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Abstract: Feature screening is an important and challenging topic in current class-imbalance learning.
Most of the existing feature screening algorithms in class-imbalance learning are based on filtering
techniques. However, the variable rankings obtained by various filtering techniques are generally
different, and this inconsistency among different variable ranking methods is usually ignored in
practice. To address this problem, we propose a simple strategy called rank aggregation with re-
balance (RAR) for finding key variables from class-imbalanced data. RAR fuses each rank to generate
a synthetic rank that takes every ranking into account. The class-imbalanced data are modified
via different re-sampling procedures, and RAR is performed in this balanced situation. Five class-
imbalanced real datasets and their re-balanced ones are employed to test the RAR’s performance,
and RAR is compared with several popular feature screening methods. The result shows that RAR
is highly competitive and almost better than single filtering screening in terms of several assessing
metrics. Performing re-balanced pretreatment is hugely effective in rank aggregation when the data
are class-imbalanced.

Keywords: class-imbalance; feature screening; rank aggregation; re-balance; filtering algorithm

1. Introduction

Datasets with imbalanced distribution are quite common in classification. In the
settings of binary category, a dataset is called “imbalanced” if the number of one class is far
larger than the others in the training data. Generally, the majority class is called negative
while the minority class is called positive. Thus, the number of positive instances is often
much lower than that of negative ones.

A hindrance in class-imbalance learning is that standard classifiers are often biased
towards the majority classes. Therefore, there is a higher misclassification rate in the
minority instances [1,2]. Re-sampling is the standard strategy to deal with class-imbalance
learning tasks. Many studies [2—4] have shown that re-sampling the dataset is an effective
way to enhance the overall performance of the classification for several types of classifiers.
Re-sampling methods concentrate on modifying the training set to make it suitable for a
standard classifier. There are generally three types of re-sampling strategies to balance the
class distribution: over-sampling, under-sampling, and hybrid sampling.

e  Over-sampling adds a set sampled from the minority class. Randomly duplicating
the minority instances, SMOTE [5] and smoothed bootstrap [6] are three widely used
over-sampling methods.

e  Under-sampling removes some of the data points from the majority class to alleviate
the harms of imbalanced distribution. Random under-sampling (RUS) is a simple but
effective way to randomly remove part of the majority class.

e  Hybrid-sampling is a combination of over-sampling and under-sampling.
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Let D be a dataset with p features x1, x3, ..., xp, the target of feature screening is to

extract a part of features x’l, xlz, ..., X, such that m << p and these selected features satisfy
the specified conditions of the task at hand [7]. For instance, the target is to select the subset
of candidate features to maximize classifier accuracy in a classification setting. In the past
two decades, many papers in studies have adopted the feature screening methods [8-10].
Feature screening has many advantages such as reducing susceptibility to over-fitting,
training models faster and offsetting the pernicious effects of the curse of dimensionality [8].
The disadvantage of feature screening is that some crucial features may be omitted, thus
harming classification performance.

Filtering [11], wrapping [12], and embedding [13] are three kinds of approaches
for feature screening. Filter algorithms screen top-ranked variables via a certain metric.
Wrapper methods perform a search in all the combinations to find the best subsets of all
features. Generally, a complete search is often time-consuming and greedy, so the heuristic
technique is frequently utilized to explore the solutions. Embedded algorithms screen
important variables while building the classifier. Of all the three types of feature screening,
filter methods are the simplest and the most frequently used to solve real-world imbalanced
problems [14] in class-imbalance learning community. Many metrics have been utilized to
perform filtering feature screening algorithms, such as ¢ test, Fisher score [15], Hellinger
distance [16], Relief [17], ReliefF [18], information gain [19], Gini index [20], AUCROC [21],
AUCPRC [22], geometric mean [23], F-measure [24], and R-value [25].

Ensemble feature selection has been widely applied to the field of classification [26],
such as Nazrul et al. [27] provided an ensemble feature selection method using feature—class
and feature mutual information to select an optimal subset of features by combining
multiple subsets of features. Yang et al. [28] proposed an ensemble-based wrapper approach
for feature selection from data with highly imbalanced class distribution. Nowadays,
feature selection methods are popular in metabolomics data analysis. In order to resolve
the problem of filtering the discriminative metabolites from high-dimension metabolomics
data, Lin et al. [29] proposed a mutual information (MI)-SVM-RFE method that filters
out noise and non-informative variables by means of artificial variables and MI, then
conducts SVM-REFE to select the most discriminative features. Fu et al. [30] proposed
two feature selection algorithms that, by minimizing the overlap degree between the
majority and the minority, are effective in recognizing key features and control false
discoveries for class-imbalanced metabolomics data. The above feature screening methods
are usually established for balanced datasets, but they are also directly utilized in class-
imbalance situations.

Different filtered approaches give different feature rankings because of their different
theories, even when just counting top-ranked features. Motivated by this problem, we
propose a simple strategy called rank aggregation with re-balance (RAR) to combine all
methods’ ranking results in this study. It is an essential tool to fuse each rank to generate a
synthetic rank that takes every ranking into account for class-imbalanced data. Different
from the general feature selection methods, the proposed method combines different
feature selection methods rather than simply accepting the result of one method, which
can enhance the stability of the algorithm. At the same time, the great performances of
the experiments in balanced and imbalanced metabolomics datasets verify the strong
generalization abilities of RAR.

2. Results
2.1. Kendall’s T Rank Correlation of Eight Filtering Methods on Class-Imbalanced Data

Each filtered method above can be employed to perform feature screening. However,
we noted that different filtering feature screening techniques may give different rankings,
especially when the data are extremely class-imbalanced. In this section, we compare
methods using Kendall’s 7 rank correlation [31].

The Kendall’s T rank correlation of eight filtering methods (f test, Fisher score, Hellinger
distance, Relief, ReliefF, Information gain, Gini index, and R-value) are computed with simu-
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lated data that are generated by multivariate normal distributions, namely,
X|(y = 0) ~ Ny(po,£) and X|(y = 1) ~ N,(p1,E), where the label y = 0 denotes the major-
ity class and y = 1 minority class, respectively. The predictors in two classes have the same
covariance matrix X, which is set to be a unit matrix for the purpose of simplicity. Two cases
are considered in this study. In case one, the number of p = 8, and eight variables are all set
to be key features. The difference of mean values u; — pg = [2.4,2.2,2,1.8,1.6,14,1.2,1]. In
case two, p = 16, and the first eight variables are set to be the same with case one, but an-
other eight irrelevant predictors are added. The number of total instances is set to 960. The
negative to the positive ratios here are set be 1:1, 3:1, 9:1, 31:1, and 95:1, respectively. There
are 28 Kendall’s T rank correlation coefficients among 8 filtering methods, and the mean of
these coefficients (with 100 repeats) is shown in Figure 1. As stated above, T = 1 if all pairs
are concordant. Whereas the maximum of 7 is 0.88 in case one (left, Figure 1) where there
are no irrelevant predictors, and 0.76 in case two (right, Figure 1) where one-half of features
are irrelevant variables. The two maximal T values are reached when two classes are exactly
balanced, and T reduces as the imbalance ratio increases in two cases. It indicates that these
filtering methods probably generate different feature rankings, and such differences tend to
be intensified when the class imbalanced ratio increases. Consequently, it is hard to say that
a filtering approach is better or worse than another one, and it is a big risk to just depend
on a single filter algorithm to make decisions. We have known that such a difference will
occur due to the different principles of the filtering methods, but we also presume that class
imbalance intensifies this difference. A natural way to combat this challenge may combine
each filtering approach’s information and relieve the effect of class imbalance. This is the
motivation for why we propose the strategy of rank aggregation with re-balance.
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Imbalance ratio (n = 960) Imbalance ratio (n = 960)

Figure 1. Kendall’s T rank correlation coefficient under different imbalance ratios (with 100 repeats). Left: eight key

variables; right: eight key plus eight irrelevant variables.

2.2. Rank Aggregation(RA) on Original Balanced Data

In our computation, eight filtering methods—t test, Fisher score, Hellinger distance,
Relief, ReliefF, Information gain, Gini index, and R-value—are aggregated to generate an
incorporative rank. Rank aggregation is firstly tested with the original balanced dataset
“NPC”. Artificial rebalancing is unnecessary, and just case 1 (no resampling) is performed.
Rank aggregation is compared with eight filtering methods: t test, Fisher score, Hellinger
distance, Relief, ReliefF, Information gain, Gini index, and R-value. Gmean, F;, AUCROC



Metabolites 2021, 11, 389 4 of 22

and AUCPRC are utilized as evaluation measurements. The rank lists ordered by their
importance are shown on the x-axis in Figure 2. The top seven features are selected
according to all four assessment metrics.

Rank Aggregation

[ Data Bl CE W Mean

20

Ranks
15

10

r--—7—17 —1m—1v—1 ‘17 ‘1 "1 17 " 1 "7*T™ 1" 1°T 7T 7T "7°7 7T 7T "7 "7 1
14 8 23 18 10 29 11 2 7 22 4 19 20 12 6 1 5 13 9 15 3 16 17 24

Optimal List

Figure 2. Rank lists of rank aggregation with the dataset “NPC” in case 1.

2.3. Rank Aggregation with Re-Balance (RAR) on Imbalanced Data

Figures 3-6 show the aggregated rank lists on seven cases with the datasets “TBI”,
“CHD2-17, “CHD2-2", and “ATR”, respectively. Rank aggregation combines each ranking
into a list reflective of the overall preference, and each subgraph of four figures shows the
aggregation results based on the CE algorithm. The x-axis is the optimal list obtained by
the rank aggregation algorithm. The y-axis also ranks, and the gray line is the rank of the
original data; the black line is their average rank; and the red line is the aggregate result of
the CE algorithm. The order of the x-axis rank is based on the aggregate ranks obtained
by the red line. The performances measured by Gmean, F;, AUCROC, and AUCPRC are
given in Tables 14, respectively.
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Figure 5. Rank lists of rank aggregation with the dataset “CHD2-2” on seven cases.
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Figure 6. Rank lists of rank aggregation with the dataset “ATR” on seven cases.
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Table 1. Gmean from rank aggregation and eight filtering techniques (The best result is in bold).

Dataset Resampling No. RA RAR tTest Fisher Hellinger Relief ReliefF IG Gini  R-Value
NPC Case 1 7 1.00 - 0.87 0.97 0.95 0.95 0.95 095  1.00 0.92
TBI Case 1 6 0.96 - 0.41 0.68 0.68 0.70 0.88 072  0.58 0.63
Case 2 11 - 1.00 0.84 0.88 0.95 0.90 0.94 0.86  0.90 0.90
Case 3 1 - 1.00 0.95 0.84 0.95 0.90 0.80 0.95  0.90 1.00
Case 4 10 — 1.00 0.96 1.00 0.89 0.93 0.97 093  0.85 1.00
Case 5 7 - 1.00 0.93 0.90 0.97 0.97 0.93 097  0.86 0.93
Case 6 12 — 1.00 0.75 0.83 0.82 0.83 0.91 085 0.71 1.00
Case 7 29 — 1.00 0.71 0.70 0.65 0.82 0.85 078 0.71 0.71
CHD2-1 Case 1 10  0.87 - 0.67 0.71 0.87 0.00 0.77 077 047 0.87
Case 2 11 - 0.94 0.85 0.85 1.00 0.87 0.93 094 085 0.91
Case 3 6 - 1.00 0.86 1.00 1.00 1.00 0.93 1.00 093 1.00
Case 4 31 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 0.95 1.00
Case 5 37 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00
Case 6 11 — 0.87 0.61 0.75 0.87 0.87 0.89 0.87  0.50 0.87
Case 7 10 - 0.87 0.61 0.71 0.87 0.87 0.87 0.87 0.71 0.71
CHD2-2 Case 1 3 0.58 - 0.48 0.58 0.48 0.58 0.55 0.68  0.00 0.73
Case 2 34 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00  1.00 1.00
Case 3 14 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00  1.00 1.00
Case 4 24 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00
Case 5 28 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00
Case 6 7 — 1.00 1.00 0.82 0.82 1.00 0.82 082 047 0.82
Case 7 4 — 0.86 0.82 1.00 0.82 1.00 0.61 1.00  0.00 0.75
ATR Case 1l 25 1.00 - 1.00 1.00 1.00 1.00 1.00 1.00 0.50 1.00
Case 2 9 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00  1.00 1.00
Case 3 8 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00  1.00 1.00
Case 4 2 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00  0.89 1.00
Case 5 2 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 0.80 1.00
Case 6 9 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 0.71 1.00
Case 7 10 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00

Table 2. F; from rank aggregation and eight filtering techniques (The best result is in bold).

Dataset Resampling NO. RA  RAR tTest Fisher Hellinger Relief ReliefF IG Gini  R-Value
NPC Case 1 8 1.00 - 0.88 0.95 0.95 0.97 1.00 095  0.95 0.92
TBI Case 1 11 0.93 - 0.82 0.86 0.87 0.90 0.90 0.88  0.83 0.88
Case 2 13 - 1.00 0.84 0.90 0.94 0.95 0.94 084 0.87 0.86
Case 3 1 — 1.00 0.87 0.87 1.00 1.00 0.96 095  0.83 1.00
Case 4 7 - 1.00 0.91 0.97 0.93 0.97 0.90 093  0.89 1.00
Case 5 10 - 1.00 0.87 0.93 0.93 0.93 0.93 097  0.88 0.93
Case 6 19 - 1.00 0.73 0.80 0.86 0.86 0.77 0.80 0.71 0.91
Case 7 11 - 1.00 0.83 0.92 0.80 0.86 0.86 0.75  0.50 0.86
CHD2-1 Case 1 10  0.88 - 0.87 0.88 0.87 0.87 0.87 087  0.83 0.87
Case 2 11 — 0.94 0.94 0.71 0.93 0.89 0.93 0.88  0.67 0.89
Case 3 6 — 1.00 0.89 1.00 1.00 1.00 0.93 094 094 0.92
Case 4 31 — 1.00 0.95 0.95 0.96 0.90 0.96 090  0.86 0.95
Case 5 37 — 1.00 1.00 0.91 0.95 0.95 1.00 095  0.86 0.95
Case 6 11 - 0.89 0.50 0.75 0.73 0.89 1.00 0.83  0.55 0.67
Case 7 10 - 0.86 0.73 0.57 0.80 0.75 0.86 0.67  0.55 0.57
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Table 2. Cont.

Dataset Resampling NO. RA RAR tTest Fisher Hellinger Relief ReliefF IG Gini  R-Value
CHD2-2 Case 1 3 091 - 0.87 0.86 0.95 0.87 0.91 090 0.87 0.91
Case 2 34 — 1.00 1.00 1.00 0.88 0.92 0.93 1.00 0.88 0.93
Case 3 14 — 1.00 1.00 0.92 0.86 0.92 1.00 093  0.86 0.93
Case 4 24 — 1.00 0.90 0.91 0.95 0.95 0.95 1.00 095 0.95
Case 5 28 — 1.00 0.95 0.95 0.95 0.95 1.00 096  0.95 1.00
Case 6 7 - 0.86 0.57 0.80 0.80 0.75 0.86 0.86  0.50 0.86
Case 7 4 — 0.86 0.80 0.75 0.57 0.86 0.86 0.86  0.50 0.67
ATR Case 1 25 1.00 - 1.00 0.89 1.00 1.00 1.00 1.00 0.89 1.00
Case 2 9 — 1.00 1.00 1.00 1.00 1.00 1.00 1.00  1.00 1.00
Case 3 8 — 1.00 1.00 1.00 1.00 1.00 1.00 1.00  1.00 1.00
Case 4 2 — 1.00 1.00 1.00 1.00 1.00 1.00 1.00  0.89 1.00
Case 5 2 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00 1.00
Case 6 9 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 0.67 1.00
Case 7 10 - 1.00 1.00 1.00 1.00 1.00 1.00 1.00 0.67 1.00
Table 3. AUCROC from rank aggregation and eight filtering techniques (The best result is in bold).
Dataset Resampling NO. RA  RAR tTest Fisher Hellinger Relief ReliefF IG Gini  R-Value
NPC Case 1 16 0.96 - 0.90 0.91 0.94 0.93 0.96 093  0.93 0.95
TBI Case 1 3 0.70 - 0.48 0.61 0.52 0.61 0.65 058  0.49 0.67
Case 2 11 — 0.89 0.80 0.81 0.78 0.82 0.87 079  0.72 0.83
Case 3 1 - 0.95 0.83 0.74 0.94 0.85 0.83 085 0.76 0.95
Case 4 28 — 0.91 0.85 0.86 0.87 0.88 0.86 086  0.84 0.89
Case 5 26 — 0.93 0.91 0.92 0.90 0.90 0.92 090  0.88 0.90
Case 6 22 — 0.77 0.65 0.68 0.69 0.73 0.74 073  0.50 0.71
Case 7 25 — 0.71 0.63 0.56 0.68 0.53 0.61 0.61 0.35 0.66
CHD2-1 Case 1 10  0.60 - 0.48 0.51 0.61 0.50 0.59 0.60  0.45 0.59
Case 2 11 — 0.76 0.66 0.60 0.75 0.77 0.73 072  0.61 0.73
Case 3 6 - 0.92 0.85 0.81 0.92 0.90 0.81 0.88  0.80 0.79
Case 4 31 - 0.86 0.81 0.79 0.86 0.87 0.82 084 0.75 0.84
Case 5 37 — 0.87 0.85 0.84 0.86 0.86 0.81 0.86  0.90 0.82
Case 6 11 — 0.64 0.57 0.45 0.50 0.57 0.57 0.64 0.36 0.62
Case 7 10 — 0.60 0.52 0.55 0.52 0.48 0.52 0.60  0.36 0.52
CHD2-2 Case 1 3 0.60 - 0.52 0.49 0.54 0.50 0.52 055  0.39 0.57
Case 2 34 - 0.86 0.79 0.84 0.88 0.73 0.80 0.80 0.70 0.79
Case 3 14 - 0.90 0.85 0.84 0.82 0.90 0.68 0.88  0.81 0.84
Case 4 24 - 0.93 0.88 0.88 0.88 0.90 0.86 091 0.87 0.93
Case 5 28 — 0.91 0.88 0.90 0.88 0.85 0.91 089  0.89 0.90
Case 6 7 — 0.63 0.53 0.56 0.66 0.59 0.44 056  0.28 0.59
Case 7 4 — 0.66 0.56 0.63 0.50 0.66 0.66 063 0.22 0.56
ATR Case 1 25 088  0.98 — 0.51 0.85 0.85 0.76 085  0.50 0.76
Case 2 9 — 0.96 0.79 0.86 0.96 0.96 0.93 096 0.75 0.93
Case 3 8 — 0.97 1.00 0.90 0.97 0.90 0.97 097  0.80 0.93
Case 4 2 — 0.98 0.93 0.83 0.88 0.98 0.95 0.98 0.1 0.95
Case 5 2 - 0.98 0.81 0.86 0.76 0.93 0.93 095 071 0.88
Case 6 9 — 0.94 0.81 0.75 0.88 0.94 0.88 0.81 0.19 0.81
Case 7 10 — 0.94 0.81 0.63 0.69 0.63 0.94 088  0.19 0.75
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Table 4. AUCPRC from rank aggregation and eight filtering techniques (The best result is in bold).

Dataset Resampling NO. RA RAR tTest Fisher Hellinger Relief ReliefF IG Gini  R-Value
NPC Case 1 15 0.96 - 0.87 0.90 0.91 0.92 0.96 092 091 0.91
TBI Case 1 8 0.62 - 0.27 0.58 0.40 0.47 0.56 047  0.26 0.46
Case 2 18 - 0.85 0.79 0.81 0.78 0.86 0.84 0.81 0.65 0.75
Case 3 1 — 0.93 0.77 0.60 091 0.85 0.74 085 0.74 0.89
Case 4 27 — 0.89 0.84 0.81 0.83 0.85 0.86 0.83 081 0.85
Case 5 13 - 0.91 0.81 0.82 0.81 0.82 0.90 086  0.79 0.81
Case 6 30 — 0.78 0.61 0.69 0.64 0.62 0.66 0.67  0.50 0.70
Case 7 24 — 0.71 0.65 0.54 0.64 0.59 0.57 062 041 0.58
CHD2-1 Case 1 10  o0.61 - 0.33 0.30 0.52 0.28 0.45 043  0.23 0.45
Case 2 11 - 0.77 0.56 0.58 0.69 0.65 0.64 0.68  0.55 0.65
Case 3 6 - 0.88 0.79 0.88 0.81 0.77 0.81 086  0.79 0.86
Case 4 31 — 0.86 0.81 0.80 0.80 0.82 0.83 085 0.73 0.80
Case 5 37 — 0.87 0.81 0.75 0.84 0.85 0.82 084 0.78 0.82
Case 6 11 — 0.66 0.46 0.45 0.48 0.65 0.53 055  0.40 0.50
Case 7 10 — 0.63 0.44 0.53 0.52 0.55 0.56 056  0.40 0.48
CHD2-2 Case 1 3 0.45 - 0.22 0.33 0.27 0.32 0.31 027 021 0.26
Case 2 34 - 0.87 0.68 0.78 0.76 0.82 0.85 086 0.73 0.80
Case 3 14 - 0.87 0.81 0.74 0.81 0.86 0.76 083  0.79 0.78
Case 4 24 — 0.91 0.84 0.90 0.87 0.85 0.85 0.87  0.85 0.81
Case 5 28 — 0.90 0.86 0.88 0.80 0.88 0.86 089  0.79 0.79
Case 6 7 — 0.71 0.42 0.62 0.64 0.66 0.45 057  0.35 0.63
Case 7 4 — 0.64 0.64 0.57 0.50 0.63 0.55 0.66  0.40 0.60
ATR Case 1 25 093 - 0.75 0.52 0.52 0.82 0.82 082 025 0.60
Case 2 9 - 1.00 0.81 0.88 0.92 0.94 0.94 094  0.68 0.88
Case 3 8 - 1.00 1.00 0.78 1.00 0.88 0.93 1.00 0.82 0.88
Case 4 2 - 0.95 0.84 0.79 0.91 0.91 0.88 0.91 0.70 0.91
Case 5 2 — 0.95 0.79 0.78 0.78 0.88 0.90 0.95  0.61 0.88
Case 6 9 — 1.00 0.89 0.69 0.85 0.89 0.76 0.85  0.36 0.80
Case 7 10 - 1.00 0.61 0.54 0.64 0.54 0.80 0.89  0.37 0.80

3. Discussion

Tables 1 and 2 show that RA reached the maximal values of Gmean and Fj. It can be
seen from Tables 3 and 4 that RA and ReliefF obtained the maximal values of AUCROC
and AUCPRC. Therefore, RA outperformed single filtering methods when assessed with
Gmean, F;, AUCROC, and AUCPRC. The NPC dataset had a completely balanced dis-
tribution, and RA worked well on it. Thus, rank aggregation is necessary to integrate
different results, even if in a totally balanced situation, and a consensual feature ranking
list is provided.

Aggregation ranking lists in Figures 3-6 tell us the order of importance of each feature.
Though the rank lists derived from different subsampling methods were not the same,
the top features were approximately consistent. After obtaining the rank list, another
task is to figure out how many features should be considered as key variables. In this
computation, we performed 5-fold cross-validation [32] to find the optimal number of key
features. As recent studies have showed that AUCPRC is more informative in imbalanced
learning [32,33], AUCPRC was employed as perfomance metric in this section, and random
forest classifier was utilized to implement classification. Namely, the value of AUCPRC
was calculated, as the top k ranked features were used each time, where k varies from 1 to
p (see Figures 7-10). We chose the optimal k- value such that the random forest classifier
had the maximal AUCPRC in identifying classification. It can be seen from Tables 1-4
that the optimal number of important features varied greatly under different re-balanced
strategies. One possible reason is that the artificial data generated by different subsampling
have difference to some extent. Another possible reason is the measurement changes
sightly as the number of candidate features changes. This seems to be true from the
Figures 7-10 where each curve tends to be flat as the changes in the number of features
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used for classification. It also noted that the AUCPRC under no re-sampling (case 1) was
generally lower than that under six re-sampling methods.

Tables 1-4 report the results of these real datasets with the assessing metrics Gmean,
Fi, AUCROC, and AUCPRC, respectively. We can perform comparisons in several aspects.
Original imbalanced datasets are employed in case 1 from Tables 1-4 (except NPC dataset).
Of all the 16 “no re-balance” situations, the aggregation rank method reached the maximal
measures in 12 situations compared with the other 8 filtering methods (t test, Fisher score,
Hellinger distance, Relief, ReliefF, information gain, Gini, and R-value). It indicates that
aggregation rank was better than a single filtering rank with the proportion of 75.00% when
the data are class-imbalanced. If the original dataset NPC was counted in, this proportion
was 80.00%. Therefore, rank aggregation is generally superior to single filtering methods,
no matter how the data are balanced or imbalanced.
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Figure 7. AUCPRC when top k features are used with the dataset “TBI” on seven cases.
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Figure 8. AUCPRC when top k features are used with the dataset “CHD2-1” on seven cases.
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Figure 9. AUCPRC when top k features are used with the dataset “CHD2-2” on seven cases.
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Figure 10. AUCPRC when top k features are used with the dataset “ATR” on seven cases.

Re-balanced datasets were artificially generated and utilized in cases 2-7 from
Tables 1-4. Of all the 96 scenarios with re-balance, the aggregation rank method reached the
maximal measures in 83 scenarios compared to the other eight filtering methods. It means
that aggregation rank outperformed single filtering rank with the proportion of 86.46%
when the class-imbalanced data were treated with re-balance strategies. Thus, performing
aggregation rank is extremely effective in dealing with class-imbalanced data.

Rank aggregation was performed on both imbalanced datasets (RA) and re-balanced
datasets (RAR). Of all the 96 scenarios with re-balance (cases 2-7 in Tables 1-4), there
were 93 situations whose measurements were equal or greater than those from case 1 (no
re-balance). It shows that aggregation rank with re-balance strategies performed better with
the proportion of 96.88% than that with original class-imbalanced data. Therefore, perform-
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ing re-balance can play a crucial role in improving the performance of rank aggregation
when the data are class-imbalanced.

Figures 7-10 show the AUCPRC curves of seven cases on four imbalanced datasets.
AUCPRC from re-balanced data (cases 2-7) was generally higher than that from imbal-
anced data (case 1). In other words, the performance can be promoted after re-sampling
to balance the imbalanced data artificially. Case 5 and case 6 are two under-sampling
methods, and the AUCPRC was generally lower than that from over-sampling or hybrid
sampling (cases 2—4). The possible reason is that some of the useful information is missed
in doing under-sampling when the size of the minority instances is too small (see Table 5).
Therefore, one should be cautious about using under-sampling in practice.

Table 5. The summary of five datasets.

Datasets Attributes Instances Majority Minority Ratio
NPC 24 200 100 100 1.00
TBI 42 104 73 31 2.35

CHD2-1 50 72 51 21 2.43

CHD2-2 50 67 51 16 3.19
ATR 104 29 21 8 2.63

In sum, different filter methods generate different rankings. Rank aggregation is
necessary to integrate different results and provide a consensual feature ranking list. Class-
imbalance usually leads to degraded performance from a filtering method on feature
importance ranking. This harmfulness can be alleviated via different re-balance strategies
in sample space.

4. Materials and Methods
4.1. Notations

The notations used in this study are listed below:

D adataset with two classes C; and Cp

C1 the minority (positive) class

C, the majority (negative) class

n  the size of the total instances in D

p  the number of the features in D

ng thesizeof Cy, k=1,2

|D| the number of samples in D

X the jth feature, j =1,2,...,p

x; theithinstance,i=1,2,...,n

Hij the expectation of jth featurein Cy ,k=1,2;j=1,2,...,p
0']?]- the variance of jth featurein Gy , k=1,2;j=1,2,...,p

Xgj the sample mean of jth featurein Gy , k=1,2,j=1,2,...,p
2

Sij the sample variance of jth featurein Gy , k =1,2;j=1,2,...,p
4.2. Eight Filtering Methods
4.2.1. t Test

Feature screening using the f test statistic [34] is similar to performing a hypothesis test
(the null hypothesis is that there is no difference in the means) on the class’s distribution,
and its significance indicates the difference between majority and minority classes. The
lower the p value of this ¢ test, the higher the majority and minority classes’ significant
difference. Consequently, the considered feature is more relevant to the separation of
two classes.
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4.2.2. Fisher Score

Fisher score [35] is simple and generally quite effective, which can be a criterion of
feature screening. Fisher score of a single feature is defined as follows:

|11j = paj]

Fisher(x;) =
] 2 2/
oy + 05

i=L2,...,p 1)
H1j, M2js 0'22j, and 022]. can be replaced by their corresponding sample statistics in computa-
tion, namely,

%1 — %aj|

Fzsher(x]) ——— Jj=12,...,p ()
st + 5

A feature with a large Fisher score is more crucial for discriminating the two categories.

4.2.3. Hellinger Distance

Hellinger distance can be used to measure a distributional divergence [36]. Denoted
the two normal distributions by P and Q, Hellinger distance is calculated as follows:

RY
D3(P,Q) =22 szfﬁzexp{—w}, ©

1103 4(07 + 03

where i1, 07, 112, and 07 are the expectation and variance of P and Q, respectively, and their
corresponding sample statistics are used in practice [37]. The larger the Hellinger distance
is, the more divergent the two distributions are.

4.2.4. Relief and ReliefF

The Relief is an iteration method that tries to give each feature a score to indicate its
level of relevance to the response [37,38]. Let x; be an instance; nearhit; and nearmiss; be
its two nearest neighbors from the same class and the other class by the Euclidean distance,
respectively. The score vector s = (sq,p, ..., Sp)T is refreshed as follows:

sj +— sj — (x;j — nearhiti]-)2 + (%3 — nearmissi]-)z, i=12,...,p 4)

where x;;, nearhit;; and nearmiss;; are the jth element of x;, nearhit; and nearmiss;, respec-
tively. A feature with a higher score is more crucial to the response. Though ReliefF [39] is
originally developed for dealing with multi-class and noise datasets, it can be applied to
binary classification cases. Compared with Relief that searches one nearest instance from
the same class and one from the other class in updating the weights, ReliefF finds k nearest
neighbors. Similarly, a feature with a higher score is more important to the response.

4.2.5. Information Gain (IG)

Information gain [40] is the measurement of informational theory and can be utilized
to assess the importance of a given feature. In the settings of binary classification, the
information entropy of the set D is defined as follows:

2
k
Ent(D —logr— 5
; log, (5)

Assuming that a discrete feature (attribute) x has V different values {x1,xp,...,xy},
and D, is the subset of instance set D satisfying x = x,. The information gain of the

variable x is
14

IG(D,x) = Ent(D) — ) _ E—U‘Ent([)v), (6)

v=1
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The larger the information gain is, the more important the feature is for separating the
classes. A continuous feature should be discretized before using the IG metric.

4.2.6. Gini Index

Gini index [41] fits binary digits, continuous numerical values, ordinal numbers, etc.
It is a non-purity split method. Gini index of D is defined as follows:

Gini(D) =1 — Z Pz, 7)

where py is the probability that any instance belongs to Cy, and it is replaced with n; /1,
(k =1,2) in practice. If we divide D into M subsets Dy, D5, ..., Dy, the Gini index after
splitting is:
M
Ginigpyit (D Z sz (D) (8)

The smaller the Gini index is, the more important the feature is.

4.2.7. R-Value

R-value [30,42] indicates the degree of overlap for the class-imbalanced dataset. R-
value for a dataset D is defined as follows:

1 2 |Ck|
R(D) ==Y Y A(JkNN(Pgy,, D - Cy)| - 6), ©)
i =1m=1
where
[ 1, if x>0,
/\(x)—{ 0, otherwise (10)

where kNN (P, C;) is the subset of k nearest neighbors of instance P that belong to the set
of instances C;, and 6 is the threshold generally set to be k/2 [43]. The smaller the R-value
is, the more important the feature is for discriminating the categories.

4.3. Four Evaluation Metrics
4.3.1. Geometric Mean and F-Measure

True positive, true negative, false positive, and false negative are denoted by TP, TN,
FP, and FN, respectively. Some common metrics are listed below:

TP
TPR = recall = TPLEN’
TN
INR= TN T Fp
FP
FPR = FP+ TN’
recision = L
P ~ TPt FP’

Gmean = vV TPR x TNR;

2precision X recall

F prm—
! precision + recall

The range of both Gmean and F; is [0,1]. The larger they are, the better the clas-
sifer works.

4.3.2. AUCROC and AUCPRC

AUCROC is the area under the receiver operating characteristic curve (ROC) [44].
AUCPRC is the area under the precision recall curve (PRC) [45]. Both AUCROC and
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AUCPRC range from 0 to 1, and the larger they are, the better the classifier is built for the
imbalanced learning. More details on AUCROC or AUCPRC can be found in our previous
studies [37,46].

Gmean, F;, AUCROC, and AUCPRC are more widely used than the metric Accuracy in
class-imbalance learning. These metrics actually pay more attention to the minority samples.

4.4. Kendall’S T Rank Correlation

Kendall’s T rank correlation statistic [47] can be applied to calculate the degree of
comparability between the feature rankings of two filtering techniques. Let the two feature
rankings generated by two filters be

fie r sy, T,

far 12,122,732, T2,
and there are no ties in each of ranking list. Then Kendall’s T is calculated as follows,
Ejsgn(rl-l - rjl)sgn(riz - rjz)
plp—1)/2 ’

where sgn(x) is the sign function, namely it equals 1 if x is positive and —1 if x negative.
A pair of (i,f) is called concordant if r;; > ripand rp > rporry < rjpandrp < 1p.
Otherwise, they are considered discordant. The numerator ) sgn(rj1 —rj1)sgn(ria — rj2)
i<
is the difference between the number of concordant pairs and] the number of discordant
pairs, and the denominator p(p — 1)/2 is the number of all distinct pairs of p elements.
The range of T is [—1, 1]. If T = 0O, the correlation of two rankings is weak; if T = —1, then
all pairs will be discordant, and the two rankings are exactly opposite; if T = 1, then all
pairs are exactly concordant [48].

(f1, f2) =

(11)

4.5. Rank Aggregation with Re-Balance for Class-Imbalanced Data

As mentioned above, there are differences among the ranks from different filtering
methods, but we assume that they are equal in match, namely, no one is better or worse
than another. Rank aggregation (RA) is a greatly intuitive metric that computes the
absolute differences between the ranks of all individual features [49]. Rank aggregation
with re-balance (RAR) consists of two stages for class-imbalanced data and is illustrated in
Figure 11. In sample space, the data are artificially balanced by generating new instances
of the minority class or (and) removing some of the majority class instances. In feature
space, m rank lists are first computed using m different filtering methods. Each rank list is
the full permutation of all the features. Then, they are merged to be an aggregated rank.
Feature screening and classification can be performed according to this aggregated rank.

Sample space Feature space

Rank listl

Rank list2
| Rank list3

Rebalancing

Aggregated Rank

~
2
ey
bY

o

&>

)
NI

Rank listm

Figure 11. The frame of rank aggregation with re-balance.
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4.5.1. Rank Aggregation

As mentioned above, different filter techniques will give different feature ranking
results. The rank aggregation method [34,50] combines all the rankings together, by
aggregating all feature ranking lists generated from different filtering methods.

RA is to find an optimal ranking J* such that

K
0% = argmin Z w;d (5, fi), (12)
i=1

where f; is the ith feature ranking list,  represents a ranking list with the same length of f;,
d is a distance function, and w; is the important weight related with list f;. In this study, 4
is chosen to be the Spearman’s foot rule distance [50]:

(6, La) = Y yep 0 1M (8)) =M (8))] > r(8) —rP(t)) (13)

Ly = {AM, .., AM} denotes an ordered list of top m algorithms produced by the validation
measure M. Let M(1), ..., M(m) be the scores for the top m algorithms in Ly, where M(1) is
the best score given by measure M and so on. Let ¥ (A) be the rank of A under M (1 means
“best”) if A is within top m, and be equal to m + 1; otherwise, r‘s(A) is defined likewise.

The optimization of the objective (12) is achieved by using the Monte Carlo cross-
entropy (CE) algorithm [51,52]. CE Monte Carlo algorithm is a stochastic search method,
which produces a “better” sample in the future, which is concentrated around an x that
corresponds to an optimal 6* [50].

4.5.2. Strategies to Generate New Samples

Before performing rank aggregation, the training instances are to be modified to
produce a more balanced class distribution. To achieve this task, new minority or (and)
majority class samples need to be generated or drawn from the original dataset. We employ
the following three strategies to gain new samples:

Randomly Sampling

In the over-sampling, some (all) the minority class instances are randomly duplicated;
in the under-sampling, a portion of majority samples are randomly removed.

SMOTE

Synthetic minority over-sampling technique (SMOTE) is a popular over-sampling
algorithm [5]. Figure 12 illustrates how to generate new samples according to the selected
point x; in SMOTE. The five selected nearest neighbors of x; are x;; to x;s. xi»l to x;»5 are the
synthetic data points created by the randomized interpolation. Namely,

X:'h =x;+uy(x; —x;), h=12,...,5

where 1}, is a random number between 0 and 1. The above operation can be repeated to
obtain requested synthetic minority instances.

Smoothed Bootstrap

Smoothed bootstrap technique repeatedly bootstraps the data from the two classes and
employs smoothed kernel functions to generate new approximately balanced samples [53].
A new instance is generated by performing the following three steps:
step 1: choose y = k € {1,2} with probability 0.5;
step 2: choose (x;, ;) in the original daa set such that y; = k with probability 1/mny;
step 3: sample x from a probability distribution Ky, (-, x;), which is centered at x; and

depends on the smoothing matrix Hy.
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In brief, smoothed bootstrap firstly draws randomly from the original dataset an
instance from one of the two categories, then generates a new instance in its neighborhood.

X3 Xi4
Figure 12. An illustration of how to create the synthetic data points in the SMOTE algorithm.

4.6. Experiment and Assessing Metrics

As shown in Table 5, five metabolomics datasets were employed to test our algorithm.
NPC is a nasopharyngeal carcinoma dataset [32,54] that is exactly balanced. In this study,
NPC was utilized to investigate the performance of rank aggregation strategy on original
balanced data, which included 100 patients with nasopharyngeal carcinoma and 100 healthy
controls. Traumatic brain injury (TBI) is from our previous studies [32,55], which reports
the serum metabolic profiling of TBI patients with (or without) cognitive impairment
(CI). The TBI dataset included 73 TBI patients with CI and 31 TBI patients without CI.
CHD2-1 and CHD2-2 datasets are actually from the same experiment about coronary heart
disease (CHD) [30]. The CHD2-1 dataset contains 21 patients with CHD, and the CHD2-2
dataset contains 16 patients with coronary heart disease associated with type 2 diabetes
mellitus (CHD-T2DM), which are compared with a control group of 51 healthy adults.
ATR is an Acori Tatarinowii Rhizoma dataset, which included 21 samples collected from
Sichuan Province, and 8 samples were from Anhui Province in China [56]. Table 5 lists
the summary of five datasets; included are the numbers of attributes, total instances, the
majority, the minority instances, and the imbalance ratio. The NPC dataset was utilized
to test the performance of rank aggregation under original balanced distribution. The
other four imbalanced data sets were used to evaluate the RAR algorithm with artificially
re-balanced data.

This section shows the efficacy of the proposed RAR algorithm on one original bal-
anced dataset and four class-imbalanced datasets and compares it with other filtering
feature screening methods via several assessing metrics. Rank aggregation was performed
under the following seven situations:

e Case 1: no re-sampling: the original datasets are directly utilized to perform rank
aggregation. Denoted case 1 by “RA” because there is no re-sampling in it.

e Case 2: hybrid-sampling A: some instances of the majority class are randomly elim-
inated, and new synthetic minority examples are generated by SMOTE. The size
of the remaining majority is equal to the size of the (original plus new generated)
minority class.

e Case 3: hybrid-sampling B: A new synthetic dataset is generated according to the
smoothed bootstrap re-sampling technique. The sizes of the majority and minority
classes are approximately equal.

o Case 4: over-sampling A: new minority class instances are randomly duplicated
according to the original minority group.
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e Case 5: over-sampling B: new synthetic minority examples are generated on the basis
of the smoothed bootstrap re-sampling technique.

e Case 6: under-sampling A: some instances from the majority class are randomly
removed so that the size of the remaining majority class is equal to the size of the
minority.

e Case 7: under-sampling B: new synthetic majority examples are generated according
to the smoothed bootstrap re-sampling technique.

Note that NPC is balanced, and just case 1 is performed on it. Table 6 lists the summary
of the six re-balanced strategies. In this study, Gmean, F;, AUCROC, and AUCPRC are
employed to assess the performance of RA or RAR algorithm on five datasets under
seven cases.

Table 6. Re-balanced strategies.

Methods Re-Sampling Process Algorithm Process
Under-Sampling Over-Sampling Hybrid SMOTE Random Smoothed Bootstrap

Case 2 Yes Yes

Case 3 Yes Yes

Case 4 Yes Yes

Case 5 Yes Yes

Case 6 Yes Yes

Case 7 Yes Yes

5. Conclusions

In this paper, we propose a simple but effective strategy called RAR for feature
screening of class-imbalanced data by aggregating rankings from individual filtering
algorithms and modifying the class-imbalanced data with various re-sampling methods to
provide balanced or more adequate data. RAR can address the problem of inconsistency
between different feature ranking methods to a large extent. The results on real datasets
show that RAR is highly competitive and almost better than single filtering screening
in terms of geometric mean, F-measure, AUCROC, and AUCPRC. After performing re-
balanced pretreatment, the performance of rank aggregation can be highly improved, so
re-sampling to balance the classes is extremely useful in rank aggregation when the data
are class-imbalanced in metabolomics. Our proposed method serves as a reference for
future research on feature selection for the diagnosis of diseases.

Rank aggregation is a general idea to investigate the importance of features. In this
study, rankings from eight filtering algorithms are employed to generate the aggregated
rank. There are many other filter techniques, such as Chi-squared, power, Kolmogorov—-
Smirnov statistic, and signal-to-noise ratio [57], which are all widely utilized in class-
imbalance learning. In addition, considering that a re-sampling method can also generate
a rank list, rank aggregation can be performed according to the various re-sampling
algorithms rather than different filtering methods. Further, if necessary, ensemble multiple
rank aggregations could be performed to combine those aggregated rankings derived from
different algorithms. Finally, although RAR is used in the metabolomics datasets in this
study, it is potentially available for handing high-dimensional imbalanced data from other
fields, such as economics and biology.
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