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ABSTRACT High-Performance Computing (HPC) systems need to be constantly monitored to ensure their
stability. The monitoring systems collect a tremendous amount of data about different parameters or Key
Performance Indicators (KPIs), such as resource usage, IO waiting time, etc. A proper analysis of this data,
usually stored as time series, can provide insight in choosing the right management strategies as well as the
early detection of issues. In this paper, we introduce a methodology to cluster HPC jobs according to their
KPI indicators. Our approach reduces the inherent high dimensionality of the collected data by applying
two techniques to the time series: literature-based and variance-based feature extraction. We also define a
procedure to visualize the obtained clusters by combining the two previous approaches and the Principal
Component Analysis (PCA). Finally, we have validated our contributions on a real data set to conclude that
those KPIs related to CPU usage provide the best cohesion and separation for clustering analysis and the
good results of our visualization methodology.

INDEX TERMS Clustering, feature extraction, high-performance computing, time series analysis.

I. INTRODUCTION
Research in different areas is currently highly dependent on
intensive computation tasks and/or complex simulations [1].
High-Performance Computer (HPC) systems provide the
computing infrastructure needed to carry out these tasks.
However, HPC systems are inherently complex and costly
systems that need specific monitoring systems to ensure
their reliability [2]. These monitoring systems are constantly
checking the performance of each one of the vast number of
nodes [3] by collecting the information obtained by sensors.
This performance indicators, also known as Key Performance
Indicators (KPIs) [4] are usually grouped under different
categories, like CPU usage, memory usage, network traf-
fic, and other hardware sensors. The information received
is usually stored as time series: each value consists of the
reading (KPI value) and the time (date and time) when it was
collected. Thus, abnormal variations in KPI time series may
be an early evidence of a problem in the execution of a job
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and/or in the usual behavior of a node in the HPC system [5].
The early detection of these anomalies is critical to help the
system administrators take proactive measures to identify the
source of the problem and to prevent more serious escalation
of the problem, which may cause job failures.

However, the HPC system generates a tremendous amount
of KPIs that are very hard to analyze. The KPIs are collected
via sensors from jobs executing on hundreds of parallel nodes
daily, with a high frequency (approximately one sample each
minute), and are usually stored as time series. Thus, analyzing
these time series is a very challenging and computation-
ally costly problem. Additionally, and since this data is not
labeled, some approaches, as clustering, are considered the
most adequate to face the analysis of the KPI time series
[6], [7]. Time series clustering helps to identify patterns
of performance behaviors by grouping similar time series.
However, time series clustering is a complex problem due
to its high data dimensionality, which may cause problems
such as highly biased estimates and decreases clustering
performance [6]. Therefore, dimensionality reduction tech-
niques play an important role in this field [8] by transforming
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a high-dimensional data representation into a lower low-
dimensional data representation [9].

In this study, we propose a newmethodology to cluster and
visualize HPC jobs based on their performance KPIs. In order
to deal with the high dimensionality problem (inherent to
time series and aggravated by the huge amount of collected
data), we propose to face the time series clustering in terms of
their features, usually related to statistical behavior or global
parameters (trend, seasonality, skewness, periodicity, etc.) of
the time series. The underlying idea is selecting only those
features that are relevant for the job clustering, assuming
that these features are usually correlated and redundant. With
this aim, we propose a twofold feature selection: on the one
hand, a literature-based feature selection, and, on the other
hand, a variance-based feature selection. We also compare
the obtained results to the results of a previous approach [7]
that tried to face HPC jobs clustering by applying Principal
Component Analysis (PCA) techniques. Our second contri-
bution, additionally to the time series clustering proposal,
deals with the visualization problem of clustering for massive
data. We propose applying the same mechanism of feature
selection used for clustering to focus the visualization tasks
only on the two and three most relevant features, to create a
2D and 3D plot, respectively.

In order to validate our contributions (clustering and visu-
alization), we have created a data set with data gathered
from the Centro de Supercomputación de Galicia (CESGA):
195 running nodes, 11 KPIs, 9,006 jobs executed in a period
of ten months and a sample rate from 60 to 120 seconds
between samples. These characteristics entailed a data set
with 35,761,300 samples per KPI and per job. Our results are
promising since visualization is already much more effective,
and the quality clustering metrics offer better results than in
our previous analysis [7].

To the best of our knowledge, the main novelties of our
analysis are the following ones: (i) the wide variety of
extracted features used for the job clustering: KPIs related to
CPU usage, memory usage, network traffic, and other hard-
ware sensors; (ii) the twofold feature selection techniques
used to identify the most relevant features; (iii) the methodol-
ogy to help in the visualization tasks and (iv) the selection of
the two-dimensionality reduction techniques features applied
in our previous work [7] and the feature extraction applied in
this study to cluster the HPC jobs.

The rest of the paper is organized as follows. Section II
summarizes the background about the techniques used in this
study, whereas Section III offers an overview of the most
relevant approaches in the state-of-the-art in the time series
dimensionality reduction field and in the HPC analysis field.
The data set used for our analysis is described in Section IV.
Section V describes the methodology for clustering and visu-
alization. Results are summarized in Section VI. Finally,
discussion is in Section VII, and Section VIII covers the
conclusions and future work.

II. BACKGROUND
The emergence of ubiquitous sensing infrastructure offers the
possibility of gathering huge volume of data from numer-
ous sensors, which usually send this information frequently
[10], [11].Within this context, time series data offer an appro-
priate mathematical framework to gather and analyze the
collected information. However, time series data inherently
entails a high dimensionality of the data. Each time series
length is high and usually much larger than the number of
time series (number of sensors). Additionally, the number
of features that can be extracted from each time series is
also high. Considering both (i) the large number of time
series (number of sensors) and (ii) their extracted features
involvement in any analysis causes the so-called Curse of
the Dimensionality [12], which also entails problems with
calculation of distance metrics. In this section, we summarize
previous approaches in two supplementary fields related to
our proposal: (i) time series dimensionality reduction, as a
way to face the high dimensionality problem; and (ii) clus-
tering techniques, since we propose to use this mathematical
technique for our research work.

A. TIME SERIES DIMENSIONALITY REDUCTION
Analyzing time series with the aim of checking similarities
usually involves a non-trivial problem due to the high dimen-
sionality of the data. In the specialized literature, there are
several approaches that faces the dimensionality reduction
issue from different perspectives.

Some techniques are based on representing the data under
a different form, which simplifies the data volume, in such
a way that minimizes the global reconstruction error. Within
this field, there are some remarkable approaches, like Sin-
gular Value Decomposition (SVD) [13], the Discrete Fourier
transform (DFT) [14] or the Discrete Wavelet Transform
(DWT) [15]. Other proposals are based on a different phi-
losophy: to obtain a new and approximate time series that
summarizes the behavior of the original one. Within this
field, there are some interesting approaches like the Piece-
wise Aggregate Approximation (PAA), which divides the
original time series into sections and records mean values
of these sections for analysis, and its evolution into a more
dynamic technique [16], coined as Adaptive Piecewise Con-
stant Approximation (APCA) [17].

Other approaches do not face a transformation of the time
series directly, but a selection or extraction of relevant fea-
tures to be analyzed. These lines of research, also known as
dimensionality reduction, are based on the following assump-
tion: depending on the nature of the time series, its features
are usually correlated and redundant. Usually, approaches
in this line are categorized into two groups [6], [18], [19]:
feature selection and feature extraction. The former focuses
on selecting the most significant features from the original
data set by applying different techniques, such as univariate
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statistical tests, variance thresholds, or Principal Component
Analysis (PCA) [20]–[23].

The selection of the best feature set only depends on the
data set and there is not a selection technique that performs
well with any data set [24]. The variance threshold tech-
nique [25] is considered the simplest and most commonly
used; it selects as relevant features those of them whose
variance is greater than a threshold:

JVariance (Xk) =
1

n− 1

(
X (k)
i −

1
n

n∑
i=1

X (k)
i

)2

(1)

where K is the identifier of each time series, n is the number
of samples in the time series, and x(k)i is the iteration instance
of the time series Xk , i ∈ {1, . . . , n}.
Feature extraction, on another hand, is based on extract-

ing new features from the original data set. In the time
series field, these new features are usually related to statis-
tical behavior or global parameters of the time series [26],
like trend, seasonality, periodicity, skewness, etc. Thus, the
underlying idea is obtaining a time series summary in terms
of its correlating structure, distribution, entropy, etc. [27],
which gives interesting information about the time series
characteristics and enables different analysis (classification,
clustering, comparison, outlier detection, etc.). Within this
line, a time series feature extraction package in Python was
recently published, called Time Series FeatuRe Extraction on
the basis of Scalable Hypothesis tests (Tsfresh) [28], which
is widely used because of its clear advantages. First, it was
conceived precisely to identify and extract meaningful fea-
tures from time series, so it is able to combine 63 time series
characterization methods to compute (by default) a total of
794 features. Second, it implements standard APIs, so it
can be used together with other machine learning libraries
(e.g. Scikit-learn [29], Numpy [30], or Pandas [31]). Finally,
it also includes methods to evaluate the power and impor-
tance of these characteristics for regression or classification
purposes.

B. CLUSTERING ALGORITHMS
Clustering algorithms try to split up a set of data objects into
subsets or clusters that group objects similar to one another,
but dissimilar to objects in other clusters. There are multi-
ple clustering methods, which are generally classified in the
following four categories [32]: (i) Partitioning methods: Data
points are organized in a given number $k$ of groups, so there
is at least an element in each group; (ii) Grid-based methods:
The object space is quantized into a finite number of cells that
form a grid structure on which the clustering is performed;
(iii) Hierarchical methods: The data set is decomposed into
multiple levels, organizing the data into a tree of clusters. It is
quite inflexible, since once a step is done it cannot be undone;
and (iv) Density-based clustering methods: The notion of
density is used. The general idea is to grow a given cluster
while its density excesses a given threshold. This way clusters

are formed in dense areas while the points in sparse areas are
considered as noise.

Cluster analysis has been the solution in many applica-
tion domains like text mining, information retrieval, social
network analysis, image and video processing, bioinformat-
ics, image processing, and so on in past years [33], [34].
Clustering algorithms are used to identify homogeneous
groups of objects and useful patterns in a dataset [35], [36].
Cluster analysis offers a diverse number of clustering algo-
rithms such as K-means, Db-scan, Hierarchical clustering,
and Gaussian Mixture Model (GMM) [37].

One of the most widely used clustering techniques is
K-means [34], [37], [38] a partition method that organizes
data into K-clusters. K is predefined, by assigning each
object (data observation) to the cluster with the nearest cen-
troid, which is usually measured by using the Euclidean
distance [39]. The algorithm begins defining K centroids
(randomly) and then uses multiple iterations to update these
centroids in such a way that the distance values of data objects
and the nearest centroids are minimized. The iterations end
when the ideal centroids are identified:

d (p, q) =

√√√√ n∑
i=1

(pi − qi)2 (2)

where d (p, q) represents the distance between two
n-dimensional vectors p and q.
Thus, K-means cluster centroid is considered the arith-

metic mean of all the objects inside this cluster [40]. K-means
was successfully applied in different application fields, from
image processing to parallelization or to analyze behavior in
urban areas [33], [35], [36], [40].

K-shape [41]was designed specifically for time series clus-
tering. This method relies on a scalable and iterative refine-
ment procedure that assesses the distance among clusters by
using a normalized version of the cross-correlation measure,
which is used to take into account the shapes of time series in
the comparison process. Thus, contrary to other approaches,
K-shape considers the shapes instead of treating the obser-
vations in time series as independent attributes. Based on the
properties of the shape-based distance measure, the algorithm
computes the centroids, used to capture the share charac-
teristics of the data and to assign time series to clusters.
Its robustness has been experimentally evaluated against
other partition methods, like K-means or K-medoid [42].
K-means was chosen for this study due to its simplicity
and efficiency with large datasets. K-means usually offers
faster computation results than other algorithms when K is
small. Furthermore, the clusters that results from theK-means
algorithm are usually more cohesive than other algorithms
such as hierarchical clustering [43]. Lastly and most impor-
tantly, the visualization methodology applied in our proposed
framework (Section V.C) depends on the K-means clustering
centroids, which were used to rank features influences to the
clustering model to plot the clustering results.
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Most of clustering algorithms consider all feature compo-
nents of the data to be equally important. However, some
of them are irrelevant and might cause incorrect clustering
results. This is especially relevant when talking about time
series, since the high number of features is one of the issues
when applying clustering. Consequently, some approaches,
usually known as Feature-weighted techniques, have arisen
to take into account the importance of features before per-
forming the clustering algorithms. This is the case of the
SimultaneousWeighting onViews and Features (SWVF) [44]
or theWeightedMulti-viewClusteringwith Feature Selection
(WMCFS) [45]. Both of them assign weights to features
before clustering, however they do not reduce their number.
This approach was adopted by Feature-Reduction Multi-
View K-means (FRMVK) [46], where irrelevant features are
directly removed from the analysis.

This is, precisely, the approach we have followed in this
case, applied to a different context but with the same under-
lying philosophy: trying to detect those features in the time
series data that are not relevant for the analysis and that might
be removed before applying the clustering algorithm.

C. CLUSTER VALIDATION TECHNIQUES
Quality assessment of the clustering results is key to validate
the analysis [47] and might help to identify, for instance, the
best optimal number of clusters in a data set [48], beyond
the experience of the data analysts. Some validation methods
require from labeled data to evaluate the goodness of the clus-
ters (external methods [49]), whereas others do not need from
this information (internal methods). In our research work, and
since we do not have tagged data, we apply internal methods.
Usually, clustering validation techniques are based on two cri-
teria. On the one hand, compactness, i.e. the members of each
cluster should be as close to each other as possible. Variance
is a common measure of compactness, which must be mini-
mized within each cluster. On the other hand, separation, i.e.
the clusters should bewidely spaced. There are three common
approaches to measure the distance between two clusters:
(i) single linkage, which measures the distance between the
closest members of the clusters; (ii) complete linkage, which
measures the distance between themost distant members; and
(iii) comparison of centroids, which measures the distance
between the centers of the clusters.

There are three popular approaches that take into account
the two previously mentioned criteria (compactness and
separation): (i) the Silhouette coefficient [50]; (ii) the
Calinski-Harabasz index [49] and (iii) the Davies-Bouldin
index [51]. However, the Silhouette index (SH) is, because
of its simplicity, the most widely used. It generates a score
between −1 and 1, which is independent from the cluster-
ing algorithm, and that represents the quality of the cluster
results [49]. A SH score can be interpreted as follows: a score
between 0.71 and 1 shows excellent clusters results, a score
between 0.51 and 0.70 shows acceptable clusters results,
a score between 0.26 and 0.50 shows poor clusters results,
and, finally, less than 0.25 is considered a not acceptable

result [52], [53].

SH (i) =
b (i)− a (i)

max{b (i) ; a (i)}
(3)

where a (i) represents the mean distance between an object i
and each point within the same cluster and b (i) represents
the mean distance between an object i and the points in all
the other clusters.

III. RELATED WORK
As it was previously mentioned, feature extraction is based
on extracting new features from the original data and, in the
time series field, these new features are usually related to
the statistical behavior or the global parameters of the time
series. This approach was previously applied in different
application fields with the aim of reducing the number of
variables (features) for the analysis. After an exhaustive anal-
ysis of the specialized literature, Table 1 summarizes previ-
ous approaches that have used different time series features
for their analysis, such as skewness, mean, trend, variance,
seasonality, etc.

There are interesting proposals in this line of research
applied to different areas. For instance, the authors of
[54] and [55] tried to discover the best forecasting method
based on the accuracy of the predictions, using extracted
measures such as trend, seasonality, periodicity, etc. Within
the classification field, [56] proposes a hybrid algorithm
(Zeus) to classify lightning time series data. This algorithm
uses progressive computation for features extraction and
selection, which were fed for classification using a support
vector machine (SVM) [57]. It reduces, to a great extent,
the number of features needed. Also, in [58] a new feature-
based approach is proposed to recognize patterns in drilling
time series data. In this case, the drilling data dimensionality
was reduced using feature extraction and selection methods
to improve the accuracy of the classifiers. The approach
improved the rate of classification accuracy by 10% with a
faster learning time. Feature extraction was also successfully
used for anomaly detection in different areas. For instance,
the authors of [59] and [60] proposed a framework coined
as EGADS to identify anomalous time series by using some
relevant features (trend, frequency, seasonality, etc.). This
approach achieved more accurate and faster detection than
other compered methods.

We have also found some proposals that focus on clustering
time series by reducing the number of features to be analyzed.
This is the case of the work in [61] where clustering of time
series is based on their structural characteristics instead of
clustering point values using a distance metric. The set of fea-
tures used (trend, seasonality, periodicity, serial correlation,
skewness, kurtosis, chaos, nonlinearity, and self-similarity)
achieved high accuracy clusters with benchmark time series
datasets. In [62] the research work focused on farming, clus-
tering farms based on similar time series statistical features
of meat inspection in pig slaughterhouses. This information
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TABLE 1. Time series features.

was useful to detect farm level risk factors causing health
problems based on disease incidence and trend.

Going deeper in the use of this technique in the analy-
sis of HPC systems, there are very interesting approaches
that extract features from the time series data in order to
perform a more efficient analysis. Geelen et al. [63], for
instance, presented a method for detecting and localizing
pipe leakage using real-time pressure sensor measurements
named Monitoring Support. The method applied both time
series instance-based and feature-based clustering to detect
recurring pressure anomalies, which are suspected to be
damages or leaks of the water distribution network. The
results showed that feature-based clustering performed better
in detecting anomalies on two pressure sensor data sets with
accuracy F1-scores of 92% and 94%. Klinkenberg et al. [64]
proposed a supervised prediction model to predict nodes’
failures in HPC systems. The prediction model used extracted
statistical features of the time series frame from the nodes
monitoring data before a failure occurred. This prediction
model was able to classify defected nodeswith a recall of 91%
and a precision of 98%. Tuncer et al. [65] proposed a new
framework to automatically detect previously occurred per-
formance anomalies in HPC systems using applications per-
formance counter data. In the framework, statistical features

were extracted from the application’s performance counters
time series data to reduce the data scale and improve the
performance of the machine learning algorithms to iden-
tify the anomalies. The evaluation of the proposed frame-
work showed outstanding results in detecting anomalies with
F-score over 0.97. Tuncer et al. [66] proposed a frame-
work to classify performance variations in HPC systems.
The framework extracted several statistical features of the
KPIs collected by the HPC monitoring system. After, these
features were used to classify the system behavior using
different machine learning algorithms. The results showed
that the Random Forest algorithm achieved the best accuracy.
Frank et al. [67] tried to identify failed nodes that are being
used by running large-scale applications on the HPC sys-
tem. The authors proposed a new feature-based system for
node failure predictors using machine learning with a low
percentage of false alarms at large scales. The failure pre-
diction system proved its usefulness after achieving a reused
unnecessarily triggering checkpoints (UC) with a lead-up
time of four minutes in a large production cluster. Finally,
Jin et al. [68] designed a feature-categorizing-based hybrid
system to detect anomalies in communication systems. The
proposed system extracted statistical features from each KPI
time series. Then, the extracted features were categorized by
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FIGURE 1. Cloud monitoring system.

the KPI category identifier to different groups of features
based on similar statistical characteristics. Afterwards, each
feature groupwas fed to the applicable anomaly detector tech-
nique. Finally, aggregation of the results of all the anomaly
detector techniques was used to detect an anomaly in terms
of the entire feature space. The system has proven it could
detect different anomalies with lower false alarms.

Our proposal faces the KPIs analysis from a simi-
lar perspective to other previous approaches in the litera-
ture [64]–[68]. However, our approach has the following
differences that allow us to state that we provide a wider anal-
ysis: (i) we gather data from different KPIs categories (CPU
usage, memory usage, network traffic, and other hardware
sensors); (ii) we have obtained a more representative data set,
since the data collection was done for a long period of time
and data was gathered from a large number of jobs in the HPC
system; (iii) we have faced a pre-assessment of the different
extracted features from time series in order to analyze the
most representative ones by using two different approaches
(variance-based and literature-based). Finally, we have also
added a final step to visualize the job clusters based on
ranking job features.

IV. DATASET DESCRIPTION
HPC system includes hundreds of computational nodes that
execute an enormous amount of jobs daily. The constantly
increasing complexity of these systems also requires complex
monitoring systems that obtain raw data about the usage of

the available resources, such as disk, CPU, traffic, etc. These
monitoring systems gather raw data or KPIs from each sin-
gle computational node, which is organized into time series
(one per metric), as Figure 1 shows.

For our analysis, we have obtained our data set from the
CESGA Foundation (https://www.cesga.es/en). This Gali-
cian data center is a non-profit organization that has the
mission to contribute to the advancement of Science and
Technical Knowledge by means of research and applica-
tion of high-performance computing and communications,
as well as other information technologies resources. CESGA
Foundation is considered an instrument for sustainable socio-
economic development, devoting special attention to the
relations of cooperation between research centers, whether
public or private, and the productive sector. This is the frame-
work that enables the cooperation between this institution and
the Universidade de Vigo.

The CESGA center has different computing platforms with
different available architectures to help users to select the
best one for their computation requirements: Supercomputer
Finisterrae II, Cloud Computing architecture, and a Big Data
architecture [69]. First, Finisterrae II is a supercomputing
platform that is usually used for highly intensive simula-
tions and calculations. The Finisterrae II cluster is composed
of 306 nodes, each one with two Haswell 2680v3 processors
(24 cores) and 128 GB of RAM [69]. Second, the cloud
computing platform provides a virtual and elastic comput-
ing infrastructure that can be customized to the end-user
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TABLE 2. Selection of the performance metrics.

requirements (operating system, number of processors, etc.).
Finally, the Big Data architecture supports the parallel pro-
cessing of huge volumes of information by using the power
of the state-of-the-art technologies and software focused on
data management and processing. The Big Data platform is
composed of a dedicated cluster of 38 nodes, each one with
2 Intel Xeon E5-2620 v3 processors (12 cores) and 64GB
of RAM. These three computing platforms can be remotely
accessed through a Secure Shell (SSH) terminal and a simple
Web User Interface (WebUI) [69].

In this study, we have used the CESGA Big Data platform
to extract our KPIs data. This platform uses the third version
of the Hadoop framework and it offers the Hadoop ecosystem
core components. Hadoop is an open-source framework that
processes offline big data in a distributed manner. Hadoop
is characterized for having different key components for this
computation, such as the Hadoop Distributed File System
(HDFS) [70], a MapReduce framework [71], the Hive ware-
house [72], the Apache HBase distributed database [73],
etc. HDFS is the primary storage in Hadoop and it man-
ages the storage of data in blocks to be processed by any
job [74]. Hadoop uses the MapReduce framework to perform
the computation in two different stages: (i) the Map stage,
which divides the task (computation) of the job in parts to be
computed by different nodes (in parallel) and (ii) the Reduce
stage, which processes and summarizes the data coming from
the Map stage (different nodes) [74]. Hive is a Data ware-
house infrastructure that uses SQL queries (HiveQL) to query
data from Hadoop [72]. It converts the input program written
in HiveQL into MapReduce jobs executed on Hadoop [75].
Finally, HBase is an open-source, column-based database
built on top of the Hadoop file system, which offers ran-
dom real-time read/write access to data in the Hadoop File
System [70]. The CESGA Big Data platform uses Apache
Spark [76] to improve the parallelism processes. Apache
Spark is a unified analytics engine and a set of modules for
parallel data processing on computer clusters [77]. It runs
over Hadoop to speed the parallel processes since it may run
on the memory and not on the disk, as Hadoop does [78].

The HPC monitoring systems used in CESGA generate
over 44,280 different KPIs from different categories, which is
actually an overwhelming number of KPIs for any analysis.
Therefore, and within the line of our previous collaboration
with CESGA [7], we have followed the technical recommen-
dation of the CESGA technicians to focus our analysis only
on the 11 KPIs summarized in Table 2. These KPIs belong
to five categories (CPU usage, memory usage, system load,
IPMI, and network interface) and were selected according to
their importance and clear representation of the performance
of jobs.

The data from the 11 KPIs was collected by submitting
a specific spark job through one of the Hadoop 3 cluster
login nodes. The job was designed to gather the KPIs data
using Hive queries from the Hadoop cluster (typically one
master node and several slaves). The results of each KPI
query was held in a dataframe using the Spark dataframe
API. Finally, these dataframes are stored in the Hadoop Dis-
tributed File System (HDFS), just prepared for the analysis.
We have chosen HDFS since it is the primary storage in
Hadoop. The data extractor ran from February 1st, 2019 to
October 31st, 2019 gathering data (as dataframes) from the
HPC monitoring system of 195 parallel nodes, where a
total number of 9,006 jobs were running. Each one of the
11 extracted KPI time series dataframe contains four columns
with the following information: (i) the value of the KPI,
(ii) the time of the machine when the value was acquired,
(iii) the job, and (iv) the node to which this value belongs.
Afterwards, for each KPI, the job information was filtered
by its identifier to collect the time series information to each
one of the nodes where the job was executed, as Figure 2
shows.

Each KPI has a different sampling frequency that variates
from 60-120 seconds in the case of CPU usage metrics,
System load, and Memory usage in Table 3 to the 90 seconds
in the case of Network interface and IPMI system in Table 3.
That means that, on average, we obtain 35,761,290 samples
per KPI and per job: an overwhelming amount of
data.
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FIGURE 2. Example of information gathered per KPI (n jobs and m nodes).

TABLE 3. Performance metrics description.

V. METHODOLOGY
As it was previously mentioned, the challenge of analyzing
data gathered by the HPC monitoring systems is the huge
amount of information that is collected. Each computing
node is monitored by a set of sensors that are sampling the
information of a high number of variables or KPIs (CPU
usage, temperature, humidity, memory usage, etc.) and store
this data as a set of time series, one per KPI. Each job, which
is running on a set of nodes, has as many data about its
behavior as the KPIs from all the nodes where it is executed.
In our case, and as it was summarized in the previous section,
we have collected information from 11 KPIs that monitor
195 nodes where 9,006 jobs were executed; on average,
we have gathered 35,761,300 samples per KPI and per job.

We propose to face this massive analysis by reducing the
large scale and dimensionality as it is summarized in Figure 3.
With this aim, we firstly (phase 1 in Figure 3) extract a
set of features per each one of the time series (or KPI).
These features represent the statistical behavior and general
parameters of the KPI (time series): such as skewness, mean,
trend, variance, seasonality, etc. In our proposal, we apply
the Phyton extraction package Tsfresh [28], which has

several advantages (previously mentioned in Section II.B).
Section V.A details the different steps within this first phase.

Then (phase 2 in Figure 3), we propose to select only those
features those are, indeed, relevant and perform a clustering
analysis. For the first sub-task (step 2.1: feature selection) we
trust in two different and supplementary approaches. On the
one hand, we consider the information collected from other
approaches in the specialized literature to analyze each KPI
(time series) individually. On the other hand, we take into
account the variance threshold using three different percent-
ages (80%, 85%, and 90%). For the second sub-task (step 2.2:
clustering) we conducted two experiments using the K-means
algorithm (Section V.D): one of them analyzing the KPIs
(times series) individually and the other using a combined
approach. In both cases, we used the Silhouette index to
determine the optimal number of clusters. Section V.B details
the different steps within this second phase.

Finally (phase 3 in Figure 3), we use the obtained clusters
to visualize the data (Section V.C). With this aim, we calcu-
lated the cluster centroids and, using the Euclidean distance,
we tried to identify the three features that have the most
influence on the K-means clustering. These three features
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FIGURE 3. HPC job clustering and visualizing methodology using time series feature extraction.

were used to provide 2D and 3D plots that help to visualize
the clustered jobs and to identify the common characteristics.

A. PHASE 1: TIME SERIES FEATURE EXTRACTION
As it was previously mentioned, we have opted to use time
series features to represent their characteristics and behav-
ior in an attempt to reduce the amount of data and the
dimensionality problem consequence of a huge data set. With
this aim, we have used the Python library Tsfresh [28].

Although this library supports the extraction of 794 features
per time series, we have decided to extract the 36 features
summarized in Table 4, whose definitions are stated
in Table 12 (appendix) [4].

This first selection was done taking into account the usual
features used in the literature, as well as our own expe-
rience in time series analysis. The extracted features were
labeled as follows: ‘‘NodeID_KPIName_FeatureName’’,
where KPIName is taken from Table 2 (second column).
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TABLE 4. Extracted features (Tsfresh) and their parameters.

FIGURE 4. Dimensionality reduction based on feature extraction: on the left on KPI dataframe, on the right the reduced data.

For instance, ‘‘c6937_idle_median’’ would be the ‘‘median’’
value of the time series ‘‘idle’’ (the aggregation.cpu-
average.percent.idle KPI) for the node whose identifier is
‘‘c6937’’. Thus, we obtain matrices similar to the one shown
in Figure 4 per feature of each KPI and per node, instead of
having the huge set of values included in the time series.

Once the features are extracted (per KPI and per node),
we have normalized the results to be within a range of [0,1]
to uniform the results, which are expressed using different
measurement units. Table 13 (appendix) summarizes the vari-
ances obtained for all the scaled features and Figure 5 shows,
for instance, the variance of the 36 features of one of the

KPIs (Idle in Table 2). In this specific case, the feature per-
centage_of_reoccurring_values_to_all_values has the high-
est variance value.

B. PHASE 2: SELECTION AND CLUSTERING
Although we have reduced the dimensionality after the first
phase (feature extraction), in the second phase we go a step
further with the aim to reduce even more the number of
features, selecting only those ones that are relevant. With this
aim, we apply two different approaches.

On the one hand, a literature-based feature selection was
done applying the data in Table 1 (summary of the different
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FIGURE 5. Variance of the 36 features extracted for one of the eleven KPIs.

TABLE 5. Literature-based selection of features.

approaches in the specialized literature) and the informa-
tion in Table 4 (features obtained from the Tsfresh library).
The intersection of both sources is summarized in Table 5:
29 features to be analyzed since they were considered as
relevant for time series cluster analysis.

On the other hand, a variance-based feature selection was
done, taking as relevant only those ones whose variance is
greater than a previously defined threshold. Thus, as result
of Phase 1, we have obtained a collection of 36 features that
characterize the time series behavior of the different KPIs
and nodes. These values were normalized to be within the
range [0,1]. In this step, we try to reduce this number by
using the variance threshold technique [79], [80], i.e. using
a threshold to select only those features whose variance is
equal or higher. By eliminating low variance features, we are

trying to remove from the analysis those features that are not
meaningful. We have used three different thresholds, 80%,
85%, and 90%, to perform this selection. Table 6 summarizes
the results obtained. The first and second column represent
the name of each one of the 11 KPIs. Then, the third, fourth,
and fifth columns indicate, respectively, the results for the
80% threshold, 85% threshold, and 90% threshold: (i) the
threshold value for the variance (second row); (ii) the number
of features selected for all the KPIs (third row) and (iii) the
subsequent rows indicate the name of the features selected
per KPI.

Finally, we apply clustering techniques within this phase
following two different approaches. On the one hand,
we apply the K-means algorithm to the jobs using as cri-
teria each KPI individually, that is, using the 29 selected
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TABLE 6. Features variance thresholds and their corresponding selected features.

features (according to the literature-based criterion) as data
to perform the clustering. On the other hand, we apply the
K-Means algorithm to the jobs using as criteria the whole
set of KPIs and using as data to perform the clustering the
3, 7 or 21 features in Table 6 for the variance-based criterion
(80%, 85%, and 90% respectively). It is necessary to high-
light that since we do not have a predetermined number of
clusters (K), we propose to iterate this value from 2 to 30 to
find out for which value of K the best clustering quality values
are achieved. The results are summarized in Section VI.

C. PHASE 3: VISUALIZATION
Visualization of the clustering results is not directly feasible
because of the high-dimensionality of the jobs features used.
Thus, we propose a methodology to visualize these results

in a more appropriate way based on clustering only the most
influential features, as Figure 6 shows. Therefore, we firstly
obtain the three more influential features in clustering and,
after that, we represent the clustering using only these three
features.

The procedure is as follows. First, we obtain the centroids
per cluster. Each centroid can be seen as a vector with asmany
components as computing nodes (n)multiplied by the number
of features (m). Table 7 shows an example with two centroids
for two clusters (0 and 1, in the first column).

Second, we calculate a vector with as many components
as the number of features used for the clustering (m), whose
component values are the mean of the feature values per node
(mean of n values). After that, we calculate the Euclidean
distance between the mean features of each vector. Later, we
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FIGURE 6. Selecting features for visualization.

obtain themean feature distances ranking in descending order
to select the three top features. Table 8 shows an example with
two clusters (i.e., two centroids) for all the features involved
in the clustering at Phase 2.

Once we have identified the three top most influential
features, these three features data were extracted separately
from the original data set used in clustering to represent the
clustering results in a 2D and 3D plot. Each feature matrix
was 9,006 (job) x 195 (nodes), making the dimensionality
of the three features data combined very high to be plotted.
To have a more manageable volume of data for plotting,
we have applied a 1-principal component using the PCA
technique to each of the three feature data. After that, the three
features PCA results were concatenated together with the
cluster labels indexed by job identifier in only one dataframe.
Table 9 shows an example of the jobs, where the three top
ranked features PCA results are ‘‘quantile_q_0.7’’, ‘‘median’’
and ‘‘first_location_of_maximum’’ with their cluster labels.
Finally, the first two features in the dataframe were used to
plot the jobs clusters in a 2D plot, and the three features were
used to plot the jobs clusters in a 3D plot.

FIGURE 7. Silhouette scores of the KPI SYSTEM extracted features.

VI. EXPERIMENTAL RESULTS
We have used the data gathered from the CESGA HPC sys-
tem (Section IV) to apply the methodology described in the
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TABLE 7. K-means centroids for the optimal number of clustering (2 clusters).

TABLE 8. K-means centroids for the optimal number of clustering (2 clusters) sorted after calculating the Euclidean distance.

TABLE 9. The PCA results of the top three features with cluster labels.

FIGURE 8. Silhouette score of clustering each jobs KPI extracted features individually.

previous section. Therefore, we have performed two exper-
iments: on the one hand (experiment 1), clustering the
jobs using a literature-based feature selection and, on the
other hand (experiment 2), clustering the jobs using

a variance-based feature selection. After that, we apply our
methodology for visualization to depict the obtained results.

In experiment 1, we filtered the features of all the KPIs
according to the information in Table 5, and then we
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FIGURE 9. 2D and 3D clustering plot using the top three features of the CPU SYSTEM KPI.

TABLE 10. K-means results for the (80%, 85%, 90%) threshold features.

performed as many K-means clustering as KPIs (eleven)
separately. Thus, for instance, we clustered all the jobs in the
data set using as criteria the set of features in Table 5 for the
KPI IDLE, then we clustered all the jobs in the data set using
as criteria the set of features in Table 5 for the KPI SYSTEM,
and so on, for each one of the KPIs in Table 2. Since we do
not know in advance the most appropriate number of clusters,
we perform iterations from 2 to 30 to check the most suitable
number of clusters (K) per KPI according to the Silhouette
score.

The obtained results are summarized in Figure 8 that shows
the optimal number of clusters (K) and the quality score
obtained per each one of the eleven KPIs. As a conclu-
sion, we can state that the KPI SYSTEM (aggregation.cpu-
average.percent.system) gives the best clustering result,
followed by the KPI IDLE (aggregation.cpu-average.
percent.idle) that obtains a very similar Silhouette score.
Figure 7 shows the KPI SYSTEM Silhouette scores for
each (K), which reveals the 2 clusters are the optimal number
of clusters with Silhouette score of 0.6096.

In order to visualize these results, we applied our
approach (Section V.C) to plot the clusters obtained by
applying the top KPI clustering result (CPU SYSTEM,
aggregation.cpu-average.percent.system) and its subset of

FIGURE 10. The Silhouette score for the 85% threshold features.

features: a 9,006 x 13,065 matrix. Since the optimal num-
ber of clusters for this KPI CPU SYSTEM was 2, then
the K-means centroids obtained can be represented as a
2 x 13,065 matrix. Afterwards, we grouped the centroids
and calculated the mean value and the distance of each
feature to identify the three most relevant features, in our
case ‘‘index _mass_quantile__q_0.9’’, ‘‘quantile__q_0.9’’
and ‘‘quantile__q_0.8’’.

Finally, each of these three features was dimensionally
reduced to a 1-principal Component using PCA. Figure 9. (A)
shows the 2D plot using the top two most significant features
for the KPI CPU SYSTEM (‘‘index _mass_quantile__q_0.9’’
and ‘‘quantile__q_0.9’’), whereas Figure 9.(B) shows the 3D
plot using the top three most significant features (adding
‘‘quantile__q_0.8’’). The jobs in cluster 0 show higher
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TABLE 11. Comparison of quality results to our previous approach in [7].

FIGURE 11. 2D and 3D clustering plot using the top three features in Experiment 2.

cohesion than jobs in cluster 1 in both plots. Additionally,
jobs in cluster 0 have lower values for the selected features
than jobs in cluster 1. We can infer, from this behavior, that
jobs in cluster 0 were executed more efficiently in the nodes
of the HPC system, with less IO wait time, whereas jobs in
cluster 1 group the jobs with the opposite tendency: more IO
wait time and less efficient computation.

In experiment 2, we filtered the features of all the KPIs
according to the information in Table 6 and using the three
selected thresholds (80%, 85%, 90%). Then we performed
a K-means clustering using jointly the data of the 11 KPIs,
i.e. only one clustering procedure. Since we do not know in
advance the most appropriate number of clusters, we per-
formed iterations from 2 to 30 to check the most suitable
number of clusters (K) per KPI according to the Silhouette
score.

According to the obtained results, summarized in Table 10,
the best Silhouette score was obtained for the 85% threshold
with two optimal clusters, as shown in Figure 10. Thus,
the next step is to plot the clusters for the 85% threshold,

selecting the most relevant features of the 7 features that are
involved in the clustering (see Table 6).

In this case, we have a 9,006 x 2,145 matrix that stores
the information about the jobs. Since the optimal number
of clusters is 2, then the K-means centroids obtained can be
represented as a 2 x 2,145 matrix. After this, we selected the
top three most relevant features involved in the clustering:
‘‘quantile__q_0.7’’, ‘‘median’’, ‘‘first_location_maximum’’.
Later, the dimensionality of this data was reduced using
PCA to obtain 1-principal component in order to have all
the information to plot the clustering. Continuously, each of
the three features components was concatenated together and
used to plot the clusters in 2D and 3D.

Figure 11.(A) shows the 2D plot using the top two most
significant features (quantile__q_0.7’’ and ‘‘median’’), and
Figure 11.(B) shows the 3D plot using the top three most
significant features (adding ‘‘quantile__q_0.7’’).We can con-
clude that jobs in cluster 0 have lower CPU idle time than jobs
in cluster 1, which entails that the nodes workloads were cor-
rectly balanced during the jobs execution time. Besides, jobs
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TABLE 12. Tsfresh extracted features definitions.

on cluster 1 show an unusual behavior with higher ‘‘median’’
and ‘‘quantile__q_0.7’’ values. This might be a consequence
of having higher IO tasks (network traffic rates), which has
a negative correlation with CPU usage values. Analyzing
also the 3D plot, we can infer that jobs in cluster 1 required
the maximum memory usage at approximately the same
time, whereas jobs in cluster 0 required from the maximum
memory usage at different times during the global execution
period.

VII. DISCUSSION
As previously mentioned, we used the Silhouette score to
evaluate the quality of the clustering in both approaches:
when we applied the literature-based feature selection (one
clustering per KPI) and when we applied the variance-based

feature selection (one clustering using all the KPIs). In the
first case, we obtained the quality results shown in Figure 8,
where all the Silhouette scores are quite similar for all the
KPIs. However, the IDLE KPI and the SYSTEMKPI provide
better quality results with 2 clusters.

We also compared these results to the ones we have
obtained in our previous analysis [7], where PCAwas used to
face the data dimensionality problem. Table 11 summarizes
the results of both approaches. According to this comparison,
we can state that the methodology introduced in this paper
provides better quality results.

In the second case, combining all the KPI data, the quality
results are summarized in Table 10. We concluded that the
85% threshold is the most adequate to select the most rele-
vant features. Finally, when comparing the two approaches:
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TABLE 13. KPIs scaled features variances.
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TABLE 13. (Continued.) KPIs scaled features variances.

25540 VOLUME 9, 2021



M. S. Halawa et al.: KPIs-Based Clustering and Visualization of HPC Jobs: A Feature Reduction Approach

literature-based and variance-based selection, we can state
that the best results are obtained if we considered the infor-
mation given by all the 11 KPIs together for the clustering,
instead of performing independent clustering per KPI.

The proposed feature-based clustering model can also be
used to build a job anomaly prediction model. This, for
sure, will be a useful tool for HPC DevOps engineers and
technicians to early identify jobs/nodes whose behavior is not
as expected. The application would trigger an alert if the KPIs
of a job are performing similarly to the ones in the cluster
of jobs with anomalies. Additionally, this tool would give to
HPC DevOps engineers and technicians relevant information
about the detected anomalies. Thus, which KPIs are the ones
showing an unexpected behavior. This would contribute to
identify the root of the problem in a timely manner and solve
the issue as soon as possible. Consequently, this clustering
model information would have a positive impact on minimiz-
ing the infrastructure cost.

VIII. CONCLUSION
This paper introduces a methodology to cluster and visualize
HPC jobs based on their performance KPIs. Our approach
systematically identifies different job types (clusters) and
supports their suitable visualization. Both clustering and visu-
alization would help to manage and early detect performance
problems in the nodes of the HPC system. We proposed
two different approaches to deal with the high dimension-
ality problem inherent in these systems: a really high num-
ber of KPIs (44,280 in CESGA), a huge number of nodes
(195 in CESGA), and a high sensing frequency in the HPC
monitoring system (from 60 to 120 seconds). We focused
our analysis on the following categories KPIs, CPU usage,
Memory usage, IPMI, System Load, and Network (interface)
traffic, which gave us an overwhelming amount of data:
35,761,290 samples on average per KPI and per job.

In order to reduce the high dimensionality of the data,
we propose a methodology that faces the analysis of the
collected time series in terms of its features, usually related
to statistical behavior or global parameters (trend, seasonality,
skewness, periodicity, etc.). The underlying idea is selecting
only those features that are relevant for the jobs clustering,
assuming that these features are usually correlated and redun-
dant. We proposed to deal with this problem in a twofold
approach: on the one hand, selecting the features based on
the information gathered from the specialized literature and,
on the other hand, selecting the features based on a threshold
for their variance (the higher its variance, the more relevant).
After performing our analysis, we concluded that the best
approach is the second one using a threshold of 85% for
the variance-based feature selection and combining the infor-
mation provided by the 11 KPIs under study to perform the
clustering. This approach gives the best clustering cohesion
and separation. Thus, the results show that the dimensionality
reduction techniques used in this study and our previous
PCA-based study [7] enable a suitable way to cluster the
jobs and show the convenience of using the KPIs related to

the CPU usage (IDLE, SYSTEM) as the most suitable for
clustering the HPC jobs.

Complementary to this clustering methodology, we have
also defined a visualization procedure for the obtained clus-
ters. First, we rank the features selected for the clustering
according to their variance, with the aim of selecting the two
and three top ones. After that, these two and three top features
can easily visualize the obtained clusters in a 2D and 3D plot
respectively.

We are currently planning to add more features and clus-
tering algorithms to our current methodology, with the aim
of improving the clustering results of HPC jobs and taking
into consideration the computational power needed to execute
such analysis. In addition, we will focus on the behaviors of
the nodes in executing different jobs types, which will help
us in building a forecasting model for node behavior.

APPENDIX
See Tables 12 and 13.
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