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1 | INTRODUCTION

Cluster analysis refers to data analytic techniques for structure and class discovery. It is popular in a range of fields, for
example, medicine, biology, market research, social science, and data compression. However, when conducting cluster
analysis, researchers are confronted with an overwhelming number of existing methods. They must preprocess the data,
choose a clustering algorithm, and set parameters, such as the number of clusters (Van Mechelen et al., 2018;
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Zimmermann, 2020). It is often unclear a priori which choice should be made for the analysis, and even once a choice
is made, it may remain unclear how good the quality of the resulting clustering is.

These problems have prompted the development of so-called cluster validation techniques, see Handl et al. (2005)
and Hennig (2015a) for overviews. The literature distinguishes between internal validation (where the clustering is eval-
uated based on internal properties, such as compactness and separateness of the clusters) and external validation
(where the clustering is evaluated by comparing the clusters with respect to one or more variables not used for cluster-
ing, e.g., a survival time or a true class membership). Less attention has been given to the validation and replication of
clustering results on a validation dataset, for which we introduce a structured framework that summarizes the existing
literature in a systematic manner. A validation dataset could be part of the original dataset, set apart before the start of
the analysis, or it could be a separate dataset, obtained, for example, from a different study centre.

The idea of validating a clustering on another dataset is not new and has appeared in the methodological literature
decades ago (Breckenridge, 1989; McIntyre & Blashfield, 1980). In applied literature involving cluster analysis, it is not
uncommon for authors to validate their clustering results on new data, be it with the procedure of McIntyre and
Blashfield (1980) or another method. To the best of our knowledge, these approaches have never been systematically
structured and evaluated, and different validation strategies are scattered across different works and application fields.
This contrasts with the abundant methodological literature devoted to validation in the context of supervised classifica-
tion (or more generally, supervised learning). This contrast may be partly due to the fact that cluster analysis—as
opposed to supervised classification—is often viewed as exploratory research. The validation of clustering results is
rightly considered to be less straightforward than the validation of a prediction model because “true labels” are
unknown (Von Luxburg et al., 2012). Indeed, it is difficult to define exactly what is meant by validating a clustering on
validation data. Answering this question is the key aspect of our framework.

In this article, we aim to give a systematic review of the various strategies used in the literature for validating clus-
tering results on validation data. These existing approaches are combined into a structured framework. In this frame-
work, we define and formalize the concept of validation on a validation dataset. In particular, we demonstrate that
many classical validation techniques, such as internal and external validation, stability analysis, and visual validation,
can be linked to evaluation on validation data: using validation datasets does not replace these approaches; rather, clas-
sical validation can be combined with validation data. Moreover, we show how clustering studies from the applied liter-
ature that used a validation dataset can be classified into our framework.

Why do researchers consider validation and replication of clustering results on a validation dataset to be important?
The answer is closely tied to the clustering aim, which could either be inferential or descriptive. We define these terms
as follows:

« Inferential clustering: The objects being clustered form a sample drawn from an underlying population for which
inference is of interest, rather than making statements about the specific objects in the original dataset.

« Descriptive clustering: The data form a fixed set of entities of specific interest, and statements such as objects 1, 5, and
99 form a cluster are of interest.

As an example of the difference between inferential and descriptive clustering, consider an n x p dataset including the
expression levels (continuous values) of p genes for n patients suffering from a particular disease, see Figure 1.

On the one hand, it may be of interest to perform clustering analyses of the patients to see if there are subpopula-
tions of patients with systematically different gene expressions. This would be inferential clustering. For example,
researchers have frequently used gene expression data to detect distinct breast cancer subtypes (Burstein et al., 2015;
Curtis et al., 2012; Kapp et al., 2006; Lehmann et al., 2011; Serlie et al., 2003; Sotiriou et al., 2003). Such subtypes can
have clinical implications and may guide targeted treatment (Garrido-Castro et al., 2019; Prat et al., 2015). On the other
hand, an n x p gene expression dataset could also be used to perform clustering of the (fixed set of) p genes to see if
there are groups of specific genes that behave similarly, which might suggest a similar function or involvement in a
common molecular process. This is an example of descriptive clustering. For example, researchers have used cluster
analysis to find different groups of cancer-related genes (Freudenberg et al., 2009; Yang et al., 2014; Zhang et al., 2014).

For both clustering aims, using validation data is of crucial importance. To illustrate this, we again use the gene
expression example, see Figure 1. First, we consider inferential clustering of breast cancer patients. All the papers for
breast cancer subtype detection cited above used validation datasets to confirm the results of their own analyses and/or
to validate previously reported subtypes. Indeed, a clustering of cancer patients would not be of much use if it only held
on a single dataset. Due to the inferential nature of the clustering, the researchers’ aim is to better understand the
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FIGURE 1 Schematic representation of clustering on a gene expression dataset. (a) Inferential clustering of the patients and

(b) descriptive clustering of the genes. For illustration purposes, there are 10 patients sy, ...,510 in the discovery data, 10 patients s, ...,S in
the validation data, and 15 genes Y1, ...,Y;s. For inferential clustering, the objects to cluster (here, patients) are different between discovery
and validation data, as indicated by using different symbols (squares vs. triangles). The two resulting clusterings nevertheless look somewhat
similar: a smaller cluster on the top left, and a larger cluster on the bottom right. For descriptive clustering, the objects to cluster (here, genes
Y,...,Y1s, marked by circles) remain the same across both datasets. However, their positions are slightly shifted in the validation data,
because the gene expression values now stem from patients s;1,...,50. Consequently, genes Y33 and Y35 (marked in red) are clustered
differently on the validation data

disease and to find options for treatment with respect to the underlying population, for example, the population of all
breast cancer patients. In particular, the clustering should not only hold for patients from a single hospital or a single
country. To make sure that the clustering is not just an artifact of a single dataset, researchers thus use independently
collected samples for validation, or at least split their dataset into discovery and validation sets.

Now consider the example of the descriptive clustering of cancer-related genes. While the set of genes is fixed,
researchers typically want the gene clustering to hold more generally than only for the n specific patients. The genes'
functions or involvement in molecular processes should reflect biological principles that hold for all patients with the
particular cancer type, and researchers thus want to recover the clustering on datasets with other patients having the
same disease. Again, validation datasets are used for this purpose. In this sense, descriptive clustering can have an infer-
ential component, with the difference to “inferential clustering” (as defined above) being that the objects to be clustered
are fixed and do not represent samples drawn from an underlying population. This has implications for choosing a suit-
able validation dataset and validation strategy, as will be discussed in more detail in Section 3 below.

Similar arguments about the importance of replicability and generalisability of clusterings results (as given for the
example of gene expression data above) hold more generally for most cluster analysis applications, which can typically
be classified as either inferential or descriptive clustering. For example, in market segmentation (inferential clustering
of customers), the resulting clusters should be replicable such that managers can consistently market their products to
the customer groups (Dolnicar & Leisch, 2010; Miiller & Hamm, 2014). In text and keyword analysis, where words are
clustered to reveal overarching topics (descriptive clustering), it is interesting to see whether topics stay stable on valida-
tion data, or whether some changes appear (Ding et al., 2001). Across different application fields, researchers usually
want their results to be as generalizable as possible. Interesting properties of a clustering result should hold not only for
a single specific dataset, but should also reappear when clustering validation data sampled from the same, or even
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different distributions. Validating clusterings on validation data also enables researchers to evaluate results reported by
other research teams. The confirmation of results on validation data is a vital part of research in general, and it has
received considerable attention in recent years due to the so-called “replication crisis” (Hutson, 2018). In the context of
classical hypothesis tests and effect estimates, many published results have turned out to be non-replicable, that is, they
could not be confirmed on independent data [e.g., in psychology (Open Science Collaboration, 2015), cancer research
(Begley & Ellis, 2012), or economics (Camerer et al., 2016)]. Replication is thus vital for assessing the credibility of sci-
entific claims (Nosek & Errington, 2020). For cluster analysis, our article appears to be the first one to systematically
review and discuss this topic.

Our framework, which is described in detail in Section 3, is based on the following two-step cluster analysis proce-
dure (see also Figure 2):

1. The primary cluster analysis and method selection step: Using the original dataset or a part of it (in the following
called “discovery data”) a single clustering method is selected (where the “method” includes not only the choice of
clustering algorithm, but also parameters such as the number of clusters and diverse pre/postprocessing steps), for
example, via its performance with respect to internal/external validation indices.

2. The validation step: Important aspects of the clustering resulting from this method are validated on another dataset
or the rest of the original dataset (in the following denoted by “validation data”). The validation data should be
completely hidden from the method selection process of Step 1—analogously to the evaluation of supervised classi-
fiers, where the selected model (including the chosen parameters) must be finally evaluated using validation data
that was not used in any way for parameter tuning or model selection (Boulesteix et al., 2008; Simon et al., 2003).

The “important aspects” of the clustering that are checked in Step 2 usually depend on the research question and
the field of application. Consider again the above example of clustering cancer patients, based on expression levels of
cancer-related genes, for the purpose of finding subtypes of that disease. In this context, the following properties might
be relevant aspects of the clustering:

« Suppose that Step 1 has resulted in two clusters. One cluster is much larger than the other, with about 80% percent
of the patients in this cluster. One might be interested in whether this pattern of one large cluster and one smaller
cluster can be replicated in Step 2.

« Assume it is found that the clustering chosen in Step 1 is related to survival time, that is, the patients’ survival times
differ depending on which cluster they belong to. Can this finding be replicated in Step 2 for patients in the valida-
tion data?

In the literature, the term “cluster validation” is sometimes used to refer to the use of validation techniques as a tool to
compare different clusterings and select the most appropriate. This use of terminology would place validation within
Step 1. But when validation techniques are used as selection tool, it is still an open issue whether the results generalize
to new data, and this is addressed by Step 2.

The phrase “cluster validation” also appears in the literature about benchmarking of clustering methods
(Boulesteix & Hatz, 2017; Van Mechelen et al., 2018; Zimmermann, 2020). A benchmarking study is a systematic com-
parison of different clustering methods on a class of data distributions or datasets. Validation techniques may be used to
compare different methods. Benchmark studies thus analyze the “validity” of clustering methods and provide general
guidance on which method to use. In contrast, our review considers the validation of specific results of applied cluster-
ing studies.

This article is structured as follows: in Section 2, we give an overview of the different uses of the term “validation”
and perspectives on validity found in the clustering literature. We then present our validation framework in detail in
Section 3. In Section 4, we demonstrate in an exemplary manner how clustering studies from the applied literature can

Step 1: discovery data Step 2: validation data
Primary cluster analysis and Validation of results that were
method selection step obtained on discovery data

FIGURE 2 Two-step procedure for validating clustering results
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be sorted into the framework. Section 5 contains a final discussion. In the Supporting Information, we present an illus-
tration of the discussed validation strategies using openly available real-world data, where the data analysis is per-
formed with thoroughly commented R code.

2 | DIFFERENT PERSPECTIVES ON “VALIDITY” IN CLUSTER ANALYSIS

We identified four approaches that address the validity of clusterings in the literature: (1) the comparison of “true” clus-
ter labels with inferred clusters, (2) internal and external validity indices, (3) stability analyses, and (4) visual validation.
These four approaches are briefly reviewed in the following subsections. An additional approach, hypothesis testing, is
briefly discussed in Section 5. Internal and external validation, stability, and visual validation form the building blocks
of our framework, see Section 3.

2.1 | Recovery of “true” clusters and analogies to the validity of supervised
classification models

According to this perspective, a clustering of a dataset is “valid” if it corresponds to the “true” cluster structure in the
data. Correspondingly, a clustering method is called “valid” if it can recover the “true” clusters in the data
(Breckenridge, 1989; Milligan & Cooper, 1987). A related view is presented in the paper of Dougherty et al. (2007),
which shows a connection to the term “validity” in the context of supervised classification. For supervised classification
models, the validation of a classifier relates to estimating the prediction error on a test set, that is, how well the classifier
can predict the known “true” labels of the instances in the test set. Dougherty et al. (2007) demonstrate that this
approach can be transferred to cluster analysis. However, this requires datasets with known cluster labels. Yet, in prac-
tice, cluster analysis is usually applied to real datasets for which the “true” cluster labels of the data points are
unknown. Note that even in the rare case of a cluster analysis performed on a dataset with given “true” cluster labels,
these may not be unique, and there might be other equally legitimate cluster structures in the data, which can be even
more interesting and useful as a result of the analysis than the one previously know (see Férber et al., 2010;
Hennig, 2015b). When validating a clustering on validation data, the validation step used in supervised classification
usually cannot be mimicked. The idea of Dougherty et al. (2007) thus mainly makes sense in the context of benchmark
studies comparing clustering methods using simulated data with known “true” cluster labels. The ability of the methods
to recover the true clusters may then be used as a performance criterion. To evaluate clusterings in applied studies,
other options for validation are needed.

2.2 | Internal and external validation

In the absence of “true” cluster labels, assessing “cluster validity” often uses so-called internal indices or external
information—Ileading to the terms “internal validation” and “external validation,” respectively.

« Internal validation uses only the data that was used for clustering. Typically, internal validation consists of cal-
culating an index that is supposed to measure how well the clustering fits the data (Halkidi et al., 2015). Such
indices often exploit the proximity structure of the data, for example, by measuring the homogeneity and/or
the separation of the clusters. Examples are the Average Silhouette Width index (Kaufman &
Rousseeuw, 2009) and the Calinski-Harabasz index (Calinski & Harabasz, 1974). These indices combine mea-
surements of the homogeneity and the separation of a clustering into a single value, in order to balance a small
within-cluster heterogeneity and a large between-clusters heterogeneity. There are also indices that measure
only isolated aspects of a clustering (e.g., only the homogeneity or only the separation of the clusters), see
Akhanli and Hennig (2020).

« External validation makes use of additional (external) information that was not used for clustering. For example,
when clustering a cancer gene expression dataset, one may use the survival time of patients to determine whether
the clustering of patients based on gene expression can predict survival. The term “external validation” also encom-
passes the recovery of previously known “true labels” as presented in Section 2.1.
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23 | Stability

Many authors consider stability to be a crucial aspect of cluster validity. The idea is that a good clustering method
should yield similar partitions when applied to multiple datasets drawn from the same data distribution (Ben-David
et al., 2006; Von Luxburg, 2010). In this spirit, a specific clustering of a single real dataset may be considered as vali-
dated if the clusterings obtained from datasets generated from the same data distribution are similar. There are several
methods of generating multiple datasets to emulate the data distribution of the dataset to be analyzed, for example, by
drawing subsamples from the original dataset (Hennig, 2007).

Stability analysis dates back to McIntyre and Blashfield (1980), Morey et al. (1983), and Breckenridge (1989). These
authors considered the replicability of a clustering result on a validation dataset. To generate the validation dataset, the
original data is split into two halves (by splitting along the objects to be clustered for inferential clustering, or by split-
ting across the variables of the dataset for descriptive clustering). This is followed by assessing whether the clustering
obtained in the first half can be replicated in the second half. For descriptive clustering, because the objects in the two
halves are the same, replicability can be assessed directly with a partition similarity index such as the Adjusted Rand
Index (ARI; Hubert & Arabie, 1985; Rand, 1971), the Jaccard index (Jaccard, 1908), or the FM index (Fowlkes &
Mallows, 1983). See Meila (2015) and Albatineh et al. (2006) for overviews of partition similarity indices. For inferential
clustering, the objects to cluster are not the same in the two data halves, and thus the objects from the second half have
to be classified into the clusters of the first half, before the clusterings can be compared with a partition similarity index
(see Section 3.3 for details). Such stability analyses will indeed be a special case of the broader validation framework
presented in Section 3.

In the decades that followed, however, the focus of stability analysis shifted away from this concept and more
towards method or model selection. Like other validation techniques, stability analyses are used in Step 1 (see Figure 2)
as a basis for the selection of a suitable clustering method and its parameters, such as the number of clusters (Ben-Hur
et al., 2002; Bertrand & Mulfti, 2006; Dolnicar & Leisch, 2010; Dudoit & Fridlyand, 2002; Fang & Wang, 2012; Fu &
Perry, 2020; Lange et al., 2004; Levine & Domany, 2001; Monti et al., 2003; Tibshirani & Walther, 2005; Wang, 2010). In
these approaches, stability analysis selects the clustering method that is most stable over multiple subsamples. The sub-
samples are drawn without replacement or in a cross-validation manner, or are bootstrap samples drawn with replace-
ment from the data. For example, different numbers of clusters k can be considered in turn, and the k that leads to the
most stable clustering, or the smallest k that exceeds a stability threshold, can be chosen. These studies typically con-
sider inferential clustering, such that the term “subsamples” refers to subsets of objects to be clustered. Some schemes
require the comparison of clusterings on subsets of objects that consist of disjunct subsamples of the original dataset
and thus have no overlap (e.g., Dudoit & Fridlyand, 2002; Fang & Wang, 2012; Lange et al., 2004; Tibshirani &
Walther, 2005; Wang, 2010). This requires the aforementioned supervised classification step for classifying observations
of one sample to the clusters of the other sample. However, the approaches could in principle be modified to also apply
to descriptive clustering.

When splitting the dataset multiple times to determine the stability of a clustering method or parameter, eventually
information from the whole dataset enters the method selection process. Thus putting aside a validation dataset that is
only used after the method selection is advised. Even if a clustering is chosen by stability analysis on a discovery dataset,
it is not guaranteed that this clustering can be validated on a validation dataset.

Stability analysis can also be combined with classical internal validation indices by checking whether internal
validation indices have similar values for multiple clusterings calculated on subsamples of the data (Jain &
Moreau, 1987), see also Dangl and Leisch (2020) for a related approach. This idea will also be part of our frame-
work in Section 3.

2.4 | Visual validation

Cluster analysis is often exploratory without fixed predefined expectations from the user. Patterns in the data that qual-
ify to be interpreted as clusters can have very diverse appearances. Some key characteristics of clusters, such as being
areas of high density separated by areas of lower density, are difficult to translate into easily computable statistics. Fur-
thermore, many clustering methods rely on model assumptions and cluster concepts, the appropriateness of which is
hard to diagnose by means other than visual. This explains why visual validation is important in cluster analysis.
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Clusters can be declared valid based on visualization if they correspond to clearly visible patterns in the data, or in some
cases if the assumptions required for the chosen clustering method look valid.
Useful plots for visual cluster validation can be distinguished into:

1. General purpose data plots in which found clusters can be indicated by colors or glyphs, such as scatterplots, matrix
plots, principal components biplots, multidimensional scaling, or parallel coordinates plots (Cook & Swayne, 2007,
chapter 5). There are also projection pursuit approaches that generate “interesting” data projections, potentially
showing clustering structure, without requiring the clustering as input (e.g., Tyler et al., 2009).

2. Plots set up to visualize a specific clustering, which can be further classified as:

a. Plots that visualize the original data directly, such as cluster heatmaps (Hahsler & Hornik, 2011; Wilkinson &
Friendly, 2009) or projections to optimally discriminate clusters (Hennig, 2004).

b. Plots that visualize the clustering solution without representing the original observations directly such as dendro-
grams, silhouette plots, and neighborhood graphs (Leisch, 2008).

We refer to the Supporting Information for an illustration of some of these methods.

Plots that visualize the original data directly can be used to assess patterns in data space, although these plots
come with either information loss by dimension reduction, or heavy reliance on aspects such as variable and obser-
vation ordering. The advantage of plots that optimize objective functions dependent on the clustering, such as dis-
criminant projections or heatmaps with orderings determined by the clustering, is that they have better chances to
bring out the data patterns corresponding to the clustering than general purpose plots. On the other hand, they
may lead to an overoptimistic assessment of the validity of the clustering, or an interpretation of spurious patterns.
Validation data that is kept separate from the beginning of the analysis may help to avoid overoptimism, see
Section 3.4.

Some of the plots that do not represent the original observations directly can also be valuable for cluster validation.
The silhouette plot accompanies the Average Silhouette Width index (Kaufman & Rousseeuw, 2009) and gives
observation-wise information about the quality of assignment in the given clustering; dendrograms visualize the hierar-
chical merging process and can sometimes reveal issues, such as potentially meaningful clusters disappearing at higher
levels of the hierarchy.

3 | ASYSTEMATIC FRAMEWORK FOR VALIDATING A CLUSTERING ON A
VALIDATION DATASET

In this section, we present a systematic framework for validating a clustering on a validation dataset that includes many
existing approaches from the literature as special cases and revisits them more formally. We also show how the valida-
tion methods that we reviewed in the last section are incorporated into the framework.

We first discuss what is meant by a “validation dataset” in Section 3.1. In Section 3.2, we give an overview of proper-
ties of a clustering result that may be validated on the validation set (these properties are strongly related to the classical
validation procedures discussed in Section 2). In Section 3.3, we outline the distinction between method-based and
result-based validation on a validation dataset. In Section 3.4, we combine the concepts of Sections 3.2 and 3.3 into an
overview of strategies for validation on validation data. In Section 3.5, we discuss how to judge whether “successful”
validation has been achieved.

3.1 | Validation datasets

The term “validation dataset” can refer to a dataset composed of independently collected data (e.g., collected by other
researchers or in a different laboratory) which is similar enough to the original data for cluster evaluation to be possi-
ble. In practice, however, genuinely independent data is often not available. In this case, one might split a single dataset
into a discovery and a validation set.

Apart from this consideration, the structure of the validation data depends on two further aspects: (a) The data for
clustering can either be object by variable data or object by object proximity data (where the term “proximity” denotes
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either similarities or dissimilarities), see Van Mechelen et al. (2018). Here, “objects” denote the entities which are to be
clustered. (b) The aim of the clustering could either be inferential or descriptive, as defined in the introduction
(Section 1).

For inferential clustering, the validation data consists of more objects to cluster. On the other hand, for descriptive
clustering, validation data does not consist of more objects because the set of objects to be clustered is fixed. Consider
the example of the n x p gene expression dataset as described in the introduction. This dataset can be understood as an
object by variable dataset in two ways. For inferential clustering of the patients, the patients are the “objects” and the
genes the “variables.” A validation dataset consists of more patients. For descriptive clustering of the genes, now the
genes constitute the “objects,” and the patients are the “variables.” A validation dataset consists of more variables, that
is, again of more patients.

In Table 1, we give a general overview of the structure of the validation data, where we distinguish between inferen-
tial and descriptive clustering as well as between object by variable and object by object data.

If separately collected data is not available, and the dataset must be split into discovery and validation sets, a 50/50
split ratio is usually chosen. Indeed, we believe that this choice makes sense in most cases: validation strategies often
require the number of data points in the validation set to not be too small when trying to validate certain properties
obtained from the clustering on the discovery set. A similar argument has been made in the context of stability analysis
(Lange et al., 2004).

3.2 | Clustering properties to be validated

In the literature, we identified four categories of properties of clusterings that researchers may want to validate.
(Int) Internal properties of the clusters (that turn up when clustering the discovery data), for example:

« descriptive measures of the clusters such as the values of the cluster centroids or the relative sizes of the clusters,
« the value of an internal validation index calculated for the clustering result, and
« subsets of variables that characterize the clusters.

(Ext) Associations of the clusters with external variables or agreement of the clustering with an externally known
partition. Some examples:

« Clusters of cancer patients have different mean survival rates.

+ A clustering of genes shows some agreement with known functional gene labels. For example, a clustering may be
compatible with known partitions of the genes into functional categories. Less restrictively, some particular genes, of
which this was previously expected, may be in the same cluster.

(Vis) Characteristics that can be assessed using visualization: do the clusters correspond to distinctive meaningful
patterns in the data? Do the clusters look how they were supposed to look like? This could refer to model assumptions
for the clustering method, or a priori hypotheses or requirements by the researcher.

TABLE 1 Structure of the validation data depending on inferential versus descriptive clustering and object by variable versus object by
object data

Inferential clustering Descriptive clustering
Object by variable data Validation data: further objects, same variables Validation data: further variables, same objects
If a single dataset is split Split performed along the objects Split performed along the variables
Object by object data Validation data: proximity matrix of further Validation data: proximity matrix of same
objects objects, but with proximities derived from

another source (e.g., based on different
underlying variables).

If a single dataset is split Objects can be split into two disjoint sets, yielding Impossible to split proximity data directly into
two smaller proximity matrices (one discovery and validation data, but may be
representing the discovery data, the other the possible to split underlying variables.

validation data).
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DATA MINING AND KNOWLEDGE DISCOVERY

(Stab) Stability of cluster membership: Does cluster membership remain stable when the same method (algorithm,
number of clusters, etc.) is applied to the validation data? Since the objects in the discovery and the validation set are
disjunct in the case of inferential clustering, this involves supervised classification of objects of one dataset to clusters of
the other dataset.

Most subsections of Section 2 correspond to a category in the above list, with the exception of Section 2.1 (recovery
of “true” clusters). If the “true” cluster labels are indeed known, this can be considered as a part of (Ext).

3.3 | Method-based and result-based validation

The validation of a clustering on a specific dataset can refer either to the validity of the used clustering method, or the
validity of the clustering result itself. While this distinction is often not made clear in the literature on classical valida-
tion procedures, it has important implications for how validation on a validation dataset is performed. We thus distin-
guish between method-based and result-based validation on validation data, as illustrated in Figure 3. In the following,
we explain these terms in more detail.

We denote the discovery data by D; and the validation data by D,. The clustering chosen on D; in Step 1 (method
selection, see Figure 2) is called C;. Given Cj, the validation dataset can be handled in two different ways:

(a) Inferential clustering, method-based (b) Descriptive clustering, method-based

Discovery data: C; Validation data: CJ*¢ Discovery data: C; Validation data: €3¢

(c) Inferential clustering, result-based (d) Descriptive clustering, result-based

Discovery data: C; Validation data: Cztf Discovery data: C; Validation data: C&/

S4

[
S
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51 S688 14
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FIGURE 3 Method- and result-based validation for inferential and descriptive clustering. We use the same data example as in Figure 1.
The top panel (a) and (b) (method-based validation) is from Figure 1. For inferential clustering (a), re-applying the clustering method to the
validation data again detects a smaller cluster on the top left and a larger one on the bottom right. For descriptive clustering (b), the
clustering c;"d on the validation data groups the elements Y3 and Y5 (marked in red) differently than the clustering C; on the discovery
data. The bottom panel (c) and (d) (result-based validation) illustrates the classification procedures that yield C[Zf. The clusterings Ct{ are
depicted as polygons. The colors of the polygons match the corresponding clusters on the discovery data. For inferential clustering, nearest-
centroid classification is depicted: the green and yellow crosses represent the centroids of C;. The samples in the validation data are then
assigned to the nearest centroid. In this particular example, the resulting clustering C’Zf in (c) is equal to C7 in (a): in our terminology, the
criterion (Stab) is perfectly fulfilled. For descriptive clustering (d), the most obvious way of transferring C; to the validation data is to set the
cluster memberships in C’zf equal to those of C;. In particular, the elements Y15 and Y55 are clustered as in C;. Comparing C’zf with c;"d in
(b) shows that the cluster memberships are not perfectly stable according to criterion (Stab)
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a. The same clustering method that yielded C; (i.e., same algorithm, same number of cluster k, etc.) can be applied to
D,, yielding a clustering C7 on D, (“md” for “method”). C; and C7" can then be compared with respect to aspects
(Int), (Ext), or (Vis). We call this approach method-based validation. It puts a focus on the structural similarity of the
clustering results as generated by the method.

b. Instead of applying the clustering method again, C; can be “transferred” to the validation data by using a supervised
classifier to predict the cluster labels of the validation set (explained in more detail below). This results in a cluster-
ing C;f on D, (“tf” for “transferred”). The transferred clustering can be compared to the original clustering C; with
respect to aspects (Int), (Ext), or (Vis). We call this approach result-based validation. It puts a focus on whether the
specific clustering result is also sensible for the validation data.

We now explain what we mean by “transferring” the clustering. For descriptive clustering, Ctzf is simply C; (recall
that for descriptive clustering, the objects to be clustered are the same for D; and D,, and thus C; can immediately be
considered to be a clustering of D,). For inferential clustering, the objects to be clustered are different in the discovery
and validation sets, so some proper “transfer” is required. This can be done using a supervised classifier (using the
labeled discovery set (D;,C;) as “training set”) to assign the objects in D, to the clusters in C; (Akhanli &
Hennig, 2020; Lange et al., 2004). For example, one can calculate the centroids of the clusters in C;, and then assign
each sample in D, to its nearest centroid (‘“nearest-centroid classifier”). As C;f is supposed to be an “extension” or
“transfer” of the original clustering to the validation data, one should use a classifier that fits the assignment rule
of the chosen clustering algorithm as closely as possible. The nearest-centroid classifier is suitable for k-means,
which indeed clusters points by assigning them to the nearest centroid (Lloyd, 1982). For suitable classifiers for other
clustering algorithms see Akhanli and Hennig (2020).

For (Stab) (stability of cluster membership), the clustering method needs to be applied again to D,. We check
whether the cluster memberships resulting from applying the method to the validation data are similar to the cluster
memberships resulting from transferring the original clustering to the validation data. This combines (a) and (b).

3.4 | Overview of validation strategies

Table 2 combines the concepts of Sections 3.2 and 3.3 into an overview of strategies for validation on validation data.
The precise choice of indices, plots, and so forth depends on the specific context of the analysis. We refer to Section 4
for illustrative examples from the applied literature.

Here are some considerations regarding the different strategies. The commented R code in the Supporting Information
illustrates the following paragraphs with real-world datasets and concrete choices for indices and visualization tools.

3.4.1 | Validating (Int): Internal properties of the clustering

When applying result-based validation, the clusters of Ctzf correspond to those of C;. This makes the comparison easier.
For method-based validation, the clusters of cg"d are not automatically associated one-to-one with the clusters of C.
Such an association is not needed when calculating internal indices that refer to a whole clustering, and comparing the
index values between the clusterings on discovery and validation data. However, one may also be interested in compar-
ing characteristics of specific clusters such as cluster centroids. In this case, there needs to be a matching of the clusters
of c;"d to the clusters of Cy, usually assuming that their number is the same. There are various methods to do this. For

TABLE 2  Strategies for validation on validation data

Method-based validation Result-based validation
Compare Cy, C;"d with respect to: Compare Cy, C'Zf with respect to:
(Int) Internal properties Internal properties
(Ext) External associations External associations
(Vis) Visual properties Visual properties
(Stab) Compare C4, C;f with respect to cluster membership
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example, in centroid-based clustering one could match the centroids so that the sum of distances between centroids of
matched clusters is minimal (Mirkin, 2005). Breckenridge (2000) suggests associating each cluster of C7* to a cluster of
C;f (e.g., by choosing the cluster association that maximizes the sum of the intersections of the clusters). The one-to-one
cluster association of C’zf to C; can then be used to assign each cluster of C;"d to one of C;.

3.4.2 | Validating (Ext): Associations with external variables or agreement with externally
known partitions

As for method-based validation of internal properties (Int), here too it may be necessary to match the clusters of c;"d to
those in C; and the remarks made above apply again. Note that this is not necessarily required. For example, testing
whether the clusters are associated with an external variable, such as survival time, without interpreting the association
of specific clusters, does not require matching.

For result-based validation of descriptive clustering, the partition Ctzf is actually equal to C;. This makes certain
approaches such as testing an association between cluster membership and an external variable on both discovery and
validation data meaningless.

3.4.3 | Validating (Vis): Visual patterns

Using the same variables for D; and D, as in inferential clustering, some plots such as scatterplots or parallel coordi-
nates plots can visualize both Cg"d and Ctzf in a straightforward manner comparable to C;. Some other plots such as
principal components biplots, other linear projection plots such as those in Hennig (2004), and multidimensional scal-
ing require a selection of an optimal projection space for the dataset to be plotted. Although this could be done on the
validation data, for inferential clustering, plotting the validation dataset on the projection space defined by the discov-
ery dataset (and its clustering, if the projection space depends on it) allows for a more direct comparison. For linear pro-
jection methods, this requires a standard linear projection given the coordinate axes determined from D;. For
multidimensional scaling, there are techniques to embed new observations into the projection space defined by the
original observations, for example, Gower (1968). For descriptive clustering, on the other hand, embedding the observa-
tions of D, in the space defined by D; is not informative as the points would be identical, so here an optimized projec-
tion space for D, must be found.

Some other plots, such as the silhouette plot and cluster heatmaps (as long as observations are ordered only by a
partition rather than a full dendrogram), may benefit from matching clusters for determining their order, see the com-
ments on internal validation (Int) in Section 3.4.1.

The results of visual validation are subjective, and although plots are reproducible given both discovery and valida-
tion datasets, the way the researcher arrives at a validity verdict will not be reproducible. Displaying the involved plots
will give the reader the chance to form their own conclusions.

3.4.4 | Validating (Stab): Stability of cluster membership

Here one needs to compute both Clzf and C7". These are then compared with an index for comparing partitions. The
rationale behind this is as follows: cluster memberships in C; and C7* are compared to check whether repeated appli-
cation of the clustering method leads to stable cluster memberships. For descriptive clustering, C; can be compared to
and directly (here C; is equal to C;f). For inferential clustering, C; and C;”d cannot be compared directly because they
are partitions of different sets of objects. Thus Ctzf is used as a surrogate for C; on D,. Different choices of a partition
similarity index are possible, for example, the ARI, the Jaccard index, or the FM index (for overviews, see Meila, 2015;
Albatineh et al., 2006).

3.5 | When is a clustering successfully validated?

Due to random variation, researchers will hardly ever achieve the exact same results on discovery and validation data.
So far, there seem to be no systematic approaches for judging “validation success” in the context of validating clustering
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results on validation data. In this section, we review the current status and outline which aspects would be interesting
to study in further research.

The problem of defining “successful” validation does not only arise in cluster analysis, but generally in validation or
replication studies. Here we consider “validation” to be the broader term, and “replication” as more specific, for which
strategies of the validation framework can be used. “Replication” refers to using new data to re-assess scientific claims
made in a previous publication (Nosek & Errington, 2020). The discussion about judging replication success is ongoing
in the field of methodological research on replication studies, mostly in the context of hypothesis tests and effect esti-
mates. For example, Hedges (2019) and Held (2020) argue that, when trying to replicate a hypothesis test (that was sig-
nificant on the original data), it is not enough to check whether the test on the replication data is significant again.
Actually, the binary distinction between significance and insignificance may not be helpful, for example, when compar-
ing p values of 0.04 and 0.06 (given a significance level of 0.05). Rather, we should also check whether the effect esti-
mate in the replication study provides evidence for the claim about the effect in the original study. Some clustering
validation aspects are connected to significance tests, particularly testing for external associations in (Ext). The same
caveats apply here regarding general replication of test results.

The consideration of differences between (internal or external) validity measurements on discovery and validation
data, or the consideration of an index value for stability between discovery and validation sets, could in principle also
be framed as a testing problem of a null hypothesis formalizing some kind of equality of structure. To our knowledge,
this has not been performed yet and is left as a potential direction of future research. It can be expected that validation
data results will not be quite as good due to selection bias originating from basing selection of the final clustering on
results of the discovery data: the more different clustering algorithms or parameters are tried during the analysis on the
discovery data, the more likely it is that one of them yields a satisfying result. If only the best result is chosen, this might
be “overoptimistic” to some extent. In other words, the multiplicity of possible analysis strategies may hinder replicabil-
ity (Hoffmann et al., 2021), see also the discussion in Section 5. Observing slightly worse values on the validation data
is thus to be expected and does not necessarily mean that the validation has failed. However, if the results are severely
worse, then this suggests problematic overoptimism on the discovery data.

As it stands, it must be acknowledged that the question “is validation successful?”” cannot simply be answered with
“yes” or “no”. The validation dataset may deliver high or low agreement regarding various aspects (internal and exter-
nal validity, stability, visual aspects) with what was found on the discovery data—where the clustering on the discovery
data may already have been assessed as a weaker or stronger clustering in Step 1. For example, regarding an internal
index, such as the Average Silhouette Width, it is of interest both whether the value is reasonably high on the discovery
dataset alone, and whether the validation dataset supports whatever value was found on the discovery data. Guidelines
or thresholds for interpreting index values are rarely given and in fact mostly arbitrary, so the researcher must rely on
their understanding of the index, experience, and judgment.

4 | EXAMPLES FROM THE APPLIED LITERATURE

In this section, we review application studies that conducted cluster analysis on a discovery set and then validated the
results with a validation set. Our aim is to demonstrate how these studies fit into the framework outlined above. Given
the vast amount of applied cluster analysis studies, it is impossible to list every cluster study that used a validation set.
Rather, we start by giving a short historical overview and then present some exemplary studies in Table 3.

The appearance of clustering studies that used a discovery and a validation set dates back to at least the 1960s. One
of the first clustering studies that used a validation set was Goldstein and Linden (1969) who clustered patients with
alcohol use disorder. In our terms, they performed method-based validation with respect to internal properties. Rogers
and Linden (1973) provided an early implementation of stability-based validation, (Stab). They clustered college fre-
shwomen based on personality features and used discriminant analysis as the classifier to derive Cztf. (Stab) was then
presented more systematically by McIntyre and Blashfield (1980) and Breckenridge (1989).

In recent decades, many more clustering studies that use validation data have appeared. In Table 3, we list exem-
plary applied studies for the different validation types as outlined in Table 2. The studies are taken from our main field
of expertise, that is, medicine and health science. Some of these studies used multiple aspects of the validation frame-
work, but for the sake of illustration, we only list one validation type per study. We did not find an example for result-
based validation of (Vis). In general, there appear to be few studies which performed validation of visual properties on
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a validation dataset in a thorough manner. We believe future studies would benefit from considering the procedures for
(Vis), outlined above.

The studies cited in Table 3 mostly treat validation and discovery data asymmetrically (with the exception of
Freudenberg et al., 2009, and Bergstrom et al., 2001). This is more obvious for result-based validation: the clustering C;
is transferred to the validation data (and not the other way around). Method-based validation may appear more sym-
metric because the same method is applied to both discovery and validation data and the results are typically compared
descriptively in a symmetric fashion. However, method-based validation can be asymmetric to the extent of which the
validation data is kept apart from the method selection on the discovery data, and is only used later without model
selection to validate the results on the discovery data. Asymmetry could be made more explicit by using a suitable test
procedure to judge validation success (inspired by the methodological research on judging replication success, for exam-
ple, Held (2020) advocates for an asymmetric approach when comparing the replication study to the original study),
but as discussed in Section 3.5, such approaches do not seem to exist yet for cluster analysis.

Many studies in the literature do not strictly set apart the validation data during Step 1 (method selection). That is,
these studies use the result of the validation on the validation data for method selection (e.g., Brennan et al., 2012;
Jamison et al., 1988; Sinclair et al., 2005). In contrast, we have argued in the introduction and in Section 2.3 that for the
purpose of validating a clustering result on validation data in the sense of our framework, method selection should be
finished after Step 1.

Another validation variant is also frequently found in the literature (e.g., Ailawadi et al., 2001; Gruber et al., 2010;
Homburg et al., 2008; Kaluza, 2000; Phinney et al., 2005): method selection is performed on the whole dataset, after
which the data is split into two sets. The chosen cluster method is applied to the first set, and then validation on the sec-
ond set (the validation data) is assessed. Successful “validation” may indicate a certain robustness or stability of the
result, but in order to avoid overoptimism on the validation data, method selection should be constrained to the first
part of the split dataset, and not be performed on the whole data according to our framework.

Other studies (e.g., Alexe et al., 2006) perform a procedure that appears similar to method-based validation: they
split a dataset into two halves, use the first half as the discovery set, but obtain C;”d by clustering discovery and valida-
tion data together (instead of only clustering the validation data), which again will likely yield more optimistic valida-
tion results than if CJ* had been obtained based on the validation data only.

5 | DISCUSSION

We have presented a systematic framework for validating clusterings on a validation dataset that encompasses proce-
dures known from the literature. This framework might help researchers to identify a suitable approach to validate
their clustering results in future studies. However, the procedure cannot be performed in an “automated” manner.
Rather, it requires substantial input from the researchers who must decide which validation criteria are important for
them depending on the substantive context. Furthermore, specific indices and plots need to be chosen, as well as
whether the amount of agreement between results on the discovery and validation datasets is assessed as sufficient. We
have given hints about when some aspects may be of interest, but as every application is different, there are no clear
rules. This holds for the clustering process in general: while cluster analysis is often interpreted as being able to find
meaningful structure in the data “on its own”, the choice of cluster concept and method requires thorough consider-
ation by researchers (Akhanli & Hennig, 2020; Hennig, 2015b). The same is true for our validation framework.

Performing validation on the validation data adds some computational complexity to the cluster analysis. However,
the overall complexity is often less than twice the complexity that would result from only analyzing the discovery data:
frequently method selection is performed on the discovery data, and this possibly time-consuming process is not applied
to the validation data.

Regarding the choice of validation data, a validation dataset could be obtained by splitting the original dataset, or it
could be a separately collected dataset. On one hand, if the validation dataset and the discovery dataset are obtained by
splitting an originally collected dataset, it is unclear whether a successful validation allows for generalization to data
from other sources. Moreover, this reduces the size of the data and can make it more difficult to find meaningful cluster
structure in the data. On the other hand, if the validation data have been independently collected (potentially coming
from a different distribution) and the validation fails, it can be difficult to determine whether this is due to the cluster-
ing not being meaningful, or due to systematic differences between discovery and validation data. Conversely, if valida-
tion is successful, then this is all the more encouraging, because it suggests that the clustering result may be valid in a
more general context.
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Notably, the validation of clustering results on a validation dataset may also allow detection of “overoptimism” due
to “overfitting” effects: when researchers try different clustering algorithms or parameters during the analysis, they can
use classical internal and external validation methods to choose a single clustering out of these. However, the more
clustering methods tried, the more likely it is that one of them yields a satisfying result by chance. Consequently, the
reported results may be less reliable than they seem, similarly to the results of multiple tests if no adjustment is per-
formed. While this is well-understood in the context of multiple testing, this is less so in the context of clustering.
Repeating the same cluster analysis on another dataset is a sensible approach to ensure that seemingly satisfactory
results are not (solely) the product of such overfitting effects.

In future work, it would be interesting to study further aspects of cluster validation in relation to validation data
use. Hypothesis testing is an approach to cluster validation that we have not embedded in our framework. For example,
one can test if a clustering result is significantly “better” than clusterings generated by the same method on homoge-
neous datasets (for an overview, see Huang et al., 2015). This can involve internal validation indices (Dubes, 1993;
Gordon, 1998; Halkidi et al., 2002; Hennig & Lin, 2015) or stability analysis (Bertrand & Mufti, 2006; Dudoit &
Fridlyand, 2002; John et al., 2020; Smith & Dubes, 1980). We do not know of work where hypothesis testing for cluster
validation has involved validation data, but it could be of interest to derive distributions under suitable null hypotheses
for statistics that are evaluated on validation data.

In conclusion, our hope for this framework is to improve the interpretation of clustering studies that use validation
data, and to stimulate the use of validation sets in cluster analysis.
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