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EPIGRAPH

The only real validation of a statistical analysis, or of any scientific enquiry,
is confirmation by independent observations.

—Frank Anscombe
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ABSTRACT OF THE DISSERTATION

Parallel Boosting and Learning from Diverse Datasets

by

Julaiti Alafate

Doctor of Philosophy in Computer Science

University of California San Diego, 2020

Professor Yoav Freund, Chair

This thesis is a study of boosting. It consists of two parts. In the first part, we develop
a new way of parallelizing boosting. In the second part, we apply boosting to the problem of
bathymetry data editing and study the issues of experimental design for diverse datasets.

The first part of this thesis presents a parallel boosting algorithm that achieves a significant
speedup while keeping a small memory footprint. It combines two novel techniques. One is a
method for parallelization with weak synchronous requirement which we call “Tell Me Something
New” (TMSN). The other is a method we call stratified weighted sampling that significantly
reduces the I/0 load of boosting.

We implemented our algorithm using the Rust programming language and demonstrated
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its superior performance when memory size is limited. Our experiments show a 10-100x
speedup over two of the popular implementations of boosted trees, XGBoost [CG16] and Light-
GBM [KMF17], when training data is too large to fit in memory.

The second part of this thesis involves a project that uses boosting as an aid in the
bathymetry data editing. Bathymetry is a study of the depths and shapes of underwater terrain.
The objective of our project is to create a binary classifier that separates the correct depth measures
from the incorrect ones. Our experimental results challenge the standard assumption that training
and testing samples are both drawn i.i.d. from a fixed distribution.

First, we examine spurious correlation, where some training and testing samples are
similar to each other because they are duplicates, near-duplicates, or sequentially collected. A
simple memorization-based model could achieve a low in-sample validation error in these cases,
but its out-of-sample test error is much worse.

Second, we examine data diversity, in which datasets are not diverse enough to be
representative. It happens when the feature dimension is so high that collecting a representative
sample is difficult. The models trained in these cases perform poorly on a new test set collected
separately because of the domain shift problem.

Lastly, we propose an alternative framework from the perspective of experimental design

and present a case study with modeling bathymetry data editing.
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Chapter 1

Introduction

In this thesis, we study boosting and its application. Boosting [FS97, SF12], and in
particular gradient boosted trees [FriOl], are some of the most popular learning algorithms
used in practice. There are several highly optimized implementations of boosting, among
which XGBoost [CG16] and LightGBM [KMF'17] are two of the most popular ones. These
implementations can train models with hundreds of trees using millions of training examples in a
matter of minutes.

The thesis is organized in two parts.

In Part I, we present a parallel boosting algorithm. It addresses a significant limitation
of the existing boosting algorithm that all of the training examples are required to store in the
main memory. Some workaround has been proposed. For example, XGBoost can operate in the
disk-mode, which makes it possible to use machines with smaller memory than the training set
size. However, it comes with a penalty in much longer training time.

We present a new implementation of boosted trees'. This implementation can run effi-
ciently on machines whose memory sizes are much smaller than the training set. It is achieved

with no penalty in accuracy, and with a speedup of 10-100x over XGBoost in disk mode.

I'The source code of the implementation is released at https://github.com/arapat/sparrow.



Our method is based on on the observation that each boosting step corresponds to an
estimation of the gradients along the axis defined by the weak rules. The common approach to
performing this estimation is to scan all of the training examples so as to minimize the estimation
error. This operation is very expensive especially when the training set does not fit in memory.

We reduce the number of examples scanned in each boosting iteration by combining two
ideas. First, we use early stopping [Wal73] to minimize the number of examples scanned at each
boosting iteration. Second, we keep in memory only a sample of the training set, and we replace
the sample when the sample in memory is a poor representation of the complete training set. We
exploit the fact that boosting tends to place large weights on a small subset of the training set,
thereby reducing the effectivity of the memory-resident training set. We propose a measure for
quantifying the variation in weights called the effective number of examples. We also describe an
efficient algorithm, stratified weighted sampling.

We implemented a new boosted tree algorithm with these three techniques, called
Sparrow. We compared its performance to the performance of XGBoost and LightGBM and
show that Sparrow can achieve 10-20x speed-up over these existing algorithms especially in the
limited memory settings.

In Part II, we use boosting as an aid in the bathymetry data editing, and explore the flaws
of the common assumption on how training and testing samples are generated.

Bathymetry is a study of the depths and shapes of underwater terrain. The learning
objective is to create a classifier that distinguish correct depth measures from the incorrect ones.
The bathymetry editing data is a large-scale, multi-source dataset. In this project, we use a
subset of the full data as our dataset. This dataset is over 100 GB in size. The examples in the
dataset comes from multiple research institutions. Preliminary study shows that the samples from
different data sources differ from each other statistically.

Our experiment results challenge the common consensus in machine learning that if the

training data size is sufficiently large, the trained model would generalize well to the unseen



samples. The assumption underneath is that the training and testing samples are both i.i.d. from a
fixed distribution. We study two problems when this assumption is not suited in practice.

First, we examine spurious correlation, which is a challenge to the “independence”
assumption. Depending on how the data is collected, some training and testing samples are highly
correlated to each other, because they are duplicates, near-duplicates, or sequentially collected. A
simple memorization-based model could achieve a low in-sample validation error in these cases,
but its out-of-sample test error is much worse.

Second, we examine data diversity, which is a challenge to the “identically distributed”
assumption. It happens when the feature dimension is so high that collecting a representative
sample is difficult. The models trained in these cases perform poorly on a new test set collected
separately because of the domain shift problem.

Lastly, we propose an alternative framework from the perspective of experimental design

and present a case study with modeling bathymetry data editing.

1.1 Preliminaries

Let x € X be the feature vectors and let the output be y € Y be the associated label or class.
In this thesis, we assume binary classification task, i.e. ¥ = {0, 1}. For a joint distribution D over
X x Y, our goal is to find a hypothesis H : X — Y from a hypothesis class # that could achieve

small error:

errp(H) = Py [ (v, H(x))],

where the error function / : Y x ¥ — R quantifies the difference between the prediction H(x) and
the true label y. One typical error function is O-1 loss /(¥,y) = 1 (§ # y).

As in the typical setting of supervised learning, the input to the learning algorithm is
the training set S = {(x1,y1), (x2,2), .., (Xs,yn) } of n samples, where (x;,y;) € S is drawn i.i.d.

(independent and identically distributed) from 2. Optimizing the performance of / on the training



set is not of much interest because we want & to perform well on unseen data. To do this, we need
a test set, a separate set of labeled examples from the training set. If the two sets are completely
independent from each other, predicting the labels of the test set using the training set is not
possible. In general, we assume both training and testing examples are randomly sampled from
a fixed but unknown distribution 2. Thus the objective of supervised learning algorithms is to

minimize the expected loss E, ,)p[l(A(x),y)], which also known as generalization error.
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Chapter 2

An overview of boosting

We start with a brief overview of boosting. Boosting is a big and fascinating subject. This
chapter highlights the topics that related to this thesis. For more detailed review and analysis of

boosting, readers are referred to [SF12].

2.1 Strong and weak learnability

The intuition of boosting algorithms is to construct an accurate hypothesis H by combining
the predictions of multiple “weaker” hypothesis 4;, each of them just needs to be at least slightly
better than random guessing on the examples on which it was trained [SF12]. Before describe

boosting algorithms in detail, we first need to describe weak and strong learnability.

Definition 1 A class # is strongly PAC learnable if there exists a learning algorithm A such that
for any distribution D over the instance space X, and for any ¢ € H and for any positive value
of € and 3, algorithm A takes as input m = m(g,d) examples (x1,c(x1)), ..., (Xm,c(xm)) where x;

is chosen independently at random according to D, and produces a hypothesis h such that

Plerr(h) > €] <9,



where err(h) is the generalization error of h with respect to distribution D.

Definition 2 A class H is weakly PAC learnable if for some 7> 0, there exists a learning
algorithm A (often referred as Y-weak learner) such that for any distribution D over the instance
space X, and for any ¢ € H and for any positive value of 8, algorithm A takes as input m = m(g, )
examples (x1,c(x1)), ..., (Xm,c(xm)) where x; is chosen independently at random according to D,

and produces a hypothesis h such that
Plerr(h) > €] <9,

_ 1
where € = 5 — .

The only difference between weak and strong learnability is the relaxation to €. In strong
PAC learnability, € can be arbitrarily small (yet positive), thus the learning algorithm is required
to achieve arbitrarily small error as the number of training examples increases. In weak PAC
learnability, we drop this requirement and fixed € to % — 7, thus the learning algorithm is only
required to have a small “edge” over random guessing.

Astonishingly, the weak and strong learnable models are equivalent such that the weak
learners could be “boosted” into the strong learners. This is the promise of any boosting algorithm.
The first provable boosting algorithm was proposed by [Sch90]. In next two sections, we describe

two of the most popular variates of the boosting algorithm.

2.2 Confidence-rated boosting

In this section, we describe the confidence-rated boosting algorithm under the AdaBoost
framework (Algorithm 9.1 on the page 274 of [SF12]).

We are given a set H of base classifiers (weak rules) h: X — [—1,+1]. We want to



generate a score function, which is a weighted sum of T rules from H:

Hr (%) = (; (X,h,()?)) .

The term @, is the weights by which each base classifiers contributes to the final prediction, and
is decided by the specific boosting paradigm.

Finally, we have the strong classifier as the sign of the score function: Hy = sign(Hr).

AdaBoost can be viewed as a coordinate-wise gradient descent algorithm [MBBF99].
The algorithm iteratively finds the direction (weak rule) which maximizes the decrease of the
average potential function, and then adds this weak rule to H7 with a weight that is proportional
to the magnitude of the gradient. The potential function used in AdaBoost is ®(¥,y) = e ®y,
Other potential functions have been studied (e.g. [FriO1]). In this work we focus on the potential
function used in AdaBoost.

We distinguish between two types of average potentials: the expected potential or true

potential:

The ultimate goal of the boosting algorithm is to minimize the expected potential, which
determines the true error rate. However, most boosting algorithms, including XGBoost and
LightGBM, focus on minimizing the empirical potential </1\>(Ht), and rely on the limited capacity
of the weak rules to guarantee that the true potential is also small. In Chapter 4, we present a
different approach by using an estimator of the true edge (explained below) to identify the weak

rules that reduce the true potential with high probability.



Consider adding a weak rule 4; to the score function H;_{, we get H; = H;_1 + 0;h;.

Taking the partial derivative of the average potential & with respect to o; we get

— CI)(Ht_l + OC,h) = E(iy)’v@rq [h()?)y] 2.1

where

D
exp (—H;—1(X)y), 2.2)

and Z; | is a normalization factor that makes D, | a distribution.
Boosting algorithms performs coordinate descent on the average potential where each
coordinate corresponds to one weak rule. Using equation (2.1), we can express the gradient with

respect to the weak rule 4 as a correlation, which we call the true edge:

Ye(h) = corrg,_, (h) = Ezy)~m,_, [R(X)y]. (2.3)

Given n 1.i.d. samples, an unbiased estimate for the true edge is the empirical edge:

n
e . —_— W
Yt(h) = COITp, 1 Z 7 l xl yla (2.4)
i=1%1-1
where w; = e Vifli-1 (%) and Z;—1 =Y w;. For clarity, we overload the notation and use 7; and ;

to denote Y;(h) and ¥;(h), respectively.

We can decompose 4; as follows:

Z

n

iwl ZWI -xl 75)’1)

=(1—¢&)—&=1-2¢,



Given: (x1,y1),...,(Xm,ym) Where x; € X,y; €Y.
Initialize: wgl) =l1fori=1,...,m.
Fort=1,2,...,T:

(®)
w; t) . . .
7~ Where Z; =}, wg ) is a normalization factor.

1. Compute a distribution D, with regards to wfl): D, (i) =
2. Train weak learner using distribution D;.

3. Get weak hypothesis /; : X =Y.
4

. Aim: select i, with low weighted error:
& = Pinp, [ (xi) # il

5. Choose o, = 11n (]7—8’)

&

@)}

. Update, Fori=1,...,m:

wng) = wl@ exp(—oyyihy (x;)).

Output: the final hypothesis:

T
H(x) = sign (Z oy (x))
=1
Figure 2.1: The boosting algorithm AdaBoost for binary classification.

where €& is the weighted training error defined as & = Pip, [ (x;) # yi]. Thus a weak rule with a
large empirical edge also achieves low training error.

The pseudo-code for AdaBoost is given in Figure 2.1. In each iteration ¢, the weak
learner trains a new weak rule that aims to achieve low weighted error € with regard to sample
distribution D,. The new weak rule /; is then added to the ensemble (the final hypothesis) with a
weight factor that derives from its (weighted) error rate on the training data. At the end of each
iteration, the distribution will be adjusted to “skew” towards examples that are difficult to predict.

Intuitively, AdaBoost always concentrates on the harder part of the training data in every
iteration. It focuses the weak learners on the examples that previous weak rules cannot perform
well, by skewing the sample distribution towards (or putting more weights on) the examples that
are difficult to predict by current hypothesis. The difficulty of an example is quantified by its

margin, yH (x), which we will revisit in Section 2.3.

10



2.2.1 A bound on the training error

One of the key condition of a good learning model is fitting the training data, or achieve
low training error. Theorem 1 shows that in AdaBoost, the training error drops exponentially fast
as the size of the combined weak rules increases as long as the weak rules are slightly better than

random guessing, i.e. Vt,y; > 0.

Theorem 1 (From Theorem 3.1 of [SF12], Page 54) Let D be an arbitrary initial distribution
over the training set. The weighted training error of the final hypothesis H with respect to D1 is

bounded as
T T
Piopy [H(x:) #yi) <TT/1-4% <exp <—2 Zv%)
=1 =1

Theorem 1 justifies the criteria for selecting /4, (Step 4 in Figure 2.1) that selects the weak
rule with large enough edge y; (or low weighted error €;). It also shows that it is not necessary to

select the weak rule with the largest edge to gain the exponential rate.

2.3 From AdaBoost to gradient boosting

In last section, AdaBoost is presented as a loss minimization problem, specifically

minimizing a particular exponential (loss) function ®(%,y) = ¢~

Y. The initial design of
AdaBoost [FS97] is not for this purpose. However, the advantage of this interpretation is that it
provides a unified framework to explore and improve the various flavors of boosting algorithms.
In this section, we further examine AdaBoost as loss minimization, and then briefly overview
how it can be generalized to other potential functions and optimization algorithms.

In binary classification, the objective is to minimize the number of mistakes. The most

direct approach to achieve it is using the 0-1 loss function, which derives following total loss

function
m m

LH)=Y 1(H(x)#y) =) 1(yH(x)>0).

i=1 i=1
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AdaBoost: exp(—margin)
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Loss
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Figure 2.2: An illustration that justifies optimizing the exponential loss. AdaBoost optimizes
the exponential loss over the margin. Margin is the product of the true label and predicted label
yH (x). The objective of the learning algorithm is to minimize the loss function by pushing
examples to the right. Since the 0-1 loss is a step function and hard to optimize directly, some
upper bound on it, e.g. the exponential loss, is used in optimization. The bars for number of
examples are scaled to fit in the image.

As previously mentioned, the product of the true label and predicted label yH (x) is called margin.

Unfortunately, 0-1 loss is a step function, which has derivative zero at all points other than
at zero (where the derivative is undefined). Optimizing such function is difficult. To address this
problem, an upper bound of the 0-1 loss could be used instead. In Figure 2.2, we illustrate using
the exponential loss over the margin, L(H) = Y, exp (—y;H (x;)), as an upper bound for the 0-1
loss. It also visually shows the dynamics of the examples in terms of their margins during the
boosting iterations. Intuitively, minimizing the loss functions pushes the examples to the right
end of the horizontal axis, and increases their margin.

Once the loss function is defined, the next step is to search for the model parameters that
minimize its value. Recall that the model output by AdaBoost in Figure 2.1 is in the form of

(omitting the sign function) Hr (x) = Y'__| o,k (x). For simplicity, consider a finite-size hypothesis
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class H = {hy,hy,...,hy}. We can re-express the output model Hr(x) as
m
H?u(x) = Z }"jhj(x)>
=1

for some set of weights A. AdaBoost effectively learns the right weights A by adjusting one
Aj in each iteration. This algorithmic technique, in a more general sense, is coordinate de-
scent [FHHT07].

In AdaBoost, each iteration of the coordinate descent completes two tasks. First it decides
the next “coordinate” to adjust using Equation 2.3, which finds some 4; with a large edge. Then it
decides the proper weight adjustment o, by taking the partial derivative of ® with respect to 4,

which gives
12—y

o (h) = %m (2.5)

2.3.1 Gradient boosting

We analyzed AdaBoost as a coordinate descent algorithm optimizing an exponential
loss function. This analysis allows to generalize AdaBoost and derive more general forms of
boosting algorithm. This leads us to gradient boosting [FHT00]. Without going to much details,
if we replace the exponential loss function with, as an example, cross entropy, and use gradient
descent instead of coordinate descent, we can derive LogitBoost. Modern boosting packages
like XGBoost [CG16] and LightGBM [KMF17] often support a variety of loss functions, or
allow users to define a custom loss function (and its derivative). It enables boosting to be a highly

versatile learning algorithm and applied widely in industry (e.g. [HPJ " 14a]).
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2.4 Bounding the generalization error

Boosting is well-understood theoretically. In Section 2.2.1 we describe how fast the
training error drops while more weak rules are being added to the additive model. In this section,
we describe a bound on the generalization error of AdaBoost in terms of the margins of the
examples. Let the convex hull co(H) of the hypothesis class H be the set of all mappings that

can be generated by taking a weighted average of the hypothesis from #:

T T
co(H) = {f:x»—> Zoc,h,(x) \al,...,aTZO;Za,:l;hl,...,htE}[,Tz 1}.
=1 =

=1

Note that the set of all possible additive models generated by AdaBoost is a subset of co(H ).

Theorem 2 (From Theorem 5.1 of [SF12], Page 98) Let D be a distribution over X XY, and let
D be the similar distribution over the training set. Assume that the hypothesis class H is finite,
and let 8 > 0. Then with probability at least 1 — 8 over the random choice of the training set,

every weighted average function f € co(#) satisfies the following bound

forall © > +/(In|#H]) / (4m).

As mentioned above, the generalization error is equivalent to the the term on the left.
Theorem 2 says that for any f € co(#), the generalization error is small if the margins of the
training examples are sufficiently large (larger than 0) for f. As one may expect, the tightness of
the bound improves if the hypothesis class is small and the training sample size is large.

A generalization bound in the similar form also exists if the hypothesis class # is infinite,
in which case the complexity of the hypothesis class can be measured by its VC dimension. For

more analysis on the generalization bounds of AdaBoost, readers are referred to [SF12].
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Chapter 2 through Chapter 7 contain material from the Conference on Advances in Neural
Information Processing Systems, 2019 (“Faster Boosting with Smaller Memory,”, Alafate and

Freund). The dissertation author was a primary investigator and author of this paper.
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Chapter 3

Paradigms of distributed learning

Learning gigantic models on massive data has been a trend in recent years'. Ever larger
learning models and training sets call for ever faster learning algorithms. On the other hand,
computer clock rates are unlikely to increase beyond 4 GHz in the foreseeable future. As a result
there is a keen interest in distributed, parallelized machine learning algorithms [BBL12].

There are two main motivations to train learning models in a distributed manner. One
motivation is to address the challenge of storing data. Massive training data (in terms of both
the number of examples and the number of features) is often distributed over multiple machines
because it cannot fit in the memory of single machine. Thus learning models also have to be
trained over multiple machines?. The other motivation to accelerate the training speed by utilizing
more computation resources. In the ideal case, people want to obtain linear performance speed-up
by concurrently executing the computation on multiple machines. However in practice, there are
two reasons that prevent linear performance speed-up. First, message passing over network is

much slower than accessing local memory. As a result, the cost of I/O involved during training

! As of the writing of this thesis, [BMR*20] proposes a new language model GPT-3 with 175 billions parameters
trained on more than 45TB of compressed plain text, which exceeds the size of Microsoft’s massive 17-billion-
parameter Turning-NLG [Ros20] by one magnitude.

2Simple sub-sampling often leads to over-fitting and poor performance on testing data in practice, as showed
in [SF10].
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becomes more expensive. Second, some computers in the system might persistently fall behind
others for various reasons, such as network congestion, latencies due to synchronization, laggards,
and failing computers. As a result, adding more workers to the cluster could result in diminishing

benefits [ZCF10, MIM15].

3.1 Data parallel and model parallel

In large-scale machine learning, both data and model can be large. In the design of a
distributed learning algorithm, we can choose to divide the learning task over data or over model.
Data parallelism divide the learning task over data. It executes same computation on different
segments of data concurrently on different machines. In most cases, some sort of communication
is needed after the computation to aggregate the results generated by data segments. For example,
distributed k-means can be implemented by partitioning data instances into parts, and iteratively,
aggregate each part in parallel on different processors. Model parallelism divide the learning
task over model. It partition the parameters of the model to parts, and update the parts that are
independent from each other in parallel. For example, one can partition the model parameters
of a large neural network to parts, and iteratively, update their weights simultaneously. The two
choices of parallelism are not exclusive and could be used at the same time in the design of a
distributed system.

Perhaps the most straightforward examples of distributed learning is bagging. In bagging,
we train multiple models, each uses a new training set that generated from the original training
set by sampling with replacement. These models could be easily trained in parallel since there is
no dependencies (in terms of computation) between the training tasks.

Many learning algorithms have a sequential nature, meaning that the learning tasks are
expected to proceed in a certain order because of some dependencies between them. For example,

boosting iteration are sequential and each iteration depends on the previous one. For these
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learning tasks, one common approach is based on the bulk synchronous parallel. Specifically to
boosting, one can run the weak learner in parallel in each iteration, but synchronize the states
of all computers before the next iteration starts. Because the consistency is guaranteed over the
boosting iterations, the convergence bounds in the centralized setting still apply in the distributed
setting.

Unfortunately, bulk synchronization does not scale well to more than 10-20 computers
for reasons explained in the next section. There have been several attempts to break out of the
bulk synchronous framework, most notably the work of Recht et al. on Hogwild [RRWN11] and
Lian et al. on asynchronous stochastic descent [LHLL15]. Hogwild significantly reduces the
synchronization penalty by using asynchronous updates and parameter servers. The basic idea is
to decentralize the task of maintaining a global state and relying on sparse updates to limit the

frequency of update clashes.

3.2 Trade-off between consistency and convergence

The most common approach to parallel ML is based on Valiant’s bulk synchronous
parallel (BSP) [Val90]. This approach calls for a set of workers and a master (Figure 3.1, Bulk
synchronous parallel). All works can transit messages with the the master over network. The
system works in (bulk) iterations. In each iteration the master sends a task to each worker and
then waits for its response. Once all machines responded, the master proceeds to the next iteration.
Thus the head node enforces synchronization (at the iteration level) and maintains a state that is
shared by all of the workers.

BSP fits well into the iterative-convergent nature of most learning algorithms. The model
parameters are guaranteed to be consistent by the end of each iteration. Any convergence
guarantees that applies in the centralized setting are also valid in BSP. However, BSP suffers

from the struggler problem. As showed in Figure 3.1, all fast workers must wait for the slowest
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worker to complete before starting the next iteration. As a result, the time it takes to complete
each iteration is up to the the slowest worker (i.e. the struggler).

Another approach is to make workers completely asynchronous. In full asynchronous
parallel, workers communicate with the worker as soon as the computation is completed, without
coordinating or waiting for the slower workers (Figure 3.1, Full asynchronous parallel). The
problem with asynchronous parallel is that some workers could fall arbitrarily behind other
workers. As a result, there is no convergence guarantee for most learning algorithms. Some
notable examples of fully asynchronous learning algorithms include bagging [Bre96], in which the
training tasks on different data samples are embarrassingly parallel, and Hogwild! [RRWNI11],
in which the convergence is achievable because the optimization problem is sparse.

To guarantee the convergence, the delay between the workers has to be bounded. One
approach to this end is stale synchronous parallel (SSP) [HCC™13]. In SSP, the fastest worker
and the slowest worker must not be more than 7T clocks apart, where 7 is the staleness parameter.
The workers still run in an asynchronous manner and at their own pace. However, the fastest is
forced to wait for the slowest worker to catch up if the gap between them is larger than t. The
parameter T controls how much inconsistency is allowed in the system. In that sense, BSP and
full asynchronous parallel could be seen as the special cases of SSP. Specifically, when T = 0,
SSP is effectively bulk synchronous; when T = oo, SSP is effectively full asynchronous.

There is a trade-off between convergence and consistency. In general, the convergence
rate is worse as the consistency across the workers decreases [LSZ09, HCC'13], meaning that
in SSP it would take more iterations for the model parameters to converge if T is large. On the
plus side, [HCC™13] shows empirically that allowing merely a small amount of staleness can
speed-up the training significantly by reducing the delay caused by slow network communication

and waiting for the strugglers.
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Figure 3.1: Comparison between bulk synchronous parallel (BSP) and full asynchronous
parallel. In BSP, all workers synchronize their states at the end of every iteration. This paradigm
fits well into the iterative-convergent nature of most learning algorithms. However, BSP is not
efficient because the time it takes to finish one iteration is decided by the slowest worker (i.e.
the struggler). In full asynchronous parallel, workers communicate with the master without
coordinating with other workers. Thus fast workers no longer need to wait for the strugglers.
The down side is that there is no any consistency guarantee among the workers, in which case
proposing a convergence bound is hard.

3.2.1 Parameter Server

Classic frameworks for distributed computing, such as Hadoop and Spark [ZCF*10], are
based on the bulk synchronous parallel. Thus it is difficult to implement learning algorithms with
more flexible consistency requirements on these systems, such as the TMSN algorithm described
in Section 4. Instead, we use a custom distributed system design that is similar to Parameter
Server.

Parameter Server (PS) [SN10, LAP*14] is a general framework for implementing large-

scale, distributed machine learning systems. The key idea is to store the model parameters in a



distributed hash table that is accessible through the network. PS is especially popular for training
complex models with millions to billions of parameters.

Under the PS framework, the machines are divided into two roles: the servers and the
workers. The servers store different partitions of the model (i.e. different subsets of the model
parameters). The workers store different chunks of the training data. The servers and the workers
communicate through the push and pull interfaces. The workers pull the model parameters as
needed from the servers that store them, compute the (partial) model updates using its local data,

then push the updated parameters to the servers.

3.3 The I/O bottleneck in parallel learning

In this section, we present a benchmark test we did on Amazon Web Services (AWS) to

justify the design of our parallel boosting algorithm.

3.3.1 Network bandwidth

We start with a benchmark test for the network speed on AWS.

We created a cluster with 25, 50, 75, and 100 instances. The instance type is c4.large.
We measure the time it takes to transmit a packet, network throughput, and the packet loss rate.
There are two types of UDP packets being communicated. The first type of packet are called the
workload packet. The workload packets are fixed-size (64 KB). It contains meta data including
the source machine IP, the destination machine IP, and the timestamps when the packet was sent
out and received. It also contains a randomly generated string to be exactly 64 KB in size. The
second type of packet is called the echo packet. It contains the same meta data as the workload
packet, but does not contain the random string. The echo packet is sent out from a destination
machine to a source machine after a workload packet was received, so that we can confirm the

transmission is successful.
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Figure 3.2: The disk loading speed on AWS ranges from 1.2 GB/s to 2.4 GB/s. Loading speed
of the various-size files with random bits. The loading speed is less stable when the file size is
small. If the same file is being read multiple times, the later reads could load 2x faster probably
because of the page cache.

We run the program in two separate threads. A Sending Thread sends out the workload
packets. Iteratively, the program sends a workload packet to every other machines in the cluster,
and print a message in the log. After that, the thread sleeps for 7' seconds to keep intervals
between sending out two consecutive packets. A Receiving Thread listens to a port where other
machines would send in packets. For each packet it receives, it first prints a message in the log,
then checks if the received packet is a workload packet. If so, a corresponding echo packet would
be sent out to confirm that the workload was received.

The graph below shows the network throughput and loss as a function of delay between
two consecutive packet sends. We can learn that the maximum throughput is achieved when the
delay is just a bit larger than the average round trip time, 0.001 second. However, the packet loss
rate is still quite high at this point (6%). The packet loss reduced to less than 1.4% when the delay

1s no smaller than 0.002 second.
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Figure 3.3: The disk loading speed on AWS ranges from 1.2 GB/s to 2.4 GB/s. Loading speed
of the various-size files with random bits. The loading speed is less stable when the file size is
small. If the same file is being read multiple times, the later reads could load 2x faster probably
because of the page cache.

3.3.2 Disk I/O

In this benchmark test on AWS, we want to measure the I/O performance of the hard disk,
specifically in Python programs. In all tests, we used the instance store, which are SSDs that
physically attached to the EC2 instances. We didn’t use the alternative Elastic Block Store (EBS),
which is connected to the EC2 instances through network, because we observe much better I/O
performance on the instance store.

We first generate a series of files with sizes ranging from 64 KB to 19.75 MB by writing
random bits to disk. Then we read each files repeatedly and measure the wall clock time for each
read from the moment reading starts to the moment it finishes.

In Figure 3.3, we see that the loading speed for the files on disk ranges from 1.2 GB/s to
2.4 GB/s. When we read a file multiple times, the initial reads (cold start) is usually slower than

the later reads. The speed-up could be around 2 times. We believe it is due to the page caching
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policy of the operating system, which loads recently used files from disk to memory for faster
future access if some fraction of the memory is unused. Besides, we can also see that when the
files are small, the variance of the loading speed is larger.

In conclusion, we read a peak network throughput at 60 MB/s, while the disk throughput

stably at 1000 — 2500 MB/s.

Chapter 2 through Chapter 7 contain material from the Conference on Advances in Neural
Information Processing Systems, 2019 (“Faster Boosting with Smaller Memory,”’, Alafate and

Freund). The dissertation author was a primary investigator and author of this paper.

24



Chapter 4

TMSN and boosting by early stopping

In this chapter we describe a new approach for parallelizing ML algorithms which reduces
communication and synchronization between workers. We call this approach “Tell Me Something
New” (TMSN) [AF18]. To explain TMSN we start with an analogy.

Consider a team of a hundred human investigators that is going through thousands of
documents to build a criminal case. Suppose that the information in the documents is highly
overlapping. Therefor, when an investigator reads a new document she is likely to find no new
information. How should the investigators organize their work and communicate their findings to
each other?

We contrast the bulk synchronous parallel (BSP) approach and the TMSN approach. In
BSP, each investigator takes a stack of documents to their cubicle and reads through it. Then all
of the investigator meet in a room and tell each other what they found. Once they are done, the
process repeats. One problem with this approach is that the fast readers have to wait for the slow
readers. Another is that a decision needs to be made on how many documents or pages, to put in
each stack. Too many and the iterations would be very slow, too few and all of the time would be
spent in meetings.

The TMSN approach is radically different. In this approach, each investigator has a queue
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of incoming documents that is replenished with new documents when the queue is short. There is
no meeting either. Instead, when an investigator finds a piece of information that she believes is
new, she sends an email to all other investigators, updating them on her finding. The emails are
read by the others in the order in which they were received. This has several advantages. First,
the investigators work at their own pace, meaning that no one is waiting for the others. Second,
the new information is shared as soon as it is available in a non-blocking manner (emails to be
read later) instead of stopping people from their work (a meeting). Third, the system is fault
resilient — somebody falling asleep has little effect on the others. The analogy to parallel ML
maps investigators to computers, “case” to “model”, “documents” to “training data”, and “new
information” to “improved model”.

More concretely, TMSN for model learning works as follows. Each worker has a model
H and an upper bound L on the true loss of H. The worker searches for a better model H' whose
loss upper bound is L'. If L’ is significantly smaller than L, then the worker takes two actions.
First, it uses (H',L') to replace (H,L). Second, it broadcasts (H’,L’) to all other workers. Each
worker also listens to the broadcast channel. If a pair (H',L’) is received, the worker checks
whether L is significantly lower than its own upper bound L. If so, the worker replaces its current
model with the incoming one. Otherwise, the worker discards the incoming pair.

We apply the idea of TMSN on designing boosting algorithm. The proposed boosting
algorithm combines in-memory processing and out-of-memory sampling. In this section, we
introduce the in-memory processing. The proposed method is based on a modification of boosting
by filtering, or FilterBoost [BS07]. Our method is different from FilterBoost for (1) applying a
tighter stopping rule, and (2) estimating the edges of the new rules with a sample set instead of
repeatedly drawing fresh examples. We are able to quantify the “effectiveness” of the sample set

using the effective sample size, which we explain in Section 5.
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4.1 Sequential analysis

Sequential analysis was introduced by Abraham Wald in the 1940s [Wal73] during the
Second World War. It is studied to provide an efficient quality control measure for testing
anti-aircraft missile [Wal80]. The problem is formulated as “calculating the probability of a hit
by anti-aircraft fire on a directly approaching dive bomber”. Prior statistical methods were not
satisfactory because of the large sample size (missile fires) required to guarantee the degree of
precision and confidence of the estimates. In comparison, an experienced military personnel
could stop an experiment after significantly fewer rounds of fire and conclude that the experiment
does not need to be complete because the test subject is either obviously superior or obviously
inferior to the testing objective. In the hindsight, it suggests that a sequential test could be much
more efficient than a batch test. To demonstrate this intuition, we start with a simplified case of

searching for a biased coin.

4.1.1 Simplified case: searching for a biased coin

Suppose we are given n coins, and asked to find a coin among them that is biased towards
head. We formulate the problem as a hypothesis test. Consider a single coin with a bias p
towards head. By flipping this coin, we could observe a sequence of independent and identically
distributed (i.i.d.) random variables: X1,X>,... € {0,1}, with P(X; = 1) = p. The sample mean

of n coin flips is defined as

By definition, Vi > 0, E(f1;) = p. Suppose that the probability of the biased coin tossing up head
is at least % + 7y for some constant y € (0, %] We seek a hypothesis test to decide between the null
Ho(y) : p= 1 and the alternative H; (Y) : p > % +7.

Next we contrast the batch test and the sequential test. For the sake of simplicity, assume

that we are given n workers/computers so that we can run the tests for n coins in parallel.
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Algorithm 1 Batch test for finding the biased coin

Input Sample size N, confidence parameter o
Compute ® with regards to N
Initialize So =0
fork:=1...Ndo
Sk = Sk—1 +Xi
end for
if iy = Sy/N > © then
Return the biased coin (reject Hp)
else
Failed to reject Hy

end if

Algorithm 2 Sequential test for finding the biased coin

Input confidence parameter o
Initialize So =0
fork:=1,2,...do

Sk =Sk1+ Xk

Compute 0

if iy = Si./k > 6 then

Return the biased coin i (reject Hy)
end if

end for
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Batch test

In batch test, the sample size N is fixed beforehand. The sample size N could be set using

any concentration bound. For example, one can use the Hoeffding bound and show that

P(iiy —p > i

e N3 4.1)

with probability > 1 — 8. Following Equation 4.1, the batch test reads at least N = Y%ln% samples,
and compares the sample mean f1y against the threshold ® = %{ The hypothesis test rejects the null
if fiy > ©, and accept the null otherwise, as showed in Algorithm 1. The test is embarrassingly
parallel [HS11]. Thus with n workers, the tests on all n coins finish in O (YLZ In %) time.

The batch test sets the sample size such that the deviation of the test statistics is bounded
even in the worst case scenario. However, if there exists a coin such that its bias towards head
is significantly larger than % +, the hypothesis test would require, potentially, fewer than N
samples, and terminate early. In contrast to the batch test, we can use sequential test to run

hypothesis test without fixing the sample set size in advance.

Sequential test

The sequential test uses a stopping rule, which is based on a sequence of thresholds
{61,0,,...}. The stopping rule can stop the test early, if at any time the test statistics (i.e. the
sample mean) is larger than the corresponding threshold. More specifically, the test takes the
samples one at a time. In each step k, the test updates the test statistics fi, and compares it against
the threshold 6;. The stopping rule triggers at any time if iz > 0y, in which case the test can
immediately return without seeing the remaining samples, as showed in Algorithm 2. One choice

of setting Oy is based on Theorem 3, which depends on both the mean and the variance of X;.

Theorem 3 (based on Balsubramani [Ball4] Theorem 4) Let M; be a martingale M; = ):§ X,

and suppose there are constants {cy }x>1 such that for all i > 1, |X;| < ¢; w.p. 1. For Vo > 0, with
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probability at least 1 — G we have
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where C is a universal constant.

Suppose we know how bias is the coin with the largest probability to turn up head, we can
derive an optimal sample size n* beforehand. However, since we don’t have this information, it is
hard to set a right sample size n in the batch test, If n is set much smaller than n*, the null may be
rejected incorrectly, meaning that a fair coin could seem to be biased just because of chance. If n
is set much larger than n*, it leads to unnecessary waste of the computational resources.

The sequential test addresses this problem by dynamically decide to stop when it sees

about n* samples, while delivering same error guarantees as in the batch setting.

4.1.2 Sequential analysis in machine learning

Suppose we want to estimate the expected loss of a model. In the standard large deviation
analysis, we assume that the loss is bounded in some range, say [—M,+M|, and that the size of
the training set is n. This implies that the standard deviation of the training loss is at most M/+/n.
In order to make this standard deviation smaller than some & > 0, we need that n > (M /€)?. While
this analysis is optimal in the worst case, it can be improved if we have additional information
about the standard deviation. We can glean such information from the observed losses by using
the following sequential analysis method.

Instead of choosing n ahead of time, the algorithm computes the loss one example at a
time. It uses a stopping rule to decide whether, conditioned on the sequence of losses seen so far,
the difference between the average loss and the true loss is smaller than € with large probability.
The result is that when the standard deviation is significantly smaller than M /+/n, the number of

examples needed in the estimate is much smaller than (M /€)?.
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Applying the approach of TMSN, we can use the stopping rule that allows the workers to
update the model with confidence using only its local data, and communicate with other workers
only if the improvement on the model is statistically significant. Since the workers communicate
at their own pace, the parallelization is asynchronous. In TMSN, the significance of the model
updates on each worker is validated individually using a sequential test. The test reads as many
samples as it is required from the local data available on each worker. The false discovery of test
is guaranteed by the chosen stopping rule.

TMSN has two advantages over the synchronous approaches (such as bulk synchronous
parallel (BSP)). First, TMSN does not suffer from the struggler problem because each workers
update the models at their own pace independently. Second, TMSN reduces the amount of
communication over the network because the workers only communicate when it is necessary.

In next section, we propose a TMSN-based approach to boosting.

4.2 Finding weak rules with a sequential test

Section 2.2.1 shows that, to decrease the expected potential in AdaBoost, we want to find
a weak rule with a large edge (and add it to the score function). The common approach to do this
by searching for the weak rule with the largest empirical edge. In this section, we show a different
approach that finds a weak rule which, with high probability, has a significantly large true edge.

The setup of the problem is similar to how we detect a biased coin in Section 4.1.1. Let
Y > 0 be a parameter such that, for any weak rule &, with a true edge 'y;, we say ; is significantly
if 7, > v. We formulate a hypothesis test, where the null is y; <, and the alternative is y; > .

Fixing the current strong rule H (i.e. the score function), we define a (unnormalized)

weight for each example, denoted as w(¥,y) = e ()

Y. Consider a particular candidate weak
rule /; and a sequence of labeled examples {(X,y;),(X2,y2),...}. For any weak rule &, and

the corresponding 7y;, we define two cumulative quantities (after seeing n examples from the
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sequence):

n
My =Y w(,y:) (e (%;)yi =), and V; = waz- 4.3)
i=1

M; is an estimate of the difference between the true correlation of 4 and the parameter y. V;
quantifies the variance of this estimate.
The goal of the stopping rule is to identify 4, if y; > v. Based on Theorem 3, the stopping

rule is defined to be > 1y and

Vi
M; > C\/Vt(log log A7t +B), 4.4)
t

where 7y, C, and B are parameters. If both conditions of the stopping rule are true, we would reject
the null, and accept that the true edge of 4, is larger than y with high probability. The proof of
this test can be found in [Ball4].

If the stopping rule is triggered for some weak rule 4;, meaning that y; > 7y with high
probability, we would then add 7/, to the score function. The associated edge of 4, is y as an lower
bound to y; which is unknown. Apparently, the associated weight of 4, in the score function (o
in Figure 2.1) could then be underestimated. When it happens, the weak rule A, could trigger the
stopping rule again in the later boosting iterations, and its weight o, in the score function would
be increased subsequently.

Note that our stopping rule is correlated with the cumulative variance V;, which is basically
the same as 1/n.;. If n.; is large, say n.; = n when a new sample is placed in memory, the stopping
rule stops quickly. On the other hand, when the weights diverge, n.; becomes smaller than n, and
the stopping rule requires proportionally more examples before stopping.

The relationship between martingales, sequential analysis, and stopping rules has been
studied in previous work [Wal73]. Briefly, when the edge of a rule is smaller than v, then the
sequence is a supermartingale. If it is larger than v, then it is a submartingale. ~The only

assumption is that the examples are sampled i.i.d.. Theorem 3 guarantees two things about the
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stopping rule defined in Equation 4.4: (1) if the true edge is smaller than v, the stopping rule will
never fire (with high probability); (2) if the stopping rule fires, the true edge of the rule 4 is larger

than .

Setting the value of y

An important parameter in the stopping rule is y. The role of v is similar to a filter. It
prevents the weak rules with a smaller edge from triggering the stopping rule. When 7y is too small,
it takes fewer examples for the stopping rule to trigger, yet the selected weak rule #; would be
added to the score function with a weight o that is much smaller than what it should be (because
we significantly underestimate the edge of ;). As a result, the algorithm takes more iterations to
converge since the training error decreases slower. On the other hand, when 7 is too large, we
may not find any weak rule that could trigger the stopping rule.

In the experiment, we set a large initial value for vy, e.g. 0.25. We then gradually decrease
the value of Y every time when none of the workers detects a weak rule with a significantly large

edge after scanning all or most of their local examples.

Empirical study on the stopping rule

Another key parameter in the stopping rule is the shrinking factor C. In the experiments,
we observed that the stopping rule in Theorem 3 could be too loose empirically. We addressed
this problem by setting a shrinking factor C on the upper bound used in the stopping rule, so that
the stopping rule is more likely to be triggered and be trigger early. Unavoidably, a tighter, more
aggressive stopping rule could increase the false positive rate, or the probability that the null is
incorrectly rejected. To get a sense of the impact of C on the false positive rate, we conducted an
experiment using synthetic data.

We repeated the following experiment. A sequence of i.i.d. random variables, X1,X3,... X, €

{0,1}, is generated with the size of the sequence n = 1,000,000 and P(X; = 1) = 0.5. We then
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Figure 4.1: In the left plot, we show how false positive rate responses to the different values of

the shrinking factor C. The false positive rate increases as C decreases. It is almost zero when

C > 0. In the right plot, we set C = 0.8, and evaluate, empirically, how many samples it takes for

the stopping rule to detect a bias. The result shows that the number of samples needed decreases

as the bias increases. For detecting a bias of 0.1%, or P(X; = 1) = 0.501, the stopping rule reads

less than 1 M examples. For detecting a bias of 1%, or P(X; = 1) = 0.510, the stopping rule

reads less than 200 K examples.
observe if the stopping rule with the shrinking factors C would be triggered on the sequence
(while reading at most n samples), which would falsely reject the null and lead to a false positive.
The shrinking factor C is set to be 0.1,0.2,...,1.0. In the left plot of Figure 4.1, we see that
the false positive rate increases as the shrinking factor decreases, which match our expectation.
Meanwhile, the false positive rate is almost 0 as long as C > 0.7.

Lastly, to get a sense, empirically, on how many samples would be required for the
stopping rule to trigger, we repeated the experiment above for 10 times, each time setting
P(X; = 1) to the different value ranging from 0.50 to 0.51 with an interval of 0.001. With what
we learned from last experiment, we set C = (0.8. The result in the right plot of Figure 4.1 shows,
as one would expect, the stopping triggers with fewer samples as the bias P(X; = 1) increases.
With this particular choice for C, we are able to detect a 0.1% bias with less than 1 M examples,
and a 1% bias with less than 200 K examples. In the context of our boosting algorithm, it means

that the stopping rule could trigger with fewer examples if the gap between the true edge of a

weak rule and the parameter Y, namely y; — v, 1s large.
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Chapter 2 through Chapter 7 contain material from the Conference on Advances in Neural
Information Processing Systems, 2019 (“Faster Boosting with Smaller Memory,”, Alafate and
Freund). The dissertation author was a primary investigator and author of this paper.

Chapter 4 contains material currently being prepared for submission: “Tell me something
new: A new framework for asynchronous parallel learning”, Alafate and Freund. The dissertation

author was a primary investigator and author of this paper.
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Chapter 5

Efficient weighted sampling

Recent work on machine learning often addresses enormous amount datasets. It has been
showed that simple methods could outperform sophisticate ones given sufficiently large training
data size [HNPO9]. Though there is no limit on how much data to collect for training, the actual
computation is limited by the available computer memory.

When the training data does not fit in the memory, one technique is to leverage the disk
and use the disk space as a memory cache. For example, XGBoost supports the external memory
version [XGB20] in which it puts both training data and all internal data structures in a cache file
on disk instead of in memory. Given the performance gap between the disk and the memory (see
Section 3.3), the training often takes much longer time with this technique than its in-memory
counterpart for the same algorithm.

Another popular technique is simple sub-sampling. The downside is that simple sub-
sampling often leads to over-fitting and poor performance on testing data in practice, as showed
in, for example, [SF10].

In this chapter, we propose an efficient weighted sampling strategy that addresses this
challenge for our boosting algorithm. We keep in memory only a sample of the training set.

In addition, we resample when the sample in memory is a poor representation of the complete
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training set. We exploit the fact that boosting tends to place large weights on a small subset of the
training set, thereby reducing the effectiveness of the memory-resident training set. We propose a
measure for quantifying the variation in weights called effective sample size. We also describe an

efficient algorithm called stratified weighted sampling.

5.1 Effective sample size

To gain some intuition regarding the sample effectiveness, consider the following setup of
an imbalanced classification problem. Suppose that the training set size is N = 100,000, of which
0.01N are positive and 0.99N are negative. Suppose we can store n = 2,000 examples in memory.
The number of positive examples in memory is 0.01n = 20. Apparently for the first weak rule
h1, the boosting algorithm should and will add an (almost) all negative rule to the score function.
The initial memory-resident sample, though it is highly skewed, is effective for identifying /.

With the first weak rule /2 added, we then reweigh the examples using the AdaBoost rule,
and give half of the total weight to the positives and the other half to the negatives. As a result,
for the memory-resident sample, the 20 positive examples have a combined sum of weights that
is equivalent to the total weight of the remaining 1980 negative examples. With such a small
number of positive examples, there is a danger of over-fitting, especially if the second weak rule
tries to make an prediction over the positives.

In contrast, if a (weighted) resampling is called after adding the first weak rule, it would
generate a new training sample with 1000 positives and 1000 negatives. The new sample allows
us to find additional weak rules with little danger of over-fitting. The insight of this effect is that
the absolute number of examples is not necessarily a right effectiveness measure of a sample
in terms of estimating a statistics in order to find a weak rule, Next, we try to quantify such
effectiveness using the example weights in boosting.

Recall in Section 2.2, we define the empirical edge Y(h) of a weak rule (Equation 2.4),
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which is an unbiased estimate of its true edge y(k). How accurate is this estimate?

A standard quantifier is the variance of the estimator. Following the notations in Sec-
tion 2.2, consider a sample S = {(x1,y1,w1),- .., (Xn, Yn,Wn) }, where w; = e ¥ () is the weight
of the corresponding example given current score function H. Suppose the true edge of a weak

rule 4 is . Then the expected (normalized) correlation between the predictions of 4 and the true

labels is
w w w
Es | Zyh(x)| = Es | Zyh(x)ly = h(x)| + Es | Zyh(x)ly # h(x)
z z zZ
| 1 (5.1)
= — — —_ — = 2
(5+1)- (5-1) =2
where Z is a normalization factor that makes {wy,...,w,} a distribution. The variance of this

correlation can be written as

B 1 E(wz)
T n2 E2(w)

Var [gyh(x)} — 4. (5.2)

Ignoring the second term (because 7y is usually close to zero) and the variance in E(w), we

approximate the variance in the edge to be

n 2
i=1 Wi

Var(y) ~ ==/ _,
ar(Y) = )

(5.3)

If all of the weights are equal then Var(§) = 1/n. It corresponds to a standard deviation of
1/+/n which is the expected relation between the sample size and the error.
If the weights are not equal then the variance is larger and thus the estimate is less accurate.
We define the effective number of examples n to be 1/Var(y), specifically,
nooN2
Mg = M (5.4)

n 2
i=1 Wi

To see that the name “effective number of examples” makes sense, consider n weights
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Figure 5.1: From left to right: (1) the number of boosted trees generated over the duration of the
training; (2) the decrease of the average potential evaluated on the training set over the duration
of the training; (3) the changes in the effective sample size of the sample over the duration of the
training, where the two jumps at around 238 seconds and at around 313 seconds are the results
of resampling. The first plot shows that a new sample, with a high effective sample size, could
drastically reduces the training time of per boosting iteration, thus the new boosted trees are
added to the score function at a much faster rate. The potential also decreases at a faster rate
as showed in the second plot. The spikes seen in the average potential is caused by overfitting
when the algorithm adds new rules that are learned from a sample with a very small effective
sample size.

where wy = -~ =wy = 1 /kand wgy | = --- = w, = 0. It is easy to verify that in this case n; = k
which agrees with our intuition, namely the examples with zero weights have no effect on the
estimate.

Suppose the memory is only large enough to store n examples. If n.; < n then we are
wasting valuable memory space on examples with small weights, which can significantly increase
the chance of over-fitting. We can fix this problem by using weighted sampling. In this way we
repopulate memory with n equally weighted examples, and make it possible to learn without
over-fitting.

Getting a new sample also reduces the number of examples needed for the stopping rule
to trigger, because the bound on the right side of Equation 4.4 is tighter as a result of the smaller
variance of the weights V;. Figure 5.1 shows that, empirically, when the effective sample size is
large (e.g. when a new sample replaces the old one), the training time of per boosting iteration
drastically decreases, meaning that the algorithm is able to add new rules to the score function at

a much faster rate. The same phenomena is also observed in the decrease of the average potential
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on the training set.

5.2 Stratified weighted sampling

While there are well known methods for weighted sampling, all of the existing methods
(that we know of) are inefficient when the weights are highly skewed. In such cases, most of
the scanned examples are rejected, which leads to very slow sampling. To increase the sampling
efficiency, we introduce a technique we call stratified weighted sampling. It generates same
sampled distribution while guaranteeing that the fraction of rejected examples is no large than %

The stratified weighted sampling is a modification on the minimal variance weighted
sampling [Kit96]. This method reads from disk one example (x,y) at a time, calculates the weight
for that example w, and accepts the example with the probability proportional to its weight.
Accepted examples are stored in memory with the initial weights of 1. This increases the effective
sample size back to n; = n, thereby reduces the chance of over-fitting. This process continues,
in parallel to the boosting process, as long as the boosting algorithm is making progress and the
weights are becoming increasingly skewed. When n,; is much smaller than the memory size
n, we clear the memory and collect a new sample with uniform weights to replace the current
memory-resident sample.

The downside of the sampling method in [Kit96] is the sampling efficiency. When
example weights are highly skewed and concentrated, selective sampling becomes inefficient
because of the high rejection rate. The sampling method has to read each example and calculate
its weight, which is computational expensive. However, when 1% of the examples amount to
99% of the weight, majority of the examples would be rejected from the sample, meaning that the
samples would be collected at 1,/100 of the rate that they are read.

Stratified weighted sampling solves this inefficiency by partitioning examples into “strata”

according to their weights. Each stratum i holds examples whose weights are in the range of
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Figure 5.2: The plots show the dynamics of some strata over the training time in terms of
the number of the examples in the strata and the weights of the strata, both after normalized
to 100% to make them distributions. Some strata are hidden in the plots so that the plots are
more readable. The legend shows the index of each stratum, which is the binary logarithm
of the weights of the examples in it. In the left plot, we see that all examples are assigned to
the stratum with the index O at time 0, because the initial weights of all examples are equal to
1 and [log, 1] = 0. Over the duration of training, the easy examples are being moved to the
stratum with the indices —4 and —35, and the hard ones are being moved to the stratum with the
indices 4 and 5. In the right plot, we see the same procedure from the perspective of the weights
distribution of the strata.

[2/,27+1). The strata is maintained as follows. The sampling method takes one example out of a
selected stratum, removes it from this stratum, calculates its current weight w using the current
score function, and writes it back to the stratum with the index |log, w|. For each stratum, we
also keep track of the estimated sum of the weights of all examples resided in this stratum, which
we refer as the weight of the stratum!.

Stratified weighted sampling, effectively, separates the hard examples from the easy ones,
and assigns them to the same blocks on disk. Figure 5.2 shows the dynamics of this process.
Initially, all examples are assigned to the same stratum with the index O since their initial weights
are all equal to 1. Over the duration of the boosting process, the hard examples, whose margins
are small, are moved to the strata with a larger index, while the easy examples, whose margins
are large, are moved to the strata with a smaller index.

The sampling mechanism proceeds in two steps. First, it samples a stratum following the

'The weight of the stratum is an estimate because the weights of the examples in the stratum are not strictly up to
date with the current score function.
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distribution normalized over the weights of all strata. Second, it samples an example from the
sampled stratum using the minimal variance weighted sampling. The rejection rate in sampling is
below 1/2 because the weights of the examples in each stratum are within a factor of 2 from each
other. It is a significant improvement in contrast to the standard approach, especially when the
weights of the examples are highly skewed. For example, in Figure 5.2, the two strata with the
hard examples, the stratum 4 and 5, contain less than 1% of the examples combined, but amount

to nearly 20% of the total weights of all training examples.

Chapter 2 through Chapter 7 contain material from the Conference on Advances in Neural
Information Processing Systems, 2019 (“Faster Boosting with Smaller Memory,”, Alafate and

Freund). The dissertation author was a primary investigator and author of this paper.
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Chapter 6

Architecture of an asynchronous

distributed booster

In this chapter we propose a new boosted tree algorithm called Sparrow. It com-
bines the three techniques from Chapter 4 and Chapter 5, early stopping, effective number
of examples, and stratified weighted sampling. The source code of Sparrow is available at
https://github.com/arapat/sparrow.

As Sparrow consists of a number of concurrent threads and many queues, we chose to
implement it using the Rust programming language for the benefits of its memory-safety and
thread-safety guarantees [KN18].

The main procedure of Sparrow generates a sequence of weak rules Ap,...,h; and
combines them into a strong rule H. It calls two subroutines that execute in parallel: a Scanner
and a Sampler. Next, we explain these two subroutines. The bold letters in parenthesis denote
the corresponding component in the workflow diagram in Figure 6.1. The pseudo-code of the

system is provided in the Appendix A.
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Figure 6.1: The Sparrow system architecture. Left: The workflow of the Scanner and the
Sampler. Right: Partitioning of the examples stored in disk according to their weights.

Scanner

The task of a scanner (the upper part of the workflow diagram in Figure 6.1) is to read
training examples sequentially and stop when it has identified one of the rules to be a good rule.
At any point of time, the scanner maintains the current strong rule H;, a set of candidate
weak rules W/, and a target edge ;1. For example, when training boosted decision trees, the
scanner maintains the current strong rule H; which consists of a set of decision trees, a set of
candidate weak rules W/ which is the set of candidate splits on all features, and y,+; € (0.0,0.5).
Inside the scanner, a booster (d) scans the training examples stored in main memory (c)
sequentially, one at a time. It computes the weight of the read examples using H; and then updates
a running estimate of the edge of each weak rule 2 € W accordingly. Periodically, it feeds these
running estimates into the stopping rule, and stop the scanning when the stopping rule fires.
The stopping rule is designed such that if it fires for 4, then the true edge of a particular
weak rule Y(h,1) is, with high probability, larger than the set threshold 7, ;. The booster then
adds the identified weak rule 4,1 (f) to the current strong rule H; to create a new strong rule Hy
(g). The booster decides the weight of the weak rule 4,1 in H,;| based on ;1 (lower bound on
its accuracy). It could underestimate the weight. However, if the underestimate is large, the weak

rule 4,1 1s likely to be “re-discovered” later which will effectively increase its weight.
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Target Edge as the Lower Bound of the Empirical Edge
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Figure 6.2: The empirical edge and the corresponding target edge y of the weak rules being
added to the ensemble. Sparrow adds new weak rules with a weight calculated using the value
of 7y at the time of their detection, and shrinks 'y when it cannot detect a rule with an edge over 7.

Lastly, the scanner falls into the Failed state if after exhausting all examples in the current
sample set, no weak rule with an advantage larger than the target threshold ¥; 1 is detected. When
it happens, the scanner shrinks the value of ;| and restart scanning. More precisely, it keeps
track of the empirical edges §(/) of all weak rules 7. When the failure state happens, it resets the
threshold ;41 to just below the value of the current maximum empirical edge of all weak rules.

To illustrate the relationship between the target threshold and the empirical edge of the
detected weak rule, we compare their values in Figure 6.2. The empirical edge y(h;) of the
detected weak rules are usually larger than ¥;, ;. The weak rules are then added to the strong rule
with a weight corresponding to V41 (the lower bound for their true edges) to avoid over-estimation.

Lastly, the value of ¥ shrinks over time when there is no weak rule with the larger edge exists.

Sampler

Our assumption is that the entire training dataset does not fit into the main memory and is
therefore stored in an external storage (a). As boosting progresses, the weights of the examples

become increasingly skewed, making the dataset in memory effectively smaller. To counteract
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that skew, Sampler prepares a new training set, in which all of the examples have equal weights,
by using selective sampling. When the effective sample size n,; associated with the old training
set becomes too small, the scanner stops using the old training set and starts using the new one!.

The sampler uses selective sampling by which we mean that the probability of an example
(x,y) being added to the sample is proportional to its weight w(x,y). Each added example is
assigned an initial weight of 1. There are several known algorithms for selective sampling. The
best known one is rejection sampling in which a biased coin is flipped for each example. We use

a method known as minimal variance sampling [Kit96] because it produces less variation in the

sampled set.

Stratified Storage and Stratified Sampling

The standard approach to sampling reads examples one at a time, calculates the weight
of the example, and accepts the example into the memory with the probability proportional to
its weight, otherwise rejects the example. Let the largest weight be w,,,, and the average weight
be W, then the maximal rate at which examples are accepted is Wy, /Waa - If the weights are
highly skewed, then this ratio can be arbitrarily small, which means that only a small fraction of
the evaluated examples are then accepted. As evaluation is time consuming, this process becomes
a computation bottleneck.

We proposed a stratified-based sampling mechanism to address this issue (the right part of
Figure 6.1). It applies incremental update to reduce the computational cost of making prediction
with a large model, and uses a stratified data organization to reduce the rejection rate.

To implement incremental update we store for each example, whether it is on disk or in
memory, the result of the latest update. Specifically, we store each training example in a tuple
(x,y,H;,wy), where x,y are the feature vector and the label, H is the last strong rule used to

calculate the weight of the example, and w; is the weight last calculated. In this way both the

I'The sampler and scanner can run in parallel on a multi-core machine, or run on two different machines. In our
experiments, we keep them in one machine.
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scanner and sampler only calculate over the incremental changes to the model since the last time
it was used to predict examples.

To reduce the rejection rate, we want the sampler to avoid reading examples that it will
likely to reject. We organize examples in a stratified structure, where the stratum k contains
examples whose weights are in [2¢,24F1). This limits the skew of the weights of the examples
in each stratum so that w,,,, /W, < % In addition, the sampler also maintains the (estimated)
total weight of the examples in each strata. It then associates a probability with each stratum by
normalizing the total weights to 1.

To sample a new example, the sampler first samples the next stratum to read, then reads
examples from the selected stratum until one of them is accepted. For each example, the sampler
first updates its weight, then decides whether or not to accept this example, finally writes it back
to the stratum it belongs to according to its updated weight. As a result, the reject rate is at most
1/2, which greatly improves the speed of sampling.

Lastly, since the stratified structure contains all of the examples, it is managed mostly on

disk, with a small in-memory buffer to speed up 1/O operations.

Chapter 2 through Chapter 7 contain material from the Conference on Advances in Neural
Information Processing Systems, 2019 (“Faster Boosting with Smaller Memory,”, Alafate and

Freund). The dissertation author was a primary investigator and author of this paper.
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Chapter 7

Experimental results

In this section we describe the experiment results of Sparrow. In all experiments, we use
trees as weak rules. First we use the forest cover type dataset [GRMO3] to evaluate the sampling
effectiveness. It contains 581 K samples. We performed a 80/20 random split for training and
testing.

In addition, we use two large datasets to evaluate the overall performance of Sparrow on
large datasets. The first large dataset is the splice site dataset for detecting human acceptor splice
site [SF10, ACDL14]. We use the same training dataset of 50 M samples as in the other work,
and validate the model on the testing data set of 4.6 M samples. The training dataset on disk takes
over 39 GB in size. The second large dataset is the bathymetry dataset for detecting the human
mislabeling in the bathymetry data [JAM16]. We use a training dataset of 623M samples, and
validate the model on the testing dataset of 83M samples. The training dataset takes 100 GB on
disk. Both learning tasks are binary classification.

The experiments on large datasets are all conducted on EC2 instances with attached SSD
storages from Amazon Web Services. We ran the evaluations on five different instance types with

increasing memory capacities, ranging from 8 GB to 244 GB (for details see Section 7.3).
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Accuracy Comparison between the Sampling Methods
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Figure 7.1: Accuracy comparison on the CoverType dataset. For uniform sampling, we trained
XGBoost on a uniformly sampled dataset with the same sample fraction set in Sparrow. The
accuracy is evaluated with same number of boosting iterations.

7.1 Effectiveness of the weighted sampling

We evaluate the effectiveness of weighted sampling by comparing it to uniform sampling.
The comparison is over the model accuracy on the testing data when both trained for 500 boosting
iteration on the cover type dataset. For both methods, we generate trees with depth 5 as weak
rules. In uniform sampling, we first randomly sample from the training data with each sampling
ratio, and use XGBoost to train the models. We evaluated the model performance on the sample
ratios ranging from 0.1 to 0.5, and repeated each evaluation for 10 times. The results are showed
in Figure 7.1. We can see that the accuracy of Sparrow is higher with the same number of boosting
iteration and same sampling ratio. In addition, the variance of the model accuracy is also smaller.
It demonstrates that the weighted sampling method used in Sparrow is more effective and more

stable than uniform sampling.
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7.2 Training on the large datasets

We compare Sparrow on the two large datasets, and use XGBoost and LightGBM for
the baselines since they out-perform other boosting implementations [CG16, KMF"17]. The
comparison was done in terms of the reduction in the exponential loss, which is what boosting
minimizes directly, and in terms of AUROC, which is often more relevant for practice. We include
the data loading time in the reported training time.

There are two popular tree-growth algorithms: depth-wise and leaf-wise [Shi07]. Both
Sparrow and LightGBM grow trees leaf-wise. XGBoost uses the depth-wise method by default.
In all experiments, we grow trees with at most 4 leaves, or depth two. We choose to train smaller
trees in these experiments since the training take very long time otherwise.

For XGBoost, we chose approximate greedy algorithm which is its fastest training method.
LightGBM supports using sampling in the training, which they called Gradient-based One-Side
Sampling (GOSS). GOSS keeps a fixed percentage of examples with large gradients, and randomly
sample from remaining examples. We selected GOSS as the tree construction algorithm for
LightGBM. In addition, we also enabled the two_round_loading option in LightGBM to reduce
its memory footprint.

Both XGBoost and LightGBM take advantage of the data sparsity for further speed-up
training. Sparrow does not deploy such optimizations in its current version, which puts it in
disadvantage.

The memory requirement of Sparrow is decided by the sample size, which is a config-
urable parameter. XGBoost supports external memory training when the memory is too small
to fit the training dataset. The in-memory version of XGBoost is used for training whenever
possible. If it runs out of memory, we trained the model using the external memory version of
XGBoost instead. Unlike XGBoost, LightGBM does not support external memory execution.

However, LightGBM uses various techniques to optimize the representation of data features,
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which improves the memory efficiency. For example, it uses a technique called Exclusive Feature
Bundling. This technique merges two feature dimensions into one if they are exclusive to each
other, meaning that they never take nonzero values simultaneously. As a result, LightGBM
might be able to train a model in some cases even if the memory size is smaller than the original
training data size. Nevertheless, if the memory size is too small to even fit the optimized feature
representation, LightGBM could still run out of memory and crash.

As for the stopping rule in Sparrow, we follow the definition in Equation 4.4, and set
C=1landoc = %, where # is the set of base classifiers (weak rules).

Lastly, all algorithms in this comparison optimize the exponential loss as defined in

AdaBoost.

7.3 Evaluate Sparrow on the large datasets

The experiments on large datasets are all conducted on EC2 instances with attached
SSD storages from Amazon Web Services. We ran the evaluations on five different instance
types with increasing memory capacities, specifically 8 GB (c5d.x1large, costs $0.192 hourly),
15.25GB (i3.large, costs $0.156 hourly), 30.5 GB (i3.x1large, costs $0.312 hourly), 61 GB
(13.2xlarge, costs $0.624 hourly), and 244 GB (i3.8xlarge, costs $2.496 hourly).

We evaluated each algorithm in terms of (1) the AUROC as a function of training time,
and (2) the decrease of the exponential loss as a function of training time, both evaluated on the
testing data.

The evaluations in terms of AUROC are given in Figure 7.2 and Figure 7.3.

On the splice site dataset, Sparrow is able to run on the instances with as small as 8 GB
memory. The external memory version of XGBoost can execute with reasonable amount of
memory (but still needs to be no smaller than 15 GB) but takes about 3x longer training time.

However, we also noticed that Sparrow does not have an advantage over other two boosting
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Figure 7.2: Time-AUROC curve on the splice site detection dataset, higher is better, clipped
on right and bottom The (S) suffix is for training on 30.5 GB memory, and the (L) suffix is for

training on 61 GB memory.
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Figure 7.3: Time-AUROC curve on the bathymetry dataset, higher is better, clipped on right
and bottom. The (S) suffix is for training on 61 GB memory, and the (L) suffix is for training on

244 GB memory.
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Table 7.1: Training time (hours) on the splice site dataset. The (m) suffix is trained in memory.
The (d) suffix is trained with disk as external memory.

Training time until the loss convergences

Training time until the average loss reaches 0.06

Memory | Sparrow XGB LGM Memory | Sparrow XGB LGM
8GB | 2.9(d) OOM | OOM 8GB | 14(@) OOM | OOM
ISGB| 84() | >50(d) | OOM I5GB| 71(@) | >50(d) | OOM
30GB | 104(d) | 06(d) | OOM 30GB| 23| 93| OOM
61GB | 44(d) | 12.8(d) | 1.2 (m) 61 GB 1.3(d)| 4.6() | 03 (m)
244 GB 1.3(d) | 1.1 (m) | 0.5 (m) 244GB| 05@) | 0.3(m) | 0.2 (m)
Converged 0.057 0.055 | 0.053

Table 7.2: Training time (hours) on the bathymetry dataset. The (m) suffix is trained in memory.
The (d) suffix is trained with disk as external memory.

Training time until the loss convergences

Training time until the average loss reaches 0.06

Memory | Sparrow |  XGB | LGM Memory | Sparrow |  XGB | LGM
8 GB | The disk cannot fit the data 8GB | The disk cannot fit the data
15GB 2.5(@d) OOM | OOM 15GB 1.0 (d) OOM | OOM
30GB 1.9() | 41.7(d) | OOM 30GB 06() | 41.7(d)| OOM
61 GB 1.2(d) | 38.6(d) | OOM 61 GB 0.6(d) | 384(d) | OOM
244 GB 0.4 (d) | 20.0 (m) | 4.0 (m) 244 GB 0.2(d) | 169 (m) | 3.3 (m)
Converged 0.046 0.054 | 0.054

implementations when the memory size is large enough to load in the entire training dataset.

On the bathymetry dataset, Sparrow consistently out-performs XGBoost and LightGBM,
even when the memory size is larger than the dataset size. In extreme cases, we see that Sparrow

takes 10x-20x shorter training time and achieves better accuracy. In addition, both LightGBM

and the in-memory version of XGBoost crash when trained with less than 244 GB memory.

We observed that properly initializing the value of y and setting a reasonable sample set
size can have great impact on the performance of Sparrow. If stopping rule frequently fails to
fire, it can introduce a significant overhead to the training process. Specific to the boosted trees,
one heuristic we find useful is to initialize Y to the maximum advantage of the tree nodes in the

previous tree. A more systematic approach for deciding y and sample set size is left as future

work.
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In Table 7.1 and Table 7.2, we compared the training time it takes to reduce the exponential
loss as evaluated on the testing data. Specifically, we compared the values of the average loss
when the training converges and the corresponding training time. In addition, we observed
that the average losses converge to slightly different values, because two of the algorithms in
comparison, Sparrow and LightGBM, apply sampling methods during the training. Therefore, we
also compared the training time it takes for each algorithm to reach the same threshold for the
average loss.

We use “XGB” for XGBoost, and “LGM” for LightGBM in the tables. In addition, we
observe that the training speed on the 8 GB instances is better than that on 15 GB instances,
because the 8 GB instance has more CPU cores than the 15 GB instance.

We concluded that, in terms of reducing the exponential loss, Sparrow converges signifi-
cantly faster than XGBoost when the memory is not sufficient to fit the training data. In these
cases, LightGBM crashes after running out of memory. When the memory is sufficiently large,

Sparrow converges much faster than Sparrow, but slower than LightGBM.

Chapter 2 through Chapter 7 contain material from the Conference on Advances in Neural
Information Processing Systems, 2019 (“Faster Boosting with Smaller Memory,”, Alafate and

Freund). The dissertation author was a primary investigator and author of this paper.
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Part 11

Learning from heterogenous data
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Chapter 8

When randomly splitting is not enough

One of the basic assumptions in machine learning is that data is generated independently
at random from a fixed but unknown distribution. We refer to this as the IID (“independently
and identically distributed”) assumption. The IID assumption justifies the common practice of
splitting a dataset at random into a training set (RTrain) and a test set (RTest), we train the model
on RTrain, and report its performance on RTest.

Reporting the test error on RTest is generally accepted as a reliable criteria for comparing
the accuracy of different models. However, in some real world applications, performance on
RTest is sometimes a poor predictor of the performance on a new test sample (NTest), which is

collected in a related, but different environment. We identify two reason for the difference:

e Domain shift: In some applications of machine learning, RTest and NTest are drawn
according to different distributions. For example, suppose we train a classifier to classify
people from a photo of their faces. Suppose a large dataset is collected and split into RTrain
and RTest, suppose further that the performance on RTest is good. The performance on
a new dataset, taken several months after training of the classifier, might be significantly
poorer. It may due to the changes of haircut, the changes of lighting, or capturing by a

different camera. This problem is often referred to as “domain shift” and the solutions for
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it are called “transfer learning”. [Ng16] declared transfer learning as an important open

problem.

e Spurious correlations: Datasets sometimes contain spurious correlations which appear in

RTrain and RTest but do not carry over to NTest.

One of the conceptual foundations of machine learning is the randomized train-set/test-set
methodology (RTTM). This methodology dictates a randomized method for creating training
testing sets. A large dataset is collected and then partitioned randomly into a training set and
a test set. The classifier is trained on the training set and then tested on the test set. The main
contribution of this paper is the identification of a fundamental problem with RTTM and the
proposal of an approach for addressing this problem.

Most of the theory of machine learning is based on RTTM. Specifically, we assume
that the training set and the test set are both drawn IID from the same distribution. Under this
assumption the train error and the test error of a classifier are unbiased estimates of the same
quantity: the generalization error.

However, in practice often one cannot justify this assumption. To make this concrete,
consider a traffic sign classifier that is to be used as part of a self-driving car. Suppose we train
our classifier on data that was collected in a hundred different locations. How should we collect a
test set? If we collect the test set video from the same one hundred location, then our accuracy
guarantees apply only to the same one hundred locations. If we want our guarantees to apply to
other locations, we must use data collected from those locations. In this case the training set and
the test set are likely to have different distribution. Making most theoretical results inapplicable.
We call this the data diversity problem.

There is another problem with RTTM, which relates to the fact that videos consist of
frames, and neighboring frames are usually very similar to each other. Suppose that we have

a one second stretch of a video in which a stop sign appears in view. The thirty or so frames
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corresponding to that view are likely to be very similar to each other. Now suppose 15 of these
frames appear in the training set and the other 15 in the test set. The images in the training set
would be labeled as “containing stop sign”. As the images in the test set are very similar, simple
memorization based methods, such as k-nearest-neighbors, are likely to perform well on this task.
We call this problem the data sequentiality problem

In this chapter we demonstrate the data sequentiality and the data diversity problem in a
particular large scale study. We then describe a heuristic we used that can reduce the data diversity

problem.

8.1 The standard framework of machine learning

The standard framework of machine learning is as follows.

Let X € X be the input features, and y € 9" be the labels. The data instance (X,y) are
independent and identically distributed (i.i.d.) random variables from a fixed but unknown joint
distribution D over X x 9. Let h : X — ¢ be the candidate hypothesis from some hypothesis set

H . The objective of learning is to find the optimal hypothesis 4* that minimizes the true error:

CI‘I‘Q)(h) = P(X,y)fv@ [L(y7h(X))] ) (81)

where L(y,h(X)) is the loss function used to measure the difference between the the true label y
and the predicted label h(X).

The learning algorithm is given two sets of i.i.d. data instances, a training set 7 =
{X1,91),-.-,(Xn,yn)} and a test set U = {X;,y1),...,(Xm,ym)}. The objective of the learning

algorithm is to find the hypothesis 71 that minimizes the training error,

err(h; T) = L(yi, h(X;)), (Xi,yi) €T (8.2)

S| =

i=1
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If the training set size is small and/or the hypothesis set size is large, the algorithm may find a
hypothesis that overfits the training set, in which case the true error of nis likely to be significantly
larger than the true error of 4*. To estimate the true error of 1, the algorithm calculates the
generalization error ér\r(ﬁ; U) on the test set (also referred to as the test error). Under the
standard framework, the test error is an unbiased estimate of the true error and can be used to
compare different learning algorithms.

In this chapter, we discuss the workflow of a machine learning project in two phases: the
training phase and the production phase. The training phase includes training the model on T
and evaluating its performance on U. The production phase starts after the model is deployed
into production. The error rate in the production phase is evaluated on the newly collected data
instances that are unseen in the training phase. In the light of the i.i.d. assumption, the error rate

in production is expected to be close to the test error.

Randomized train/test split

The de facto standard for generating the training set 7 and test set U is the randomized
train/test split (RTTS) method. Starting with a sufficiently large dataset, one randomly divides
the dataset into two to three parts: a training set 7, a test set U, and sometimes a validation set
V. There is no agreed upon way for selecting the relative proportion of the three splits. [HTF09]
suggests reserving 50% of the dataset for 7, and 25% each for // and U. Note that for the sake
of simplicity, we will assume only a training set and a test set and no validation set in this chapter.

The standard framework is at the heart of machine learning theory and practice. The
assumption on how one collects the data instances (i.e. the i.i.d. assumption) is usually taken
for granted. However, there are at least two ways in which practical data collection fails this
assumption: the data diversity problem and the spurious correlation problem. In next two
sections, we first explain these two problems with examples, then discuss them in the context of

experimental design in machine learning.
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8.2 Two problems of the standard framework

In this section we describe two ways in which common data collection procedures are
inconsistent with the standard framework. The standard framework assumes that the examples are
independent and identically distributed (i.i.d.). These inconsistencies, in turn, create biases in the
error estimates used in RTTS. We present the inconsistencies in the two following subsections: in
Section 8.2.1 we describe the problems in the identically distributed assumption; in Section 8.2.2

we describe the problems with the independently distributed assumption.

8.2.1 Data diversity problem

The purpose of the test set in RTTS is to provide an estimate of the error rate of the
learned model when deployed “in the wild”. For this estimate to be unbiased, the test set should
be representative of the “in-the-wild” distribution. However, collecting a representative set of
examples is often hard, as described below.

A data-set is representative if it has the same distribution as that of data collected “in the
wild”. When the data is low dimensional, it is easy to ensure that a dataset is representative. In
practice, many applications are based on very high dimensional data, such as images or video.
The diversity of inputs is so large that collecting a representative sample is difficult.

Consider collecting a dataset for training an autonomous driver. The variables in the
context of driving include: geographical locations', driving conditions?, traffic conditions?,
different time of the day4, seasonal and weather conditions?. Ideally, we assume the dataset

should be both sufficiently large and sufficiently diverse so that it covers the various combinations

of the variables above. The diversity of the data instances depends on what data sources are

IEor example, different states, cities, towns.

ZFor example, highways, residential areas, primitive roads.

3For example, peak hours and off-peak hours, with and without the presence of pedestrians.
4For example, dawn, daytime, dusk, and nighttime.

SFor example, spring, winter, rainy days, snowy days.
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Figure 8.1: The imaginary from the highway Camera mounted over California State Route 1,
randomly sampled from a continuous 2-minute video clip.

considered in the data collection step.

Contrast the image samples of the video streams from three cameras on the road. The
stream A (Figure 8.1) is generated by a fixed camera monitoring a segment of California State
Route 1. The stream B (Figure 8.2) is generated by the Google Street View project ((ADF'10]),
from which the images are sampled as follows: select a geographic coordinate in United States
uniformly at random, collect the imagery of Google Street View at that location if it exists,
otherwise select another random coordinate. The stream C (Figure 8.3) is generated by the video
cameras mounted on the cars from the San Francisco Bay Area and New York City ([YXC™18]).

In the stream A, the diversity is limited, only a small part of the frame changes from
moment to moment, such as the cars driving in the lanes. In the stream B, the diversity is higher,
as we start to explore different fypes of roads located at different parts of the country. We also
observe the differences in weather conditions. However, these roads are mostly empty, likely
located in the less populated areas. In the stream C, the diversity is very high. The driving

conditions are complicated with the presence of other vehicles and pedestrians. The images also
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Figure 8.2: The images sampled from Google Street View by repeatedly selecting a geographic
coordinates in United States until there is an image taken at that location by Google Street View.
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Figure 8.3: The samples from BDD100K selected uniformly at random.
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cover different time of the day.

Along with many other applications of machine learning, the driving datasets are drawn
from a long tail distribution. It requires careful experimental design to collect a diverse dataset.
For example, if the learning task involves detecting traffic signs, the data instances solely from
the stream A or the stream B are not diverse enough because there are few images that contain
the traffic signs mostly seen on the city streets. On the other hand, if the learning task involves
detecting lanes or the edges of the roads, the data instances solely from the stream A or the stream
C are not diverse enough because there are few images with the primitive roads and the roads
located in rural areas.

Another challenge in these applications is that it is hard to acquire samples that represent
the further end of the long tail. In the context of driving, it may be very unusual situations, such
as the extreme weathers (e.g. heavy fog) and unexpected pedestrian behaviors (e.g. pedestrian
walking on the highway).

As we see in these examples, if the training data is not diverse enough, then simply
increasing the size of the training data will not fundamentally improve the model performance in
the production phase. It is because the model has little prediction power over the data instances
generated by the data sources that are drastically different from those seen in training.

In the standard framework, the data diversity problem is not a concern because the data
instances are assumed to be drawn identically from a fixed distribution. In practice, the data
instances are often drawn from multiple data sources each potentially with different distributions.
The RTTS method addresses the presence of multiple data sources by shuffling the data instances
before splitting them into the training set 7 and the test set U, so that the distributions that
generate 7 and U are identical. However, the data shuffling does not effectively improve the data
diversity. Thus, the model trained on 7" cannot predict well for the data instances from previously
unseen data sources. Consequently, the generalization error evaluated on U is no longer a reliable

estimate for the model performance in the production phase, which is a more critical measurement
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for most practical machine learning projects. Instead, we will see a change in the distributions
from the training set to the data instances collected in the production phase. This phenomena is
referred as distribution shift. Many algorithmic solutions are proposed to mitigate distribution
shift (see [KL18]).

The data diversity problem is not unique to machine learning. It is generally observed in
the scientific studies that use experiments and data to validate theories. [Lan88] examines machine
learning in the lens of experimental science. By definition, an experiment involves observing the
behavior of a system while varying one or more of its components and keeping others constant.
The methodology enables us to study the interactions between the variables in a system. Designing
controlled experiments is straightforward with a few independent variables. However, in practical
problems, controlling all variables are infeasible. As a result, the recommended method is to
collect observations from each cell in experimental design, and justify the differences of the
results between cells using the data. In the context of machine learning, it means one should
investigate a diverse assembly of data sources that are systematically selected.

The diversity in data sources is presence in many datasets in which the instances could be

partitioned into subpopulations. For instance, consider the following two examples.

e Medical image segmentation Data diversity is a major challenge in deploying learning-
based model in medical image segmentation to new environments ([dB16, VOIVDB14]).
The model performance is promising in a controlled, standardized environment. However,
the accuracy decreases when the model is deployed in a new environment (e.g. a new
hospital), due to the variance in imaging protocol, scanner model, or different patient
population. In this example, we can see that the data distribution may change from one

location to another.

e Advertising clicks prediction Predicting advertising clicks is central to most online ad-

vertising system. [HPJ " 14a] has observed in practice that the prediction accuracy of the
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model decreases over time. The decreases is caused by the change in the behaviors of
the advertisers and the website users over time. Such changes cannot be captured by a
fixed model trained on historical data. In this example, the data instances are from a

non-stationary distribution. The distribution changes from one period of time to the next.

8.2.2 Spurious correlation problem

The power of machine learning methods is in their exceptional capability of discovering
the statistical correlations between the data features and the data labels. In many cases, there is no
cause-effect relationship between the two variables that are correlated. This type of correlations
is referred as spurious correlations in statistics ([Sim77]). The spurious correlations exist when
there is a third random variable Z that is a common cause of the two random variables that are
correlated. The common cause Z is also referred as the confounding factor.

An assumption in machine learning is that if the training set is sufficiently large, the
correlations discovered in the training set are likely to be persist over the population. We argue
that this conclusion is not guaranteed in practice because of the mutual dependencies between the
training instances.

Under the standard framework, we assume the data instances in the training set are
mutually independent. In practice, this assumption is difficult to satisfy for many reasons. One
of them is that these data instances are collected by the same mechanism, meaning that they are
from the same data sources, collected in some fixed order, or other reasons that could introduce a
common causal factor between the data features and the data labels. If the common cause factor
only associates with the data collection process but does not exist across the population in general,
the correlations due to these causal factors are unlikely to exist beyond the training set.

Data duplications and near-duplications are among the most straightforward examples
of spurious correlation in the dataset. For instance, [BD19] finds that 10% of the images from

the CIFAR-100 test sets have duplicates in the training set, while the ratio is 3.3% for CIFAR-10
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Figure 8.4: The example is from [BD19]. Samples of different types of duplicates discovered
in CIFAR-100 test and train sets. The top row shows images from the test set. The bottom row
shows the corresponding similar images in the training set. Exact duplicate images are identical
almost pixel-by-pixel. Near-duplicates are same images that post-processed differently. Very
similar images contain different contact but look highly similar.
(see Figure 8.4). In ImageNet ([DDST09]), 1.78% of the validation images have near-duplicate
images in the training set ([SSSG17]), even though the benchmark dataset has gone through
de-duplication.

These large-scale image datasets are collected by crawling images from popular image
search engines, such as Google and Flickr, using a set list of keywords assembled from sources
like WordNet ([Mil98]). Unavoidably, some of the search query results contain duplicate images
for reasons like same images being uploaded by more than one user or being used on more than
one webpages. De-duplicating is not trivial in high dimension. Two data instances may not be
exact, byte-by-byte match to each other, but still be very similar to each other before or after the
feature extraction. As a result, some duplicate instances end up in these datasets.

Not all data dependencies are in the form of data duplication. [NMK19] studies the
spurious correlation between the training set and the test set for the image segmentation algorithms
on the satellite data. As it shows in Figure 8.5, the training set and the test set are generated
using the RTTS method over the random selections drawn from a fixed region on map. Some
of these selections could have overlapping pixels, which essentially gives away the labeling of
the overlapped region for the corresponding selections appeared in the test set. As we will see in

Section 9, in some cases the selections does not even need to be overlaps, but merely to be close
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Figure 8.5: The example is, with permission, from [NMK19]. The left figure shows the map
from Indian Pines, while the right figure is zoom into the region of interest. Random selections
are drawn from the region of interest, and then split into the training set and the test set, denoted
by the yellow are red squares, respectively.

enough in distance, to introduce spurious correlations.

Another source of the spurious correlation is the common underlying properties that
should not be considered in the prediction rules because they are inaccessible at the time of
inference. For example, it is usually required to create both the temporal boundary and the
entity-level boundary when working with the financial datasets. For example, when training a
classifier for fraud detection using a dataset of credit card transactions, the data instances should
be split into the training set and the test set in a way such that (1) all transactions in the training set
happened before all transactions in the test set, and (2) the transactions belong to the same account
holder should appear in either the training set or the test set but not both. The first requirement
is to eliminate the mutual dependencies between the consecutive transactions. For example, a
malicious party may attempt to put several purchases consecutively on the stolen credit cards
before the accounts get frozen. The second requirement is to eliminate the mutual dependencies
between the transactions due to the economic patterns of a specific account holder. For example,

some credit card owners may have never experienced fraudulent charges. The model may learn
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specific patterns that could identify such owners, and predict all future transactions from their
cards as normal.

In all the examples that have spurious correlation, we could use simple memorization-
based method and perform well on the test instances that have duplicates in the training set.
However, these prediction rules cannot be generalized to the population, thus have little utility in
application.

In the context of predictive modeling, spurious correlation is a type of information leakage.
[RPS*10] describes the information leakage as the “unintentional introduction” of the predictive
information. Similar to other forms of information leakage, spurious correlation leads to an over-
estimation of the model performance based on the performance on the test set. It is especially
problematic when the learning model has a strong “memorization” capacity. For example, [BD19]
finds that, after removing the duplicate and near-duplicate images, the error rate of the state-
of-the-art model increases from 3.56% to 3.95% on CIFAR-10, and increases from 17.05% to
19.38% on CIFAR-100.

8.3 Experimental design in machine learning

The standard framework described in Section 8.1 deviates from the real-world machine
learning projects on how the data instances are collected. In this section, we discuss an alternative
framework that better fits the actual data collection process. We are not attempting to propose the
resolutions for the data diversity problem and the spurious correlation problem, but to explore

possible future work directions.

8.3.1 Collect data from environments

Under the standard framework, all data instances are drawn from a fixed distribution.

However, as showed in the examples described in this chapter, the data distributions are often not
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identical in training and in testing, because the data sources have changed.

Alternatively, we should treat each data source as a distinct environment from which we
can draw data instances. Each environment e is governed by its own distributions D, over (X,y).
As a result, when we switch the environment from training to testing, we could see a distribution
shift. In the driving example, the camera mounted over the vehicle could capture images from
multiple environments, e.g. driving in the cities and driving in the rural areas.

Informally, we assume the data is generated by a two-step hierarchical model: first an
environment e is drawn, then the data instances are drawn from its corresponding distribution D,.

In practice, we have no control over the data sources that would be used in the production
time. In other words, the testing environment of a model is likely to be different from its training
environment. This is very different from the assumption in the standard framework, where the
training environment and the testing environment is identical statistically. In the design of the

machine learning experiments, we should reflect this challenge.

8.3.2 Experimental design in machine learning

Machine learning is an experimental science ([Lan88]). By definition, an experiment
involves observing the behavior of a system while varying one or more of its components and
keeping others constant. The methodology enables us to study the interactions between different
variables.

Comparing to other fields of science, it is easier to design control experiments in machine
learning because the practitioners have complete control over the data sources (while in training)
and the learning algorithms.

A basic controlled experiment can be designed as follows. Given a set of k data sources,
we have k separate environments E = {ej,ey,...,e;} by treating the instances from each data
sources as from separate environments. Collect separate pairs of the training set 7; and the test

set U; from each environment e;. Then with each training set 7;, we can train a model 4;. Finally
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for each trained model 4;, we can test its performance on all environments using all the tests set
Uj,j=1,... k.

Generally, we expect to see that the model /; performs best in the environment e; and
vice versa. More interesting results, however, are its performance on all other environments. The
justification is to by using examples from separate environments, we are likely to better estimate
the model performance in a non-identical environment, and also reduce or even eliminate the

boost in model performance due to the spurious correlation embedded in the model.

8.3.3 Model ensemble and active learning

Under the standard framework, given k data sources, we collect examples from all of them
and generate one training set and one test set using the RTTS method. If, instead, we follow the
proposal in Section 8.3.2, we can create a model ensemble with k distinct models. We think the
ensemble of k model is a better fit for the practical learning tasks because it enables us to measure
the prediction confidence.

Evaluating the prediction confidence is more feasible with an ensemble than with a single
model. For example, in a binary classification task with 0/1 label, we would be very confident in
the model prediction if all K models predict the same, while we would be uncertain if k/2 of the
models predict 0, and the other k/2 predict 1. When the model is uncertain about its prediction,
it can abstain from prediction, which is a safer approach for many applications where the cost

incorrect inference is high.

Delegate when uncertain

In many high-stake applications of machine learning, such as autonomous driving and
medical diagnoses, it is an over-reaching goal to replace the human experts entirely with comput-
ers. Instead, we should treat computers as an enhancement to human intelligent. Specifically, the

models should make prediction only if it has a high confidence. For complicated examples on
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which the models are uncertain, it should print “I don’t know” and delegate the prediction task to
a human expert. The hybrid approach could reduce the risk of making high-cost mistakes, while

still benefits from the automation.

Active learning

The key idea of active learning is that the model can make improvement at lower cost by
selectively choosing which data instances to use for training. It is best suited in the scenarios
where it is cheap to acquire a large amount of data instances, but expensive to label them. It
is suited in the context of ensemble learning for the following reasons. The learning models
are expected to perform well on “easy examples”. One way to define easiness of an example
is by how likely the similar examples may be appear in the training set. The models are likely
to perform well on the most commonly seen examples, but less confident on the rarely seen
ones. Many learning tasks work with a long tail distribution, which means a vast pool of the data
instances may not be collected in training but appear in testing. For example, it is rare but possible
that pedestrians may be walking on the highway. In the data collection for model training, it is
unlikely that such scenarios would be captured. But when the model is deployed at scale, the
probability of encountering these rare cases is significant. These instances can be labeled by

human experts, and later be added to the training set for improving the model.

8.4 Related work

8.4.1 Randomized train/test split

The Randomized train/test split (RTTS) method is used widely across the academic
research and the real-world applications of machine learning. In the academic community,
we rely on the performance reported on the test set generated by RTTS to decide which algo-

rithms/architectures are the best. On the application side, RTTS is a default step in the data
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preprocessing, as seen in the popular machine learning packages such as scikit-learn ((PVG*11])
and TensorFlow ([ABC'16]).

The RTTS method is justified only if the data is drawn under the i.i.d. assumption.
[DKP*15] identifies three reasons why the i.i.d. assumption could be violated in practical
applications: (1) the distribution can be non-stationary and change over time; (2) consecutive data
samples can be inter-dependent; (3) the data samples are generated by an adversary, instead of a

distribution.

8.4.2 Learning from multiple environments

We refer to the term environment to recognize that the data instances may be drawn
from separate, distinct data sources. This concept has been previously studied in [ABGLP19],
[PBM16], and [HDM17], which aim to identify the invariant features or rules across different
environments, and to show that the invariants are related to the causal explanation of the learning
objectives. The end product of these work is a single model that generalizes well in all varieties
of the environment. We propose a different learning objective in Section 8.3, which uses an

ensemble approach, training multiple models that fit best in each environment.

8.4.3 Distribution shift

In practice, the training environment is often different from the testing environment. As
a result, machine learning practitioners often observe the statistical difference at various scale
between the environment that the model is trained, and the environment that the model is to be
applied, i.e. a distribution shift.

Distribution shift, also been referred as data shift, is a general term to describe the
discrepancy between the two distributions Ds and Dy: Ds generates the examples for training

the model, and Dy generates the examples that we want to make predictions on. The discrepancy
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causes the model to make bias estimations on the examples from Dy. There are a number of

approaches to address the distribution shift.

Transfer learning and domain adaptation

In transfer learning and domain adaptation, the training data is sampled from the source
domain, while the fresh examples are sampled from the target domain. The data distribution shifts
from one domain to the other. [KL18] describes the three types of data shift that happens, namely
priority shift, covariate shift, and concept shift. Except for covariate shift, data labels are required

to fit the model to the new domain.

Exploit invariance and causality

[HDM17, ABGLP19] proposed methods that prompt the invariant part (or core features)
of the data in the model training process. The term environment is used to describe the distributions
where the data can be sampled from. The idea is that by focusing on the data properties that persist
across all environments, the model can fit the invariant casual associations between the variables,
and generalize better to the fresh examples from an unseen distribution that shares these properties.
For example, [ABGLP19] introduce a regularizer to penalize the feature representations that

cannot generalize well in different environments.

Periodic retraining

Perhaps more popular in the applied side of machine learning, periodic retraining is
a common routine to combat the distribution shift over time. [HPJ"14b] uses the term data
freshness to describe the delay between the dates that the training and testing data sets are
collected. They observe that the prediction accuracy of the model decreases as the delay between
the training and testing increases. Thus to improve the prediction accuracy, they retrain the model

on a daily basis so that the delay between the training and testing is as small as possible.
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8.4.4 Spurious correlation and information leakage

In the context of predictive modeling, spurious correlation is a type of information leakage.
[KRPS12] argues that there are two causes of information leakage: leakage in features and leakage
in training examples. Spurious correlation is a type of leakage in training examples.

To the best of our knowledge, there is no systematic method that can universally prevent
the spurious correlation between the training and testing sets. In fact, even detecting the spurious
correlation is a difficult task.

[RPST10] proposes three general approaches for detecting spurious correlation.

Exploratory data analysis

As a general data analysis approach, exploratory data analysis covers a wi de variety of
statistical tools and techniques, and provides direct insights on the underlying structure of the data
set. Many instances of information leakage, including those caused by the spurious correlation,
can be identified by exploratory data analysis. We discuss a specific example of revealing the

spurious correlation using a simple data visualization technique in Section 9.

Critical model evaluation

In many real-world problems, the domain experts and the modelers often have a rough
expectation for the model performance. When the model performance is too good to be true,
it should raise concerns. In Section 9, we discuss how we saw stellar results on the prediction
accuracy, which raised a red flag, and motivated us to discover the spurious correlation between

the training and testing sets.

Exploration of usage scenarios

Finally, one can break the fallacy of the overly optimistic testing performance by testing

the models in the true application settings. In other words, the information leakage can be detected
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by using the fresh new data gathered after the model is trained.

[KRPS12] proposes a sufficient condition for preventing information leakage in general.
In short, the condition says that all training examples must be observable for the purpose of
inferring all testing examples. More formally, they define a legitimate set legit{u} of a random
variable u. A second random variable v is said to be in legit{u} if v is observable at the time of
inferring u. Then, for all the feature and label pair (X,) in the training set, and for all label y in

the test set, the condition is defined as

X € legit{y} and y € legit{y}.

However, this condition may be hard or expensive to validate on instance-by-instance
basis for all training and testing examples pair. In addition, it requires a precise definition for
observable according to the application scenario. In some cases, observable is an ill-defined
concept. For example, the data instances may be collected over time but the precise timestamp

information is not available.

Chapter 8 through Chapter 9 contain material from the [CML Workshop on Real World
Experiment Design and Active Learning, 2020 (“Experimental Design for Bathymetry Editing”,
Alafate, Freund, Sandwell and Tozer). The dissertation author was a primary investigator and

author of this paper.
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Chapter 9

Experimental design for bathymetry

As a case study of how to design experiments in machine learning, we study the problem
of bathymetry data editing in this chapter.

Bathymetry is a study of the depths and shapes of underwater terrain. One of the key
objectives in the bathymetry study is to produce a high-definition map of the global seafloor by
aggregating the available data from multiple research institutions around the world. There is some
percentage of the bathymetry data that are corrupted, which should be eliminated from the final
seafloor map. Therefore, it is critical to have a careful data editing step before merging the new
data sources for eliminating the corrupted data. In this section, we describe how we use machine
learning to assist the data editing process, and discuss the challenges posed by the data diversity

problem and the spurious correlation.

9.1 Bathymetry data editing

Modern bathymetry drawn on two sources of information: Satellite altimeters that have
global coverage but poor resolution, and shipboard echo sounders, which provide potentially
more accurate data only along the path of the ship. The quality of the data from the echo sounders

varies widely. As a consequence, extensive quality assurance is performed on the data after
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(a) Bathymetry depth measures (Carribean Sea) (b) Edit out corrupt measures manually (Carribean Sea)

~78.5° —-78.0° -78.5° —78.0°

c) Bathymetry depth measures (North Pacific)

w .} . = T

Figure 9.1: Manual bathymetry editing: (a) (c) A segment of ocean sea floor which includes
from bad measurements. (b) (d) Manual editing requires drawing small polygons to identify the
measurements to be removed.
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it is collected from the ships and before it is integrated into the map. This process is called
“editing” and corresponds to assigning a binary label to each measurement. Measurements labeled
“good” are incorporated into the bathymetry map while “bad” measurements are discarded. This
process has traditionally been done manually by analyzing the map after a full update (using all
measurements), then identifying and removing suspicious outliers in the updated map (Figure 9.1).

Manual editing is labor intensive and the accuracy of the results vary from person to
person. The goal of our project is to develop a “computer assisted editing” method in which
the computer assigns a confidence-rated prediction to each measurement. The human editor can
then select a large area and instruct the computer to remove all bad measurements within that
area (Figure 9.2).

The original bathymetric data comes with three attributes: longitude, latitude, and the
seafloor depth measurement at the specified location. In the preprocessing step, we also have
access to other meta data related to the location of the measurements, which we use to enrich the
feature representation.

The bathymetry dataset has a clear hierarchical structure. The dataset is aggregated from
multiple data sources (17 sources at the time of the writing), each corresponding to a research
institution. Within each institution, the data is gathered from multiple vessel cruises. In addition,
based on how the depth was measured, we can further split the data instances into two classes:

measured by a single-beam echo sounder or a multi-beam echo sounder.

9.2 Data description

We use a bathymetry datasets from 7 different research institutions around the globe (see
Table 9.1). Each research institution collects their data using hundreds to thousands of cruises.
The numbers of data samples collected by different cruises are not uniform. We use imbalance

ratio to denote the percentage of samples from the largest 20% of the cruises.
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(b) Edit out corrupt measures with the learned model

(a) Prediction scores for bad examples (Carribean Sea) (Carribean Sea)

-78.5° =78.0° -78.5° =78.0°

(d) Edit out corrupt measures with the ML model
(North Pacific)

(c) Prediction scores for bad examples (North Pacific)

- . = =
() the measures received a score > 0.95

Figure 9.2: Computer assisted bathymetry editing: (a) (c) Scores generated by the boosted trees
algorithm. (b) (d) computer-assisted editing, the editor draws a larger rectangle and specifies a
minimal threshold for points to be removed.
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Table 9.1: Overview of the bathymetry editing dataset

Institution % edited! | num. of cruises | num. of measures | imbalance ratio?
all 5.105 7881 287TM 93
AGSO 1.961 127 I5M 48
JAMSTEC 4.306 541 81 M 81
NGA 19.340 1374 4 M 92
NGDC 4.751 1033 116 M 69
NOAA geodas 11.063 4079 20M 72
S10 13.137 247 21 M 76
US multi 5.301 480 30M 73
Note 1. Percent edited refers to the percentage of data removed from each data set by human
editors.

Note 2. Imbalance ratio refers to the percentage of data from the top 20% of the cruises ranked
by the number of measurements collected by each cruise.

The samples from different research institutions differ statistically. The sample sizes
range from 4 millions to over 100 millions. The quality of samples varies from one institution to
another. For example, 1.961% of the samples from AGSO are labeled as corrupted and removed,
while for NGA 19.340% of the samples are labeled as removed. There are a number of reasons
that might explain these differences. Probably one of the more important ones is that the datasets
are collected from different geographic areas. For instance, JAMSTEC data focuses on the area
near Japan, while SIO data concentrates near US west coast [TSST19].

The original depth measurements has 3 features: measured depth, latitude, and longitude.
we added 32 additional features to describe the region where the data is collected, for example,
the medium seafloor depth of the region, the seafloor variance of the region, the year in which the
data was collected, and more. The full list of feature descriptions could be found in Appendix B.

The data label is a binary bit, where 0 means the human labeler marked the measurement
as corrupted or incorrect, and 1 means that the labeler marked the measurement as valid. The
learned classifier should ensure a low false negative rate (so that as few valid measurements are
removed as possible), while having close to zero false positive rate (so that the corrupt data would

not be integrated into the final map).
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9.3 Learning from multiple data sources

Under the standard framework, the data from different research institutions would be
merged into one and create a large data sample S. Then the sample S would be split into a training
set and a test set using the RTTS method. The common consensus in machine learning says
that, if the sample S is sufficiently large, the trained model would generalize well to the unseen
samples. This claim is disputable for this dataset, because there are wide varieties among the
samples from different research institutions as we show in Section 9.2. Consider an extreme case
as follows. If the samples from one institution amount to 99% of the samples in S, the sample S
would not be representative of the global bathymetry because of its heavy bias towards the data
from one specific institution.

Instead, we treat the data from different research institutions as they are from different
data sources, and train one model for each one of them. For each research institution i, we merge
all of its measurements and create a sample ;. Then then shuffle the examples in S; and split it to
a training set Z; and a test set ;. Lastly, we train a model H () with each 7;, and then test it with
Uu.

The experiment results are exceptional. For all research institution, the trained model
achieves almost perfect separation between the examples that are labeled good and that are labeled
bad. In Figure 9.3, we select three research institutions, and present their ROC (receiver operating
characteristic) curves and the scores distribution for the good examples and the bad examples.
The three institutions are JAMSTEC, NGA, and SIO. For all three institutions, the areas under
ROC curve of the trained models are above 0.99. The plots of the score distributions show that
the models are able to separate the good examples from the bad ones almost perfectly.

The evaluation results are too good to be true. Upon further examination, we realize that
the models would not have utility in practice since their exceptional performance is achieved by

exploiting the spurious correlation between the training and testing examples.
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Figure 9.3: The ROC curves and the scores distributions of three models that exploit the
spurious correlation between the training set and the test set. The scores distribution plot show
the percentage of examples that exceed certain threshold. Specifically, the blue curve shows the
percentage of good examples (y-axis) that receive a score below the corresponding threshold
(x-axis); the red curve shows the percentage of bad examples (y-axis) that receive a score above
the corresponding threshold (x-axis). The overlapping area in the middle denote the fraction of
examples that the model is unable to separate. For all three models, the values of AUROC are all
above 0.99. The score distributions show that the model is able to separate the good examples
from the bad examples almost perfectly.
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14
AGS0 model

JAMSTEC model

MGA maodel
0.8

NGO model
0.4

NOAA model
510 model 02

US_multi model

0.0

Figure 9.4: Evaluating the Area under the ROC curve (AUROC) of a model with the data
from different research institutions. The results show that the model H) achieves close to
1.0 AUROC on the test data U; (i.e. the samples from the same research institution where the
training data was drawn), but cannot generalize to the test data from other regions in general.
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To see why the model is impractical, we evaluate the performance of H () over the test
sets Uy, Uy, ..., Uy individually. The performance is again evaluated by the area under the ROC
curve for each combination of the model H() and the test set U i, and visualize the evaluations in
Figure 9.4. The result is surprising: the values of AUROC are close to 1.0 when i = j, but almost
0.0 when i # j. In other words, the model H; predicts almost perfectly if the test sample is drawn
from the same research institution where its training data was drawn, but cannot generalize to the

test data from any other research institutions in general.

9.4 The danger of overly fine partitioning

In the common practice, data sets are split randomly, which might not be adequate. To see
that, we describe the problem it causes if we apply this type of data splitting in the bathymetry

data editing task.

Individual-based splitting

As in the common practice, we merge all measures from all the cruises, without noting
to which research institution they belong. Then we decide the proportion of the measurements
to be put into the training set, p. Finally, we iterate through all measurements, and assign
them to the training set with the probability of p, and to the testing set with the probability of
1 —p. An additional validation set can be generated similarly. We call this way of data splitting
“individual-based splitting”.

Individual-based splitting results in a classifier that delivers an exceptional accuracy rate.
However, the classifier cannot generalize beyond the test set. Upon further examination, we
discover that the classifier is effectively memorizing the location of the measurements in the
training sets and their corresponding labels.

As it shows in Figure 9.5, the label of one measurement is highly correlated with the
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label of the previous measure. In the data region marked out by the green box, we can see a
clear split between the corrupted measurements (in red) and the valid measurements (in blue).
The clear separation may have multiple explanation, for example, the echo sounder might have
malfunctioned while traveling the ill-measured regions, but got fixed and worked properly after
leaving the regions. If a machine learning model with the strong “memorizing” capability is
applied in this case, it might exploit this phenomena and overfit in these regions. When it happens,
the testing examples sampled from the same region will perform exceptionally, but we cannot
trust this performance to be generalized to the regions not presented in our training data.

As a general principal, a reliable testing set should be acquired independently from the
acquisition of the training set while preserving certain workflow involved in the data collection
process. In the bathymetry data editing task, the measurements in the testing set should be

collected by different cruises that are not observed in the training set. In certain task involving

the video or other forms of sequential images, the testing data and the training data should
not be sampled from the same clips. We argue that we cannot obtain a reliable generalization
performance by simply guaranteeing that the training and testing examples do not overlap.

In Figure 9.5, we visualize the geolocation of the measurements, and use two different
colors to denote their labels: the blue dots for the valid ones, and the red dots for the corrupted
ones. We can see that there is a high correlation in the correctness of the measurements over the
consecutive measurements. The reason is as follows. The cruises took the depth measurements
sequentially over time. The measurements were predominantly accurate, until some abnormal
activity, such as device malfunction, happened at some point #;. Following the time 71, all the
measurements taken were all corrupted. Lastly, the cruises started to take correct measurements
again at some point #, once the malfunction was fixed.

In the first iteration of our work, we created the training and testing sets using RTTM over
the data instance. Specifically, we aggregate all measurements from all cruises, shuffle them, and

randomly partition them into the training set and the testing set. We discovered that the accuracy
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Figure 9.5: An example of the sequentiality problem in bathymetry. (a) is the route of a typical
ship cruise. (b) is a zoomed-in part of the route, depicting the partition of examples into training
and testing.
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of the trained model was almost perfect on the testing set (see Figure 9.3). We then suspected that
the model was able to exploit the sequentiality of the measurement correctness, and inferring the
labels of the testing examples by comparing to the neighboring examples in the training set.

To test our hypothesis, we conducted the second iteration of the modeling which uses

cruise-based splitting.

Cruise-based splitting

We use cruise-based splitting method to address the overly-fined partitioning problem
that we had in the individual-based splitting. To avoid the model to memorize and exploit the
sequentiality in the measurements collected by the same cruise, we make the training/testing data
split on the cruise level: all measurements from the same cruise will either be in the training set

or in the testing set but not both.
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Figure 9.6: The ROC curves and the scores distributions of three models after we split the data
at the cruise level. The scores distribution plot show the percentage of examples that exceed
certain threshold. The overlapping area in the middle denote the fraction of examples that the
model is unable to separate. The AUROC scores are more realistic. However, for some fraction
of the test samples, the model seems to be predicting worse than random guessing (e.g. in

JAMSTEC).
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Similar to the instance-based splitting, we first decide the proportion of the number of
cruises to be put into the training set, p. Then we iterate through all cruise in random order, and
assign them to the training set with the probability of p, and to the testing set with the probability
of 1 —p.

We repeated the same experiments, and obtained a more realistic results. In Figure 9.6,
we see that the models trained on the NGA and SIO datasets achieve reasonably good AUROC

scores, while the AUROC of the model trained on the JAMSTEC dataset decreases significantly.

9.5 Imbalance within the coherent subsets

Within one “coherent” subset, there can be an imbalance among the samples. For example,
in the bathymetry data provided by one of the agencies (NGA), the top 5 cruises sorted by the
number of measures (out of 1376 cruises) contain about the same number of measures that the
rest of the cruises combined.

To mitigate this problem we changed the way we partition the data into training and
testing. Namely, we divided the data sequences into long sub-sequences and then place each
sub-sequence at either the training set or the test set at random. We compared the two ways of
forming sub-sequences. The first way is to take whole cruises as sub-sequences, the second is
to take non-overlapping sub-sequences of 100,000 measurements. These correspond to about
2500KM for the multi-beam cruises. Most cruises are shorter than 100,000 and are included
whole, but some are much longer. Partitioning the sequences in these ways reduces the AUROC
significantly, as is shown in Figure 9.7. However, this performance is a better predictor of future
performance.

Identifying the coherent subsets of the training datasets can potentially improve the
prediction accuracy in two ways. First, if we individually train a model for every data subset, we

expect the model accuracy to improve since the data distribution is “easier” to learn. Second, we

89



Comparing the ROC curves for splitting
by points, by cruises, and by segments

1.0 ‘ _________=-|-—_ Z
f / //"
0.8 > -
E 0.6
§0.4 ( . —
£ | | |
—— Split by points, AUROC=0.997
0.2 —— Split by cruises, AUROC=0.883
—— Split by segments, AUROC=0.943
%% 0.2 0."4 0.|'6 0.!8 1}0

False positive rate

Figure 9.7: The ROC curves for three different ways of partitioning the data into train and test:
individual examples, whole cruises, and segments of 100,000 measurements.
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Figure 9.8: Area under ROC (AUROC) for the models trained using data from one region and
tested on the data from another region. Higher values are better.

can create an ensemble of the models trained on each coherent subsets, and get a better prediction
accuracy than any single classifier.

The general principal of identifying subsets within a dataset is to split data in the way that
improves the model performance, and to stop further splitting when it causes overfitting.

The bathymetry datasets is aggregated from various research institutes around the globe.
A natural assumption is that the examples collected from the same agencies are more likely to be
coherent.

The data splitting is similar to the general cruise-based splitting, with the addition that we
now create separate training and testing data sets for the data from each research institutes.

With every training set that contains examples from only one institution, we can train a
model that is supposed to be performed best on the examples from the same coherent set. To

further validate our assumption, we cross test the models using the examples collect by the other
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Figure 9.9: Comparison of the test performance using the models trained using the data from
different sources. The plots show the test performance on the test data sampled from the datasets
provided by AGSO (Australia), JAMSTEC (Japan), and NGDC (US-based data center with
global data coverage). In all three cases, the optimal models are the one trained on the data
sampled from the same origin as the test data. The model trained using all of the data is also
included for comparison.

Table 9.2: Improvement in terms of AUROC of a model trained on the data sampled from the
same region as the test data over the model trained on all of the data.

AGSO | geodas! | NGA | NGA2 | NGDC | JAM? | JAM2? | SIO | US_multi
429% | 3.38% | 0.78% | 6.94% | 4.38% | 2.59% | 5.57% | 0.73% | 2.95%

Note 1. NOAA _geodas, abbreviated to fit the page.
Note 2. JAMSTEC and JAMSTEC?2, abbreviated to fit the page.

agencies, which under our assumption are sampled from a similar but different distribution.

We also reported the model performance on each of the data sources. Each row of the
matrix in Figure 9.8 corresponds to a model (classifier) trained using data from one of the 17
regions, the bottom row correspond to the model trained using all of the data. The columns
correspond to the region from which the test set is taken (train and test sets from each region are
randomly partitioned). The colors correspond to correspond to the AUROC when the row model
is tested on the column test data. First, observe that some pairs, such as model AGSO and test
NGA, or JAMSTEC model and test NGDC have a very poor AUROC of 0.5 or smaller. In other
words, the distributions corresponding to different regions are very different, which is why we call
this data source diverse. This contradicts the identically distributed part of the IID assumption.

Further, the highest AUROC in each column corresponds to the the model trained on
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data from the same region. The second best is usually the classifier trained using all of the data.
However, as shown in table 9.2, the classifier using just the data corresponding to the the same
region is, in all cases, better than the classifier using all of the data.

We show the full ROC curves of three specific regions in Figure 9.9. We sampled the test
sets from AGSO (Australia-based organization), JAMSTEC (Japan-based research institution),
and NGDC (US-based data center). We then used these test sets to evaluate four models: first
three are trained using the data from each one of the three regions, and the fourth one trained
using all of the data. In all three cases, the best performance (in terms of AUROC) is achieved by
the model trained using the data from the same source as the test data, while the performances of
the models trained using the data from difference sources are significantly worse. Finally, the
performance of the model trained using all of the data falls in between.

We conclude that for the bathymetry editing task, combining all data into one large
training set is inferior to using only data that is similar to the data in the test set. In other words,
maximizing the size of the training set should be balanced against the similarity of the training

set to that of the expected test set.

Chapter 8 through Chapter 9 contain material from the ICML Workshop on Real World
Experiment Design and Active Learning, 2020 (“Experimental Design for Bathymetry Editing”,
Alafate, Freund, Sandwell and Tozer). The dissertation author was a primary investigator and

author of this paper.
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Appendix A

Pseudocode for Sparrow

Algorithm 3 Main Procedure of Sparrow

Input Sample size n

A threshold 6 for the minimum rn. /n ratio for training weak learner

Initialize Hy =0
Create initial sample S by calling SAMPLE
fork:=1...K do

Call Scanner on sample S generate weak rule /g, i

1/2
Hy < Hy_1+ %log 1?2i_zhk

if n;/n < 6 then
Receive a new sample S < from Sampler
Set S+ '

end if

end for
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Algorithm 4 Scanner

Input An iterator over in-memory sampled set S

Initial advantage target yp € (0.0,0.5)

static variable Y= vy
loop
if sample S is scanned without firing stopping rule then
Shrink Y by ¥+ 0.9y
Reset S to scan from the beginning
end if
(x,y,wp) < S.next()
w < UPDATEWEIGHT (x,y,w;, H)
for h € W do
Compute A(X)y
Update M;,V; (Eqn 4.3)
if Stopping Rule (Eqn 4.4) fires then
return A,y
end if
end for

end loop

95



Algorithm 5 Sampler

Input Randomly permuted, disk-resident training-set

Disk-resident stratified structure D < {}
Weights of the strata W «— {}
Construct new sample S < {}
loop
With the probability proportional to W,
sample a strata R
(x,y,w;) < R.next()
Delete (x,y,w;) from R, update W
Receive new model H from MAINPROCEDURE
w <— UPDATEWEIGHT (x,y,w;, H)
With the probability proportional to w,
S S+{(x,y,w)}.
Append (x,y) to the right stratum with regard to w,
D+ D+ {(x,y,w)}
Update W
if Sisfull then
Send S to MAINPROCEDURE
S {}
end if

end loop
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Appendix B

Bathymetry editting dataset

The bathymetry editing dataset has 32 features and a binary label. The learning task is to
predict whether a depth measurement is valid or corrupted. The original bathymetry data comes
with only three features, the measured depth in addition to the latitude and the longitude of the
measured location. We enrich the feature representation by adding relevant features derived from

the existing bathymetry map. The list of features and their descriptions are described in Table B.1.

Table B.1: Data features of the bathymetry editing dataset

Name Example | Description

lon 143.92 longitude

lat -43.99 latitude

depth -4637 the depth measure

pred -4633 the predicted depth from the gravity model

(pred-depth)/depth 0.00 the relative difference between the depth measure
and the prediction from the gravity model

d10 0.98 average depth of the sea floor in the 10km grid

d20 0.97 average depth of the sea floor in the 20km grid

Continued on next page
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Table B.1: Data features of the bathymetry editing dataset (Continued)

Name Example | Description
de0 0.95 average depth of the sea floor in the 60km grid
age 39.35 age of the oceanic plate
VGG 20.92 vertical gravity gradient
rate 1773.15 | plate half-spreading rate
sed 1002.69 | sediment thickness
roughness 23.16 seafloor roughness
G:T 0.58 free air gravity anomaly to topography ratio
NDP2.5m 352.59 the depth measure minus the median depth
in 2.5km blocks
NDP5m 1227.86 | the depth measure minus the median depth
in Skm blocks
NDP10m 4867.36 | the depth measure minus the median depth in
10km blocks
NDP30m 28191.80 | the depth measure minus the median depth in
30km blocks
STD2.5m 22.27 the standard deviation of the depth in 2.5km blocks
STD5m 42.23 the standard deviation of the depth in S5km blocks
STD10m 86.56 the standard deviation of the depth in 10km blocks
STD30m 188.40 the standard deviation of the depth in 30km blocks
MED2.5m -17.31 the median depth in 2.5km blocks
MED5m -30.94 the median depth in Skm blocks
MED10m -0.91 the median depth in 10km blocks
MED30m 1.92 the median depth in 30km blocks

Continued on next page
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Table B.1: Data features of the bathymetry editing dataset (Continued)

Name Example | Description

D-MED2.5m/STD2.5m | -0.77 the difference between the depth measure and
the median depth divided by the standard deviation
of the depth, in 2.5km blocks

D-MED5m/STD5m -0.73 the difference between the depth measure and
the median depth divided by the standard deviation
of the depth, in Skm blocks

D-MED10m/STD10m | -0.01 the difference between the depth measure and
the median depth divided by the standard deviation
of the depth, in 10km blocks

D-MED30m/STD30m | 0.01 the difference between the depth measure and
the median depth divided by the standard deviation
of the depth, in 30km blocks

year 2000 the year in which the depth was measured

kind G the type of the echo sounder used for the measurement
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