a good balance between time and memory of Algorithm
5, we use it in our further experiments. To quantify finite-precision effects, we plot relative
discrepancy HV%E).X — Vguu).f I/ HV(efuu) Z|| between the gradient VgE) produced by Al-

. ) (full)
gorithm 5, and the gradient Ve

% produced by the full computation. Figure 5.5 shows
results for randomly initialized models. We observe a small discrepancy of order 10~°-10—*

confirming the correctness of Algorithm 5.
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Fig. 5.5 Relative gradient discrepancy as a function of £ and standard errors. Evaluated on
random inputs over Y.

5.6.4 Training from scratch and fine-tuning

To confirm backward compatibility of Algorithm 5 during training, we run three language
modelling setups: copying task (CT), symbol-level Penn treebank (PTB) and Enwik8 (ENW).

For the CT, we follow the setup from (Katharopoulos et al., 2020; Kitaev et al., 2020),
sampling inputs as 000V, where v is drawn uniformly from (Z\ {0})%/2~!. In this setup,

we only aggregate negative log-likelihood loss from the second half of the input, so the task

is to reproduce the first half. We include the CT as a task where long range signal is crucial,

and the heuristic of “chunking” the input into segments would fail to solve the task.
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We use model configurations I, II, III for the CT, PTB and ENW resulting in sequence
lengths L = 8192,1024,4096 respectively. For each setup we compare training with the
full gradient computation and the “fine-tuning” regime when the first half of iterations is
performed using the full algorithm, and the second half is run using Algorithm 5 with various
values of E. In addition, we include training from scratch equipped with memory-efficient
gradient computation via Algorithm 5. Figure 5.6 demonstrates results: all methods result in
almost the same performance. Insignificant differences can be attributed to finite-precision
arithmetic effects accumulating over many iterations. This confirms that memory-efficient
gradient computation is backward-compatible during training. Table 5.2 quantifies the
memory savings and time tradeoffs in all setups.

We use 200K, 100K, 200K SGD iterations in the copying task, Penn treebank and Enwik8
setups respectively. We use Adam optimizer (Kingma and Ba, 2015). For the copying task,
we train with a learning rate 10~> for 130K iterations and then decrease the learning rate
to 1074, We use a fixed learning rate of 10~* and 2 x 10~ in Penn treebank and Enwik8

experiments respectively.

Table 5.2 Time per iteration (seconds, averaged over 1000 iterations) and peak GPU memory
(gigabytes). When using small values of E, we relate the remaining memory to the storage
of parameters @ and the optimizer’s state.

Setup, L, E Time Memory

CT, 8192, full 0.3008 0.938
CT, 8192, 4096 0.5372  0.595
CT, 8192, 2048 0.6002 0.436

PTB, 1024, full 0.1377 0.300
PTB, 1024, 512 0.2526 0.257
PTB, 1024, 256 0.3060 0.231

ENW, 4096, full  0.4598 1.513
ENW, 4096, 2048 0.7922 1.085
ENW, 4096, 1366 0.8654 0.909

5.6.5 One-shot fine-tuning under low memory

To analyze the scenario when model is pretrained on a server and then fine-tuned with the
small £ on a low-memory device, we add the following experiment. We take a pretrained
model from either PTB or ENW setup from Section 5.6.4 and subsample randomly 5000
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Fig. 5.6 Learning curves for three language modelling setups. We report accuracy on a newly
generated data samples for the copying task, and the bits per character metric (-£’/1log2) on
validation examples for Penn treebank and Enwik8. F/T stands for “fine-tuning”.

examples from the corresponding validation set. We perform a one-step gradient descent

with 0.01 learning rate (tuned on other random subset) to minimize the loss evaluated on
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Table 5.3 Time per iteration (seconds, averaged over 1000 iterations) and peak GPU memory
(gigabytes). When using small values of E, we relate the remaining memory to a storage of
0 and optimizer’s state.

Setup, L, E \ PTB, 1024, 16 ENW 4096, 64
Bits per character, fine-tuning 1.4263 1.5642
Bits per character, no fine-tuning 1.6544 1.6141
Fine-tuning memory, Algorithm 5 0.1077 0.4276
Fine-tuning memory, full computation | 0.1834 0.8049
Fine-tuning time, Algorithm 5 0.8938 1.1142
Fine-tuning time, full computation 0.0426 0.2045

the first half of each sequence and evaluate bits per character on the second half. In this
experiment the first half of the sequence represents the data generated by user on device, and
the second half is a new data to be predicted. The fine-tuning procedure, therefore, represents
a “personalization” of the model to a specific user (see Table 5.3). We observe the bits per
character improvement without any server computations and memory improvement compared
to the full computation while the time (= 1 seconds) is less crucial, since fine-tuning can run

in the background.

5.7 Discussion

In this chapter we proposed SLiM Performer: an algorithm for computing forward and
backward pass through the causal Performer with a linear O(L) time and a sub-linear O(E)
memory complexity where E is a user defined integer smaller than L. Consequently, E = 1
results in the smallest O(1) memory complexity. The algorithm is exact and doesn’t involve
any approximation, therefore it can be used with different values of E or even with the full
Performer evaluation simultaneously. The algorithm can be used when even the batch size of
1 is expensive, i.e. when the gradient accumulation (Ott et al., 2018) technique cannot be
used. This can be the case when one trains Transformers with many parameters and/or on
long input sequences. Alternatively, the proposed algorithm can be used for fine-tuning on
low-memory devices such as a smartphone. We presented an extensive empirical evaluation
of SLiM Performer.

In the next Chapter, we will go deeper into random features and will find families of
random features which extend TrigRFs and PosRFs. These families will be parameterized,

and by optimizing the parameters we will be able to reduce variance of random features
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while maintaining their positivity. This will result in a new generation of random-feature
approximations of self-attention, FAVOR++, which has better theoretical concentration

guarantees and which outperforms FAVOR+ in practice.

Appendix 5.A Proofs

Proof of Proposition 1

Proof. 87) doesn’t affect terms (D (X(out:D)y  2(p=1)(X(out:n)) g6 the corresponding

gradients are zero:

VoL =Von Y. LX), (5.13)

P
gV =V, & =V, Y LX), (5.14)
p'=p+1

In particular,
Forall 1 <p<p <P, 0") and TP~ affect .£(P) only through % so according to

the chain rule,

1%

P s P
y W) (xlout:n') Z( (’ > XV y W) (x (o))

pl=p+1 " op=ptl

><V .,2” (5.16)

I
M»ﬂ

‘ 99(1))

<
I

where aD denotes a Jacobian matrix between flattened [1’s and we use (5.14) in the second

transition. Similarly, forall 1 </ <

R PR ) s i () xclout)
Vng,,l) Y zWxtwr)y=Y pr = X Vo) Y zP)xienr))
p'=p+1 r=1 o p'=p+1
s P) T
= Z oIl xV_nZ.
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Further, it’s easy to see that forall 1 <r <s:

-
om,” (p)T
50 | < Vo< = Vo L7 (Ve 2 |, (5.17)
where O € {8} U {I'Iﬁf’7 -1 H<r<s- ((-)) denotes a stop-gradient operation, i.e. gradients
are not propagated inside brackets and the argument is considered as a constant.
We conclude that

Ve(p)g = Ve(p)g(P) (X(Out,p Z g out P )) Ve(l’)aiﬂ(p) (X(out,p))
p’*p+1

s an}(}?) T
‘f"; —ae(p) X Vngp)g

=V oy @) (87), I~ om1(P)) (5.18)
where the first transition is due to (5.13), the second is due to (5.16), the third is due to (5.17),

the fourth and the fifth are by the definition of ®() and gI'I(p ) respectively. Similarly, for all
1<V <s:

P
gt =V, 2=V, 2P X)) v, Y W)

l-[(, / ’
r r r p/:p+1
s £ p T
= Vn(fgfl)g OMI’ P Z [7 n}(’l’)g
= Vo (20K NG (21
:VH(”“)CD( J(o) -1 v VL) = V Ly ®P (0P 1171 gT1?)), (5.19)

where the first transition is by the definition of gH(p =1, the second is due to (5.14), the third
is due to (5.16), the fourth is due to (5.17), the fifth and the sixth are by the definition of o)
and gH(p ) respectively. Since (5.19) holds for all rows of gl'I(p ~1), we conclude that

gn(p—l) _ Vn(p_l)cp(p)(g(p),H(p—l),gr[(m). (5.20)

(5.15,5.18,5.20) conclude the proof of the proposition. 0
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Appendix 5.B Efficient “block” computation of (3.8)

According to Algorithm 3, (3.8) is computed as follows by setting onGA = onCausal =
True, onFullPS = False. Compute P(1.GA) P(2.GA) g5 defined in (3.9) and set C = [V IL} .
Initialize R*" = 04 1)y, iterate over i := 1,..., L and compute

RCY - — RO 4 C; x <P(2,GA)> T .

Buf®) .= R » P,

1

~1
Y= (Buf),,) Bufl)

This way, the 3D tensor R € REX(d+1)xM g not stored in memory explicitly, resulting in
O(L) time and O(L(d + M) 4+ dM) memory complexity. In order to have the same memory
consumption during back-propagation, (Katharopoulos et al., 2020) propose the following
routine. Keep the buffer R" as the result of the forward pass and initialize a gradient buffer
VR L = 044 1)xpy- Assuming that V0% € REX(@+1) js computed using automatic
differentiation (Griewank and Walther, 2008) from Vy.Z, iterate in the backward direction
i:=L,...,1 and compute
-
(Voo 2), = (R (¥

But?-ZL) 3

Rcur = RCul‘ _ Ci X <P(27GA)> T .

l
1,GA)\ "
VrenZ := VrenZ + (Vg ), % (Pz( )> ;

(Vy.2), = (Vgew )., x PEY

i
(VP(ZA,GA)G%)Z- = (VRcur,,f)T x C;.

This way, we can compute Vy.Z, Vp.64)-Z, Vpea)-£ without storing the whole tensor R

and its gradient in memory.

In practice, the described forward-backward algorithm works slowly when implemented
in automatic differentiation libraries for GPUs such as Tensorflow (Abadi et al., 2015) or
PyTorch (Paszke et al., 2017), because i is iterated one-by-one: (Katharopoulos et al., 2020)
use low-level CUDA extensions to make the algorithm practical. Instead, we propose a
“block” version, when we iterate through blocks of i of a small size 28 (we use & = 64). In
each block, we use built-in hardware-optimized prefix sum functions implemented in the
library. We use them on the inputs of length 4 to find Y;,;; %1 using the maintained front
R, The formal algorithm is as follows. Initialize a buffer R*" = 0,4, 1),»s. For simplicity
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assuming that # divides L (extension for the opposite case is straightforward), iterate over
i=1,%+1,....L— %+ 1 and compute

™Y y
ROk . ps ((cm/_l < (PEEY) )7_1> eRPIM, (501

7
Rblock L (Rcur + thlock)j
= i -
i'=1
RCW -— Rblock.
. % 9

1

2)  (pblock _ p(1,GA)Z
BUfl+%_] - <Rl/ ¢ X Pl/ )ll:l B

G

o 2) L (2)
Yiirz1:= ((Bufi+i’1,d+1) BUfiJri’l,:d) ., 1'
l =

In the “block™ version, the number of outer sequential iterations is reduced to L/ %,
resulting in O((L/%)log ) parallel time complexity when the logarithmic parallel algo-
rithm is used to compute the prefix sum (5.21). The memory complexity of the algorithm
is O(L(d + M) + %dM), where the second term is for storing R"°°K, Assuming that % is
a small constant (% = O(1)), we conclude that the “block” version has O(L(d + M) + dM)
memory and O(L) time complexity — same as the algorithm of (Katharopoulos et al., 2020).
As for hidden constants in complexity estimates, the constant inside O(L) time complexity
is reduced at the cost of increasing the constant of the “small” dM term in the memory
complexity (when d,M < L), making the “block” iterative algorithm a practical choice for
computing causal GA (3.8).

We further show how to back-propagate through the causal GA (3.8) in O((L/%)log %)
time and O(L(d + M) + 2dM) memory. Again, keep the buffer R®" as the result of forward
pass, and initialize the gradient buffer VRew.Z = 041 ). Assuming that Vi .0).Z €
REX(+1) {5 computed using automatic differentiation (Griewank and Walther, 2008), iterate
in a backward directioni =L— ZA+1,L—2%+1,...,1 and compute

i+#—1 T
2,GA
Reur = REUr _ Z Ci X <Pl( ) )) :

i'=

rvock . ps [ (¢ p2GaN Y
= i1 X \Fipr-1) | )

G

PB
Rblock — <Rcur —|—RBlOCk) / :
i'=1

i

B

.
(VouonZ) i1 = (<R?10Ck> 8 (VB“f(z)g)iJri/_l) )
o=
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i+%B—1 (1,GA) T
VRcurg = VRcurg—{— Z (VBufO)g)i X (P ’ ) )
i'=i

B
1,6A)\ "

VibiockZ 1= PS <((VBuf(2)$)i+i’—l X <P§+i’—1)> > 1) ;

i'=

:@

B

2,GA
(va)i:i+%fl = <(VRblockg)i/7:d X Pl(_‘_i/_i)i/:l s

P
(VP(z,GA)f)i:H(@?l = ((VRblockg)l:d X Ci—i-i’—l)

VRblockg = (VRCUY.,% — (VRblockg)i/)

=1

Finally, it’s easy to see how to use both one-to-one and “block™ iterative computation

as part of Algorithm 5 to compute the update (5.4-5.6). For that, when doing a forward

computation for some p, r, initialize R**" from the corresponding sub-vector of gnﬁ” ), with

the rest of the algorithm unchanged. Similarly, during a backward pass for some p,r,

(p)

initialize Vgeuwr.Z from the corresponding sub-vector of gIl;"’ and leave the rest of the

iterative back-propagation algorithm unchanged.



Chapter 6

Chef’s random tables: going deeper into

random features

6.1 Motivation

By this point, we have discussed two types of random features for the Gaussian kernel
(Definition 1): trigonometric random features (TrigRFs) defined in Section 2.1.3 which have

a form
fil(@,x) =exp(io'x), f5)(o,y) =exp(—ioy) (6.1)

and positive random features (PosRFs) defined in Section 4.2 which have a form
1 2
filo.x) =exp(@ x—|Ix[?), fo(@y)=exp@ y—[yI). (62

In both variants, the @’s distribution is the same: standard multivariate Gaussian psg(®).
Both types of features have disadvantages. TrigRFs can take negative values which results in
unstable training and nonpositive self-attention weights, as discussed in Section 4.1. Positive
random features don’t have this problem but they are unbounded, meaning that they can be
arbitrarily big and, hence, it’s unclear how to obtain concentration results similar to Theorem
3. For this reason we proposed and analysed its regularized modification in Section 4.3.
TrigRFs (6.1) and PosRFs (6.2) have surprisingly similar expressions, and the natural
question is whether we can propose a generalization of both mechanisms which would
interpolate or extend both of them and would be free of the aforementioned drawbacks. This
chapter is dedicated to the search of such an ultimate random feature mechanism. First, we

consider an interpolation or, as we call it, a hybrid of both random feature types which has
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a form of linear combination of both where the weights are defined via the angle between
vectors X, y.

After that we discover a whole new family of generalized exponential random features
which extend both TrigRFs (6.1) and PosRFs (6.2). This family is parametrized and its
variance can be reduced by optimizing its parameters. Further, the parameters can be
restricted in such a way that these random features stay positive-valued. It appears that a
close form solution for optimal parameters exists in this case, and we refer to the resulting
mechanism as optimal positive random features. After that, we discover a completely
different family of random features for the Gaussian kernel which is based on the unbiased
approximation of Taylor series and is induced by discrete random vectors @ (discretely-
induced random features). We refer to all these different non-hybrid variants as chef’s
random tables (CRTs) in analogy to random kitchen sinks from the original paper trilogy on
random features for the Gaussian kernel (Rahimi and Recht, 2007, 2008a,b).

We observe that the optimal positive mechanism resolves disadvantages of earlier variants:
it is both positive-valued and bounded. Because of that, we are able to derive exponentially
fast concentration bounds similar to Theorem 3 for this method. Further, we observe that
this method performs better empirically compared to hybrid features and other methods from
CRTs. This leads to emergence of FAVOR++: a new iteration of random feature mechanisms
for self-attention approximation. We evaluate this mechanism in large scale Transformer
training setups and conclude that it consistently outperforms FAVOR+.

The chapter is structured as follows:

* Section 6.2 introduces hybrid random features: a linear combination of TrigRFs and
PosRFs which is aimed to reduce variance of random features when the angle between
x and y is close to 0 and 7. The multipliers are chosen using the random feature angle
estimate (Choromanski et al., 2017b).

* Section 6.3 is about generalized exponential random features: a unified form of
both TrigRFs and PosRFs. The variance of these random features can be minimized
constrained to the features staying positive-valued which gives a birth to optimal

positive random features.

» Section 6.4 proposes discretely induced random features based on the stochastic
approximation of exponent’s Taylor expansion. Depending on the distribution used
for the approximation, we obtain special instantiations: Poisson random features and

geometric random features.

* Section 6.5 is dedicated to a theoretical analysis of generalized exponential and optimal

positive random features. Since, similarly to TrigRFs and PosRFs, these types are
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induced by the standard multivariate Gaussian distribution psg (@), a natural variance
reduction technique is to use orthogonal Gaussian @’s as in Sections 2.1.4 and 4.2. We

obtain variance reduction results similar to Theorems 3 and 6.

* Section 6.6 is dedicated to a thorough empirical evaluation of all new random feature
variants. We compare all new variants in the task of nonparametric classification and
deduce that the optimal positive variant performs best. Since it’s also positive-valued,
we take it as a base of a new FAVOR++ mechanism for self-attention approximation
using orthogonal random features. We evaluate this mechanism in a number of real life

Transformer setups and conclude that this method outperforms FAVOR+ in all tasks.

» Section 6.7 is reserved for concluding discussions.

6.2 Hybrid random features

As we observed in Figure 4.1, variance of TrigRFs and PosRFs becomes zero when the angle
0 between x and y is 0 and 7 respectively. It would be good to come up with a combination
of both TrigRFs and PosRFs which would resemble TrigRFs when 0 is close to 0 and PosRFs

when it’s close to 7.

More technically, fix nonzero x,y € R? and let 6 = arccos (%) be the angle between

x and y. Let Xyig, Yurig be defined as

%uig = M (@ XL S = M7 (@ )

m=1 m=1
where M; € N, @) ... @M ~ _47(0,1)? are i.i.d. Further, let Xpos, Ypos be defined as

3(\pos = Mz_l/z(f;gég(w(Lm)»X))Mz /ypos = Mz_]/z (fp(gg(m(Z,m)’y))Mz

m=1> m=1
where M, € N, 02D @2M2) ~ A (0,1)? are i.i.d. Then, as discussed in Sections 2.1.3
and 4.2, Re <§;g§mg> and igojpos are unbiased estimators of K(x,y). Clearly, the following

estimator of K(X,y) is also unbiased:
0 T~ 0 1 .
(1 - E) Re (Xt—rrigytrig> + Exgosypos- (63)

This estimator approaches TrigRF estimator Re <§T

trigsl\trig> when 6 — 0 and PosRF estimator

A

X;()S/ypos when 8 — 7, hence it will have low variance in both cases. However, it’s unclear
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how to represent this estimator in the random feature form and use it for the Gaussian kernel
matrix approximation as in Section 2.1.2.
It appears that there exists a random feature decomposition of the angle 6. Namely,
define
- -1/2, . M N —-1/2,.. M
Xang = M, / (51gn(XTa)(3’m)))m3:1, Yang = M, / (31gn(yT0)(3’m)))m3:1
where M3 € N, @3V ... @BM) ~ #(0,1)? are iid. Then, X, Yang is an unbiased
estimator of 1 —26/7: EX;,¥ang = 1 — 26 /7 (Choromanski et al., 2017b). Assume that

{3} are sampled independently from {@""} and {@?™}. Then we substitute the
estimator (6.3) by the following new estimator:

1 AT~ T~ 1 AT ~ AT ~
) (1 +Xz—1|;1gYang> Re (Xt—rrigymg> + B (1 - X;;ngang> XS—OSYpos- (6.4)

This is an unbiased estimator of K(x,y) since
1 ST o <T o 1 ST o T o
E E (1 +Xangyang) Re <Xtrigymg) + E (1 - XangYang) Xposypos

1 P e = =N 1 R N n R
=FE (E <1 —l—X;;ngang)) E <Re (Xgithrig>) +E <§ (1 — X;lg)’ang>) E (X;—os)’pos)
= p 'Y p ,Y) = ,Y).

Interestingly, the variance of the angle estimator (Choromanski et al., 2017b)

40(m—0)

6.5
M (6.5)

Varﬁ;gﬁang =
is zero when 6 € {0, r}. That is, the angle estimator becomes exact when 6 approaches 0
or = which means that (6.4) has the same properties as (6.3): it also becomes exact when 0
approaches 0 or . We refer to the Gaussian kernel estimator of type (6.4) as a hybrid random
feature (HybRF') estimator. An important property of (6.4) is that it can be expressed in the
random feature form which is compatible with the efficient approximation of the Gaussian
kernel matrix. Consider the following complex-valued random vectors Xhyb, Yhyb:

- L. ~ = T i ae o T
thbzﬁ[xgig ﬂ(XangXJ;ig)T XS—OS 1><ﬂ(xangxgos)T] e CMFNMLEMs) = (6.6)

- 1
Yhyp = %

T
A~ A~ A~ A~ . ~ ~ 1
[Yt—rrig ﬂ(Yanth—rrig)—r yl—)ros X ﬂ(Yangygos)T] € CMI+1)(Ma+Ms) (6.7)
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where fl(-) flattens the input matrix by concatenating its rows into a single vector. Then,
Re (ﬁgyb/yhyb) is exactly (6.4):

Re (ﬁhTyb?hyb>

= %Re (it—rrigytrig + Al(RangXurig) " fl(Vang¥urig) + XposYpos — ﬂ(iangQJOS)Tﬂ(yangygos))
_ % (Re (Rgui) + Re (Tr (RungRigTireTung ) ) +FosTros — Tr (RanggosToosTang )
_ % (Re (Reighuie ) + Re (Tr (TangFangRasFiie ) ) + FosTpos = T (FangRaneXposTpos ) )

_ % (Re (iligﬁrig) + (?Lgﬁang) Re (iligimg> R osFpos — (ﬂlg&ang) (ﬁgosypm)) 6.8)

where we use fl(Z;) " fl(Z,) = Tr(Z] Z;) and the permutation property of the matrix trace.
(6.8) is clearly equivalent to (6.4). Hence, Xnyb, ¥hyb can be used in place of X,y (2.5) in the
random feature approximation of the Gaussian kernel matrix as described in Section 2.1.2.

The following result quantifies the variance of the hybrid estimator. Interestingly, we find
that the variance is reduced by setting @(1") = @™ for all m instead of sampling {a)(l'f’")}
and {®@?™} independently.

Theorem 12. Let x,y € RY with the angle © between x,y. Let My = My, Xnyb—1,Yhyb—1 be
defined in the same way as (6.6,6.7) with sets { @™} and {@*™)} sampled independently
from each other. Let §hyb_2,yhyb_2 be defined in the same way as in (6.6,6.7) with olm =
®(2m) forall 1 <m < M,. Then:

JEN 0\° SENN 02 .
VarX}Tybflyhyb_l = (1 — E) Var Re <X;rrigytrig> + PVarxgosypos
0 0 T~ ~T ~
+ w 1— pe (Var Re (Xtrig}’trig) + Varxposypos> (6.9)
20 0 1
~T ~ . ~T ~
Vanhyb—2Yhyb—2 = Varxhyb—lyhyb—l - m (1 - E) (1 — 1\73)
% K(x,y)*(1 —cos(|x|> ~ly[?) < Var&iyy, Figo-1  (6.10)

where Var Re <§;ig§trig> = o (1= K(x,y)?) and VarX¥pos = 31~ (exp(4x"y) — K(x,y))
as follows from (2.10) and (4.4).

Due to the results of this theorem, we opt for M; = M, and Xhyb—2,Ynyb—2 as the default
choice of the hybrid estimator. The variance of this estimator compared to TrigRF and PosRF

is illustrated in Figure 6.1. We observe that, indeed, the variance of HybRF estimator is zero
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when 6 € {0, 7}, however that comes at a cost of not always outperforming PosRFs and

TrigRFs in terms of variance.

Fig. 6.1 Comparison of the variance of TrigRF (red), PosRF (blue) and HybRF (green)
estimators expressed as functions of Norm = ||x||?> = ||y||> and the angle 6 between x and
y (similar to Figure 4.1). We set M =4, M| = M, = M3 = 1 for a fair comparison since
M = (M3 + 1)(M1 +M2).

6.3 Generalized exponential random features

In this section we generalize both trigonometric and positive RFs. After that we focus on one
special case of this generalization which has an optimal variance in the set of positive-valued
random features.

We will be looking for RFs of the following generalized exponential form for @ ~
N (0,1)4:

1
£ (@,x) = Dexp(A|| 0|+ B "x+C|x|?),

(2) 2 T 2 ©.10)
foe (@,y) = Dexp(A||@||” +tBo 'y +Clly[|),

where A,B,C,D € Candt € {—1,+1}. Itcanbe seenthat A=0,B=1,C=0,D=1,r =—1
corresponds to trigonometric RFsandA =0,B=1,C=—1,D =1,t =1 corresponds to
positive RFs. The next theorem describes the conditions under which f((}])E can be used to
approximate the Gaussian kernel.

Theorem 13. psc(®) and £}, defined in (6.11), satisfy Definition 1 if

Re(1—-4A) >0, B=+/t(1—-4A), C=—(t+1)/2, D= (V1—-4A)M. (6.12)
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Hence, A and 7 can be treated as free parameters and B, C, D as the dependent ones.
We refer to the random features of type (6.11) satisfying (6.12) as generalized exponential
random features (GERFs). The variance of GERFs can be expressed through A and ¢ as
follows:

Theorem 14. Let Re (1 —8A) > 0. The variance of Gaussian kernel estimator using GERFs
for any x,y € R is given as
vV Re (£ @ e (e D (kI 12
arpeq (@) Re | for (@,%) fge (@,y) ) = S exp (= + 1) (IxI” +[Iy[%))

X <Re <Oc1 exp (Oc2||x+ty|]2)> + azexp (a4\|x—|—ty||2>> —K(x,y)°. (6.13)

d
2 1642 \4/? +2[1-4A
While it is unclear how to find a global minimum of the objective (6.13) with respect to

A € C (we leave this as an open question), Re(1 —8A4) > 0and ¢ € {—1,+1}, we observe

that it’s possible to find an optimum when we restrict A to be a real number and fix t = +1.

Theorem 15. When t = +1, A is restricted to be a real number and ||x +y||> > 0, the
variance (6.13) is minimized when A = (1 —1/p*)/8 where 0 < p* < 1,

pr= (\/(2!\X+YH2 +d)’ +8d|x+y[2 = 2|x+y| —d) /(Alx+yI?).  (©6.14)

SinceA=(1—-1/p*)/8and 0 < p* < 1, we conclude that A < 0. Thus, the corresponding
estimator is bounded since the term A||@||? prevails over the linear terms B® ' x and tB@ "y
in (6.11).

From (6.12) it can be inferred that B,C, D are real when A is real and t = +1. Hence,
f((}lE)(a),x), fc(}zE)(a),y) are positive real numbers in this case. Furthermore, t = +1,A =0
corresponds to PosRFs. Therefore, we refer to RFs with A defined according to (6.14) as
optimal positive random features (OPRFs). Figure 6.2 illustrates the analytical variance
reduction achieved via OPRFs.

In practice we are given with the sets {X(i) iL:p {y(j ) }5,:1 instead of a single pair X,y
(L = L' in Performer applications). For this reason, in (6.13,6.14) we can use the averages of
X112, lyD]12, 1x® +ry()||? instead of ||x||2, ||y||, [|x+y]||>. This heuristic is based on the
assumption that all {x(V} and {y(/)} are homogeneous and ||x?|]2, ||y\)||2, ||x() +ry()||?
are tightly concentrated around their mean. Computing the averages of ||x(i) 12, Hy(j ) |2 takes
O(Ld) and O(L'd) time respectively. Using the formula below, the average of ||x() +ry(/)||?



102 Chef’s random tables: going deeper into random features

°
<)

0
-0.5
-10
- -1.0
3 -20
0 -15
© -30
—_
D —2.0
8 ' -40
c
.8 25
—_
r;s — d=16
o -3.0 d=32
ks — d=64
354 — d=128
— d=256
404 — d=512
d=1024
0 2 4 6 8 0 20 40 60 80 100
[Ix+y|I? lIx +ylI?

Fig. 6.2 The logarithm of the ratio of the variance of OPRF and PosRF mechanisms as a
function of squared length of the sum of kernels’ inputs ||x + y||? (smaller values imply larger
gains coming from OPRF). Different curves correspond to different dimensionalities. Based
on the plots, OPRFs have > ¢% times smaller variance when d = 64, ||x +y||*> = 100.

can be computed with the same complexity:

1 -y x4 ry])2 = 1 3 I (i)||2_|_£ 3 @) (e () +l 3 Iy ]2
LL’;].:ZIX y _Li:Z{X LL l;x j;y L'];y '
(6.15)
The closed-form solution for real A and t = +1 allows O(1) time optimization of (6.13)
after precomputing these statistics. In the general case of unbounded A and ¢ we can rely on
the numerical optimization of (6.13) with respectto A € C and 7 € {—1,+1}. Using these
precomputed statistics each evaluation of (6.13) takes O(1) time. As long as the total number
of these evaluations is O(LM(d +n)) (n = d + 1 for Transformers), it does not affect the total
complexity.

All random feature mechanisms considered so far (TrigRFs, PosRFs, HybRFs, GERFs,
OPRFs) are induced by the multivariate Gaussian distribution .4 (0,1)¢. We next show
that this condition is not required for the Gaussian kernel approximation. The next class of
mechanisms comes from the stochastic approximation of the exponential’s Taylor series and

is induced by discrete distributions.
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6.4 Discretely-induced random features

Take a discrete probabilistic distribution p(@®) where @1, ..., @, are i.i.d. with P(@; = k) =
Pks Ypeo Pk = 1 and py > 0 for k € {0} UN. Note that, by Taylor series expansion of exp(-),

<2 2 d = o
K(X,y)exp(||2” )exp<||yz” )—exp(xTY)IHZPkplzl, (H%H@)

where 2] = X o)~ 2pa, ,% = ylwl(a)l )~ pr Thus we can define discretely-induced
random features (DIRFs) providing Gaussian kernel estimation as follows:

2\ d 1
1 2 X _1 -1
f(@,%) = £ (@,%) = for(@,x) = exp (—@) [T+ (@) 2pp?.  (6.16)
=1
Different instantiations of the above mechanism are given by different probabilistic distribu-
tions {px}. We will consider two prominent special cases: (a) Poisson, and (b) geometric
distributions.

6.4.1 Poisson random features

If {pr}isa Poisson distribution, i.e. py = e *AX/k!, k € {0} UN, then the corresponding RFs
2

are defined as: [ (@,X) = [ 12 (@,%) = foois (0,%) = exp(Ad /2~ [x]2/2) [T, x" A~ /2.

Variance of these RFs, which we refer to as Poisson random features (PoisRFs), has the

following form:

Theorem 16. For any X,y € R?, the variance of PoisRFs with the parameter A > 0 is given
by

d
Varppois(a)) (fpois(w7x)fp0is(w>Y)> = &Xp (ld—i—ﬂtl z‘,XZZYZ2 - HX||2 - HY||2>

=1
_K(x,y)>. (6.17)

The exp argument in (6 17) is convex as a function of A > 0. By setting its derivative to
zero, we find that A* = 1/2(21 1X1 Y 2)1/2 gjves the minimum of (6.17).

When, instead of a single pair x,y, the sets {x()}L , {y(j)}?:1 are provided, we can
use the same homogeneity assumption as in Section 6.3 and substitute the average of
Zl 1(X1 ) (ygj)) over 1 <i<L, 1< j<L instead of Zl 1X1 yl This average can be
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(’))2> . (6.18)

After computing this statistic, we can calculate A* in O(1) time using the analytic formula.

computed efficiently in O((L+ L')d) time as follows:

L S8 & aie. L E (& o
LL’ZiZuZi(Xl ) (yl ) :LL/I ‘ Z(X[ )
j: = —

i=1

™M~
~~
<

6.4.2 Geometric random features

If { p} is a geometric distribution, i.e. py = q(1 —g)¥, k € {0} UN, for a parameter 0 < g < 1,
then the corresponding RFs are defined as: fg(égm(a),x) = féggm(w,x) = focom(®,X) =
g4/ IIxI?/2 14, x” (1 —q)~9/2(@;!)~1/2. We refer to such random features as geomet-

ric random features (GeomRFs). Their variance has the following form:

Theorem 17. For any X,y € R, the variance of GeomRFs with any 0 < g < 1 is given as

2 2
Varpgeom(a)) (fgeom(max)fgeom(may>) ”XH ~livl HIO 1 - ’XIYZD
— K(X,y) (6.19)

where Iy(-) is the modified Bessel function of the first kind of order 0.

Again as for the previously described mechanisms, when the sets {x(’ P {y 1 are
given, we can use the averages of |x§i)yl(j ) |, 1 <1<d,instead of |x;y;| in (6.19) assuming a
homogeneity of x()°s and y(/)’s. Each out of d averages can be computed in O(L+L') time

ZZI -L i!x(’” i|y”)| (6.20)
LL/ L “~ l s l : :

i=1j=

as follows:

After the precomputation of these statistics, evaluation of (6.17) takes O(d) time. A numerical
optimization can be used to minimize (6.17) with respect to g. As long as the number of
variance evaluations is O((L+ L' )M (1+n/d)), the total complexity estimate is not affected.

It’s an open question whether the variance (6.19) has a closed form solution for the mini-
mum. Furthermore, it’s unclear whether there is a way to consider the general formulation of
DIRFs and find a distribution { p; } minimizing the variance without relying on special cases

of Poisson or geometric distribution. We leave these questions to future work.
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l+ in Transformers l
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Fig. 6.3 A map of random feature methods for the Gaussian kernel approximation. Existing
random features, random features proposed in this chapter. FAVOR++ will be defined later
in Section 6.6.

6.4.3 Making discretely-induced random features positive

As can be inferred from (6.16), DIRFs are positive when all elements of x and y are positive.
If this is not the case, one way to make them positive-valued is to take some vector ¢ € R?
such that ¢; < x;,y;. An example of such a vector is given by ¢; = min; min(xl(i),yl(i)) —€
where € > 0 is a small constant. Next, define () = x() — c, ?U ) = y(-i) — ¢. Then, clearly,
x) —y0) = x() —y() kK& yU)) = K(x?,y)) and RFs can be used on (), (/) which
have positive entries. We refer to these variants of PoisRFs and GeomRFs as PoisRF+ and
GeomRF+ respectively.

We refer to the union of GERFs and DIRFs with all their special cases as chef’s random

tables (CRTs). Figure 6.3 illustrates all new and old types of random features as a diagram.

6.5 Concentration analysis

In this section, we perform a theoretical analysis of positive-valued GERFs including OPRFs
and their orthogonal variants with respect to variance and concentration bounds. Interestingly,
as in the case for TrigRFs and PosRFs, positive-valued GERFs including OPRFs benefit
from taking block-orthogonal ensembles of projections @ produced by Algorithm 2 instead
of 1.1.d. @’s. We show below that block-orthogonal @’s reduce the variance of GERFs with
A € R,t = 1 which is the case for OPRF:

Theorem 18. Ler x,y € RY and Xgg,Yae be defined according to (2.5) where (V) =
félE),f(z) = f((}ZE) with A e Rt =1in (6.11) and w(l),...,(o(M) are i.i.d. samples from
N (0,1)4. Further, let XonGE, YorGE be defined according to (2.11) where f11) = fc(}llg,f(z) =
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fc(}zE) with the same A,t and  is generated by Algorithm 2. If M < d, then

2
5T 5 JTo 2M-1) x| + ||y ||
T T
VarX,GeYortGE < Varx 'y — ZW(d——I—Z) (K(X,y) —exp (——2 .

If M > d and M /d is integer, then

AT o~ T~ 2(d—1 x|12 [y 12\ \ 2

The analogous inequality can be obtained for TrigRFs only in the asymptotic sense for d
large enough (Theorem 3). The theorem above is a special case of the theorem below which
is an extension of Theorem 11 from Chapter 4. This extension supports the dependence of
the function ¢ on the norm ||@||. Again, a key property used in the proof is positivity of

power series coefficients of ¢.

Theorem 19. Let Q be an isotropic distribution on R and Q denote the distribution of
|@|| where @ ~ Q. Consider a function F : R¢ — R of the form: 7 (z) =E¥(u'z,Y)
where 4 : R x [0,400) — R, u is sampled from Unif(S?~') and Y is sampled from &
distribution independently from w. Assume furthermore that for every y € [0,4o0), the
function 4, : R — R, defined as 9,(x) = 9 (x,y), satisfies: 4y(x) = Lr_qar(y)x* for some
ao(y),ai(y),--- > 0. Take two unbiased estimators of % (z) defined as follows for a natural
M:

.. T
—~. 1 M w(nd,m) ..
id . © e (iid,m)

m=1

T
. | M wortm)

Fort _ @ w(orgm)
Feuk (Hw<°rt=m>u wlerl

where 141 ol are i.i.d. samples from Q. ©©t) . ol
such a way that marginally @™ ~ Q for all 1 < m < M but (@) T gOrtm) — (
for all my # my, |my/d| = |my/d|. Also, blocks of d consecutive @"")’s are mutually
independent. If M < d, then

iid, M) otM) are sampled in

2(M—1)

m(ﬁg(l) ~EZ(0,))*

Var Z < Var Zid —
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where Y ~ Q. IfM > d and M /d is integer, then

—

Var Zo < Var Z1d — 2d-1)

MdT2) (E.Z(z) —EZ(04))%.

We next show how to reduce Theorem 18 to Theorem 19. Define ¢ (x,y) = D? exp(24y? +
Bxy +2C(||x||> + ||ly||?)) for A,B,C,D € R satisfying Theorem 13 with ¢ = 1. Take Q =
A(0,1)4, Q= x(d), z=x+Yy. Then, using the notation from Theorem 19,

E.Z (z) = ED*exp(2AY* + BYu ' z+C(||x||* + [y|*))
=ED*exp(24||@|* +Bo " (x+y) +C(|[x]* + [|y[|*))
= K(x,y)

according to Theorem 13, where @ = Yu ~ 4/(0, l)d . E}‘}d, I?]?}t become the unbiased
estimators of K(x,y) applying M positive-valued GERFs with either i.i.d. @’s or block-
orthogonal @’s. Since the power series of such ¢, (x) = ¢ (x,y) has a form

(By)* &

%(x) = ) D*exp(2Ay* + C(Ix|I* + Iy )",

k=0

the condition of non-negative power series coefficients is satisfied. Further, we have

E7 (04) = ED?exp(2A|@|* +Bo 0, +C(|Ix|*+ly|1*))
=exp(C(||x|* + [[y|*) ) ED? exp(2A| @] + Bed " (04 +04) +2C([|04]1* +1/04]%))
= exp(C([[x]|* +[Iy]*))K (04, 04)

= exp(C(Ix|+ %) = exp (- XL
where we use Theorem 13 for x =y = 0;. Hence, we obtain the exact formulation of
Theorem 18.

Our next contribution is strong concentration results for the positive GERF estimators
with A < 0. OPRFs are a special case as discussed under Theorem 15. The condition A < 0
guarantees boundedness of the estimator and holds even when ||x + y||? is substituted by the
average (6.15) in (6.14) as long as (6.15) is greater than zero. These are the first results of

this kind for positive-valued random features.

Theorem 20. Let x,y € R? and Xgg,Yge be defined according to (2.5) where f(l) =
félE),f(2) = fc(}zE) with A € R,A < 0,6 =1in (6.11) and ®V,...,0™) are i.i.d. samples
from N (0,1). Further, let XonGE, YorGe be defined according to (2.11) where f() =



108 Chef’s random tables: going deeper into random features

fc(}lE), f (2) = féZE) with the same At and  is generated by Algorithm 2. The following is true
for any € > 0:

T Me? x||2 + 2 _d
PR or — K(x,9)] = ) < 2exp (—Texp (W) (1—44) ) .

Furthermore, for the orthogonal variant we have for all § >0, a > K(x,y):

P ((%\ortGE)TSI\OHGE > a) < exp(—¢Ma) (///Z<¢)M>

where ¢ >0 and Z = £ (0,%) f3) (@,y), @ ~ 4 (0,1)°.

Finally, below we provide the result regarding the uniform concentration of self-attention
approximation in Performers when using GERFs with A < 0, t = 1. We establish an upper
bound on the minimal number of GERFs M needed for the uniform approximation of the

self-attention matrix.

Theorem 21. Assume that the Ly-norm of rows of matrices Q,K € RE*? js upper-bounded
by R > 0. Assume that Aisan approximation of A from (2.16) obtained using M GERF's
with A < 0,t = 1 with i.i.d. ®@™’s. Let € > 0. The minimum M, which is enough for
HK — A||e < € with any constant probability, satisfies

d bybs 3R?
M=0|b—log| == by — _ o
(182 °g< € )) ‘ exp( @x)’
R2
b —+d2).
\/1(\/3

The conclusion is similar to the result of Theorem 4 for TrigRF-based self-attention

I

by =V2Rd™%, by=2(1—4A)

approximation: assuming that d ~1/2R is constant, the number of random features grows as
O(dlogd) to reach the e-level of approximation and doesn’t depend on L. But this time
random features are also positive-valued which gives stability during training.

6.6 Experiments

We present an extensive empirical evaluation of new random features proposed in this chapter.

Additional details and results for each experiment can be found in Appendix 6.B.
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6.6.1 Variance comparison

In this initial experiment, we sample synthetic pairs of vectors X,y and evaluate variance
of all random feature types based on the analytic formulae (2.10,4.4,6.10,6.13,6.17,6.19).
Our goal is to check whether there are scenarios when the newly introduced random feature
mechanisms have a smaller variance than the existing TrigRF and PosRF methods. We set
d = 64 which is a standard query dimension in Performers. We use four different regimes
for drawing x,y: normal corresponds to X,y sampled from .4 (0,9%)¢, sphere corresponds
to x,y sampled from Unif(SY~!) and multiplied by y > 0, heterogen corresponds to x
and y sampled from two heterogeneous distributions: .4 (0,7?)? and .4 (y,7?)? and mnist
corresponds to X,y being random images from MNIST dataset (Deng, 2012) resized to 8 x 8
resolution, scaled by y > 0 and flattened.

We use Brent method (Brent, 1971) for one dimensional optimization with 100 iterations
for the minimization of ¢ in GeomRF(+). We use two L-BFGS-B (Zhu et al., 1997) routines
of 50 iterations each to minimize A in GERF for# = —1 and +1 and select the best performing

one afterwards.

L

We sample 5 pairs of sets {x()} | {y()) i1

where L = 1024. On each pair of sets,
we compute the variance of approximating K (X(i),y(j )) for all pairs of x() and y\). Also,
on each pair of sets of {x()};<;<7, {y")}1<j<r, we compute statistics (6.15,6.18,6.20) and
then use them to optimize parameters of the corresponding method. The means and standard
deviations are reported for averaging over all pairs of x() and y), over all 5 samples.

For a fair comparison, we count a complex-valued random feature as two real-valued
features (real and imaginary channel) and assume M = 4 random features for complex-valued
methods (TrigRFs, GERFs and HybRFs) and M = 8 random features for other, real-valued
methods. For HybRFs, since M = (M3 + 1)(M| + M), we fix M| = M, = M3 = 1.

The results are demonstrated in Figure 6.4. In many scenarios, new random feature
variants outperform TrigRF and PosRF baselines. Among these improvements, GERF gives

more than €30, !>, ¢!0 times variance reduction compared to TrigRF in normal, heterogen

125 67 times

and mnist respectively when 7 = 1. OPRF and GeomRF+ give more than ¢, e
variance reduction compared to PosRF in normal, heterogen and mnist respectively when
Y = 1. Overall, we observe that among the non-positive-valued random features, GERFs
have the best performance. Among the positive-valued random features, GeomRFs+ and

OPREFs have the best performance.
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Fig. 6.4 Log-variance of different random feature mechanisms, mean and standard deviation.
For each sampling method, we plot the results for non-positive and positive random features
on separate plots for 0.1 <y < 1.

6.6.2 Non-parametric classification and FAVOR++

Our next experiment is a non-parametric classification where the probabilities are predicted
by kernel regression with the Gaussian kernel as described in Section 2.1.1. Reusing notation

from Section 2.1.1, r(®) , r*(/) € R” are one-hot encoded labels and 7 is the number of classes.
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We tune the hyperparameter ¥ > 0 on a validation set. Using random feature approximation
for the Gaussian kernel, we, with O((d +n)LM) preprocessing, can predict each r*/) in
O((d 4+ n)M) time per example instead of O((d +n)L) for the exact computation, M < L.

Since the predicted class for the j’th test example is argmax lgnr*(j ), we can ignore the
denominator term in (2.1) and, therefore, use the non-positive-valued random features as
well. The setup can be thought as evaluating self-attention over the whole dataset and in this
sense it can be related to efficient Transformers. We opt for the classification benchmarks
from the UCI Repository (Dua and Graff, 2017c) (Table 6.1). We randomly split each raw
dataset into 90% for training, 5% for tuning y and 5% for testing. These splits are fixed for
all compared methods. 7 is tuned on a log-uniform grid of 10 values from 10~2 to 102. For
each y and each method, we average accuracy for 50 seeds used to draw random features
both during validation and testing (for the best ¥ only). As in the previous experiment, we use
M = 128 for real-valued random features and M = 64 for complex-valued random features
for a fair comparison. We evaluate the statistics (6.15,6.18,6.20) by taking x(0’s and y(/)’s
both from the train set, i.e. L = L' is the train set size.

Table 6.1 UCI classification benchmarks used in the non-parametric classification.

Dataset L
abalone (Nash and Tasmania., 1994) 3758
banknote (Dua and Graff, 2017a) 1233
car (Bohanec and Rajkovic, 1988) 1554
yeast (Horton and Nakai, 1996) 1334
cmc (Lim et al., 2000) 1324
nursery (Olave et al., 1989) 11664
wifi (Rohra et al., 2017) 1799
chess (Dua and Graff, 2017b) 25249

We use € = 1078 when making input features positive in PoisRF+ and GeomRF+. ¢ is
inferred from the train set, and we clamp validation and test input features to be at least € to
guarantee that they are positive without leaking test data into ¢. Numerical optimization of
parameters in GERF, GeomRF(+) is performed in the same way as in the previous variance
comparison experiment.

Table 6.2 compares i.1.d. and block-orthogonal variants of TrigRFs, PosRFs, GERFs and
OPRFs. We observe that the block-orthogonal variant either doesn’t harm, or improves the
result in most cases. Further, two positive-valued random features (PosRF and OPRF) benefit
from orthogonality when averaged over all benchmarks which is in line with our theoretical

results showing that positive-valued random features are improved by orthogonality for all
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values of d (Theorems 6, 19). Hence, we recommend the block-orthogonal variant as the
default configuration for these methods.

Table 6.2 Non-parametric classification, comparison of i.i.d. variants / block-orthogonal
variants. Test accuracy (%) is reported.

Dataset ‘ TrigRF PosRF GERF OPRF

abalone | 12.0/12.0 155/16.0 17.7/17.0 16.7/17.1
banknote | 66.2/66.2 83.9/83.4 93.2/92.4 92.3/92.6
car 66.3/66.3 68.9/69.2 70.5/70.9 69.9/69.5
yeast 29.7/29.7 34.6/344 42.8/429 42.1/44.4
cme 46.6/46.6 44.7/45.1 474/47.8 47.3/463
nursery | 31.3/31.3 73.2/77.4 63.8/63.8 75.8/78.9
wifi 152/152 84.6/88.8 93.0/93.3 92.1/93.3
chess 16.5/16.5 19.6/20.2 20.4/204 20.4/20.2
Average ‘ 35.5/355 53.1/54.3 56.1/56.1 57.1/57.8

Table 6.3 presents the final comparison of all methods. The best results are achieved by
new random feature mechanisms, with GeomRF and OPRF performing particularly well.
OPREF shows the best average performance, furthermore it is positive-valued meaning that it’s
compatible with stable Performer training. Therefore, our recommendation for practitioners
is to opt for this method.

Due to OPRFs’ impressive performance compared to PosRFs, we propose a new FA-
VOR++ mechanism, in analogy to FAVOR and FAVOR++, which is a new superior method
for low variance self-attention approximation. FAVOR++ is based on OPRFs with block-
orthogonal random features when used in Transformer applications. In the remainder of the
experimental section, we evaluate the new FAVOR++ mechanism in a number of Performer
training setups in the areas of natural language processing, computer vision and speech
modelling.

6.6.3 FAVOR++ in Performers

In this section, we evaluate FAVOR++ mechanism in various Performer training setups. We
focus on comparing FAVOR++ to FAVOR+. Additional experimental details of each setup
can be found in the appendix.

Natural language processing

In this setting, we test different Performer variants on the general language understand-
ing evaluation (GLUE) benchmark (Wang et al., 2018), consisting of 8 different text
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Table 6.3 Non-parametric classification, test accuracy (%) for all methods. The best result,
second best.

Dataset ‘ TrigRF PosRF ‘ HybRF GERF PoisRF GeomRF OPRF PoisRF+ GeomRF+

abalone | 120 160 | 122 170 180 183 17.1 140 15.1
banknote | 662 834 | 662 924 844 945 926  80. 85.6
car 663 692 | 663 70.9 663 663 695  66.3 67.2
yeast 29.7 344 | 297 429 369 359 444 297 31.0
cme 46.6 451 | 46.6 47.8 466 473 463 355 435
nursery | 313 774 | 314 638 771 771 789 713 71.0
wifi 152 88.8 | 282 933 953 958 933 772 82.9
chess 165 202 | 165 204 190 195 202 192 22.5
Average | 355 543 | 37.14 561 555 568  57.8 499 52.3

classification tasks with the sequence length ranging from 32 to 128. We use the same
training parameters as in (Devlin et al., 2018) and take a base Transformer configuration:
(hys,ds,dpig) = (12,12,3072,784). We compare Performer with FAVOR+, Performer-ELU,
Performer-ReLLU, Performer with FAVOR-++ and report the results in Table 6.4. We find that
FAVOR++ outperforms all these low-rank Transformers in most GLUE tasks. In particular,
FAVOR++ outperforms FAVOR+ on all GLUE tasks, demonstrating downstream effective-
ness of variance reduction of the Gaussian kernel estimation. Moreover, warm starting with
a checkpoint, which was pretrained via masked language modelling on a large text corpus
(Devlin et al., 2018) (Uptrain FAVOR++), further improves performance. Note that the pre-
training weights reused from (Devlin et al., 2018) were obtained using training with the exact
self-attention (2.16), demonstrating that Performer with FAVOR++ is backward-compatible
with the exact self-attention.

Table 6.4 GLUE results (development split) for Performer models. Number of training
examples is reported below each task. MCC score is reported for CoLA, F1 score is reported
for MRPC, Spearman correlation is reported for STS-B, and accuracy scores are reported for
the other tasks (see (Wang et al., 2018) for the metric details). The best result, second best.

Variant MNLI QQP QNLI SST-2 CoLA STS-B MRPC RTE

392k 363k 108k 67k 8.5k 5.7k 3.5k 2.5k
FAVOR+ 80.26 89.53 87.13 90.58 53.17 85.07 83.82 67.59
ELU 80.72 90.05 89.09 91.51 4843 86.68 85.05 68.59
ReLU 81.39 90.11 88.85 9197 52.08 87.64 8456 67.51
FAVOR++ 81.25 90.15 89.58 92.00 5495 8562 85.78 67.87

Uptrain FAVOR++ 82.29 90.43 89.73 9220 58.85 8590 88.73 67.63
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Speech modelling

We compare FAVOR++ with FAVOR+ on masked language modelling where input strings
are encoded recordings of human speech from the LibriSpeech ASR corpus (Panayotov
et al., 2015) (sequence length L = 512). We use the 17-layer modification of the Transformer
backbone from (Gulati et al., 2020) where we only modify multi-head self-attention blocks
(2.15) by taking the efficient Performer self-attention instead of the exact self-attention. Each
multi-head self-attention block consists of 4 = 4 self-attention heads. We use the word error
rate (WER) metric — a standard way to evaluate speech models, see more details in (Gulati
et al., 2020). We evaluate two variants with M = 8 and M = 16 (6.5). The WER improvement
for FAVOR++ is substantial: 2.49% for M = 8 and 3.05% for M = 16 with a negligible
O(Ld) < O(LMd) overhead for computing (6.15) compared to FAVOR+.

M =16 Ee—vons M=8 —— FAVOR+

w—— FAVOR++ = FAVOR++

Normalized WER (x 10~ 2)
o

Normalized WER (x 10~ 2)
(o]

20 40 60 80 10 20 30 40 50
Number of Steps (x 10%) Number of Steps (x 10%)

Fig. 6.5 Comparison of the masked speech modelling with FAVOR+ and FAVOR++ on
the LibriSpeech (Panayotov et al., 2015) corpus for M = 16 and M = 8 RFs. We report a
common word error rate (WER) metric.

Image recognition

To further showcase the need for more accurate Gaussian kernel approximation, we compare
the performance of FAVOR+ and FAVOR++ self-attention approximation in ViT (Section
2.2.5) for image recognition on ImageNet dataset (Deng et al., 2009). We inject both
mechanisms to the self-attention modules of ViT. In Figure 6.6 we show the results of
training from scratch and uptraining from the pre-trained checkpoint taken from (He et al.,
2021). Note that pretraining was performed for the exact self-attention (2.16). We see that, as
opposed to FAVOR+, FAVOR++ is more stable and is able to improve performance especially
for uptraining, demonstrating backward-compatibility with the exact self-attention. FAVOR+
didn’t manage to adapt to the uptrained model and performed worse than when trained from
scratch. We explain that by a big error of the FAVOR+ softmax estimator in this scenario.
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Finally, we compare the computational complexity of FAVOR+ and FAVOR++. In Figure
6.6, the right plot shows the number of steps per second as a function of the sequence length L
on the same hardware. We see that self-attention modules using FAVOR+ and FAVOR++ have
a very similar computation time since the overhead of FAVOR++ is negligible. Moreover, for
sequence lengths above 1000, training ViT with the exact self-attention becomes increasingly

difficult due to out-of-memory errors.
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Fig. 6.6 Experimental results for image recognition. (Left) accuracy of training FAVOR+
and FAVOR++ on ImageNet from scratch and uptraining from pretrained weights. (Right)
comparing the number of steps per second for different L for Performer with FAVOR+,
FAVOR++ and the exact Transformer.

6.7 Discussion

In this chapter we introduced the whole zoo of new random features for the Gaussian kernel:
hybrid random features (HybRFs) which unify TrigRFs and PosRFs in linear angle-based
combinations and a family of non-hybrid variants which we refer to as chef’s random tables
(CRTs). The latter consists of two subfamilies. The first subfamily is generalized exponential
random features (GERFs) which contain TrigRFs and PosRFs and a new optimal positive
random features (OPRFs) as special cases. The second subfamily is discretely-induced
random features (DIRFs) based on the unbiased approximation of exponent’s Taylor series,
with Poisson random features (PoisRFs) and geometric random features (GeomRFs) as
special instantiations. OPRFs are obtained by optimizing variance of GERFs assuming that
they are positive-valued (GERFs are complex-valued in the general case). Also, we can
obtain positive-valued versions of PoisRFs and GeomRFs by a simple input-shifting trick —
we refer to the resulting random features as PoisRFs+ and GeomRFs+. Since all examples
of CRTs are parametrized, we proposed simple heuristics for optimizing their parameters

by minimizing the variance where we substitute statistics evaluated over the sets {X(i) }l.L:1
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and {y(j ) I;/:l into the variance expressions. Sometimes the variance can be minimized in
a closed form (as in OPRFs, PoisRFs and PoisRFs+), in all other cases we use numerical
optimization.

For the OPRF variant, we provided strong concentration results: strict variance improve-
ment when using block-orthogonal random features compared to i.i.d. random features,
exponentially fast concentration around the true kernel value and uniform concentration for
the whole (unnormalized) self-attention matrix A when using OPRFs in Performers. Note
that OPRFs are the first type of random features which is both positive-valued and bounded —
a combination of two important feats missing in the earlier introduced TrigRFs and PosRFs.

We evaluated all newly proposed random features and compared them to the existing
TrigRFs and PosRFs in a synthetic data sampling and non-parametric classification on UCI
(Dua and Graft, 2017¢c). We find that OPRFs show a very competitive performance in both
experiments. This, together with its fruitful theoretical properties, led to the emergence of
FAVOR++ mechanism for self-attention approximation in Performers. FAVOR++ is based on
the block-orthogonal version of OPRFs. We evaluated FAVOR++ in a number of large scale
Performer training setups including general language understanding, speech modelling and
image recognition. In all setups FAVOR++ outperforms or is competitive to other baselines.
Furthermore, it always shows a better performance than FAVOR+ — previous iteration of
efficient self-attention approximation mechanisms. We conclude that, in practice, FAVOR++

should be a default choice for the self-attention approximation mechanism in Performers.

Appendix 6.A Proofs

We will use the following lemma in several proofs:

Lemma 3. Let a € C, Re(a) > 0, and B < C4. Then, the following identity holds:

/Rd exp (—% (@ — B]Z) do = 2m)"* (Va) . (6.21)

Proof. If both a and B are real, (6.21) is the well-known integral of the unnormalized
multivariate Gaussian density with mean B and variance o~ 'I;. Since both the left and the
right hand side in (6.21) are well-defined and analytic functions of & and 8 when Re (@) > 0,
by the identity theorem (Walz, 2016) from the complex analysis we conclude that (6.21)
holds when « and 3 are complex and Re (a) > 0. N
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Proof of Theorem 12

~

Proof. LetJ e {1,2}. Denote I?hyb,g(x,y) = iljl—ybe/y\hyb*D’ Kang(X,y) = S(\;lg/y\ang’ Kpos =
igoﬁpos, I?trig (x,y) = Re ( ngtrlg> Then, we have:
~ 1 ~ ~
Var(Khyb—D(X7Y)) = ZVar ((1 _Kang (X7Y))KPOS (X7Y)>
1 ~ ~
+ZVar <<1 +Kang(XaY))Ktrig(XaY))

~

+%C0V ((1 Kang(x Y)) Pos( 7y)7(1 +If(\ang(xﬁy))§trig(xay))

The following is also true:

~

Var (1= Rang(%.9)) Kpos(%.3) ) = B (1~ Kng (5.5))*Kerp (x.¥)°)
(B (0 Rang 6 3D Rpen(x)) )
= E (1~ Rang(x.)?) E (Rep(x.9)) ~ (E((1 ~ Rung(x.9))” (ERpos(x.))

where the last equality follows from the fact that I?pos (x,y) and I?ang(x, y) are independent.
Therefore, we have:

- - 402
Var ((1 - ang( X,y)) pos( aY)) =E ((1 _Kang(XJ))z) E( eXp( X,y) > - ?K(XaY)z
Furthermore, since
B (Kpos (%,¥)?) = Var Kpos (x,¥)) + K (x,¥)?, (6.22)

we obtain the following:

Var (1= Rung(%,¥) Kpos (%.Y) ) = E (1~ Kang(%,%))” ) (Var Kpos (x.3) + K (x.¥)°)

—ﬂ—K(X y)?

Let us now focus on the expression E ( (1— ang( X,Y)) ) We have the following:

B (1= Rung(%.9))?) = E(1 = 2Rang (x.9)) + Kung(6.))2) = 22 — 1+ ERing(x.9)?)
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Denote X,, = sign(x' @3")sign(y @) for 1 < m < M3. From the definition of the

angle estimator, we get:

Y73
M3 my<my

Y

2 1 M
) )= (B o2 £ sonn) -
<M3—|—M3(M3—1)( p

]E(Kz%n ( 7y)):E )
g M?%

ﬁ,l -

(2

We conclude that
40 0
e (173 ) K

Var ((1 _Kang( ,Y))KPOS( 7Y)> = M, T
402 4 0 0 ~
( +— MaT (1 — E)) Var Kpos (X, y).

Now we switch to the expression Var ((1 + I/(\ang(x, y))l/(\mg(x, y)) Using similar analysis as

above, we get the following:
Var ((1 + Kang (X y))l?mg(x y)) =E <(1 +I?ang(x,y))2> (Vaerg(X y)+K(x,y) )

—4 (1 — %)ZK(x,y)z.

This time we need to compute the expression: E ((1 + I?ang(x, y)) ) We have the following

E ((1+ Rang(%,%))) = E(1 +2Kung(%,¥) + Rang(x,¥)?)

() (-3 =o((-2) 5

20
—142(1-2 )+ —
" ( >+M3 M3
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where we used already derived formulae for E( ang(X y)?). We conclude that:

Var((1+ £(%,¥))Kurig (X >Y)> ;53 (1—9)K(X7y)2

T

Kan
( ( ) My <1_%)>Vaﬂ?mg(x,y).

From the above, we obtain:

= 26 0 > 6 0 N
Var Knyp—0(X,y) = 7'5_1\43 (1 — E) K(x,y)2 + ( + 7r_M3 (1 — %>) Var Kpos (X,y)

0\> 6 0 _
+ ((1 — E) + P (1 - E)) Var Kirig (X, Y)

+§C0V((1 - Eang("v}’))k\pos(x?)')a (1+ Eang(X7Y))k\trig(X7Y))-

Thus it remains to compute Cov((1 — I?ang(x,y))l?pos(x,y), (1 +I?ang(x,y))l?trig(x,y)). We
have:

¢(%,¥))Kpos (%,¥), (1 + Kang (%, ¥)) Kisig (%, ¥))
(1= Rang(%,3)%) Rpos (%,¥) Ruig (%.))
~E (1 = Rang(%,%)Kpos(%,%) ) E ( (1 + Kang . ) Kug(x.¥)
—E ((1 = Rung (x,%)%) ) E  Rpos (x,9) Rug(x.))
~E (1 Rang(%,9)) ) E (Rpos (x,%) ) E (1 + Rung (x,)) ) E (Ruig(x.))

Cov((1 — Kan
E

where the last equation follows from the fact that {I/(\pos(x, y),fmg(x y)} and I/{\ang(x y) are
independent. Thus we deduce:

COV(( K (X,y))k\pos(x Y) (l‘l‘k\ang(X,ynk\trig(xvy))

=K ((1 ang ,y ) E ( pos ,Y)Etrig<X>Y>> - % (2_ %) K<X>Y>2
— (1~ BlRe (537 E (R g 59)) = 2 (1- 2 ) kix?

- % (1 - %) ((1 - M%) E (Epos(x,y)l?trig(x,y)> —K(Xa)’)2> :
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where we again used already derived formulae for E(I?ang (x,y)?). Therefore, we conclude
that:

o 0 0\ [ VarKyos(X,y) + Var Kyie (X, y
Var(Khyb_D(x,y)) = % (1 _ _) ( pOs( )M3 trlg( )

T
1 A = 2
#2(1- 57 ) (B (B3R 9)) - K(x9)7) )
0% 0\, -
+;Vaeros(X,y) + (1 — E) Var Kisig (X, y). (6.23)

Now, if [1 =1, we have
E (k\pos<an)I/<\trig(X>y)> = Ek\pos(xy)’)Ek\trig(X,)') = K(Xay>2

due to the independence of I?trig (x,y) and I?pos (x,y), resulting in (6.9). Next, assume that
O=2,ie. @1 = @?™ for I <m < M;. It remains to compute E <I/<\pos(x,y)fmg(x,y)>.
Denote:

Y = S (@1 %) fid (@) y) = exp((@ )T (x+y) — [[x]2 — [|y||?)
for 1 <m < M; and
Zn = Re (fa(@") %) 13 (@) y)) = Re (exp(i(@ )T (x~y)))
for 1 <m < M;. Then
Lo 1 Y

- ~ ' Z 1 M
E (Kpos(X7Y)Ktrig(X7Y)> =K ( = "2 =1 m) = A?]E ( Z YnZm+ Z lezm2>
1 1 m=1

my#my

= A%E(lel) + 1\%2 (A?)E(Yl)E(Zz)

where we used the fact that different Y,, have the same distributions, different Z,, have the
same distributions, and furthermore for m; # my: ?ml and an are independent since the
corresponding @) and @("™) are chosen independently. We have E(Y) = E(Z,) =
K(x,y) and

E(1121) = E (exp(@” (x+y) x| = ly*)Re (exp(io” (x~)) )

= Re (E (exp(@ (x+y+i(x=)))) ) exp(—x]* = Iy]*).



6.A Proofs 121

where we denote @ = @1'1). We conclude that

E (Epos(x,y)l?trig(xa)’)) = A%Re (E (exp(mT(x—i—y—H(X — Y))))>

1
xexp(—|xII” = [ly[|*) + (1 - M—) K(x,y). (624)
1

We further deduce that

E (exp(@ (x+y—i(x—¥))) = (27t)d/2/exp (~l@l?/2+ 0" (x+y+ix-y)) do
:/exp(—[a)—(x+y+i(x—y))]2/2+[x+y+i(x—y)]2/2)d(o
:exp([x+y+i(x—y)]2/2)/exp (—[@— (x+y+i(x—y))]*/2) do

=exp ([x+y+i(x—y)]*/2)
= exp (2x Ty +i(IxI2 = IyIP))

where we use Lemma 3 with @ = 1, B = x+y+i(x —y). By substituting this result into
(6.24), we get

~ ~ 1 .
E (Rpos (3¥)Kiez(5,3) ) = 7 Re (exp (2xy = [ = [P +iIxI = 7))

1 1
(1 5 ) Ku? = (1= 50 cos( P = ) ) K5y < Kl

since cos(z) < 1 for any z, resulting in (6.10).

Proof of Theorem 13

Proof. We rewrite (2.3) for f((}])s and deduce that

E(fi@xfG@.y) = 2m) D [ exp(—|@?/2+24]0]*+Ba (x-+1y)

+C(IIx]1* + [lyl*))deo (6.25)

where we express expectation as an integral and use definitions of félE) (@,x), f((}ZE) (@,y) and

psc(®). Next, we move out constant terms from the integral and put @ into an elementwise
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square of difference:

/Rdexp(—lelz/HZAHwI!z+B¢°T(X+IY)+C(|IXH2+ IylI*))de

B’ 2 2 2
—exp( = |x+ty|*+C
exp (57 X+ 91+ €I+ )

1 B 2
x/]Rdexp(—E(l—4A) [a)— 1_4A(x+ty)} )da) (6.26)

Next, we use Lemma 3 with o« = 1 —4A and B = (B/(1 —4A))(x+1ty):

/Rdexp(—%(l —4A) {w— 1_B4A(X+ty)r)da) = (2m)4/? ( 1 —4A) - (6.27)

Combining (6.25, 6.26, 6.27) together, we conclude that

g (ng)(“%X)fé?(w,y)) =D’ ( 1 —4A>_
BZ
X eXp (m\|x+tyu2+c(|yx”2+||y”2)), (6.28)

The right hand side of (6.28) is K(x,y) if the following conditions are satisfied in addition
to Re(1—4A) > 0:

B2 1
D? = (V1—4AY, tB*>=(1—44A), —— S— 2
( )4t ( ), 2(1_4A)+C 5 (6.29)

(6.29) is satisfied when (6.12) takes place. The final observation is that Re(-) is a linear
operation and therefore, if (6.29) is satisfied,

ERe fe2(@.x)f60(@.y)) = Re (E (/G @3/ (@.9)) ) = Re(K(x.y)) = K(x,).
]

It’s possible to use other complex roots in (6.12) rather than just principal roots. However,
in the proof of Theorem 14, we will only use (6.29) and, therefore, the variance is the same
when other complex roots are used. We opt for principal roots for simplicity.
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Proof of Theorem 14

Proof. We first use VarZ = EZ? — (EZ)? which holds for any random variable Z, e.g.
Re (15 (@.%) /6 (@.9)):
2
Var,, (@) Re (/G (@.%) /G (@,7)) =ERe (/o (@0,%) /) (@,))
2
- (ERe (@3 (@.y))) (6.30)

2
The second term transforms into (E Re ( f((}lE) (,x) f((}ZE) (m,y))) = K(x,y)?. As for the

first term, we use Re (z) = %(z +7) and get:

2

2 1
ERe (@ x5 @) = (E (1@ ey + flexGey)
(6.31)
We unfold the square of the sum:

2
B (i enrGoy  lexiey ) —E(iiext e

+2|fé2<w,x>!2|fé2<w,y>|2+fé2<w,x>2fé2£(w,y)2) (6.32)

Further, we observe that, again:

fe@x2 G (@37 + 15 (@ %2 (0,52 = 2Re (£ (0,x)2 [ (@.5)7) . (633)

We use that in (6.32) and also put expectation inside the sum and Re (-) due to linearity:

E (2Re ([ (@.x)2f5(0,9)%) + 2 fod (@) P/ (@,y) )
—2Re (E (f5p (@G (@.y?)) +2E (If(@x) PR @y))?) (634

Denote f((}lE) and f((}ZE) with parameters A, B,C, D as ffglz);.c. oS, Igzg c.p- Then according to
(6.11),

JGR (@) = Foy oo e (@X), SR (@ =f, 00 m(@y).  (639)
1 1
|fc(}E)((°7X)|2 = fZ(R)e(A),2Re(B),2Re(C),|D‘2(m’x)7 (636)

(2) 2 £(2)
’fGE(mvy)‘ —f2Re(A),2Re(B),2Re(C),|D\2(m’Y)' (637)
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By substituting A,B,C,D — 2A,2B, 2C,D? into (6.28) (it’s possible since Re (1 —4(24)) >

0), we compute the first expectation in (6.34) as:

(1) (2) —pt
IE3(chA,zB,zc,Dz(m’X>f2A,2B,2C,DZ(m’Y)) =D ( 1_8A>
X 4—32” +eyl?+2C([1x)1> + yl1%)
P\ —gay ¥ M)

Next, we express B,C, D through A, ¢ using (6.12):

d
" @ B (1—4A)2
E (f 2A,23,2C,Dz<w’x)f 2A,2B,2C,D2(w’Y)) - 1-84

cexp( g —gaIxH vl =+ DX + 1312

= ayexp (aa|x+1y[> =t + 1) (Ix[I* + Iy [1%)) , (6.38)

By substituting A, B,C,D — 2Re(A),2Re(B),2Re(C),|D|? into (6.28) (it’s possible
since Re (1 —8A) > 0 and, hence, Re (1 —8Re (A)) > 0), we can compute the second expec-
tation in (6.34):

(1) (2) _ i —d
E (fzRe(A).,ZRe(B),ZRe(C),\DP(w’X)fZRe(A),ZRe(B)QRe(C),\D\z(w’y>) = D| ( I—8Re (A))
(B+B)

P\ 2(1_8Re(a))

Hx+tyH2+2Re(C)(HXH2+\Iy\l2)>-

Next, we observe that |D|* = D?D?, (B+ B)? = B2+ B? +2|B?| and use (6.12) to express
B,C,D through A and C:

(1) 2)
E (sze(A),2Re(3),2Re(c),\D|2 (@, X)sze(A).,2Re(B),2Re(c),\D|2 (@, y)>

((1—4A)(T=3A)\ "
_( 1 —8Re(A) )

cexp (2SR A M sy -+ ) I+ 1)

= ozexp (aulx+1y]2 = (t+ 1) (x> + y1%)) (6.39)

where in the last transition we also take into account that (1 —4A)(1 —4A) =1 —8Re(A) +
16|A|2. (6.30, 6.31, 6.32, 6.33, 6.34, 6.35-6.37, 6.38, 6.39) taken together result in (6.13). [
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Proof of Theorem 15

Proof. When A is real and t = 41, variance (6.13) has a form:

(1) (2) _ (1A d
Varpgg <fGE(m7X)fGE(w’Y)> B ( 1—8A>

2(1—4A)
exp( 2 g Iyl -2 Iyl ) - Kx)?

d
-2 (p_;) exp ((1+p) [x+yI —2(IxP + yIP)) ~ K(x.y)?

where we change the variable p = ﬁ € (0,400). We see that the minimum of variance

with respect to p € (0, 4o0) coincides with the minimum of the logarithm of the first term:

d
8(p) = —dlog2+dlog(p +1) — ~logp + (1 +p) x+y2 = 2(x]1* + [Iy[*)-

All stationary points p* can be found by setting its derivative to zero:

d d

1 A% 2

= — +|Ix+ =0.

€)= 5~ 5 Il

Multiply by 2p*(p* + 1) > 0 and obtain an equivalent quadratic equation:

d(p*—1)+2p" (" + 1) x+y]2 = 0;
2x-+¥[2(p*) + (2lx+y|2+d)p* —d = 0;

. 1
P12 = TGP (i\/(2||X+Y||2 +d)2+8d|x+ |2 - 2[x +y||* - d) . (6.40)
The root p; of the quadratic equation with “—" sign in place of “£” (6.40) is a negative

number. Since ||x+y||> > 0, we conclude that the only stationary point is the positive root
p* = p; > 0 with “4” sign in place of “£”.

g'(p) is a continuous function with g’(p) — —eoas p — +0and g’(p) — || x+y|*> > 0 as
p — +oo. There is only one p* such that g’(p*) = 0, and therefore for all p < p*, g'(p) <0
and for all p > p*, g’(p) < 0. Hence, p* is a global minimum of g(p).

Since g'(1) = || x+y||*> > 0, we also point out that p* < 1. O

Proof of Theorem 16
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Proof. First, we use VarZ = EZ? — (IEZ)2 which holds for any random variable Z, e.g.
Re (fpois(wax)fpois(w»Y)):

Varppois(a)) (fpois(wvx)fpois(w7)7)) =E (fpois(wax)zfpois(wv)7)2)
— (E (fois (@.X) fpois (@, 7)) (6.41)

We know that (IE (fpois(a),X)fpois(a),y)))2 = K(x,y)?. Since @1, ..., ®, are independent,
fpois (@, x)? Spois (@, y)? can be decomposed into a product of d independent random variables:
2 2 2 2 2 2
fpois(‘o7x) fpois<w7Y) :exp(27td— HXH - HYH H XIYI mlli @
=1

Its expectation is therefore a product of d independent expectations:

QU

E (fpoiS(w>X)2fp0iS<w>Y)2) = exp(2Ad — HX||2 - HYH H (x1y1) 2m%—2m,.

We compute each expectation in the product. First, we rewrite it as a sum:

o5}

20,7 2@ . 2k 4 —2k "y Ak 2k —2k _ ,~A Xz YIZ)“ )
E(xy)? A2 =Y pr(xiy)* A =" )] F(Xzyl AT Z .
k=0 k=0 **

2
The last sum is a Taylor expansion of exp <X L > So we have:

d
E (fpois(wax>2fpois(waY)2) = &Xp <)Ld+)'_l ZXIZYIZ - HXHZ - HY||2> .
I=1
Taking it together with (6.41) results in (6.17). ]

Proof of Theorem 17

Proof. The proof is similar to Theorem 16. First, we use VarZ = EZ2 — (EZ)? which holds
for any random variable Z, e.g. Re (fgeom (®,X) feeom (@,Y)):

Varpgeom(w) (fgeom(max)fpois(w>)’)) =E (fgeom(wvx)zfgeom(wa)’)z)
— (B (faeom (0, %) feeom(®,¥))) (6.42)
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We know that (]E (fpois((x),X)fpois(a),y)))2 — K(x,y)?. Since @1,...,®, are independent,
Fpois (@, x)? Spois (@, y)? can be decomposed into a product of d independent random variables:

d
fgeom(w7x)2fgeom(waY)2 = q_ZdeXp(_HXHZ - ||Y||2) H(wl!)_z((l _Q)_IXZYZ>2wl'
=1

Its expectation is therefore a product of d independent expectations:

d
E (feeom (@,%)° fgeom(@,5)%) = ¢ > exp(—||x|[* = [Iy|I*) [TE(@:) ~2((1 — @)~ 'xsy1)*®".
I=1
We compute each expectation in the product. First, we rewrite it as a sum:

E(@) 2 ((1—q) 'xy,)*® = i pe(k)"2((1—q) "xgy)*
=0

— g Y (K)2((1— g) Py
k=0

The last sum is a Taylor expansion of I(2(1 —q)~/?x;y;) = Ip(2(1 — q)~"/?|x;y;|) (I is an

even function). So we have:

QU

E (fgeom(w,x)zfgeom(Q)?)')Z) = q_dexp(—||x||2 - ||Y||2)H10(2(1 _Q)_%lxlle-
=1

Taking it together with (6.42) results in (6.19). U
(i) ()

We take absolute values |x;y;| instead of just x;y; because the average of x;” and y,

would converge to zero due to different signs and wouldn’t produce any meaningful statistic.

Proof of Theorem 19

Proof. We start with the case M < d. We factorize the variance of .Z1d and ZJ' by
conditioning on the lengths of the used random samples. We have:

Zit= [ var (Z 10040 = .. @090 = )

M
x [T 2 (m)dy: ... dyu.

m=1
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And, similarly:
Figt = [ Var (Z 10| =i, @ | = yy )
R

M
< [T 2Gm)dyi ... dyu

m=1

where & is the probability density function for the distribution Q. We use the fact that in
both scenarios of i.i.d. samples and an block-orthogonal samples, the lengths of vectors o)
are sampled from the same distribution Q independently from their directions and from each

other. Therefore, we have:

M
Var(Zy) = Var(Z3) = [ TOrcooom) [T 20m)dv.dyw, (643)
m=1
where
T(O1,-ooom) = Var (Z3 @D =y |0 = yy ) -
Var (Z37 0] = ya..... @] = 3

Since the lengths of the samples are chosen independently from their directions, we conclude
that:

. N . 1 M
Var (Z5 @] = ... [ @4 = 3y ) = Var (M ) Ziff>
m=1

and

Var (ﬁsort w(ort,l) =V, o = ):Var - ort :
7l =1, [0 (| =y} Mﬂ; m

where Zlid = 4, ((@(14m)Tz/||@4m)||) and Z" = &, (@) Tz/||@Ctm))).
Thus we have:

| LA R
7(Y1,~-,YA0 ::\ku'<jz 2: Z#d) __\kul<jz 2:AZ$i> . «i44)

Now, by the similar analysis as in the proof of Theorem 11, we obtain for g ~ .47(0, l)d:

S W 2K 2% 2%
Y., axw (m)azer (ymy) 12 T E([| @] T)E( @)

4
T()’l;--w)’M) R arE
M?(d+2) my<my ! k'=1
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% E(g1 )E(ngﬂ) 4 Z
g o) T,
E(\/g++g +g
- E(|@[*)E \ E(|@[*)E()
Y ani(ymy) |2 Y aoi(ymy)l|z]* —r
k=1 E( g1_|_ +gd k=1 E( /g%_|__|_g§ )
4
=—— -7 Fy (0
M (d+2) ml;m2 yml yml )’m2 ) ymz( d))

where %,(z) =E¥ (u'z,y), u ~ Unif(74"1).
We conclude that:

Var(Z19) — Var(Z0) )>m /}R Y (%, (2)—F, (04)

d
my<mp

(P, (2) = Fy,, (00)) [T 2 m)dyr - dyns = M—z(:; +2) (AQ

m=1
X /Rz(ﬂ)ﬂ (2) = F,(04))(Fy, (2) = Fy,(04)) P (y1) P (y2)dy1dy2
B 2M—-1), o
= m@* (z) — Z(04))%,

That completes the proof for the case M < d. The case M > d, M /d integer, is considered in
the same way as in Theorem 11. 0

Proof of Theorem 20
Proof. We have:

2

0<Z=exp (—H\/—Aw—

B B> 5
—x|| ——|Ix||"+C|x
2 2

B x|+ |yl
—ﬂmﬁWMQSa%JU—ﬁi)m%>

4A

B
X exp (—H —A 2\/__Ay

where the last inequality follows from B = /1 —4A, C = —1 (Theorem 13).
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Define: Y = Z—E[Z]. Note that: E[Y] = 0. Furthermore, from (6.45), we get: —K(x,y) <
2 2
Y < exp(—%) — K(x,y). The following is true:

Yit:+ Yy

P(ReFoe — K(x.y) ) = (15

28) =P(Y1+---+Yy > Me),
where Y1, ...,Y)s are independent copies of Y. We complete the proof of the first part of the
theorem by applying Hoeffding’s inequality (Hoeffding, 1994) for the equation above which
can be applied since Y,,’s are zero-mean and bounded.

The second part of the theorem follows directly from the exact same method as applied
in the proof of Theorem 18, e.g. we condition on the lengths of the sampled vectors @),
combined again with the analysis from Theorem 10 but this time for higher moments. In
this modification, we also use the simple bound A > 0 instead of (4.28) from the proof of
Theorem 10. A critical difference from PosRFs in this case is that GERFs with A < 0,7 = +1
are bounded resulting in the moment generating function .#7(-) being well-defined. N

Proof of Theorem 21

Proof. The proof is similar to the proof of Claim 1 from (Rahimi and Recht, 2007). Note
that in the standard self-attention mechanism, queries and keys are renormalized by the
multiplicative factor: d~'/* Thus denote: x =d~'/4Q; and y = d~'/*K j- Note that
1x||,|ly]| <d~'*R. Consider a vectorz =[x,y '] € R*. Note that: ||z|| < v/2d~'/*R.
By the analogous analysis as in Claim 1, we cover the ball with the center at 0,; and
radius \/Ed*I/A'R with €-net of at most <4T’,)>2d balls of radius ¢ for p = \/Edfl/de. If Ly
denotes the Lipschitz constant of f (in the notation from (Rahimi and Recht, 2007)), the
straightforward calculations lead to:

1 1
L < maxexp (3 (14 5 ) (1% + I¥1%) ) max (2112 + 20y + 4E ] ]),

X,y 2 2A
where @ ~ .#(0,1)?. Thus we have: ELJZC < ¥%, where: y = /b (5—2 +d2>. Using

Theorem 20, we also notice that we can get analogous inequality as (6) from the proof of
Claim 1 in (Rahimi and Recht, 2007), but for (reusing the notation from (Rahimi and Recht,

2007)) D = 4M maxy y eXp (W) = 4M exp (%). Thus, replacing (a) o, with ¥,

(b) D with 4M exp ( %) (c) d with 2d and (d) diam(.) with b in the statement of Claim
1, we obtain Theorem 21. ]
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Appendix 6.B Experimental details for Performer setups

Natural language processing

Pretraining was done on two publicly available datasets (Table 6.6). Following the original
masked language modelling Transformer training (Devlin et al., 2018), we mask out 15% of
random tokens in these two datasets, and train to predict the masked tokens as described in
Section 2.2.3. We used the same hyperparameter setup for all baselines. The hyperparameters
for pretraining are shown in Table 6.5.

Table 6.5 Hyperparameters for the models used in the natural language modelling experiment.

Parameter Value
Number of heads (h) 12
Number of hidden layers (s) 12
Hidden layer size (dhiq) 768
# of tokens (L) 512+ 1 (class token)
Batch size 256
M 256
Pretrain steps M
Dropout probability (Srivastava et al., 2014) 0.1
Optimizer Adam (Kingma and Ba, 2015)
Learning rate 10~
Compute resources 64 TPUs

Table 6.6 Datasets used for pretraining in the natural language modelling experiment.

Dataset # tokens  Average document length

Books (Zhu et al., 2015) 1.0B 37K

Wikipedia 3.1B 592
Speech modelling

Hyperparameters are reported in Table 6.7.

Image recognition

The image recognition experiments follow Section 4 in (He et al., 2021), where we use a ViT-
Large (Table 6.11) and the same setup for training from scratch (Table 6.10) and uptraining
(Table 6.9) as for the baseline from (He et al., 2021) trained with the exact self-attention
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Table 6.7 Hyperparameters used in the speech modelling experiment.

Parameter Value
Number of heads () 4
Number of hidden layers (s) 17
Hidden layer size (dhiq) 256
# of tokens (L) 512
Batch size 256
Dropout probability (Srivastava et al., 2014) 0.1
Optimizer Adam (Kingma and Ba, 2015)
Learning rate 1074
Compute resources 64 TPUs

(Table 6.8). Note that the fine-tuning setup has a shorter schedule which tests the adaptability
of low-rank attention variants to the exact self-attention.

The ablations over sequence lengths are conducted by training from scratch and use
ViT-tiny model (Table 6.12). Different sequence lengths are derived by adjusting the input
size and the patch size which results in a different number of patches (Table 6.13).

Table 6.8 Hyperparameters used for pretraining in the image recognition experiment.

Parameter Value
Batch size 4096
Optimizer AdamW (Loshchilov and Hutter, 2017)
Base learning rate 1.5x 1074
Weight decay (Loshchilov and Hutter, 2017) 0.05
Optimizer momentum (Loshchilov and Hutter, 2017) P, B> =0.9,0.95
Learning rate schedule (Vaswani et al., 2017) cosine decay
Warm up epochs (Vaswani et al., 2017) 40

Compute resources 64 TPUs
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Table 6.9 Hyperparameters used for uptraining in the image recognition experiment.

Parameter Value
Batch size 1024
Optimizer AdamW (Loshchilov and Hutter, 2017)
Base learning rate 1073
Layer-wise learning rate decay 0.75
Weight decay (Loshchilov and Hutter, 2017) 0.05
Optimizer momentum (Loshchilov and Hutter, 2017) Bi, B2 =0.9,0.999
Learning rate schedule (Vaswani et al., 2017) cosine decay
Warm up epochs (Vaswani et al., 2017) 5
Training epochs 50
Compute resources 64 TPUs

Table 6.10 Hyperparameters used for training from scratch in the image recognition experi-
ment.

Parameter Value
Batch size 4096
Optimizer AdamW (Loshchilov and Hutter, 2017)
Base learning rate 1074
Layer-wise learning rate decay 0.75
Weight decay (Loshchilov and Hutter, 2017) 0.3
Optimizer momentum (Loshchilov and Hutter, 2017) B1,B2=0.9,0.999
Learning rate schedule (Vaswani et al., 2017) cosine decay
Warm up epochs (Vaswani et al., 2017) 20
Training epochs 200
Compute resources 64 TPUs

Table 6.11 Parameters of ViT-Large.

Parameter Value
Number of heads (/) 16
Number of layers (s) 24

Hidden layer size (dhiq) 1024

Table 6.12 Parameters of ViT-Tiny.

Parameter Value
Number of heads (h) 3
Number of layers (s) 12

Hidden layer size (dhiq) 192
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Table 6.13 ViT sequence length (number of patches) and the image input mapping.

Patches Image input length L

8x8 224 41 (class token)
16 x 16 224 + 1 (class token)
32 x32 224 41 (class token)
40 x 40 240+ 1 (class token)
44 x 44 220+ 1 (class token)




Chapter 7

Conclusions

7.1 Summary of contributions

This thesis is dedicated to a relatively young field (which emerged in 2020) of random feature
self-attention approximation in long sequence Transformer networks. To our knowledge,
this thesis summarizes all advances in this subject at the moment of writing. The main
idea is to express the unnormalized self-attention matrix through a Gaussian kernel and use
random features to approximate that kernel matrix as a randomized low-rank matrix which
can be applied efficiently as a linear map (see Chapter 3). Notably, the approximation of
the unnormalized self-attention is unbiased which allows the improvement of precision by
increasing the number of samples, i.e. the number of random features. We start off using
the well-known trigonometric random features (TrigRFs) with variance reduction through
block-orthogonal random vectors in Chapter 3. We refer to the resulting block-orthogonal
TrigRF-based mechanism for self-attention approximation as FAVOR (Fast Attention Via
Orthogonal Random features) and to the resulting efficient modification of Transformer as
Performer.

Next, we encounter a problem that trigonometric random features lead to an approx-
imation with negative matrix values. This leads to inconsistencies with the definition of
self-attention as positive normalized weights and results in unstable training in some large-
scale setups. We address the problem with a theoretical insight: positive random features
(PosRFs) which allow an unbiased approximation of the Gaussian kernel which is strictly
positive (Chapter 4). We provide a theoretical evaluation of these new random features,
showing that block-orthogonal random vectors also reduce the variance in this case even
in the non-asymptotic sense as it is for TrigRFs. However, we don’t find a way to prove
concentration bounds for PosRFs since these random features are unbounded. We refer to
the block-orthogonal PosRF-based mechanism for self-attention approximation as FAVOR+
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(positive FAVOR). We demonstrate that this mechanism can be trained in the language
modelling setup where FAVOR is completely unstable and doesn’t train at all.

Our final iteration over random feature improvements is chef’s random tables and FA-
VOR++ in Chapter 6. We come up with many new types of random features for the Gaussian
kernel which are all grouped under the name of chef’s random tables (CRTs). CRTs consist
of two subclasses: generalized exponential random features (GERFs) and discretely-induced
random features (DIRFs). GERFs are a superclass containing TrigRFs and PosRFs as special
cases. This class is parametrized by two scalar parameters. A subset of these parameters
corresponds to a general family of positive-valued random features. By minimizing the
variance of these positive-valued variants in a closed form, we discover optimal positive
random features (OPRFs) which have a strictly smaller variance for Gaussian kernel estima-
tion than PosRFs. DIRFs are based on the unbiased approximation of the Taylor series and
intriguingly are induced by discrete random distributions rather than multivariate Gaussians
as in GERFs. Special instantiations of the discrete probability distributions result in Poisson
random features (PoisRFs) and geometric random features (GeomRFs). We evaluate all the
newly proposed random feature variants and find that OPRFs work best among all variants
including TrigRFs and PosRFs. Further, OPRFs appear to possess fruitful theoretical prop-
erties: positivity and boundedness. Positivity, in particular, allows proving strict variance
improvements when using block-orthogonal random vectors similar to PosRFs. Using bound-
edness we can prove tight exponential concentration bounds around the Gaussian kernel and
a uniform concentration around the unnormalized self-attention matrix when ORPFs are used
in Transformers. Analogously to FAVOR and FAVOR+, we propose FAVOR++ which is a
new mechanism for self-attention approximation based on OPRFs with block-orthogonal
random vectors. We evaluate FAVOR++ and demonstrate its superior performance compared
to its predecessor FAVOR+. We recommend using FAVOR++ for practitioners.

Finally, we show that the proposed low-rank self-attention mechanism has several intrigu-
ing extensions. First of all, the mechanism can be extended to the efficient approximation
of causal self-attention when the unnormalized self-attention matrix is masked by a lower-
triangular matrix of ones (Section 3.3). The generalization of that is taking arbitrary masks
which can be applied efficiently as linear maps, resulting in masked self-attention (Section
4.5). Furthermore, we show that the random feature method can be extended to generalized
attention (GA), where we use arbitrary mappings to produce low-rank matrices instead of
those resulting in the unbiased approximation (Section 3.6). We also show that different
types of random features can be combined into hybrid variants which can work efficiently in
both small and large angle regimes (Section 6.2). Finally, we dedicate a lot of discussion to

memory-efficient versions of Performers (SLiM Performers, Chapter 5) which have a very
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small memory consumption under almost the same amount of computing. The idea is to use
causal generalized self-attention and change the order of computations.

For each proposed method, this thesis presents extensive empirical evaluations in real-life
large-scale learning setups and thorough theoretical analysis.

7.2 Open questions

We state the following open research questions about extensions of the method proposed in
this thesis:

1. How can we further reduce the variance of Gaussian kernel estimation, both under the
positivity restriction and not? Some concrete pointers in this direction are that

(a) we still don’t know the optimal closed form solution which minimizes the variance
of GERFs in the most general case of complex A,B,C,D and r € {—1,+1} (6.13);

(b) we don’t know what is the optimal choice of the discrete distribution {p;};_
in DIRFs (Section 6.4) instead of special cases such as a Poisson or geometric

distribution.

These or other improvements can lead to a new iteration of efficient self-attention

approximation mechanisms, e.g. FAVOR#.

2. For the existing random feature mechanisms such as TrigRFs, PosRFs, and OPRFs,
can we improve concentration bounds discussed in this thesis, i.e. Theorems 3, 4,
6, 8, 19, 20, 21?7 In particular, can we improve upper bounds on the variance of
block-orthogonal feature variants compared to i.i.d. variants (Theorems 3, 8, 19)? Can
we get non-asymptotic variance improvements for TrigRFs (Theorem 3)? Can we
improve concentration probability bounds by getting a multiplicative improvement in
Theorem 8 instead of additive? Can we get left-tail concentration results for PosRFs
and OPRFs? Currently, we can only provide right-tail concentration (Theorems 8§, 19),
that is guarantees for the approximated values not be too large. Perhaps, the novel
concentration bound techniques developed in (Chamakh et al., 2020) could be useful

for answering these questions.

3. The current version of CRTs only supports noncausal self-attention since the statistics
(6.15,6.18,6.20) are aggregated over all values of x() and y) and then used for
random feature parameter inference. This is incompatible with the causal self-attention
since, when processing x(!) = d~1/4Q;, we cannot see the “future”, namely elements
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yU) = d-1/4K j for j > i. Therefore, a natural open question is whether it is possible
to extend CRTs to causal self-attention. One simple heuristic is to reuse statistics
(6.15,6.18,6.20) from the previous instance or batch during training. However, is there
a more holistic theory-guided approach?

. Another fruitful direction is a search for new attention kernels under the umbrella

of generalized attention (Section 3.6) which would result in a better downstream
performance compared to the standard self-attention (Section 2.2.2). We have already
given an example of the Performer-ReLLU which outperforms the vanilla Transformer
in the protein modelling task (Figures 3.9, 3.10), however these results don’t generalize
to other applications. Random features for some kernels were shown to be compatible
for energy- and computation-efficient evaluation on optical processing units Wacker
(2022). It would be, therefore, an interesting direction to evaluate such kernels in
Transformers which are notoriously known for their high computation and energy costs
Li et al. (2020).

We believe these theoretically-flavored open questions can have elegant solutions which

would lead to improvements in impactful real-life applications of Performers.
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