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Abstract

In modern high-dimensional data sets, feature selection is an essential pre-processing step for many statistical
modelling tasks. The field of cost-sensitive feature selection extends the concepts of feature selection by introducing
so-called feature costs. These do not necessarily relate to financial costs, but can be seen as a general construct to
numerically valuate any disfavored aspect of a feature, like for example the run-time of a measurement procedure,
or the patient harm of a biomarker test. There are multiple ideas to define a cost-sensitive feature selection
setup. The strategy applied in this thesis is to introduce an additive cost-budget as an upper bound of the total
costs. This extends the standard feature selection problem by an additional constraint on the sum of costs for
included features. Main areas of research in this field include adaptations of standard feature selection algorithms
to account for this additional constraint. However, cost-aware selection criteria also play an important role for

the overall performance of these methods and need to be discussed in detail as well.

This cumulative dissertation summarizes the work of three papers in this field. Two of these introduce new meth-
ods for cost-sensitive feature selection with a fixed budget constraint. The other discusses a common trade-off
criterion of performance and cost. For this criterion, an analysis of the selection outcome in different setups
revealed a reduction of the ability to distinguish between information and noise. This can for example be coun-
teracted by introducing a hyperparameter in the criterion. The presented research on new cost-sensitive methods
comprises adaptations of Greedy Forward Selection, Genetic Algorithms, filter approaches and a novel Random
Forest based algorithm, which selects individual trees from a low-cost tree ensemble. Central concepts of each
method are discussed and thorough simulation studies to evaluate individual strengths and weaknesses are pro-
vided. Every simulation study includes artificial, as well as real-world data examples to validate results in a
broad context. Finally, all chapters present discussions with practical recommendations on the application of the

proposed methods and conclude with an outlook on possible further research for the respective topics.



CONTENTS

1 Introduction 1

2 Cost-Constrained Feature Selection in Binary Classification: Adapta-

tions for Greedy Forward Selection and Genetic Algorithms 6
2.1 Contributed Material . . . . . . . . ... 6
2.2 Overview of Methods and Simulations . . . . . . ... .. ... ... ... 7
2.3 Main Results and Conclusions . . . . . . . . .. ... ... ... . ... 8
24 Outlook . . . . . . 10

3 Implications on Feature Detection when using the Benefit-Cost Ratio 11

3.1 Contributed Material . . . . . . . . ... o 11
3.2 Problem Definition . . . . . .. ..o 12
3.3 Key Results and Conclusions . . . . . . . . . .. ... ... ... ... .. 12
3.4 Outlook . . . . . 14

4 Feature Selection Methods for Cost-Constrained Classification in Ran-

dom Forests 15
4.1 Contributed Material . . . . . . . . . ... ... 15
4.2 Overview of Methods and Simulations . . . . ... ... .. ... ... .. 16
4.3 Main Results and Conclusions . . . . . . . . . . ... ... ... 18
4.4 Outlook . . . . . 19

References 21



CHAPTER

INTRODUCTION

“Nichts auf dieser Welt ist umsonst. Selbst
der Tod kostet das Leben.”

(Nothing in this world is for free. Even
death costs your life.)

German Proverb

In times of digital data acquisition and the trend towards “Big Data”, statistical modeling
tasks are more than ever faced with problems arising from high dimensional feature spaces.
These can reach from an increased prediction uncertainty created by uninformative fea-
tures (“noise”), over multicollinearity problems from redundancies in the data, that result
in convergence issues, to general model fitting problems for example in situations, where
the number of features extends the number of observations. In these scenarios, selecting
a suitable subset of all available features describes an essential pre-processing step. The
corresponding field of feature selection (Guyon and Elisseeff, 2003) is widely researched

and provides a large set of methods and tools designed specifically for this purpose.

The work presented in this thesis extends the idea of feature selection by introducing
so-called feature costs. These costs can be seen as a general construct to numerically

valuate a disfavored aspect of a feature. In financial scenarios, feature costs can refer
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to actual costs and describe the price of obtaining a feature. This can be a relevant
aspect, if for example the goal of the analysis is to build a diagnostic test in a competitive
field, where one of the defining criteria is the final market price. However, costs can
also be seen in a more abstract sense, like for example as success or failure rates in
obtaining a feature. This has special relevance in modelling applications, where a missing
value in a model component directly results in a missing value in the final prediction.
An example for this is again the diagnostic test setup. As official regulations typically
require a general prove of efficacy, adaptive ideas or imputation approaches are still very
uncommon in this field. Therefore, avoiding missing values is a highly relevant secondary
objective here as well. The medical setting also includes a third possible use-case for costs,
which is patient harm. Standard feature selection algorithms do not distinguish between
a feature requiring a painful biopsy and a simple non-invasive urine test, if both show
similar predictive performance. In practice, however, this difference may oftentimes be
even more important than slight advantages in accuracy. One last example of a feature
cost definition is prediction time. In certain online applications, relevant features need to
be computed in real-time along an input of the user. Modern search engines for instance
provide intelligent guesses of the intended search term while the user is typing. The
quality of these guesses of course is one important factor. Yet, the time to obtain these
guesses is also essential. A model that requires more than a second for its suggestions

would be worthless in practice, irregardless of its performance.

All of these applications illustrate the need for feature selection algorithms, which do
not only focus on optimizing predictive performance, but also account for an aspect of
feature costs. The corresponding field of research is commonly referred to as “cost-sensitive
learning” (Tan, 1993). There are three main strategies to integrate feature costs into

statistical model selection problems, which are described shortly in the following.

The first of these is to harmonize costs of misclassifications and feature costs of a final
model, while not defining any hard boundaries for either objective. Hence, any model
that is not dominated in both aspects simultaneously by another model is a valid final
candidate. The main motivation for this strategy is that hard cost limits are unusual in
practical applications and a certain budget flexibility is often possible if the corresponding
benefit is worthwhile. Research in this adaptive field can for example be found in Q. Zhou,
H. Zhou, and Li (2016) or Bolon-Canedo et al. (2014). While the idea of flexible budgets
is intuitive, the downside, however, is that the output of a feature selection algorithm

generally still includes a large number of non-dominated models, and ultimately, a manual
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decision from a Pareto-efficient frontier is necessary. In practice, this final choice may be
to some extent arbitrary, as decision-makers often have no exact valuation of the trade-off

of a performance measure and costs.

The second popular strategy for cost-sensitive learning focuses on average prediction costs
of new observations. The main difference for this approach is that models do not use a
fixed set of features, but decide which features to use for prediction for each observation
individually. This means that for some easy-to-predict observations, a cheap set of a
few features may be sufficient, while for other more difficult observations, a larger set
of features can be used. Altogether, the goal is to minimize the average feature costs
of all expected predictions. M. J. Kusner (2016) provides a good overview of this field,
which is referred to as “resource-efficient learning”. Further work can also be found in
Z. Xu, M. Kusner, et al. (2013), Z. Xu, M. J. Kusner, et al. (2014), and M. Kusner et al.
(2014). Of course this strategy is only possible, if features are obtained online at the
time of prediction and costs arise from this data collection process. An example for a
corresponding setup could be search engine suggestions, where feature costs refer to the
time required to obtain a certain relevant metric. Complex user inputs could be predicted
more accurately by obtaining additional metrics, while simple requests could be dealt
with quickly. Nevertheless, for most of the practical problems and cost setups described

earlier, this specific strategy is not applicable.

The third and final strategy is similar to the first and again aims to identify a fixed
model, which harmonizes a trade-off between costs and predictive performance. However,
to avoid the manual selection from a large set of models, this strategy introduces a fixed
feature cost budget. With this limitation, a single optimal solution is always defined.
The overall cost-sensitive approach extends the standard feature selection problem only
by introducing an additional constraint on the total sum of costs. A formal definition of
this problem for features X; with individual costs ¢; is given in the following. The feature
subset § that is optimal with respect to a performance measure () and holds a cost budget

Cmax 18 selected by

§ = argmax {Q(s)} subject to Z ¢; < Crmax- (1.1)

s jiX,€s
Because of the increasing complexity in higher-dimensional feature spaces, approximate
heuristics are required to solve this problem in practice. Min, Hu, and Zhu (2014) present

examples for such feature selection heuristics and also provides an alternative problem
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definition in the context of rough sets. Other research on this topic can for example be
found in Leskovec et al. (2007), or Min and J. Xu (2016). The main downside of this
specific strategy is the missing flexibility that results from a fixed cost budget. If a model
with only slightly higher costs would be able to dramatically boost performance, one would
still not be able to identify it here. In practice, however, this problem can for instance be
attenuated by performing multiple feature selection runs with different values of cy.¢. The
main advantages on the contrary are a clean definition of the feature selection problem and
avoiding arbitrary manual decisions after the selection. Therefore, this strategy provides

a general and easy to apply solution for cost-sensitive feature selection problems.

This thesis focuses on this third approach and uses a fixed feature cost budget limit.
As most existing feature selection methods commonly do not naturally include options
for a secondary constraint, introducing adequate cost-adaptations of these algorithms is
one aspect of research in this field. Ensuring that methods hold a given feature cost
budget is, however, only a first technical step. The (heuristic) search strategy of each
algorithm essentially guides the individual selection steps. Cost-sensitive adaptations of
this search strategy are therefore a promising approach to further improve the final re-
sult. A typical idea here is to modify the main selection criterion, which is often purely
performance based, and introduce an alternative custom trade-off measure including fea-
ture costs. Discussing the consequences and implications of these criteria on the selection
result is another aspect of research. Besides adapting existing methods and discussing
selection criteria, a third option is to introduce completely new approaches. These can
be specifically tailored to a cost-constrained setup and provide solutions for situations,

where simple adaptations are not feasible.

The following chapters include examples for all of these mentioned ideas. Chapter 2
presents the work of Jagdhuber, Lang, Stenzl, et al. (2020), who adapt common feature
selection algorithms like Greedy Forward Selection, Genetic Algorithms and filter methods
to handle a fixed feature cost budget. Furthermore, a custom cost-sensitive selection
measure is introduced and compared with a standard performance-based approach. A
large scale simulation study on artificial and real-world data is conducted to evaluate all
proposed methods. Finally, practical recommendations for the application of feature cost

methods are provided.

Chapter 3 presents results of Jagdhuber and Rahnenfiihrer (2020), who discuss a cost-

sensitive trade-off measure that is commonly used in feature cost scenarios. Negative
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implications of the uncontrolled version of this measure are illustrated on a practical
example for multiple parameter setups. These problems can for example be avoided by

introducing a hyperparameter.

The final Chapter 4 summarizes the work of Jagdhuber, Lang, and Rahnenfiihrer (2020),
who introduce a novel feature selection method tailored to cost-sensitive Random Forest
problems. Additionally, adaptations of common alternative approaches for this setup are
proposed. An artificial simulation study, as well as a thorough analysis on six real-world
data sets from different fields of application are used to compare these methods and

identify strengths and weaknesses in different setups.

Each chapter ends with an outlook for possible further research in its topic.
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COST-CONSTRAINED FEATURE SELECTION IN BINARY
CLASSIFICATION: ADAPTATIONS FOR GREEDY FORWARD
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matics 21.1, pp. 1-21. DOI: 10.1186/s12859-020-3361-9. URL: https:
//doi.org/10.1186/s128569-020-3361-9
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simulation settings and to the interpretation of the results, and corrected and
approved the manuscript.
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2.2 Overview of Methods and Simulations

Jagdhuber, Lang, Stenzl, et al. (2020) consider the cost-constrained feature selection prob-
lem in binary classification and propose multiple extensions of common heuristic feature
selection methods in this context. The first of these algorithms is Greedy Forward Se-
lection. A cost-constrained version of this method can be obtained by subsetting the
feature candidates in every iteration to only include those that do not exceed the budget
if added. While this adaptation (named FS) does produce admissible results, the deci-
sion on which feature to include at each iteration is purely based on performance. A
more sophisticated idea is to also include the relative costs of a feature for this decision.
Therefore, a hyperparameter-controlled trade-off criterion — the benefit-cost ratio (BCR)
— is introduced. Using Akaike’s Information Criterion (AIC) (Akaike, 1974) as measure
for the performance of a model M(-), the BCR of adding a feature X, with cost ¢; to a

candidate set s is given by

AIC(M(s)) — AIC(M(sU X))

BCR, = —
J

, (2.1)

where £ is a hyperparameter to guide the trade-off. The corresponding adaptation of the
Greedy Forward Selection algorithm, which chooses features according to this criterion,

is labeled cFS.

The second class of methods adapted in this paper are Genetic Algorithms (GA) (Hol-
land, 1973). GAs propose candidate feature combinations by applying a set of so-called
“genetic operators”, which translate the evolutionary ideas of survival of the fittest, genetic
crossover and random mutation. The proposed candidate population is then evaluated
by a fitness function, which assigns a real number assessing the suitability of a candidate
set. There are two general ideas to adapt this method for a feature cost setup. The
first idea (£GA) alters the fitness function of the GA. For a feature set, whose total costs
are within the given budget, the fitness value corresponds to the predictive performance.
However, for feature sets violating the cost constraint, a negative fitness value specifying
the extent of the cost violation is used. This way, the GA is able to evolve from higher
constraint violations to lower ones, eventually finding valid candidate sets. The second
idea (cGA) alters the genetic operators to only propose feature combinations within the
budget in the first place. For this, Jagdhuber, Lang, Stenzl, et al. (2020) propose a cost-

constrained population initialization algorithm, a cost-constrained crossover operator and
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a cost-constrained mutation operator. In combination with the existing [rSelection oper-
ator, this set of genetic operators defines an adapted setup, that can be used with any

fitness function.

To assess the quality of the proposed methods FS, cFS, £GA and cGA, four filter meth-
ods are furthermore implemented as baseline approaches. Filters compute a measure of
importance for every feature that in a second step can be used to select a suitable fea-
ture subset. The selected methods were chosen according to the recommendations of a
benchmark study by Bommert et al. (2020) and included the methods Filter.tTest,
Filter.Symuncert, Filter.PraznikJMIM and Filter.RangerImpurity. To select a fi-
nal set from the feature rankings of the filter methods, a top-down approach is used.
Features are added to the model in order of their rank according to the filter, but only,
if the cost of the resulting model does not exceed the budget. The process is stopped, if

the additional cost of any remaining feature would exceed the budget.

All proposed methods are compared in eleven artificial simulation settings and two sim-
ulation studies based on real-world data sets. The aim is to analyze a wide spectrum of
data situations for a thorough performance overview. The artificial simulations include
six main settings with different combinations of the number of relevant and noise fea-
tures, effect sizes and feature cost budgets. The remaining five artificial settings focus
on special design traits, like for example a correlation of feature costs with effect sizes,
or features originating from mixture distributions. The real-world simulations comprise
two biological data sets. For the first of these, a so-called plasmode approach (Vaughan
et al., 2009) is used. Plasmodes take a data set generated from natural processes and add
a simulated aspect to the data (Franklin et al., 2014). To obtain a controlled scenario,
this simulated aspect is the binary response variable, which is computed from features
that are defined to be relevant. As this provides only a partial real-world application, a
second simulation on unmodified real-world data is performed as well. Analyses focus on

predictive performance, run-time, and detection of relevant features where applicable.

2.3 Main Results and Conclusions

Figure 2.1 illustrates performance and detection rate results for an exemplary setting of

the artificial simulation study. This setting includes a total of p = 300 features, of which

(rel)

p\"®) = 30 are considered relevant with moderate effects. The budget limit is set to vy = %
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Figure 2.1: Left: Boxplots for every feature selection method illustrate the distribution of the values for the area
under the receiver operating characteristic (AUC) obtained in the 100 simulation data sets (transparent dots). The
black diamonds depict the mean AUC values. A horizontal green bar highlights the area between the 0.05 and 0.95
quantile of AUC values when always selecting the cheapest subset of relevant features that fit in the budget. Right:
Precision-recall plot comparing the analyzed feature selection methods. Precision corresponds to the ratio of detected
relevant features divided by the total number of features in the model. Recall shows the ratio of detected relevant
features divided by the total number of relevant features. The cost budget defines an upper limit for the recall in the
simulations. It is highlighted by a green line.

of the cost of all relevant features combined, and hence defines a notable constraint.

Compared to the baseline filter methods and FS, the proposed adaptations of Forward
Selection and Genetic Algorithms typically result in better performing feature sets. The
only exception to this occurs at a specific simulation setting, where the budget allows to
include twice the total cost of all relevant features. In these situations without a true
budget constraint, the BCR-based cFS method notably falls behind. However, a proper
choice of the BCR hyperparameter can overcome this problem and achieves good results
in all settings. The GA adaptations generally rank within the best methods and provide
an overall versatile method, yet also require an at least five-fold higher run-time compared
to all other methods. The analysis of the feature detection rate highlighted that in this
case with respect to performance, it is more important to include relevant features than to
reduce the number of noise features. The precision-recall analysis of Figure 2.1 is a good
example for this. In this setting, cF'S has the lowest precision, but highest recall, and
turns out to be the best performing method, while the filter approaches have the highest
precision but lowest recall and show the lowest performances. The results obtained on

real-world data reinforced the presented findings of the simulations with artificial data.

Altogether, it is recommended to use cGA for its robustness in a wide variety of data
settings and its generalized implementation allowing to define a completely unconstrained

fitness function.
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2.4 Outlook

Beyond the scope of this work, many extensions of the proposed methods are possible.
In the presented analyses, the selection of a feature subset is performed according to the
AIC. Other performance measures, which for instance evaluate a cross-validated setup,
could further improve the general predictive performance. Moreover, this would also
broaden the field of applicable modelling methods, which is currently only limited by
the applicability of the AIC. While the presented paper specifically analyses a binary
classification task, none of the proposed methods is technically limited to this setup.
In principle, each approach is also valid in many further supervised learning tasks, and
research on the effects for example in regression setups could be of interest as well. Finally,
besides Forward Selection and Genetic Algorithms, adaptations of other feature selection
approaches are a general option for further research to extend the spectrum of available

methods in this field.



CHAPTER

IMPLICATIONS ON FEATURE DETECTION WHEN USING THE
BENEFIT-COST RATIO

3.1 Contributed Material

Rudolf Jagdhuber and Jorg Rahnenfiihrer (2020). Implications on Feature Detection
when using the Benefit-Cost Ratio. arXiv: 2008.05163v2 [stat.ML]

Authors’ contribution

Rudolf Jagdhuber initiated the topic, formulated and discussed the problem,
designed and executed the simulation studies, interpreted the results, and wrote
the manuscript. Jorg Rahnenfiihrer supervised the project, contributed to the
problem definition, the design of the simulation study and to the interpretation
of the results, and corrected and approved the manuscript.
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3.2 Problem Definition

A common cost-sensitive strategy to valuate the importance of a feature X; is to use the
ratio of a metric for performance gain A@); and the additional costs ¢; that this gain

requires.
AQ;

Cj

BCR(X;) =

(3.1)

This popular statistic, which is referred to as the benefit-cost ratio (BCR), can for example
be found in Min, He, et al. (2011), Min, Hu, and Zhu (2014), Min and J. Xu (2016),
Leskovec et al. (2007), and Grubb and Bagnell (2012). It applies a scaling to the estimated
gain in performance relative to the induced costs. For uninformative noise features, this
gain is theoretically zero and the BCR should not be affected from high or low costs.
With finite data, however, the estimation uncertainty can also randomly lead to positive
values of AQ);, which may then be amplified in specific cost settings. Jagdhuber and
Rahnenfiihrer (2020) discuss this problem and analyze the practical consequences of an

individual cost-scaling with respect to distinguishing relevant information from noise.

A simulation study with a single feature selection step for a linear regression setup is
conducted in multiple parameter constellations to analyze effects on the detection rate of
relevant features. By defining equal costs for relevant and noise features, respectively, the
BCR can be formulated as a scaling of the performance gain, which differs between both
classes only by a single parameter 6. The cost-sensitive feature selection step thus identifies
the maximal value from (%, AQoise, 0) and chooses either a relevant feature, a noise
feature, or no feature at all. Influences of the scaling parameter ¢, the number of relevant
and noise features, and the effect size of relevant parameters on this selection result are

analyzed.

3.3 Key Results and Conclusions

The first observation of the obtained simulation results is that cost-scaling does not influ-
ence the case of deciding for no feature. As features are only selected if their performance
measure is greater than zero and 6 does not change the sign of the measure, the absolute
size of the BCR is irrelevant for this aspect. Thus, the only critical scenario occurs, if
both relevant and noise features produce positive values of A@. In these situations, it

can be observed that increasing values of # result in a decreasing detection rate. This
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Figure 3.1: Empirical distributions of the gain in root mean squared error ARMSE for the simulation study in Jagdhuber
and Rahnenfiihrer (2020). Three different levels of cost-scaling for relevant features with effect size 0.2 are illustrated
in blue. Three density plots corresponding to different numbers of noise features are shown in red. All plots share a
common y-axis.

effect is only counteracted by the effect size of the relevant features. For very large 6, the
detection rate is reduced to the probability of observing AQ < 0 for all noise features and
AQ > 0 for at least one relevant feature. The effects of 0 are therefore also associated
with the number of noise features, which defines the probability for a positive AQise-
The described results are illustrated by the (scaled) densities of relevant and noise fea-
tures shown in Figure 3.1. It can be seen that the cost-scaling shrinks the density of
the performance gain for relevant features, while keeping the total positive and negative
probability masses constant. A higher number of noise features increases the respective

positive probability mass and hence the overall likelihood of selecting noise.

In conclusion, the simulation study showed a notable influence on the detection rate when
using the BCR in settings with high relative cost differences. Such scenarios may not be
unrealistic and can unintentionally occur in practice. Min, He, et al. (2011) for example
suggested to solve mathematical problems arising from cost-free features by assigning
small pseudo-costs to them. However, in an uncontrolled cost setup, this approach could
easily create immense scalings. To address the adverse effects highlighted in this paper,
one option is to manually avoid extreme cost ratios in the data. This can for instance be
realized with an adequate transformation of the original costs. However, as a more flexible
and overall superior option, it is recommendable to avoid the plain BCR criterion in
AQ;

general, and instead use a hyperparameterized alternative like for example e (Min, Hu,
J

and Zhu, 2014), or % (Jagdhuber, Lang, Stenzl, et al., 2020). While the optimization of
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a hyperparameter increases the computational complexity, the additional run-time is well
spent. A tuned BCR criterion can notably improve the overall selection result (Min, Hu,
and Zhu, 2014), and also prevent uncontrolled cost-scalings that impair detection rates

by concealing relevant features.

3.4 Outlook

The benefit-cost ratio can be considered a suitable method to trade off costs and per-
formance, if it is applied in a (hyperparameter) controlled setup. In situations, however,
where the additional computational effort of tuning a hyperparameter is not feasible, re-
search on a valid and comprehensible way to valuate both feature selection goals (for
instance using expert knowledge) would be of high interest. This consequently also re-
quires a suitable strategy for handling cost-free features. Even after deciding to use a
hyperparameterized BCR criterion, researchers still are faced with multiple alternatives,
like the criteria mentioned in the previous section, or also non-ratio based ideas such as
AQ; + &cj. A thorough comparison of the strengths and weaknesses of these methods
could be a relevant guide for cost-sensitive analyses in practice. Finally, all implications
described in this paper are demonstrated on a specific linear model setup only. Further
research may also consider different model types, performance measures, feature distribu-

tions, and additional aspects.
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FEATURE SELECTION METHODS FOR COST-CONSTRAINED
CLASSIFICATION IN RANDOM FORESTS

4.1 Contributed Material

Rudolf Jagdhuber, Michel Lang, and Jérg Rahnenfiihrer (2020). Feature Selec-
tion Methods for Cost-Constrained Classification in Random Forests. arXiv: 2008 .
06298v2 [stat.ML]

Authors’ contribution

Rudolf Jagdhuber developed all methods, designed and executed the simulation
studies, interpreted the results, and wrote the manuscript. Michel Lang proposed
the first idea of Tree Selection, contributed ideas for the evaluation, and corrected
and approved the manuscript. Jorg Rahnenfiihrer initiated the topic, supervised
the project, contributed to the problem definition, the design of the simulation
study and to the interpretation of the results, and corrected and approved the
manuscript.
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4.2 Overview of Methods and Simulations

The contributed paper by Jagdhuber, Lang, and Rahnenfiihrer (2020) analyzes cost-
sensitive feature selection problems for Random Forest applications. Due to the complex
feature structure and relatively high computational complexity of this ensemble method,
most popular feature selection approaches utilize filter methods. To provide a multivariate
alternative for situations with feature costs and a limited budget, Shallow Tree Selection
(STS) is introduced. This novel algorithm selects individual trees from Random Forests
with limited tree depth to create a new tree ensemble, which on the one hand controls
costs and on the other hand optimizes predictive performance. A greedy forward selection
approach is used to iteratively add the most suited candidate tree to the result ensem-
ble. The decision of which tree is most suited is based on the hyperparameterized BCR

criterion
AQj
(cj)¢

Here, AQ); describes the reduction in out-of-bag (OOB) error and c¢; refers to the addi-

BCR, = (4.1)

tional costs that the j-th tree generates. A full schematic overview of the STS algorithm
including all relevant sub-steps is given in Figure 4.1. Detailed discussions and motivations

for each design element can be found in Jagdhuber, Lang, and Rahnenfiihrer (2020).

In addition to STS, three further methods are proposed, which extend common feature
selection strategies in Random Forest applications. The first of these is a univariate filter
approach based on the area under the receiver operating characteristic (AUC) (Hanley
and McNeil, 1982). This approach assigns an individual rating to each feature using
the BCR of Definition 4.1, with AQ); referring to the normalized AUC of each feature.
With this measure, a top-down approach similar to the filter strategies of Section 2.2
is used for the selection. The second adapted method utilizes the Permutation Feature
Importance (pFI) (Breiman, 2001), which is a common metric to assess feature relevance
in a Random Forest. While this measure can on the one hand be considered multivariate
from the evaluation viewpoint, on the other hand it assigns only a single value to each
feature. For the cost-sensitive adaptation, this value is computed using Definition 4.1,
with AQ); referring to the standard pFI. The result ensemble is then created similar to
the AUC approach by a top-down strategy. The final proposed method is a Random Forest
Forward Selection (FS). It starts with an empty feature set and iteratively evaluates all

one-feature extensions of the current set by computing full Random Forests each. The
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Feature Costs

Shallow Tree Selection Cy=..=cg=1

Cmax =

1. Generate the base

ensemble of trees Random Forest, dmgy = 1 Random Forest, dmax =2
X1, X9, X3, x4 Xs, Xg X1, Xg, X3, x4, Xs, Xg e
X1, X2 | X1, X9, X4 | | X1, X4, X5 |

2. lteratively add best
tree to result ensemble

1 Iteration 2 Iteration 3
Best Tree: (D) Best Tree: (F) Best Tree: (B)
Result Ensemble Remove Trees Result Ensemble Remove Trees Result Ensemble
Add (D) without Cost Add (F) without Cost Add (B) Stop:
—> (D), —> —>»  Budget
depleted
X1, X9 | X1, X9, X4, Xs X1, Xg, X4, X5, Xg
Implicit Features' [ Costs: 25 Implicit Features [ Costs: 4/5 Implicit Features [ Costs: 5/5
| 3. Re-fit Random Forest |
Result of Final Iteration: - Random Forest
{X1, X2, X4, X5, Xg} - X1, X2, X4, X5, Xg

Figure 4.1: Schematic example of the Shallow Tree Selection method with six candidate features. In step 1, Random
Forests with a maximum tree depth of one and two are fitted. Each forest generates three trees for a total of six
candidate trees labeled (A) to (F). Step 2 describes the greedy forward selection, which starts with an empty result
ensemble. In the first iteration, the current best candidate tree (D) is added to this result ensemble, which therefore
now implicitly holds features X; and X5. After that, candidate tree (A) only contains features that are already present
in the result ensemble. It is thus removed from the list of candidate trees. In the second iteration, the most suited
tree is (F). (F) is added to the result ensemble, which analogously to the first iteration leads to the removal of the
now cost-free tree (E). The final iteration adds tree (B) and fills up the budget. This concludes the greedy forward
selection. Step 3 uses the implicit feature set of the last iteration of the greedy forward selection to fit a new Random
Forest with it. This step is important to overcome weaknesses, which result for instance from the limited tree depths.

BCR criterion of Definition 4.1, with AQ); referring to the reduction of OOB error, is again
used to choose the best candidate. Because of the immense computational complexity of

the F'S method, no tuning of £ is considered here, and only the edge cases “cost-agnostic”

(¢ = 0) and “simple BCR” (£ = 1) are analyzed.

In an extensive simulation study, these four proposed methods are compared in multiple
artificial data settings with varying effect sizes, feature costs, budget limits, univariate
and multivariate effects on the response variable, and possible dependencies of costs and
effect sizes. Additionally to the artificial settings, a comparative analysis on six real-
world data sets from the OpenML repository (Vanschoren et al., 2013) is conducted.
These data sets originate from various fields of application and differ in their feature
count, number of observations, and covariance structure. They are each evaluated with

different feature costs and in individual budget limit setups. The overall simulation study
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Figure 4.2: Artificial simulation setting D with multivariate effects on the response and correlations of effect sizes and
feature costs. cmax = 10. Left: A blue line of connected points represents the mean MMCE over 100 simulation runs
at a grid of £ values. The dark shaded ribbon illustrates a 95%-Cl around this mean value. The light shaded area
shows the region between the 5% and 95% quantiles of the empirical distribution of the MMCE. The mean MMCE
values at £ = 0 and £ = 1 are highlighted with a gray and an orange point, respectively. Violin plots on the right show
the empirical MMCE distribution for the analyzed hyperparameter strategies. The 95%-Cl region of the mean is given
by a black box over the violins. The mean MMCE values of the three strategies are annotated with dashed lines over
both subplots. Right: Violin plots with structure similar to the left plot for every feature selection method. Except for
FS, the presented results for each method use the hyperparameter tuning approach.

has two main aims. The first is to understand the influence of the hyperparameter ¢ in
the BCR criterion. For this, a cost-agnostic approach, a simple BCR approach, and a
hyperparameter tuning approach using Grid Search are compared. The second aim is to
identify strengths and weaknesses of each of the proposed methods. These are analyzed
with special focus on the known meta information of the given data scenarios to draw

conclusions of the applicability of each approach.

4.3 Main Results and Conclusions

Results for both main objectives for one exemplary artificial simulation setting are illus-
trated in Figure 4.2. With respect to the hyperparameter choice, the simulations show
that neither the cost-agnostic, nor the simple BCR approach is generally superior to the
other. In the left plot of Figure 4.2, misclassification errors for the simple BCR choice are
lower. This is, however, not consistent for different data setups and methods. Further-
more, the results also show that apart from these two analyzed choices, there is no other
universally best fixed value of £. Therefore, tuning the hyperparameter is a relevant step

to improve the general performance and should always be considered when applying the
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BCR. Consequently, all following method comparisons are based on tuned results only.

The method comparisons show that in artificial settings with multivariate effects on the
response variable, STS performs best (see Figure 4.2). In univariate setups, however,
simple filter methods like AUC and pFI are superior. Correlations of costs and effect sizes
do not influence these results notably. Larger budgets primarily result in smaller perfor-
mance differences between the methods, but do not change the overall rankings. When
applying the analyzed methods on real-world data sets, results vary strongly between dif-
ferent setups. While all methods rank higher than the purely performance-based baseline
methods of this analysis, there is no one-fits-all solution among them. Every method is
the best choice in at least one data setting and provides reasonable performance. These
varying results could not be traced back to differences in budget limit, feature correla-
tion, or field of application. They are therefore attributed to unknown underlying data
generating mechanisms. In a global analysis of the average method rankings over all data

sets, STS and pFT provided the best results.

In conclusion, all of the proposed methods can be successful strategies in specific data
situations. As every approach follows fundamentally different basic ideas to generate
a cost-sensitive feature subset, which may individually suit specific setups, there is no
universal "one-fits-all” approach. The novel STS method provides a fast and multivariate
solution, which produces solid results in many analyzed situations, and - together with pFI
- ranks best on a global average in the real-world simulations. Nevertheless, a thorough
feature selection analysis should always base a final decision on a comparative evaluation

of multiple methods to obtain the best results.

4.4 Outlook

The introduction of STS provides multiple ideas for further research. In the current
method implementation, the main idea to control the number of features per tree is
to limit the tree depth. This is a practical solution, which comes along with multiple
downsides. First, a limited depth generally reduces predictive performance. Second, this
approach does not guarantee that exactly the intended number of different features per
tree is selected. There are multiple alternative ideas to this. One approach could be to
limit the number of features a tree may use in a different way and allow the tree to fully

grow with its selected set. Another idea would be to limit the cost of the tree directly
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instead of limiting the feature count. As a third alternative, trees could also be grown
in a full cost-sensitive manner that includes a trade-off of costs and performance for each
split. The main hurdle for all of these ideas is that standard and fast implementations of
Random Forests, such as for example the R-package ranger (Wright and Ziegler, 2015),
could no longer be used out-of-the-box, as the internal tree generation algorithms would
need to be altered. Nevertheless, a more general tree growing approach could for example

help to reduce redundant trees or allow to emphasize custom multivariate structures.

Apart from ideas relating particularly to the STS algorithm, there are also more general
extensions to this work. Currently, all analyzed methods use Grid Search for hyperpa-
rameter tuning. Alternative strategies might be able to increase performance and reduce
run-time. Especially for FS, with its immense computational complexity, such develop-

ments may be a crucial aspect for deciding if the method is feasible at all.

Finally, all current simulations specialize on binary classification. Yet, none of the pro-
posed methods are technically limited to this setup. Analyzing the effects on different
response and model types therefore also provides a good basis for further research in this
field.
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