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Abstract. In this paper, we consider the weakly supervised multi-target
regression problem where the observed data is partially or imprecisely
labelled. The model of the multivariate normal distribution over the tar-
get vectors represents the uncertainty arising from the labelling process.
The proposed solution is based on the combination of a manifold reg-
ularisation method, the use of the Wasserstein distance between multi-
variate distributions, and a cluster ensemble technique. The method uses
a low-rank representation of the similarity matrix. An algorithm for con-
structing a co-association matrix with calculation of the optimal number
of clusters in a partition is presented. To increase the stability and qual-
ity of the ensemble clustering, we use k-means with different distance
metrics. The experimental part presents the results of numerical experi-
ments with the proposed method on artificially generated data and real
data sets. The results show the advantages of the proposed method over
existing solutions.

Keywords: Weakly supervised learning · Multi-target regression ·
Manifold regularization · Low-rank matrix representation · Cluster
ensemble · Co-association matrix

1 Introduction

Weakly supervised learning is a type of machine learning technique in which a
model is trained using incomplete, imprecise, or ambiguous supervision signals,
rather than using fully correctly labeled data. Weak supervision often arises
in real problems for various reasons. This may be due to an expensive data
labeling process, poor accuracy of sensors, insufficient expert qualifications or
human error. For example, there is weak supervision in cases where the labeling
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is obtained using crowdsourcing techniques: for each object there is a set of
different (possibly inaccurate) labels, the quality of which depends on the skills
of the performers. In addition to that, some objects may remain unlabeled if
there is not enough budget for them.

Another example is the task of detecting objects in an image [1]. Bounding
boxes are a common way to represent the location and extent of objects detected
in an image or video frame in object detection tasks. A bounding box is a
rectangular box that surrounds the object and is defined by its four corners
or coordinates. In some difficult cases, such as detecting objects in medical CT
scans, the bounding boxes can be very inaccurate and may highlight unwanted
pixels. Moreover, the process of labeling CT images is very time-consuming, so
it is not possible to label many objects.

Generally, there are three types of weak supervision: incomplete supervision,
inaccurate supervision and inexact supervision [2]. In this work, we focus on the
first two types of weak supervision. In particular, we assume that only a small
part of the objects have labels, while the labels can be uncertain, and for most
of the dataset there are no labels at all.

We propose an algorithm for solving the multi-target weakly supervised
regression problem using Wasserstein metric, manifold regularization and a co-
association matrix as the similarity matrix. We follow the transductive setting,
which means that the objects from test data can be used during training and the
task is to find the labels only for these objects. The algorithm for calculating the
weighted average co-association matrix is also improved. Finally, we compare the
proposed algorithm with existing algorithms of supervised learning and weakly
supervised learning on synthetic and real data.

2 Problem Description

Let X = {x1, . . . , xn}, xi = (x1
i , . . . , x

p
i )

� ∈ R
p are sampled from distribution

PX , where n is the number of objects in the sample and p is the dimensionality
of the feature space. In turn, Y = {y1, . . . , yn}, yi = (y1

i , . . . , y
m
i )� ∈ R

m are
target labels, where m is the dimensionality of the target feature space.

In the semi-supervised transductive learning problem, a dataset X × Y =
{(x1, y1), . . . , (xn, yn)} is considered, but the target features {y1, ..., yn1} = Y1 ⊆
Y are only known for a small part of the available data {x1, ..., xn1} = X1 ⊆ X.
The rest of the objects {xn1+1, ..., xn} = X0 ⊆ X are unlabeled. The task is
to predict the labels Y0 = {yn1+1, ..., yn} as accurately as possible according to
some criterion.

To model the uncertainty of the observed labels, we use a multivariate normal
distribution. We suppose that for each i-th data point, i = 1, . . . , n1, the value
yi of the target feature is a realization of a random variable Yi with a cumulative
distribution function (cdf) Fi(y) defined on DY ⊂ R

m:

Yi ∼ N (μi, Σi), (1)

where μi ∈ R
m is a mean vector, Σi ∈ R

m×m is a covariance matrix, i = 1, . . . , n.
The overall degree of uncertainty can be interpreted as Ti = |Σi|: the larger it is,
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the greater the uncertainty of the label. Accordingly, for strictly labeled objects,
it is expected that Ti ≈ 0.

The task is to determine Fi(y) for i = n1 + 1, . . . , n following an objective
criterion.

3 Related Work

The work [3] provides algorithms WSR-RBF and WSR-LRCM for solving the
weakly supervised regression problem in the transductive formulation in the case
of a one-dimensional target variable. It uses a univariate normal distribution to
model inaccuracy:

Yi ∼ N (ai, σi),

where σi is an indicator of inaccuracy. Then it is proposed to solve the optimiza-
tion problem by minimizing the distance between the predicted and real distri-
butions using manifold regularization. To approximate the similarity matrix in
WSR-LRCM, the co-association matrix is used and to obtain the co-association
matrix, the cluster ensemble and the k-means algorithm are used. The WSR-
RBF variant uses a weight matrix based on the RBF kernel instead of a low-rank
representation:

Wij := W (h) = exp
(

− h2

2�2

)
, (2)

where h = ‖xi − xj‖, and � is a parameter.
However, the presented algorithm does not generalize to the multidimensional

case. To solve a multi-target regression, it is necessary to train a separate model
for each target variable. With this approach, it is possible to effectively solve
those problems in which the target variables are independent of each other. If
the target variables are not independent, for example, in the problem of object
detection [1], these dependencies will be lost during training. These dependencies
can be taken into account by using the distance between multivariate distribu-
tions, such as the Wasserstein distance [4].

The article [5] presents a detailed analysis of the co-association matrix and
the algorithm for its construction. However, it relies on the basic version of
the k-means algorithm, which has significant drawbacks, including the use of a
single metric option and the uncertainty in choosing the appropriate number of
clusters. In [7] the authors analyze the influence of metrics other than Euclidean
on the quality of clustering by the k-means algorithm.

4 Proposed Method

Let

– F ∗ = {F ∗
1 , ..., F ∗

n1
, ..., F ∗

n} be the set of arbitrary multivariate normal cdf’s,
each F ∗

i is represented by a pair (ai,Si);
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– F = {F1, ..., Fn1} be the set of known cdf’s, each Fi is represented by a pair
(μi, Σi).

In the following, we assume, both Σi and Si to be positive-definite matrices.

Therefore, they are admitting Cholesky decomposition: Σi = Σ
1/2
i Σ

1/2
i

�
, Si =

S
1/2
i S

1/2
i

�
. We denote elements of S1/2i as sijk, and elements of Σ

1/2
i as σi

jk.

4.1 Objective Functional

Consider the following optimization problem:

find F ∗∗ = argmin
F∗

J(F, F ∗), where

J(F, F ∗) =
∑

xi∈X1

W(Fi, F
∗
i ) + γ

∑
xi,xj∈X

W(F ∗
i , F ∗

j )Wij

where W is a 2-Wasserstein metric [4] (also known as Kantorovich-Rubenstein
distance), γ > 0 is a parameter, and matrix W = (Wij) represents the similarity
measures between elements of dataset. For two multivariate Gaussian distribu-
tions N(μ0, Σ0) and N(μ1, Σ1), 2-Wasserstein distance is

W(N(μ0, Σ0), N(μ1, Σ1)) = ||μ0 − μ1||22 + ||Σ1/2
0 − Σ

1/2
1 ||2F .

Following [3], we also add the regularisation term with parameter β > 0. We can
rewrite the objective as

find (a∗,S∗) = argmin
(a,S)

J(μ,Σ, a,S), where

J(μ,Σ, a,S) =
∑

xi∈X1

||μi − ai||22 + ||Σ1/2
i − S

1/2
i ||2F

+ γ
∑

xi,xj∈X

Wij(||ai − aj ||22 + ||S1/2i − S
1/2
j ||2F )

+β
∑

i=1,...,n

||ai||22 + ||Si||2F .

(3)

4.2 Optimal Solution

To find the optimal solution, we differentiate (3) with respect to elements of ai

and S
1/2
i , i = 1, ..., n:

∂J

∂aij
= 2(μij − aij) + 4γ

∑
l=1,...,n

Wlj(alj − aij) + 2βaij , i = 1, ..., n1

∂J

∂aij
= 4γ

∑
l=1,...,n

Wlj(alj − aij) + 2βaij , i = n1, ..., n

∂J

∂sijk
= 2(sijk − σi

jk) + 4γ
∑

l=1,...,n

Wli(sljk − sijk) + 2βsijk, i = 1, ..., n1

∂J

∂sijk
= 4γ

∑
l=1,...,n

Wli(sljk − sijk) + 2βsijk, i = n1, ..., n.
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Given that the matrices Σ
1/2
i are lower triangular, we introduce an auxiliary

operation vec2 : Rm×m → R
m(m+1)

2 that transforms all elements above the main
diagonal (including the main diagonal elements) into a row-by-row vector. Also,
a lower triangular matrix can be obtained from a vector using an operation
vec−1

2 : R
m(m+1)

2 → R
m×m. Similarly, operation vec3 : Rn×m×m → R

n×m(m+1)
2

(as well as vec−1
3 : Rn×m(m+1)

2 → R
n×m×m) can be defined for three-dimensional

tensors whose elements are lower triangular matrices. Let us denote

Y1,0 = (μ�
1 , ..., μ�

n1
, 0, ..., 0) ∈ R

n×m

Σ1,0 = (vec2(Σ
1/2
1 )�, ..., vec2(Σ1/2

n1
)�, 0, ..., 0) ∈ R

n×m(m+1)
2

B = diag(β + 1, ..., β + 1, β, ..., β) ∈ R
n×n.

Then the solution of the optimization problem can be given in the matrix form

a∗ = (B + 2γL)−1Y1,0

S
∗ = vec−1

3

(
(B + 2γL)−1Σ1,0

) (4)

where L is the Laplacian matrix, i.e., L = D − W , D is a diagonal matrix with
elements Dii =

∑
j

Wij . If we assume that there is exist V ∈ R
n×q, q 	 n, such

that W = V V � then

B + 2γL = B + 2γD − 2γV V � = G − 2γV V �.

where G = B + 2γD. By using the Woodbury identity [6], the inverse operator
B + 2γL in the solution, that takes O(n3) operations, can be represented as

(G − 2γV V �)−1 = G−1 + 2γG−1V (I − 2γV �G−1V )−1V �G−1 (5)

where G is diagonal matrix (and therefore can be inverted in linear time), I −
2γV �G−1V ∈ R

q×q. Therefore it takes O(nq+q3) to perform the inverse, which
reduces the computations significantly, since by the assumption q 	 n. Finally,
we get:

a∗ = (G−1 + 2γG−1V (I − 2γV �G−1V )−1V �G−1)Y1,0

S
∗ = vec−1

3

(
(G−1 + 2γG−1V (I − 2γV �G−1V )−1V �G−1)Σ1,0

)
.

(6)

In the article [3] it is shown that the weighted average co-association matrix
can be used as a similarity matrix. By definition, the weighted average co-
association matrix is

H =
r∑

l=1

ωlHl, (7)

where H1, . . . , Hr are the co-association matrices for partitions P1, ..., Pr with
elements indicating whether a pair xi, xj belong to the same cluster of this
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partition or not, ω1, . . . , ωr are weights of ensemble elements, ωl ≥ 0,
∑

ωl = 1.
This matrix has a low-rank representation:

H = V V �,

where V = [V1V2 . . . Vr] is a block matrix, Vl =
√

ωl Zl, Zl ∈ R
n×Kl is the

cluster assignment matrix for lth partition: Zl(i, k) = I[c(xi) = k], i = 1, . . . , n,
k = 1, . . . , Kl and Kl is the number of clusters in partition Pl, Kl 	 n. It is
also shown that the Laplacian matrix L for the matrix H can be written in the
following form:

L = D′ − H,

D′ = diag(D′
11, . . . , D

′
nn),

D′
ii =

n∑
j=1

H(i, j) =
n∑

j=1

r∑
l=1

ωl

Kl∑
k=1

Zl(i, k)Zl(j, k). (8)

Now the optimal solution (5) can be found by using the low-rank represen-
tation of the similarity matrix (7) and the diagonal matrix (8).

5 Co-association Matrix: Multimetricity and Optimality

To obtain a low-rank similarity matrix representation, we will use a weighted
average co-association matrix as the similarity matrix. However, the standard
algorithm for calculating the weighted average co-association matrix [5] has a
number of disadvantages:

– The k-means algorithm using the Euclidean metric can only find spherical
clusters, so some complex relationships in the data may not be found as a
result of clustering;

– The result is strongly influenced by both the choice of the desired number of
clusters for the k-means algorithm and the number of different partitions in
the ensemble.

To solve these problems, we decided to improve the algorithm for calculating
the weighted average co-association matrix. Firstly, we propose to average the
co-association matrix over the distance metrics used in the k-means algorithm.
Secondly, we propose to use only optimal partitions in terms of cluster validity
index in the ensemble in order to reduce the influence of unnecessary partitions
and reduce the size of the ensemble.

5.1 Multimetric Weighted Average Co-association Matrix

Let {Mt}dt=1 be the set of metrics that can be used in the k-means algorithm
as the distance between points, for example, the Minkowski distance of order
p. Then for each metric from this set, an arbitrary set of partitions variants
{PMt

l }rMt

l=1 can be obtained using cluster ensemble. Similarly, for each partition,
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the co-association matrix HMt

l can be found [3]. Then we define the multimetric
weighted average co-association matrix as follows:

H =
d∑

t=1

HMt =
d∑

t=1

rMt∑
l=1

ωMt

l HMt

l , (9)

where ωMt
1 , . . . , ωMt

r are weights of ensemble elements, ωMt

l ≥ 0,
rMt∑
l=1

ωMt

l = 1 for

each Mt, t = 1, ..., d.
It should be noted that the clustering quality index, on which partition

weights ωMt

l depend, should use the selected metric as the distance between

points. That is why we assume that
rMt∑
l=1

ωMt

l = 1 for each Mt, t = 1, ..., d rather

than
d∑

t=1

rMt∑
l=1

ωMt

l = 1. As a further improvement, co-association matrices can

also be weighted.
Thus, by using different metrics, we can obtain different partitions and reduce

the impact of some negative effects arising from the use of the Euclidean distance.
For example, in [7] it is shown that using the city blocks metric can reduce the
impact of the curse of dimensionality.

5.2 Optimal Weighted Average Co-association Matrix

In general, the number of clusters in each partition is a hyperparameter. For
example, in [3] two different set of parameters are used:

– The ensemble size r = 10, the number of clusters Ki in i-th partition: Ki =
2 + i, i = 1, ..., r;

– The ensemble size r = 10, the number of clusters Ki in i-th partition: Ki =
100 + i, i = 1, ..., r.

However, this choice may not be optimal. So, in the first case, for partitions with
a small number of clusters, the weights can be extremely small, which means that
their influence on the weighted average co-association matrix will be insignificant.
In the second case, in addition to the high computational complexity of finding
partitions with a large number of clusters, all resulting partitions can be similar
to each other and have almost the same weights. Also, in both cases, it is not
guaranteed that at least one optimal partition will be found in terms of any
criterion: for example, a partition that achieves a local optimum of the cluster
validity index.

We propose another algorithm that calculates weighted average co-
association matrix with optimal partitions. The matrix H∗ thus obtained is
called optimal weighted average co-association matrix. This matrix is optimal
in the sense that only optimal partitions according to the cluster validity index
are used in its calculation. Below is an algorithm for calculating the optimal
weighted average co-association matrix by steps:



Multi-target Weakly Supervised Regression 371

Input:
X - dataset.
r - cluster ensemble size.
kmin - minimum number of clusters in a partition.
kmax - maximum number of clusters in a partition.
Output:
H∗ - optimal weighted average co-association matrix.
Steps:
1. Find a set of partitions {Pk}kmax

k=kmin
of X using the k-means algorithm with

different number of clusters k.
2. Calculate a set of cluster validity index values {ωk}kmax

k=kmin
for the set of par-

titions {Pk}kmax
k=kmin

.
3. Select r largest values {ωki

}ri=1 from a set {ωk}kmax
k=kmin

and the corresponding
set of partitions {Pki

}ri=1.
4. Calculate a set of co-association matrices {Hki

}ri=1 for the set of partitions
{Pki

}ri=1.

5. Calculate optimal weighted average co-association matrix H∗ =
r∑

l=1

ωki
Hki

end.
The optimal weighted average co-association matrix thus obtained can be

used instead of the original one, including for calculating multimetric weighted
average co-association matrix:

H∗ =
d∑

t=1

H∗Mt . (10)

6 C-WSR Algorithm

We formulate three main variants of the Correlated Weakly Supervised Regres-
sion (C-WSR) algorithm:

– RBF: Radial Basis Function to calculate the similarity matrix is used;
– LRCM: a low-rank representation of the weighted average co-association

matrix to calculate the similarity matrix is used;
– LROMCM: a low-rank representation of the optimal multimetric weighted

average co-association matrix (10) to calculate the similarity matrix is used.

Input:
X - dataset with weak supervision, X1 ⊂ X - labeled sample, X2 ⊂ X inaccu-
rately labeled sample, X3 ⊂ X - unlabeled sample.
ai, Σi - mean vectors and covariance matrices of target distributions for each
xi ∈ X1 ∪ X2

LRCM variant: r, Ω - cluster ensemble size and set of parameters for the k-means
for clustering.
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LROMCM variant: M - set of metrics for algorithm k-means, r - cluster ensemble
size, kmin - minimum number of clusters in a partition, kmax - maximum number
of clusters in a partition.
Output:
a∗, S∗ - predicted mean vectors and covariance matrices of target distributions
for objects from sample X (including predictions for the unlabeled sample).
RBF Variant Steps:
Directly calculate predicted mean vectors and covariance matrices of target dis-
tributions using (2) and (4).
LRCM Variant Steps:
1. Generate r variants of clustering partition for parameters randomly chosen
from Ω; calculate weighted average co-association matrix.
2. Find graph Laplacian in the low-rank representation using (7) and D′ in (8).
3. Calculate predicted mean vectors and covariance matrices of target distribu-
tions using (6).
LROMCM Variant Steps:
1. Calculate optimal multimetric weighted average co-association matrix with
metrics from set M and parameters r, kmin, kmax using (9) and (10).
2. Find graph Laplacian in the low-rank representation using (7) and D′ in (8).
3. Calculate predicted mean vectors and covariance matrices of target distribu-
tions using (6).
end.

7 Experimental Results

In this section, we will compare three variants of the proposed Correlated Weakly
Supervised Regression (C-WSR) algorithm. We use the MWD metric when com-
paring with weakly supervised learning algorithms WSR-RBF and WSR-LRCM
from [3] and MAE when comparing with supervised learning algorithms such as
Multivariate Linear Regression and gradient boosting from framework XGBoost
on real data:

MWD(y, y∗) =
1

ntest

∑
xi∈Xtest

||μi − ai||22 + ||Σ1/2
i − S

1/2
i ||2F ,

MAE(y, y∗) =
1

ntest

∑
xi∈Xtest

||μi − ai||2.

Since the WSR-RBF and WSR-LRCM algorithms can only be used in a single
target scenario, we train a separate model for each target variable. To calculate
multimetric weighted average co-association matrix, we use Minkowski metric ρp
with different p ∈ {1, 2,∞} and Silhouette as index cluster validity to determine
the weights and the optimal number of clusters.

For experiments, we used an AMD Ryzen 9 3850X processor with a clock
frequency of 3.5GHz and 64 GB of RAM.
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7.1 Monte-Carlo Simulation

For the Monte Carlo simulation, we generated a dataset of 1000 objects from
a mixture of multivariate normal distributions N (μ∗

k, Σ
∗
k), μ∗

k = (8k + 1, 8k +
2, ..., 8k + dx) ∈ R

m, Σ∗
k = diag(1, ..., 1) ∈ R

dx×dx , dx = 8 and k ∈ {1, 2, 3}.
For objects generated from the k-th component, we assume that the tar-

get function is equal to Yk = k + εk, where εk is a random variable with
dy-dimensional normal distribution function N (0,DkD

�
k ), Dk is random lower-

triangular matrix with elements sampled from normal distribution and dy = 4.
To insure the weak supervision, we assumed 10% of the dataset to be strictly

labeled, 20% of the dataset consists of inaccurately labeled objects and the
remaining 70% of objects are unlabeled. To model the inaccurate labeling, we
use the parameters defined in (1): Σi = ΣY , where ΣY is a covariance matrix
of the target function over labeled data. For strictly labeled objects, we assume
that the matrix Σi is a zero matrix.

For the WSR-LRCM and C-WSR-LRCM algorithms, we used a cluster
ensemble of size r = 30 and the number of clusters Ki in i-th partition: Ki = 2+i,
i = 1, ..., 30. The C-WSR-LROMCM algorithm uses parameters r = 10, kmin = 2
and kmax = 30. Regularization coefficients β = 0.001 and γ = 0.001 are set for
all algorithms. The obtained quality metrics were averaged over 100 runs. The
results are presented in Table 1.

Table 1. Comparsion on Monte-Carlo simulation.

Supervision type WSR C-WSR
RBF LRCM RBF LRCM LROMCM

MWD 0.835 0.760 0.382 0.324 0.227

7.2 CO/NOx Dataset

For CO/NOx dataset [8] we use carbon monoxide (CO) and nitrogen oxides
(NOx) emissions for year 2015 as regression targets. This dataset contains 11
features that describe the characteristics of a gas turbine and include 36733
observations.

1% of data is assumed to be strictly labeled, 9% is assumed to be labeled
inaccurately, and 90% of data is considered unlabeled. Since the dataset is large,
to model the inaccurate labeling, we estimate the mean vectors μi and covariance
matrices Σi by 50 nearest neighbours. For strictly labeled objects, the exact label
is used as the mean vector μi, and Σi is equal to the zero matrix.

As with synthetic data, regularization coefficients β = 0.001 and γ = 0.001
are set. For the WSR-LRCM and C-WSR-LRCM algorithms, a cluster ensemble
of size r = 30 is used with the number of clusters Ki in i-th partition: Ki = 10+ i,
i = 1, ..., 30. The C-WSR-LROMCM algorithm trained with parameters r = 10,
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kmin = 2 and kmax = 50. Supervised learning algorithms (Multivariate Linear
Regression (MLR) and XGBoost (XGB)) are trained only on strictly labeled
objects. Note that due to the large amount of data in the dataset, finding the
inverse matrix in the RBF variant requires a significant amount of computing
resources, especially RAM. The results are presented in Table 2.

Table 2. Comparsion on CO/NOx dataset.

Supervision type WSR C-WSR SR
RBF LRCM RBF LRCM LROMCM MLR XGB

MWD 72.96 60.07 65.45 52.22 44.74 – –
MAE 42.11 35.92 38.84 31.92 26.83 38.69 30.48

Thus the results of the experiments show the considerable improvements in
the accuracy for the proposed method.

8 Conclusion

In this paper, we considered the problem of multi-target weakly supervised
regression with noisy labelling in a transductive setting. Using the multivari-
ate normal distribution, we described an imprecision model in the multi-output
case. We also proposed an algorithm for solving the optimisation problem using
the Wasserstein metric and manifold regularisation. To speed up the solution
of the optimisation problem, we used the cluster ensemble to obtain the co-
association matrix and the low-rank representation technique to compress the
resulting matrices.

The presented algorithm has shown its advantage over existing machine learn-
ing algorithms that cannot use uncertain multidimensional labels during train-
ing. We have also made several important improvements to the calculation of
the weighted average co-association matrix by introducing an optimal multimet-
ric weighted average co-association matrix. The new approach can significantly
improve the quality and stability of the algorithm, and also simplifies the search
for optimal hyperparameters to solve each specific problem.

As a further improvement, one can try different distances between distri-
butions in the optimisation problem, and another promising idea would be to
use deep learning approaches to find the co-association matrix. It is also worth
considering other imprecision models: for example, using different types of mul-
tivariate distributions than normal.
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