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Imprecision in Machine Learning Problems

by Vu-Linh NGUYEN
(Nguyén Vi Linh)

We have focused on imprecision modeling in machine learning problems, where avail-
able data or knowledge suffers from important imperfections. In this work, imper-fect
data refers to situations where either some features or the labels are imperfectly known,
that is can be specified by sets of possible values rather than precise ones. Learning
from partial data are commonly encountered in various fields, such as bio-statistics,
agronomy, or economy. These data can be generated by coarse or censored
measurements, or can be obtained from expert opinions. On the other hand, imperfect
knowledge refers to the situations where data are precisely specified, however, there are
classes, that cannot be distinguished due to a lack of knowledge (also known as
epistemic uncertainty) or due to a high uncertainty (also known as aleatoric uncer-
tainty).

Considering the problem of learning from partially specified data, we highlight
the potential issues of dealing with multiple optimal classes and multiple optimal
models in the inference and learning step, respectively. We have proposed active
learning approaches to reduce the imprecision in these situations. Yet, the distinction
epistemic/aleatoric uncertainty has been well-studied in the literature. To facilitate
subsequent machine learning applications, we have developed practical procedures to
estimate these degrees for popular classifiers. In particular, we have explored the use
of this distinction in the contexts of active learning and cautious inferences.

Keywords imprecision, machine learning, active learning, racing algorithms, epis-
temic uncertainty, aleatoric uncertainty, multi-class classification
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Chapter 1

Introduction

This work focuses on imprecision modeling in machine learning problems, where avail-
able data or knowledge suffers from important imperfections. By imperfect data, we
refer to the situations where either some features or the labels are imperfectly known,
that is can be specified by sets of possible values rather than precise ones. For ex-
ample, when the label of some training instances is only known to belong to a set of
labels, or when some features are imprecisely given in the form of intervals (or, more
generally, sets). In the second scenario, imperfect knowledge refers to the situations
where data are precisely specified, however, there are classes, that cannot be distin-
guished due to a lack of knowledge (also known as epistemic uncertainty) or due to a
high uncertainty (also known as aleatoric uncertainty). In this introduction, we are
going to formulate the problems we will consider, before providing a quick overview of
our contributions. We are first going to summarize the basics of the learning problem,
then highlight possible scenarios where the classical methods is likely to be insufficient
and quickly introduce our proposals to tackle these situations.

1.1 Learning problems

Learning is, in general, the problem of teaching a learner (classifier) to generalize
from experience |7, 47|. In the context of supervised learning, generalization refers
to the ability of a learning machine to perform accurately on new examples after
having experienced a training data set [89, 92]. Almost of the works on supervised
learning literature can be categorized into either inductive techniques or transductive
techniques. Roughly speaking, inductive techniques learn a model 6* issued from the
hypothesis space © C Y% that best fits the training data set D = {(zn, yn)}_; C
X x Y of N input/output samples, where X := RY and Y := {yi1,...,yn} are,
respectively, the input and the output spaces, and uses 8* to make predictions for new
instances (¢, 7). When using transductive techniques, training data are used directly
to perform the inference step (on new instances (t,?)) without any induction step.
This is illustrated by Figure 1.1.

Before going further, let us note that, we denote by © the underlying hypothesis
space, i.e., the class of candidate models 8 : X — ) the learner can choose from.
Often, hypotheses are parametrized by a parameter vector § € ©; in this case, we
equate a hypothesis with the parameter 6, and the model space with the parameter
space ©.

Inductive learning

The goal of inductive learning (the upper path of Figure 1.1) is to extract a model
0* : X — Y within a model space © which best fits the training data set D [34, 40,
89-91]. This strategy has been widely studied and detailed for numerous applications,
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Induction Model Inference/Prediction
X — Y

{(mnayn)}ﬁle (t7?)

Transductive Learning
Case-based reasoning
0 : X — Y

FIGURE 1.1: Inductive versus transductive learning

e.g, support vector machine (SVM) [10, 16], logistic regression [21, 93|, Naive Bayes
[77], etc. Two classical map to derive the optimal model #* are to use either the
loss minimisation approach which seeks for the model (in the hypothesis space) that
minimizes the loss on the training set, or, the likelihood maximization approach whose
optimal candidate is the one that is most probable for the training data, usually
assuming that there are i.i.d observations.

In the loss minimization approach, candidates of © are assessed by the mean of a
risk scoring function R : © — R and seeks for the one minimizing this risk function
function, i.e, the one minimizes the expected loss

R(6) = /X 0. 0(@) P (. y), (L1)

where £ : ) x ) — R is the loss function, and ¢(y, 6(x)) is the loss of predicting 6(x)
when observing y. It is obvious that the probability measure P(x,y), which specifies
the data generating process, is unknown, thus the risk (1.1) cannot be computed di-
rectly. Therefore, in practice, it is usually estimated using the empirical risk R(6 | D),
that is

N

R(O[D) = U(yn,0(x)). (1.2)

n=1

The selected model is then the one minimizing (1.2). Thus, loss minimisation approach
can be in principle applied as soon as a loss function is defined [43, 91].

Maximum likelihood estimation (MLE) [32, 65] requires a well-defined likelihood
function and a probabilistic hypothesis space. MLE is based on the principle (origi-
nally developed by R.A. Fisher [32]) stating that the desired probability distribution
is the one that makes the observed data most likely, which means the optimal model
should be the one maximizing the likelihood function [65]. This can be done by either
maximizing the conditional probability py(y |x), for discriminative methods, or, the
joint probability pg(x,y), for generative learning methods [66].

- The discriminative methods, e.g, logistic regression |21, 93|, or, support vector
machines (SVM) [10, 16|, assume some functional form of pg(y |x), the condi-
tional probability that the label y € ) will be assigned to the instance x, and
seek for the model #* € © maximizing the discriminative likelihood function, i.e,

N
0" = L(O|D) := n | ). 1.3
argmax L(0| D) := argmax [ [ po(yn | n) (1.3)

n=1
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The optimal model 6* is then used to make inference/predictions on new in-
stances (t,7), typically using the expected loss minimisation, e.g, to assign for
t the label y* € Y with the highest conditional probability pg«(y|t).

- Generative learning methods, for instance, Naive Bayes 77|, assume some func-
tional form of pg(y) and pp(x|y). With the assumption of conditional inde-
pendence, which is typically made for generative models, the joint probability
po(x,y) can be expressed in the factorized form as follows

P
po(x,y) = po(y)po(x | y) = po(y) [ [ po(a? | v). (1.4)
p=1

Thus, the optimal model 6*, which will be used to make inference, is the one
maximizing the generative likelihood function, that is

N
0" = L(O|D): =
argmax L(0| D) : = argmax | | po(an, yn)

n=1
N P
= P . 1.5
arg I&aé(gpe(yn)gpe(xn | Yn) (1.5)

Transductive learning

In a transductive learning approach, in contrast with inductive learning one, estimates
for each new instance (t,7) a potential model by using additional information related
to this point [48, 50, 69, 92| (the lower path of the Figure 1.1). This means that, in
a transductive approach, the training data D are always maintained and are used to
make inference for the new instances (¢,7) (rather than using an optimal model 6*
as in inductive learning). For instance, in case of the K nearest neighbours (K-nn)
method, a non-parametric classifier, for each new instance (¢,7), we extract directly
from D a set of K nearest neighbours, denoted by N¢, and derive an optimal prediction
y* for t based on the voting scores given by training instances in Ng.

Let us remind that, in traditional learning problems, the input and output data
are supposed to be precise, i.e, (x,y) € X x Y. In this work, one of our interest is to
investigate what could happen when either the input or the output becomes partially
known, i.e, when having data of the form (X,Y) C X x ).

1.2 Learning from partial data

The first question we look at is what happens when data becomes partial, i.e, given in
form (X,Y) C X x ), and we have to learn from them. Such situations are commonly
encountered in various fields, such as biostatistics [41], agronomy [54], or economy [59].
These data can be generated by coarse or censored measurements (see e.g., [30]),
anonymization techniques [29], or can be obtained from expert opinions. In particular,
partially labelled data may come from easy-to-obtain high-level information. For
instance, when characterizing names in subtitles to identify those characters present
in an image/video [18|, labeling characters with its location in word segmentation
[100] or in signal segmentation [9, 56]. Another possible setting of partial data is
when some features of some instances can only be partially specified, i.e, belong to
intervals (or sets). This kind of data may come from imprecise measurement devices,
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imperfect knowledge of an expert, or can also be the result of the summary of a huge
data set.

To tackle the problem of learning from partial data, generic learning methods have
to be adapted to cope with partial data, as the notion of optimal model is no longer
well-defined. Two general trends in literature are:

- to adapt the criteria, for instance, likelihood [26, 27| or loss function [18, 43, 45]
(e.g, the ones defined in (1.2)-(1.5)), so that the notions of optimal models are
again well-defined,

- or, to consider sets of models corresponding to ways in which the data can be
completed, e.g., by comparing interval-valued loss function, or by considering
imprecise likelihoods [88].

Note that, in general, one may consider problems where only a part of the data is
partially specified: either the labels or the features.

Partially labelled data

There are different approaches to learn from partially labelled data, i.e, data are given
in the form (x,Y).

- T. Cour, et al. [18] assume that the precise value and observed partial data
x,y,Y are distributed according to an (unknown) distribution py(x,y,Y) =
po(x)po(y| x)pe(Y | x,y) and seek for the the distribution (model) with high
conditional entropy for pg(Y |x,y). The generic approach is formulated and
investigated for the particular case of voting classifiers, which assign, for a given
instance x, a score gp(y | x) to each label y and select the highest scoring label
go(.|x). The optimal model 6* is the candidate within © that minimizes the
Convex Loss for Partial Labels (CLPL), a generalization of (1.2) with ¢(y, 8(x))
being the 0/1 loss.

- Adopting the superset assumption, which does not assume anything else than
the observation Y being a superset of y, in [43-45], some authors propose to
choose the optimal model by minimizing the optimistic superset loss (OSL).

- Another method to learn from partial data is fuzzy EM (FEM) [26, 27] which
proposes to estimate the parameters of a probabilistic model based on maximiz-
ing the observed-data likelihood defined as the probability of the fuzzy data.

These methods differ by the choice of the likelihood/loss function and/or the prior
assumptions about the incompleteness process generating partial data [19].

The first part of this work focuses on the superset assumption based approach [43,
45], this means we will process under a very generic assumption that whenever a
feature or label is partially given, it is a superset of (i.e, covers) the true value. Yet,
this approach has been detailed and justified, in both theoretical and experimental
aspects, for the case of partially labelled data. Adapting the approach for the case of
partially featured data is still challenging.

1.3 Active learning: missing and partial data

Missing data

In classical active learning, some observed data are complete and form the initial

training data set D = {(@n,yn)}Y_;. The goal of active learning is to determine

which new data is useful to improve the learned model.
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A popular assumption in classical active learning is that it is possible to ask for
the label of unlabelled data. In this work, we will concentrate on the solution where
we have a set of precise data D, and a pool U of unlabelled data. In this solution,
several active learning approaches exist:

- The uncertainty sampling approach [55], measures how uncertain the current
optimal model 6* is about each instance within the given pool U, using an utility
score, e.g, conditional entropy, maximum conditional, margin of confidence, etc.,
and queries the instance with the highest uncertain score.

- The query-by-committee approach [83] assumes that a set of models ©gpc C ©
is available and can be employed to assess the instances within the pool U. For
each unlabelled instance (¢,7) € U, each member 6 € ©¢gpc is then allowed to
vote for its prediction 0(t). The most informative query is considered to be the
instance about which they most disagree, e.g, to maximize the vote entropy or
the Kullback-Leibler (KL) divergence.

- The expected model/error approach [82] has been developed upon the intuition
that the learner seeks for instances that are likely to most influence the model,
regardless of its true label. This approach has been highlighted to work well in
empirical studies, however, can be computationally expensive if both the number
of features and cardinality of the output space ) are very large.

These approaches assess the effect of querying each unlabelled instance, within a given
pool U, by mean of an utility score and query the instance with the highest score.
Thus, they differ by the choice of utility score.

Yet, classical active learning approaches have shown advantages, including simple
implementations and interpretable results, it have been debated for the lack of in-
forming about the reasons for why an instance is considered uncertain, although this
might be relevant for judging the usefulness of an instance. This demand comes from
the fact that different sources of uncertainty could play quite different roles in specific
applications [79, 85]. For instance, in active learning, Sharma and Bilgic [85] propose
an evidence-based approach to active learning, in which conflicting-evidence uncer-
tainty is distinguished from insufficient-evidence uncertainty. Experimentally, they
support their conjecture that the former is more informative for an active learner
than the latter, however, the uncertainty measures used by [85] are somewhat ad-hoc,
and their approach is tailored for a specific learning algorithm (Naive Bayes |77]).

Pursuing a similar purpose, in [79], authors proposed a distinction between the
epistemic, caused by a lack of training data, and aleatoric, due to intrinsic randomness,
uncertainty. Thus, it is reasonable to make the hypothesis that, when doing active
learning, querying instances with high degrees of epistemic uncertainty could provide
a significant improvement on the classifiers performance comparing with querying the
ones of high aleatoric and other types of uncertainty. Furthermore, the formal model
in [79] is generic as it can be, in principle, applied to any probabilistic classifier with a
well-defined likelihood function. Thus, active learning methods (if can be) developed
upon this building block can be applied in a broader context (compared to the ones
of evidence-based approach).

Partially specified data

Classical active learning assumes either full or completely missing information, and
mostly focuses on the output data. A much less studied setting is the case of partially
known data, either in features or labels. Note that in this case, it is not clear that
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whether we should (1) made a distinction between the (partial) training set D :=
{(X, Yn)M_1} and pool U, consisting of data to be queried, or (2) it is desirable to
use the partial data in the learning step.

In this work, by assuming that the pool U is identical to the partial training set D,
we thus look at the following question: given the partial data D = {(X,,,¥,)"_;} and
some model O to learn, what partial data should we query (by query we mean choosing
partially specified features or labels and asking its precise value to an oracle) in order
to better learn the optimal model #*. This problem can be seen as a generalisation
of the classical active learning [35, 55, 80, 81|, where training instances are precisely
specified while the instances in the pool U have precise features X := & € X and
completely missing labels, i,e, Y is either empty or identical to the output space
Y. The scenario where the feature values are either completely missing or precisely
specified [60, 61] is also covered in our concern.

In our settings, we adopt the superset assumption [18, 43-45] and allow to use
the partial data in the learning step. For instance, we will use the maximax approach
[43-45] to make inferences. Thus, the presence of partial data can lead to the following
indecision situations, where using active learning can be an efficient way to reduce the
imprecision.

- When doing induction on a partial data set D = {(X,,, ¥;,)}2_,, it is reasonable

to say that model 6 is better than 6 if L(6|d) < L(6"|d), for any replacement
d of D. Thus there is a possibility of obtaining a set of models ©* C © whose
candidates are equivalently optimal, rather than a singleton. Yet, even if we
can use either a minimin (optimistic) or a maximin (pessimistic) approach |87,
95] to learn an optimal model, this model is actually one candidate of ©* and
the larger the size of ©*, the higher chance we pick up the wrong model. Thus
if we are allowed to query some (partially specified) features or labels of some
instances, we should query the data that can help to quickly reduce the set ©*.

- Another possible scenario is when a non-parametric model, e.g, a K nearest
neighbours classifier (K-nn), is employed to make inference. In this case, we
are following a transductive learning approach where the partial training data
D = {(X,,Y,)}Y_; are used directly to perform the inference step. Thus, it
is quite possible that for some new instances (t,?), we see multiple optimal
predictions, i.e, a set Y (t) C ) of labels that are equivalently optimal. Thus,
if we can do active learning to reduce the risk of choosing wrong decision, we

should query the data that can help the most to reduce Y (¢).

1.4 Cautious inferences

In classical supervised learning, typical (probabilistic and/or deterministic) models,
once learned from the precise training data set D = {(xy,y,)}2_,, will provide, for
each new instance (¢,7), an optimal inference or prediction in the form of a single
class |7, 34, 89]. Yet, there are situations where it could be useful to make cautious
inferences, in the form of set-valued, or credal, predictions when we are unsure about
the optimal class to predict. This is especially true in safety-critical applications, such
as medical diagnosis [28, 70] or drug discovery process |1, 31]. Cautious inference has

been increasingly tackled in literature, for instances:

- A nondeterministic classifier [15] produces a set-valued prediction by invoking
the principle of expected loss minimization, where the underlying cost measure
combines the precision and correctness of the prediction.
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- Methods based on imprecise probabilities, such as [15], augment probabilistic
predictions into probability intervals or sets of probabilities, the size of which
reflects the lack of information. Similar to this are methods based on confi-
dence bands in calibration models, for instance [53, 99]|. They usually control
the amount of imprecision by adjusting some certainty parameters, e.g., a con-
fidence value.

- Conformal prediction [4, 84| is another generic approach to reliable (set-valued)
prediction that combines ideas from probability theory (specifically the prin-
ciple of exchangeability), statistics (hypothesis testing, order statistics), and
algorithmic complexity. Roughly speaking, for each new instance (¢,7), it as-
signs a non-conformity score to each candidate output. Then, considering each
of these outcomes as a hypothesis, those outcomes for which the hypothesis can
be rejected with high confidence are eliminated. The set-valued prediction is
given by the set of outcomes that cannot be rejected.

These proposals can be seen as extensions of classification with a reject option whose
prediction is either a singleton set or the entire ) [13]. Yet the predictive abilities
of theses set-valued prediction classifiers have been studied both theoretically and
experimentally. Giving the reasons for why a class should be included into or discarded
from a set-value prediction seems to be challenging.

In a cautious inference approach, it is important to identify those instances for
which the prediction is the most uncertain, or the less robust (i.e., for which a slight
model change would change the prediction), and to find a good balance between infor-
mativeness (providing rather precise, but possibly wrong predictions) and cautiousness
(predicting numerous classes probably containing the right one, but being poorly in-
formative). It thus appears important, in this problem, to identify what make the
prediction uncertain or poorly robust: is it ambiguous due to statistical variability
and effects that are inherently random, or, to a lack of knowledge due to inadequate
training data?

These two types of uncertainty, as mentioned in the active learning problem, are
usually referred as aleatoric and epistemic [42, 79]. The distinction between epistemic
and aleatoric can indeed provides insightful evidences for why we should be cautious
while its complement, i.e, the strict preferences in favor of predicting one class over
another/others are important when insisting on the informativeness.

Yet, the distinction epistemic/aleatoric is well-accepted in the literature on un-
certainty [42] and has been very recently considered in machine learning [51, 79].
To practically determine/estimate such degrees of uncertainty may become rather
complex and highly depends on the choice of the class of hypothesis and likelihood
function. Thus, developing practical procedures to determine/estimate these degrees
certainly benefits further applications based on this distinction. For instances, the
problem of making cautious inference, considered here, or, the active learning prob-
lem highlighted in the previous Section.

1.5 Our contributions

In this work, we make the following contributions:

- In the case of transductive learning, and more precisely K nearest neighbours
(K-nn) classifier, we propose to look at both the learning problem and the active
learning problem from partial data, solving the first one by using a maximax
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approach and the second one by proposing a querying scheme inspired by voting
rules with incomplete information. This will be detailed in Chapter 2.

- Considering partial data and imprecisely-valued loss functions, we propose a
generic racing approach to query partial data, in order to improve the subsequent
learning step. Our proposal can also be seen as a contribution to formulate the
active learning problem for partial data. This will be detailed in Chapter 3.

- In chapter 4, we differentiate two kinds of uncertainties: an aleatoric or irre-
ducible one, that just comes from the fact that classes are mixed, and an epis-
temic or reducible one, that comes from the fact that we have few information
about the instance. We provide estimation methods for the classical models that
are logistic regression, local models and Naive Bayes. Finally, we explain how
these estimates can be used to solve two problems: the one of active learning,
and the one of performing cautious inferences.

Before detailing the proposals, let us note that there are two possible readings of
this work: following a problem flow as sketched in the horizontal structure of Table 1.1,
or going through the vertical structure for a method flow.

Method

Problem Transductive Inductive

Loss minimization | likelihood
Learning from
partial (%ata Chapter 2
Active learning Chapter 2 Chapter 3
for partial data
Active learning Chapter 4
for classical data
Cautious inference Chapter 4

TABLE 1.1: Summary of the work



Chapter 2

Transductive learning and partial
data

This chapter first tackles the problem of making inference from the partially speci-
fied data and then presents active learning methods to reduce the imprecision in the
inference step introduced by partially specified data.

2.1 Problem statements

The setting we consider here is when the training data set is partially specified, i.e,
D = {(X,,Y,)})_,, and the maximax approach [43-45] is used to make inference
for new (precise) instance (¢,?) (the general case when new instance can be partially
specified is left as an open problem). We will process both learning and active learning
problem under the superset assumption that is whenever a label or a feature is partially

specified, the partial information covers the true value.

2.1.1 A Maximax approach for learning from partial data

Let us first recall that, in the classical loss minimization approach [43, 91], the
candidates of hypothesis space © are assessed by the mean of a risk scoring function
R :© — R and the chosen model is the one minimizing the expected loss

R(6) = /X 6P, ), (2.1)

where £ : ) x ) — R is the loss function, and ¢(y, 0(x)) is the loss of predicting ()
when observing y. As recalled in the introduction, in practice, it is usually estimated
using the empirical risk R(€ | D) on the training data D = {(x;,, yn) ), that is

n=1>

N

R(0|D) =Y L(yn,0(zn)), (2.2)

n=1

The selected model is then the one minimizing (2.2), that is

Y= i D). 2.
0 arg‘rgrgélR(Gl ) (2.3)

Given the optimal model 6%, we can simply assign for each new instance t the label
candidate that minimizes the prediction loss ¢(y, 6*(t)), i.e,

* _ inl(y, 0%(¢)). 2.4
y" = argmin (y,0"(t)) (2.4)
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Assuming that the non-parametric K-nn classifiers [20, 97| are used to make pre-
dictions, i.e, following a transductive approach [48, 69, 92|, for each new instance ¢ its
prediction is learned directly from the training data D = {(@,,y,)}_;. This mean
that only the inference step (2.4) is concerned (without any learning step (2.2)-(2.3)).
Denoting by Ny = {(zg, yx) H | and w = (w1,...,wy), the set of K nearest neigh-
bours of ¢ within D and the corresponding weight vectors, respectively, each label
y € Y will be given a voting score s¢(y) (of how likely it will be assigned for t) s.t,

K
se(y) =Y wply—y,, (2.5)
k=1

with 1 4 the indicator function of A (14 = 1if A is true and 0 otherwise). The optimal
prediction for ¢ is thus the one maximizing (2.5), i.e,

y" = argmax s¢(y). (2.6)
yeY
The maximax approach [43—45| can be seen as a generalization of this K-nn classi-
fier. Let us remind that in the case of general partial data, i,e, when having a training
data D = {(X,, )}, and a new precise instance ¢, the superset assumption means
that the observation X} and Y,, are supersets of x5, and ¥, respectively. We define
the set of possible replacements of D as follows:

D= {d = {(@n, yn) € (XmYn)}fzvzl}- (2.7)

Thus, a replacement d of D is a precise data set where each partial information (either
a feature or the label of an instance) in D is replaced by a possible precise value. For
each replacement d € D, denoting by

N?:{(mlvyl)v"‘7(wK7yK)}7 (2-8)

the set of K nearest (precise) neighbour instances of ¢ in the replacement d. Thus,
the voting score that can be given for a label y € Y is defined as follows

K
sHy) =D wily—y,, (2.9)
k=1

Thus to minimize the optimistic superset loss (OSL) [43, 45] is equivalent to maximize

the maximum voting score s? over the possible replacement d € D, i.e, to look for

y* = arg max s (y) == arg max (glg))( sg(y)). (2.10)

It is clear that determining the maximum scores

max

sy (y) = max s§ (y),Vy € V, (2.11)
deD

is the main task when adopting this maximax approach. This maximax approach
is detailed for the scenario of set-valued labelled and precisely specified data, i.e,
D = {(x,,Y,)}Y_,, in [44] and further justified in [18, 43, 45]. In this specific case,

n=1>
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the maximum score can be simply determined using counting operations, that is

K
7 (y) = Y wilyey,.- (2.12)
k=1

As the nearest neighbour sets is determined based on a distance in X, in case of
partially labelled data, the possible replacements differ only by its choice of the re-
placement of partial labels. Determining the maximum score (2.11) is reduced to
manipulate a set of set-valued labels, i,e., the set {Yk}szl where Y} is the partial
labels of the k-th nearest neighbour of . However, it is not necessarily the case where
some features of some instances are partially specified. In this later case, the notion
of nearest neighbour set Ny is no-longer well defined. To tackle this issue, we adopt
an optimistic approach, in Section 2.2, to replace the ill-known values, that requires
to compute sets of possible and necessary neighbours of an instance.

2.1.2 Active learning for partial data

Let us first note that under the superset assumption, it is reasonable to consider that
the optimal predictions learned from different replacements d € D (i.e, the labels
maximizing the score (2.9) for at least one replacement d) have equal possibility to
be the true optimal one. Thus, in this sense, by minimizing the optimistic superset
loss (OSL), the maximax approach assigns for each new instance t a possible optimal
prediction. On the other hand, if a label y € )Y is the winner in all the possible
replacements, it should remain to be the optimal one when having the complete precise
training data, i.e, a necessary optimal label. In the specific case of partially labelled
data [18, 43-45], the sets of such possible and necessary optimal labels are identical to
the possible and necessary winner sets, respectively, studied in the voting procedures
with incomplete preferences [5, 52, 64].

The notions of possible and necessary label sets, denoted by PL; and NLg, re-
spectively, can be easily extended for the general setting of partial data, i.e, D =
{(X, Yn)IN_,. For a new instance ¢, denoting by y¢ its corresponding optimal pre-
diction learned from a replacement d, we can define its possible and necessary label
sets as follows:

PL;={ycY|3deDsty=y} (2.13)
NL; = {y € Y|Vd € D,y = y§'} (2.14)

Thus, if we have to make a precise inference, we should assign for ¢ a label y* €
PL;, e.g, by using the maximax approach. This means a larger size of PL; implies
a higher chance of picking up a wrong decision, or, a higher degree of imprecision.
We thus tackle the following problem: if we are allowed to query (ask for the true
values of) some features or labels of some partial instances, which partial data should
we query first to reduce the imprecision in the inference step? Let us remind that by
querying partial data, we assume that the pool U is identical to the partial training
set D in a active learning setting.

It is clear from (2.7) that the number of possible replacements d € D should
be reduced along the querying process. Thus, the cardinality of the possible label set
PL; (2.13) should decrease while the cardinality of the necessary label set NL (2.14),
in contrast, should increase when the querying process goes along. The changes of
possible and necessary label sets will be considered as the potential effects in our
active learning proposals.
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- For the purpose of making (precise) inference, it is clear that we should look
for partial data which, if they are queried (to know its precise value and update
the training data set), can help to quickly reduce the cardinality of the possible
label set PL;.

- Also, at the beginning (of the querying process), it is reasonable to assume that
the training data contains many partial data and there is a high chance of seeing
empty necessary label sets. Furthermore, as soon as we see a non-empty empty
necessary label set, i.e, NL; # (), we can pick up any of them as an optimal
prediction of ¢ and making any further query is redundant. Thus seeking for
a quick enlargement of the necessary label set NL; should be considered as
another potential effect when querying partial data.

Our querying proposals developed upon these intuitions will be detailed for the case of
partially labelled data in Section 2.3 and perspectives on developing similar proposals
for partially featured data are given in Section 2.4.

2.2 Learning from partially featured data

We are going to detail the maximax approach for the case of interval-valued featured
data (a simple yet reasonable assumption in the setting of partially featured data).
Of course, the general assumption where both of training and test data can be par-
tially featured are more reasonable and popular in practice. However, working on
such a setting requires extensions in mathematical-based technique, e.g, the extreme
distances between instances. We thus focus on a simpler setting that the training data
can be partially featured while the test data are precisely given and leave the general
case as a future work. More precisely, we consider here the setting consisting of a
partially featured training data set D = {(X,,y,)}_;, where X,, = (X} ..., XD)
and X} = [ah,bh], Vp = 1,..., P, and precise test instances T = {(¢;,?)}L;. In
addition, we will only focus on the unweighted version of maximax approach while
leaving the case of weighted maximax opened.

Let us remind that, the main concern when implementing the maximax approach,
is to compute the maximum score s7***(y) (2.11) that can be assigned to each class
candidate Yy € Y. Our idea here is to first determine the set of possible and necessary
neighbour sets, through computing interval ranks of distances, and, from that, s;***(y)
can be derived easily using simple counting operations.

2.2.1 Determining interval ranks

Given a partial training data instance X, € D and a precise instance ¢, Groenen
et al. [38] provide simple formulae to determine the imprecise distance d(X;,t) =
[d(X;, ), d(Xn, t)] of X, with respect to ¢:

P

1/2
(X, t) = (Z & — 7] +v~£}2) , (2.15)

p=1

P 1/2
d(Xp,t) = (Zmax [0, |ch —tP| — rP] ) ) (2.16)

=1

where ¢}, = (b}, + ah)/2 and 7}, = (b}, — ah)/2, the center and width of the interval
XE = [dbh,bh)], for p=1,..., P. Such interval of distances allow us to define a partial
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X2
- (X57a) .
— (X4,0) (X1, 8),d(X5,8)] = [3,5]
(X3,¢) [d(X2,t),d(X2,t)] = [1,1.4]
— (Xa,0) d(X3,t),d(X3,t)] = [2.8,4.4]
¢ (X1 a) d(X4vt)7d(X4at) = 3,32]
(t,?7) ’ [d(X5,t),d(X5,t)] = [5.6,7]
Xl
FIGURE 2.1: Example with [D| =5
X1 Xo X3 X4 X5 |3,
X[ 1 1 0 0 0 2
Xo| 0O 1 0 0 0 1
Xs | 0 1 1 0 0 2
X, 0 1 0 1 0 2
X5 | 1 1 1 1 1 5
S. 12 5 2 2 1

TABLE 2.1: The corresponding ¢ matrix for example in Figure 2.1

order on the set D of training instance as follows
X; = X; if d(X;,t) > d(X;, ) (2.17)

where X; = X; means that X; is farther than X; from ¢. As demonstrated by Patil
and Taille |71, Sec. 4.1], this partial order then allows us to derive interval rank values
as we have that

Xl' >~ Xj = T(Xl) > T(Xj),

where 7(X;) is the rank that can be assigned to X;.
Once the relation > is determined, D is a poset (partially ordered set) and the
corresponding relation matrix, denoted by (, is a N x N matrix defined as

oo [rirXi= X 218
" 0 otherwise. '

The results given by Theorems 1 and 2 in |71, Sec. 4.1] imply that each instance
X, € D can be associated to an imprecise rank r,, = [r,,, 7], which measures how
close it is to the target instance t, where

N N
Tp= Cujand Ty =N+1-> (. (2.19)
j=1 j=1

Example 1. Let us consider an example where |D| = 5 and target instance t as
illustrated in Figure 2.1. Using the relation (2.17), the corresponding ¢ matriz is
given in Table 2.1.
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By applying (2.19), we can easily compute the imprecise ranks of the training
instances.

([flv?l]’ [f27f2]7 [£3773]7 [f47?4]7 [£57F5]) = ([27 4]> [L 1]7 [2’ 4]7 [27 4]7 [57 5]) (2'20)

2.2.2 Determining the extreme scores

Denoting by Ry = {r,, = [r,,,7n]|n = 1,..., N} the imprecise ranks of the instances
in D, we can easily determine the sets of possible and necessary neighbours as

PN; ={X,|r, < K} (2.21)
and
NN; = {X, |7, < K}. (2.22)

We have that X,, € NNy if it is in the set of nearest neighbours X,, € N¢ for any
replacement d € D, while X,, € PN, if X,, € N? only for some replacement d € D.
For each label y € Y, we can then compute its minimum number of votes

s (y) = [{Xn € NN |y, = y}

(2.23)

Y

given by its necessary neighbours. From sim"” (y) we can then be deduced the maximal
and minimal number of votes y can receive from K nearest neighbours, according to
the following formulae:

5¢"*" (y) = min {!{Xn | X, € PNy, yn =y} K=Y si’”“”(y’)], (2.24)

y'#y
and
() = e [ ), K = Y 57| (225)
y'#y
These scores are simply derived from the fact that, among the K nearest neighbours,
at least s§™%(y) among them must give their votes to label y. This is proved in

the next Lemma, where it is shown that s§*"(y) and s}**(y) are the minimum and

maximum number of votes that can be given to y over all replacements d € D (i.e,
they are consistent with the one defined in the general setting (2.11)).

Lemma 1. Given a number of nearest neighbours K, a target instance t, the corre-
sponding maximum and minimum score vectors

(STm(yl), el S;nm(yM)) and (sff”ax(m), RN S;mw(yM))a

then, for any y € Y, we have that

st (y) = min 5§ (y) and 57" (y) = max s (y) (2.26)
and consequently, we have that, ¥d € D,
sP " (y) > sf(y) = 57" (y), Yy € V. (2.27)

Proof. The relation that sJ**®(y) = maxqep s&(y) can be simply proved by observing
that K — >/, s§mel (4/") bounds the number of instances that could be in the set of
nearest neighbours and have y for label, while the value [{X,, | X,, € PNy, y, = y}|
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simply gives the maximal number of such elements that are available within the set of
possible neighbours, and that may be chosen freely to be/not be in the neighbour set,
as long as they remain lower than the bound K — Zy/ 2y sim“”(y/). So, maximising
this number of elements simply provides sy"**(y).
Let us now prove that s§*"(y) = mingep s&(y), recalling that we just proved that

5" (y) is reachable for some replacement. We are going to focus on two cases:

Case 1: sjmall(y) > K — >y 4y 5797 (3"} implies that sy (y) = si™% (y), hence
for every replacement there is at least s (y) nearest neighbors of label y. Further-
more, si™l(y) > K — 3, s*(y) implies that 3, 51 (y) + syml(y) > K,
meaning that we can choose the remaining K — sfm“”(y) neighbours so that they vote
for other labels. In other words, we can find a replacement d where s (y) = s¢(y),
proving that s™"(y) = mingep s§(y) in the first case.

Case 2: ;™ (y) < K=y s (") implies that P (y) = K= 2y st (;y/)
First note that for any replacement we cannot have sd(y) < K — Doy 2y S8 (Y ),

otherwise the set of nearest neighbour would be necessarily lower than K. s§*"(y)
then reaches this lower bound by simply taking the replacement d for which we have

sd(y') = s797 (3, proving that s7""(y) = mingep s3(y) in the second case. O

2.2.3 Learning from interval-valued feature data

The maximax approach (2.10) can be then practically implemented for interval-valued
featured data as follows:

6(t) = arg max sy"**(y) (2.28)
yey
. . X X PN _ K — small(, '
= argmax | min {Xn | X, € PN, yn =y}, Zst W) )-
y'#y

It may also happen that Equation (2.28) returns multiple labels that have the highest
number of votes. We can then follow a different strategy, where we consider the
result of the K-nn procedure for a peculiar replacement. Since every label receives its
maximal number of votes by considering the lower distance d(X,,t), a quite simple
idea is to consider the result obtained by the case of set-valued labelled data [44]
when we consider the replacement d giving d(X,,,t) = d(X,,t) for every X,,. The
procedure to make predictions is summarized in Algorithm 1.

2.2.4 Experimental evaluation
Experiments

We run experiments on a contaminated version of 6 standard benchmark data sets
described in Table 2.2 '. By contamination, we mean that we introduce artificially
imprecision in these precise data sets. These data sets have various numbers of classes
and features, but have a relatively small number of instances, for the reason that
handling imprecise data is mainly problematic in such situations: when a lot of data
are present, we can expect that enough precise data will exist to reach an accuracy
level similar to the one of fully precise methods.

Our experimental setting is as follows: given a data set, we randomly chose a
training set D consisting of 10% of instances and the rest (90%) as a test set T,

In this thesis, all experiments will be performed on data sets from the UCI repository http:
//archive.ics.uci.edu/ml/index.php


http://archive.ics.uci.edu/ml/index.php
http://archive.ics.uci.edu/ml/index.php
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Algorithm 1: Maximax approach for interval-valued training data.

Input: D-imprecise training data, T-test set, K-number of nearest neighbours

Output: {p(t)|t € T}-predictions

1 foreach t € T do
2 compute its zeta matrix ¢ through (2.15)-(2.18);
3 foreach X,, € D do
4 L compute imprecise rank [r,,7,] defined in (2.19);
5 determine the PNy and NN defined in (2.21)-(2.22);
6 foreach y € Y do
7 L compute s3"*(y) through (2.23)-(2.24);
determine 6(t) defined in (2.28);
if |0(t)| =1 then
10 | p(t) =0(t);
11 else
12 replace the imprecise distances by d¢ = {d(X,,t)[n =1,...,N};
13 L determine p(t) by performing classical K-nn on dg;

Name # instances # features # labels
iris 150 4 3
seeds 210 7 3
glass 214 9 6
ecoli 336 7 8
dermatology 385 34 6
vehicle 846 18 4

TABLE 2.2: Data sets used in the experiments
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to limit the number of training samples. For each training instance x, € D and
each feature zh,, p = 1,...,P and n = 1,..., N, a biased coin is flipped in order
to decide whether or not the feature z}, will be contaminated; the probability of
contamination is € and we have tested different values of it ({0.2,0.4,0.6,0.8}). In
case zh is contaminated, its precise value is transformed into an interval which can
be asymmetric with respect to .

To do that, a pair of widths {I},, 7}, } will be generated from two Beta distributions,
Beta(oy, 8) and Beta(a,, ). To control the skewness of the generated data, we
introduce a so called unbalance parameter n and assign {oy, a, } = {87, 8/n}. Then
the generated interval valued data is X% = [zh + [5(DP — 2b),2b + rB(D” — zB)]
where DP = min, (z}) and D” = max, (2%). As usual when working with Euclidean
distance based K-nn, data is normalized. Then, the proposed method is used to make
predictions on the test set and its accuracy is compared with the accuracy of two
other cases: classical K-nn when fully precise data is given, and a basic imputation
method consisting in replacing an interval-valued data X% by its middle value, i.e,
zh = (XP + X")/2. The disambiguated data is used to make predictions under the
classical K-nn procedure.

Because the training set is randomly chosen and contaminated, the results maybe
affected by random components. Then, for each data set, we repeat the above pro-
cedure 100 times and compute the average results. The experimental results on the
data sets (described in Table 2.2) with several combinations of parameters (K, €, 7, 3)
are given in the Table 2.3, with the best results between imputation and the pre-
sented method put in bold (the precise case only serves as a reference value of the
best accuracy achievable). These first results show that the difference between the
two approaches is generally small. Surprisingly, this is true for all explored settings,
even for skewed imprecision and high uncertainty (n = 0.25, ¢ = 0.8). However, on
the two data sets dermatology and vehicle, our approach really provides a significant,
consistent increase of accuracy, and this even for low and balanced imprecision (n = 1,
e=0.2).

Conclusion

The very first experiments provided here suggest that a simple imputation method
could often work as well as the presented approach, but for some data sets the maximax
approach can bring a real advantage. In the future, we intend to do more experiments
(varying K, increasing the number of data sets) and also try to understand the origin
of the witnessed difference. However, the more interested point here is, by identifying
possible and necessary neighbours, the maximax approach can also provides us with
information about how uncertain our prediction is. This later advantage is instrumen-
tal in the next step we envision for this part of the work: determining which sample
feature should be queried first to improve the overall algorithm accuracy, much like
what we are going to investigate, in the next Section, for the case of partial labels.

2.3 Querying partially labelled data to improve the max-
imax approach

We are going to present our proposals for querying partially labelled data to improve
the inference ability of the maximax method. We will first present a generic querying
principle and a simple neighbour-based querying criteria which inspired by the high-
density regions based technique in classical active learning [81], before detailing the
idea highlighted in Section 2.1.2.



18 Chapter 2. Transductive learning and partial data
iris seeds glass ecoli derma. | vehicle
c— 02 Precise 91.55 84.88 49.70 75.21 82.26 53.55
=0 2’5 Imputation | 88.93 83.79 47.30 74.40 80.20 49.45
' Maximax | 89.39 | 83.80 | 48.37 | 74.57 | 81.19 53.21
c— 02 Precise 91.57 85.15 50.46 74.98 81.76 53.65
n=0 5’ Imputation | 89.07 84.16 | 47.41 74.23 | 77.41 50.35
' Maximax | 89.43 | 83.92 48.54 | 74.13 80.55 53.19
€= 0.2 Precise 91.35 85.39 50.49 75.11 82.13 53.65
1' " | Imputation | 88.80 84.36 | 47.48 74.52 | 75.12 50.76
" Maximax | 89.08 | 84.31 48.73 | 74.35 80.54 53.24
c—04 Precise 91.44 85.31 50.34 75.33 82.26 53.54
n = 0'.2’5 Imputation | 87.70 83.83 46.70 74.49 | 75.87 49.88
Maximax | 88.59 | 83.88 | 48.06 | 74.02 80.32 52.95
c—04 Precise 91.14 85.26 50.20 75.47 82.04 53.50
0 0.5’ Imputation | 87.00 83.77 | 46.31 74.60 | 75.14 49.70
Maximax | 87.42 | 83.61 47.69 | 73.87 79.75 52.79
c—04 Precise 91.11 85.33 50.18 75.36 82.24 53.52
1' ’ | Imputation | 86.87 | 83.80 | 46.17 74.62 73.10 49.77
" Maximax | 86.59 83.52 47.58 | 73.57 79.51 52.70
c— 0.6 Precise 92.53 84.59 50.82 74.54 81.10 53.25
n=0 2’5 Imputation | 80.46 80.88 | 43.56 72.27 | 75.38 43.41
' Maximax | 84.86 | 80.85 4590 | 69.48 77.40 50.87
0.6 Precise 92.00 85.39 50.97 74.86 81.98 53.38
767 0' 5’ Imputation | 80.06 82.51 | 44.04 73.13 | 73.28 45.10
' Maximax | 82.43 | 82.06 46.08 | 70.24 77.29 50.75
c— 06 Precise 91.66 85.57 51.01 74.83 81.97 53.46
1 * | Imputation | 80.22 82.47 | 44.37 73.45 | 68.41 46.48
" Maximax | 80.79 | 82.16 46.19 | 70.47 75.84 50.59
B Precise 91.62 85.46 50.74 74.97 81.91 53.40
¢ 1%2’5 Imputation | 79.13 81.92 | 44.34 73.27 | 69.42 44.52
=5 Maximax | 81.26 | 81.86 45.88 | 70.19 76.04 48.88
c— 0.8 Precise 91.27 85.29 50.85 74.92 82.08 53.44
O. 5’ Imputation | 78.53 81.95 44.33 73.34 | 69.00 44.18
n ' Maximax | 80.92 | 82.00 | 45.66 | 70.17 75.71 48.32
=08 Precise 91.16 85.35 50.71 75.00 82.18 53.45
1' * | Imputation | 78.58 82.04 44.25 73.60 | 66.67 44.71
g Maximax | 80.38 | 82.47 | 4548 | 7046 | 74.99 | 47.92

Fixed parameters: K = 3,5 = 10

TABLE 2.3: Experimental Results: Accuracy of classifiers (%)
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° e Y: =
Ya = {y1,ys} . {yfsw} 5 = {y1}
ety S

oty tYa={y2,u3} B Yo={y}

Y1 = {y1,vs}

Xl
FIGURE 2.2: 3-nn classifiers

2.3.1 Generic querying scheme
General setting

In this proposal, we assume that we have a training data set D = {(z,, Y;,) }2_; used to
make predictions, with x,, € X the features and Y,, C ) are partially specified labels.
Let us remind that we will adopt the superset assumption that is to assume that Y,
contains the true label y,,, as usual when working with partial labels [17, 18, 43-45,
100]. We also assume that we have an unlabelled target data set T = {(#;,?)}/_; that
will be used to determine the partial labels to query and can be defined differently
based on the usage purposes as pointed out latter in Section 2.3.3.

For a new instance t and a value K, its set of nearest neighbours in D is denoted by
N = {at|k =1,..., K} where xt is its k-th nearest neighbour. We will also say that
Y, € Ny if x,, is among the K nearest neighbours of a given instance t. We also assume
that we have a vector wy = (w!, ..., wk ) weighting each neighbour in N¢ according
to its distance to the target. Similarly, for a training instance x, € D, we denote by
Gz, = {t|x € N¢} the set of target instances of which x,, is a nearest neighbour.

In the remainder of this proposal, we will use the maximax approach [43-45] to
make decision, i.e, assign for each new instance t, the prediction such that:

_ t

0(t) = argréleaj})( tz: wpLyeye. (2.29)
:EkENt

The idea of the above method is to count one (weighted) vote for y whenever it is in

the partial label ka.

Example 2. Let us consider the case illustrated in Figure 2.2, where the training
data set contains 6 instances, the target set has 5 instances and the output space Y =
{v1,92, 93}

Assuming that we work with K = 3, the nearest neighbours of each target instance
and their associated (illustrative) weights are given in Table 2.4. And we have also:

Gwl = sz = Gmg = {t17t2}
Gw4 = Gw5 = Gmg = {tg,t4,t5}.

Instances x5 and xg cannot be queried because they are precise, but which label
among x1,xs, x3 and xy should be queried is not obvious. Indeed, x4 is involved in
more decisions than the three other partial labels (as |Gg,| is greater than all other
sets), but getting more information about x4 will not change these decisions, as the
result of Equation (2.29) will not change whatever the true label of 4. In contrast,
knowing the true label of ®1, 2 or x3 may change our decision about 1 and x2,
hence, from a decision viewpoint, querying these partial labels seems more interesting.
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t Nt w
tl {:Bl, 3, wg} (0.9,0.8,0.7)
to {332, 3, a:l} (08,08,04)
t3 {CCG, 4, a:5} (0.8,0.8,0.4)
ty {xe,xq4,25} (0.7,0.7,0.7)
t5 {5(34, s, .’B@} (0.8,0.8,0.4)

TABLE 2.4: Weights and neighbours of Example 2

We are going to explore querying patterns following both intuitions (neighbour-
based and ambiguity-based), but we first introduce a general querying scheme and a
simple neighbour-based criteria.

A generic scheme

Our generic querying scheme follows a simple rule: for each partially labelled instance
x, and each target instance t, we will define a function

Sz, (1) (2.30)

called local effect score, whose exact definition will vary for different criteria. The role
of this function is to evaluate whether querying the training instance x, can impact
the result of the maximax method (2.29) for the target instance t. Since we want to
improve the algorithm over the whole target set, this will be done by simply summing
the effect of x,, over all data in the target set T, that is by computing

oo (T) = fa, (), (2.31)

teT

that we will call global score function. The chosen instance to be queried, denoted by
T+, will then simply be the one with the highest effect score, or in other words

@y = arg max fo, (T).

We will now propose different ways to define f, (¢), that will be tested in the
experimental evaluation section. Since the computation of the global effect score from
the local ones is straightforward, we will focus in the next sections on computing
fa,, (t) for a single instance. Also, we will denote by ¢, the query consisting in asking
the true label of x,,.

Neighbour-based querying criteria

Our first idea is quite simple and consists in evaluating whether a partially labelled
instance x, is among the neighbours of the target instance ¢, hence if x,, will partic-
ipate to its classification, and how strongly x,, does so. This can be estimated by the
simple function fW(¢) as follows
MW () = — (2.32)
Tn K :

D k1 Wi

where w,, is wi if @, is the k-th neighbour of ¢, and zero otherwise. The global
effect score of x,, can then be computed using Equation (2.31). In the unweighted
case, this score is the number of target instances of which «,, is a neighbour. This
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faw ti, ta t3 tys ts T
T 04 0.2 0 0 0 0.6
o 0.3 04 0 0 0 0.7
T3 0.3 04 0 0 0 0.7
x4 0 0 04 03 04 1.1

TABLE 2.5: Effect scores obtained by using fM" in Example 2

strategy is similar to the one of querying data in high-density regions in active learning
techniques [81].

Table 2.5 summarizes the global effect scores for Example 2. As expected, x4 is
the one that should be queried according to men W since it is the one participating to
most decisions.

2.3.2 Indecision-based querying criteria

This Section presents other effect scores based on whether a partially labelled instance
x,, introduces some ambiguity in the decision about an instance t. We first define what
we mean by ambiguity.

Ambiguous instance: definition

In the maximax approach [43-45], each neighbour can be seen as a (weighted) voter in
favor of her preferred class. Partial labels can then be assimilated to voters providing
incomplete preferences. For this reason, we will define ambiguity by using ideas issued
from plurality voting with incomplete preferences [5, 52, 64|. More precisely, we will
use the notions of necessary and possible winners of such a voting scheme to determine
when a decision is ambiguous.

For an instance t, as its set of neighbours Ny = {xf,..., w’}(} can be derived
easily, manipulating the set of possible replacement D is thus reduced to handling the
following set

Dy = {ds = (41, vk |vk € Vi),
i,e., the set of possible replacements of Ny with cardinality |Ds| = []r, [VE|. For a
given replacement dg, the corresponding winner(s) of the voting procedure is (are)
K
d

t
= arg max E wil, ¢
Yi g vey ktyt=y
k=1

with w,’i the weight corresponding to the k-th neighbor. Let us note that the arg max
can return multiple labels.

The possible and necessary label sets of ¢ (i.e., PLy and NL; defined in (2.13)-
(2.14)) can be determined as follows:

PL; = {y e Y|3d; € Dy st y € yd} (2.33)
and
NL; = {y € Y|Vd; € D,y € yi'}, (2.34)

which are nothing else but the set of possible and necessary winners in social choice
theory [5, 52, 64]. By definition, we have NL; C PL;. Given a target instance t, we
adopt the following definition of ambiguity.
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cores

Yy S L1 i) I3 L4 Iy
smin 0 0 12 14 1.2

Yo gmer 07 08 2 21 2
smn 0 0 0 0 0

Y2 gmaz 17 192 08 0.7 0.8
smin 0 0 0 0 0

Ys  gsmax 94 9 0 0 0

TABLE 2.6: Minimal and maximal scores for Example 2

Definition 1. A target instance t is called ambiguous if NLyg £ PLy.

Let us remind that querying partial labels is equivalent to reducing the number of
possible replacements d;. Thus, we can reduce the ambiguity of ¢ by either reducing
PL; or increasing NL;, eventually getting NL; = PL;. We are going to investigate
those effects and then present our querying proposals.

Ambiguous instance: computation

A first issue is how to actually compute NL; and PL;. The problem of determining
NL; is very easy [52]. However, determining PL; is in practice much more difficult.
In the unweighted case, known results |5, 98| indicate that PL; can be determined
in cubic (hence polynomial) time with respect to M, by solving a maximum flow
problem and using the fact that when votes are (made) unitary, the solution of this
flow problem is integer-valued (due to the submodularity of the constraint matrix).

However, when votes are non-unitary (when weights are different), this result does
not hold anymore, and the problem appears to be NP-complete, as it can be reduced
to a 3-dimensional matching problem. A refined analysis of the complexity in terms
of fixed parameters (M or K) could however help to identify those cases that are
harder to solve from those that remain easy (polynomial). In addition to that, in
our setting we can have to evaluate the set of possible labels PL; a high number of
times (in contrast with what happens in social choice, where NL; and PL have to be
evaluated at most a few times), hence even a cubic algorithm may have a prohibitive
computational time. This is why we will provide an easy-to-compute approximation
of it, denoted by APL;. Let us first provide some definitions.

Given the set of nearest neighbours N¢, we denote by YV = Uleth C Y all labels
included in the neighbours of t. For each label y € )%, its minimum and maximum

scores are
K

K
min _ t max _ t
sf"(y) = Y wil,_ye and s (y) = Y wilyeye,
k=1 k=1

respectively. For a given replacement d¢, we also denote by sd(y) = Zszl wz]ly:yz

the score received by 3. For any d?, we can see that

s (y) < siy) < s (y). (2.35)
s (y) and s§*9%(y) are therefore the minimal and maximal scores that the candidate
y can receive (thus are consistent with the generic notion defined in (2.11)).
Table 2.6 provides the score bounds obtained for the different x,, of Example 2.
From the minimal and maximal scores, we can easily get NL; and an approxima-
tion (APL;) of PLy, as indicated in the next proposition and definition.
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Proposition 1. Given target instance t, weight wy and nearest neighbour set Ny, a
label y € NL¢ iff

S7(y) > sP (Y ), VY £ Yy € Vi (2.36)
Proof. (=): For any pair 3,y € Vs, 3dy s.t

s¢(y) = sy (y) and sf(y') = sP*"(y). (2.37)

Just consider d; s.t yz = y/ if y/ € Y, and yz =y if th = y. Then, if y € NLg,
sd(y) > sd(y') Vdy, and in particular the one reaching s§*"(y), s5***(y'). Combined
with relation (2.37), we have

si (y) = 57 Y)Y #y.y € Ve
(«<): Suppose y € ), satisfies condition (2.36),then
sPy) = s (y) = s (y) = 57 (), Ve
thus s (y) > sd(y') Vdy. Hence y € NL;. O

Definition 2. Given target instance t, weight wy and nearest neighbour set N¢, a
label y € APLy iff

57 (y) 2 max sty ), VY £,y € Ve (2.38)
Yy t

Example 3. According to Table 2.6, the sets obtained for Example 2 with K = 3 are

NLy, = NL;, = NL;, = APL,, = APL;, = APL,, = {51}
and
NLtl = NLt2 = @ APLtl = APLt2 = {1/1792,y3},

showing, as expected, that only t1,ts are ambiguous.

The next proposition states that APLy is an outer approximation of PL; (there-
fore not missing any possible answer) and that both coincide whenever NL; is non-
empty (therefore guaranteeing that using APL; will not make some instance artifi-
cially ambiguous). The following Lemma which determines a condition for a label y
to not be in PLg, and an illustrative example are necessarily to carry out the proof
of the Proposition.

Lemma 2. Given t , wy and Ny, y ¢ PLy if 3y #y s.t s™"(y') > s (y).
Proof. It 3y # y s.t s{”m(y/) > 57" (y), then for ¥d, we have
sS{y) = ™y ) > 57 (y) > sg(y),
d

or s3(y') > sd(y), then y is not a possible label of . O

Thus APL; is an outer approximation of PLs. The next example shows that
APL; can indeed be a strict superset of PL;.

Example 4. Consider the simple unweighted case where K = 4, Y1 = {y1,y2} and
Yo = Y3 = Yy = {yo,y3}. As we have s{*"(y) = 0 and s7***(y) > 0 for all labels
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y € Y, then APLy = {y1,92,y3}, but PLy = {y2,ys} (indeed, y1 can get only one
vote, while the two others will receive at least two votes).

Proposition 2. Given target instance t, weight we and nearest neighbour set Ny, the
following properties hold

A1 APL; D PL;
A2 if NL; # 0, then APL, = PL,.

Proof. (A1l): By definition of PL; and NL;, we have that PL; O NL;. Lemma 2
together with the definition of APL; tells us that all labels not in APL; are also not
in PL¢, hence

APL; O PL; O NL;.

with Example 4 showing that APL; can be a strict outer-approximation of PLsg.

(A2): We are going to show that if NL; # 0, then APL; = PL;. Since (A1)
ensures APL; O PL;, then (A2) will be proved by showing that if NL; # (),
then APL; C PL;.

Since NL; # (), then 3y € NLg s.t s™"sd(y/ ) > smargd(y) for y # 3. From that,
we can infer that if y € APLg, then we have s™"sd(y') = m‘“’sd( ) for any 3y € NL;.
This means that 3d? s.t sf(y) = s (y) = sznm(y ) > s3(y") for v € Ve \ {y,v'}.
Hence y is also in PL¢, or in other words APL; C PL;. ]

Effect of a query on ambiguous instances

Now that we have defined how to identify an ambiguous instance, the question arises
as to how we can identify queries that will help to reduce this ambiguity. This Section
provides some answers by using the notions of necessary and (approximated) possible
labels to define a local effect score (2.30). More precisely, the local effect score fz, (t)
will take value one if a query can modify either the sets PL; or APL¢, or the set
NL;. Additionally, as this local effect score aims at detecting whether a query can
affect the final decision, it will also take value one if it can change the decision 60(t)
taken by Equation (2.29). In some sense, such a strategy is close to active learning
techniques aiming to identify the instances for which the decision is the most uncertain
(uncertainty sampling [55], query-by-committee [83]).

To define this score, we need to know when a query ¢, can potentially change the
values of the possible label set PLy, the approximated possible label set APL¢, the
prediction set 6(t) or the necessary label set NLg. A first remark is that if an instance
x, ¢ Ny is not among the neighbours of ¢, then a query ¢, cannot change any of these
values. Let us now investigate the conditions under which ¢, can change the sets when
x, € N;. We first introduce some useful relations between the sets PL;, APLy, or
NL;. We will denote by PL{", APLJ", and NL{" the sets potentially obtained once
x, is queried.

In this proposal, a query will be considered interesting (i.e., having a local effect
score of one) if at least one value y € Y;, can change NL;, PL;, APL; or 6(t). Indeed,
requiring all possible values y € Y, to change the sets of necessary labels NL;, possible
labels PL¢, approximation APL; or prediction set #(x) is much too demanding, and
is unlikely to happen in practice.

We will go from the cases that are the most likely to happen in practice, that is
changes in PL; or APLy, to the most unlikely cases, that is changes in NL;. The
next proposition investigates conditions under which APL; will not change.
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Proposition 3. Given target instance t, nearest neighbour set Ny, approrimated pos-
sible label set APLy of t and weight wy, query g, cannot change APLy if the two
following conditions hold

B1 for any y € APL \ Y, we have

5" (y) = max 7 (y') + wp.
Y n

B2 and for any y € APL; NY,, we have

S?am(y)_wanaX( max  sP(y) 4wy, max <s;m'"<y’>).
v €Y\ {y} Y EVe\Ya

Proof. 1t is clear from the definition (2.33) that APL{" C APL;. To show that
APL!" = APL; under conditions (B1) and (B2), we will show that (B1) and (B2)
imply APL{" O APL;. To do so, we will show that if y € APL, and y satisfies
(B1) and (B2), then y € APL{". As (B1) and (B2) partition APL; in two disjoint
sets (we have either y € APL;\ Y, or y € APL;NY,,), we can treat them separately.

Also recall that if y € APLy, then s{"*"(y) = max,/,, 7y, ST (y).

(B1) Case y € APL; \ Y,,: once a query g, is done for @, it can only increase the
minimal score of one label (the true unknown one) by wy,, hence the highest
increase of a minimal score is

maxx 57" (y') = max 77 (y) + wa,
Yy EYn Yy €Yn
meaning that if condition (B1) holds, we have s;"“*%" (y) > max,/, s;nm’q"(y/)

regardless of the result of g, implying that y € APL]".

(B2) Casey € APL:NY,,: once a query g, is done, it can decrease the maximal score
of a label within Y;, of at most w,,, meaning that at worst we have s (y) =

s (y) — wy, while we still have
_max sy (') = _max ST(y') + wy.
y €Yn\{y} y €Yn\{y}

min,gn

Condition (B2) holding implies that s™** (y) > max _, sy (y), regard-
less of the result of g, hence y € APL{".

O

According to Equation (2.38), a label y ¢ APL; if there is a label y whose minimal
score s;g”m(y,) is higher than s}"**(y). Proposition 3 identifies, for a label y € APLy,
those conditions under which an increase of the minimal score s§%"(y') for other labels
is not sufficient to become higher than sy"**(y). Otherwise, y could get out of APL;.

The case of PL; is more complex, and since estimating it requires to enumerate
selections, the same goes for evaluating whether a query can change it. In particular,
we could not find any simple-to-evaluate conditions (as those of Proposition 3) to
check whether a query can change PL;, and we are reduced to provide the following
definition. This means that evaluating whether a query can change the set PL; will

only be doable when K or the cardinality of partial labels neighbours will be small.
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Definition 3. Given partial label Y,,, nearest neighbours Ny, possible label set PLy,
set V¢ and weight we, a query g, on x, € Ng is said to not affect PLy if, for every
possible answer y € Y,, of the query, we have PL{"~Y = PLy, where PL{"~Y denotes
the set PLY when Y, = v.

The next proposition investigates whether or not a query can change the decision
given by Equation (2.29) that we use to make predictions from partially labelled
neighbours.

Proposition 4. Given target instance t, nearest neighbour set Ny, prediction set 0(t),
label set V¢ and weight wy, query qy does not affect O(t) if at least one of following
conditions hold

C10t)NY, =0.
C2Vyel(t)ny,,

max

ST (y) —w, > max s (y) (2.39)
v €Ve\{y}

Proof. (C1) Note that Equation (2.29) is equivalent to

o(t) = {1y = ang e 572 |.
yeEVt

It is clear that for a query g, on @, such that 6(¢)NY,, = 0, then s;"*""" (y) = s{***(y)
for all y € O(t), while the maximal scores for y ¢ 6(t) can only decrease. Hence
0% (t) = 0(¢t).

(C2) Since y € 6(t) NY,,, its maximal score either become s;"**" (y) = s§"%% (y) —
wy, in the worst case or is unchanged. Then Equation (2.39) guarantees that y € 69 (t),
regardless of the true label of Y;,. O

Since classifier 6 takes decisions based on the maximal number of votes a label can
receive, this proposition simply identifies the cases where the reduced score of s7"**(y)
with y € 6(x) (or non-reduction in case C1) cannot become smaller than another
syrar (y/). Finally, we give some conditions under which NL; will not change, which
may happen in practice.

Proposition 5. Given target instance t, nearest neighbour set Ny, necessary label set
NL; and weight wy, then query q, cannot change NLy if the two following conditions
hold

D1 for anyy & NLy and y &€ Y,

s (y) < max < | max s (y'), max P9 (') — wy, min sgna"”(y/)>,

D2 for anyy € NLy andy € Y,

ST (y) 4wy, < max ( max s§"(y), max $(y) — wn>.
Yy #Yn Y €Yn\{y}

Proof. Note that showing that NL{" = NL; is equivalent to show that NL; = NLI",
where NL; (NL{") denotes the complement of NL; (NL{").
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It is implied by the definition of NL; (2.34) that NL{" C NL¢, hence showing
that under Conditions (D1) and (D2), NL," D NL is sufficient to show the desired
equality.

We will proceed as for Proposition 3, by showing that if y € NL; and satisfies
(D1) and (D2), then y € NL{", which is equivalent to show that at least one label
has a maximal score higher than y, i.e.,

s7 0 (1) < max 7T (y). (2.40)

y'#y
Again, note that (D1) and (D2) form a partition of NL¢, hence, the two cases can
be treated separately.

(D1) Casey ¢ NLg and y € Yy,: once query gy is performed, the minimal score of y is
unchanged because y & Y, sy " (y) = s (y). The maximal scores of labels

inY, is

maz,qn (, '\ _ max(, ' . mazx(,,
o o0 3) = e e 5704 (0) = i S,
RS Yy EYn Yy €Yn

because all labels within Y;, see their maximal scores decrease, except one. The
maximal scores outside y,, remain unchanged:

/ !
Jmax  SPU () = maxsper(y).
Y Y,y €Yn Y #Y,y €Yn

Then satisfying Equation (2.40) in case (C1) is equivalent to

SP" (y) < max ( ,max s{(y), max s{(y) — w,, min S?"”(y/))
Y Ay E€Yn Yy EYn Y E¥n

(D2) Case y ¢ NL; and y € Y;,: after performing query ¢, the minimal score of y
can increase to sy " (y) = sy (y) + w,. Such an increase also implies that
for all other labels y' € Y, and y # y, we have sy (y) = S (3 ) — wp,
while the maximal scores of labels outside Y, remain unchanged. Therefore,

satisfying Equation (2.40) in case (DD2) is equivalent to

s (y) 4+ wy, < max < max s"*(y'), max s{(y) — wn>-
Y @Yn y'eYn\{y}

O

According to Equation (2.36), a label y € NL; if its minimal score s*"(y) is
higher than the maximal scores of all the other labels y'. Proposition 5 identifies,
for a given label y € ), the conditions under which a decrease of the maximal score
s (y") of the other labels is not sufficient to become lower than s7*"(y) (otherwise,
y could be included in NL; after the query). Condition D1 covers the cases where y
is certainly not the true label, while condition D2 covers the cases where it may be

the true label.
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APL; 0(t) NL; PL;

Prop. 3 Prop.4 Prop.5 Def. 3

@1 No (y3) No (y2) No(ys) No (y3)
ti1 x2 No (y3) Yes Yes Yes
x3 No (y2) No (y2) Yes Yes
x1 Yes No (y2) Yes Yes

ty x Yes No (y1) Yes No (y3)

xz3 No (y3) No (y3) No (y3) No (y3)

TABLE 2.7: Check for propositions for Example 2

| fPE()  JAPE) | fEE () fATE(t)

Ty, Ty Ty Ty

T 0.4 0.4 0.2 0.2
T2 0 0.3 0.4 0.4
T3 0.3 0.3 0.4 0.4

TABLE 2.8: Ambiguity effect for Example 2

We can now use those propositions and definitions to define the two local effect
scores measuring whether querying @, can impact our decision on t:

3 =4
PLipy _ 0 if Def. 3, Prop. 4, Prop. 5 hold (2.41)
En Z otherw1se
k=1W
and
fAPL( b - 0 if Prop 3, Prop. 4, Prop. 5 hold (2.42)
E othervvlse '
k=1W

In the next Sections, query schemes corresponding to ffnL( ) and fAP L(t) are denoted
shortly by PL and APL, respectively. Since ffnL(t) uses exact information to identify
the ambiguous instances, we can expect the model accuracy to improve faster by using
it, yet getting f2'*(¢) is computationally demanding. In practice, f:fnp L(t) offers a
cheap approximation that can still provide good results (this will be confirmed by
our experiments).

Tables 2.7 and 2.8 provide an overview of the computations associated to Exam-
ple 2. Each time a proposition does not hold, we provide between parenthesis the
specific answer for which it does not hold.

From Table 2.8, we can see that fI'/(T) = APL(T) = 0.7, but that f2F(T) = 0.4
and f2PL(T) = 0.7, meaning that the two effect scores given by Equations (2.42)
and (2.41) would provide different results. Finally, note that since f2*(¢) and f27%(t)
will be positive as soon as only one proposition or definition does not hold, we do not
need to evaluate all of them if we know that one does not hold.

We are going to finish this section with comments on the relation between the
approximation approach fAPL and the exact approach f©F. Let us first note that
there are queries that can change APL¢, however it can not change PL¢. In particular,
such an example can be derived by focusing on the elements of APL; \ PL;. For
example, if we query Y7 in the example 4 and its true value is yo, thus PL; is remain,
however we can reduce APL{" = {y2,y3}.

Let us remind that if a query ¢, can discard a label y from the PLy, hence, there is
no replacement d € D whose winners contain y (after performing ¢,,). Thus, y cannot
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belong to APL{" since the definition of s***(y) (2.11) implies that y is the winner of
the replacement (among the possible replacements) which gives the maximum voting
score for y. Or in other word, if a query can change PLy, it can also change APL;.

In short, there two approaches would provide different results when the querying
process goes along. However, as pointed out the next section, the improvements
provided by two approaches appear to be experimentally close. Furthermore, if we
have sufficient precise data, we should have NL; # () where APL; = PL; as discussed
in A2 of the proposition 2.

2.3.3 Experimental evaluation

This Section presents the experimental setup and the results obtained with benchmark
data sets which are used to illustrate the behaviour of the proposed schemes.

Experimental setup

We do experiments on “contaminated” versions of standard, precise benchmark data
sets. To contaminate a given data set, we used two methods [44]:

Random Model: Each training instance is contaminated randomly with prob-
ability €. In case an example x,, is contaminated, the set Y, of candidate labels is
initialized with the original label y,, and all other labels 4 € Y\ {y,} are added with
probability 7, independently of each other.

Bayes Model: In order to take the dependencies between labels (more likely to
happen in practice) into account, a second approach is used. First, a Naive Bayes
classifier € is trained using the original data (precise labels) so that each label is
associated to a posterior probability pg(y | ;). As before, each training instance will
be contaminated randomly with probability €. In case of contamination, the true label
is retained, the other labels are re-arranged according to their probabilities and the
k-th label is included in the set of labels with probability %

Note that in Bayes model, the probability 2+4/|y| can exceed 1 when parameter € is
greater than 0.5. However, this value of 2k7/|y| ensures that the expected cardinality
of the partial labels, in case of contamination, is 14 (M — 1)n for both contamination
models, making them comparable [44]. In practice, we lowered 2k1/|y| to 1 once it goes
over it.

Results have been obtained for 15 UCI data sets described in Table 2.9. Three
different values for K (3, 6 and 9) have been used for all experiments. The weight
wt for an instance t is wf = 1 — (dt)/ (Zszl dj) with dgf the Euclidean distance
between ar:;5 and t. As usual when working with Euclidean distance based K-nn, data
is normalized.

We use a three-folds cross-validation procedure: each data set is randomly split
into 3 folds. Each fold is in turn considered as the test set, the other folds are used
for the training set. The training set is contaminated according to one of the models
with two combinations of (e,n) parameters: (e = 0.7, n = 0.5) and (¢ = 0.9, n = 0.9),
which correspond to low and high levels of partiality. The error rate is computed as
the average error obtained from the 3 test sets. This process is repeated 10 times and
results are also averaged. For each data set, the number of queries I has been fixed
to 10% of the number of training data.

Similarly to what is done in active learning, the pool of instances to be queries
U is identical the set of partially labelled instances, i.e, U = {(x,, Y,) | (xn, Yn) €
D,|Y,| > 1}. The target set T used to assess the querying effects is defined as the
data space with imperfect information, i.e, T = {(xp,?)|(zn,Ysn) € U}. Thus, we
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Name # instances # features # labels
iris 150 4 3
wine 178 13 3
forest 198 27 4
seeds 210 7 3
glass 214 9 6
ecoli 336 7 8
libras 360 91 15
dermatology 385 34 6
vehicle 846 18 4
vowel 990 10 11
yeast 1484 8 12
winequality 1599 11 6
optdigits 1797 64 10
segment 2300 19 7
wall-following 5456 24 4

TABLE 2.9: Data set used in the experiments

RD | MP/ACT| MW | APL | PL
0(1) | O(T) | O(TK) | O(TM(M +K)) | O(TMF)

TABLE 2.10: Complexities of query schemes

apply the querying process using only information from training data set D, instead
of requiring a separated validation/target set.

To evaluate the efficiency of the proposed query schemes (MW, PL and APL), we
compare our results with 3 baseline schemes:

- RD: a query is picked up at random from the pool;
- MP: the one with the largest partial label is picked up;

- ACT: partially labelled instances are considered as unlabeled ones and ModFF,
a classical active learning scheme [49], is used to query instances. ModFF selects
the queries in such a way that all target data have labelled samples at a bounded
maximum distance.

The complexity of each scheme for a single query is given in Table 2.10. Note that
the more computationally demanding PL scheme was only tested for the case K = 3.

Results

For each scheme, the error rate after querying 10% of the number of training data has
been computed and the schemes have been ranked according to this error rate. The
average error rates and the average ranks of the schemes over the 15 data sets are
given in Table 2.11.

A Friedman test done over the ranks indicates that, in all settings, there are
significant evidence that not all algorithms are equivalent (except for the random
setting with low partiality that gave a p-value of 0.002, all other are below 1077).
Nemenyi post-hoc test performed to identify the differences between the schemes
indicate that our proposed schemes (MW, PL, APL) work almost systematically better
than any baseline, with APL having a significant positive difference in pairwise tests.
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Random Bayes Random Bayes
Scheme e=0.7 e=0.7 e=209 e=10.9
n =0.5 n=0.5 n=0.9 n=0.9
no query 36.4 42.6 77.8 78.8
RD 30.8(4.60) | 34.6(4.40) | 61.6(3.73) | 62.4(3.33)
MP 29.9(3.60) | 34.3(4.20) | 62.4(4.13) | 63.1(3.93)
ACT 32.6(5.53) | 37.5(5.73) | 66.2(5.33) | 66.5(5.07)
MW 27.6(2.33) | 29.9(2.73) | 54.0(2.20) | 54.2(1.53)
APL 27.3(1.67) | 29.4(1.67) | 53.5(1.53) | 54.1(1.60)
PL 27.2(1.27) | 29.3(1.33) | 53.5(1.33) | 54.1(1.60)
no query 25.7 30.4 63.3 65.6
RD 24.0(3.40) | 26.4(3.53) | 44.9(3.27) | 45.6(3.27)
MP 23.7(2.00) | 26.0(3.00) | 45.6(3.80) | 46.6(3.60)
ACT 24.4(3.87) | 27.8(4.87) | 51.2(4.93) | 52.7(4.93)
MW 23.6(2.40) | 25.0(2.07) | 37.8(1.87) | 38.9(1.73)
APL 23.4(1.53) | 24.6(1.07) | 36.0(1.13) | 37.5(1.20)
no query 254 279 53.7 57.5
RD 24.4(2.47) | 25.5(2.67) | 37.0(2.93) | 38.2(2.80)
MP 24.1(1.53) | 25.6(2.93) | 38.3(3.73) | 39.8(3.67)
ACT 24.6(3.07) | 26.5(4.40) | 43.4(4.73) | 45.8(4.87)
MW 24.5(3.07) | 25.8(2.47) | 33.7(2.33) | 34.8(2.33)
APL 24.3(2.40) | 25.6(1.73) | 31.7(1.13) | 33.3(1.33)

TABLE 2.11: Average error rates % (average ranks) over the 15

data sets

A noticeable exception is when the partiality is low and K = 9. However in this case
it can be seen from Table 2.11 that all querying techniques only improve results in a
very marginal way (with an accuracy gain around 1% for all methods).

A second look at Table 2.11 confirms that the proposed methods really provide an
edge (in terms of average accuracy gain) in the situations where ambiguous situations
are the most present, that is when:

- K is low, in which case even a few partial labels among the neighbours may lead
to ambiguous situations, a fact that is much less likely when K gets higher.

- There is a large amount of partial labels, in which case increasing the value of
K will have a very limited effect on the number of ambiguous cases.

Both cases are of practical interest, as even if picking a higher value of K is desirable
when having low partiality, it may be computationally unaffordable.

Finally, we can notice that the Bayes contamination induces slightly more ambi-
guity in the data sets, as more likely classes (hence similar labels in a given region
of the input space) have more chances to appear in the contaminated labels. Bayes
contamination also seem somehow more realistic, as experts or labellers will have a
tendency to provide sets of likely labels as partial information.

2.4 Perspectives on querying partially featured data

Yet, in the case of partially featured data and precisely featured test data, by using the
specific properties of the partially ordered sets and the monotonicity of the extreme
distances, we can perform the querying procedure with a manageable complexity
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(polynomial time). However, no significant improvement has been observed from
the experiments we did on the case of partially featured data. Let us note that in
Section 2.2, we restrict ourselves to the unweighted version of the maximax. Thus,
the unpromising experimental results in this very specific case is somehow insufficient
to envision any conclusion about the performance the maximax in the more generic
settings, e.g, to investigate the performance of the weighted version or to explore the
general setting of partially featured data where both training and test data can be
partially featured. On the other hand, the computations of the possible and necessary
label sets, summarizing in this section, might suggest extensions/adaptations for other
generic settings which are still left opened.

2.4.1 Determining the possible label set

Let us note that we will only consider the setting consists of a partially featured
training data set D = {(X,,, yn)}Y_;, where X,, = (X}, ..., XP) and X} = [ah,bh],
Vp=1,..., P, and precise target instances T = {(¢,?)}]_;.

For a label y,, € Y, the relations among scores (2.27) and the definition of the

possible label set (2.13) imply that y,, is a possible label (y,, € PLy) if and only if

there is a replacement d € D with a score vector (s§(y1),...,sg(ya)) such that
M
> siw) = K, (2.43)
i=1
and
min (s3(ym), 79 (40)) > s8(3) > P ()i = 1, M. (2.44)

The condition M sd(y;) = K simply ensures that d is a legal replacement. The
constraint (2.44) then ensures that all other labels have a score lower than s¢(y,,) for
the replacement d (note that min(s{(y,m), s7%* (ym)) = 8 (ym)), and that their scores
are bounded by Eq. (2.27).

The question is now to know whether we can instantiate such a vector making
a winner of y,,,. To achieve this task, we will first maximise its score, such that
s (ym) = s7%(ym). The scores of all other labels y; is also lower-bounded by
s (y;), meaning that among the K neighbours we choose in d, only K — s7*%(y,,) —
Zi:u#m s¥n(y;) remain to be fixed in order to specify the score vector. Then we
can focus on the relative difference between s™"(y;) and the additional number of
chosen neighbours voting for y;. Solving the problem defined by Eqs. (2.43), (2.44)
is equivalent to determine a score vector (w(y1),. .., W(Ym—1), W(Ym+1),---,w(ysr))
with w(y;) = s@(y;) — s5" (), Vi # m, s.t.

M M
Y wly) = K= (ym) = Y s (wa),s (2.45)
i=1,i#m i=1,i#m
min (7" (ym), s (i) — 85" (y;) > w(y;) > 0,Vi # m. (2.46)

Eq. (2.45) again ensures that the replacement is a legal one (the number of neighbours
sums up to K), and Eq. (2.46) ensures that y,, is a winning label. Also note that if
Jyi € Y\ {ym} 8-t s7%(y,,) < s7"(y;), then there no chance for y,, to be a possible
label.

We will now give a proposition allowing to determine in an easy way if a label
belongs to the set of possible labels.
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Proposition 6. Given the number of nearest neighbours K, a target instance t, its
corresponding maximum and minimum score vectors (s?"”i"(yl), . .,si”m(yM)) and

(s7%7(y1), - - s (yar)) . Assuming that s{% (ym) = s{™ (yi), for Vyi € Y\ {ym},
then y,, is a possible label if and only if

M

K < sP(ym)+ Y min (s (ym), 57 (). (2.47)
i=1,i%#m

Proof. (=) Let us prove that y,, being a possible label implies (2.47). First, if y,,, €
PL; and d is a legitimate replacement, we have that

w(ys) < min (7" (ym), s¢" (i) — 57" (i), Vi # m (2.48)

otherwise ¥, would not be a winner, or we would give a higher score to y; than it
actually can get (we would have sd(y;) > s7'%(y;)). Since for any replacement we
have that Eq. (2.45) must be satisfied, we have necessarily

M M
K= s ym) = Y ™) = Y wm).
i=1,i#m i=1,i#m

If we replace w(y;) by its upper bound (2.48), we get the following inequality

M M
K=y (ym) = Y s¢"™(w) < Y min (57 (ym), 57" (43))
i=1,i#m i=1,i#m
M .
= > s,
i=1,i#m

that is equivalent to the relation

M

K < s (ym) + > min (7 (ym), 57" ().
i=1,i#£m

(<) Let us now show that if the conditions given by Eqs. (2.45)-(2.46) are satisfied,
then y,, € PL;. First remark that, once we have assigned the maximal score to y,
and the minimal ones to the other labels, there remain

M

K —sP(ym) — > s (ys)
i=1,i#m

neighbours to choose from. We also know from (2.46) that at most

M

> [min (87 (ym), 55" (0:)) — 57" ()]
i=1,i#m
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neighbours can still be affected to other labels than ¥, without making it a loser.
Clearly, if

M M
K =7 (ym) — > s{™w) < > [min (87 (ym), 57" (1) — s ()],
i=1,i#£m i=1,i#m

we can reach the number of K neighbours without making ., a loser, or inversely
letting ¥,, be a winner for the chosen replacement, meaning that y,, € PLq. O

Example 5. Let us continue with the data set in Example 1 with value K = 3. From
Table 2.1 and the interval ranks (2.20), we can see that

PN; = {(Xla a)v (X27 b)’ (XSa C)v (X4a b)}a NN; = {(XQa b)}
Then the mazimum and minimum scores for all the labels are

(57" (a), ¢ (b), 57" (c)) = (0,1,0)
(53" (a), " (b), 57" (c)) = (1,2,1).

We will now determine whether a given label in Y = {a,b,c} is a possible label. For
label a, we have that

53" (a) + min (s;na‘r(a), s;”a"”(b)) + min (si”“x(a), s;”‘”ﬂ(c)) =14+14+1=3>K,

hence a € PLy. The same procedure applied to b and c gives the result PLy = {a, b, c}.

2.4.2 Determining the necessary label set

Let us now focus on characterizing the set NL; defined in (2.14). The following
propositions gives a very easy way to determine it, by simply comparing the minimum
score of a given label ¥, to the maximal scores of the others.

Proposition 7. Given the mazimum and minimum scores ( (1), . mm(yM))
and (s]"*(y1), ..., 7" (yam)), then a given label yn, is a necessary label zf and only if
st (ym) = 87 (yi), Vi # m. (2.49)

Proof. (=) We proceed by contradiction. Assuming that 3 y,,, € NL; and 3 y; € Y
where smm(ym) < s (y;), we show that we can always find a replacement d € D
st 58 (ym) < s8(yi), or in other words, 3 d € D s.t y,, € y&, and therefore y,, is not
necessary. Let us consider the two cases

1. K — Z#m a(y;) > simdl(y,,), then for Vj # m, we give its the maximum
(y;) and give yp, the score s@(y,) = K — > jm 58 (Y;)-

score s.t s§(y;) = spa®

Then it is clear that

silym) = K =Y sy (y;) = 57" (ym) < 57" (yi1) = ¢ (vi)-
j#Fm
2. K =30, 58 (y;) < sgmall(y ), then we give y,, a score s&(y,,) = 55 (y,,)

and give y; a score s3(y;) = s5™%(y;). As we have

K< 30 () + 57 ) + 57 ()
J#E{m.i}
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by assumption, we can choose K — s{™(y,,) — ;) nearest neighbours

from at most ) £ {mai} sy (y;) possible nearest neigbours whose labels are not

Simaw(

Ym or Y. In such a replacement we have s$ (y,) < s&(y;).

(<) We are going to prove that (2.49) implies that the label y,,, € NL; is necessary.
Let us first note that
min max

. d d .
= d 2 ) — ; v R
min s (Ym) = s¢"" (Ym) an max s (yi) = st (yi), Vi # m

then (2.49) ensures that, for any replacement d € D,
s (ym) = min(s (ym)) > max(sf (yi)) > 5§ (i), Vi # m,
~ deD ~ deD -

which is sufficient to get the proof. O

Example 6. Consider the data set given in Example 5 with the mazimum and mini-
mum scores of the labels are

(STin(G’)v Sztnm(b)v S;nin(c)) = (Ov L, O)
(s{"*"(a), s{***(b), s{"**(c)) = (1, 2,1).

Then (2.49) implies that the necessary label set NLy = {b}.

2.5 Conclusion

Our first contribution in this Chapter is an implementation of the maximax ap-
proach for the case of partially featured data. Our implementation is computationally
tractable and the first experiments indicate that there are cases when the maximax
approach can bring a real advantage. Thus, motivating further works on broadening
the applications of the maximax approach. Let us note that, we have focused on
the setting where only training data are partially specified. Yet, developing similar
decision rules for the generic setting, i.e, both training and test data are partially fea-
tured, could be a potential direction. Detailing it could be complicated since defining
the partial order (2.17) is still a challenge. One reason is that if we have a partially
featured test instance t, we are no-longer allowed to freely choose and compare the
possible positions of its neighbours.

Considering the active learning problem, we have proposed two querying schemes,
both based on the computation of an effect score quantifying the impact of a dis-
ambiguation on the final result, to query partially labelled data. Our first strategy
(neighbour-based) consists in selecting an instance when it is involved in many de-
cisions. A more refined strategy (indecision-based) consists in selecting an instance
when it can potentially reduce the ambiguity of one or several decisions. This second
strategy is more complex from a computational point of view, and we have therefore
proposed an approximate scheme leading to very close performance. The experiments
have shown that the accuracy of the maximax method is significantly improved by
querying partial label instances and that indecision-based querying strategies are the
best-performing schemes.

Yet, our attempt on developing a similar querying scheme for the specific setting
where only training data can be partially featured has not provided any significant
improvement. The perspectives we presented could be useful for further tackling both
learning and active learning problem in the generic setting where both training and
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test data are partially featured (and the weighted version of Maximax is employed
to make prediction). Thus, there are at least two open issues, in order to completely
tackle these problems:

1. to investigate the decision rules for the generic setting where both training and
test data can be imprecise.

2. to develop efficient subsequent techniques to determine the possible and neces-
sary label sets and its potential changes when the querying process goes along.
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Chapter 3

Racing Algorithms

This Chapter focuses on imprecision modeling in the problem of learning from par-
tially specified data. We first generalise the loss function to cope with partial data
and highlight the potential issue of obtaining multiple optimal models, i.e, a set of
undominated models. The size of this undominated model set will be considered as
a degree of imprecision due to the presence of partial data. We thus focus on de-
veloping active learning schemes to identify the partially specified data that should
be queried to quickly reduce the undominated model set. We are going to present a
generic querying scheme inspired by the racing algorithms and then implement it for
two specific settings: binary SVM and decision trees.

3.1 Loss function and expected risk for partial data

Let us remind that, in classical supervised setting, the goal of the learning approach
is to extract a model 8* : X — ) within a set © of models from a data set D =
{(2n, yn) })_;. The empirical risk R(f | D) associated to a model 6 is then evaluated as

N
R(0|D) =Y Lyn,0(xn)), (3.1)
n=1

where £(y,0(xy)) is the loss of predicting 6(x,) when observing y,. The selected
model is then the one that minimizes (3.1), that is

* = i D). 2
0 argrerélélR(Gl ) (3.2)

Another way to see the model selection problem is to say that a model ; is better
than 6 (denoted 6; > 0y) if

R(6, | D) — R(6,| D) > 0, (3.3)

or, in other words, if the risk of 6; is lower than the risk of 6.

In this proposal, we are interested in a more general case where data is potentially
only partially known, that is where general samples are of the kind (X,,,Y,) C X x ).
In such a case, Equations (3.1), (3.2) and (3.3) are no longer well-defined, and there
are different ways to extend them. Two of the most common ways to extend them is
either to use a minimin (optimistic) [44] or a minimax (pessimistic) approach. That
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is, if we extend Equation (3.1) to a lower bound

R(|D f e 3.4
7( | ) (wnayn)lgxnayn z:: 4 m ( )

N
- Z lnf g(ynv n Z Yn7 9

mnayn)e Xruyn)

and an upper bound

R(O|D)=  sup Ze Yn, 0(n)) (3.5)
(wn:yn)e(xnyyn —

N

N
= sup g(yn, ’VL Yn, 9
nzz:l (®n,yn)E(Xn,Yn) Z::

then the optimal minimin 6}, and minimax 6 ,, models are

0 = arg grggﬁ(@ |D) and 6, =arg min R(6|D).

The minimin approach usually assumes that data are distributed according to the
model, and tries to find the best data replacement (or disambiguation) combined with
the best possible model [43]. Conversely, the minimax approach assumes that data
are distributed in the worst possible way, and selects the model performing the best
in the worst situation, thus guaranteeing a minimum performance of the model [39].
However, such an approach, due to its conservative nature, may lead to sub-optimal
models. When having to choose a preferred model in the race, we will follow the
optimistic approach, that is also in line with the idea of racing algorithms.

However, in this proposal, we are not primarily interested into learning a single
model from partial data, but we want to determine which partial data makes the
potentially best models incomparable, in order to complete such data through queries.
To define such a set of potentially optimal models, we will say that a model 0; is better
than 6y (still denoted 6; > 0y) if

R(Or_;|D) = inf R0, | D) — R(6;|D)| > 0, 3.6
R(6x_;| D) (xn,yn)lg(xn,n)[ (0r| D) — R(6; | D)] (3.6)

which is a direct extension of Equation (3.3). That is, 6; > 0 if and only if it is better
under every possible precise instances (x,,y,) consistent with the partial instances

(X}, Yy). Such an approach is similar to decision rules used, for instance, in imprecise
probability [87]. We can then denote by

*={0ecO| A €Os.t.0 =0} (3.7)

the set of undominated models within ©, that is the set of models that are maximum
with respect to the partial order .

Example 7. Figure 3.1 illustrates a situation where ) consists of two different classes
(gray and white), and X of two dimensions. Only imprecise data are numbered.
Squares are assumed to have precise features. Points 1, 2 and 3 are imprecise with
respect to their second feature. Shaded squares (points 4 and 5) have unknown labels.
Assuming that © = {601,602} (the models could be decision stumps, i.e, one-level deci-
sion trees [76], we would have that Oy = 67 ,, is the minimaz model and 61 = 6},
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FI1GURE 3.1: Illustration of partial data and competing models

the minimin one. The two models would however be incomparable according to (3.6),
hence ©F = © in this case, and the minimax and minimin rules would have given us
different answers.

3.2 Our generic racing approach

We are going to present a generic querying scheme based on racing ideas and then
investigate the computational issue of such a scheme for the specific settings of binary
SVM and decision trees.

Both the minimin and minimax approaches have the same goal: obtaining a unique
model from partially specified data. Our objective in this proposal is different: we
want to query those data that will increase the most the accuracy of a learnt model.
To do so, we propose to start from a set © of potentially optimal models, and to
identify in a racing scheme those data that will help the most to select the best model
within ©, hence are likely to be determinant in differentiating model quality. Much
like querying-by-committee in classical active learning [57], the purpose of the race is
here only to select the query to be made, as © is unlikely to contain the risk minimizing
model. Once the queries have been made, a new model should be learned from the
completed data set. How we quantify the usefulness of a query within the race is
formalized in what follows.

Let us recall that we have been considering the setting that X = X1 x ... x X% is
a Cartesian product of P real spaces R, that a partial data (X,,,Y},) can be expressed
as (XII;:lXﬁ, Y,,), and furthermore that if X}, C R is a subset of the real line, then X%
is a closed interval.

A query on a partial data (x ]f;lXﬁ, Y,,) consists in transforming one of its dimen-
sion X}, or Y, into the true precise value x}, or y,, thanks to an oracle (an expert, a
precise measuring device). More precisely, ¢, denotes the query made on X% or Yy,
with p = P 4+ 1 for Y,,. Given a model §; and a data (xgleﬁ, Y,), we are interested
in knowing two things:

- whether the result of a query can have an effect on the the empirical risk bounds
[R(6;| D), (6| D)], which will be the case only if the query can have an effect

on the interval [£(Yy,, 0;(X,,)), €(Yn, 6;(X,))]. We will then speak about the single
effect of a query, as we will consider a single model;

- whether the model 0; can be preferred to 0 after performing a query, in which
case we have to assess whether the query can have an influence on the lower
bound R(fx—; | D) or not, since 6; will be preferred to 6 as soon as this bound
becomes positive.
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This can be formalized by two functions, Ep : © — {0,1} and Jp : © x © — {0,1}
such that:

. p p )
E.(8) = 1 if 3z, € X, that reduces [R(6; | D), R(6; | D)] (3.9)
n 0 else
and . » » _
qu(gm 0) = { (1) ;flsixn € Xj, that increases R(0x—; | D) (3.9)

When p = P + 1, X} is to be replaced by Y,,. Ep simply tells us whether or
not the query can affect our evaluation of 6; performances, while J » (0k, 6;) informs
us whether the query can help to differentiate 6; and ;. If we denote by k* =
argmingegy .. sy R(0) | D) the currently winning model (racing algorithms do focus
on this model, trying to determine if it is really the winner of the race), the total
effect of a query ¢} is defined as

Value(qh) = Ep (Or=) + Y Jyr (O, Or-). (3.10)
k£k*

This value or utility is then used to assess which data (label or feature) should be
queried next. It should be noticed that scores (3.8) and (3.9) can be modified, for
example to account for different loss functions. Unless there are other reasons to
change it, our choice appears to be the most natural and simple.

Example 8. In Figure 5.1, questions related to partial classes (points 4 and 5) and
to partial features (points 1, 2 and 3) have respectively the same potential effect, so
we can restrict our attention to qi’ (the class of point 4) and to q§ (the second feature
of point 3). For these two questions, we have

; Eqi(‘gl) = Eqﬁf((g?) =1 and Jq2(01,92) = qu(92’91) —0.
- qu(el) =1, qu(Qz) =0 and qu(el,ez) - Jq§(92,91) -1

This example shows that while some questions may reduce our uncertainty about many
model risks (¢} reduce risk intervals for both models), they may be less useful than other
questions to tell two models apart (q§ can actually lead to declare 0o better than 01,
while q; cannot).

The effect of a query being now formalized, we can propose a method inspired by
racing algorithms. To create the initial set of racing models, a convenient method is
to sample S times a precise data set {(zn,yn) € (Xp,Y,)}\_; and then to learn an
optimal model for each such selection. Algorithm 2 summarises the general procedure
applied to find the best query and to update the race. This algorithm simply searches
the query that will have the biggest impact on the minimin model and its competitors,
adopting the optimistic attitude of racing algorithms. Once a query has been made,
the data set as well as the set of competitors are updated, so that only potentially
optimal models remain. Note that in practice, such a sampling is close to methods
used in query-by-committee approaches [57, 67|, and makes no specific assumption
about the process that has led to imprecision. Also, as in usual query-by-committee
and racing approaches, we also assume that we work with models of the same nature
and of comparable complexity.
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Algorithm 2: One iteration of the racing algorithm to query data
Input: data (X,,Y,), set ©* := {601,...,05} of models

Output: updated data and set of models

k* = argminge(i . 5y R(0k | D);

=

foreach query ¢h, do

| Value(qn) = Egg (Ok+) + Xpspe Jon Ok, Op);

(n*,p*) = argmax, ) Value(qn);

Get value xf; of Xﬁi ;

foreach k,l € {1,...,5} x{1,...,S}, k# 1l do
Compute R(0;_;| D) ;

L if R(0x—;|D) > 0 then remove 6 from ©* ;

W N

0w I o o s

3.3 Application to SVM

In this Section, we illustrate our proposed setting and its potential interest with the
popular SVM algorithm. We separate the two cases of interval-valued features from
set-valued labels, for three reasons: (i) we can expect that imprecision in both aspects
is less likely to happen in practice, (ii) this makes the exposure of the methods easier to
follow, and (iii) considering both cases at once would quickly induce a too important
imprecision in the results. We leave the combination of the two approaches to the
reader, especially since binary SVM are here used as an illustration of our general
approach.

3.3.1 Interval-valued features

In the binary SVM setting [10], the input space X = R” is the real space and the
binary output space is Y = {—1,1}, where —1, 1 encode the two possible classes. The
model 0; = (wy, ¢;) corresponds to the mazimum-margin hyperplane w;x + ¢; with
w; € R” and ¢; € R. For convenience sake, we will use (wy, ¢;) and 6; interchangeably
from now on. We will also focus in this section on the case of imprecise features and
precise labels, and will denote 1, the label of training instances. We will also focus
on the classical 0-1 loss function defined as follows for an instance (z,,yn):

0 if Yn - el(wn) >0

i= 0 (Yn, T 3.11
Lif gy - Or(@n) <0, Hns @) (311)

E(yna el(mn)) = {

where 0;(x,,) = wix, + ¢, and {(yp, x,) is used as a short notation for (Yn, O1(xy)).
Similarly, the extreme losses L(yn, 6;(X;,)) and £(yyn, 0;(X,,)) are shortened to £;(y,, X,)
and 4;(yn, X,,), respectively.

Instances inducing imprecision in empirical risk

Before entering into the details of how single risk bounds [R(6;| D), R(6;| D)] and
pairwise risk bounds R(f;_;|D) given by Equations (3.4)-(3.6), and query effects
Ep(6;) and Jp (0, 0;) given by Equations (3.8)-(3.9) can be estimated in practice,
we will first investigate under which conditions an instance (X, y,) induces impreci-
sion in the empirical risk. Such instances are the only ones of interest here, since if
(Y, X)) = (Y, X0n) = £(yn, X)), then Ep(0;) =0forallp=1,..., P. Further-
more, if an instance (Xp,y,) is precise w.r.t both ) and 6;, then Jyp (6, 0;) = 0 for
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FIGURE 3.2: Illustration of interval-valued instances

all p=1,..., P. Thus, only instances which are imprecise w.r.t at least one model
are interested when determining .J » (0, 6;).

Definition 4. Given a SVM model 0;, an instance (X, yn) is called an imprecise
instance w.r.t. 0; if and only if

Jx, . x, € X, s.t Oy(x,) >0 and 6)(x, ) < 0. (3.12)

Instances that do not satisfy Definition 4 will be called precise instances (w.r.t.
;). Being precise means that the sign of 6;(x,) is the same for all x,, € X,,, which
implies that the loss £;(yn, X5.) = £;(yn, X,,) is precisely known. The next example
illustrates the notion of (im)precise instances.

Example 9. Figure 3.2 illustrates a situation with two models and where the two
different classes are represented by grey (y = +1) and white (y = —1) colours. From
the figure, we can say that (X1, y1) is precise w.r.t both 01 and 02, (Xa,y2) is precise
w.r.t 61 and imprecise w.r.t 02, (X3,ys3) is imprecise w.r.t both 61 and 62 and (X4, y4)
1s imprecise w.r.t 01 and precise w.r.t 0.

Determining whether an instance is imprecise w.r.t. 6; is actually very easy in
practice. Let us denote by

0,(X,) := inf 6;(x,) and 6;(X,) := sup O;(x,) (3.13)

zn€Xn Tn€Xp

the lower and upper bounds reached by model 6; over the space X,. The following
result characterizing imprecise instances, as well as when a hyperplane 6;(x,) = 0
intersects with a region X,,, follows from the fact that the image of a compact set by
a continuous function is also compact.

Proposition 8. Given 0;(x,) = wix, +c¢; and the set X,,, then (X, yn) is imprecise
w.r.t. 0; if and only if

0,(X,) <0 and 6;(X,,) > 0. (3.14)

Furthermore, we have that the hyperplane 6;(x,) = 0 intersects with the region X, if
and only if (3.14) holds. In other words, 3z, € X,, s.t. O;(xy) = 0.

Proof. Since continuous functions preserve compactness and connectedness [33], then
the image f(X) =Y of a compact and connected set X is compact and connected.
Furthermore, a set on RY is compact if and only if it is closed and bounded (Heine-
Borel Theorem [74]), then X is a closed, bounded and connected set which is exactly
a closed interval. Or in other words, we have that

BX) = (61X, 5%,
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is an interval consisting of every possible values that can take 0;(x,) for x, € X,.
That (3.14) is equivalent to (3.12) then immediately follows. Also, we have that

Jz, € X, s.t. 6(xy,) =0if and only if 0 € [Hl(Xn),Gl(Xn)} . O

This proposition means that to determine whether an instance (X,,,y,) is impre-
cise, we only need to compute values 6;(X,,) and 6;(X,,), which can be easily done
using Proposition 9.

Proposition 9. Given (X, y,) with X5 = [ah,,bh] and SVM model (wy, ¢;), we have
0,(X,,) = Z wi'bh + Z wi'al + ¢
>0 P20

0,(X,) = Z wyab + Z wybh + ¢

waO wf<0

Proof. Since 6;(x,) is a linear function, it is monotonic in each dimension, hence
the extreme values are obtained at points x,, € xgzl{aﬁ,bﬁ}. Furthermore, 6;(x,,)
decreases (increases) w.r.t @, if w) < 0 (w] > 0). Hence, Proposition 9 holds. O

Again, it should be noted that only imprecise instances are of interest here, as
these are the only instances that, once queried, can result in an increase of the lower
empirical risk bounds. We will therefore focus on those in the next sections.

Example 10. Consider the model 6; on a 3-dimensional space given by w; = (2,—1,1)
and the partial instance X,, = [1,3] x [2,5] x [1,2]. In this case, we have

0,(X,) =1x245x —1+1x1=-2,

0;(X,) =3x24+2x-1+2x1=6,

hence the instance X, is imprecise with respect to 0.

Empirical risk bounds and single effect

We are now going to investigate the practical computation of R(6;| D), R(6;|D), as
well as the value E,» (6;) of a query on a model §;. Equations (3.4) (resp. (3.5)) implies
that the computation of R(6;|D) (resp. R(6;|D)) can be done by first computing
£, (Yn, Xp) (vesp. £1(yn, X,,)) for n = 1,..., N and then summing the obtained values.
This means that we can focus our attention on computing ¢,(yn, ) and £;(yn, Tn)
for a single instance, as obtaining R(6;| D), R(#;|D) from them is straightforward.
Note that we have £;(y,, X,) = 0 and £;(yn, X,,) = 1 if and only if X,, is imprecise
w.r.t. 0;, a fact that can easily be checked using Proposition 8. The bounds of the
loss interval for the model ; and datum (X,,, y,,) is

B [Ov O] if min(yn : gl(Xn)v Yn - Ql(Xn)) Z 0
[1(yn> Xn), iy, Xn)] = 1 [0, 1] i 0,(X) - 0,(Xn) < O (3.15)
[1,1] if max(yy, - 0;(Xn), yn - 0,(X5)) <0

Let us now focus on estimating the effect of a query. As with the loss bounds,
the only situation where a query ¢h can affect the empirical risk bounds, and hence
the only situation where Er(6;) = 1, is when the interval [¢;(yy, X)), £1(Yn, Xin)] can
be reduced by querying X%. Therefore we can also focus on a single instance to
evaluate it.
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In the case of 0-1 loss, the only case where E»(¢) = 1 is the one where the
imprecise loss [£;(yn, Xn), 1(yn, n)] goes from [0, 1] before the query to a precise

D
value after it, or in other words if there is 25, € X% such that X} = xp/#pXﬁ X {1:%}

is precise w.r.t. #;. According to Proposition 8, this means that either Ql(X?f‘) should

become positive, or ?l(ngl) should become negative after a query ¢h. The conditions
to check whether this is possible are given in the next proposition.

Proposition 10. Given (X, y,) with Xk = [ah,bh] and a model 0; s.t. X,, is impre-
cise, then Egp (60;) = 1 if and only if one of the following conditions holds

6,(X0) > —|uf| (¥, — ab) (3.16)
Bu(X) < |wf (0], — ab). (3.17)

Proof. Let us concentrate on the first condition (the second one can be proved simi-

larly). If we denote by Ql(X‘ZLg) the lower bound reached by 6; on X% (the set resulting
from the query answer), then we have the following inequality

6% (X2) < 0y(X) + || (8], - af)
giving us a tight upper bound for it. Indeed, if wf > 0, then 6, is obtained for 28, = af,
(by Proposition 9), and it can increase by at most w{ (bl — a},) if the result of the
query ¢y, is af, = b}, (the case w] < 0 is similar). Since 6;(X,,) is known to be negative
(from Proposition 8 and the fact that X,, is imprecise), it can only become positive
after a query ¢f, if 6,(X,,) + |w]|(bh, — ah) is positive.
Finally, by investigating the change of sign(wf ), we have:

B1: ¢ can change the sign of 0,(x,,) iff

ap) > 0 if wf >0,
ah) > 0 if w) < 0.

=
—~
8
3
N~—
|
g
3
—~
:% :%
3"@ z”s

B2: ¢}, can change the sign of §;(x,) iff

0(xy) — wl' (b, —ah) < 0 if wl >0
0i(z) + wh (bh — ah) < 0 if wl < 0.

O

R(0;|D), R(6;| D), needed in the line 1 of Algorithm 2 to identify the most promis-
ing model k*, are computed easily by summing over all training instances the intervals
[, (Yns Xn), €1 (Y, X1n)] given by Equation (3.15), while Equations (3.16)-(3.17) give
easy ways to estimate the values of qu(ﬂk*), needed in line 3 of Algorithm 2.

Example 11. Let us consider again Example 10, and check whether querying the last
(p = 3) or second dimension may induce some effect on the emprical risk bounds.
Using Proposition 10, we have for q¢> that

0,(X,)=-2<—-1x(2-1) and 0;(X,) =6 >1x (2—1),
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hence Egs (01) = 0, as none of the conditions are satisfied. We do have, on the contrary,
that
0,(X,) = -2>—1x (5—2),

hence Ep2(0;) = 1. Indeed, if 12 = 2 (the query results in the lower bound), then the

model becomes positive for any replacement of X%’QL =1[1,3] x 2 x [1,2].

Pairwise risk bounds and effect

Let us now focus on how to compute, for a pair of models 0, and 6;, whether a query
¢ will have an effect on the value R(6;_;|D). For this, we will have to compute
R(0x—; | D), which is a necessary step to estimate the indicator Jyp (6%, 0;) of a possible
effect of ¢h. To do that, note that R(f;_;) can be rewritten as

N
BOID) =, int, (ROCID) = R0 |D) = Y bo i Xa) (615
with
textwithly_;(yn, Xp) = in% <€k(yn,mn) - fl(yn,scn)>, (3.19)
TnE€EXnp

meaning that computing R(0;_; | D) can be done by summing up £,_;(yn, Xy) over
all X,,, similarly to R(6; | D) and R(6; | D). Also, J» (6k,6;) = 1 if and only if ¢}, can
increase £;,_;(yn, X;,). We can therefore focus on the computation of £,,_;(y,, X,,) and
its possible changes.

First note that if X,, is precise w.r.t. both 0 and 6;, then i (yn, X) — €1 (yn, Xy) is
a well-defined value, as each loss is precise, and in this case J,» (0k,0;) = 0. Therefore,
the only cases of interest are those where X,, is imprecise w.r.t. at least one model.
We will first treat the case where it is imprecise for only one, and then we will proceed
to the more complex one where it is imprecise w.r.t. both. Note that imprecision with
respect to each model can be easily established using Proposition 8.

Case 1: Imprecision with respect to one model

Let us consider the case where X,, is imprecise w.r.t. either 6 or #;. In each of
these two cases, the loss induced by (X, y,) on the model for which it is precise is
fixed. Hence, to estimate the lower loss £;._;(yn, X, ), as well as the effect of a possible
query ¢h, we only have to look at the model for which (X, #,) is imprecise. The next
proposition establishes the lower bound £;,_;(yn, X,,), necessary to compute R(0;_;).

Proposition 11. Given (X,,,y,) with X} = [ah,bh] and two models 0 and 0; s.t
(X, yn) is imprecise w.r.t. one and only one model, then we have

L1 (Yn, X)) =l (yn, X)) — 1 if X, imprecise w.r.t. 6 (3.20)
L1 (Yn, X)) = 0 — 41 (yn, X0) if X, imprecise w.r.t. O. (3.21)

Proof. We will only prove Equation (3.20), the proof for Equation (3.21) being similar.
First note that if X,, is precise with respect to 0y, then ¢ (y,, X,,) is precise. Second,
the value of ¢;(y,,X,) € {0,1}, since X,, is imprecise with respect to 6;, hence the
lower bound is obtained for @,, € X,, such that ¢;(y,,x,) = 1. O

We kept the 0 in Equation (3.21) to make clear that we take the lower bound
of the loss w.r.t. 6, and the precise value of ¢;(y,, X,). Let us now study under
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which conditions a query ¢h can increase £;_;(yn, X,,), hence under which conditions
Jop (0k,6;) = 1. The two next propositions respectively address the case of imprecision
w.r.t. 05 and ;. Given a possible query ¢h on X,,, the only possible way to increase
4.1 (yn, X;) is for the updated X% to become precise w.r.t. the model for which X,,
was imprecise, and moreover to be so that ¢;(yp, X?f‘) =0 (Y (yn, X?f‘) =1)if X, is
imprecise w.r.t. 6; (6x).

Proposition 12. Given (X, y,) with X5 = [ah,,bh] and two models 0y and 0; s.t.
(X, Yn) is imprecise w.r.t. O, the question qh, is such that Jp Ok, 01) = 1 if and only
if one of the two following conditions holds

yo =1 and 6,(X,.) > — ||} — a?) (3.22)
or
w = —1 and 0(X,) < [ | (], — a2). (3.23)

Proof. First note that if X,, is imprecise w.r.t. 6;, then the only case where £, _;(X,,)
increases is when the updated instance X,qf’ is precise w.r.t. 6; after the query ¢ is
performed and the precise loss becomes ¢;(ys, X?f‘) =0.

Let us consider the case y, = 1 (the case y,, = 0 is similar). To have ¢;(y,, X?;Z) =
0, we must have Ql(X?fL) > 0. Using the same argument as in Proposition 10, we
easily get the result. O

Proposition 13. Given (X, y,) with X} = [ah, 5] and two models ) and 6; s.t.
(X, Yn) is imprecise w.r.t. Oy, the query ¢h is such that Jg2 Ok, 01) = 1 if and only if
one of the two following condition holds

Yn =1 and 05 (X,,) < [wh| (W2 — ab) (3.24)
or
yn = —1 and 0,(X,,) > —|w£\(bﬁ —ab). (3.25)

The proof is analogous to the one of Proposition 12.

In summary, if X, is imprecise w.r.t. only one model, estimating J» (0k, 0;) comes
down to identify whether the X,, can become precise with respect to such a model,
in such a way that the lower bound is possibly increased. Propositions 12 and 13
show that this can be checked easily using our previous results investigated in the
Proposition 10 concerning the empirical risk. Actually, in this case, the problem
essentially boils down to the problem of determining the empirical risk bounds and
single effect.

Case 2: Imprecision with respect to both models

Given X,, and two models 0y, 0;, we define :

Brt(Xn) = 00(X) — 01(Xy0). (3.26)

We thus have:
akfl(Xn) > 0if 0k(wn) — Ol(wn) >0 Ve, X, (3.27)
ek,l(Xn) <0if Hk(:lln) — 6[<$n) <0 Va, €X,. (3.28)

In the other cases, this means that there are :c/n,ac;; € X,, for which the model dif-
ference have different signs. The reason for introducing such differences is that, if
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(a) 01—2(Xn) >0 (b) mi1—2(Xa) <0 (c) Non-constant sign

F1GURE 3.3: Illustrations for the different possible cases corresponding
to the pairwise difference

0x_1(Xyn) > 0 or 8x_4(X,,) < 0, then not all combinations in {0,1}? are possible for
the pair (¢x(Yn, n), €1(Yn, ©»)), while they are in the other case. These various sit-
uations are depicted in Figure 3.3, where the white class is again the negative one
(Yn = —1).

Since O (xy,) — 0;(xy,) is also of linear form (with weights w} — w}’), we can easily
determine whether the sign of 6;_;(X,,) is constant: it is sufficient to compute the
interval

inf (Ox(xn) — Oi(xy)), sup (O(xn) — Oi(xy))

rn€Xp Ty eXn

that can be computed similarly to [0,(Xy),0;(X,)] in the Proposition 9. If zero is
not within this interval, then 0;_;(X,,) > 0 if the lower bound is positive, otherwise
0;—1(X,,) < 0 if the upper bound is negative. The next proposition indicates how to
easily compute the lower bound ¢,_;(yn, X;,) for the different possible situations.

Proposition 14. Given (X,,y,) with Xh = [ah,bh] and two models Oy, 0; s.t.
(X, yn) is imprecise w.r.t. both models, then the minimal difference value is

min((), _yn) if Hk—l(Xn) >0
U_1(Yn, Xp) = ¢ min(0, yy,) if Op—1(X,) <0 (3.29)
-1 if Ox—1(Xy,) can take both signs

Proof. First note that when neither 6;_;(X,) > 0 nor 6;_;(X,,) < 0 hold, then
there are values @, for which 0y (x,) and 0;(x,) are either positive and negative, or
negative and positive, or of the same sign. Hence there is always a value «,, such that
Li(Yn, ) = 0 and £;(yn, x,) = 1.

Let us then deal with the situation where 6;_;(X,) > 0 (the case 6;_;(X,) < 0
can be treated similarly). In this case, there are values x, € X,, such that 0x(x,,)
and 6;(xy) have the same sign (0/1 loss difference is then null), or x(x,,) is positive
and 6;(x,) negative, but no values for which 6x(x,) is negative and 6;(x,) positive.
When 0y (x,,) is positive and 6;(x,,) negative, the loss difference is —1 if y,, = +1, and
Lif yp = —1. 0

The next question is to know under which conditions a query ¢4 can increase
L_i1(yn, X;,) (or equivalently R(6x—;)), or in other words to determine a pair (n,p)
s.t Jp(0k,0;) = 1. Proposition 14 tells us that £;_;(yn, Xp) can be either 0 or —1 if
Or—1(X;,) > 0 or O (X,,) <0, and is always —1 if 0;_;(X,,) can take both signs. The
next proposition establishes conditions under which ¢;,_;(y,, X,,) can increase.
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Proposition 15. Given (X,,,y,) with X} = [ah,bh] and two models 0y and ) s.t
(X, yn) is imprecise w.r.t both of the given models, then Jp (0, 6;) = 1 if the following
conditions hold

Zf Ek—l(%wxn) =—1 and Yn = 1:

0r(Xp) < [w] |0, = ab) or 0,(Xy) = —[w]| (B}, — ab) (3.30)
if b_1(yn, X) = =1 and y, = —1:

0.(%,) > —ub |, — ) or By(Xe) < W8 —ab).  (3.31)
if L_1(yn, Xn) = 0 and 0 (X;) < 0:

B1(X) < |wf|(B) — a2) and §,(X,) > —|uf|(B) —a2)  (3.32)

Zf ﬁk_l(yn,Xn) =0 a'nd ek,l(Xn) > 0:

0,(X0) > —wf| (), — ab) and (X,) < [l — ab).  (3.33)

Proof. Let us first investigate the case where £;._;(yn, X,,) = —1 and y,, = 1 (the case
Le—i(Yn; Xpn) = =1 and y, = —1 is similar). In this case, Jr(0k,0;) = 1 if and only if
q¢h can either increase £, (y,,, X,,) = 0 or decrease ¢;(y,, X,,) = 1, that is become precise
for at least one of them, with £, (yy, X%z) =1 or (Y, X?Lg) = 0. The conditions are
then obtained by following arguments similar to those of Proposition 10.

The second case £;_;(yn, X,) = 0 only happens when either 65_;(X,,) < 0 or
Op—1(X,,) > 0, and we will treat the first case. According to Proposition 14, this
means that y, = —1. Also, since according to Proposition 11 the value 0 is an
upper bound of £;,_;(yn, X,,) when X,, is imprecise with either 6 or 6;, to go from

b 1(yn, X)) = 0to £y (yn, X p) = 1, we need a value zf, € X} such that Hk(Xq”) <0

and GZ(X?;) > 0, as y, = —1. Again, we can get the conditions to have such a value
by deriving arguments similar to those of Proposition 10. O

For instance, in Figure 3.3(a) and 3.3(b), Jg1(62,01) = 0 and Jp2(02,01) = 1
for both cases. The whole procedure is summed up in Algorithm 2. Algorithm 3
summarizes how to determine the query effect ¢, which can be considered as the main
computational difficulty when performing the querying step (line 2—3 in Algorithm 2).
Determining the set of undominated models (line 6 — 8 in Algorithm 2) is summarized
in Algorithm 4.

Let us now study the complexity of the whole approach. Lines 2 and 4 of Algorithm
3 are in O(P), since they correspond to linear operations. Iterations from 5 — 10 are
in O(S x P), since we must check all undominated models once. Iterations from
13 — 15 are also in O(S x P), for the same reason. Thus, one run of Algorithm 3 is in
O(S x P). If we have I partial features in the data, then loop 2 — 3 of Algorithm 2
takes O(I x S x P) in the case of SVM, so it remains linear in each of the parameter.
Algorithm 4 corresponds to lines 6-8 of Algorithm 2, and computing R(0;_;) can be
done in O(N x P) since we must compute £ for each data point. Finally, since this
must be done for every pair of models in the worst case, performing Algorithm 4 is
in O(S? x N x P), which is quadratic in S and linear in the other parameters. This
can be approximated by only comparing intervals [R(6},), R(6})] of every models, that
would bring down the complexity to O(S x N x P), but would provide a super-set of
the set of undominated models.
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Algorithm 3: Determining the query effect Value(gh)

Input: partial data (X, yn), set © = {01,...,0s} of models, the best
potential model G+

Output: the query effect Value(qh)

1 initialize Eyp (0g+) = 0, Jyp (Ok, Op+) = 0, Value(qh) = 0, Vk # k*;

2 check whether (X,,,y,) is imprecise w.r.t O« using Prop. 8 and 9;

3 if (X, yn) is imprecise w.r.t O« then

4 compute E» (0) using Prop. 10 ;

5 foreach k # k* do

6 if (X,,,yn) is imprecise w.r.t 0y then

7 use Prop. 14 to get £« (Yn, Xn) ;

8 use Prop. 15 to get Jop (O, Op+) ;

9 else

10 L use Prop. 12 to get Jyp (O, Op+);
11 | compute Value(gh) using Definition 3.10;
12 else

13 foreach k # k* do
14 if (X, yn) is imprecise w.r.t 0y then
15 L use Prop. 13 to get Jop (0, Op+) ;

16 | compute Value(gh) using Definition 3.10;

Algorithm 4: Determining the undominated set

Input: data D = {(X,,,yn)}Y_;, set © = {01,...,05} of models
Output: the set of undominated model ©*

1 foreach k,l € {1,...,S} x{1,...,S}, k#1 do

2 E(Gk_l ‘ D) = O;

3 foreach data (X,,,y,) do

4

5

if (X, yn) is imprecise w.r.t both Oy, and 0; then
L use Prop. 14 to get £;_;(yn, Xy) ;
6 else if (X,,,yn) is imprecise w.r.t only one of 0 and 6; then
7 L use Prop. 11 to get £;,_;(yn, X5) ;
else
L compute gk:fl(yna Xn) = gk(ym Xn) - El(yna Xn) using (3'15);
10 | R(0k—1|D) = R(Ok—1| D) + £y (yn, X);

11 if E(ek—l ‘ D) > 0 then
12 L remove 0y, from {61,...,05} ;
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3.3.2 Set-valued labels

This section investigates the computations of racing algorithms to query set-valued
labels when using binary SVM with precise features and when labels are partially
given. Let us first note that, in the binary case, the problem of querying partial
label data is identical to classical active learning as label data is either precise or
fully partial (completely missing). One suitable technique in such a case is query-
by-committee [83]. However, the strategies of query-by-committee technique and our
racing technique are different. The previous one focus on missing labels that are the
least consensual or the most ambiguous among a given set of models, while racing
algorithms focus on labels having the most effect on reducing the uncertainty about
the best potential model performance, as well as its difference to other models. From
such intuitions, we could hope that, in practice, query-by-committee provide a quick
reduction on the size of the set of undominated models while racing algorithms give
faster convergence on determining the best potential model. In any case, it is worth
exploring whether the two techniques perform similarly or if they show significant
differences.

Before investigating the detailed computations of racing algorithms, let us recall
that we focus here on binary SVM with 0/1 loss function (3.11). Also, as the output
is partially given and inputs are precise, from now on and to facilitate exposure, we
will adopt the notation (x,,Y,) where ¥;, C {—1,1} = ) and =z,, € X. Let us first
note that, in case of precise label (i.e, Y,, = ), it is clear that the corresponding loss
score is precisely given as in (3.34) and such an instance cannot be queried.

0 if Ynel(wn) > 0,

) (3.34)
1 otherwise.

gl(Yn;wn) = ﬁl(Yna$n) = ZZ(men) = {

We are now going to determine the imprecise loss function,
[El(ym xn)a Zl(Y;% xn)]

and investigate under which conditions an imprecise label can have an effect on the
risk bounds.

Proposition 16. Given a model 0; and an instance (€, Yy), if Y, = {=1,1}, then
the following results hold

Al [ﬁl(Ynawn)yzl(Ymipn)] = [0, 1]
A2 E,,(0) = 1.

Proof. Tt is clear that, in the binary case, if Y;, = {—1, 1}, whatever the prediction of
the given model is (either 1 or —1), there always exist element y,, and y;l inY, st

0(Yns zn) = 0 and 4y, ) = 1,

or in other words, [{;(Yn, azn),zl(Yn, )] = [0,1]. Furthermore, querying Y,, always
help to modify [£;(Yy, ), £;(Yn, ;)] into single value (either to 0 or 1). Or, in other
words, A2 holds. O

Proposition 16 simply points out that all partial labels give the same (interval-
valued) losses and have an effect on modifying the corresponding losses. In the next
Proposition, we show that if the predictions of two given models for a partially labelled
instance are different, then the corresponding lower pairwise difference is —1 and the
effect of querying such labels is 1. Otherwise, both values are 0.
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Proposition 17. Given two models 0y and 0; and an imprecise instance (xy,Yy)
(Y, = {—1,1}) then the following properties hold

B1 if Gk(mn) = el(il:n) then

gk_l(Yn, mn) =0 and an (0]% 9[) =0.

B2 if ek(il}n) 75 Ol(mn) then

by (Yo, zn) = —1 and Jy, (0x,0;) = 1.

Proof. B1 follows from the fact that if 0 (x,) = 0;(x,), then lx_;(yn, z,) = 0 for all
Yn € Y,. Furthermore, for any y2" € Y,, to be returned after performing ¢,, we always
have £j_;(y2", @) = 0, or in other words Jg, (6x,6;) = 0.

We are now going to give the proof for B2. Let us first notice that when 0 (x,,) #
0,(xy,), there always exists y, € Y, (i.e y, = 0)(xy)) s.t lk—i(yn) = —1. Then it is

clear that ¢, _;(Y,,z,) = —1. Furthermore, if yi" = 6;(x,) is the given label after
performing gy, then the pairwise difference ¢{" ,(y&", x,) = 1. In other words, we have

Propositions 16 and 17 provide an interesting property of Value(g,). In fact,
for any given partial label Y, the corresponding total effect (Value(qy)) is exactly
1 + u; where u; is the number of models in the undominated set that give predictions
against the best potential model (0« ). This means that while the query-by-committee
approach does consider the consensus between all models for each instance, the racing
algorithms are based on the consensus of each model w.r.t. to the best potential
model, for all instances. Again, we can see similarities and differences between the
two approaches, and comparing them makes sense.

The whole procedure is again summed up in Algorithm 2. Similarly to the case
of interval-valued features, we summarize how to determine the query effect ¢, (line
2 — 3 in Algorithm 2) and the set of undominated models (line 6 — 8 in Algorithm 2)
in Algorithm 5 and 6, respectively. The complexity analysis is similar to the one of
interval-valued features.

Algorithm 5: Determining the query effect Value(qy,)
Input: partial data (z,,Y,) with Y,, = {—1,1}, set © = {01,...,05} of
models, the best potential model 0~
Output: the query effect Value(qy)
1 initialize Ey, (0-) = 1;
2 foreach k # k* do
3 L use Prop. 17 to get Jg, (0, Ok~ );

4 compute Value(gy) using Definition 3.10;

3.3.3 Experimental evaluation

We run experiments on a “contaminated” version of 7 standard benchmark (binary
classes) data sets that are described in Table 3.1. The next two paragraphs present the
details of the experiments and the results obtained in the two cases of interval-valued
features and set-valued labels.



52 Chapter 3. Racing Algorithms

Algorithm 6: Determining the undominated set
Input: data D = {(x,,Y,,)}Y |, set © = {f1,...,0s} of models

n=1>

Output: the set of undominated model M*

1 foreach k,l € {1,...,S} x{1,...,S}, k#1 do

2 E(ek—l |D) = 0;

3 foreach data (x,,Y,) do

4 if (z,,Y,) is imprecise then

5 L use Prop. 17 to get £,_; (Yo, Tn) ;

6 else

7 L compute £;._;(Y, ) =l (Yo, n) — 4(Yn, @) using (3.34)
8 | R(0x—1|D) = R(Ox—1| D) + Ly (Yo, zn);

9 | if R(6x—;|D) > 0 then remove 0y from {01,...,0s} ;

Name # instances # features
parkinsons 197 22
vertebral-column 310 6
ionosphere 351 34
climate-model 540 18
breast-cancer 569 30
blood-transfusion 784 4
banknote-authentication 1372 4

TABLE 3.1: Data set used in the experiments

Interval-valued features case

Given a data set, we randomly chose a training set D consisting of 10% of instances
and the rest (90%) as a test set T. For each training instance x,, € D, and each
dimension p = 1, ..., P, a biased coin is flipped in order to decide whether or not x}
will be contaminated; the probability of contamination is € (e is fixed to 0.4 in all the
experiments). Note that the probability that an instance has at least one contaminated
feature is equal to 1 — 0.6 (the complement of having no features contaminated),
which is quite high: 0.87 when P = 4, our lowest number of features in any data set.
In case z}, is contaminated, a width 7} will be generated from a uniform distribution.
Then, the generated interval valued data is X% = [h + 75 (DP — x5, #h 4+ nh (D" —ab)]
where DP = min, (25) and D" = max,,(z5).

Example 12. Assume that the initial precise observed value is x = 1, that the domain

is [D, D] = [0,10], and that we have randomly picked n = 0.5. In this case, the
resulting interval-valued data is X = [0.5,5.5].

The set of undominated models is generated as follows: we randomly choose 100
precise replacements from the interval-valued training data. From each replacement,
one linear SVM model is trained. The set of such 100 models is considered as the
initial set © of undominated models.

After each query, the efficiency of the querying scheme is assessed based on the
two following criteria:

- the proportion on the test set T = {(x, 1)}, of identical predictions between
the current best potential model 03+ and a reference model 0,..y. This similarity
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is computed as

[{(@e, ye)|Orey (@) = O () }|
T

This similarity is 1 if the two models make identical predictions on the test set
(hence have the same performances), and 0 if they systematically disagree. The
reference model is chosen to be the one in the initial undominated set that has
the best accuracy on the fully precise training set. It is thus the model towards
which any querying strategy, and the race in particular, should converge;

- the size of the undominated set.

To make comparisons about the convergence of the two criteria, two baseline
algorithms are also used to query interval-valued features:

- a random querying strategy where, each time, an interval feature to be queried
is chosen randomly;

- the most partial querying strategy i.e, each time, the feature with the largest
imprecision (i.e., the largest sampled value 7}) is queried.

Because the training set is randomly chosen and contaminated, the results may
be affected by random components. Then, for each data set, we repeat the above
procedure 10 times and compute the average results.

Set-valued labels case

Experiments for the case of set-valued labels is performed in a similar way. Firstly,
we randomly chose a training set D consisting of 20% of instances and the rest (of
80%) as a test set T. Then, each label y, in the training set D will be contaminated
with probability € (e is fixed to 0.8 in all the experiments). Since the label is binary,
if a label is contaminated, it becomes completely missing.

To make comparisons, the two following baseline querying schemes are also used:

- a random querying strategy, where, each time, a set-valued label is chosen ran-
domly,

- and a query-by-committee (QBC) strategy in which each model is allowed to vote
on the labellings of query candidates. The most informative query is considered
to be the instance for which they most disagree. The disagreement measure
used is the vote entropy:

M
* Va (ym) Va (ym)
Typ = — |
VE arg maf:i.X Z S og S
m=1
where Vg (ym) denotes the number of models predicting class y,, for a given
instance x, and S = |©*| denotes the number of models in the committee.

The experimental results for the case of interval-valued features and set-valued labels
are given in Figures 3.4-3.5 and 3.6-3.7, respectively.
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In the case of set-valued labels, we can see that there are only slight differences
between the methods. This result was expected, since, in the case of binary classi-
fication, partial labels are completely missing labels. Querying partial labels is thus
equivalent to standard active learning methods like QBC. A lot of queries are needed
to significantly reduce the set of undominated models and to converge through the
best model. Also, the random strategy has performances that are often comparable
to the active learning ones. In contrast, the performances of our approach are much
better than the others in the case of interval-valued features. One can see that the
size of the set of undominated models is very quickly reduced and that our racing
algorithm converges faster than the other approaches to the winning model.

In order to provide some insights about the potential difficulties of adapting our
method to other models, the next section discuss briefly computational issues by
building upon the results obtained for SVM.

3.3.4 Discussion on computational issues

The reader may have noticed that the section devoted to SVM with interval-valued
features was quite long, and presented more complex methods than the one about set-
valued labels. Such an observation extends beyond SVM, and we try in this section
to give some reasons why we may expect the problem of interval-valued features to be
more complex than the problem of set-valued labels. As with the previous sections, we
will stick to the case of 0—1 loss functions. We will first provide some general remarks
about the implementation of our generic approach, and then will shortly discuss how
results obtained for the SVM case could be extended to monotone models in general.

General discussion

A first remark is that when we have a partial data (X,,y,) with interval-valued
features, a query ¢l will not make the data precise unless only one feature is partial,

but will transform X,, into X?L’Zz‘ = X ng x zh. In contrast, querying a partial
data (x,,Y,) with set-valued label Y,, guarantees that the queried data becomes the
precise data (x,,yn"), hence guaranteeing that the loss with respect to any model 6,
will also become precise.

Let us now consider the problem of computing bounds of loss functions and po-
tential effect of queries, with a focus on pairs of models and on the case where partial
data will induce imprecision in the loss functions of both models, which constitute
the most difficult aspects of our approach (our conclusions also apply to other cal-
culations, yet these are typically easier to solve for both interval-valued features and
set-valued labels).

Let us first consider the computations of £;,_;: in the case of set-valued label Y,
we do have

0 if Gk(:ltn) = 91(:13”) V {Hk(mn), 91(:1:”)} Ny, = 0

3.35
—1 else ( )

b (Yo, ) = {

as the first case describes the only situations where we cannot find a label y, € Y,
such that 6x(x,) = y, and 0;(x,) # y,. These conditions are rather easy to check
in practice. In contrast, when one has interval-valued features, or more generally
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set-valued features X,, with a precise label y,,, we have that

1 if Va,, € Xn,ek(:lin) 75 UYn N 9[(:Bn) = Yn
bi(yn, Xp) = =1 if Jx,, € Xy, 8.t Op(@n) = yn A O(@0) # Y (3.36)

0 else

with the last case corresponding to the situation where we can only find! x, € X,
such that either 0 (x,) = 0;(xn) = yn, or Ox(x,) # yn and 6;(x,) # yn. In contrast
with Equation (3.35) whose conditions are easily checked provided 0y (x,) and 6;(x,)
are easy to compute (this is the greatest majority of model-based learning methods),
identifying which case of Equation (3.36) does apply is more complex and highly
depends on the properties of the considered learning method.

Similar conclusions can be drawn to compute the effect qu(ek, 0;) of a possible
query. In the case of a set-valued label Y, we can directly extend the observation
made in Proposition 17 for SVM to have that

Jan Ok, 01) = 1iff & _;(YVo, ) = —1

where £;,_;(Y,,®,) = —1 is given by the general and usually easy to estimate Equa-
tion (3.35). In contrast, we cannot extend Proposition 15 to arbitrary models when
we have interval-valued features. Of course we still have that J» (0k,6;) = 0 when
e 1(yn, X)) = 1, as it cannot be increased by any query. Yet, in the other cases, one
must check that the conditions to have an increase of £, _;(y,, X,,) are met at least for
one value =5, € X}, and we do not see how to provide a generic, efficient algorithmic
procedure to check them without considering the specificities of the considered model.

The case of monotone models

In the case of the SVM methods, Proposition 14 uses the fact that linear functions are
monotonic in every dimension XP. Note that our analysis could be extended easily
to all monotonic models, such as logistic regression or models based on Choquet
Integral [86] and more generally on non-additive and fuzzy integrals [37].

As an illustration of this fact, let us consider the case of the logistic regression
model. Keeping X = RY and the output space ) = {—1, 1} encoding the two possible
classes, the logistic regression corresponding to a model §; can be read? as

1l<1‘wn) p
n _1 — Y4
Ql(:c )— HB( ‘ n)— E wy x

with Py(.|x,) the posterior probabilities induced by model 6;, and vector w; its pa-
rameters with the convention # = 1. This model obviously shares with the SVM that
it is monotone in each of its parameters, and in the case of the 0 — 1 loss function, we

also have
0ify, -0 >0
Oy, zn) =4 Y (@) 20 (3.37)
1if y, - 0;(x,) < 0.

Indeed, if ;(x,) > 0, we have Pj(1|xy,) > P(—1|x,), hence predicting g, = 1. If
we consider now that the features x,, are imprecisely known (as said in the previous

Tn addition to those possible @, for which 0y () # yn and 0;(x,) = Yn.
2The adopted formulation allows us to better shows the similarities with the SVM case.
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section, the major computational difficulties will mostly happen in the case of set-
valued features), and that X} = [ah, bh] (note that we still have X2 = [1,1]), we can
again easily determine when (X,,, y,) will be imprecise (1) w.r.t. a model §; and (2)
w.r.t. both models 0 and 6;. Clearly, for the first case, we will have

0:Xn)- 0u(Xo)) = | B wfaf D wfthy, 3 with + 3w,

waO wf<0 waO wf<0

and (X, yn) will be imprecise w.r.t. 6; if and only if it contains the value 0 (arguments
are similar to the one of the SVM case). Let us now consider the case of not one but
two models 0 and 60, (X,,,y,) being imprecise w.r.t. both of them (in the other
situations, the same remarks as the one done for the SVM case apply). Without loss
of generality, we can assume that y, = 1, and we then have that

1 if Va,, € Xy, Ok(xr) < 0N 0g(x,) >0
Ue_i(yn, Xp) = =1 if Jz,, € Xy, O(x) > 0 A Op() <O

0 else .

It is clear that the first case will never happen, as (X, y,) is imprecise w.r.t.  (so
there is an @, for which 6 is positive). To check the second condition, we have to
know whether we can find @,, with 6;(x,,) < 0, under the constraint that 0x(x,) > 0.
This comes down to solve the following linear optimisation problem

P
inf E wyzh)
x, €Xp
O (xn)>0 P=0

and to check whether it is negative, in which case the lower bound is —1, and 0
otherwise. The methodology is here slightly different than in the SVM case, but
still takes advantage of the monotonicity and linearity of the model. Completely
implementing our proposal in the case of logistic regression would of course require
some additional work (left here to the interested reader), but seems quite doable in
the light of the above remarks.

3.4 Application to decision trees

We are going to implement our generic racing approach to the particular case of deci-
sion tree classifiers |73, 78]. Decision trees are well-known to be sensitive to changes
in the data, hence the importance of querying meaningful data for such classifiers.
Similar to the case of binary SVM, we will focus on the settings when either the labels
or the features are imprecise.

3.4.1 Set-valued labels

In this section, we consider that the labels of some instances are partially given, but
that all the features are precise. A query will simply be denoted by ¢, meaning that
the label of instance x,, is queried. In the classical setting of decision trees, the input
space is X = X! x ... x XP C RP (where R is the real line) and the output space
is Y = {y1,...,ym}, where y,,, m = 1,..., M, encode all the possible classes. A
decision tree 6; is formally a rooted tree structure consisting of terminal nodes and
non-terminal nodes [73, 78]:
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(t2 = ((4,10] x [15,20], )

(ta = ((1,4] x [15,17),0) |

(t1 = ([1,10] x [10,15),a) (ts = ([1,4] x (17,20], 1)

FIGURE 3.8: Decision tree illustration 6;

- each non-terminal node of the tree is associated to an attribute X? (p € {1,..., P}),
and to each branch issued from this node is associated a condition on this at-
tribute that determines which data of the sample D go into that branch.

- terminal nodes are called leaves. Each leaf is associated to a predicted class
ypn € Y and a partition element Aj; = A}l X ... X Aﬁ where A7 C XP. In the
rest of this paper, we will adopt, for each leaf 5, the following notation

th = (An,Yn) (3.38)

as such information is enough for the purpose of making prediction for new
instances: we have 6;(x,) = y, for any instance x,, € Ay.

The next small example illustrates those notations.

Example 13. Let us consider a given tree trained from data set D € X with P = 2
attributes, and M = 3 classes. Input and output spaces are described as follows:

X' =[1,10], &% = [10,20], Y = {a, b, c}.

Figure 3.8 illustrates a possible decision tree 0; for the above setting.

Assume we have new instances 1 = (2,17) and x2 = (6,11). Then x; will reach
leaf t4 and be assigned to class 0;(x1) = ¢ while xo will reach leaf t1 with an assigned
class 0;(x2) = a.

We will focus on the classical 0 — 1 loss function defined as follows: for a given
instance (€, yn),

0 if yn, = O)(y)
Ly (Yn, xp) = 3.39
iy ) {1 otherwise. ( )

In case of partially labelled data, the label is a set Y, C Y instead of a single label.
Then the loss in (3.39) becomes an interval [{,(Yy,®y), ;(Yn, x,)]| where

gl(Yn7$n) — Inein El(y’namn)y (340)
Yn n
Zl(Yn,wn) = max {;(yn, Tn). (3.41)

Example 14. Let us now continue with the data set and the decision tree from FEx-
ample 13. Assume that instances x1 and x2 are partially labelled with Y1 = {a,c} and
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Ys = {b, ¢}, respectively. Then using (5.40) and (3.41), we can easily get

Let us note that the detail computations in this case is quite similar to the case
of SVM, as highlighted in the Section 3.3.4. We first study under which conditions a
given partial label introduces imprecision in the empirical risks, before detailing the
computation of querying value scores.

Instances introducing imprecision in empirical risk

For a given instance (x,,Y,) and a decision tree 6;, the lower and upper losses in
(3.40) and (3.41) can be determined as follows:

0o, ) 0 if O;(xp) € Yn,
n, Lp) =
- 1 otherwise,

UV, ) = {0 i 101(@n) ) = Yo, (3.43)

(3.42)

1 otherwise.

Given a decision tree 0;, we will say that an instance is imprecise w.r.t. 6; if
ﬁl(Yn’ wn) 7& ZZO/na s'371) (3.44)

The next proposition characterizes simple conditions under which an instance is
imprecise w.r.t. 0;.

Proposition 18. Given a model 0; and instance (x,,Yy), then (x,,Yy,) is imprecise
w.r.t. 0; if and only if

O1(xn) € Y, and |Y,| > 1. (3.45)
Proof. Let us first note that by definitions we always have
El(Yn, mn) S ZZ(Y;la mn)

Then combining with condition (3.44) the lower and upper losses of an imprecise
instance can be determined explicitly by

0, (Yo,@,) =0 and (Y, x,) = 1. (3.46)

Conditions in (3.39) guarantee that ¢;(Y;,®,) = 0 is equivalent to condition that
0;(xy,) € Y,. Furthermore, condition |Y,,| > 1 ensures that ¢;(Y,,,x,) = 1 (otherwise,
{6i(z,)} =Y,, and both lower and upper losses will be 0). O

Proposition 18 simply translates the fact that imprecision can happen only if a
partial label could contain the prediction of ;. Using Proposition 18, we can conclude
that in Example 14, instance @1 is imprecise w.r.t. model 8; while x5 is precise, even
if it has a partial label.

We are now going to investigate the practical computation of the empirical risk
bounds of a single model, the pairwise risk bounds in a given set © of models and the
effect of querying partial labels on those risks. It is easy to see that the empirical risk



62 Chapter 3. Racing Algorithms

bound of a given model can be changed only by querying imprecise instances and the
pairwise risk bounds can be changed if the chosen instance is imprecise w.r.t. at least
one model. We will then focus on those cases in the next Sections.

Empirical risk bounds and single effect

Equation (3.4) (resp. (3.5)) implies that the computation of R(f; | D) (resp. R(6;| D))
can be done by computing £,(Y;,, ) (resp. £;(Yy,x,)) for n =1,..., N and then by
summing the obtained values. Therefore, the computation of the lower and upper
risks of a given model can be carried out easily after determining the lower and upper
losses of each instance.

Before going to present conditions under which a query ¢, have an effect on mod-
ifying the interval [R(6; | D), R(6;|D)] (or in other words E,, (6;) = 1), let us first
note that a query g, is effective if and only if [£;,(Yy, Zn), £;(Yn, ,)] can be modified.
Then, as pointed out in the next proposition, such effect (i.e E,,(6;) = 1) will simply
hold for all imprecise instances.

Proposition 19. Given a model 0; and an instance (xn,Yy), then Eg, (0;) =1 if and
only if (xn,Yy) is imprecise w.r.t. 0;.

Proof. Firstly, it is easy to see that querying any instance that is precise w.r.t. 8; will
not help to modify [¢;,(Yy, Zn), €Yy, 0i(x,)]. Furthermore, (3.46) implies that g, have
an effect by either increasing ¢,(Y;,, z,) or decreasing ¢;(Y;,x,). We will now show
that at least one of such losses can be changed after querying any imprecise instance
(T, Yy).

Assuming that y2" is the label we get after query gq,, then either yi" = 6;(x,)
or ya* # 0)(x,). In the first case, both of lower and upper losses will be 0 after
performing ¢, while both lower and upper losses will be 1 in the latter case. In other

words, Ey, (6;) =1 if (z,,Y),) is imprecise w.r.t. 6;. O

Computation of pairwise risk bounds and the effect .J,, (0, 0;) will be investigated
in the next Section. Again, if an instance is precise w.r.t. both models, then querying
it will not affect the pairwise risk bounds. Therefore, we will focus our interest on
instances that are imprecise with respect to at least one model.

Pairwise risk bounds and effect

Let us now focus on how to compute, for a pair of models 85 and 6;, the corresponding
pairwise risk R(0x—; | D) and whether a query g, can increase this risk. The computa-
tion will be treated in two cases: when an instance is imprecise w.r.t. only one model
and when an instance is imprecise w.r.t. both.

First note that, similarly to the empirical risk bounds of a unique model, the
computation of R(f;_;|D) can be carried out by simply summing up the values
b (Y, ) for all (x,,Y,) with

14 YTZ?TZ:‘fEn”n_Zn)TL'
bV @n) = i0f [0y, @n) = li(yn, n)]

Furthermore, a query ¢, can increase R(fx_; | D) if and only if it can increase the
value 5, _; (Y, @y). This is why, in this section, we will focus on computing £, _;(Yn, ©»)
and its possible change after a query g,.

Case 1: Imprecision with respect to one model
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We are now going to present the computation of £, _;(Y,,, x,) and the conditions under
which Jg, (0, 6;) = 1.

Proposition 20. Given (x,,Y,) and two models 0y, and 0; s.t. x,, is imprecise w.r.t.
one and only one model, then we have

b (Yo, xp) = (Yo, @) — 1 if ©,, imprecise w.r.t. 0y, (3.47)
b1 (Yo, @) =0 — (Y, x,) if @y, imprecise w.r.t. Oy. (3.48)
Proof. Since instance x,, is imprecise w.r.t. only one model, the imprecision is only
associated to such a model, and we can select the worst case: ¢;(yn,x,) = 1 for
Equation (3.47) and £ (yn, x,) = 0 for Equation (3.48). O

Now we are going to study under which conditions a query ¢,, can increase R(0y, 6;).
As the given instance is imprecise w.r.t. only one model, it can only increase the
pairwise risk by either increasing £, (Y, x,) or decreasing ¢;(Y,,x,). As shown in
the next Proposition, this can always happen, meaning that we systematically have
Jgn (0, 0;) = 1 in this case.

Proposition 21. Given (x,,Y,) and two models 0 and 0; s.t x,, is imprecise w.r.t.

one and only one model, then query q, can always increase £;,_;, or in other words
Jgn (O, 01) = 1.

Proof. We investigate the case where (x,,Y),) is imprecise w.r.t. 6, the case for 6;
can be treated similarly.

Assuming that (x,,Y,) is imprecise w.r.t. 6, then Proposition 19 ensures that
there always exists a label y, € Y, such that the lower bound £ (Y, x,) will be
increased to 1 after query ¢,.

Similar claim about decreasing the upper bound ¢;(Y;,, z,) can be carried when
(xp, Yy) is imprecise w.r.t. 6. O

Case 2: Imprecision with respect to both models

For the cases where x,, is imprecise w.r.t. both models 6, and 6;, the computation
of £ _;(Yy,x,) and the conditions under which Jg, (0x,6;) = 1 will be investigated
separately in two circumstances: when 0 (x,) = 6;(x,) and when 0 (x,,) # 0;(x,).

Proposition 22. Given (x,,Y,) and two models 0y, and 0; s.t x,, is imprecise w.r.t.
both models, then the following results hold

- if Op(xy) = 0i(xy,), then

ﬁk—l<Yn7 wn) =0 and an(ak, 91) =0.

- if Ok (@) # 0(2xy,), then

L (Yo, xn) = =1 and Jy, (O, 0;) = 1.

Proof. - When 0 (x,,) = 0;(x,), then £(y,, Ox(x,)) = £(yn, 6;(x,)) for any value
of y, € Y,,. Therefore, we always have

Ekfl(YTH :Bn) = Zk—l(an :BTL) = gk—l(an :Bn) =0.

Furthermore, for any label y € Y, to be given after performing query ¢,, the
lower difference (i.e, £;,_;(Yy,xy)) will be 0. Or in other words, if 0x(x,) =
0i(xy,), then we can simply conclude that £, _;(Yy,, x,) = 0 and Jy, (0k, 6;) = 0.
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- In case O (x,) # 0;(xy), as pointed out in Proposition 18, x,, being imprecise
w.r.t. both models implies that

Or(xy,) € Y, and 0;(x,,) € Y,. (3.49)

Then there always exists a label y, in Y, (i.e y, = 0x(x,)) s.t. model b
returns a true prediction while 6; returns a wrong one. In other words, we have
L, 1(Yn,xp) = —1. The effect J,, (0, 6;) = 1 follows simply by assuming that
label y = 6;(x,,) will be given after querying @x,, which implies that £, _;(Y,, )
will be increased into 1.

[

The next section provides practical algorithms to perform a single querying step.

Algorithms

Algorithm 7 summarizes the complete procedure to perform an iteration of our query-
ing strategy. Sub-routines are described in other algorithms. Algorithm 8 computes
the individual risk bounds of every model, according to the corresponding values of
0,(Yn, 20), €Yy, ). Algorithm 9 simply summarises the model selection procedure,
that will also be used in the case of interval-valued features.

Finally, Algorithm 10 summarises the main procedure that determines the value of
the different possible queries, allowing us to pick the best one among all the possible
ones. Let us now analyse the complexity of this procedure. Lines 1-2 of Algorithm 7 is
in O(S x N), as Algorithm 8 is called S times and is in O(NN). Line 3 of Algorithm 7
is in O(S). Finally, since Algorithm 10 is in O(S), lines 4-5 of Algorithm 10 are in
O(S x N). So the overall complexity of Algorithm 10 is in O(S x N), meaning that
the approach is computationally affordable.

Algorithm 7: A single step to query set-valued data.
Input: Training data set D = {(x,, Y;,)} ¥

n=1»
label set Y = {y1,...,ym}, set of undominated models O*.
Output: The optimal query ¢p,»
foreach 6, € YV do

L Compute empirical risk (R() | D), R(6;)) bounds using Alg. 8;

Determine the best model my« and the undominated model set © using Alg. 9;
foreachn=1,...,N do
L Determine the query effect value Value(gy,) using Alg. 10;

N =

(S BN

6 Determine ¢, = arg max Value(qy);
n

3.4.2 Interval-valued features

We now deal with the case of interval-valued features, which is much more involved
than the case of partial labels, yet still manageable from a computational point of
view. Such additional difficulties may explain why there are very few active learning
methods dealing with missing features, and none (to our knowledge) dealing with
partially known features, at least to our knowledge.
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Algorithm 8: Compute the empirical risk bounds (R(6; | D), R(6;| D)).

Input: Training data set D = {(x,, Y;,)}_4,
label set Y = {y1,...,ynm}, model 6;.
Output: Empirical risk bounds (R(6; | D), R(6; | D))
1 R(6,|D) =0, R(6;|D) = 0;
2 foreachn=1,...,N do
3 if |Y,,| > 1 then
4« | | if 6i(@s) ¢ Y then R(6,|D) = R(6| D)+ 1:
5 LR(91|D):R(91|D)+1
6 else if {0;(x,)} # Y, then R(0;|D)= R(6;|D) + 1,
| R(6|D) = R(6;| D) + 1;

Algorithm 9: Determine the best model 6« and the undominated model set
or.

Input: Model set ©, empirical risk bounds {(R(6) | D), R(6x | D))|V0; € ©}
Output: The best model 85+« and the undominated set ©*

1 Oy = argming, cg R(0) | D);

2 Emin = miHGkE@ R(Gk |D) )

3 foreach 0;, € © do

4 L if R(0;|D) > Ruin then Remove 6, from ©;

Algorithm 10: Determine the effect value of a query Value(q,).

Input: Training instance (@, Y,), undominated model set ©*.
Output: The querying effect value Value(g,)
Initialize E,, (0x<) =0, Jg, = 0;
if |Y,,| > 1 and O+ (xy,) € Y, then
By, (0p) = 1;
foreach 6, € © and k # k* do
if Op(xy) € Y, and Oy (x,,) # Op+(xy,) then J,, = J,, +1;
L else if 0y (x,) ¢ Y, then J, = J, + 1;

[ B U VN

Ise if |Y,| > 1 then
foreach 6, € © and k # k* do
L if 0y(x,) €Y, then J,, = J, +1;

© 0w
@

10 Value(qy) = Ey, (0k+) + Jg,.;
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Instances introducing imprecision in empirical risk

Before going further, let us remind that, for a given tree 6;, each terminal node (which
is sufficient in later analysis) is associated with a partition element

Ap=Ab x ... xAY (3.50)

where A} can be a closed, open or semi-closed interval in our case. However, for the
sake of practical implementation and exposure, we will from now on assume that Aﬁ
is a closed interval.

Since we work with interval-valued feature data, for each instance (X, yn), its
feature X,, can be represented as a hyper-cube (similar to terminal node in (3.50))
denoted by

X, =X x...xxP. (3.51)

Then, the intersection between partition elements and/or partial instances is nothing
else but the one of two hyper-cubes. Given two such hyper-cubes U =U! x ... x U?
and V=V x ... x VP their corresponding intersection, denoted by U NV is

Unv =x_UPNVP. (3.52)

(3.52) provides a practical way to check whether the intersection of two cubic forms
is non-empty. More precisely, we have that UN'V # () iff

UPNVP £0,¥p=1...,P. (3.53)

As for the case of partial labels, an instance (X, y,,) is said to be imprecise w.r.t.
a decision tree 6; if

Jan, @, € Xy st O(y,x0) # Uy, x,). (3.54)

Furthermore, as an instance can intersect several partition elements which are possibly
associated to different labels, then (3.54) is equivalent to the following relation

AL A, st Xy NA, £ 0, X, NAy #0and gy, =y, and g, # g (3.55)

Note that (3.55) can be easily determined using (3.53). The following Example gives
illustrations of an imprecise instance w.r.t. a given decision tree.

Example 15. Figure 3.9 gives an example of a tree 6; and two instances, (Xq,0),
(X2,1).

It is easy to see that (X1,0) is a precise instance since it only intersects with a
partition element associated to label 0. However Xg is imprecise since (3.55) holds.
More precisely, (Xa, 1) intersects with A5 and Ag whose associated labels are different.

Empirical risk bounds and single effect

We are now going to investigate how risk bounds [R(6;), R(6;)] can be computed effi-
ciently from data {(X1,y1)})_; by computing extreme bounds £;(yn, X»), €i(yn, Xn),
and how the potential effect of a query ¢h (¢h corresponding to ask the true value
within X?) on those bounds can be estimated.

Let us first study how bounds on loss functions can be estimated. Similarly to
the case of set-valued labels, an instance X, will get the imprecise empirical risk
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XZ

(Al’ 0)
(X1,0

FIGURE 3.9: Example of imprecise instance

bounds [£;(yn, Xn), €i(yn, Xn)] = [0,1] iff it satisfies condition (3.55). Otherwise, the
corresponding loss is precise and such an instance can be discarded from the querying
process. For example, in Figure 3.9, we can see that [ﬁl(yl,Xl),E(yl,Xl)] = [0,0]
while [ﬁl(yg, X3), 4i(yo, Xg)] = [0, 1]. Note that a training instance (X, y,) is precise
if and only if partition elements that intersect with it either are all of label y, or all
different from ¥,,. To determine whether such a condition holds, let us firstly introduce
the following information vectors

1if X, NA )
K:(kl,...,kH)withkh:{ X 0 A 20 (3.56)
0 otherwise,
. 0 if Yh = YUn
By, = (b] ,....b) with b = ’ 3.57
yn = ( Yn yn) wi Yn {1 otherwise, ( )
C, = (ch . ety with o = § L vn= b (3.58)
Un yn? " Cyn Yn 0 otherwise, -

with H the number of terminal nodes of the decision tree 8;. Note that K can easily
be built using (3.53), and that B, C have to be built only once. A given training
instance X,, is imprecise w.r.t. ¢; if and only if (KB;—H)(KC;) # 0, where ab ' is the
dot product of two vectors a and b. Before going further, let us note that we can use
information vectors to deduce that ¢;(y,, X, ) has the precise value 0 and 1, as this
happens when KB?L =0 and KC;L = 0, respectively.

One can see that performing a query ¢h can only change K. Denoting by K, » the
vector resulting from ¢}, the single effect E,r (6;) = 1 if and only if (KB;L)(KC;) # 0
and 3z7, € X7 st (KpB, )(K;»C, ) = 0. Verifying whether such a situation happens
can be done by checking the two following conditions

Jab € X2 st (KpB, )=0or 328 € X2 st (KpC, ) =0 (3.59)

We will present detailed developments and computations for the first condition
and then present the result for the second one (which can be developed in a similar
manner). The definition of K ensures that only elements of value 1 can change to
zero after a query, since reducing X% can only lead to the fact that a non-empty
intersection with Aj becomes empty. Furthermore, (3.53) implies that if k" =1 then
for all dimensions p = 1,..., P, we have X}, N A} # (. Such an observation ensures
that the results after performing qh,, k" = 0 if and only if Iz} € X} s.t 2h N AP =0,
that is if the intersection with Aj; on dimension p can become empty after querying
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XP. Tt then implies that the condition 325, € X} s.t (quB;n) = (0 is equivalent to
the following condition

Jab € X2 s.t ah N AY = 0,Vh where k"b)} =1, (3.60)

or, in other words, there is a value z}, € X% s.t 2}, does not belong to any of A} for
which the condition khb?’}n = 1 holds, that is for this value the resulting hyper- cube
intersects with no leaves having y, as prediction. Such a condition comes down to
check whether the following assertion is true:

XEN\ (Upngy —1 A7) # 0. (3.61)

Similarly, to determine whether 3z}, € X} st (K »C, ) = 0, we can simply investi-
gate whether

Jab € XP st ab N A} = 0,Vh when k‘hczn =1, (3.62)
which can be done by checking the condition

X2\ ( Upheh =1 APY £ 0. (3.63)

The general problem we have to solve is to check whether an interval X} = [an, bﬁ]

contains a value that is outside the union of some collection of intervals [di, d } (here,
the intervals A} satisfying the conditions in (3.61) and (3.63)). Once we notice this,
we can rewrite the computational problem in the following form

[, ] \ UL, [d,d'] #0, when Vi =1,..., T, [al,t2] N [d,d'] 0.  (3.64)
The intuitive idea is that (3.64) is not satisfied if and only if UL, [di,ai] is a closed
interval including [ah,b}]. Then to check whether (3.64) is satisfied, we just have to
firstly check whether U] [di Ez} is a closed interval, and if it is, whether it includes
[ah,bh]. To check that U, [dl El] is a closed interval comes down to check whether

there is a gap in the union of intervals. Let {d(l), e a )} be the ordered list of lower
bounds, or starts of intervals. A gap happens if, when increasing values from a}, to b},
all intervals that have been opened are closed before another one starts (as illustrated
in Figure 3.10). In formal terms, there exists an index j such that

{d :d <dD} =j—1,

which expresses the fact that before the jth interval [d(j ), E(j)] starts, the j—1 previous
ones are closed, hence their union is not a closed interval. Provided U{Zl [gfi,ﬁz] is a
closed interval, then checking whether it includes [aﬁ,bﬁ] can simply be done by
checking that

dV < at <tr <d?.

For a given interval [aﬁ,bﬁ] and a set of interval {[dZ 7]|z = v } then

1,.
whether there is a value within [an, bﬁ] that is not included in Uz[ ] i.e., whether
condition (3.64) is satisfied) can be checked using Algorithm 11.
Let us now illustrate how to practically determine the single effect using a simple
example.

Example 16. Consider the tree 0; and two instances X1, Xo illustrated in Figure
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FIGURE 3.10: Case where the union of intervals is not an interval

Algorithm 11: Checking whether the condition (3.64) is satisfied

Input: [ah, )], sets {[gli,az]|i =1,...,1} s, for Vi, [ah,bh] N [di,al] # 0
Output: Return In =1 if (3.64) is satisfied and 0 otherwise

Order {d',...,d"} into {dV,...,d D} ;

foreachi=1,...,1 do

L if [{d":d" <d} =i—1, then

W N =

L Return In = 1 and Stop the Algorithm

if min; d* > of, then
6 L Return In = 1 and Stop the Algorithm

(<))

7 else if b5, > max; d’ then
L Return In = 1 and Stop the Algorithm

9 Return In = 0;

3.9. Instance X1 is precise w.r.t. the model 0;, hence querying its feature is useless
for this model. We then focus on determining the effect of querying the features of Xa.
Using (3.56)-(3.58), the information vectors associated to Xo are

K= (1,1,1,1,1,1) and By, = (1,0,0,0,1,0) and C,, = (0,1,1,1,0,1).

Let us now investigate whether Xo can become precise (w.r.t. the model my) by query-
ing its feature Xi. We have that

1 1 1

as leaves A1 and As are overlapping with Xo and predict a different class from its
true one. We can see on the picture that A} U A} is a closed interval that does not
includes X4. Then, for any value z3 belonging to the interval (z3, T3] as illustrated in
the Figure 5.11, we have that quLB?;r2 = 0. In other words, we have that instance Xo
can become a precise instance after querying its feature X3 .

Similarly, for the case of querying X2, we have that
Ukh’bz :1A2 - A% U Ag

Since A3 U A2 is not a closed interval, then, for any value x3 belonging to the interval
(23,72) (illustrated in the Figure 5.11), we have that quLB;; =0.

Finally, we conclude that instance Xo can become a precise instance after querying
either X4 or X2.
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FI1GURE 3.11: Example of determining the single effect

Pairwise risk bounds and effect

This section focuses on how to compute, for a pair of models 6, and #;, the corre-
sponding pairwise risk bounds ¢;_;(yn, X,,) for all instance X,, and whether a query
¢h can increase this risk. In a way similar to the case of set-valued labels (Section
3.4.1), computations will be treated in two cases: when the instance is imprecise w.r.t.
only one model; and when it is imprecise for both.

Case 1: Imprecision with respect to one model

In case an instance X,, is imprecise w.r.t. one model (either 6y or 6;), the pairwise
risk bound ¢;,_;(yn, X;,) can be determined in a way similar to the case of set-valued
labels (Proposition 20). Note that this bound is, in the context of imprecise features,
defined as:

G 1(yn, Xy) = inf [ﬁk(ym Tn) — el(ynywn)]-

rn€Xnp

Proposition 23. Given (X,,,yn), and two models 0y, and 0; s.t X,, is imprecise w.r.t.
one and only one model, we have

b1 (Yn, X)) = Ui (Y, Xp) — 1 if X,, imprecise w.r.t. 0, (3.65)
b1 (Yn, X)) = —41(Yn, X0) if Xy, imprecise w.r.t. 0. (3.66)
Proof. Similar to proof of Proposition 20. O

Then a query ¢h will have an effect Jp (Ok, 01) = 1 if either it increases €4 (yn, Xy)
or decreases £;(y,, X, ). The detailed arguments can be found in the next proposition.

Proposition 24. Given (X,,yn) and two models 6y and 0; s.t. X,, is imprecise
w.r.t. one and only one model, then Jup (0, 0;) = 1 if and only if one of the following
conditions holds

- if Xy, is imprecise w.r.t. model Ok, then Jp(0r,0;) = 1 if and only if Equation
(3.63) holds for the model my.

- if Xy, is imprecise w.r.t. model 0;, then J»(0k,0;) = 1 if and only if Equation
(3.61) holds for the model 6;.

Proof. Let us start with the case when X, is imprecise w.r.t. model 8. The condition
that Equation (3.63) holds for the model 6 simply implies that after performing a
query g¢h, the loss ¢x(yn, X,,) becomes precisely 1. Hence it is clear that the pairwise
risk bound is increased.
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Similarly, when X,, is imprecise w.r.t. model ;, that Equation (3.61) holds implies
that after performing a query ¢h, the loss £;(y,, X,,) is precisely 0 which results in
increasing £;._;(yn, Xn). O

Case 2: Imprecision with respect to both models

Note that when an instance X,, is imprecise with respect to both models 6, and 6;,
the pairwise risk bounds ¢;,_;(yn, X;) can get values in {—1,0,1}. Let us denote by
yzl the label associated to the partition AZZ of a tree 6;, then the relation between X,,
and leaves of 0, and 6; can be encoded in matrix form as follows

Wh = <wkj> | (3.67)
i=1,...Hp,j=1,....H,
s.t
2if X, N A% N A% =19,
et ) LEXG VAT AT Z 0,97 gy = g, (368)
W 0 X AR N AT £ 0,y =y '

It is easy to see that the matrix W*! covers all possible values of £,_;(yn, X,,), with 2
being an arbitrary value to denote that X,, prediction does not depend on A?’“ N A?l.
The pairwise lower risk bound is then simply the minimum value of elements in matrix

Wk je.,

. k,l
Ly—1(yn, Xn) = minw;;. (3.69)
Before going to determine whether a query ¢h can increase the pairwise risk bound
L1 (yn, X;,), note that whether X,, N A?k N A?l = () can be easily determined as a
consequence of Equation (3.52), as we have

X NA VAN = <P xpn Ak 0 A% (3.70)

Then for an instance X,,, its corresponding pairwise risk bound w.r.t. two models 6y,
and 6; can be determined explicitly using Equations (3.67) and (3.68). A query ¢h can
increase the pairwise risk bound if and only if it can increase the value of all elements
of value min; ; wﬁ’ﬂl Let

kil okl .kl
Smin = (W Wy = min w; ; (3.71)
be the set of such elements, then J.»(6k,6;) = 1 if 3 27, € X} s.t after querying X7,
all elements in the set S, are increased.

Note that for a given pair (Af’“, Af-l), using (3.53), we have that their intersection is

0 0 P 0 0 P
Aij=AFNAY =x, AN NAY = xpzlAZj, (3.72)
where Ai ; is a closed interval, for p=1,..., P. Furthermore, a query ¢, can increase
the pairwise risk bound if 3 x5, € Xp, s.t o, ¢ A7 ;o for all wfj Jl € Spin. The next

Proposition provides a practical procedure to check whether such a condition holds.

Proposition 25. Given a training instance X,, which is imprecise w.r.t. both mod-
k.l
v < 1, then

els 0, and 0;, the corresponding W*! matriz, assuming that ming ; w;’;
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FIGURE 3.12: Example of determining the pairwise effect

Jg2 Ok, 01) = 1 if and only if

X0\ (Uz’,j|w§jesmm Ajio,j) # 0. (3.73)

Proof. Let us first note that if (3.73) holds, then 3 zf, € X} st af, ¢ Aﬁj, for all

wf ’jl € S,nin. Then the corresponding elements fwf ’jl are increased to be 2. It is then

resulting in the increasing of min; ; w;, or in other words, the pairwise risk bound

L1 (Yn, X)) O

Checking whether Equation (3.73) is true can easily be reformulated in the form
of Equation (3.64), Algorithm 11 can then be used to perform the check. In practice,
such a check is quadratic in the number of leaves of the models 6, 6;, which remains
affordable from a computational standpoint. The next example illustrates how to
practically determine the effect of queries on the pairwise risk bounds.

Example 17. Assume that we have two models 61 and 65 with 3 leaves each, whose
intersection of partition elements is illustrated in Figure 3.12.

Instance X covers the red region and has label y = 1. From Figure 5.12, we can see
that X is imprecise w.r.t. both models m1 and mo, and its corresponding information
matric W12 can be determined as follows

1 1 2
wi2=10 0 2
2 -1 2
Then it is clear that £;_5(y,X) = —1 and

Smin = {wlf’l.,\wli’?, = min wf’jl = w%’%.
5] LY 1,] k ’

Let us now investigate whether the empirical risk bound ¢,_,(y,X) can increase
by querying the features of X. It is easy to see that A513’2 1s a closed interval that does
not include X'. Then we always can find value z' € X1 s.t A%,z N2t = 0. In other
words, we can increase the bound £, _5(y, X) by querying X*.

However, as A§,2 is a closed interval that includes X2, there is no value > € X?
s.t A§’2 Nz% = 0, or in other words, the bound £, _5(y,X) can not be increased by
querying X2.
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Algorithms

Algorithm 12 summarizes how to determine the optimal query for a single querying
step in case of imprecise features. It is very similar to Algorithm 7, but takes different
sub-routines specific to the case of partially known features.

Algorithm 13 summarises how risk bounds, from which can be deduced the best
potential model (through Algorithm 9, that remains unchanged), can be computed.
Algorithms 14 and 15 describe how potential effects of querying an instance (X,,, yn),
respectively on empirical risk bounds and on pairwise risk bound, can be determined.
Note that Algorithm 15 computes the sum of the pairwise effects between the best
potential model 0~ and the other ones. Let us now look at the complexity of Al-
gorithm 13, assuming that all decision trees have H leaves. Before doing that, note
that checking whether two hyper-cubes do intersect is in O(P), according to Equa-
tion (3.53). Lines 2-3 are in O(S x N x H x P), since Algorithm 13 is in O(N x H x P),
as computing vector K (line 3 of Algorithm 13) is in O(H x P). Algorithm 9 remains
in O(S). Lines 4-9 of Algorithm 13 is in O(N x S x P x H%): indeed, in Algorithm 15,
lines 7-9 are in O(P x H*), as we must apply Algorithm 11 to at most H? intervals.

In particular, Algorithm 15 treats both the cases of an instance that is imprecise
with respect to both models, as well as the other cases (other loops): Line 2 determines
whether the instance is imprecise w.r.t 0=, Line 4 whether it is imprecise w.r.t 6.
So Lines 4-9 corresponding to imprecision with respect to both models, lines 10-13 to
imprecision w.r.t only 0+, and lines 15-19 w.r.t only 6.

Algorithm 12: A single step to query interval-valued data.
Input: Training data set D = {(X,,, yn) }\

n=1»
label set ) = {y1,...,ynm}, set of undominated model ©*.
Output: The optimal query gy~
foreach 6, € © do

2 L Compute empirical risk [R(y | D), R(6x | D)] bounds using Alg. 13;

3 Determine the best model 0« and the undominated model set ©* using Alg. 9;
4 foreachn=1,...,N do
5 Determine (Eg1 (0g+), . .., Egp(0)+)) using Alg. 14 with model 6+;

Determine the cumulative pairwise effects (‘]q}z’ e Jqﬁ») using Alg. 15;

[y

foreach p=1,...,P do
L Value(qh) = Ep (Op) + J 2

o N o

9 Determine (n*,p*) = arg max, ,) Value(qn);

Algorithm 13: Compute the empirical risk bounds (R(6; | D), R(6) | D)).
Input: Training data set D = {(X,,, yn) }\

n=1»
label set Y = {y1,...,yam}, model 6.
Output: Empirical risk bounds (R(6) | D), R(0x | D))

1 R(0) = 0, R(6)) = 0;
2 foreachn=1,...,N do
3 Compute K, B, and C,, using (3.56)-(3.58);
if KC] =0 then R(6;|D)= R(6;|D)+1, R(6; | D) = R(6; | D) + 1
if (KB, )(KC] ) # 0 then R(6;|D) = R(6x| D)+ 1;

[SL B




74

Algorithm 14: Determine the single effects (E;1 (61), ..., Eyr(61)).

Input: Training instance (X, y,), a model 6.
Output: The single effects (Eg1 (61), ..., Egr(6)))

1 Initialize (Eg, ..., qu) =(0,...,0);

2 if 4,(yn, X0) # 0(yn, X,,) then

3 foreach p=1,..., P with || X}]| > 0 do

4 In + Alg. 11 with inputs X5, {A2|khc}y‘n =1}

5 if In =1 then Ey(0)) = 1;

6 In + Alg. 11 with inputs X5, {Ai|k5nb2n =1}

7 if In =1 then Ep(6;) = 1;

Algorithm 15: Determine the cumulative pairwise effects (Jg1,..., Jyp).

Input: Training instance (X, y,), undominated model set ©*, best model O.

Output: The cumulative pairwise effects (Jg1, ..., Jqﬁ)

1 Initialize (Jg1,...,Jop) = (0,...,0);
2 if £ (yn, X)) # O (yn, X,n) then
3 foreach 6, € © and k # k* do
4 if £.(yn, X)) # Ck(yn, X,,) then
5 Compute matrix W*** defined in (3.67);
6 if min WA+ < 1 then
7 foreach p=1,..., P and || X}%|| > 0 do
8 L In « Alg. 11 with inputs X%, {Af,j : wﬁf* = min WH*"};
9 if In=1then Jp =Jp +1;
10 else
11 foreach p=1,..., P and || X%| > 0 do
12 L In < Alg. 11 with inputs X7, {A} of O~ k’;nbgn =1}
13 if In=1 then qu = qu +1;
14 else
15 foreach 0, € © and k # k* do
16 if £ (yn, X0) # €k (yn, X,,) then
17 foreach p=1,..., P and || X%|| > 0 do
18 L In « Alg. 11 with inputs X7, {A} of 0|kl =1}
19 if In =1 then qu Iqul+1;

Chapter 3. Racing Algorithms
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Name # instances # features # classes
wine 178 13 3
breast-cancer 569 30 2
vowel 990 10 11
segment 2310 19 7

TABLE 3.2: Data set used in the experiments

The overall complexity is polynomial in all parameters, which may be considered
as reasonable when the number of partial data, and the complexity of the trees both
remain limited. Also, this is a worst-case complexity, assuming that every feature
of every training data is imprecise, and that every resulting hyper-cube intersect all
leaves of all the decision trees in ©. In practice, we may expect partial features to be
quite less numerous, as well as their intersections with tree leaves.

It should also be noticed that since the models will not change during the race, and
that data will only be queried iteratively, one can in principle compute all matrices
at the start of the race, and then proceed to a minimal update at each query, thus
considerably reducing the time to determine optimal queries. Finally, it should be
noticed that querying data mainly makes sense when data are scarce (as an increased
quantity of data improves the model accuracy even in the presence of imperfections).

3.4.3 Experimental evaluation

In this section, we run experiments on a “contaminated” version of 4 standard bench-
mark data sets as described in Table 3.2. To evaluate the efficiency of our proposal,
we compare our racing algorithm with baseline algorithms whose details will be de-
scribed separately in each setting of partial data. Note that when data are partial
and, in contrast with classical active learning, it is usually difficult to divide the data
between a set of training data and a set of data with missing values, especially if all
data are partial. This is why we will do the queries on the same data we use to train
the models. As the situation where both input and output are partially given rarely
happens in practice, we only focus on two settings: partiality in inputs; and partiality
in outputs. The next two subsections present details about the experimental settings
and the results for interval-valued features and set-valued labels data, respectively.

Interval-valued features

We follow a 2 x 5 fold cross-validation procedure: Each data set is randomly split
into 5 folds. Each fold is in turn considered as the training set D, while other folds
are used for testing T. For each feature x}, in the training set, a biased coin is
flipped in order to decide whether or not this example will be contaminated; the
probability of contamination is €. The level of partiality € is fixed to two values (0.3
and 0.6) which correspond to a low and a high level of imprecision. Similarly to the
SVM experimental parts, in case z}, is contaminated, a width 7} is generated from
a uniform distribution on the unit interval and the generated interval valued data is
XP = [ +nh(DP —ab), ah +nh (D" — 25)] where DP = min,, (2}) and D" = max,, (z5).

Similar to the case of binary SVM, we generate an initial set of undominated
models from 100 completions of interval-valued data. From each completion, one tree
model (with a minimal number of training observations in any terminal node fixed to
3 for first two small data sets and 5 for the two later ones) is trained. The budget

will be fixed to be the total number of partially featured values. After each query,
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we discard the dominated models and determine the best potential model. In case
of multiple minimum risk models, the one with a minimum value of R(6j, | D) will be
chosen as the best potential model.

The two following baseline algorithms are employed to query interval-valued data
and make comparison about the evolution of the size of the sets of undominated
models and the performance of the best potential model:

- a random querying strategy where, at each iteration, the queried example
and feature will be chosen randomly,

- and the most partial querying strategy designed such that, at each iteration,
examples with the largest imprecision will be queried.

In practice, it may be the case that not all features appear in the set of racing
trees. In those cases, keeping all the features in the instances would disadvantage both
random and most partial querying in the race, since in this latter only the features
present in the trees are relevant (i.e., will play a role to discard racing models). To
make a comparable setting and to not give an unfair advantage to our method, we
thus eliminate the features that do not appear in the trained trees.

In order to evaluate the performances of those different strategies, we will use three
measures:

- the similarity of the best potential model 0y« with a reference model 0,5 is
computed on the precise test set T.

- the size of the undominated set ©*, that should decrease as fast as possible,
both to ensure computational efficiency and model performances.

- the accuracy on the test set. The above criteria aim to assess the effect of
querying strategies in the learning step. To evaluate the relevance of the queries
on unseen data, we consider the queried data set after querying 5% of the partial
values, and this up to 30% (so, we test our queried data set for 5%, 10%,
15%, ...queries). Since some partial data remain, we first impute those ones
(replacing X} by their middle values), learn a model 6* on the obtained fully
precise training set, and evaluate its accuracy on the test set.

The 5-folds process is repeated 2 times and the average size of the sets of models, the
average similarity of the best potential model and the average acuracy on the test set
are reported.

The experimental results are presented in Figure 3.13 to 3.15. They show that,
using the racing approach, the size of the undominated set can be quickly reduced and
that the best potential model converges very fast to the desired model when knowing
a small number of the precise data. The reduction of the size of the set is much
slower for other querying strategies. This is true for the four tested data sets, and the
advantage of using the racing approach is obvious whether we have little (e = 0.3) or
a lot (e = 0.6) of imprecision. The exception observed for high imprecision (¢ = 0.6)
in the case of the segment data set is due to the fact that few features are used in the
different trees, hence all models are quite similar, and all querying strategies focus
on those features, converging at comparable speeds. Regarding the interest of the
queries on the final learnt model, we can see that the racing approach provides better
improvements in most cases, in particular when the accuracy difference before and
after querying is significant.
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Set-valued labels

We perform on the same data sets as before (cf. Table 3.2) and the 2 x 5 cross-
validation procedure as described for partially featured data (without the feature
filtering step as we only consider the partial labels here). In order to contaminate a
given data set, we used the following strategy: for each example in the training set, a
biased coin is flipped in order to decide whether or not this example will be contami-
nated; the probability of contamination is e. When an example is contaminated, the
class candidates are added with probability 7, independently of each other. Thus, the
contamination procedure is parametrized by the probabilities € and 7, where € corre-
sponds to the expected fraction of imprecise examples in a data set, and 7 reflects the
average number of classes added to contaminated examples. The expected cardinality
of a label set, in case of contamination, is given by 14 (M — 1)n. In all experiments, €
and n are fixed respectively to 0.3 and 0.8. To start the race, 100 precise replacements
for each imprecise labels are randomly chosen. From each selection, one classification
tree is trained. Similarly to the case of partial features, the minimal number of ob-
servations in any terminal node is fixed to 3 and 5 for the first two data sets and the
later ones, respectively.

Similar to the case of binary SVM, we compare our racing approach with two
baseline querying schemes: a random query and a query by committee approach
(QBC). Finally, the size of the sets of models and the similarity of the best potential
model 0p+ w.r.t. the reference model 0,. are reported and used to make comparison.
Since in the case of partial labels there is almost no difference between the approaches,
we did not evaluate their performances on test sets.

The experimental results, presented in Figure 3.16, show that, among the three
approaches, random queries usually converge more slowly towards the reference model
(except for the vowel data set), while the set of undominated models decreases simi-
larly for all data sets and all strategies (with a slight advantage for the QBC strategy,
and a poorly performing random queries for the segment data set). This contrasts
with the partial feature case, where our approach significantly outperforms the oth-
ers. A reason for that maybe that the case of partial labels offers much less degrees of
freedom, hence the impact of the querying strategy may be quite less important than
for the feature case.

3.5 Conclusion

The problem of actively learning with partial data has been little explored in the
literature, in particular the case of partially known features. Indeed, active learning
techniques usually focus on the case where a part of the labels are completely missing,
while a few are precisely known. To solve the problem, we have proposed in this
Chapter a generic querying approach based on the idea of racing algorithms. Our
generic approach has been then detailed for the specific cases of binary SVM and
decision trees. To do so, we have developed a number of efficient algorithms to detect
which data should be queried, in order to identify as soon as possible the best model
among a set of racing ones.

We have then made some experiments to study the behaviour of our approach,
compared to other querying strategies, starting from the same set of initial models.
Our conclusion is that our approach significantly outperforms simpler strategies in
the case of partially specified features, while it achieves similar performances in the
case of partially specified labels. We think that this is due to the fact that partial
labels offer much less degrees of freedom to the learning algorithms, meaning that
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most smart strategies, or even random ones will perform similarly. This is not the
case for partial features, where purely random strategies performs poorly.
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Chapter 4

Epistemic uncertainty for active
learning and cautious inferences

As mentioned in the introduction, we think that differentiating sources of uncertainty
should benefit to machine learning applications. For instances, it could be useful for
developing querying criteria when doing active learning or balancing the informative-
ness and cautiousness when making cautious inferences. This research direction has
been well-studied in the literature on uncertainty and machine learning. We will re-
strict ourselves, in this chapter, to a distinction between two sources of uncertainty:
epistemic, caused by a lack of training data and, and aleatoric, due to intrinsic random-
ness. After summarizing the basic concepts and presenting the practical procedures
to estimate these degrees of uncertainty, we will explain how these estimates can be
used to solve two machine learning problems: active learning and cautious inferences.

4.1 Likelihood to estimate epistemic and aleatoric uncer-
tainties

We are going to provide a quick literature review on this line of research and then recall
the basics of a contour-likelihood based approach which will be adopted in the later
proposals. To facilitate subsequent applications, we will propose practical procedures
to estimate the degrees of uncertainty for popular classifiers.

4.1.1 A formal framework for uncertainty modeling
Epistemic uncertainty in learning theory

As already said, the problem of differentiating sources of uncertainty has been increas-
ingly investigated [42, 51, 53, 79, 85]. In this line of research, several approaches exist
and have been successfully implemented for different applications, including classifi-
cation [53, 79] and active learning [85]. We are going to quickly mention approaches
related to our interests as well as their subsequent applications.

- Sharma and Bilgic [85] recently proposed an evidence-based approach to ac-
tive learning, in which conflicting-evidence uncertainty is distinguished from
insufficient-evidence uncertainty. Roughly speaking, a high conflicting evidence
captures the case where the evidences are close and both of large magnitude. In
other words, it refers to the situation where a model is highly uncertain about
an instance, and has strong but conflicting evidence for both classes. On the
other hand, a high insufficient-evidence uncertainty refers to the case where a
model is highly uncertain about an instance because of not having enough ev-
idence for either class. Experimentally, they support their conjecture that the
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conflicting-evidence uncertainty is more informative for an active learner than
the conflicting-evidence one.

Conformal prediction [4, 84| is a generic approach to reliable (set-valued) pre-
diction that combines ideas from probability theory (specifically the principle
of exchangeability), statistics (hypothesis testing, order statistics), and algo-
rithmic complexity. The basic version of conformal prediction is designed for
sequential prediction in an online setting, and comes with certain correctness
guarantees (predictions are correct with probability 1—¢&, where £ is a confidence
parameter). Roughly speaking, given an instance ¢, it assigns a non-conformity
score to each candidate output. Then, considering each of these outcomes as a
hypothesis, those outcomes for which the hypothesis can be rejected with high
confidence are eliminated. The set-valued prediction is given by the set of those
outcomes that cannot be rejected.

Cautious (set-valued) prediction methods based on imprecise probabilities, such
as [15], augment the probabilistic predictions into probability intervals or sets
of probabilities, the size of which reflects the lack of information (reflecting
epistemic uncertainty). Similar to this are approaches based on confidence bands
in calibration models, for instance [53, 99|, which usually control the amount of
imprecision by adjusting some certain parameters, e.g., a confidence value.

Credal uncertainty sampling [3] is another approach that seeks to differenti-
ate between parts of the uncertainty. This approach assumes that a credal set
C C O is given and learns for each label y € ), an interval-valued probability
[P (y1t),Pc(y[t)]. In this case, p,(y|t) and Po(y[t) are the minimum and
maximum conditional probabilities that can be given for y by candidates of
C, respectively. The widths of the interval-valued probabilities reflect the re-
ducible part of uncertainty while its extreme probabilities reflect the irreducible
one. More precisely, we can shrink the interval [p (y[%), Pc(y[?)] (or, reduce
the epistemic part) by acquiring additional training data, eventually getting a
precise value. We will only illustrate how the extreme probabilities reflect the ir-
reducible part (of uncertainty) in the case of binary classification, i.e, Y := {0, 1}
(the case of multi-class classification could be rather complicated and will not
be investigated here). In this case, we could image that if the interval prob-
abilities [p(y[%), Pc(y[#)] is symmetrical around 0.5, shrinking such intervals
is not very helpful in distinguishing the classes (i.e, a high irreducible uncer-
tainty), especially when its extreme probabilities are close to 0.5. However, if
[p(y[t), Pc(y| )] is highly asymmetrical around 0.5, shrinking it should benefit
in distinguishing the classes (i.e, a low irreducible uncertainty).

The distinction between the epistemic and aleatoric uncertainty involved in the
prediction for an instance t is well-accepted in the literature on uncertainty [42,
79] and has been considered in only few recently machine learning works, e.g,
[51]. Roughly speaking, the aleatoric uncertainty refers to the notion of random-
ness, that is, the variability in the outcome of an experiment which is due to
inherently random effects. As opposed to this, the epistemic uncertainty refers
to the uncertainty caused by a lack of knowledge. Thus, the distinction con-
sidered here appears to be quite related to the one between conflicting-evidence
and insufficient-evidence uncertainty [85], and the one considered in credal un-
certainty sampling [3]. Detailed comparisons will be given in our proposal for
active learning.
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Yet, the concepts of the degrees of epistemic and aleatoric uncertainty are, in
principle, defined in the literature. Practically quantifying these degrees for different
classifiers still remains a challenge. We are going to summarize the contour-likelihood
based approach [79] and then detail it for the local model, logistic regression and
Naive Bayes classifiers.

Contour-likelihood based approach

In the rest of this chapter, we adopt the contour-likelihood based approach proposed by
Senge et al. [79], which is based on the use of relative likelihoods, historically proposed
by Birnbaum [6] and then justified in other settings such as possibility theory [94]. In
the following, the essence of this approach is briefly recalled.

We proceed from an instance space X = R¥, an output space J) = {0,1} encod-
ing the two classes, and a hypothesis space © consisting of probabilistic classifiers
6 : X — [0,1]. We denote by pg(1l|x) = 6(x) and pg(0|x) = 1 — §(x) the (pre-
dicted) probability that instance & € X belongs to the positive and negative class,
respectively. Given a set of training data D = {(x,, yn)})—;, the contour likelihood
of a model 0 is defined as

L(6|D) L(6|D)

70(01D) = 70D} ~ maxpeo L@ D) (4.1)

where L(0|D) = Hf:[:lpg(yn | ;) is the likelihood of €, and 6* € © the maximum
likelihood estimation on the training data D. For a given instance t, the degrees of
support (plausibility) of the two classes are defined as follows:

7(11¢) = supmin [ro(9|D).pa1]£) - (0], (42)
m(0[t) = supmin [7e(01D),pe(0[t) — pa(1]t)]. (4.3)

So, (1| ¢) is high if and only if a highly plausible model supports the positive class
much stronger (in terms of the assigned probability mass) than the negative class (and
7(0|t) can be interpreted analogously)®. Note that, with f(a) = 2a — 1, we can also
rewrite (4.2)-(4.3) as follows:

m(l|t) = Ztelg min [71'@(9 |D), f(G(t))], (4.4)
w(0]t) = Stelg min [me (0| D), f(1 —6(t))]. (4.5)

Given the above degrees of support, the degrees of epistemic uncertainty wu. and
aleatoric uncertainty u, are defined as follows [79]:

uc(t) = min[r(1]¢),7(0]%)], (4.6)
ug(t) = 1—max[r(1|t),n(0|t)]. (4.7)

Thus, the epistemic uncertainty refers to the case where both the positive and the
negative class appear to be plausible, while the degree of aleatoric uncertainty (4.7)
is the degree to which none of the classes is supported. These uncertainty degrees are
completed with degrees s1(t) and so(t) of (strict) preference in favor of the positive

!Technically, we assume that, for each ¢t € X, there are hypotheses 6,6’ € © such that 6(t) > 0.5
and ¢’(¢) < 0.5, which implies 7(1|¢) > 0 and 7(0|t) > 0.
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and negative class, respectively:
1= (walt) +uc(t)) (1)) > 7(0]),
si(t)=q el i) = =(0]¢),
0 ifr(1]t) <m(0]|t).

With an analogous definition for so(t), we have
so(t) + s1(t) +ua(t) +ue(t) =1,

i.e., the quadruple (s1(t), so(t), ue(t), uq(t)) defines a partition of unity. Besides, it
has the following properties:

- 51(t) (so(t)) will be high if and only if, for all plausible models, the probability
of the positive (negative) class is significantly higher than the one of the negative
(positive) class;

- ue(t) will be high if the class probabilities strongly vary within the set of plau-
sible models, i.e., if we are unsure how to compare these probabilities. In par-
ticular, it will be 1 if and only if we have 6(t) = 1 and 0'(t) = 0 for two totally
plausible models 6 and ¢’;

- uq(t) will be high if the class probabilities are similar for all plausible models,
i.e., if there is strong evidence that 6(t) ~ 0.5. In particular, it will be close to
1 if all plausible models allocate their probability mass around 6(¢t) = 0.5.

Roughly speaking, the aleatoric uncertainty is due to influences on the data-generating
process that are inherently random, whereas the epistemic uncertainty is caused by
a lack of knowledge. Or, stated differently, u, and u, measure the reducible and the
1rreducible part of the total uncertainty, respectively.

As said in [79], determining the degrees of support (4.4)-(4.5) comes down to
solving optimization problems, the complexities of which strongly depend on the model
space O, and may become rather complex. We are going to summarize the details for
the case of Parzen window classifiers, whose details is given in [79] and presents our
proposals for the cases of logistic regression and Naive Bayes.

4.1.2 Estimation for local models

By local learning, we refer to a class of non-parametric models that derive predictions
from the training information in a local region of the instance space, for example the
local neighborhood of a query instance [8, 20|. As a simple example, we consider
the Parzen window classifier [11], to which our approach can be applied in a quite
straightforward way. To this end, for a given instance t, we define the set of its
neighbours as follows:

R(t,8) = {(@n,yn) € D|||2n — t]| <0}, (4.8)

where ¢ is the width of the Parzen window (a practical method to determine such a
width will be given latter).

In binary classification, a local region R can be associated with a constant hypoth-
esis # € © = [0, 1], where 6(t) is the probability of the positive class in the region;
thus, 6 predicts the same probabilities 6(1|t) = 6 and #(0|t) =1 — 0 for all t € R.
The underlying hypothesis space is given by © = {6 |0 < 0 < 1}.



4.1. Likelihood to estimate epistemic and aleatoric uncertainties 87

10

0 0 0

0 5 10 0 5 10 0 5 10

FIGURE 4.1: From left to right: Epistemic, aleatoric, and the total of

epistemic aleatoric uncertainty as a function of the numbers of positive

(x-axis) and negative (y-axis) examples in a region (Parzen window)
of the instance space (lighter colors indicate higher values).

With a and S the number of positive and negative instances, respectively, within
a Parzen window R(t,¢), the likelihood is then given by

L.(0|D) = ( 0‘;5 ) 0°(1— 0)° (4.9)
and the maximum likelihood estimate is
«
0 = — . 4.10
a+ ( )

Therefore, the degrees of support for the positive and negative classes are

a1 — g8

7(1|t) = sup min i(la—Gﬁ)ﬁ’ 20—-11, (4.11)
6e(0.1] (%) (355)
a1 — Q)8

m(0|t) = sup min i(la—aﬂ)ﬁ, 1-20] . (4.12)
6€(0.1] (%) (53)

Solving (4.11) and (4.12) comes down to maximizing a scalar function over a bounded
domain, for which standard solvers can be used. We applied Brent’s method? (which
is a variant of the golden section method) to find a local minimum in the interval
6 € [0,1]. From (4.11-4.12), the epistemic and aleatoric uncertainties associated
with the region R can be derived according to (4.55) and (4.56), respectively. For
different combinations of o and 3, these uncertainty degrees can be pre-computed
(cf. Figure 4.2).

How to determine the width § of the Parzen window? This value is difficult to
assess, and an appropriate choice strongly depends properties of the data and the
dimensionality of the instance space. Intuitively, it is even difficult to say in which
range this value should lie. Therefore, instead of fixing §, we fixed an absolute number
K of neighbors in the training data, which is intuitively more meaningful and easier
to interpret. A corresponding value of § is then determined in such a way that the
average number of nearest neighbours of instances x, in the training data D is just

2For an implementation in Python, see https://docs.scipy.org/doc/scipy-0.19.1/
reference/generated/scipy.optimize.minimize_scalar.html
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K (see Algorithm 16). In other words, § is determined indirectly via K.

Since K is an average, individual instances may have more or less neighbors in
their Parzen windows. In particular, a Parzen window may also be empty. In this
case, we set u.(t) = 1 by definition, i.e., we consider this as a case of full epistemic
uncertainty. Likewise, the uncertainty is considered to be maximal for all other sam-
pling techniques. If the accuracy of the Parzen classifier needs to be determined, we
assume that it yields an incorrect prediction.

Algorithm 16: Determining the width 9.
Input: D-normalized data, K-number
Output: the local width §x

1 foreach x, € D do

2 foreach =z, # x, do

3 L compute d(scn, wm);

4 form 1 x (n — 1) vector d,, = (d(wn,azm) |n # m);

5 sort d,, by increasing order and determine the K-th element d%;
ID| 4K

6 return 0 = Ln‘:ﬁ |d" ;

4.1.3 Estimation for logistic regression

Recall that logistic regression assumes posterior probabilities to depend on feature
vectors & = (z!,...,2F) € RY in the following way:

exp (00 + 25:1 or xp)

(4.13)
1+ exp (90 + Z;;l op $P)

() = pol1] ) =

This means that learning the model comes down to estimating a parameter vector 6 =
(6°,...,0%F), which is commonly done through likelihood maximization [62]. To avoid
numerical issues (e.g, having to deal with the exponential function for large #) when
maximizing the target function, we employ Lo-regularization. The corresponding
version of the log-likelihood function (4.14) is strictly concave |75]:

N P
[(0|D) =log L(O|D) = yn [ 00+ > 0Pah (4.14)
n=1 p=1
N P ~ P
2
—len 1+ exp HO—I—ZIHP:EfZ —220(977) ,
n= p= p=

where the regularization parameter v will be fixed to 1.

We now focus on determining the degree of support (4.4) for the positive class,
and then summarize the results for the negative class (which can be determined in
a similar manner). Associating each hypothesis # € © with a vector # € RF+!1 the
degree of support (4.4) can be rewritten as follows:

m(1|t) = sup min[re(f|D),260(t) — 1] (4.15)
feRd+1
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It is easy to see that the target function to be maximized in (4.15) is not necessarily
concave. Therefore, we propose the following approach.
Let us first note that whenever 6(t) < 0.5, we have

26(t) — 1 < 0 and min [re(f|D),260(t) — 1] < 0.

Thus the optimal value of the target function (4.15) can only be achieved for some
hypotheses 6 such that 6(t) € [0.5,1].

For a given value a € [0.5,1), the set of hypotheses 6 such that 6(t) = « corre-
sponds to the convex set

ea={9|90+zp:epzpzln<lfa>}. (4.16)

p=1

The optimal value 7 (1|t) that can be achieved within the region (4.16) can be
determined as follows:

74 (1]¢) = sup min (7 (0 | D), 2« — 1] = min [ sup me(f | D), 2a — 1]. (4.17)
0ehe fcho

Thus, to find this value, we maximize the concave log-likelihood over a convex set:

0 = arg sup (0| D) (4.18)
0>

As the log-likelihood function (4.14) is concave and has second-order derivatives, we
tackle the problem with a Newton-CG algorithm [68]. Furthermore, the optimization
problem (4.18) can be solved using sequential least squares programming® [72]. Since
regions defined in (4.16) are parallel hyperplanes, the solution of the optimization
problem (4.15) can then be obtained by solving the following problem:

sup ma(lle) = sup min [7e(6)|D),2a — 1] (4.19)
a€l0.5,1) a€l0.5,1)

Following a similar procedure, we can estimate the degree of support for the negative
class (4.5) as follows:

sup 7,(0lz) = sup min [7e(6}|D),1 - 2] (4.20)
a€(0,0.5] a€(0,0.5]

Note that limit cases & = 1 and o = 0 cannot be solved, since the region (4.16) is
then not well-defined (as In(oo) and In(0) do not exist). For the purpose of practical
implementation, we handle (4.19) by discretizing the interval over a. That is, we
optimize the target function for a given number of values a € [0.5,1) and consider the
solution corresponding to the o with the highest optimal value of the target function
7 (1|t) as the maximum estimator. Similarly, (4.20) can be handled over the domain
(0,0.5].

In practice, we evaluate (4.19) and (4.20) on uniform discretizations of cardinality
50 of [0.5,1) and (0, 0.5], respectively. We can further increase efficiency by avoiding
computations for values of o for which we know that 2a— 1 and 1 — 2« are lower than
the current highest support value given to class 1 and 0, respectively. See Algorithm
17 for a pseudo-code description of the whole procedure.

3For an implementation in Python, see https://docs.scipy.org/doc/scipy/reference/
generated/scipy.optimize.minimize.html
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Algorithm 17: Degrees of support for logistic regression

Input: @, D, 6%, t- initial pool, training data, classifier, unlabelled instance
Output: 7(1|t), 7(0|t) - degrees of support

1 initialize subsets @)1, Qg of cardinality Q;

2 w(1|t) = max(20*(t) — 1,0) , 7(0]¢t) = max(1l — 20*(x),0) ;
g forg=1,...,Q do

4 a1 = max(Q1); ap = min(Qo) ;

5 if 20y — 1> 7(1]¢t) then

6 solve (4.18) for ¢, a1 and return 6;

7 m(1|t) = max(7(1|t), min(mre (0| D),2a; — 1)) ;

if 1 —2ap > w(0|t) then

solve (4.18) for ¢, ap and return 6;

10 m(0]t) = max(7(0|¢), min(re (0 |D),1 — 2ap)) ;

11 | Q1 =01\ {1}, Qo=Qo\{aw} ;
12 Return 7(1|t), 7(0|¢) ;

© ®
-

4.1.4 Estimation for Naive Bayes
Let us first remind that we have been working on a training data set D = {(,,, yn) Y1,
where z,, = (z,...,2F) st o}, € &P = {d}, .. .,a%?}, for p=1,..., P. For each fea-

ture AP, denoting by

e = po(xr = at ¥ =1

pztp P p (421)
0y = po(X? = atp|y =0),
we then have that
Ty Tp
epvtp: ep’tp:]_7Vp:1,...,P,
tZ_ 1 ;_:1 0 (4.22)
P P
011)7%7987% € [07 1],th =1.. ‘Tp?p =L....P
Furthermore, denoting by 01 = pa(Y = ]_) and 90 = pg(Y = 0)7 we have that
01+ 00 =1 (4.23)
617906 [071} .

N

n—1, following information can be com-

Given a training data set D = {(@y,, yn)}
puted directly for all pairs of indices (p, t,):

s1 = {nlyn = 1}, so = |{n|y, = 0}

Ditp Ditp

P P p_ p (4.24)
7 = [{nlaf, = afy = 1}, 55" = [{nlaf; = af, yn = 0}

The underlying hypothesis space @ C R/, where f = 2 25:1 T,+2, and its individual
f can be rewritten as follows:
0 := (01,060,007, 00" |t,=1... T,,p=1,...,P), (4.25)
O := {060 satisfies (4.22) and (4.23)}. (4.26)
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The log-likelihood function is defined for binary Naive Bayes classifier as follows [14]

P
[(0|D): Zln<p9 Yn H Xp—xp|Y:yn))

P
= s11n(61) + soIn(6y) + Z p’tp In( Hp’tp + so’tp In (6} t”)] (4.27)
p=1

with its maximum estimate 6*

(@ 60) = (5530 )

Pilo ol (4.28)
9P7tp * 9p>tp *) 1 0 .
(( 1 ) 7( 0 ) ) s1 ) 50
Thus, the corresponding regularized log-likelihood estimate 6* are
p7tp p7tp
o teyr (gPteyry — (1 — 51 50 7 4.29
(@) 0"y = 0= =) 4 (429

where v € [0,1] is the regularization parameter and will be fixed to be 0.001. Let
us note that we employ the regularization form of the log-likelihood estimate here
to avoid unexpected effect caused by the zero count, which is common when works
with Naive Bayes, especially when dealing with small data sets with a large number
of features.

We now focus on determining the degree of support for the positive class (4.4) and
then summarize the results for the negative class (4.5) (which can be determined in a

similar manner). Given an unlabelled instance ¢ = (t!,...,t"), denoting by
O = pg(XP =PIy =1) =60 p=1,..., P, (4.30)
00 = pp(XP =Py =0) =62 p=1,...,P. (4.31)

Then, the degree of support (4.4) can be rewritten explicitly as follows
7(1]t) = sup min [7e(f | D), max (26(t) — 1,0)] (4.32)
0O

HIHP 91’7
01 TTo, 07" + 00 [T, 07°

where, 6(t) = (4.33)

Let us notice that the target function to be maximized in (4.32) is not necessarily
concave, which can lead to difficulties when maximizing the function. We propose
the following approach inspired by e-contamination model. Given 6%, the maximum
likelihood estimate computed using (4.28), for a given number ¢ € [0, 1], we define a
contour region O, as follows

0. = {00 c ON[(1—e)0*, (1—e)0* +<]). (4.34)

The intuitive idea we interest here is to enlarge O, from a singleton {#*} to the entire
hypothesis space © by increasing € from 0 to 1. Following this direction, we can, as
pointed out in the following, simultaneously increase 0(t) and decrease mg (6 | D) (in
general). Thus, starting from the highest value of mg(6|D), we will converge to the
value of mg (0 | D) where 0(t) and mg (6 | D) are identical (or closed in practice), which
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is the optimal estimate for the solution of (4.32).
For a contour region ©, the highest value of 0(t) attained at

0t = arg max 0(t) (4.35)

= (1 —e)(61) + &, (1 —)(B0), (1 =) (B +6,(1—e) @), p=1,...,P).

The formula given in (4.35) comes from the combination of the monotonicity of 6(t)
and the property that guarantees the feasibility of 0% s.t,

(L—e)(01)*+e+ (1—€)(0o) = (1 —2)((61)* + (60)*) + e =1,Ve € [0,1].

When assessing the probability 0(t), the regularization ((95’1)7", (0{2’0)") is employed
(instead of ((95’1)*, (9{;”0)*)) to overcome the effect of zero count. Furthermore, the
monotonicity of #(t) ensures that we can increase 0(t) (and consequently 260(t) — 1)
by increase e. In other words, for ¢ < &', we have that 8%(t) < 9;, (t).

It is worth noticing that 6 only contains 2 + 2 % d variables which is relatively
smaller than f, the total number of variables within 6. Thus, the highest value 6(t)
over O, is associated to a region §2MO.. That is to fix all the variables given in (4.35)
while letting others freely as long as the condition of belonging to O still satisfied.

The highest value that Tg (0| D) can attain within ©, when fixing (¢) to be 6%(t)
can be determined as follows:

7To(At) = arg jmax mo(0| D). (4.36)
Thus, the highest degree of support 7(1|¢t) can be given to t over the hypothesis region
©. can be approximated as

Te(1t) = min (20%(t) — 1, 7o (0% | D)) (4.37)
To this end, we obtain an estimate of 7w(1|t) as follows

m(1|t) = arg max 7w (1]t). (4.38)
€€[0,1]

Let us notice that at the beginning, we always have that 7g (05| D) > 20§(¢) — 1.
This observation is quite interesting for making an early stopping criteria (as the
optimization problem (4.36) could be expensive due to large number of variables)
that is to continually increase ¢ (from 0 to 1) as long as 7o (0% | D) > 26%(t) — 1 and
stop as soon as the side is reversed, i.e, when seeing € s.t f@(ﬁz, |D) < 292, (t) — 1.
The intuitive idea of this criteria is that when seeing a reverse, we are quite sure that
we just already jumped over the crossing point, i,e, the optimal solution 6% s.t

7(1]t) = me (6t | D) = 20%(¢) — 1,

Thus, simply approximating m(1]t) = m.(1]|t) could give a close estimate. Readers
interested in more accurate approximations are recommended to do a further search
within the region [e, &'].

Following a similar manner, we find an estimate of 7(0[t) s.t

m(0Jt) = arg max 7. (0[t). (4.39)
e€[0,1]
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In practice, we evaluate Eqgs. (4.38) and (4.39) on uniform discretizations of cardinality
200 of [0, 1].

4.2 Active learning

In this proposal, we advocate a distinction between two different types of uncertainty,
referred to as epistemic and aleatoric, in the context of active learning. We conjecture
that, in uncertainty sampling, the usefulness of an instance is better reflected by its
epistemic than by its aleatoric uncertainty. This leads us to suggest the principle of
epistemic uncertainty sampling, which we instantiate by means of a concrete approach
for measuring epistemic and aleatoric uncertainty.

4.2.1 Related methods

In this section, we recall the setting of uncertainty sampling and present two recent
approaches that are related to our work in that they also distinguish different sources
of uncertainty.

Uncertainty sampling

As usual in active learning, we assume to be given a labelled set of training data D =
{(n, yn)})_; and a pool of unlabeled instances U = {(t;,?)}/_; that can be queried
by the learner. Instances are represented as features vectors @,, = (z},...,25) € X =
RP. In this proposal, we only consider the case of binary classification, where labels y,,
are taken from ) = {0, 1}, leaving the more general case of multi-class classification
for future work.

In uncertainty sampling, instances are queried in a greedy fashion. Given the
current model 0 that has been trained on D, each instance ¢ in the current pool U is
assigned a utility score s(6,t), and the next instance to be queried is the one with the
highest score [55, 80, 81, 85]. The chosen instance is labelled (by an oracle or expert)
and added to the training data D, on which the model is then re-trained. The active
learning process for a given budget B (i.e, the number of unlabelled instances to be
queried) is summarized in Algorithm 18.

Algorithm 18: Uncertainty sampling

Input: U, D, 6#- initial pool, training data, classifier, and B-budget
Output: U, D, 0 - updated pool, training data, classifier

1 initialize b = 0;

2 while b < B do

3 foreach t € U do

4 L compute s(6,t)

5 query the label of the optimal instance t* with respect to s(0,t)
D=DU{ty} ;

U=U\{t"y};

train 6 from D;

b=b+1;

9 Return U, D, 0,
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Assuming a probabilistic model producing predictions in the form of probability
distributions py(-|t) on Y, the utility score is typically defined in terms of a mea-
sure of uncertainty. Thus, instances on which the current model is highly uncertain
are supposed to be maximally informative [80, 81, 85]. Popular examples of such
measures include

— the entropy:

s(0.) == poly|t)logpa(y|t), (4.40)
yey
— the least confidence:
5(6,4) = 1 — maxpy(y| )., (4.41)
yeY
— the smallest margin:
s(0,t) = po(ym | t) — po(yn | 1), (4.42)

where y,, = arg max,cy pg(y|t) and y, = arg maxycy\y,, po(y|t).

While the first two measures ought to be maximized, the last one has to be minimized.
In the case of binary classification, i.e, ) = {0, 1}, all these measures rank unlabelled
instances in the same order and look for instances with small difference between

po(0[t) and py(1]t).

Evidence-based uncertainty sampling

In their evidence-based uncertainty sampling approach [85], the authors propose to
differentiate between conflicting-evidence uncertainty and insufficient-evidence uncer-
tainty. The corresponding measures are specifically tailored for the Naive Bayes clas-
sifier as a learning algorithm.

In the spirit of the Naive Bayes predictor, evidence-based uncertainty sampling
first looks at the influence of individual features tP in the feature representation
t = (t',...,t") of instances. More specifically, given the current model 6, denote
by pe(t? |0) and py(t? | 1) the class-conditional probabilities on the values of the p!”
feature. For a given instance t, the set of features is partitioned into those that provide
evidence for the positive and for the negative class, respectively:

| e ]1)
Py(t) = {t ke 1}, (4.43)
No(t) = {tp m > 1}. (4.44)

Then, the total evidence for the positive and the negative class is determined as
follows:

- II & po(t”|1) (4.45)

p | 0
tPePy (t)
pe po(t* |0) 0
4.4

tPeNy(
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The conflicting evidence-based approach simply queries the instance with the highest
conflicting evidence, while the insufficient evidence-based approach looks for the one
with the highest insufficient evidence:

toons = AT MAX (E1(t) x Eo(t)) , (4.47)
tinsu = argmin (Ex () x Eo(t)) . (4.48)
S

Note that the selection is restricted to the set S of top high uncertain instances, i.e.,
those instances t in the pool U having a high score s(6,t) according to standard
uncertainty sampling. This ensures that the evidences for the two classes, Fy(t) and
Eq(t), are close to each other. Then, a high conflicting evidence (4.47) captures the
case where the evidences are close and both of large magnitude. In other words, it
refers to the situation where a model is highly uncertain about an instance, and has
strong but conflicting evidence for both classes. On the other hand, a high insufficient-
evidence uncertainty (4.48) refers to the case where a model is highly uncertain about
an instance because of not having enough evidence for either class.

Note, however, that this line of reasoning neglects the influence of the prior class
probabilities, which is especially relevant in the case of imbalanced class distributions.
In such cases, evidence-based uncertainty may strongly deviate from standard uncer-
tainty, i.e., the entropy of the posterior distribution. For instance, Fy(t) and Fi(t)
could both be very large, and pg(t|0) ~ py(t|1), although py(0|¢t) is very differ-
ent from py(1|t) due to unequal prior odds, and hence the entropy small. Likewise,
the entropy of the posterior can be large although both evidence-based uncertainties
are small.

Credal uncertainty sampling

Credal uncertainty sampling [3] is another approach that seeks to differentiate between
the reducible and irreducible part of the uncertainty. Denote by C' C © a credal set
of models, i.e., a set of plausible candidate models. We say that a class y dominates
another class 3’ if i is more probable than vy’ for each distribution in the credal set,
that is

s(y,y',t) ;= inf poylt) >1. (4.49)

0eC po(y' | t)

The credal uncertainty sampling approach simply looks for the instance t with the
highest uncertainty, i.e, the least evidence for the dominance of one of the classes. In
the case of binary classification with ) = {0, 1}, this is expressed by the score

s(t) = —max (s(1,0,t),s(0,1,¢)) . (4.50)

Practically, the computations are based on the interval-valued probabilities, denoted
by [p,(y[t),Pc(y[t)], assigned to each class y € V), where

polylt) = ik po(ylt), Polylt) = zggpe(y\t). (4.51)

Such interval-valued probabilities can be produced within the framework of the Naive
credal classifier |2, 3, 23, 103]. In the case of binary classification, where py(0|t) =
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1 —pg(1]|t), the score s(1,0,t) can be rewritten as follows:

1)t 1)t 1)t
5(1,0,¢) = inf L2LIE) e po([E) po(1[t) (4.52)
0cCpg(0[t) 6cC1—pg(L|t) 1—p,(1]¢)
Likewise,
t 1—pe(1]t) 1-pa(l]t
0cC po(1[t)  oeC po(1]2) pe(1]t)

Finally, the uncertainty score (4.50) can simply be expressed as follows:

o) — [P E) 1-pe(1]h)
0= (25 5 et ) o0

4.2.2 Principle of our method

Let us remind that, aleatoric uncertainty is due to the influences on the data-generating
process that are inherently random, whereas the epistemic uncertainty is caused by
a lack of knowledge. Or, stated differently, u. and u,, respectively defined in (4.6)
and (4.7), measure the reducible and the irreducible part of the total uncertainty, re-
spectively. It thus appears reasonable to assume that epistemic uncertainty is more
relevant for active learning: while it makes sense to query additional class labels in
regions where uncertainty can be reduced, doing so in regions of high aleatoric uncer-
tainty appears to be less reasonable.

This leads us to the principle of epistemic uncertainty sampling, which prescribes
the selection

t = t). 4.55
arg max ue(t) (4.55)

For comparison, we will also consider an analogous selection rule based on the aleatoric
uncertainty, i.e.,

t" = t 4.56
arg max ug(t), (4.56)
as well the toal uncertainty:
t" =arg max(ue(t) + uq(t)) . (4.57)
tcU

Note that the latter is closest to standard uncertainty sampling, where the entire
uncertainty is quantified in a single measure.

Let us remind that the above approach is completely generic and can in principle
be instantiated with any hypothesis space ©. The uncertainty measures (4.6-4.7) can
be derived very easily from the support degrees (4.2-4.3). The computation of the
latter may become difficult, however, as it requires the solution of an optimization
problem, the properties of which depend on the choice of © (as studied in Sections
4.1.2-4.1.4).

Comparison with the evidence-based uncertainty sampling

Although the concepts of conflicting evidence and insufficient evidence of Sharma &
Bilgic [85] appear to be quite related, respectively, to aleatoric and epistemic uncer-
tainty, the correspondence becomes much less obvious (and in fact largely disappears)
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upon a closer inspection. Besides, a direct comparison is complicated due to various
technical issues with their evidence-based approach. In particular, we will subse-
quently ignore the preselection of top high uncertain instances (i.e., the set S) in
evidence-based uncertainty sampling, so as to separate the effect of their measures
from standard entropy.

As a first important observation, note that the evidences Ej(t) and Ey(t) solely
depend on the relation of the class-conditional probabilities py(t? | 1) and py(¢P | 0),
which hides the number of training examples they have been estimated from, and
hence their confidence. The latter, however, has an important influence on whether
we qualify something as aleatorically or epistemically uncertain. As an illustration,
consider a simple example with two binary attributes, the first with domain {a1,as}
and the second with domain {b;,b2}. Denote by n;; = (n:r],nz_j) the number of
positive and negative example observed for (t!,#?) = (a;,b;). Here are three scenarios:

| b b | b b | b by
ar | (1,1) (1,1) a1 | (100,100) (100,100) ay | (1,1) (10,1)
as | (1,1) (L,1) a2 | (100,100) (100,100) as | (1,10) (1,1)

In the first two scenarios, the insufficient evidence would be high, because all class-
conditional probabilities are equal. In our approach, however, the first scenario would
largely be a case of epistemic uncertainty, due to the few number of training ex-
amples, whereas the second would be aleatoric, because the equal posteriors® are
sufficiently confirmed.

Similar remarks apply to conflicting evidence. In the third scenario, the latter
would be high for (a1, b;1), because pg(ay|1) > pg(ai|0) and py(by |0) > pe(by | 1).
The same holds for (ag, b2), whereas the uncertainties for (a1, b2) and (a2, b;) would be
low. Note, however, that in all these cases, exactly the same conditional probability
estimates pg(tP | 1) and py(tP | 0) are involved.

We would argue that the epistemic uncertainty should directly refer to these prob-
abilities, because they constitute the parameter 6 of the model. Thus, to reduce the
epistemic uncertainty (about the right model 6), one should look for those examples
that will mostly improve the estimation of these probabilities. Aleatoric uncertainty
may occur in cases of posteriors close to 1/2, in which case the conflicting evidence
may indeed be high (although, as already mentioned, the latter ignores the class pri-
ors). Yet, we would not necessarily call such cases a conflict, because the predictions
are completely in agreement with the underlying model (Naive Bayes), which assumes
class-conditional independence of attributes, i.e., an independent combination of evi-
dences on different attributes.

Comparison with the credal uncertainty sampling

Credal uncertainty sampling seems to be closer to our approach, at least in terms of
the underlying principle. In both approaches, the model uncertainty is captured in
terms of a set of plausible candidate models from the underlying hypothesis space,
and this (epistemic) uncertainty about the right model is translated into uncertainty
about the prediction for a given t. In the credal uncertainty sampling, the candidate
set is given by the credal set C', which corresponds to the distribution 7g (6 | D) in our
approach—as a difference, we thus note that ours is a graded set, to which a candidate
belongs with a certain degree of membership (the relative likelihood), whereas a credal
set is a standard set in which a model is either included or not. Using machine learning

4The class priors are ignored here.
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FIGURE 4.2: From left to right: Exponential rescaling of the credal un-

certainty measure, epistemic uncertainty and aleatoric uncertainty for

interval probabilities with lower probability (x-axis) and upper prob-
ability (y-axis). Lighter colors indicate higher values.

terminology, C plays the role of a version space |63], whereas mg (6 | D) represents a
kind of generalized (graded) version space.

More specifically, the wider the interval [p(1[%), pc(1[#)] in (4.54), the larger the
score s(t), with the maximum being obtained for the case [0, 1] of complete ignorance.
This is well in agreement with our degree of epistemic uncertainty. In the limit,
when [p,(1]t),Pc(1t)] reduces to a precise probability pg(1|t), i.e., the epistemic
uncertainty disappears, (4.54) is maximal for pg(1|t) = 1/2 and minimal for pg(1|t)
close to 0 or 1. Again, this behavior is in agreement with our conception of aleatoric
uncertainty. More generally, comparing two intervals of the same length, (4.54) will
be larger for the one that is closer to the middle point 1/2. Thus, it seems that the
credal uncertainty score (4.54) combines both epistemic and aleatoric uncertainty in
a single measure.

Yet, upon closer examination, its similarity to our measure of epistemic uncer-
tainty is much higher than the similarity to aleatoric uncertainty. Note that, for
our approach, the special case of a credal set C' can me imitated with the measure
me(@|D)=1if 0 € C and mg(h)(0|D) =0if § € C. Then, (4.2) and (4.3) become

7(1]%) = supmax| 2py(1[#) — 1,0] = max[ 256 (1 |¢) — 1,0],
oeC

m(0]¢) = zlelgmax[ng(O\t) —1,0] = max[1—2p_(1]t),0],

and u. and u, can be derived from these values as before. Figure 4.2 shows a graphical
illustration of the credal uncertainty score’ (4.54) as a function of the probability
bounds p o and P, and the same illustration is given for epistemic uncertainty u. and
aleatoric uncertainty u,. From the visual impression, it is clear that the credibility
score closely resembles u., while behaving quite differently than wu,. This impression
is corroborated by a simple correlation analysis, in which we ranked the intervals

a b
P Ly = |2 2 ) bef{0,1,...,100}, a<b b
[2207170] € { ,b |:1OO 100:| a,b c { } a }

i.e., a quantization of the class of all probability intervals, according to the different
measures, and then computed the Kendall rank correlation. While the ranking ac-
cording to (4.54) is strongly correlated with the ranking for u. (Kendall is around
0.86), it is almost uncorrelated with u,.

5The score s is not well scaled, and may assume very large negative values. For better visibility,
we therefore plotted the monotone transformation exp(s).
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# name # instances # features attributes
1 parkinsons 197 22 real
2 vertebral-column 310 6 real
3 ionosphere 351 34 real
4 climate-model 540 18 real
5 breast-cancer 569 30 real
6 blood-transfusion 748 5 real
7  banknote-authentication 1372 4 real

TABLE 4.1: Data set used in the experiments

In summary, the credal uncertainty score appears to be quite similar to our measure
of epistemic uncertainty. As potential advantages of our approach, let us mention
the following points. First, our degree is normalized and bounded, and thus easier
to interpret. Second, it is complemented by a degree of aleatoric uncertainty—the
two degrees are carefully distinguished and have a clear semantics. Third, handling
candidate models in a graded manner, and modulating their influence according to
their plausibility, appears to be more reasonable than creating an artificial separation
into plausible and non-plausible models (i.e., the credal set and its complement).

4.2.3 Experimental evaluation

Some experiments are conducted to illustrate the performance of our uncertainty
measures in active learning. Our main concern here is how fast different uncertainty
sampling approaches improve the performance of classifiers and restrict ourselves to
three classical models that are the local model, the logistic regression and the Naive
Bayes classifier.

Local method

Data sets and experimental setting

We perform experiments on data sets from the UCI repository whose descriptions are
given in Table 4.1. We follow a 5 x 5-fold cross-validation procedure: each data set
is randomly split into 5 folds. Each fold is in turn considered as the test set, while
the other folds are used for learning. The latter is randomly split into a training data
set and a pool set. The proportions of (training, pool, test) sets are (20%, 60%, 20%).
The whole procedure is repeated 5 times, and accuracies are averaged. The budget
of the active learner is fixed to be the length of the pool, and the performance of the
classifiers is monitored over the entire learning process.

After each query, we update the data sets and, correspondingly, the classifiers. The
improvements of the classifiers are compared for four different uncertainty measures,
i.e., uncertainty sampling (following the strategy presented in Algorithm 18) based
on four measures for selecting unlabelled instances: standard uncertainty (4.41), epis-
temic uncertainty (4.6), aleatoric uncertainty (4.7), total of epistemic and aleatoric
uncertainty (4.57).

We also evaluate how quickly the querying procedure will be able to fill the low
density regions. To this end, we measure the maximal distance between testing in-
stances and their nearest neighbours.

Ezxperimental results
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Experiments were conducted for two values of the width €, corresponding to neigh-
borhood sizes K = 4 and K = 8. These can be considered as a small and large width
of the Parzen window. Since the results are very similar, we only present those for
the case K = 8.

As it can be seen in Figure 4.3, the results are nicely in agreement with our
expectations: the epistemic uncertainty sampling performs the best and the aleatoric
uncertainty sampling the worst. Moreover, the standard uncertainty sampling is in-
between the two, very similar to total uncertainty (aleatoric plus epistemic). This
supports our conjecture that, from an active learning point of view, the epistemic
uncertainty is the more useful information. Even if the improvements compared to
standard uncertainty sampling are not huge, they are still visible and quite consistent.

Figure 4.4 also shows that the epistemic uncertainty sampling achieves the best
coverage of the instance space, measured in terms of the maximal distance between
testing instances and their nearest neighbours. As expected, the aleatoric uncertainty
is again the worst, and standard uncertainty sampling is in-between.

0 2 50 75 100 0 30 60 90 120 150 180
(a) parkinsons (b) vertebral
0.89
0.84
0.79
‘ 0.74 !
0 30 60 90 120 150 180 210 0 50 100 150 200 250 300
(c) ionosphere (d) climate
0.73 ,
08 /.M’
0.76 0.67 P
V4
0.73 0.62 | /
0.7 ! 0.57 !
0 70 140 210 280 350 420
(f) blood
0.97
0.93
0.89
****** EpAl Stan
0.84 ! o Ales
0 130 260 390 520 650 780 Epis Alea
(g) banknote (h) methods

FIGURE 4.3: Average accuracies (y-axis) over 5 x 5-folds for the Parzen
window classifier (K = 8) as a function of the number of examples
queried from the pool (x-axis).
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FIGURE 4.4: Average maxmin distances (y-axis) over 5 x 5-folds for
the Parzen window classifier (K = 8) as a function of the number of
examples queried from the pool (x-axis).
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Logistic regression
Data sets and experimental setting

We perform experiments on the same UCI data sets as before (cf. Table 4.1). To
avoid the relatively strong bias imposed by the linear model assumption, we start
with a very small amount of initial training data, thereby making improvements in
the beginning more visible. We conduct a 10 x 3-fold cross validation procedure: each
data set is split into 3 folds. Each fold is in turn considered as the learning set, while
other folds are used for testing. The learning set is randomly split into a training data
set and a pool set. The proportions of (training, pool, test) set are (1%, 32%, 67%).
The whole procedure is repeated 10 times, and the accuracies are averaged. Similar
to the case of the local learning, we fix the budget to be the length of the pool.

In addition to accuracy, we monitor the convergence of the ML estimate 6 toward
the best model *. Since the latter is not known, we use the parameter that would
have been learned on the entire data as a surrogate. More specifically, we measure the
convergence in terms of the Euclidean distance ||§—6*||, and average over a sufficiently
large number of repetitions to smooth the curves.

As before, the uncertainty sampling (Algorithm 18) is instantiated with four mea-
sures for selecting unlabelled instances: standard uncertainty (4.41), epistemic un-
certainty (4.6), aleatoric uncertainty (4.7), and the sum of epistemic and aleatoric
uncertainty (4.57). This time, we also include the conflicting-evidence (Conf) and
insufficient-evidence (Insu) measures by Sharma & Bilgic [85]°. Let us remind that
these measures are tailored for Naive Bayes as a classifier. Yet, in contrast to the case
of local learning, a comparison is now meaningful, because both linear regression and
Naive Bayes construct a linear decision boundary.

Experimental results

As can be seen in Figure 4.5, the epistemic uncertainty sampling does again perform
quite well in comparison to the others, except on the ionosphere data. Moreover,
it achieves the overall best convergence to the best model, as shown in Figure 4.6.
Furthermore, in Figure 4.6, it is clear that the improvements provided by difference
uncertain measure are well-fitted to our expectation that epistemic and aleatoric un-
certainty sampling provide, respectively, the best and the least improvement while
the classical uncertainty sampling and the total of epistemic and aleatoric uncer-
tainty provide something in between. Finally, no general pattern has been drawn for
evidence-based uncertain measures.

Compared with the case of local learning, however, the improvements in compar-
ison to standard uncertainty sampling are now smaller, and sometimes completely
disappear. This is arguably due to the relatively strong bias imposed by the linear
model assumption: Although we initialize with a comparatively small set of training
data, the learning curves converge quite quickly (in the case of climate and blood,
there is almost no improvement at all). In other words, the linear model is more or
less fixed from the beginning, so that it becomes difficult for any sampling strategy
to make a real difference.

SFor better comparison, we use the measures in a pure form, that is, without using the high
uncertainty criterion as a pre-filter. Thus, we seek to avoid mixing the effect of their measures with
standard entropy.
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FIGURE 4.5: Average accuracies (y-axis) over 10 x 3-folds for logistic
regression as a function of the number of examples queried from the
pool (x-axis).
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FIGURE 4.6: Average distances (y-axis) over 10 x 3-folds for logistic
regression as a function of the number of examples queried from the
pool (x-axis).



4.2. Active learning 105

Naive Bayes
Data sets and experimental setting

We perform experiments on the first two small data sets described in the Table 4.1.
Similarly to the case of logistic regression, we start with a very small amount of
initial training data, thereby making improvements in the beginning more visible.
We conduct a 10 x 3-fold cross validation procedure: Each data set is split into 3
folds. The learning set is randomly split into a training data set and a pool set. The
proportions of (training, pool, test) set are (5%, 28%, 67%). The whole procedure
is repeated 10 times, and the accuracies are averaged. We fix the budget to be the
length of the pool. Let us note that we start from a slightly larger training data to
reduce the effect of the zero frequency problem which could present unexpected effects
when assessing the improvements provided by the methods.

In addition to accuracy, we monitor the convergence of the Kullback—Leibler di-
vergence (KL divergence) of § toward the best model 0*. Since the latter is not known,
we use the parameter that would have been learned on the entire data as a surrogate.
More specifically, we measure convergence in terms of Dgr (60 || é), which is often
called the information gain achieved if 6 is used instead of 6*, such that:

Dir(0* || 6) = Ze* ( '))>.

As before, uncertainty sampling (Algorithm 18) is instantiated with six measures
for selecting unlabelled instances: standard uncertainty (4.41), epistemic uncertainty
(4.6), aleatoric uncertainty (4.7), the sum of epistemic and aleatoric uncertainty (4.57),
the conflicting-evidence (Conf) and insufficient-evidence (Insu) measures by Sharma
& Bilgic [85]. In addition, we employ the credal uncertainty sampling (Credal), which
shares similar purpose with our interests and is applicable for Naive Bayes, to select
unlabelled instances.

Experimental results

As can be seen in Figure 4.7-4.8, there are very similar improvements provided by four
methods: standard uncertainty (4.41), epistemic uncertainty (4.6), aleatoric uncer-
tainty (4.7), the sum of epistemic and aleatoric uncertainty (4.57). The evidence-based
methods and credal uncertainty sampling (Credal) appear less effective in this test.

We think that these behaviors could be due to the presence of zero frequencies.
For instance, if we see zero frequencies when assessing an instance ¢, (4.33) implies
that the probabilities assigned for both classes are close to 0.5. On the other hand,
the plausible hypotheses tend to assign for ¢ the conditional probabilities around 0.5.
Consequently, (4.19) and (4.20) suggest that the degrees of support for both classes
are close to zero, i.e, a high degree of aleatoric uncertainty.

We thus derive a hypothesis that zero frequency problem have introduced another
kind of uncertainty (lack of knowledge on the unobserved parameters 6} 7 and Gg’tp)
that will be preferred by both the standard uncertainty (4.41) and aleatoric uncer-
tainty (4.7). In contrast, the epistemic uncertainty (4.6) is interested in the lack of
knowledge on some observed parameters. How to effectively investigate such situations
is not obvious, we thus leave it as an open problem.
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****** Conf il Insu
EpAl Stan
Epis Alea

****** Credal

(¢) methods

FIGURE 4.7: Average accuracies (y-axis) over 10 x 3-folds for Naive
Bayes as a function of the number of examples queried from the pool
(x-axis).
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FIGURE 4.8: Average KL divergence (y-axis) over 10 x 3-folds for
Naive Bayes as a function of the number of examples queried from the
pool (x-axis).
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4.3 Cautious inference

This section presents a method for reliable prediction in multi-class classification,
where the reliability refers to the possibility of partial abstention in cases of uncer-
tainty. More specifically, we allow for predictions in the form of preorder relations
on the set of classes, thereby generalizing the idea of set-valued predictions. Our ap-
proach relies on combining learning by pairwise comparison with the distinction made
between reducible (a.k.a. epistemic) uncertainty caused by a lack of information and
irreducible (a.k.a. aleatoric) uncertainty due to intrinsic randomness. The problem
of combining uncertain pairwise predictions into a most plausible preorder is then
formalized as an integer programming problem. This inference procedure is inspired
by the belief functions-based approach proposed recently by Masson et al. [58].

4.3.1 Principle of our method

We are going to present our approach to reliable multi-class prediction, which is based
on the idea of binary decomposition and a stepwise simplification (approximation) of
the information contained in the set of pairwise comparisons between classes—first in
terms of a preorder and then in terms of a set.

Learning by Pairwise Comparison

In the multi-class classification setting, we are dealing with a set of M > 2 classes
Y ={y1,...,ym}. Suppose a set of training data D = {(x,,y,)}_; to be given, and
denote by Dy, = {@,, | (xr, ym) € D} the observations from class yp,.

Learning by pairwise comparison (LPC) a.k.a. all-pairs is a decomposition tech-
nique that trains one (binary) classifier 6; ; for each pair of classes (y;,y;), 1 <i < j <
M [36]. The task of 6; j, which is trained on D; ; = D; UDj, is to separate instances
with label y; from those having label y;. Suppose we solve these problems with the
approach described in the previous section, instead of using a standard binary classi-
fier. Then, given a new query instance t € X', we can produce predictions in the form
of a quadruple

I () 1= (557 (), 57 (), uld (0), 0l (1)) (4.58)

one for each pair of classes (y;,y;). These predictions can also be summarized in three
[0, 1]M*M relations, a (strict) preference relation P, an indifference relation A, and
an incomparability relation E':

P= (Séf(t))”’ A= (u?z](t))” B = (ng(t))i,j

Let us note that, in our approach, predictions are always derived per instance, i.e., for
an individual query instance t. Likewise, all subsequent inference steps are tailored
for that instance. Keeping this in mind, we will henceforth simplify notations and
often omit the dependence of scores and relations on ¢.

Inferring a preorder

The structure (P, A, E) provides a rich source of information, which we seek to rep-
resent in a condensed form. To this end, we approximate this structure by a preorder
R. This approximation may also serve the purpose of correction, since the relational
structure (P, A, F) is not necessarily consistent; for example, since all binary classifiers
are trained independently of each other, their predictions are not necessarily transitive.
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Recall that a preorder is a binary relation R C Q x Q that is reflexive. In the
following, we will also use the following notation:

yi =R yj (or simply y; > y;) if ri;=1,7;,=0,
yi ~r y; (or simply y; ~y;) if r;=1,7,=1,
yi Lr y; (or simply y; L y;) if r;;=0,7r;,=0,

where r; j = 1if (y;,y;) € Rand r; ; = 0if (y;,y;) € R. Note that the binary relations
>, ~, L are in direct correspondence with the relations P, A, and FE, respectively.
How compatible is a relation R with a structure (P, A, E')? Interpreting the scores
(4.58) as probabilities, we could imagine that a relation R is produced by randomly
“hardening” the soft (probabilistic) structure (P, A, F), namely by selecting one of the
relations y; > yj, yj > Yi, Yi ~ Y;, ¥i Ly; with probability s/, sy’]], ub? | and ub
respectively. Then, making a simplifying assumption of independence, the probability

of ending up with R is given as follows:

H H 8’3 H ub’ H ub’ (4.59)

Yi™ RYj y] > RYi yi Lgr Yj Yi~RYj
The most probable preorder R* then corresponds to

R* = argmaxp(R 4.60
gmaxp(R), (4.60)
where R is the set of all preorders on Y.
Let us now propose a practical procedure to determine R*, which is based on
representing the optimization problems (4.60) as a binary linear integer program. To
this end, we introduce the following variables:

Xiy = rig(L=150), X35 =rja(L = 1i), X

%,J g (1 - ri,j)(l — rjﬂ')?X;l‘ = TijTj-

5J

Then, by adding the constraints Zl 1 Xj;=1and Xj, [ €{0,1}, we can rewrite the
probability (4.59) as follows:

i\ X1 x? X3 i\ XL
p(R) = T (s30)7 () () ™ ()™ (4.61)
i<j
Furthermore, the transitivity property
Ti’k‘l‘rk,j—l Sri,j, Vl#]#k (462)

can easily be encoded by noting that r; ; = XZ%]- + X;%j and r; ; = X2 + X]42-
and j < %, respectively.

Altogether, the most probable preorder R* € R is determined by X* = (X} e X 4 i )ings
which is the solution of the following optimization problem:

ife <y

max ZX +X2 ln( )+X3 In (u ’])—i-X;%jln(ufl’j) (4.63)
1<J

4
ZXf’jzl,V1§i<j§M,

Xl X2 X}, Xl e{01},Vi<i<j<M,

4,70 21,50 50
rik+re; — 1<, VitjFk.
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D D
(3

FIGURE 4.9: Preorder induced by Example 18 (strict preference sym-
bolized by directed edge, indifference by undirected edge, incompara-
bility by missing edge).

Note that if u%’ = 0 for all pairs, then the solution will be a complete preorder (in
which the binary relations are either ~ or ) between class probabilities, which is
consistent with our interpretation. Similarly, if us?! =0 and v’ = 0 for all pairs, we
would obtain a linear ordering, as in [12].

Obtaining credible sets from R*

Consider the preorder R* = R*(t) for an unlabelled query instance ¢, and suppose we
seek a set-valued prediction 6(t) C ). A reasonable way to obtain such a prediction
is to collect all non-dominated classes, i.e., to exclude only those classes y; for which
y; =R+ y; for at least one competing class y;. A class label of that kind can be seen
as a potentially optimal prediction for £. Adopting the above notation, the set-valued
prediction can thus be determined as

0(t) = {y eV XL+ Y X2 = o}, (4.64)

J<u 1<j

which means that it can immediately be derived from the solution of (4.63). Note
that full uncertainty, i.e, 8(t) = ), only occur if all pairs (y;,y;) are incomparable
or indifferent.

How to obtain a set-valued prediction from the pairwise information is illustrated
in the following example.

Example 18. Assume that we have the output space Y = {y1,...,ys} and pairwise
information (4.58) for an unlabelled instance t given by the following quadruples:

12(t) = (0,0.1,0.6,0.3), 1'3(t) = (0.6,0,0.1,0.2),
I44(t) = (0.9,0,0.1,0), 115(t) = (0.4,0,0.3,0.3),
123(t) = (0.6,0,0.2,0.2), 1>4(t) = (0.7,0,0,0.3),
I*5(t) = (0.9,0,0,0.1), >4(t) = (0.6,0,0.2,0.2),
I*°(t) = (0.9,0,0.1,0), I*5(t) = (0.05,0.05,0.4,0.5).

Solving the optimization problem (4.63) gives the most probable preorder R* pictured
in Figure 4.9 with the corresponding value X™ s.t. Xf’g = X1173 = X21’3 = X?}A =
X§75 = Xff’g) = 1. Finally, from (4.64) we get O(t) = {1,2}.

4.3.2 Experimental evaluation

This section presents some experimental results to assess the performance of our ap-
proach to reliable classification.
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+# name # instances # features # labels
a iris 150 4 3
b wine 178 13 3
¢ forest 198 27 4
d seeds 210 7 3
e glass 214 9 6
f ecoli 336 7 8
g libras 360 91 15
h  dermatology 385 34 6
i vehicle 846 18 4
j vowel 990 10 11
k yeast 1484 8 12
1 wine quality 1599 11 6
m optdigits 1797 64 10
n segment 2300 19 7
o wall-following 5456 24 4

TABLE 4.2: Data sets used in the experiments

Data sets and experimental setting

We perform experiments on 15 data sets from the UCI repository (cf. Table 4.2),
following a 10 x 10-fold cross-validation procedure. We compare the performance of
our method (referred to as PREORDER) with two competitors. To make the results
as comparable as possible, these methods are also implemented with pairwise learning
using a logistic regression classifier as base learner. Thus, they only differ in how
the pairwise information provided by the logistic regression is turned into a (reliable)
multi-class prediction.

e VOTE: The first method is based on aggregating pairwise predictions via stan-
dard voting, which is a common approach in LPC. However, instead of simple
weighted voting, we apply the more sophisticated aggregation technique pro-
posed in [46], which shows better performance. Note that, by predicting the
winner of the voting procedure, this approach always produces a precise predic-
tion.

e NONDET: As a baseline for set-valued predictions, we use the approach of
[22], which has been shown to exhibit competitive performance in compari-
son to other imprecise prediction methods [104]. Recall that this approach
produces nondeterministic predictions from precise probabilistic assessments.
This requires turning pairwise probability estimates into conditional probabili-
ties (pg(y1|t),...,po(yar|t)) on the classes, a problem known as pairwise cou-
pling. To this end, we apply the do method, which performs best among those
investigated in [96].

Evaluation metrics for assessing set-valued predictions have to balance correctness
(the true class y is an element of the predicted set Y := 6(¢)) and precision (size
of the predicted set) in an appropriate manner. For example, in [104], the authors
argue that using the simple discounted accuracy (1/|Y] if y € Y and 0 otherwise) is
equivalent to saying that producing a set-valued prediction is the same as choosing
within this set (uniformly) at random. This means that the discounted accuracy does
not reward any cautiousness. Also, it can be shown that minimizing the expected
discounted accuracy in expectation would never lead to imprecise predictions [102].
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VOTE PREORDER NONDET
# acc. U UG5 Ugo Ugs
«  8433(3,1) 9045(1) 83.29(2) 86.71(2) 76.88(3)
b 9635(1,1) 95.80(2) 93.18(2) 9347(3) 88.92(3)
¢ 89.76(2,1) 92.15(1) 88.82(2) 88.49(3) 81.57(3)
d - 88.81(3,1) 92.15(1) 88.16(2) 90.03(2) 83.60(3)
e 47.14(3,3) 67.32(1) 57.24(1) 65.03(2) 52.98(2)
fT557(3,1) 80.66(1) 75.25(2) 77.02(2) 68.89(3)
g 50.50(3,3) 70.51(1) 63.91(1) 62.50(2) 53.02(2)
ho 96.43(2,2) 97.70(1) 96.46(1) 96.01(3) 93.38(3)
i 63.99(3,1) 7LOT(1) 62.17(2) 68.92(2) 57.17(3)
j o 30.57(3,2) 5L10(1) 42.57(1) 48.22(2) 37.27(3)
ko 49.35(3,2) 60.60(2) 50.04(1) 60.84(1) 49.22(3)
I 5810(3,3) 69.65(2) 59.92(1) 71.02(1) 59.16(2)
m 96.37(3,2) 97.67(1) 96.81(1) 96.85(2) 95.46(3)
n 8451(3,3) 91.87(1) 89.16(1) 90.01(2) 85.49(2)
o 68.69(3,3) 76.42(2) 70.79(1) T77.34(1) 70.39(2)
aver.  (uso, Ues) ugo Ugs ugo Ugs
rank  (2.73,1.93)  1.27 1.40 2.00 2.67

TABLE 4.3: Average utility-discounted accuracies (%)

Here, we therefore adopt the average utility-discounted accuracy measure, which has
been proposed and formally justified in [104]:

0 ify¢yY
U(y, Y) = ¢1 ¢2 .
— — ——  otherwise
Y| (Y]
More specifically, we use the measures ugs with (¢1, ¢2) = (1.6,0.6) and ugg with
(¢1,02) = (2.2,1.2). Note that, in the case of precise decisions, both ugs and uggy
reduce to standard accuracy.

Experimental Results

The average performances in terms of the utility-discounted accuracies are shown
in Table 4.3, with ranks in parenthesis (note that we provide one set of ranks for
ugs, and another one for ugy). Firstly, we notice that PREORDER yields the best
average ranks over the 15 data sets, both for ugy and ugs. Furthermore, a Friedman
test [24] on the ranks yields p-values of 0.0003138 and 0.002319 for wugy and wugs,
respectively, thus strongly suggesting performance differences between the algorithms.
The Nemenyi post-hoc test (see Table 4.4) further indicates that PREORDER is
significantly better than VOTE regarding ugg and NONDET in the case of ugs.
Since ugg rewards cautious predictions stronger than wugs does, it is not surprising
that indeterminate classifiers do better in this case. Yet, even when considering ugs,
PREORDER remains competitive with VOTE. This suggests that it tends to be
more precise than NONDET, while still accurately recognizing those instances for
which we have to be cautious.

Ideally, an imprecise classifier should abstain (i.e., provide set-valued predictions)
on difficult cases, on which the precise classifier is likely to fail [L01]. The goal of Figure
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# Hy ugo Ugs

1 V=P 0.00017 0.3101
2
3

V=N 011017 0.1102
P=N 0.11017 0.0015

TABLE 4.4: Nemenyi post-hoc test: null hypothesis Hy and p-value

4.10(a,b) is to verify this ability. Figure 4.10(a) displays, for each data set, the percent-
age of times the true class is in the prediction of PREORDER, given the prediction
was imprecise, versus the accuracy of VOTE on those instances. Figure 4.10(b) does
the same for NONDET. Both imprecise classifiers achieve high percentages (> 80)
of correct partial predictions, while the corresponding percentages of VOTE vary in
a wider range. Also, the accuracy of the latter significantly drops on those instances
(for example, the average accuracy for data set g is 50% in Table 4.3, but drops to
less than 30% in Figure 4.10(a)), confirming that the imprecise classifiers do indeed
abstain on difficult cases. Finally, note that the points in Figure 4.10(a) are a bit
more to the left than those in Figure 4.10(b), again suggesting that PREORDER is
doing slightly better in recognizing difficult instances than NONDET.

For the two imprecise classifiers, we also compare the average proportion of par-
tial predictions and the average (normalized) size of the predictions when at least
one method produces a partial prediction. Figures 4.10(c) and 4.10(d) indicate that
NONDET produces more partial predictions of (slightly) larger size.

4.4 Conclusion

Yet the distinction between epistemic and aleatoric uncertainty has been increasingly
studied, a lack of efficient techniques to estimate these degrees of the uncertainty
seems to restrict its subsequent applications. We have proposed estimators for pop-
ular classifiers and used it to solve two machine learning problems: active learning
and cautious inference. Our general conclusion is that the distinction between epis-
temic and aleatoric uncertainty can indeed provide advantages for subsequent machine
learning applications.

4.4.1 Active learning

We reconsider the principle of uncertainty sampling in active learning from the per-
spective of uncertainty modeling. More specifically, it starts from the supposition
that, when it comes to the question of which instances to select from a pool of candi-
dates, a learner’s predictive uncertainty due to not knowing should be more relevant
than its uncertainty due to inherent randomness.

To corroborate this conjecture, we have proposed the epistemic uncertainty sam-
pling, in which standard uncertainty measures such as the entropy are replaced by a
novel measure of epistemic uncertainty. The latter is borrowed from a recent frame-
work for uncertainty modeling, in which the epistemic uncertainty is distinguished
from the aleatoric uncertainty [79]. In comparison to previous proposals based on
similar ideas, our approach is arguably more principled. Moreover, it is completely
generic and can be instantiated with any (probabilistic) classifier as a learning algo-
rithm.

We interpret the experiments conducted with a simple local learning algorithm
(Parzen window classifier) and logistic regression as evidence in favor of our conjec-
ture. They clearly show that a separation of the total uncertainty (into epistemic and
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FIGURE 4.10: (a) Correctness of the PREORDER in the case of ab-

stention versus accuracy of the VOTE. (b) Correctness of the NON-

DET in the case of abstention versus accuracy of the VOTE. (c)

Proportion of partial predictions when at least one method produces

a partial prediction. (d) Average normalized size of the predictions in
such cases.

aleatoric) is effective, and that the epistemic part is the better criterion for selecting
instances to be queried. As already said, investigating how to effectively implement
our approach for the case of Naive Bayes requires significant extra efforts and will be
left as an open problem.

4.4.2 Cautious inference

We have introduced an approach to cautious inference and reliable prediction in multi-
class classification. The basic idea is to provide predictions in the form of preorder
relations, which allow for representing preferences for some candidate classes over oth-
ers, as well as indifference and incomparability between them; the two latter relations
are in direct correspondence with two types of uncertainty, aleatoric and epistemic.
This can be seen as a sophisticated way of partial abstention, which generalizes set-
valued predictions and classification with reject option. Technically, our approach
combines reliable binary classification with pairwise decomposition and approximate
inference over preorders.

Our experiments on this type of problem are quite promising and suggest that our
method is highly competitive to existing approaches to reliable prediction. Yet, by
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using to the set of maximal elements, we only used preorder predictions for the purpose
of set-valued classification. The preoder, however, provides very rich information
about the preference for classes, which could be used for other purposes.
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Chapter 5

Conclusion, perspectives and open
problems

In this work, we have studied different aspects of imprecision treatment, focusing on
two potential settings where imprecision due to imperfect data and imperfect knowl-
edge, respectively. Considering the former setting, we have studied both the problem
of making inference and the one of learning an optimal model from partially speci-
fied data. We have investigated different potential situations where one may have to
deal with multiple optimal decisions (either labels or models) due to the presence of
partial data and developed active learning techniques to tackle these situations. We
have focused, in the later setting, on the situations where data are precisely specified,
however, these are classes that can not be distinguished due to a lack of knowledge
or due to a high uncertainty. In particular, we have advocated a distinction between
epistemic and aleatoric uncertainty in machine learning problems.

The main conclusions from Chapter 2, in which we have (1) implemented the
maximax approach for the case of partially featured data and (2) developed active
learning approaches to reduce the imprecision in the inference step due to the presence
of partial data, are following:

- We can employ the maximax approach to make inferences from partially speci-
fied data using tractable and scalable techniques. Furthermore, in complement
to the promising results regarding the case of partially labelled data, our exper-
iments indicate that, in the case of partially featured data, a simple imputation
method could often work as well as the maximax approach, but for some data
sets the maximax approach can bring a real advantage. This conclusion can
motivate further research on broadening the applications of the maximax ap-
proach.

- The possible and necessary label sets have appeared to be efficient tools for
quantifying the imprecision introduced to learners by partial data. Experimen-
tally, our investigation have indicated that (1) there are situations where partial
data can indeed affect the predictive ability of the maximax approach (e.g, when
employing a small number K or there is a large amount of partial labels) and
(2) by doing active learning, we can significantly improve the performance of
the maximax approach.

- The perspectives we provided in the end of this Chapter could benefit future
attempts on tackling both the problem of making inferences and the active
learning in the generic setting of partially specified data.

The first conclusion from Chapter 3 is that, together with the active learning pro-
posal presented in Chapter 2, we have addressed different settings of the active learning
problem for partial data. This problem has been little explored in the literature, in
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particular in the case of partially featured data. Furthermore, the improvements on all
criteria suggest that the presence of partial data can introduce significant imprecision
to the learning step. Considering the case of partially featured data, our racing algo-
rithms have consistently outperformed other simple baselines. This means that doing
active learning in this case is a promising direction while it is not necessarily the case
for partially labelled data where even random strategies performs similar to others.
Yet, our proposals have been developed upon noticeable intuitions. Developing more
sophisticated approaches would be a worthy research direction.

From Chapter 4, we can conclude that a separation of the total uncertainty into
epistemic and aleatoric part is effective.

- In the active learning problem, the epistemic part has appeared to be the better
criterion for querying instances. Given this affirmation, we are now encouraged
to elaborate on epistemic uncertainty sampling in more depth, and to develop it
in more sophistication. This also includes an extension to other active learning
strategies (e.g., expected model change).

- Considering the problem of making cautious inferences, the distinction epis-
temic/aleatoric uncertainty provides pairwise information from which we can
learn predictions in the form of preorder relations. Such a preorder allows for
representing preferences for some candidate classes over others, as well as indif-
ference and incomparability between them. It thus suggests reasons for why a
class should be included into or discarded from the set-valued prediction. This
characteristic gives the ability to appropriately balance reliability and precision
which is a crucial demand when doing cautious inferences. Thus, next research
efforts should focus on exploiting more of the potential of preorder predictions,
and to use such predictions in other contexts and problem settings. In active
learning, for example, preorder predictions may provide very useful information
for guiding the selection of queries. Since our approach applies as soon as a
likelihood is defined, extending it to other kinds of likelihood such as evidential
ones [25] would be another promising direction.
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